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Foreword

The National Standard Reference Data System provides access to the quantitative data of phys-

ical science, critically evaluated and compiled for convenience and readily accessible through a

variety of distribution channels. The System was established in 1963 by action of the President’s

Office of Science and Technology and the Federal Council for Science and Technology, and

responsibility to administer it was assigned to the National Bureau of Standards.

NSRDS receives advice and planning assistance from a Review Committee of the National

Research Council of the National Academy of Sciences-National Academy of Engineering. A num-

ber of Advisory Panels, each concerned with a single technical area, meet regularly to examine

major portions of the program, assign relative priorities, and identify specific key problems in

need of further attention. For selected specific topics, the Advisory Panels sponsor subpanels

which make detailed studies of users’ needs, the present state of knowledge, and existing data re-

sources as a basis for recommending one or more data compilation activities. This assembly of

advisory services contributes greatly to the guidance of NSRDS activities.

The System now includes a complex of data centers and other activities in academic insti-

tutions and other laboratories. Components of the NSRDS produce compilations of critically

evaluated data, reviews of the state of quantitative knowledge in specialized areas, and computa-

tions of useful functions derived from standard reference data. The centers and projects clso

establish criteria for evaluation and compilation of data and recommend improvements in ex-

perimental techniques. They are normally associated with research in the relevant field.

The technical scope of NSRDS is indicated by the categories of projects active or being

planned: nuclear properties, atomic and molecular properties, solid state properties, thermody-

namic and transport properties, chemical kinetics, and colloid and surface properties.

Reliable data on the properties of matter and materials are a major foundation of scientific

and technical progress. Such important activities as basic scientific research, industrial quality con-

trol, development of new materials for building and other technologies, measuring and correcting

environmental pollution depend on quality reference data. In NSRDS, the Bureau’s responsibility

to support American science, industry, and commerce is vitally fulfilled.

Ernest Ambler, Director
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Preface

In carrying out its mandate to provide reliable reference data needed by the U.S. technical community, the

Office of Standard Reference Data works closely with other Agencies of the Federal Government which are

concerned with data bases in support of their mission responsibilities. The present publication is an example of this

collaboration. The collection of mass spectral data contained herein represents a major effort of the Environmental

Protection Agency and the National Institutes of Health. The National Bureau of Standards is participating in this

effort by helping to assure adequate quality control of the data and by providing suitable dissemination mechanisms.

The goal of this continuing program is both an expansion of the size of the mass spectral data base and an

enhancement of the quality of the data. Contributions of new or improved spectra, as well as general comments on

the format and utility of the data, are strongly encouraged.

David R. Lide, Jr., Chief

Office of Standard Reference Data

National Bureau of Standards
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EPA/NIH Mass Spectral Data Base

Supplement 2, 1983

S. R. Heller

Environmental Protection Agency, Washington, DC 20460

G. W. A. Milne

National Cancer Institute, Bethesda, MD 20205

and

L. H. Gevantman

National Bureau of Standards, Washington, DC 20234

This second Supplement to the EPA/NIH Mass Spectral Data Base (NSRDS-NBS

63) presents an additional collection of 6557 verified mass spectra of individual

substances compiled from the EPA/NIH mass spectral file. The spec^a are given in bar

graph format over the full mass range. Each spectrum is accompanied by a Chemical

Abstracts Index substance name, molecular formula, molecular weight, structural formula,

and Chemical Abstracts Service Registry Number. A cumulative index has also been

issued which provides access to the entire file of mass spectra.

Key words: analytical data; mass spectra; organic substances; verified spectra.

1. Introduction

During the last nine years, three agencies of the United States

Government, the Environmental Protection Agency (EPA), the

National Institutes of Health (NIH), and the National Bureau of

Standards (NBS), have developed a mass spectrometry data base

together with computer software to search this data base. The Mass

Spectrometry Data Center (MSDQ, supported by the United

Kingdom Department of Industry, has collaborated in this project. A
major objective of the project has been to provide a means of rapid

identification of unknown chemical substances by matching their

mass spectra against a comprehensive library of verified spectra.

The result of this international cooperative effort has been a

machine-readable data base of mass spectra composed originally of

25,556 different substances. This EPA/NIH Mass Spectral Data

Base has now been supplemented again by the addition of 6557 new

spectra, and the total base of 39,920 is available in two ways:

through lease of a magnetic tape from the National Bureau of

Standards (NBS) [l]
1

and through interactive access via an

international time-sharing computer network; the Chemical

Information System (CIS) [2].

While many organizations and laboratories have been well

served by one or the other of these mechanisms for the

dissemination of mass spectral data, neither of the approaches was

suitable for those lacking access to computers or computer terminals.

Hence, at the suggestion of EPA’s Industrial Environmental

Research Laboratory (IERL) in Research Triangle Park, North

Carolina, a book containing 25,556 mass spectra in bar-graph

format derived from the EPA/NIH Mass Spectral Data Base was

prepared and published in 1978 by the Office of Standard Reference

Data (OSRD) as NSRDS-NBS 63. A supplemental volume of 8807

spectra was issued in 1980. The present publication is the second

Supplement containing 6557 new spectra to be added to the data

base. None of the substances contained in Supplement 2 duplicates

substances recorded in NSRDS-NBS 63 or Supplement 1, 1980.

However 27 spectra contained in the previous documents have been

replaced with improved data.

This supplemental publication, like the original publications

has been produced by the Photocomposition System APS-V [3] of

the Chemical Abstracts Service (CAS) under contract to the OSRD.
The data base differs in a number of significant ways from earlier

published collections of mass spectral data, such as the Eight Peak

Index of Mass Spectra [4], the Registry of Mass Spectral Data [5],

and the compilation of Mass Spectral Data [6]. Only one mass

spectrum is presented for each substance, and there are no spectra

of substances labelled with less-abundant isotopes (e.g., deuterium,

oxygen-18).

Details in the procedure for weeding out duplicate spectra,

assigning a Quality Index [7], and selecting the best spectrum for

each substance are given in the introduction of NSRDS-NBS 63.

All of the 6557 substances whose spectra are given in this

Supplement are identified by their respective CAS Registry Numbers

and the name under which the substances appear in the CAS 8th

(1967-1971) or 9th (1972-1976) Collective Indexes-the “8CI” or

“9CI” name. Synonyms, as well as the Collective Index names, are

used in the indexes. For further information regarding the Collective

Index names, the reader is referred to the CAS Index Guide [8].

Figures in brackets indicate literature references.
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2. Presentation of Spectra

Spectra are presented as shown in figure 1. The conventional

bar-graph format is used in “boxes” of width 150 mass units.

Additional boxes are provided only if there are peaks in a broader

mass range. Each spectrum is also accompanied by the molecular

formula of the substance, the molecular weight, and the structure

diagram. The molecular formulas are ordered by the Hill convention

[9], and were derived by computer from the CAS-supplied

connection table record. Molecular weights were derived by

computer from the same records, using the integral atomic masses

C=12, H=l, 0=16, and so on. The structure diagrams, a unique

feature of this book, are also machine derived from the connection

table record for each substance [10].

The spectra reported in this Supplement do not contain any

metastable or multiple-charged ions, and all m/e and intensity data

are rounded off to the nearest integer. Relative intensities between

0.1% and 2.0% are arbitrarily adjusted to 2% for the sake of clarity.

It should be noted that the relative intensities of the peaks are

sensitive to instrumental conditions and can only be taken as a

rough guide. Spectra are presented in order of the molecular weights

of the corresponding substances. In cases where substances have the

same (integral) molecular weight, those spectra are further ordered

by CAS Registry Number in increasing order of the first set of

digits.

The indexes originally provided in the final volume of NSRDS-

NBS 63 and Supplement 1, 1980 have been updated and reissued as

a cumulative set of indexes which may be used to find the spectrum

of a specific substance in either the original set of volumes or in this

Supplement. The first of these gives the substance name in

alphabetical order, the second is arranged by formula, the third is

ordered by increasing molecular weight, and the fourth by CAS

Registry Number. It is planned to produce further volumes of the

compilation as the data base increases in size. When this is done,

again new indexes will be produced to replace the older versions. It

is for this reason that the indexes are in a separate volume and

paper bound rather than cloth bound. It is expected that this will

facilitate additions and revisions to the data.

It is hoped that this Supplement and the subsequent additions

will be of value to the mass spectrometry community. Your

comments, criticisms, and suggestions are most welcome and will

certainly lead to further improvements in future volumes.

3. References

[1] For further information regarding the leasing of this magnetic tape, please

contact:

Office of Standard Reference Data

National Bureau of Standards

A323 Physics Building

Washington, DC 20234

Telephone: (301) 921-2228

[2] For further information regarding access to the Mass Spectral Search System,

please contact:

Mary Ann Ryan

Computer Sciences Corporation

6565 Arlington Boulevard

Falls Church, VA 22046

Telephone: (800) 368-3442

[3] Blake, J. E., Farmer, N., and Haines, R. C., J. Chem. Inf. Comput. Sci. 17, 223

(1977).

[4] Eight Peak Index of Mass Spectra, 2nd Edition, Her Majesty’s Stationery Office,

London (1975).

[5] Cornu, A., and Massot, R., Compilation of Mass Spectral Data, 2nd Edition,

Heydon, London (1975).

[6] Stenhagen, E., Abrahamsson, S., and McLafferty, F. W., Registry of Mass

Spectrom. 13, 209 (1978).

[7] Speak, D. D., Venkataraghavan, R., and McLafferty, F. W., J. Org. Mass

Spectrom. 13, 209 (1978).

[8] CAS Index Guide, Chem. Abs. 76 (1972).

[9] Hill, E. A., J. Amer. Chem. Soc. 22, 478 (1900).

[10]

Dittmar, P. G., et al., J. Chem. Inf. Comput. Sci. 17, 196 (1977).

CAS Registry Number

Molecular Formula—
Molecular Weight

Substance Name

Structural Formula

Mass Spectrum

173 C10H7NO2 86-57-7

Naphthalene, 1-nitro-

FlGURE 1. Typical mass spectrum.
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5878-19-3

88 C4H12N2
1,2-Ethanediamine, N-ethyl-

EINHCHjCHjNH 2

110-72-5

10 20 30 40 50 SO 70 SO 90 100 110 120 130 140 ISO

88 C4H12N2
Hydrazine, 1,1-diethyl-

616-40-0

Et
I

E t NNHj

111!

10 20 30 40 SO SO 70 80 90 100 110 120 130 140 150

88 C 4H 12N2

Hydrazine, 1,2-diethyl-

1615-80-1

UeCOCH 2 OMe 100-

80 •

60 *

40*

20*

J J _

1,

10 20 30 40 50 60 70 60 90 100 110 120 190 140 150

10 20 30 40 50 80 70 60 90 100 110 120 190 140 150

88 C4H12N2 4986-49-6

88 C4H8O2
Propanal, 2-hydroxy-2-methyl-

20818-81-9
Hydrazine, 1-methyl-l-propyl-

MeCOH
1

OCH

10 20 30 40 SO SO 70 SO 90 100 110 120 130 140 150

88 C4H12N2

1,2-Ethanediamine, N^V-dimethyl-

Ma
I

H2NCH2CH2NM

108-00-9

100

60

60

40

20

4 ,L
, , ,

L,

10 20 90 40 50 50 70 60 90 100 110 120 190 140 150

88 C4H12N2
1,3-Propanediamine, N-methyl-

M«NH(CH2 IjNHj

6291-84-5

11 .1 . 1 \

10 20 90 40 50 60 70 60 90 100 110 120 190 140 150

10 20 90 40 50 60 70 60 90 100 110 120 190 140 150

88 C4H 12N2

Hydrazine, 2-ethyl-l,l-dimethyl-

2955^-82-8

88 C4H12N2 110-70-3
1,2-Ethanediamine, A^N'-dimethyl-

ItoNHCHs CHj NHMt

100

ao

60

40

20

0 A ,-^L

100

60

60

40

20

0

10 20 90 40 50 60 70 60 90 100 110 120 190 140 150

V-ji

10 20 90 40 50 90 70 60 90 100 110 120 190 140 150



5278 EPA/NIH MASS SPECTRAL DATA BASE 88

88 C4H12N2

Hydrazine, (1-methylpropyl)-

s-BuNHNH 2

30924-14-2

it ,ll,j
1 .

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

88 C4H12N2

Hydrazine, l-methyl-l-(l-methylethyl)-

Pr -

1

I

MeNNMa

33668-54-1

90 C4H7CI
Cyclopropane, 1-chloro-l-methyl-

50915-28-1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 ISO

90 C4H10O2
Hydroperoxide, 1,1-dimethylethyl

75-91-2

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

88 C4H12N2

Hydrazine, (2-methylpropyl)-

I -BuNHNH 2

42504-87-0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 ISO

89
/3-Alanine

C3H7NO2

h 2 nch 2 ch 2 co2 h

107-95-9

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

89 C 3H7NS
Methanethioamide, iV^/V-dimethyl-

758-16-7

Me
I

S=CHNMe

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

90 C 3H10N2O
Hydrazine, (2-methoxyethyl)-

Me OCH 2 CH 2 NHNH 2

3044-15-3

92 C 7H8

Tetracyclo[3.2.0.02 -7.04 .6]heptane
278-06-8

100 j
80-

jiidi jL. |

00-

93
Acetamide, 2-chloro-

C2H4CINO

Cl ch 2 conh 2

79-07-2

100-

60

40

20

, , .-| ,.l.

10 20 30 40
• I1IV9VV V-
50 60 70 80 90 100 110 120 130 140 150

94
3-Hepten-l-yne, (Z)-

C7H10

PrCH=CHC:CH

764-57-8

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

94 C7H10
3-Hepten-l-yne, (E)-

764-58-9

Pr CH = CHC:CH



96 EPA/NIH MASS SPECTRAL DATA BASE 5279

94 CtHio 2384-73-8
l-Hepten-3-yne

PrC:CCH:CH 2

100

•0

•0

40

20

0
10 20 30 40 60 60 70 60 00 100 110 120 130 140 160

|I 1l . 1 1. ..-4

94 CtHio 59219-48-6
Cyclopentane, l,3-bis(methylene)-

100

80

60

40

20

0
10 20 30 40 60 60 70 80 00 100 110 120 130 140 160

95 CeH9N 600-28-2
lif-Pyrrole, 2,3-dimethyl-

Me

100

80

60

40

20

0
10 20 30 40 50 60 70 80 00 100 110 120 130 140 160

95 CeH9N 1551-06-0
lif-Pyrrole, 2-ethyl-

96 C7H12 1112-35-2
1,4-Pentadiene, 3,3-dimethyl-

Me
1

H 2 C:CHCCH:CH 2
I

Me

100

80

00

40

20

0
10 20 30 40 60 60 70 80 00 100 110 120 130 140 150

96 C7H12 1541-33-9
1,5-Hexadiene, 3-methyl-

Me

H 2 C*CHCH 2 CHCH*CH 2

100

00

00

40

20

0
10 20 30 40 60 60 70 80 00 100 110 120 130 140 160

96 C7H 12 7736-22-3
1,5-Heptadiene, (E)-

H 2 C = CHCH 2 CH 2 CH .* CHMe

100

00

00

40

20

0
10 20 30 40 50 60 70 80 00 100 110 120 130 140 160
, ,

..1.1 Li ^ L J

96 C7H 12 7736-34-7
1,5-Heptadiene, (Z)-

H 2 C 2 CHCH 2 CH 2 CH : CHMe

100

80

60

40

20

0
10 20 30 40 50 80 70 SO 90 100 110 120 130 140 ISO

95
1/f-Pyrrole, 3-ethyl-

CeH9N

hn^" e ‘

1551-16-2

100

so

60

40

20

0
10 20 30 40 60 60 70 60 00 100 110 120 130 140 160

96 CeHsO 3208-16-0
Furan, 2-ethyl-

Et

100

•0

60

40

20

0
10 20 30 40 60 60 70 80 00 100 110 120 130 140 160

100 -

80-

60 -

40 *

20 -

0-
10 20 30 40 60 60 70 80 00 100 110 120 130 140 160
jU

96 C7H12 29212-09-7
2,3-Hexadiene, 2-methyl-

E t CH iC : CMe

96 C7H 12 34462-28-7
Cycloproptuie, trimethylmethylene-



5280 EPA/NIH MASS SPECTRAL DATA BASE 98

98 C6H10N2

lif-Pyrazole, 4,5-dihydro-5,5-dimethyl-
4320-85-8 98

3-Hexyn-2-ol
CeHioO 109-50-2

OH

EtCiCCHMe

.... jj jj 1 i...l lIiL_i 1 i — 1— —
i 1 1 1 1—

10 20 30 40 50 eo 70 80 90 100 110 120 130 140 150

98

98 C5H10N2 5775-96-2 2-Hexyn-l-ol
lif-Pyrazole, 4,5-dihydro-l,5-dimethyl-

CeHioO

PrC:CCH 2 OH

764-60-3

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

98 C5H10N2 5920—29—6
1-ff-Pyrazole, 3-ethyl-4,5-dihydro-

100

80

60

40

20

0
10 20 30 40 60 80 70 80 90 100 110 120 130 140 150

100-

80

80

40

20

JIM III il, lL-j.ll L» Jl
10 20 30 40 50 60 0 80 90 100 110 120 130 140 150

98 CeHioO 928-90-5
5-Hexyn-l-ol

HO(CH 2 ) 4 C:CH

80

60-

40

20-

1

10 20 30 40 50 60 0 80 90 100 110 120 130 140 150

98 CeHioO 3280-51-1
3,5-Hexadien-2-ol

OH
I

H 2 C=CHCH=CHCHMe

98 C5H10N2 19031-77-7
Acetaldehyde, 2-propenylhydrazone

Hj C : CHCH 2 NHN • CHMe

ij 1 -111
» , -~t 1 1 1 1 1 1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

98 C5H10N2 28019-94-5
1/f-Pyrazole, 4,5-dihydro-4,5-dimethyl-

98 CeHioO 17108-52-0
Furan, 2,3-dihydro-2,5-dimethyl-

100

80

60

40

20

0
10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

98 CeHioO 19780-84-8

5-Hexyn-3-ol

OH
I

HC=CCH 2 CHEt

10 20 30



100 EPA/NIH MASS SPECTRAL DATA BASE 5281

98 CeHioO • 25400-04-5
Furan, 3-ethy1-2,5-dihydro-

100

so

60

40

20

0
10 20 30 40 50 00 70 80 90 100 110 120 ISO 140 ISO

98 CeHioO
3-Buten-l-ol, 3-methyl-2-methylene-

18
"*

HOCHjCCMs

26431-13-0

100

80

60

40

20

• '

10 20 30 40 SO 80 70 80 »0 100 110 120 130 140 160

98 CeHioO 55230-25-6
2if-Pyran, 5,6-dihydro-2-methyl-

98 CeHioO
Furan, 2,5-dihydro-2,5-dimethyl-

Me

59242-27-2

98 CtHu 2452-99-5
Cyclopentane, 1,2-dimethyl-

10 20 30 40 SO 80 70 90 100 110 120 130 140 160

98 CtHu 74752-93-5
Cyclopropane, 1,1,2,3-tetramethyl-

Ms

MS Ms

99 C2H4O2.K 127-08-2
Acetic acid, potassium salt

HO2 CMs • K

99 CeHgNO 1609-86-5
Propane, 2-isocyanato-2-methyl-

OCNBu-t

100

•O'

10 '

40

ao

O'

10 20 30 40 SO SO 70 80 80 100 110 120 130 140 ISO

99 CeHisN 3332-08-9
2-Propanamine, N-(1-methylethylidene)-

Ms
I

MsC«NPr-l

10 20 30 40 SO SO 70 80 SO 100 110 120 130 140 ISO

100 C3H4N2O2

2,4-Imidazolidinedione

461-72-3

(V
b— NH

100

60

60

40

20

0
10 20 30 40 SO 60 70 60 90 100 110 120 ISO 140 ISO



5282 EPA/NIH MASS SPECTRAL DATA BASE 100

100
Urea, 2-propenyl-

C4H8N2O

H 2 C=CHCH 2 NHCONH 2

557-11-9 100 C6H12N2

Propanal, dimethylhydrazone
7422-93-7

Me
I

E t CH = NNMe
100*

60* 80*

40- 60-

20*
1

40*

0-
,

il d h -1 '-r“J— “I 1 1 1 1 1
— 20- I

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
0- , r-k—M *__iL 1.

,
i

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

100 C5H8O2
Cyclopropanecarboxylic acid, methyl ester

2868-37-3

100 C5H12N2
2-Propanone, ethylhydrazone

7422-99-3

C( O) OMe Me
I

E t NHN • CMe

80-

60-

J Li Jji . .1. Ii .

40-

i i i i i •

10 20 30 40 50 60 ro 80 90 100 110 120 130 140 150 0- , ,
li| i,il.l.

,

- 1

100 C5H12N2
Piperazine, 1-methyl-

109-01-3

INv^

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

100 C5H12N2
2-Propanone, dimethylhydrazone

13483-31-3

Me Me
I I

Me C : NNMe

—,— k ii L, ....
,

1 1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10 20 30 40 50 60 70 60 90 100 110 120 130 140 150

100 C5H12N2
Acetaldehyde, propylhydrazone

7422-88-0

Pr NHN = CHMe

100-

80-

60-

40-

20-
1

j

„
*

J1L -n , 1,

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

100 C5H12N2
Acetaldehyde, (l-methylethyl)hydrazone

7422-89-1

l-PrNHN=CHMe

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

100 C5H12N2
Propionaldehyde, ethylhydrazone

7422-92-6

EtCH=NNHEt

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

100 C5H12N2
Propanal, 2-methyl-, methylhydrazone

16713-37-4

Me
I

MeNHN=CHCKMe

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

100 C6H12O
l-Penten-3-ol, 3-methyl-

918-85-4

OH
I

H 2 C sCHCE t

I

Me

100-1

80-

60-

40*

20-

.-I-.

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

100
4-Hexen-l-ol, (Z)-

C6Hi20

HO( CH 2 ) 3 CH =CHMe

928-91-6

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



101 EPA/NIH MASS SPECTRAL DATA BASE 5283

100
4-Hexen-l-ol, {E)~

CaHnO

HO(CH 2 )sCH=CHMe

928-92-7 101 C4H7NO 2

2,3-Butanedione, monooxime

Me
I

MeCOC : NOH

57-71-6

60-

1

60-

, ,
ill 1 lu_J iU- V j- 1 T , , ,

40-

20
J10 20 30 40 50 60 70 80 80 100 110 120 130 140 160

0- -1 - 44-.—, j

10 20 30 40 50 80 70 80 »0 100 110 120 130 140 130

100 C6H12O 928-94-9
2-Hexen-l-ol, (Z)-

PrCH :CHCH 2 OH

kJ ill. .. nil

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

101 C4H7NO2 2114-11-6
Carbamic acid, 2-propenyl ester

HjC:CHCHj0C(0)NH 2

100 C6H12O 4798-45-2
l-Penten-3-ol, 4-methyl-

H 2 C sCHCHCHMe

100

80

80

40

20

O'

10 20 30 40 50 80 70 80 80 100 110 120 130 140 150

101 C4H7NS 2346-00-1
Thiazole, 4,5-dihydro-2-methyl-

J 1* -ll-* “
, ,1 r 1 1

—
1

—
1
" -r- 1

—

1

r— 1 1 1 1 r—
10 20 30 40 60 flO 70 80 80 100 110 120 130 140 160

100 C6Hi20 5362-55-0
2-Penten-l-ol, 4-methyl-

Me
I

HOCH 2 CH : CHCHMe

100 '

80

80

40'

20

0
10 20 30 40 50 80 70 80 90 100 110 120 130 140 160

101 C4H7NS 54974-63-9
Propanenitrile, 3-(methylthio)-

NCCH 2 CH 2 SMe

100

80

80

40

SO'

O'

10 20 30 40 50 80 70 80 SO 100 110 120 130 140 150

100 C6H12O 10473-13-9
3-Buten-2-ol, 2,3-dimethyl-

Me

OH

H 2 C:CCMe

Me

100

80

80

40

20

0
10 20 30 40 50 80 70 80 SO 100 110 120 130 140 180
, , 4 -1. -rJ- 1,

100 C7H16 142-82-5
Heptane

Me ( CH 2 ) s Me

101 CsHiiNO 17794-44-4
Butanamide, N-methyl-

MeNHCOPr

80 SO 100 110 120 130 140 150

101 C5H 11NO 44603-43-2
Methanamine, iV-butylidene-, N-oxide

Me
1

0»N»CHPr

100

•0

•0

40

20

0
10 20 30 40 60 60 70 80 80 100 110 120 130 140 160



5284 EPA/NIH MASS SPECTRAL DATA BASE 101

101 CsHnNO
Oxaziridine, 2-methyl~3-propyl-

58751-77-2 102 CsHwNa
Hydrazine, l,l-dimethyl-2-propyl-

52728-54-8

100

«

80-

80-

1 1

40-
1

1

i
|

20* ,i.l
, ,

,1 Ur-1 ,1,1. H , , ,
10 20 30 40 60 io 70 60 90 100 110 120 130 140 160

20 30 40 SO 60 70 SO «0 100 110 120 ISO 140 ISO

102 C3H6N2O2 108-13-4
Propanediamide

H2NCOCH2CONH2

L
1 —

1

1 1 1 i 1
-r- 1 —T—i—1 — 1 1 1

10 20 30 40 60 60 70 00 90 100 110 120 130 140 190

102 CsHtCI 930-20-0
Cyclopentene, 1-chloro-

102 CsHioSi 3439-38-1
Silane, ethyltrimethyl-

Mo
I

Me SI Me
I

Et

103 C4H9NO2 142-26-7
Acetamide, iV-(2-hydroxyethyl)-

AcNHCHo CHjOH

100

80

80

40

20

0
10 20 30 40 SO 80 70 80 00 100 110 120 130 140 150

100

80

80

40

20

0
10 20 30 40 SO 80 70 80 80 100 110 120 130 140 150

102 C6H10O2

1,3-Dioxolane, 2,2-dimethyl-
2916-31-6

100

80

80

40

20

0
10 20 30 40 SO 80 70 80 00 100 110 120 130 140 150

102 C5H14N2 20240-62-4
Hydrazine, 1-butyl-l-methyl-

NH2
1

Me ( CH2 ) 3 NMe

—_— Jiii.
,

... ,1--I 1

—

fWi
, -m 1—

—

1 1 1 I 1 1 1 1—
10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

102 C5H14N2 20240-63-5
Hydrazine, l-methyl-l-(2-methylpropyl)-

Bu-I
I

MeNNH2

100

60

60

40

20

0
10 20 30 40 SO 80 70 SO 00 100 110 120 130 140 ISO

103 C4H9NO2 625-74-1
Propane, 2-methyl-l-nitro-

I-B 11 NO2

100

80

80

40

20

0

103 C4H9NO2 1746-77-6
Carbamic acid, 1-methylethyl ester

H2NC(0)0Pr-l

10 20 30 40 50 80 80 00 100 110 120 130 140 ISO

20 30 40 60 80 80 100 110 120 130 140 ISO

103 C4H9NO2 2623-91-8
Butanoic acid, 2-amino-, (R)-

CO2 H
1

EtCHNHs

100

SO

80

40

20

0
10 20 30 40 SO 80 70 80 00 100 110 120 130 140 ISO

Ju 1



106 EPA/NIH MASS SPECTRAL DATA BASE 5285

103 C4H9NS 52288-89-8 106 c 6h6n2 1119-85-3

Thiazolidine, 3-methyl-

s
/N

'n"m®

3-Hexenedinitrile

100

NCCH 2 CH:CHCH 2 CN

100-

80-

60-

40*

20- 4
,

:

,

,1.1
,

-1 1 ,

—

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

103 C5H13NO 108-16-7
2-Propanol, l-(dimethylamino)-

HO Me
1 1

MeCHCtfeNMe

106 C6H6N2

Propanedinitrile, (1-methylethylidene)-

Me

I ?
N

Me C : CCN

13166-10-4

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

103 C5H13NO
1-Propanol, 3-(dimethylamino)-

1

HO( CH2 ) 3 NMe

3179-63-3 106 C6H6N2

1,1-Cyclopropanedicarbonitrile, 2-methyl-
24829-26-3

100

80-

60-

I

40-

j , , ,..ji

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

20-

0^ ,-i
1

1

100 110 120 130 140 150

104 C6H4N2 100-48-1
4-Pyridinecarbonitrile

106 C6H6N2 52833-34-8
Propanedinitrile, propylidene-

CN
I

E t CH • CCN

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

_pj—
1
A,—r

.

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

~T

IT

1'

1
1
f

»
1

^ 1141 |iL, .......
,
—1,— 1

,—,—,—,

—

r-

104 C6H4N2

3-Pyridinecarbonitrile

100-54-9
106 CsHio
1 ,3,5-Cyclooctatriene

1871-52-9

105 C7H7N
Benzenemethanimine

16118-22-2 106 CgHio
l-Cycloocten-5-yne, (Z)-

66633-23-6



5286 EPA/NIH MASS SPECTRAL DATA BASE 107

107 C7H9N 108-44-1

Benzenamine, 3-methyl-

108 C3H5CIO2 541-41-3
Carbonochloridic acid, ethyl ester

Cl C( 0) OEt

108 C7H80 27646-73-7
Cyclopentanone, 3,4-bis(methylene)-

CH 2

»-» 1 1
—

1 1 i 1 r t **1
1 1 i i i

10 20 30 40 60 60 70 80 90 tOO 110 120 130 140 150

108 C&H12 765-86-6
1,3-Cyclohexadiene, 5,6-dimethyl-, cis-

100

80

60

40

20

0
10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

1 . al 1 . I

108 C6H8N2 108-45-2
1,3-Benzenediamine

100

00

60

40

20

0
10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

108 C6H8N2 3731-51-9
2-Pyridinemethanamine

108 C8Hi2 925-52-0
1,3,6-Heptatriene, 5-methyl-

Me
1

H2CsCHCH=CHCHCH:CH2

108 C6H8N2 14331-54-5
Pyrimidine, 2,4-dimethyl-

Me

;

,

h, J 1 ,1, J 1 iL
10 20 30 4 60 80 70 80 90 100 110 120 130 140 160

108 C7H80 17098-71-4
2,4-Heptadien-6-yn-l-ol, (EJZ)-

108 C8Hi2 2417-80-3
2,4,6-Octatriene, (E£,Z)~

MaCH : CHCH : CMCH : CHMe

100

so-

so-

40-

20 -

0 1

1 I I 1 I ~~T — ~l I I !
““l'

. f » .

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

108 CsHi2 2417-81-4
1,3-Cyclohexadiene, 5,6-dimethyl-, trans-

it

100 -

80-

60-

10 20 30 40 50 SO 70 60 SO 100 110 120 130 140 ISO

HOCH 2 CH : CHCH = CHC : CH

:
, , .

Jll. -I-I.
,

-
l* M r—

1

-i 1 1 -1 1““ 1 1
11

*r- r—*“i 1 1 1 r-
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



108 EPA/NIH MASS SPECTRAL DATA BASE 5287

108 CsHl2 7124-40-5 108 CsHl2 25399-32-0
1,2-Cyclooctadiene Dispiro[2.1.2.1]octane

108 CsHi2 14947-20-7
2,4,6-Octatriene, (Z££)~

Me CH : CHCH : CHCH : CHMe

108 C8H12

Tricyclo[2.2.2.01 -4]octane

36120-88-4

100

(0

00

40

20

0
10 20 SO 40 SO 00 70 00 00 100 110 120 130 140 100

100

«

80

60*

40

20-

L L iliM. _ J. _ [ 1 III

10 20 30 40 60 80 70 80 00 100 110 120 130 140 150

108 C8H12 17679-92-4
l-Octen-3-yne

HjC=CHC 5 C( CH2 ) sMo

J

.1 L .ill . U. 1f » I I I I 1 I 1 I I » I I *»

10 20 30 40 50 60 70 80 00 100 110 120 130 140 160

108 CsHi2 19703-43-6
2,4,6-Octatriene, (EyE>Z)-

Me CH = CHCH : CHCH : CHMe

100

ao

00

40

20

0
10 20 30 40 60 60 70 80 00 100 110 120 130 140 160

108
Dispiro[2.0.2.2]octane

CgHl2 21426-37-9

108 C8Hi2 37745-07-6
Spiro[2.4]heptane, 5-methylene-

108 C8H 12 42091-89-4
3-Octen-l-yne, (Z)-

HCrCCH :CH( CH2 ) 3 Me

108 CsHi2 42104-42-7
3-Octen-l-yne, (E)-

HC : CCH 5 CH ( CH2 ) 3 Me

108 CsHi2
Spiro[2.4] heptane, 4-methylene-

24308-54-1 108 CsHi2
Cyclohexane, l,3-bis(methylene)-

52086-82-5

Q4



5288 EPA/NIH MASS SPECTRAL DATA BASE 108

108 C8Hi2
Bicyclo[4.1.0]heptane, 7-methylene-

h 2 c.

54211-14-2

to 20 30 40 60 60 70 60 90 100 110 120 130 140 ISO

108 C8H12

2-Hepten-4-yne, 2-methyl-
58275-91-5

Me
t

E t C r CCH CMe

10 20 30 40 60 60 70 60 90 100 110 120 130 140 160

108 C8Hi2 61142-26-5
Cyclopropene, l-methyl-3-(2-methylcyclopropyl)-

A_A

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

108 C8Hi2
1,3-Cyclopentadiene, trimethyl-

72347-62-7

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

108
3-Octen-5-yne, (Z)-

C8Hl2

E t CiCCH sCHE t

74744-34-6

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

108
3-Octen-5-yne, (E)-

C8Hl2

E t C :CCH = CHE

t

74744-35-7

109
2,6-Pyridinediamine

c6h7n3 141-86-6

109 C6Hio02.Li
Propanoic acid, 2,2-dimethyl-, lithium salt

M63CC02H • LI

14271-99-9

109 C6H7NO
lfl-Pyrrole-2-carboxaldehyde, 5-methyl-

yT NH

Me

1192-79-6

1 1- - 1
"1

‘

1
, r T 1

—

10 20 30 40 60 60 70 80 90 100 110 120 130 140 150

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160



110 EPA/NIH MASS SPECTRAL DATA BASE 5289

109 C7H11N 2199-41-9
lif-Pyrrole, 2,3,5-trimethyl-

Mt

100

*0

to

40

20

0
10 20 30 40 90 eo 70 80 to 100 110 120 190 140 150

109 C7H 11N 5632-85-9
8-Azabicyclo[3.2.1]oct-2-ene

90 100 110 120 130 140 ISO

109 C7H11N 5690-96-0
Pyrrole, 4-ethyl-2-methyl-

H

Et

100 110 120 130 140 ISO

109 C7H11N
lH-Pyrrole, 2-ethyl-4-methyl-

Et

69687-77-0

100

40

10 20 30 40 SO SO 70 to *0 100 110 120 130 140 ISO

110 B3H7.F2HP 32145-14-5
Phosphonous difluoride, compd. with triborane(7) (1:1)

7/?
H *

HjB-BHi
• FPHF

110 CsHeS 30917-44-3
Thiophene, ethenyl-

110 CbHioNs 19804-38-7
2-Pyrazoline, 1-allyl-

C\.-.CH 2 CH*CHj

/
N

80

80-

40 *

20

«

,
.[i i J, „

• ( ,

10 20 30 40 60 80 70 80 80 100 110 120 130 140 190

110 C«HioN2 66387-76-6
7-Azabicyclo [4.1.0]hept-3-en-7-amine

100 110 120 130 140 ISO

110
Furan, 2-propyl-

C7H10O 4229-91-8

110 C7H10O
Bicyclo[2.2. 1 ]hept-5-en-2-ol

13080-90-5

100

to

to

40

20

t
10 20 30 40 60 80 70 80 80 100 110 120 130 140 160



5290 EPA/NIH MASS SPECTRAL DATA BASE 110

110 CsHh 694-72-4

Pentalene, octahydro-

Cd
100 - "

80-

00 -

40-

2°: «

o l i i
iIi

‘i
m -M- r *l "*r* r * i *>* r v 11 r— mr~

10 20 30 40 50 80 70 80 90 100 110 120 130 140 160

110 CsHh 765-83-3

Cyclopentane, (1-methylethylidene)-

Me

100-

30-

60-

40-

20-

!.. 11. ,.J.I .1 u, 4 ...
. 4

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

110 CsHw 927-97-9
1,4-Hexadiene, 2,5-dimethyl-

Me ch 2
i ii

MeC=CHCH 2 CMe

110 C8Hi4 1462-07-3
Cyclopentene, l-(l-methylethyl)-

100-

80-

60-

40-

20-

L li -Li .1 II -.,-1.

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

110 CsHh 2417-87-0
Cyclobutene, 1,2,3,4-tetramethyl-, cis-

110 CsHu 3200-65-5
Cyclobutene, 1,2,3,4-tetramethyl-, trans-

110 CsHh 4894-63-7
1,5-Hexadiene, 3,4-dimethyl-

Me

I I

H 2 C=CHCHCHCH=CH 2

±1. h d

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

110 C8Hi4 18152-31-3
2,6-Octadiene, (E^E)-

Me CH = CHCH 2 CH 2 CH : CHMe

, ,
..lil, . .l,i 1 ' -J *•

i
•—r i i i if I

- —-i - i -r— r——i r i r i i r —

r

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

110 CsHh 19036-81-8
1,6-Octadiene, (E)-

MeCH = CH( CH 2 ) 3 CH =CH 2

110 CsHh 50592-72-8
1,5-Heptadiene, 3-methyl-, (E)-

Me
I

MeCH sCHCH 2 CHCH = CH 2

100-

80*

60-

40-

20-

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

110 C8Hi4 50763-51-4

1,5-Heptadiene, 3-methyl-, (Z)-

Me
I

MeCH = CHCH 2 CHCH =CH 2

il h a
I I

1 ’ r *
I I

" ‘
I

‘ T 'I l 1
'

-T-
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



Ill EPA/NIH MASS SPECTRAL DATA BASE 5291

110 C&H14 50871-05-1
1,6-Heptadiene, 3-methyl-

Me
I

H 2 C SCHCH2 ch 2 CHCH : ch 2

110 CgHu 68701-71-3
1,5-Hexadiene, 2,4-dimethyl-

H2 C Me
11 1

MeCCH 2 CHCH=CH 2

. .-il.-lL- » i—i—u-i—J*—i—Li

—

i—i

—

i
—

i
—r--1

1
1 —

1
" *r 1 1

"
i r- 1——1

- t 1 1 1 1—
10 20 30 40 SO SO 70 80 80 100 110 120 130 140 ISO

110 C8H14

Cyclopropane, tetramethylmethylene-
54376-39-5 110 CsHu

1,4-Pentadiene, 2,3,4-trimethyl-

72014-90-5

10 20 30 40 50 SO 70 80 90 100 110 120 130 140 150

110 CsHu 55308-20-8
Cycloheptene, methyl-

110 CsHu
Cyclopentane, (1-methylethenyl)-

55661-02-4

100

eo

eo

40

20

0
10 20 30 40 50 SO 70 80 80 100 110 120 130 140 150

, k—lfL r-bL ,-Jia ,.i.,
..i

110 CsHu 61228-09-9
3-Heptyne, 5-methyl-

Me
I

E I C :CCHCH 2 Me

100

eo

so

40

20

0

10 20 30 40 50 SO 70 SO 80 100 110 120 130 140 150

Me

h 2 c ch 2
II I II

MeCCHCMe

no CsHu
Cyclopropane, (2-methylenebutyl)-

ch 2 ce t

II

ch 2

74685-56-6

100

so

eo

40

20

0
10 20 30 40 50 60 70 SO 80 100 110 120 130 140 150

111 C6H9NO 35488-00-7
4(lif)-PyTidinone, 2,3-dihydro-l-methyl-

100

80

SO

40

20

0
10 20 30 40 50 60 70 80 00 100 110 120 130 140 150

111 CeHgNO 69687-85-0
2-Cyclopenten-l-one, 3-amino-2-methyl-

Me

nh 2

100

60

60

40

20

0
10 20 30 40 50 60 70 80 00 100 110 120 130 140 150



5292 EPA/NIH MASS SPECTRAL DATA BASE 111

111 C7H13N 57502-48-4 112 C5H4O3 62458-20-2
Azocine, 1,2,3,4,7,8-hexahydro- l,3-Dioxolan-2-one, 4,5-bis(methylene)-

112 C4H8N4

lif-l,2,4-Triazol-3-amine, 1-ethyl-

42786-04-9
112 C6H802

1,2-Cyclopentanedione, 3-methyl-

n
^S

n
,e.

/
N

HjN

765-70-8

80 80 100 110 120 130 140 150

112 C4H8N4

4ff-l,2,4-Triazol-3-amine, 4-ethyl-

42786-06-1 112 C6H12N2
l,4-Diazabicyclo[2.2.2]octane

280-57-9

nh 2

100 -

80-

80-

40-

I I I I I I
1, 1 1 T ' *

I I I I— I I I I

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

80*

80*

40 -

20*

.ill) 1 .1 T-J

10 20 30 40 60 60 70 80 90 100 11C 120 130 140 150

112 C4H8N4
lff-l,2,4-Triazol-5-amine, 1-ethyl-

nh 2

58661-94-2
112 C6H12N2
Hydrazine, l,l-di-2-propenyl-

nh2

H 2 C : CHCH 2 NCH2 CH = CH 2

5164-11-4

Li 4 4 1-r .,—
T
— -r— I — I **l

1

I - I I I" I I I I

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

112 C6H12N2 7422-95-9
2-Butenal, dimethylhydrazone

112 C6H4O3 616-02-4
2,5-Furandione, 3-methyl- MeCH=CHCH=NNMe



112 EPA/NIH MASS SPECTRAL DATA BASE 5293

112 C6H12N2
2-Pyrazoline, 1,4,5-trimethyl-

7423-11-2 112 C6H12N2 22591-95-3
lif-Pyrazole, 4,5-dihydro-3,4,5-trimethyl-

80-

60 •

40

20-

J, ,,i ^
10 20 30 40 60 60 70 80 00 100 110 120 130 140 160

112 C6H12N2 14044-41-8
2-Pyrazoline, 1,3,4-trimethyl-

Me

100

80

60

40

20

0
10 20 30 40 50 60 70 80 80 100 110 120 130 140 160

t-M ‘A ,-J.
,

H| r

112 C6H12N2 19031-78-8
Propanal, 2-propenylhydrazone

EtCH:NNHCH 2 CH=CH 2

100-

60 -

60-

40-

20-

-iLj IjJl. -1 i, . 1
10 20 30 40 60 60 70 60 00 100 110 120 130 140 160

112 C8H 12N2 60144-27-6
1-Pyrrolidinamine, N-ethylidene-

SO-

60-

40-

20-

J, j . ^ 1 L

10 20 30 40 60 60 70 80 00 100 110 120 130 140 150

112 C6H12N2 75011-90-4
lif-Pyrazole, 4,5-dihydro-5-propyl-

H

100-

80

60

40

20

ii. iL 1 i| . L 1
10 20 30 40 50 60 7( 80 00 100 110 120 130 140 150

100

60

60

40

20

0
10 20 30 40 50 60 70 80 60 100 110 120 130 140 150

112 C6H12N2 19031-79-9
2-Propanone, 2-propenylhydrazone

Me
I

H 2 C = CHCH 2 NHN = CMe

112 C6H 12N2 75268-07-4
Acetaldehyde, 2-butenylhydrazone

Me CH = NNHCH2 CH • CHMe

1—JiU . ll . 1

10 20 30 40 50 60 70 80 80 100 110 120 130 140 150

112 C6H12N2
2-Pyrazoline, 4-ethyl-l-methyl-

Et

22581-42-6

100

60

60

40

20

O'

10 20 30 40 50 60 70 80 80 100 110 120 130 140 150

112 C7H12O 926-38-5
3,5-Hexadien-2-ol, 2-methyl-

OH
I

H 2 C = CHCHrCHCMe
I

Me

100

80

60

40

20

0
10 20 30 40 SO 60 70 60 80 100 110 120 130 140 150

112 C7H12O
Cyclohexene, 1-methoxy-

931-57-7

100

80

•0

40

20

0
10 20 30 40 60 60 70 60 00 100 110 120 130 140 160



5294 EPA/NIH MASS SPECTRAL DATA BASE 112

112
2-Heptyn-l-ol

C7H12O

HOCH2 C : C( CH2 ) 3 Me

1002-36-4

10 20 30 40 60 60 70 80 «0 100 110 120 130 140 160

112
2-Pentenal, 2-ethyl-

C7H12O

CHO
I

E t CH > CE t

3491-57-4

110 120 130 140 160

112
3-Hepten-2-one, (E)-

C7H12O

PrCH:CHCOM«

5609-09-6

110 120 130 140 160

112
4-Heptenal, (Z)-

C7H12O 6728-31-0

OCHCH 2 CH 2 CH:CHEt

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

112
3-Heptyn-l-ol

C7H12O

HOCH 2 CH 2 C:CPr

14916-79-1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

112 C7H12O
Cyclopropane, [(2-propenyloxy)methyl]-

18022-46-3

CH 2 OCH 2 CH=CH 2

112
l-Heptyn-4-ol

C7H12O

OH
I

HC:CCH2 CHPr

22127-83-9

112 C7H12O
3-Hexyn-2-ol, 5-methyl-

23293-50-7

HO Me
I I

MeCHCiCCHMe

10 20 30 40 60 60 70 80 90 100

112
4-Hepten-2-one, (£)-

C7H12O

E t CH : CHCH2 COMe

36678-43-0

80-

80-

40-

20-

112
3-Heptyn-2-ol

C7H12O

OH
I

Pr CiCCHMe

56699-62-8

10 20 30 40 50 60 70 80 90 100

112
2-Heptenal, (Z)-

C7Hl20

Me ( CH2 ) 3 CH sCHCHO

57266-86-1

10 20 30 40 50 60 70 80 90 100

112
2,4-Heptadien-l-ol

C7H12O 62488-55-5

80-

60-

II II II

40-

ii I
10 20 30 40 50 60 70 80 90 100 11C 120 130 140 150 0-I—, X-M ..Llll... , ,J , ,

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



li; EPA/NIH MASS SPECTRAL DATA BASE 5295

112 C7H12O
Cyclopropane, [(l-propenyloxy)methyl]-

64340-98-3

A.
CH2 OCH =CHMe

10 20 30 40 SO 80 70 80 80 100 110 120 130 140 150

112
3-Hepten-2-one, (Z)-

C7H 12O 69668-88-8

112
3-Octene, (Z)-

CsHie

Ms ( CH2 ) a CH :CHE t

14850-22-7

Il,.l Lh.L-j rJ—r r A—

r

t t r-
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

112
3-Octene, (E)-

CsHi6

Me ( CH2 ) 3 CH :CHE t

14919-01-8

Pr CH iCHCOMe 100*

80-

60-

40-

20-
ll 1

ll ,
i 4 i i.

ll 1

1 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

, H ¥ iL. ,|I,L ,1 .

10 20 30 40 50 60 70 90 100 110 120 130 140 150

112 C7H12O 74793-20-7
Cyclopentanemethanol, 3-methylene-

ch 2 oh

h 2 c

100

80

80

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

,— •»* 4- »- -U|L -jL
,

112 CgHie 7642-04-8
2-Octene, (Z)-

Me ( CH2 ) 4 CH s CHMe

112 CgHie 7642-15-1
4-Octene, (Z)-

P r CH = CHP r

100

80'

80

40

20

0
10 20 30 40 50 SO 70 SO »0 100 110 120 130 140 150

112 CsHie 13389-42-9
2-Octene, (E)-

Ms ( CH2 ) « CH : CHMs

113 C2H2F3NO 354-38-1
Acetamide, 2,2,2-trifluoro-

F
I

H2NCOCF
I

F

80 80 100 110 120 130 140 150

113 C 6H7NO2 5615-90-7
2,5-Pyrrolidinedione, 3-methyl-

0

Me

0

100

80-

50-

40-

20

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

113 CeHnNO 1772-43-6
Oxazole, 4,5-dihydro-2,4,4-trimethyl-

Me^>fNv^M«

i i ii

j |

1.
,

i

.

10 20 30 40 50 60 70 80 90 100 1 10 120 130 140 150



5296 EPA/NIH MASS SPECTRAL DATA BASE 113

113 C7H15N
Piperidine, 3,5-dimethyl-

35794-11-7

100

80

60

40

20

0
10 20 30 40 50 60 70 80 80 100 110 120 130 140 160

113 C7H15N 38836-39-4
2-Propanamine, iV-(l-methylpropylidene)-

Me
I

i -Pr N =CE t

100

80

60

40

20

0
10 20 30 40 60 60 70 80 80 100 110 120 130 140 160

114 C2HCI2F 27156-05-4
Ethene, dichlorofluoro-

h 2 c=ch 2

+ 2CI

+ F

100

80

60

40

20

0
10 20 30 40 50 60 70 80 80 100 110 120 130 140 160

114 C4H7BO3 74646-12-1
l,3,2-Dioxaboroian-4-one, 2-ethyl-

100

80

60

40

20

0

10 20 30 40 60 60 70 80 80 100 110 120 130 140 160

114 C5H10N2O 7755-92-2
1-Piperazinecarboxaldehyde

r ^CH:0

1

114 C6Hio02

Oxirane, [(2-propenyloxy)methyl]-

CH2 OCH 2 CH = CH 2

106-92-3

100

80

60

40

20

0
10 20 30 40 60 80 70 80 80 100 110 120 130 140 150

114 CeHioCh 3031-66-1
3-Hexyne-2,5-diol

HO OH
I I

MeCHCiCCHMe

80-

80*

40-

20-

jJ lL lL_ni J ^ 1

10 20 30 40 50 60 70 80 80 100 110 120 130 140 150

114 C6H10O2 3848-24-6
2,3-Hexanedione

Me COCOP

r

100

80

60

40

20

0
10 20 30 40 SO 80 70 80 90 100 110 120 130 140 ISO
. .

J, 4 -7
, 1 , , , , , , , r-

114 C6Hio02

2#-Pyran, 3,4-dihydro-2-methoxy-
4454-05-1

d-
. . . 1 . . . .

70 80 80 100 110 120 130 140 150

114 C6Hi0O2 6559-34-8
2if-Pyran, 5,6-dihydro-2-methoxy-

i 1

—

d ,L. .Illl. ^
, . r--1 1 I T—T"""l "1“ I— I *

I I I
— " 1—

10 20 30 40 60 60 70 80 80 100 110 120 130 140 150

114 C6Hio02 10544-63-5
2-Butenoic acid, ethyl ester

MeCH *CHC( 0) OEt

100

80

60

40

20

0
10 20 30 40 50 60 70 80 80 100 110 120 130 140 150



114 EPA/NIH MASS SPECTRAL DATA BASE 5297

114 C6H 10O2

2-Pentenoic acid, methyl ester, (E)-

15790-88-2 114 C6H 14N2

2-Butanone, ethylhydrazone
16713-35-2

EtCH:CHC(O)0Me

100

80

60

40

20

0
10 20 30 40 SO 60 70 80 90 100 110 120 130 140 150

114 C6H14N2

Piperazine, 2,6-dimethyl-
108-49-6

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

—

.

—
1
—

—

J is L i— !• -rJ^

—

1 1 1 1
—

114 C6H14N2 7422-91-5
Acetaldehyde, diethylhydrazone

114 C6H14N2 7423-00-9
2-Propanone, propylhydrazone

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

114 CeHuN2
2-Propanone, (l-methylethyl)hydrazone

Me

I -P r NHN : CMe

7423-01-0

100-

80-

60 •

40-

20-

,,k

,

li . 1
10 20 30 40 50

VVIVVIIIVI
60 70 80 90 100 110 120 130 140 150

114 C6HhN2 13063-57-5
Propanal, 2-methyl-, dimethylhydrazone

Me Me
I I

Me NN : CHCHMe

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

114 C6H 14N2 16713-38-5
Propanal, (l-methylethyl)hydrazone

I -Pr NHN = CHE t

80 -

60 *

40

20 •

111. .Ill . jji ^
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

114 C6H14N2 19718-39-9
Propanal, propylhydrazone

Pr NHN = CHE

t

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

114 C6Hi4N2 20607-72-1
Acetaldehyde, butylhydrazone

MeCH = NNH ( CH 2 ) 3 Me

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

,

11 1 .,iL —ds

114 C 6H14N2 20607-77-6
Propanal, 2-methyl-, ethylhydrazone

Me
1

Et NHN = CHCHMe

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

114 C 6HuN2 51576-30-8
Butanal, ethylhydrazone

Pr CH =NNHEt

1 Jl
1. iili. Jl l » 1

10 20 30 40
f "'I 1 1

50 60 70 60 90 100 110 120 130 140 150



5298 EPA/NIH MASS SPECTRAL DATA BASE 114

114 CeHuSi
Silane, trimethyl-2-propenyl-

762-72-1

Me
I

H2 C = CHCH 2 SIMe

Me

10 20 30 40 60 60 70 80 80 100 110 120 130 140 ISO

114 CsHisAl
Aluminum, triethyl-

97-93-8

Et
i

Et Al Et

10 20 30 40 SO 60 70 80 90 100 110 120 130 140 160

114 C7H14O
2-Hexanone, 4-methyl-

MeCOCH 2 CHCH 2 Me

105-42-0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

114 C7H14O
3-Pentanone, 2,2-dimethyl-

564-04-5

Me
I

MeCCOEt
I

Me

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

114
3-Hepten-l-ol, (Z)-

C7H14O

HOCH 2 CH 2 CH = CHP r

1708-81-2

10 20 30 40 SO 80 70 80 90 100 110 120

114
5-Hepten-l-ol, (Z)-

C7H14O

HO(CH 2 )«CH:CHMe

50273-95-5

10 20 30 40 SO 80 70 80 90 100 110

114
2-Hepten-l-ol, (Z)-

C7H14O

HOCH 2 CH = CH( CH 2 ) 3 Me

55454-22-3

10 20 30 40 50 60 70 80 80 100 110 120 130 140 150

114 C7H14O
4-Hepten-2-ol, (E)-

58927-81-4

OH
I

E t CH = CHCH 2 CHMe

114
3-Hepten-2-ol, (E)-

C7H14O

OH
I

P r CH = CHCHMe

67077-39-8

120 130 140 150

114
3-Hepten-2-ol, (Z)-

C7H14O

OH
I

PrCH = CHCHMe

67077-40-1

T Jt-d,ul l-4 i

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

114 C7H14O
Cyclopentanol, 3,?-dimethyl-

74664-15-6

114 C7H14O
3-Hepten-l-ol, (E)-

HOCH 2 CH 2 CH iCHPr

2108-05-6

10 20 30 40 50 60 70 80 90 100 110 120

Mo — OH

Y

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150



116 EPA/NIH MASS SPECTRAL DATA BASE 5299

115 C3H5N3S
3H-1 ,2,4-Triazole-3-thione , 1,2-dihydro-5-methyl-

7271-44-5

=y_-Me

HN-NH

100*

00*

60*

40-

20-

1 1 i

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

115 C5H9NO2

2-Butenoic acid, 3-amino-, methyl ester

nh 2
1

Me0C(0)CH = CMe

14205-39-1

l| ,,ll
,

, L i
1,

1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

C5H9NS 59121-24-3115
Butanenitrile, 4-(methylthio)-

MeS(CH 2 ) 3 CN

116
Urea, butyl-

C 5Hi2N20

Me ( CHj ) 3 NHCONH2

592-31-4

, 111

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

116 C6H9C1
Cyclopropane

,
l-chloro-2-(1-propenyl)-

74752-94-6

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

116 C6Hi202

Pentanoic acid, 3-methyl-

HO2 CCH2 CHCH2 Me

105-43-1

100-

80-

40-

T n-Ljl lilu-,
1 r r-L T r-

20-

0- ll ill.

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

116 C.»H8N202

Propanamide, iV-(aminocarbonyl)-
5426-52-8

Et CONHCONH 2

116 C 4H9N 2P
Cyanamide, (trimethylphosphoranylidene)-

66055-10-5

MeP =NCN
I

Me

80 90 100 110 120

116 C4Hl2N4
2-Tetrazene, 1,1,4,4-tetramethyl-

6130-87-6

Me Me
I I

Me NN = NNMe

116 C6Hi202

Butanoic acid, 2,2-dimethyl-

595-37-9

Et

MeCMe
I

HO2C

. . H 4 i-T-U—

H

1

10 20 30 40 50 80 70 80 90 100 110 120 130 140 ISO

116 CeHi202

Pentanoic acid, methyl ester

Me ( CH 2 ) j C( 0) OMe

624-24-8

116 CeHi 20 2

Oxirane, (propoxymethyl)-

o

3126-95-2

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
10 20 30 40 50 60 70 60 90 100 110 120 130 140 150



5300 EPA/NIH MASS SPECTRAL DATA BASE 116

116 C6H12O2

3-Oxetanol, 2,2,3-trimethyl-

25910-96-7 116 C6H16N2

1,2-Ethanediamine, NJV'-diethyl-
111-74-0

Me

c.
E t NHCH 2 CH2 NHE t

20*

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

4 ijlLi J r—L-r 1 1 1 1—l 116 C6Hi6N2 123-83-1
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 1,2-Ethanediamine, iV'-ethyl-N^V-dimethyl-

116 C6H12O2 42781-12-4

2-Propanone, l-(l-methylethoxy)-

I -Pr OCH 2 COMe

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

116 C6H12O2 72101-25-8
2fl-Pyranol, tetrahydro-3(or 5)-methyl-

Me
I

Et NHCH2 CH2 NMe

100 1

80-

60-
|

40-

20- .

0 1 1 1 1
“dli t*

1 -
1
—r- - r ^r— 1 1 1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

116 C6Hi6N2 921-14-2
Hydrazine, l,l-bis(l-methylethyl)-

Pr-I
I

I -Pr NNH 2

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
T

l<-|- ijlii 1-
1 1

*
1

• 1

—

1—1

—

1*
1 1—1—1—

iL Ji Ll llllLLhi
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

116 C6Hi6N2 100-36-7
1,2-Ethanediamine, NJN-diethyl-

H2NCH2 CH2 NEt

100

80

60

40

20

0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

116 C6Hi6N2 110-18-9
1,2-Ethanediamine, NyNyN' ,iV

f-tetramethyl-

Me Me
I I

MeNCH 2 CH 2 NMe

100

80

60

40

20

0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

116 C6Hi6N2 1615-83-4
Hydrazine, 1,2-dipropyl-

PrNHNHPr

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

116 C6Hi6N2 3711-26-0
Hydrazine, l-butyl-2-ethyl-

Me ( CH 2 ) a NHNHEt

100-

80-

60*

40-

20-

iil|l. .^ill J
(

,i

10 20 30 40 60 60 70 80 90 100 110 120 130 140 150

116 C6Hi6N2 3711-28-2
Hydrazine, l-(l-methylethyl)-2-propyl-

PrNHNHPr-l

100

80

60

40

20

0
100 110 120 130 140 150



118 EPA/NIH MASS SPECTRAL DATA BASE 5301

116 C6H16N2

Hydrazine, l,2-bis(l-methylethyl)-

3711-34-0 116 C6H 16N2

Hydrazine, l-ethyl-l-(2-methylpropyl)-
67398-35-0

I -Pr NHNHPr -I

100

00

60

40

20

O'

10 20 SO 40 50 60 70 00 »0 100 110 120 130 140 ISO

EtNNH 2

100

80

SO

40

20

0
10 20 30 40 SO SO 70 80 BO 100 110 120 130 140 150

, ^4— .,luj r—*-> r , ,

J.
.

.
.

116 C6H 16N2

Hydrazine, 1,1-dipropyl-

Pr
I

Pr NNHj

4986-50-9
“ -- —

118 C3H6N2OS 591-08-2
Acetamide, iV-(aminothioxomethyl)-

H2 NCSNHAc

100

60

60

40

20

0
10 20 30 40 50 SO 70 80 BO 100 110 120 130 140 160 10 20 30 40 SO SO 70 SO 80 100 110 120 130 140 150

80-

80-

—

^

V 4 1 . —1~ —»

—

, , 1. , , ,

40 *

20-

0 • 1 4- , 1, -r- .1 , , .

116 C6H16N2 20325-97-7
Hydrazine

,
l-ethyl-l-(1-methylpropyl)-

Bu-s
I

EINNH2

100-

80-

80-

40 -

20-

lL. . Jul J.
|

—

10 20 30 40 50 60 70 80 00 100 110 120 130 140 150

116 CeHi6N2 52728-56-0
Hydrazine, 1-butyl-l-ethyl-

NHt
I

Me ( CH 2 ) 3 NE t

100-

80-

60-

20-

10 20 30 40 60 50 70 80 00 100 110 120 130 140 150

116 C6Hi6N2 54007-23-7
Hydrazine, 2-butyl-l,l-dimethyl-

118 C^HuSL 74645-91-3
Disilane, tetramethyl -

H3SI SI Hs + 4 Me

100 -

80 -

1 1 —1 -1 1—
1 1

-
i
—

1 1 —i— -r-
10 20 30 40 50 80 70 80 00 100 110 120 130 140 150

118 C5H10O3 6342-56-9
2-Propanone, 1,1-dimethoxy-

COMe
1

MeOCHOMe

Me ( CH 2 ) 3 NHNMe
118 C5H10O3 42142-32-5
1,2,4-Cyclopentanetriol, (la,2/8,4a)-

100

80

80

40

20

0

116 CeHi6N2 54007-24-8
Hydrazine, l,l-dimethyl-2-(l-methylpropyl)-

Me
i

MoNNHBu-t

100

•0

00

40

20

0
10 20 30 40 60 80 70 80 00 100 110 120 130 140 160

— .— id An, 1 1-r -
> 1 ' T i— 1 f— t 1 r 1 —i

1 1 r—
10 20 30 40 50 80 70 80 00 100 110 120 130 140 160

118 CeHuCl 35911-16-1
2-Hexene, 1-chloro-

Pr CM :CHCH 2 Cl



5302 EPA/NIH MASS SPECTRAL DATA BASE 118

118 CeHuCl
1-Hexene, 3-chloro-

53101-38-5 119 C4F3N
2-Butynenitrile, 4,4,4-trifluoro-

66051-48-7

ci
I

H 2 CsCHCHPr

100

80

60

40

20

0
10 20 30 40 50 60 70 80 00 100 110 120 130 140 150

NCCsCCF
I

F

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

118 C6H14O2

1,5-Pentanediol, 3-methyl-

HOCH 2 CH 2 CHCH 2 CH 2 OH

4457-71-0

119 C 5H13NO2

Ethanamine, 2,2-dimethoxy-iV-methyl-
122-07-6

II
ll 1

80 -

60-

III
|. II ,.l HiT

40-

10 20 3- 40 50 60 70 80 90 100 110 120 130 140 160
0-—

i i i • i
1^ il., .LL, -r-ll, T T , , n-

118 C6H14O2

2,4-Pentanediol, 3-methyl-
5683-44-3

HO OH
I I I

MeCHCHCHMe

118 C6H14O2

Propane, l,l-dimethoxy-2-methyl-
41632-89-7

I T
MeOCHCHMe

118 C9H10 66929-90-6
Tricyclo[3.2.1.02 .4]oct-6-ene, 8-methylene-, (la,2a,4a,5a)-

10 20 30 40 50 60 70 80 00 100 110 120 130 140 150

119 C8H9N
Methanamine, iV-(phenylmethylene)-

622-29-7

80- 60-

60- 40-

40-

|

20-

20-

•il. . Ill i ,,

0

10 20 30 40 50
llvvlvvviv
60 70 80 90 100 110 120 130 140 160

90 100 110 120 130 140 150

120 CN2OS 2

5H-l,3,2,4-Dithia(3-SIV)diazol-5-one

55590-17-5

V
N—

S

I . I

120 C4H8S2

Disulfide, methyl 2-propenyl

Me SSCH 2 CH : CH 2

2179-58-0

100

80

60

40

20

0

120 C4H8S2 5905-47-5
Disulfide, methyl 1-propenyl

MeSSCH :CHMe

J I- il
, ut 1---

i t—m i" r— t —
i i — r r i i i

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

JiL
, JM—U—^

—

U—,
, 1-



120 EPA/NIH MASS SPECTRAL DATA BASE 5303

120 C4H10AICI 96-10-6
Aluminum, chlorodiethyl-

100

80

80

40

20

0
1 L lJj 1 ]

10 20 30 40 60 80 70 80 00 100 110 120 130 140 160

120 C5H4N4 51392-75-7

[1,2,3]Triazolo [ 1 ,5-a ]pyrazine

100

80

80

40

20

0
10 20 30 40 60 80 70 80 00 100 110 120 130 140 160

4 A »

120 C5H9CIO
Cyclopentanol, 2-chloro-, trans-

6-OH

20377-80

100

80

80

40

20

0
10 20 30 40 50 80 70 80 00 100 110 120 130 140 160

, .Ll.il - . iJl, JLj i- i
1*

120 C5H12O3 77-85-0
1,3-Propanediol, 2-(hydroxymethyl)-2-methyl-

CH 2 OH
1

H0CH2 cch2 oh
I

Me

100

80

80

40

20

0
10 20 30 40 50 80 70 80 00 100 110 120 130 140 160

120 C 6H12O3 24332-20-5
Ethane, 1,1,2-trimethoxy-

OMe
I

Me OCH 2 CHOMe

100

80

80

40

20

0
10 20 30 40 60 80 70 80 00 100 110 120 130 140 160

120 C5H 12O3 74498-88-7
Ethane, l-methoxy-2-(methoxymethoxy)-

M6OCH2OCH2CH2OM6

100

80

80

40

20

0
10 20 30 40 50 80 70 80 00 100 110 120 130 140 160

120 C7H8N2 6904-10-5
1,1-Cyclopropanedicarbonitrile, 2,3-dimethyl-, trans-

Me

120 C7H8N2 6904-11-6
1,1-Cyclopropanedicarbonitrile, 2,3-dimethyl-, cis-

Me

120 C7H8N2

Propanedinitrile, (1-methylpropylidene)-

Et

I T
Me C 5 CCN

13017-50-0

120 C7H8N2 66387-83-5
l,2-Methano-2c,2d-diazadicyclopropa[cd,gh]pentalene, hexahydro-

100

80

80

40

20

0
10 20 30 40 50 80 70 80 00 100 110 120 130 140 160

120 C9H 12

Cyclohexane, l,2,4-tris(methylene)-

14296-81-2

1 1,1
,ltl . iL i. i t 1 ..1

10 20 30 40 60 80 70 80 80 100 110 120 130 140 160



5304 EPA/NIH MASS SPECTRAL DATA BASE 120

120 C9H 12

Bicyclo[2.2.1]hept-2-ene, 5-ethylidene-

16219-75-3 121 C4H 11NO3

1 ,3-Propanediol, 2-amino-2-(hydroxymethyl)-

ch2 oh

HOCH2 CCH2 OH
I

h 2 n

77-86-1

120 C9H 12 38310-48-4

Tricyclo[3.2.1.02
'
4]octane, 8-methylene-, (la,2a,4a,5a)-

Ui iiid Liul n.. .i iliiL....hiiyiiL

10 20 30 40 SO 60 70 SO 80 100 110 120 130 140 160

121
Benzonitrile, 2-fluoro-

C7H4FN 394-47-8

o-

h i ll

.
1 t - -

10 20 30 40 SO SO 70 SO 80 100 110 120 130 140 160
121 CsHuN
Benzenamine, 2,3-dimethyl-

87-59-2

121 C2HF302.Li
Acetic acid, trifluoro-, lithium salt

HO2 CCF3

2923-17-3

ISO 170 180 180 200 210 220 230 240 260 260 270 280 280 300

310 320 330 340 350 360 370 380 300 400 410 420 430 440 460

121 C4H3N5
Tetrazolo

[ 1 ,5-a ]
pyrazine

13349-87-6

n
<!!SYNn

n

I
1 "

N

, ...
,

1 (i

—

S , r*

10 20 30 40 60 60 70 80 80 100 110 120 130 140 160

121 CsHnN
Benzenamine, 2,6-dimethyl-

87-62-7

100-
•

80-

60-

40-

20-

i .... |li

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

121 CsHnN
Benzenamine, 3,4-dimethyl-

95-64-7

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



122 EPA/NIH MASS SPECTRAL DATA BASE 5305

121 CsHnN
Benzenamine, 2,5-dimethyl-

95-78-3

W
121 CsHnN
Benzenemethanamine, a-methyl-, (S)-

2627-86-3

100

ao

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

121 CsHnN 100-81-2
Benzenemethanamine, 3-methyl-

Me

121 CsHnN
Benzenemethanamine, 4-methyl-

104-84-7

100

60

60

40

20

0i

121 CsHnN 578-54-1
Benzenamine, 2-ethyl-

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

121 CsHnN 589-16-2
Benzenamine, 4-ethyl-

Et

100

60

60

40

20

0
10 20 30 40 50 60 70 60 90 100 110 120 130 140 150

Me

H2 NCHPh

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

121 CsHnN 3886-69-9
Benzenemethanamine, a-methyl-, (R)-

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Me
I

Hi NCHPh

122 C 4H4CI2 2984-42-1
1,3-Butadiene, 1,4-dichloro-

Cl CH:CHCH:CHCI

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

122 C4H4CI2 41326-64-1
Cyclobutene, 3,4-dichloro-

L - J ii 1 ji 1L-1
1

M,r —t r—

—

> —t—

—

i——1 -
t 1 1 1—

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

122 C 4H 10O4 2319-57-5
1,2,3,4-Butanetetrol,

OH

OH
I

HOCH2CHCHCH2OH

100

80

60

40

20

0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
, J L-j-i ,

ii j T r—T—T ^

122 C<HuClSi 2344-80-1

Silane, (chloromethyl)trimethyl-

Me

CICHjSIMe

Me

10 20 30 40 50 60 70 60 90 100 110 120 130 140 150



5306 EPA/NIH MASS SPECTRAL DATA BASE 122

122 C6H6N2O
2-Pyridinecarboxaldehyde, oxime, (E)-

1193-96-0

100

80

60

40

20

0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

122 C6H6N20 1453-82-3
4-Pyridinecarboxamide

122 C6H6N20
4-Pyridinecarboxaldehyde, oxime, (E)-

1637-52-1

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

—.—.—i

—

1.. ..JUili, ill,
,

.ill
, r 1

, ,

122 C6H6N20 51892-16-1
3-Pyridinecarboxaldehyde, oxime, (22)-

n
^^ch=noh

Cr

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

122 C7HioN2 496-72-0
1,2-Benzenediamine, 4-methyl-

nh 2

70 80 90 100 110 120 130 140 150

122 C7HioN2 823-40-5
1,3-Benzenediamine, 2-methyl-

Me

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

122 C7HioN2

2-Pyridineethanamine
2706-56-1

100

80

60

40

20

0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

1
-

,
-

.
- ,

-

122 CsHioO 17609-31-3
2,4,6-Octatrienal

Me CH : CHCH = CHCH = CHCH0

100—
80

60

40

20

0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

122

1,2-Cyclononadiene
C9H14

CO

1123-11-1

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

122 C9H 3.4 2570-06-1
Bicyclo [6. 1 .0]non-l-ene

Co

111 li
|, 1

122 C9H14 37981-61-6
3-Nonen-l-yne, (Z)-

HC : CCH = CH ( CH 2 )

4

Me

100

80

60

40

20

0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



123 EPA/NIH MASS SPECTRAL DATA BASE 5307

122 C9Hu 53497-78-2
4-Nonen-2-yne, (Z)-

Me ( CH 2 ) a CH : CHC : CMe

100

00

00

40

20

0

122 C9H14 53497-79-3
4-Nonen-2-yne, (E)-

Me ( CH 2 ) 3 CH = CHC:CMe

100

00

00

40

20

0
10 20 30 40 50 00 70 80 00 100 110 120 130 140 150

122 C9H14 54211-15-3
Bicyclo[5.1.0]octane, 8-methylene-

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

U
122 C9H14 56392-46-2
2-Nonen-4-yne, (Z)-

( CH 2 ) 3 C : CCH - CHMe

100

SO

so

40

20

0
10 20 30 40 SO 60 70 80 90 100 110 120 130 140 ISO

.
1.1, lll-l ,111. ,.11, .

1 1J 1 1

122 CgHu 56392-49-5
2-Nonen-4-yne, (E)-

M®(CH 2 )3C:CCH:CHM«

122 C9Hi4 57223-18-4
l-Nonen-3-yne

H 2 CsCHC-C(CH2 )4Ms

122 C 9Hh 59131-13-4
1 ,5-Hexadiene, 2,5-dimethyl-3-methylfcne-

ch 2

h 2 c ch 2

II II II

MsCCH 2 CCMe

122
Bicyclo[5.2.0]non-l-ene

C9Hl4

do
65811-17-8

90 100 110 120 130 140 150

122 C 9H 14 70600-49-6
3-Nonen-l-yne, (E)-

HC : CCH = CH ( CH 2 )

4

Me

100

00

00

40

20

0
10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

122 C 9H 14 73913-74-3
Cyclopentane, l-methylene-3-(l-methylethylidene)-

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

—ii II—|IiLi. ..LI Il1—,
iL-^-J, L, _

123
Pyrazinecarboxamide

C5H5N3O 98-96-4

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



5308 EPA/NIH MASS SPECTRAL DATA BASE 123

123 C7H9NO
Benzenamine, iV-hydroxy-2-methyl-

611-22-3

100 110 120 130

123 C 7H9NO 932-16-1

Ethanone, l-(1-methyl-lif-pyrrol-2-yl)-

Ac

80 *

60 •

40 *

20*

.11 ,i J di ,
1

1 V 1 1 1

10 20 30 40 50 60 70 80 90 100 10 120 130 140 150

123 C7H9NO 2167-14-8
l/J-Pyxrole-2-carboxaldehyde, 1-ethyl-

Et
1

123 C 7H9NO 2835-99-6
Phenol, 4-amino-3-methyl-

•i allii. -lu.- JiL X L
1 1 , ,

.in.
,
——

r

,HI‘
1

1 1—
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

123 CsHiaN 529-18-0
8-Azabicyclo[3.2.1]oct-2-ene, 8-methyl-

123 C8Hi3N
9-Azabicyclo[6.1.0]non-8-ene

14747-97-8

100

80

80

40

20

0
10 20 30 40 50 60 70 80 80 100 110 120 130 140 150

123 CsHisN 19837-34-4
4-Penten-2-ynylamine, JV^V,4-trimethyl-

H 2 C Me
II I

Me CC : CCH 2 NMe

80*

60-

40*

20*

J-l 1,1 1
,lil.i.i 1.1.1.r . II

r
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

123 CsHiaN
lif-Pyrrole, 2-ethyl-3,5-dimethyl-

32990-59-3

100

80

80

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

123 CsHisN 66512-22-9
9-Azabicyclo[6. 1.0]non-4-ene, ( 1a,4Z,8a)-

1 4*1 1 1.
1 r v1 .r t *"" T I I —f "T" ' — r II I 1 V

10 20 30 40 50 80 70 80 90 100 110 1 20 130 140 150



124 EPA/NIH MASS SPECTRAL DATA BASE 5309

123 CsHisN 69687-78-1
lif-Pyrrole, 3-ethyl-2,5-dimethyl-

Me

124 C3H6CIOS 2941-64-2

Carbonochloridothioic acid, S-ethyl ester

Cl C( 0) SEt

80

60-

40-

20-

,
,J ,

. 1 i Jtjili -, r
li

10 20 30 40 50 60 70 60 30 100 110 120 130 140 150

124 C3H5CIO3 74792-92-0
Propanoic acid, chloro-2-hydroxy-

COjH
I

MeCHOH +CI

124 C7H8O 2 95-71-6
1,4-Benzenediol, 2-methyl-

100-

80 *

60

40*

20*

(
... >il jl'k. ,i.Li .1 iiL . L 1 1.1

10 20 30 40 50 SO 70 80 »0 100 110 120 130 140 150

124 CtHsS 106-45-6
Benzenethiol, 4-methyl-

124 C7H8S 108-40-7
Benzenethiol, 3-methyl-

100*

1. 1

80

60 •

40*

20*

ll-v-- i 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

124 C3H9O3P
Phosphorous acid, trimethyl ester

OMe

MeOPOMe

121-45-9
124 C7H12N2

2-Propanone, methyl-2-propynylhydrazone

Me Me
I I

HC : CCH 2 NN : CMe

75268-08-5

124 C3H9O3P 756-79-6
Phosphonic acid, methyl-, dimethyl ester

Me
1

MeOPOMe

O

100

so

so

40

20

0
10 20 30 40 SO SO 70 80 90 100 110 120 130 140 ISO

124 CgHnO 30086-02-3
3,5-Octadien-2-one, (EJZ)-

Me COCH : CHCH : CHE t

100

SO

SO

40

20

0

124 C&H 12O 30361-28-5
2,4-Octadienal, (EJZ)-

OCHCH : CHCH : CHP r

100

SO

SO

40

20

0
10 20 30 40 50 60 70 60 00 100 110 120 130 140 150

li JJ^. ,Jh -L ..,l . _JL

10 20 30 40 50 60 70 60 00 100 110 120 130 140 150



5310 EPA/NIH MASS SPECTRAL DATA BASE 124

124 C8H12O
2-Cyclopentene-l-propanal

64504-73-0 124 CgHie
3-Heptyne, 5,5-dimethyl-

23097-98-5

CH 2 CH 2 CHO

100

80

SO

40

20

0
10 20 30 40 50 60 70 80 ' 90 100 110 120 130 140 150

Me
I

EtCrCCEt

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

124 C8H12O
Ethanone, l-(l-methyl-2-cyclopenten-l-yl)-

68752-16-9

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

124 CgHie 821-74-9
4,5-Nonadiene

PrCH=C=CHPr

124 CgHie 33422-32-1
Cyclopropane, l,l-dimethyl-2-(2-methyl-l-propenyl)-

Me

CH = CMe
I

Me

100

80-

60-

40-

2°; I

||

I

0 j—

—

t
—

t
—l|Li— —,—uL,—1J4IL—,1 1 Hi

,
. . —,—

—

7—, j—
10 20 30 40 50 60 70 80 90 100 110 124 130 140 150

124 CgHie 4634-87-1
2,4-Heptadiene, 2,6-dimethyl-

Me Me
I I

MeC=CHCH=CHCHMe

124 CgHie 34891-10-6
1,5-Heptadiene, 3,6-dimethyl-

Me Me

H 2 C 5 CHCHCH2 CH • CMe

ll J. 1 j
, y—i -r" 1 1 1 1 1 1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

ii, ,.i .

.

- -

“i r “T r n“
i I— , , , r—

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

124 CgHie 22433-33-6
1,2-Nonadiene

Me(CH 2 ) 5 CH=C=CH 2

124 CgHie 22433-34-7
2,3-Nonadiene

MeCH :C = CH( CH 2 )

4

Me

100 j- — ,

BO-

60-

40-

o- , , ,
l|ll—Jil,

,
II I, ||,I|

_

I ---

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

124 CeHie 37050-03-6
3,4-Nonadiene

E t CH s C : CH ( CH 2 ) 3 Me

100

80 *

60-
j

40

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

124 CgHie 37050-05-8
3,4-Octadiene, 7-methyl-

Me
l

E t CH : C s CHCH 2 CHMe

100-

80

60

40

20-

1 ll, 1,1 ! „
1

10 20 30 40 50 60 70 8 90 100 110 120 130 140 150



124 EPA/NIH MASS SPECTRAL DATA BASE 5311

124 CgHie
1,5-Heptadiene, 3,3-dimethyl-, (E)-

67682-47-7 124 CgHie
2,4-Heptadiene, 2,4-dimethyl-

74421-05-9

Me
I

MeCH:CHCH 2 CCH=CH 2
I

Me

100

80

80

40

20

O'

10 20 30 40 SO 60 70 80 00 100 110 120 130 140 ISO
M- 4 t

Me Me
1 l

E t CH = CCH = CMe

100

80

80

40

20

0
10 20 30 40 60 80 70 80 90 100 110 120 130 140 150

1 -ll
ii a , 1

124 CgHie 68701-61-1
1,6-Heptadiene, 3,3-dimethyl-

Me
1

H 2 C = CHCH 2 CH 2 CCH:CH 2

I

Me

100

80

80

40

SB 1

O'
10 20 30 40 SO 80 70 80 80 100 110 120 130 140 ISO

124 CgHie 68701-90-6
1,6-Heptadiene, 2,5-dimethyl-

Me ch 2
1 ii

H 2 C = CHCHCH 2 CH 2 CMe

100

80

80

40

20

0
10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

124 CgHie 74498-94-5
2,6-Octadiene, 4-methyl-

Me
1

Me CH : CH CH 2 CH CH : CHMe

Ll. J, 1 u 1
1 1 1—

—

r— t— 1 -i r 11—r~—-1 1 r — -
i 1 1—

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

124 CgHie 74752-97-9
1,3-Hexadiene, 3-ethyl-2-methyl-, (Z)-

Et

ch 2
1 11

E t CH 1 CCMe

80 •

80

40

20 •

ii L J ,|. il, ilji. ,1 1.

,

10 20 30 4< 50 80 70 80 90 100 110 120 130 140 150

124 CgHie 68701-99-5
1,6-Heptadiene, 3,5-dimethyl-

Me Me
I I

h 2 c=chchch 2 chch =ch 2

124 CgHie
1,4-Hexadiene, 3,3,5-trimethyl-

Me Me
I I

H 2 C:CHCCH=CMe
I

Me

74753-00-7

100

80

80

40

20

0
10 20 30 40 50 80 70 80 90 100 110 120 130 140 150 10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

80

80-

40-

— -X ,—,J.. ii
ill 20 *

0- T
i'll, l‘

I L r-4

124 CgHie 69147-03-1
Cyclopropane, l,l-dimethyl-2-(2-methyl-2-propenyl)-

Me

CH 2 CMe
H
CH 2

124 CgHie 74779-65-0
1,3-Heptadiene, 2,3-dimethyl-

Me

1$"’

P r CH s CCMe

110 120 130 140 150



5312 EPA/NIH MASS SPECTRAL DATA BASE 124

124 C9H16 74779-84-3

Cyclopropane, l,l-dimethyl-2-(l-methyl-2-propenyl)-

Me

CHCH = CH 2
I

Ms

100

80

60

40

20

0

10 20 30 40 50 60 70 80 00 100 110 120 130 140 150

125 C4H7N6 1004-38-2
2,4,6-Pyrimidinetriamine

125 C6Hio02.Na 1184-88-9
Propanoic acid, 2,2-dimethyl-, sodium salt

HO2 CCMes • Na

125 CeHvNOz 14156-12-8
2,5-Pyrrolidinedione, 3-ethylidene-

0

0

100

so

so

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

125 CtHsFN 89-99-6
Benzenemethanamine, 2-fluoro-

100]

80*

60*

40-

|20-

|L .1 ,.n. .ij ill.,.
1

,

ill.

(

.i

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

125 CvHgFN 140-75-0
Benzenemethanamine, 4-fluoro-

100

80

00

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

125 C7H11NO 65113-00-0
4-Cyclohepten-l-one, oxime

\ y
/^NOH

125 CsHisN 124-12-9
Octanenitrile

NC(CH 2 )eMe

100

80

eo

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



126 EPA/NIH MASS SPECTRAL DATA BASE 5313

125 C&H16N
l-Azabicyclo[2.2.2]octane, 4-methyl-

45651-41-0 126 CeHioN*
lH-l,2,4-Triazol-5-amine, 1-propyl-

58661-96-4

<?>

10 20 30 40 60 60 70 60 90 100 110 120 130 140 160

125 CsHisN
9-Azabicyclo[6.1.0]nonane, cis-

66387-85-7

O
10 20 30 40 SO 60 70 80 80 100 110 120 130 140 160

126 C2H6AICI2

Aluminum, dichloroethyl-

563-43-9

NHj

N^N" Prw

J ll 1 l,
. ,

10 20 30 40 60 60 70 60 90 100 110 120 130 140 160

-l,2,4-Triazol-3-
C6HioN4

amine, 4-propyl
58661-97-5

nh 2

N^N'Prw

.

.1 1 il

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

Et
I

Cl Al Cl

126 CeHeOS
Ethanone, l-(3-thienyl)-

S/V- Ae

1468-83-3

-i il.i-

|

1 .1-1. . UL lL_

80-

60-

40*

1

i
11..,- jt. ,

,..L ^
,

-

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160 20-

0-

126
Butane, 1,4-dichloro-

C4H8CI2

Cl ( CH 2 ) 4 Cl

110-56-5

126 CeHeOa
2-Cyclobuten-l-one, 3-(acetyloxy)~

38425-52-4

10 20 30 40 60 60 70 80 80 100 110 120 130 140 160

126 C6H10N4

1H~\,2,4-Triazol-3-amine, 1-propyl-
58661-95-3

N N-H 126 CeHeCh
cis-Inositol, 1,2:3,4:5,6-trianhydro-

39078-11-0

10 20 30 40 50 60 70 80 00 100 110 120 130 140 160

10 20 30 40 60 60 70 60 90 100 110 120 130 140 160



5314 EPA/NIH MASS SPECTRAL DATA BASE 126

126 C6HioN20
lH-Imidazole-l-ethanol, a-methyl-

37788-55-9

iLuUi i IL.
I I

” 1' I I
~ I I I I I I I I I I

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

126 C7H10O2 58649-31-3
2-Cyclopenten-l-one, 5-hydroxy-2,3-dimethyl-

100

80

60

40

20

0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

126 C7H10O2 75314-19-1
Cyclobutanone, 2-methyl-2-oxiranyl-

iLil
1 .

1 r-~T~ ! “I I . 1 »
' *1 n

U I I I I I

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

126 C7H14N2 14339-23-2
2-Pyrazoline, 5-ethyl-l,4-dimethyl-

Et

100

80

60

40

20

0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

126 C7H14N2 18631-71-5
2-Butenal, (1-methylethyl)hydrazone

I — P r NHN = CHCH :CHMe

126 C7H14N2 21083-08-9
2-Butenal, 2-methyl-, dimethylhydrazone

Me Me
I I

MeCH sCCH =NNMe

100

80

80

40

20

0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

126 C7H14N2 21981-22-6
l/f-Pyrazole, 5-ethyl-4,5-dihydro-3,5-dimethyl-

H
Me

Et

Me

126 C7H14N2
2-Pyrazoline, l-isopropyl-3-methyl-

22581-48-2

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

126 C7H14N2 26964-49-8
1/f-Pyrazole, 4,5-dihydro-3-methyl-l-propyl-

126 C7H14N2 16713-48-7
2-Butenal, 3-methyl-, dimethylhydrazone

Me Me
I I

Me C : CHCH : NNMe

UI il ,-l.li.ll,
11

| f jJ4JI.fc.lWj l Ull^l llim
J [ ^

.11
^ . ,

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

Me

L 1-I —! -1— I I -I T*— "HT- 1 » I I l

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



126 EPA/NIH MASS SPECTRAL DATA BASE 5315

126 C7H 14N2 26964-54-5 126 C 7H 14N2 75267-99-1
lH-Pyrazole, 4,5-dihydro-5-methyl-l-(l-methylethyl)- 1-Piperidinamine, N-ethylidene-

100

80

60

40

20

0

,N = CHMe

100

80

80

40

20

0
10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

l| ij .1 .ill Jli . ill

126 C7H 14N2 33063-77-3
2-Pyrazoline, l-methyl-4-propyl-

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

126 C7H 14N2 75268-10-9
3-Buten-2-one, 3-methyl-, dimethylhydrazone

Me

Me CH 2
I I II

MeNN ?CCMe

126 C7H 14N2 62237-76-7
2-Propanone, methyl-2-propenylhydrazone

Me Me
I I

H 2 C:CHCH 2 NN:CMe

80 •

80*

40*

20*

H Lilli .1 1 . .

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

126 C7H15BO
1,2-Oxaborolane, 2-ethyl-4,5-dimethyl-

Me

74685-45-3

100

so

60

40

20

0
10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

126 C7H14N2 66075-08-9
Propanal, 2-methyl-, 2-propenylhydrazone

Me
1

H 2 C1CHCH2 NHN : CHCHMe

126 C7H14N2 75011-91-5
1//-Pyrazole, 3-ethyl-4,5-dihydro-l ,4-dimethyl-

Et

126 CgHuO 107-54-0
l-Hexyn-3-ol, 3,5-dimethyl-

Me Me
I I

HC:CCCH 2 CHMe
I

HO

100

80

80

40

20

0
10 20 30 40 60 80 70 80 90 100 110 120 130 140 150

126 CsHuO 1447-26-3
4-Hepten-3-one, 5-methyl-

Me
1

E I COCH = CE

I

100

ao

80

40

20

0
10 20 30 40 50 80 70 80 90 100 110 120 130 140 160

100

80

80

40

20

0
10 20 30 40 50 80 70 80 90 100 110 120 130 140 150



5316 EPA/NIH MASS SPECTRAL DATA BASE 126

126 CsHuO 1476-05-7

1-Butene, 3-(2-butenyloxy)-

Me
i

MeCH =CHCH 2 OCHCH :CH 2

100-

80*

60-

40-

20-

1

1

,

i

(

i i

r
i II 1

10 20 30 40 60 60 70 80 90 100 110 120 130 140 150

126 CsHuO 4312-99-6

l-Octen-3-one

Me ( CH2 ) 4 COCH : CH2

100-

80-

60-

40-

20-

I .i,lil. .. 1 1 *
-

j j0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

126 CsHuO 20739-58-6
2-Octyn-l-ol

HOCH 2 C:C( CH 2 ) 4 Me

4 , III |llll

0 50

II. .ii ll i.l,11. .ill

10 20 30 4 80 70 80 90 100 110 120 130 140 ISO

126 CsHuO 41746-22-9
3-Octyn-2-ol

OH
I

Me ( CH2 ) 3 C : CCHMe

"i 1 t r™ i -i i
—

i i r-
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

126 CsHuO 14916-80-4
3-Octyn-l-ol

Me( CH 2 ) 3 C:CCH2 CH 2 OH

iL Jill iJ ll nil Ijil Ljil 1
, . , r . , , , ,

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

126 CsHuO 18402-82-9
3-Octen-2-one, (E)-

MeCOCH - CH( CH 2 ) 3 Me

100 110 120 130 140 150

126 CsHuO 20690-70-4
3-Heptanone, 5-methylene-

ch 2
11

E t COCH 2 CE t

100

80

80

40

20

0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

126 CsHuO 20690-71-5
2-Hexanone, 3-methyl-4-methylene-

Me

CH 2
I II

MeCOCHCEt

100 -j —
80*

60-

40-

20 '

0 I
1

I
^

‘l imJ... , ( , ,
..,1.

, ,
..
r ,

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

126 CsHuO 42201-30-9
6-Hepten-2-ol, 4-methylene-

ch 2 oh
ii i

H 2 C = CHCH 2 CCH 2 CHMe

126 CsHuO 52517-92-7
l-Octyn-4-ol

OH
I

HC:CCH 2 CH( CH 2 ) 3 Me

lU, III -1.-1— 1 1 r~ i-
™ .—

1
- 1——1

1
— 1—

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

126 CsHuO
4-Hexen-2-one, 3,4-dimethyl-

Me

lr
MeCH =CCHCOMe

53252-21-4

100

80

60

40

20

0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

126 CsHuO 69668-82-2
3,5-Octadien-2-ol

OH
I

E t CH s CHCH s CHCHMe

100

80

60

40

20

0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

i JliL «I»L ..Ill ll



127 EPA/NIH MASS SPECTRAL DATA BASE 5317

126 CsHuO
2,4-Octadien-l-ol

69668-94-6 126 C9H 18

Cyclobutane, 1,1,2,3,3-pentamethyl-
57905-86-9

PrCH:CHCH = CHCH 2 OH

100*

80 •

60*

40 *

20 *

jl J i, jJi. JL

.

J.l, i,

10 20 30 40 50 60 70 so ei 100 10 120 130 140 150

126 CsHuO 72101-22-5
2-Propenal

, (1 ,1-dimethylethyl)methyl-

100

eo

60

40

20

0
10 20 30 40 60 60 70 80 80 100 110 120 130 140 160

H 2 C=CHCHO
+Bu -

1

HAe

126 C9H 18 74764-46-8
3-Heptene, 3-ethyl-

Et
1

PrCHsCEt

100

0
eo

40

20

0
10 20 30 40 SO 00 70 80 90 100 110 120 130 140 160

126
6-Octen-2-one, (Z)-

CsHhO

MeCH = CH( CH 2 ) 3 COMe

74810-53-0

10 20 30 40 SO eo 70 90 100 110 120 130 140 160

126 CgHis
1-Hexene, 3,3,5-trimethyl-

13427-43-5

Me Me
I I

H 2 C:CHCCH 2 CHMe

10 20 30 40 50 eo 70 SO 90 100 110 120 130 140 160

127 C2H3CI2NO
Acetamide, 2,2-dichloro-

683-72-7

10 20 30 40 SO 60 70 SO 90 100 110 120 130 140 ISO

127 C7H13NO
2i/-Azepine, 3,4,5,6-tetrahydro-7-methoxy-

2525-16-8

a.

10 20 30 40 50 60 70 80 80 100 110 120 130 140 150

126 CgHis
Cyclopentane, l-methyl-3-(l-methylethyl)-

53771-88-3

p""
127 C7H 13NO
Methanamine, iV-cyclohexylidene-, N-oxide

58751-78-3

ll L L il
60 *

60

40-

1LJ^ i—
10 20 30 40 50 60 70 80 80 100 110 120 130 140 160

20*

0
10 20 30 40 60 SO 70 SO 90 100 110 120 130 140 ISO



5318 EPA/NIH MASS SPECTRAL DATA BASE 127

127 C7H13NO 64018-30-0

1,2-Benzisoxazole, octahydro-, (3aR-cis)-

100 110 120 130 140 150

128 C6H8N2O2 77-71-4
2,4-Imidazolidinedione, 5,5-dimethyl-

128 C5H9BO3 74646-14-3
l,3,2-Dioxaborolan-4-one, 2-ethyl-5-methyl-

100

80

SO

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

128
2-Thiopheneethanol

CeHsOS

CH2CH2OH

5402-55-1

100

80

eo

40

20

0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160
k 1——1

—

L—1—1

—

128 CeHsOs
2-Propenoic acid, oxiranylmethyl ester

CH 2 0C(0)CH:CH2

106-90-1

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

128 CeHgOs 2833-24-1
2-Pentenoic acid, 4-oxo-, methyl ester, (E)-

MeOC( O) CH : CHCOMe

128 CeHsOs
1,2-Ethanediol, l-(2-furanyl)-

OH
I

CHCH 2 OH

19377-75-4

100

80

60

40

20

0

10 20 30 40 60 60 70 80 90 100 110 120 130 140 150
. .

lii 1 U ill 1— l_ ,1 ,
iL 1

128 CeHaOs 19522-27-1
2-Pentenoic acid, 4-oxo-, methyl ester, (Z)-

MeOC(O)CH=CHC0Me

100

80

60

40

20

0
10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

128 C6H12N2O 39546-32-2
4-Piperidinecarboxamide

C0NH 2

100

80

80

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

128 C6H13BO2 57633-64-4
1,3,2-Dioxaborolane, 2-ethyl-4,5-dimethyl-

Me

.ill, ,. -.ll

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



128 EPA/NIH MASS SPECTRAL DATA BASE 5319

128 C6H 13BO2 57633—65—5

1,3,2-Dioxaborinane ,
2-ethyl-4-methyl-

128 C7H12O2

3(2ff)-Furanone, dihydro-5-isopropyl-
34004-69-8

128 C7H12O2

2H-Pyran, 2-ethoxy-3,4-dihydro-

(X

103-75-3

60*

40*

20*

0* -1 1 ull-
1

1
.

,«J L—1 *r 1 1 “t -r r-*1 1
“ —

—

i——1 v 1 1— 1 1—
10 20 30 40 SO 80 70 80 90 100 110 120 130 140 180

128 C 7H12O2 55170-74-6
5-Hexenoic acid, 5-methyl-

Me
1

h 2 C!C(Ch 2 ) 3 co2 h

100-

80-

60*

40-

20*

lIL ii » ill. 1 t .1
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

128 C7H 12O2

Cyclopentaneacetic acid

Cr
ch 2 co2 h

1123-00-8

128 C7H16N2

Piperazine, 1,2,4-trimethyl-

120-85-4

100

80

80

40

20

0
10 20 30 40 50 60 70 60 90 100 110 120 130 140 150 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
—,—1—4

—

n - .-.il-

128 C7H 12O2 13894-61-6
3-Hexenoic acid, methyl ester, (E)-

MeOC( 0) CH 2 CH = CHE t

60*

40-

20*

, ,u L-yJiLLll, ,
» T -T" ‘

-T ”'
r—

—

1
——1 r- 1 “1 —I r—

10 20 30 40 50 60 70 60 90 100 110 120 130 140 150

128 C7H12O2 17160-8^-3
Ethanone, l-(1-hydroxycyclopentyl)-

100

60

60

40

20

0
10 20 30 40 50 60 70 60 90 100 110 120 130 140 160

0<“

128 C7H 16N2

Diaziridine, 1,2-dipropyl-

zs

6794-92-9

100

60

60

40

20

0
10 20 30 40 50 60 70 60 90 100 110 120 130 140 150

128 C7H16N2 16713-36-3
2-Propanone, diethylhydrazone

Et Me
1 1

EtNN=CMe

BL > ,

_ J r . i, , 1
,

10 20 30 40 50 60 70 60 90 100 110 120 130 140 160



5320 EPA/NIH MASS SPECTRAL DATA BASE 128

128 C7H16N2

3-Pentanone, dimethylhydrazone
16795-73-6 128 C7H16N2 75268-00-7

Acetaldehyde, ethyl(l-methylethyl)hydrazone

Et Me
I I

Et C : NNMe

, . t i i ,-Ji K H An h r—i-1 1 H I" 1
““ 1 1 r- 1 *1 1 1—

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

Et

MeCH: NNPr-l

- -AI I I » I I I I
— I I I" 1 1 l 1

10 20 30 40 60 60 70 80 90 100 110 120 130 140 150

128 C7H16N2 20607-75-4
Propanal, butylhydrazone

E t CH ^ NNH ( CH 2 ) 3 Me

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

128 C7H16N2 20607-76-5
Butanal, propylhydrazone

Pr CHsNNHPr

100

80

60

40

20

0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

128 C7H16N2 20607-78-7
Isobutyraldehyde, propylhydrazone

Me
l

Pr NHN = CHCHMe

100

80

80

40

20

0

128 C7H16N2 28236-90-0
Propionaldehyde, diethylhydrazone

Et
I

EtCHsNNEt

-
1
—

1—W—lJlL_1_1iill1—,.|i.
,

.,1.
. , .1, , . ,—l, , ,

10 20 30 40 SO 80 70 80 90 100 110 120 130 140 150

100

80

60

40

20

0
10 20 30 40 50 80 70 80 90 100 110 120 130 140 160

128 C7H16N2 54253-56-4
Formaldehyde, dipropylhydrazone

Pr
l

H 2 C=NNPr

100

80

60

40

20

0
10 20 30 40 50 80 70 90 100 110 120 130 140 160

128 C7Hi6Si 10111-13-4
Silane, trimethyl(l-methyl-l-propenyl)-, (E)-

Me

If
MeCH =CSI Me

I

Me

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

128 CsHieO 1193-46-0
Cyclohexanol, 2,2-dimethyl-

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

128 CsHieO 20125-84-2
3-Octen-l-ol, (Z)-

Me ( CH 2 ) 3 CH = CHCH 2 CH2 OH

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

yulJd L i 1

128 CsHieO 20125-85-3
3-Octen-l-ol, (.E)-

Me ( CH 2 ) 3 CH = CHCH 2 CH 2 OH

100

80

60

40

20

0

10 20 30 40 60 60 70 80 80 100 110 120 130 140 160

128 CsHieO 26001-58-1

2-Octen-l-ol, (Z)-

HOCH 2 CH=CH(CH 2 ) 4 Me



130 EPA/NIH MASS SPECTRAL DATA BASE 5321

128 CgHieO
3-Octen-2-ol, (E)-

OH
I

Me ( CH2 ) 3 CH : CHCHMa

57648-55-2

100

•0

80

40

20

0

128 CsHisO 64275-73-6
5-Octen-l-ol, (Z)-

HO( CH 2 ) 4 CH 2 CHE t

100

00

00

40

20

O'

128 CsHieO 69668-89-9
3-Octen-2-ol, (Z)-

OH
I

Me ( CH2 ) 3 CH«CHCHMe

100

80

80

40

20

0

128 CioHs 91-20-3
Naphthalene

Li
10 20 30 40 50 80 70 80 00 100 110 120 130 140 150

100

80

80

40

20

0
10 20 30 40 50 60 70 80 00 100 110 120 130 140 150

128 CioHs 2471-84-3
lif-Indene, 1-methylene-

100

80

80

40

20

0
10 20 30 40 50 80 70 80 00 100 110 120 130 140 150

129 C4H7N3S 14068-53-2
l,3,4-Thiadiazol-2-amine, 5-ethyl-

N-N

100

80

80

40

20

0
10 20 30 40 50 80 70 80 00 100 110 120 130 140 150

j. JiL JL j)!.

129 C6H7NO 3 695-53-4
2,4-Oxazolidinedione, 5,5-dimethyl-

0

100

60

80

40

20

0
10 20 30 40 50 80 70 80 00 100 110 120 130 140 150

129 C6H5F2N 367-25-9
Benzenamine, 2,4-difluoro-

F

100

80

80

40

20

0
10 20 30 40 50 80 70 80 00 100 110 120 130 140 150

129 CeHnNS 59121-25-4
Pentanenitrile, 5-(methylthio)-

MeS( CH 2 ) 4 CN

KM

. 80

60

40

20

0

129 C6H15N3 140-31-8
1-Piperazineethanamine

r .CH 2 CH 2 NH2

j

10 20 30 40 50 80 70 80 00 100 110 120 130 140 150

130 C3H2N2S 2 6317-18-6
Thiocyanic acid, methylene ester

NCSCHj 8CN

100

80

80

40

20

0
10 20 30 40 50 80 70 SO 00 100 110 120 130 140 150

130 C5H 10N2O2 23549-53-3
Butanamide, TV-(aminocarbonyl)-

Pr CONHCONH 2

100

80

80

40

20

0

10 20 30 40 60 80 70 80 00 100 110 120 130 140 150

,

,

J 1, I



5322 EPA/NIH MASS SPECTRAL DATA BASE 130

130 C0H2N4

2,3-Pyrazinedicarbonitrile

13481-25-9 130 C7H14O2

1,3-Dioxolane, 2,2,4,5-tetramethyl-, cis-

17226-65-2

100

80-

60-

40-

20-

0* llfii ill -
,
- “-1 , r- **

1 ' u
1 , r--I i 1

“"T” ‘
| 1 l

" ,r
> I) T " I

1

—

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

80-

60-

40-

20-

.1 iJl, ,1 1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

130 C6H10O3

Furan, 2,5-dihydro-2,5-dimethoxy-

MeO

332-77-4

100

80

60

40

20

0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

-i i. I .

130 C7H14O2

1,3-Dioxolane, 2,2,4,5-tetramethyl-, trans-

Me

17226-66-3

100

80

60

40

20

0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

130 CeHioCto 2238-07-5
Oxirane, 2,2'-[oxybis(methylene)]bis-

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

130 C7H18N2 110-95-2
1,3-Propanediamine, N^V^V'^V'-tetramethyl-

Me Me
I I

MeN( CH 2 )

3

NMe

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

130 C6H14N2O 103-76-4
1-Piperazineethanol

r .CH 2 CH 2 OH

HNV
100

80

60

40

20

0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

130 C7H18N2 2656-72-6
Hydrazine, heptyl-

H 2 NNH(CH 2 )eMe

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

mu Jj. 4-

130 C 7H14O2

Hexanoic acid, methyl ester

106-70-7
130 C7H18N2

Hydrazine, l,l-dimethyl-2-pentyl-

67398-36-1

Me ( CH 2 ) 4 C( 0) OMe Me ( CH 2 )

4

NHNMe

. 1 i-i, tji . . 1. 1.1 .

80-

60-

40-

20-
, ,

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

130 C7H1402

Oxirane, (butoxymethyl)-
2426-08-6 130 C 7H18N2

Hydrazine, l,l-diethyl-2-propyl-

67398-38-3

0

CH2 0( CH 2 ) 3 Me

100

80

60

40

20

0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

100

60

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Et
I

PrNHNEt

. A I. ,1



130 EPA/NIH MASS SPECTRAL DATA BASE 5323

130 C7H18N2 67398-39-4
Hydrazine, l,l-diethyl-2-(l-methylethyl)-

Et
I

I -PrNHNEt

100

H
60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

-r— Pill-

130 C 10H10 622-76-4
Benzene, 1-butynyl-

EtCICPh

100

60

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

130 C 7H18N2 75267-97-9
Hydrazine

, 1 ,l-dimethyl-2-(1-methylbutyl)-

130 C 10H10

Benzene, 1,3-butadienyl-

PhCH=CHCH:CH 2

1515-78-2

Me Me
I I

Pr CHNHNMe

1 1 1 . .
-1

1 r ,,“
1—

t

r i
—

i r 1 --r- —r 1 1
—

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

130 C7Hi8Si 1000-49-3
Silane, butyltrimethyl-

1
[I

,
till

,
liill , v i-l*—

-

1
— 1

1 1 11 ! i 1 1 I 1 i ' I 1 1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

130 C10H10 2288-18-8
Benzene, (l-methylene-2-propenyl)-

Ph
I

H 2 C:CHC:CH 2

Me
I

Me ( OH 2 ) 3 S I Me

Me

1 1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

130 C10H10 2749-93-1
Benzene, l-methyl-4-(l-propynyl)-

130 CsHisO 999-65-5
Butane, l-(l-methylpropoxy)-

Me ( CH 2 ) 3 06u-s

, .
jL 1 .. T .-u i, - i ,» 1 - t t 1 » r 1

— - 1 i—1——

1

1 t r
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

130 CgHisO 65502-58-1
1-Pentanol, 3,3,4-trimethyl-

\T
HOCH 2 CH 2 CCHMe

130 CsHisO 74630-91-4
Hexane, 3-methoxy-3-methyl-

Me
1

Me OOP r

I

Et

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

130 C 10H 10

Benzene, (methylenecyclopropyl)-

Ph

29817-09-2

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

130 C 10H 10 65051-83-4
Benzene, (l-methyl-2-cyclopropen-l-yl)-



5324 EPA/NIH MASS SPECTRAL DATA BASE 131

131 C3H5N3O3 2148-09-6

Imidodicarbonic diamide, iV-formyl-

h 2 nconhconhch ’

0

100

60

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

131 C4H9N3O2 816-57-9

Urea, N-nitroso-iV-propyl-

NO

H 2 NC0NPr

131 C6H13NO2 60-32-2
Hexanoic acid, 6-amino-

H02 C(CH 2 ) s NH 2

100

80

SO

40

20

0
10 20 30 40 50 80 70 80 90 100 110 120 130 140 ISO

131 C6H13NO2

4-Morpholineethanol

^ch 2 ch 2 oh

622-40-2

100

80

80

40

20

0
10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

131 CsHgNO 105-07-7
Benzonitrile, 4-formyl-

131 C9H9N 645-59-0
Benzenepropanenitrile

NCCH 2 CH 2 Ph

,— -!- «—i - —i| |i
i- 1 -!-

1
—1

— ——
i
"" —t— 1

—1
1

1
1 - 1 —r- 1 1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

131 C9H9N 933-67-5
lH-Indole, 7-methyl-

100-

80

60

40

20

|,

10 20 30 40 50 60 70 80 90 100 110 120 1C 0 140 150

131 C9H9N 20185-23-3
Bicyclo[4.2.0]octa-2,4-diene-7-carbonitrile

Li 1 1 .1 ,Li j

10 20 30 40 50 60 70 80 90 100 110 120 1C 0 140 150

131 C9H9N 65824-28-4
Bicyclo [3. 2. 1 ]octa-2,6-diene-3-carbonitrile

132 C4H4OS 2 3620-08-4
3/f-l,2-Dithiol-3-one, 5-methyl-

100

80

80

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

132 C4H4OS2 3620-10-8
3if-l,2-Dithiol-3-one, 4-methyl-

0

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



132 EPA/NIH MASS SPECTRAL DATA BASE 5325

132 C 5H12N2O2 870-46-2
Hydrazinecarboxylic acid, 1,1-dimethylethyl ester

132 C6H12O3

Butanoic acid, 3-hydroxy-, ethyl ester

5405-41-4

t -Bu OC( 0) NHNH 2

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

OH
I

E t OC( 0) CH 2 CHMe

100

80

80

40

20

0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

132 C6H4N4

1-Propene-l , 1 ,3-tricarbonitrile, 2-amino-
868-54-2

132 C6H12O3 5436-21-5
2-Butanone, 4,4-dimethoxy-

ncch 2 c=ccn M6 COCH 2 CHOMe

100-

80- 80-

60- 60-

40- 40-

20-

1 .J1I
1

20-

1
,i 1.

1 1 1 1 1 1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

132 C6Hi 2OS
1,3-Oxathiane, 4,6-dimethyl-, cis-

22452-25-1

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

L iiLiLi Li U . b

132 C6Hi2OS
1,3-Oxathiane, 4,6-dimethyl-, trans-

22452-26-2

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 14C 150

* 4 u
,

b
,

132 C6Hi 203

Furan, tetrahydro-2,5-dimethoxy-
696-59-3

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

U-. . 4 L . , ,i
, ,

132 C7H4N2O 31125-07-2
Benzonitrile, 4-nitroso-

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

132
Cycloheptane, chloro-

C7H13CI

O-
2453-46-5

132 C7H16O 2 74421-00-4
Butane, 2,3-dimethoxy-2-methyl-

Me

I r
MeOCHCOMe

Me

100

80

60

40

20

0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



5326 EPA/NIH MASS SPECTRAL DATA BASE 132

132 C8H8N2

Propanedinitrile, cyclopentylidene-

CN

5660-83-3 132 C 10H12

Benzene, (1-methyl-l-propenyl)-, (E)-

768-00-3

Ph
I

Me CH : CMe

100-

80-

80-

40-

20-

. . 1, J r-**1—
-1

•*-. j-

1— T -1 1 -v-
10 20 30 40 SO 60 70 80 90 100 110 120 130 140 160

20 30 40 SO 60 70 SO 90 100 110 120 130 140 ISO

132 C8H8N2

Bicyclo[3.1.0]hexane-6,6-dicarbonitrile

16668-39-6

NC
NC

t)

J-i ^ pJlu_
I

,0 ,

10 20 30 40 60 60 70 80 90 100 110 120 130 140 ISO

132 CgHsO
Tricyclo[3.3.1.02 *8]nona-3,6-dien-9-one

6006-24-2

132 C 10H12

Benzene, 2-ethenyl-l,4-dimethyl-
2039-89-6

CH=CH2

10 20 30 40 60 70 80 90 100 110 120 130 140 150

132 C10H12

Benzene, (1-methylenepropyl)-
2039-93-2

Et
I

H 2 C s CPh

LJ L

—

l—, r-

10 20 30 40 SO 60 70 90 100 110 120 130 140 ISO
10 20 30 40 SO 60 70 80 90 100 110 120 130 140 ISO

132 C10H12

Naphthalene, 1,4,5,8-tetrahydro-

r

493-04-9

132 C10H12 767-99-7
Benzene, (1-methyl-l-propenyl)-, (Z)-

Ph
I

Me CH : CMe

i L_i ib jil Jl , ^ 1
) 1

' ' > '
1 r r t-

10 20 30 40 SO 60 70 80 90 100 110 120 130 140 160

132 C 10H12

Dispiro[2.2.2.2]deca-4,9-diene

36262-33-6

100

80

80

40

20

0

10 20 30 40 60 60 70 80 00 100 110 120 130 140 160
-X-u-J

^

, J

132 C10H12

Cyclohexene, 3-methylene-4-(l,2-propadienyl)-

aCH:C = CH 2

,

68377-81-1

100

80

80

40

20

0
10 20 30 40 60 60 70 80 00 100 110 120 130 140 150

-U-- >1 lil, 4
,

1 ,1 Jl .Ill
, ,



134 EPA/NIH MASS SPECTRAL DATA BASE 5327

133 C4H4CINO2 72361-12-7
2-Furanone, 3-amino-4-chloro-

-2H

133 C0H15NO2 139-87-7
Ethanol, 2,2

,-(ethylimino)bis-

Et
1

HOCH2CH2NCH2CH2OH

too

•0

•0

40

10

0
10 20 30 40 50 90 70 80 00 100 110 120 130 140 160

133 C7H7N3 136-85-6
lif-Benzotriazole, 5-methyl-

100

90

00

40

20

0 ~r 1" * 'i 1 1 *—
1

- 1- r “ "X ! ^ 1 1 i
1"*

> 1

10 20 30 40 50 90 70 80 90 100 110 120 130 140 150

133 C7H7N3 622-79-7
Benzene, (azidomethyl)-

N 3 CH 2 Ph

100

90

90

40

20

0
10 20 30 40 50 90 70 80 00 100 110 120 130 140 150

133 CsH7NO 874-90-8
Benzonitrile, 4-methoxy-

100

90

90

40

20

ft

10 20 30 40 60 00 70 80 00 100 110 120 130 140 150

133 C8H7NO 4767-91-3
2H-Pyrano[3,2-6]pyridine

100

80

90

40

20

0
10 20 30 40 50 00 70 90 90 100 110 120 130 140 150

, . J . 1 , , ' , , ,11 , ,

133 C8H7NO
Pyridine, 3-(2-propynyloxy)-

69022-70-4

80

90 •

40

20-

1 . 1 1 1

10 20 30 ib 50 90 70 80 00 100 110 ik 130 140 160

133 C8H7NO
Furo[2,3-c]pyridine, 2-methyl-

69022-76-0

100

80

90

40

20

0
10 20 30 40 50 00 70 80 00 100 110 120 130 140 150

133 C8H7NO 75332-26-2
Furo[2,3-fe]pyridine, 2-methyl-

100

80

00

40

20

0
10 20 30 40 60 SO 70 80 »0 100 110 120 130 140 ISO

134 CsHeOe 6915-15-7
Butanedioic acid, hydroxy-

HOs CCHa CHCO2 H

100

00

90

40

20

0
10 20 30 40 60 90 70 90 00 100 110 120 130 140 150



5328 EPA/NIH MASS SPECTRAL DATA BASE 134

134 C6Hio02S 872-93-5
Thiophene, tetrahydro-3-methyl-, 1,1-dioxide

134 C8HioN2 13764-28-8
1,1-Cyclopropanedicarbonitrile, 2,2,3-trimethyl-

134 C5H10O4 89-91-8
Acetic acid, dimethoxy-, methyl ester

OMe
I

MeOC( 0) CHOMe

100

80

60

40

20

0
10 20 30 40 50 60 70 60 90 100 110 120 130 140 160

134 C6H6N4 2384-02-3
3,3'-Bi-lif-pyrazole

100

80

60

40

20

0
10 20 30 40 50 60 70 80 00 100 110 120 130 140 160

, , J|U |Hl-
. j _L_

134 C8H602 643-79-8
1,2-Benzenedicarboxaldehyde

CH:0

100

60

60

40

20

0
10 20 30 40 50 60 70 60 90 100 110 120 130 140 160

134 C8Hi0N2 13017-52-2
Propanedinitrile, (1,2-dimethylpropylidene)-

Me

NC Me
I I I

NCC = CCHMe

80*

60*

40

20*

II iii ll

,
,1

10 20 30 40 50 60 70 80 00 100 110 20 130 140 160

134 C6H10N2

Cyclopentanemalononitrile

CN

CHCN

30963-90-7

100

60

60

40

20

0
10 20 30 40 60 60 70 60 60 100 110 120 130 140 160

134 C9H10O 585-74-0
Ethanone, l-(3-methylphenyl)-

100

60

60

40

20

0
10 20 30 40 60 60 70 80 60 100 110 120 130 140 160

134 C9H10O 626-20-0
Benzene, l-ethenyl-3-methoxy-

100

80

60

40

20

0
10 20 30 40 60 60 70 80 60 100 110 120 130 140 160

134 C9H10O 637-69-4
Benzene, l-ethenyl-4-methoxy-

100

80

60

40

20

0
10 20 30 40 60 80 70 80 90 100 110 120 130 140 160



135 EPA/NIH MASS SPECTRAL DATA BASE 5329

134 C9H10O
lif-Inden-5-ol, 2,3-dihydro-

1470-94-6 135 C5H10CINO
Propanamide, 3-chloro-2,2-dimethyl-

41461-75-0

Cl CHjCCONHj

100*

80*

60-

40-

20-

, ,

j 1l
10 20 80 ^ 50 60 70 80 60 100 110 120 180 140 160 10 20 80 40 50 60 70 60 90 100 110 120 180 140 150

134 C9H10O
Benzaldehyde, 4-ethyl-

4748-78-1 135 CsHeFN
Benzeneacetonitrile, 2-fluoro-

326-62-5

134 CioHu 25155-15-1
Benzene, methyl(l-methylethyl)-

Me

100

ao

so

m
as

•
10 20 SO 40 50 SO 70 SO K 100 110 120 130 140 160

134 CioHu 68284-24-2
Cycloheptane, l,3,5-tris(methylene)-

100

80

eo

40

20

•
10 20 80 40 50 80 70 80 80 100 110 120 180 140 150

js j ti, ij | ,1, -M

135 C4H9NO2S 6338-70-1
3-Thiophenamine, tetrahydro-, 1,1-dioxide

135 CgHeFN 399-52-0
lif-Indole, 5-fluoro-

H

100

80

60

40

20

0
10 20 80 40 50 60 70 60 90 100 110 120 130 140 150

135 CsHeFN 459-22-3
Benzeneacetonitrile, 4-fluoro-

F

100

60

60

40

20

0
10 20 80 40 50 60 70 80 90 100 110 120 130 140 150

135 CgH9NO 99-92-3

Ethanone, l-(4-aminophenyl)-

100

80

80

40

20

• '

10 20 80 40 50 60 70 80 90 100 110 120 180 140 ISO

100

80

60

40

20

0
10 20 80 40 50 60 70 80 90 100 110 120 180 140 150

. i i
, l



5330 EPA/NIH MASS SPECTRAL DATA BASE 135

135 CgHeNO
Ethanone, l-(2-aminophenyl)-

551-93-9 135 C9H13N
Benzenamine, iV,2V,4-trimethyl-

99-97-8

135 CsHaNO 3400-12-2
Oxaziridine, 2-methyl-3-phenyl-

100

80

60

40

20

0
10 20 30 40 50 ^0 70 80 00 KJO 110 120 130 140 150

135 CsH9NO 5735-53-5
2ff-l,4“"Benzoxazine, 3,4-dihydro-

100

80

60

40

20

0
10 20 30 40 50 60 70 80 00 100 110 120 130 140 150

J.L ,il. . -i..- i. ...ill, j.
i
_lLt

135 CsHeNO 18343-04-9
Pyridine, 3-(2-propenyloxy)-

135 C9H13N 102-27-2
Benzenamine, iV-ethyl-3-methyl-

Me

1-*^ 1 r-
130 140 150

135 C9H13N 121-72-2
Benzenamine, 7V,iV,3-trimethyl-

Me
I

Me

100

80

80

40

20

0
10 20 30 40 SO 60 70 80 90 100 110 120 130 140 150

136 C3H4S3 822-38-8
l,3-Dithiolane-2-thione

LJ
10 20 30 40 SO 60 70 80 80 100 110 120 130 140 160

135 C8H9NO 69022-81-7
Furo[3,2-5]pyridine, 2,3-dihydro-2-methyl-

100-

80*

60-

40-

20-

J,
,

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

136 C4H8OS2 38634-59-2
Ethanethioic acid, S-[(methylthio)methyl] ester

AcSCH 2 SMe

1 i il 1 ll i LI

80-

80-

40-

r-L-rL ,

10 20 30 40 50 60 70 80 00 100 110 1 20 130 140 150
20-

0-
100 110 120 130 140 150



136 EPA/NIH MASS SPECTRAL DATA BASE 5331

136 C4H8O3S
1,2-Oxathiane, 2,2-dioxide

1633-83-6 136 CeHiaCIO 74685-46-4
3-Pentanol, 2-chloro-4-methyl-, (R*

OH

We Cl
I I I

Me CHCHCHMe

100

60

60

40

20

0
10 20 30 40 SO 60 70 80 00 100 110 120 130 140 150

-
,
iy fl jl, J-r-l L—

u

‘ 1—1* l-L—1
1 1 1 1 T—-i ,

.. .

t
... r— > i

-
i
" 1—i

1 1 1 1—
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

136 C6F4 64788-24-5
1,3-Pentadiyne, 1,5,5,5-tetrafluoro-

F
I

F C : CC i CCF
I

F

136 CeHisCIO 74685-47-5
2-Pentanol, 3-chIoro-4-methyl-,

ci

Me OH
I I I

Me CHCHCHMe

100 1

80-

60-

40-

20-

oJ 1 1 H 1 , 1| i , S , U r—*-1 1-
10 20 30 40 50 60 70 80 00 100 110 120 130 140 150

10 20 30 40 0 60 70 80 90 100 110 120 130 140 150

136 C5H9CIO2

Carbonochloridic acid, butyl ester

592-34-7 136 CeHisCIO 74685-48-6
2-Pentanol, 3-chloro-4-methyl-, (i?*,5*)-(±)-

Me ( CH2 ) 3 OC( O) Cl

100 110 120 130 140 150

136 C6H4N2S 273-13-2
2,1,3-Benzothiadiazole

100

80

60

40

20

0
10 20 30 40 50 60 70 80 00 100 110 120 130 140 150

T "
I

1 ' f 1 ll 1 1—“*

136 CeHisCIO 2009-83-8
1-Hexanol, 6-chloro-

ci

Me OH
I I I

Me CHCHCHMe

i-i, i.L

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

136 CeHisCIO 74685-49-7
2-Pentanol, 3-chloro-2-methyl-

Me

If
MeCCHEt

I

HO

100

60

60

40

20

0
10 20 30 40 50 60 70 60 90 100 110 120 130 140 150

Cl (CH 2 ) t 0H

136 CeHisCIO 33870-66-2
3-Pentanol, l-chloro-3-methyl-

OH
i

Cl CHj CH 2 CE t

136 CeHisCIO 74685-50-0
2-Pentanol, 4-chloro-2-methyl-

ci OH
i i

MeCHCH 2 CMe

Me

100

80

80

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

I I I,ill jL, ij. —Li. , h

100

80

60

40

20

0
1L ,1 .. . L J lb- 1, .

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



5332 EPA/NIH MASS SPECTRAL DATA BASE 136

136 CeHiaCIO 74685-65-7
3-Pentanol, 2-chloro-4-methyl- (R*,S*)-(±)-

136 C9H12O
Benzene, l-ethyl-4-methoxy-

OH

rl f
MeCHCHCHMe

1515-95-3

100

00

60

40

20

0

136 C8H12N2 644-21-3
Hydrazine, 1-ethyl-l-phenyl-

Et
I

H 2 NNPh

100

•0

•0

40

20

0
10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

ll In, 1 ~

136 C8H12N2 5638-76-6
2-Pyridineethanamine, iV-methyl-

136 C8H12N2 13925-07-0
Pyrazine, 2-ethyl-3,5-dimethyl-

100

60

60

40

20

0

10 20 30 40 60 60 70 80 90 100 110 120 130 140 150

136 C9H12O 2416-94-6
Phenol, 2,3,6-trimethyl-

136 C9H12O 7077-08-9
2H-Inden-2-one, l,3,3a,4,7,7a-hexahydro-, trans-

ccf

136 C9H12O 17609-32-4
3,5,7-Nonatrien-2-one

Me COCH = CHCH = CHCH : CHMe

100

60

60

40

20

0

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

100

80

60

40

20

0
10 20 30 40 60 60 70 80 90 100 110 120 130 140 150

136 C8H12N2

Pyrazine, 2-methyl-6-propyl-
29444-46-0 136 C9H12O

Benzeneethanol, 2-methyl-
19819-98-8

ch 2 ch 2 oh

80 *

100*

80-

60 * 60-

40- 40-

20 •
1. !

i 1

20-
II 1 | |

, , ,
! 1 L L 1 «• l“ 1 L... J -*JL ^ 0- .

1, |l-.-
.

-Ill, X -,1 L. A. ,-L,
,1

1

1 r r-'r" t "r -
i‘
— ‘1 t-— 1 1— 0* » 1 11 1 1 1

Mr mi—"
i i i

—
i r-

10 20 30 40 50 80 70 80 90 100 110 120 130 140 160 10 20 30 40 60 60 70 80 90 100 110 120 130 140 150



136 EPA/NIH MASS SPECTRAL DATA BASE 5333

136 C9H 12O 25886-63-9
2H-Inden-2-one, l,3,3a,4,7,7a-hexahydro-, cis-

136 C 10H 16

Cyclohexane, 1,2-diethenyl-, cis-

1004-84-8

Ocr'

,i. Ji.i i |] ill. 1
10 20 30 40 50 00 70 80 90 100 110 120 130 140 150

136 C9H12O 70501-26-7
2H-Inden-2-one, l,3,3a,4,5,7a-hexahydro-, cis-

100

80

80

40

20

0
10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

136 C9H12O 70501-28-9
2/f-Inden-2-one, l,3,3a,4,5,7a-hexahydro-, trans-

it C9H12O 72403-06-6
l#,4ff-3a,6a-Methanopentalen-l-one, tetrahydro-

100

80

80

40

20

0

40 50 80 70 80 90 100 110 120 130 140 150

136 C9H12O
Dispiro[2.1.2.2]nonan-8-one

74685-57-7

100

80

80

40

20

0
10 20 30 40 50 80 70 80 90 100 110 120 130 140 160

CH:CH 2

100-

80 *

80*

40*

20*

, 1 1 iJLLl_l_l
10 20 30 40 50 80 70 80 90 100 110 120 130 140 160

136
Cyclooctene, 4-ethenyl-

1

CioHie 1124-45-4

O'""
80-

80-

40*

20*

1 11 L ii ii .i i i .

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

136 C 10H 16 1124-78-3
1,5-Cyclodecadiene, (E>Z)-

136 CioHie 1743-61-9
Cyclohexene, 4-ethenyl-l,4-dimethyl-

ch=ch 2

XT
Me

, , t J *,—till

—

1

10 20 30 40 50 eo 70 80 »0 100 110 120 130 140 ISO

136 CioHie 2213-60-7
Cyclooctene, 3-ethenyl-

o~
100

00

00

40

so

0
10 20 30 40 60 80 70 80 90 100 110 120 130 140 150



5334 EPA/NIH MASS SPECTRAL DATA BASE 136

136 CioHie
Bicyclo[2.2.1]heptane, 2-(2-propenyl)-

2633-80-9 136 CioHie
4-Decen-6-yne, (E)~

13343-77-6

Or
CH 2 CH:CH 2

10 20 30 40 50 60 70 90 100 110 120 130 140 150

136
3-Decen-l-yne, {E)-

CioHie

HC : CCH = CH ( CH 2 ) 5 Me

2807-10-5

PrC:CCH=CHPr

L LIl .1 ...... . 1
10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

CioHie
6-Octatriene, 3,7-dimethyl-

13877-91-3

Me Me

MeC*CHCH 2 CH = CCHsCH 2

U. 1 1.1 J
10 20 30 40 50 60 70 SO SO 100 110 120 130 140 160

10 20 30 40 60 60 70 80 90 100 110 120 130 140 150

136 CioHie 3760-13-2

1,5-Cyclooctadiene, 1,6-dimethyl-

100 -

80

60

40-

20 -

v . 1,1 i i ,i

,

i

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

136 CioHie 3760-14-3
1,5-Cyclooctadiene, 1,5-dimethyl-

100 -

80-

60-

40-

20 -

ii . u
. J,

l , v, ,1 . 1

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

136 CioHie 13898-73-2
Cyclohexene, l-methyl-5-(l-methylethenyl)-

ch 2
ii^^CMe

V
Me

- ,
li,i 1

10 20 30 40 60 60 70 80 90 100 110 120 130 140 150

136 CioHie 29548-02-5

1,3,6-Heptatriene, 2,5,5-trimethyl-

H2 C Me
II I

Me CCH : CHCCH = CH 2
I

Me

136 CioHie 6004-38-2
4,7-Methano-lH-indene, octahydro-

100

80

60

40

20

0
10 20 30 40 60 60 70 80 00 100 110 120 130 140 160

i

- ill . L. JlllL. -i.llA lil il Il I. 1

136 CioHie 33622-26-3
l-Decen-3-yne

H 2 C = CHC:C( CH 2 )

5

Me

136
4-Decen-6-yne, (Z)-

C10H16

PrC:CCH=CHPr

13343-76-5
136 CioHie
1,3,6-Heptatriene, 2,5,6-trimethyl-

h 2 c ch 2
ii I it

MeCCH=CHCHCMe

42123-66-0

ill .1 . 1

100-

80-

60-

40-

90 100 110 120 130 140 150
20-

0- .1

1

i. ,1
,
L ...

i—I* 1*1—s ...
,
I,

10 20 30 40 60 60 80 90 100 110 120 130 140 150



137 EPA/NIH MASS SPECTRAL DATA BASE 5335

136 CioHie 58037-87-9
Bicyclo[3.1.0]hexane, 4-methyl-l-(1-methylethyl)-, didehydro deriv.

136 CioHie
Cyclohexene, butenyl-

74664-14-5

Me ( CH 2 )

j

-o

LL L
.

10 20 30 40 SO 60 70 80 90 100 110 120 130 140 ISO

136 CioHie 58987-01-2
Tricyclo[3.1.0.02-4]hexane, 3,3,6,6-tetramethyl-, (la,2/S, 4/3,5a)-

137 C7H7NO2

Benzene, l-methyl-3-nitro-

99-08-1

Me

Me
Me

100-

lluJ,
1 1

L ,
i.

80

60*

40*

20*

. i.
(

l, i j. T
II -l-l.l ! 1

°
10 20 30 40 SO 60 70 80 9( 100 110 120 130 140 ISO

10 20 30 40 50 80 70 80 90 100 110 120 130 140 ISO

136
3-Decen-l-yne, (Z)-

CioHie

HC : CCH = CH ( CH 2 ) s Me

61827-88-1

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

136 CioHie 68998-21-0
Cyclopropane, l,l-dimethyl-2-(3-methyl-l,3-butadienyl)-

CH=CHCMe
H
CH 2

10 20 30 40 SO eo 70 eo »0 100 110 120 130 140 ISO

136 CioHie
1,5-Heptadiene, 2,5-dimethyl-3-methylene-

74663-83-5

Me lie

I NilIF*
MeCH : CCHj CCMe

.ill .1
, | ,

11 -I .

10 20 30 40 50 eo 70 *0 00 100 110 120 130 140 ISO

137 C7H7NO2

1,3-Benzodioxol-5-amine
14268-66-7

—,—. -l 4U-4-1
10 20 30 40 SO 80 70 80 90 100 110 120 130 140 150

137 CsHnNO
Phenol, 3-(2-aminoethyl)-

588-05-6

j

10 20 )0 40 SO 60 70 80 90 100 110 120 130 140 ISO

137 CsHnNO
Phenol, 2-(2-aminoethyl)-

2039-66-9

a:

10 20 30 40 SO 80 70 80 90 100 110 120 130 140 160



5336 EPA/NIH MASS SPECTRAL DATA BASE 137

137 CsHnNO
3-Pyridinepropanol

2859-67-8 138 CsHsCh
Cyclopentane, 1,3-dichloro-, cis-

26688-51-7

10 20 30 40 80 SO 70 80 SO 100 110 120 130 140 ISO

137 CsHnNO 5339-85-5

Benzeneethanol, 2-amino-

ch2 ch 2 oh

138 C6H8Cl2

Cyclopentane, 1,2-dichloro-, cis-

31025-65-7

nh 2
100-

80-

80-

40-
I

1

20-

. 1 .1.1 . L
, ,

L—“1 r-J*, J 10 20 30 40 60 60
• •tall
70 80 90 100 110 120 130 140 150

i
1——

-i
— 1- i

—M
i

-M*— i
—

i
•ul- t—S 1—

10 20 30 40 SO 00 70 SO 00 100 110 120 130 140 ISO

137 C9H16N 69687-79-2
lH-Pyrrole, 2-ethyl-3,4,5-trimethyl-

100

so

so

40

20

0

138 CeHaCh
Cyclopentane, 1,3-dichloro-

ci

'O'
01

55887-81-5

100

80

80

40

20

0
10 20 30 40 60 60 70 80 90 100 110 120 130 140 150

138 CvHeOa 533-31-3

1,3-Benzodioxol-5-ol

138 CsHgCb 14376-81-9
Cyclopentane, 1,2-dichloro-, trans-

ci

100

80

*0

40

20

0
10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

138 CsHsCb
Cyclopentane, 1,3-dichloro-, trans-

ci

'O' 1

26688-50-6

100

80

80

40

20

0

10 20 30 40 50 00 70 80 90 100 110 120 130 140 150

138 C7H10N2O 615-05-4
1,3-Benzenediamine, 4-methoxy-

h2 n'



138 EPA/NIH MASS SPECTRAL DATA BASE 5337

138 C7H10N2O 14227-95-3
Pyrrolidine, l-(cyanoacetyl)-

^\n -coch 2 cn

100

to

to

40

20

0

138 CsHtCI 618-34-8
Benzene, (1-chloroethenyl)-

ch2
m

Cl CPh

100

80

80

40

20

0
10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

138 CsHtFO 455-36-7
Ethanone, l-(3-fluorophenyl)-

100

80

80

40

20

0
10 20 30 40 50 80 70 80 90 100 110 120 130 140 160

138 C8H10O 2 94-71-3
Phenol, 2-ethoxy-

100

80

80

40

20

0
10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

138 C8H10O2

1-Propanone, l-(5-methyl-2-furanyl)-

fr

10599-69-6

100

80

80

40

20

0 J J illL 1 1

10 20 30 40 50 80 70 80 90 100 110 120 130 140 160

138 C8H10O2 58940-74-2
4-Cyclopentene-l,3-dione, 4-propyl-

100

80

80

40

20

0
10 20 30 40 50 80 70 80 90 100 110 120 130 140 160

IfLlhiL, jLl jJL L, 1 L_u_L

138 C&H14N2 3088-41-3
l-Pij>eridinepropanenitrile

Cn
^ch 2 ch 2 cn

I

138 C8H14N2 66387-78-8
9-Azabicyclo [6.1.0]non-4-en-9-amine, (la,4Z,8a)-

138 CsHxsBO 55848-32-3
Borinic acid, diethyl-, l-methyl-2-propynyl ester

Me Et
1 1

HCrCCHOBEt

138 C8Hi6BO 63366-65-4
9-Borabicyclo [3.3.1]nonane, 9-hydroxy-

100

80

80

40

20

0
10 20 30 40 50 80 70 80 90 100 110 120 130 140 160

i ii 1 .1 i i. I



5338 EPA/NIH MASS SPECTRAL DATA BASE 138

138 C9H14O
2,6-Nonadienal, (E,Z)-

557-48-2 138 CioHis
Cyclopentene, l-isopropyl-2,3-dimethyl-

7712-73-4

OCHCH = CHCH 2 CH2 CH = CHE t

. . -1 ' r-JJ-r b e .
t i ,

i

,
1

—

_i ,
..

1 I 1 1 1—
10 20 30 40 SO 60 70 80 90 100 110 120 130 140 ISO

138 C9H14O 10060-21-6
Bicyclo[3.3.1]non-3-en-2-ol, exo-

Me

Pr-I

ill bill dllilJiLull_J , LI-1 =( ”F ,
...f 1 | T— "r" » —f”

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

138 C9H14O 65147-55-9
Spiro[3.4]octan-l-one, 5-methyl-, cis-

138 CioHis 7712-74-5
Cyclopentene, l-isopropyl-4,5-dimethyl-

Me

:

1, 1 i ,.il., Jl, u, i. L 1
10 20 30 4C 50 60 70 « 90 100 110 120 130 140 160

100

80

60

40

20

0
10 20 30 40 SO 60 70 80 90 100 110 120 130 140 160

138 CioHis 18476-57-8
2,6-Octadiene, 4,5-dimethyl-

Ms

Me
I I

Me CH = CHCHCHCH = CHMe

100

80

80

40

20

0
10 20 30 40 SO 60 70 80 90 100 110 120 130 140 150

138 C9H14O 65147-57-1
Spiro[3.4]octan-l-one, 5-methyl-, trans-

0

Me

138 CioHis 55170-98-4
Cyclopentane, l-ethenyl-3-ethyl-2-methyl-

138 CioHis 6983-03-5 138 CioHis 61228-10-2

Cyclopentane, l,2-dimethyl-3-(l-methylethenyl)- 3-Heptyne, 5-ethyl-5-methyl-

ch 2
ii

CMe

Me Me

u L Ii J. !L^L. L i. L JL.1 1 1 1 i i i i

10 20 30 40 SO 60 70 80 90 100 110 120 130 140 ISO

Me
I

EtCiCCEt
I

Et

80-

80-

40-

20-

i i
0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



139 EPA/NIH MASS SPECTRAL DATA BASE 5339

138 CioHis
1,6-Octadiene, 2,5-dimethyl-, (E)-

68702-25-0 138 CioHig 74764-47-9
Cyclopentane, l-methyl-l-(2-methyl-2-propenyl)-

H 2 C Me
II I

MeCCH 2 CH 2 CHCH=CHMe

H-i u Ji Lj 1,
I t

— » ! I 1 T l
‘~ r ' *1 ”

f
1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

138 C 10H18

l,l'-Bicyclopropyl, 2,2,2',2'-tetramethyl-

68998-20-9

138 CioHis 74421-35-5
1,6-Heptadiene, 2,3,6-trimethyl-

ch 2

o<

k—1 j. ,iiL ,
. h jf-.—u,

L— ^iji l
,
—j.

10 20 30 40 50 50 70 90 90 100 110 120 130 140 160

139 C7H3F2N 1897-52-5
Benzonitrile, 2,6-difluoro-

F

100

60

50

40

20

0

10 20 30 40 50 60 70 SO 90 100 110 120 130 140 150

H 2 C ch 2
II I II

MeCCH 2 CH 2 CHCMe

139 C7H9NO2

2,5-Pyrrolidinedione, 3-ethylidene-4-methyl-
16395-79-2

HN<
; jj LLl

, ,1
60-

10 20 30 40 50
,

60 70 80 90 100 110 120 130 140 150 50-

CioHis 74498-89-8
20

11 1

10 20 30 40 50 50 70 80 »0 100 110 120 130 140 160

MeCHCH:CHCCH:CH 2 139 C7H9NO 2 28098-81-9
2,5-Pyrrolidinedione, 3-ethylidene-4-methyl-, (Z)-

100

80

50

40

20

0
10 20 30 40 50 60 70 50 90 100 110 120 130 140 160

L„ 4 .1 u _I
1

,lll ,1, , .
.

.

138 CioHis 74630-29-8
1,5-Heptadiene, 3,3,5-trimethyl-

Me Me
I I

MeCH SCCH2 CCH = CH 2
I

Me

100

80

00

40

20

0
10 20 30 40 50 50 70 80 90 100 110 120 130 140 150

100

60

50

40

20

0

139 CvHeNS 1783-81-9
Benzenamine, 3-(methylthio)-

100

60

60

40

20

0
10 20 30 40 50 50 70 60 90 100 110 120 130 140 150

Jb • 4 k



5340 EPA/NIH MASS SPECTRAL DATA BASE 139

139 CsHisNO 58422-82-5 139 C9H17N 68344-39-8

Hexanenitrile, 2,2-duuciiiiyI-5-oxo- Indolizine, octahydro-3-methyl-, cis-

139 C8Hi3NO
5(lif)-Indolizinone, hexahydro-, (±)-

68344-37-6 139 C9H17N 68344-43-4
Indolizine, octahydro-3-methyl-, trans-

it CsHiaNO 69687-86-1
2-Cyclopenten-l-one, 3-(dimethylamino)-2-methyl-

Me
I

NMe

100

60

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

139 C9H17N
1-Propanamine, iV-cyclohexylidene-

22668-89-9

139 C9H17N 45732-65-8
l-Azabicyclo[2.2.2]octane, 4-ethyl-

Et

ll In JillL I.L L 1 1 ]

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

140 C3H8S3 42474-44-2
Disulfide, methyl (methylthio)methyl

MeSSCHiSMe

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 ISO

140 C4H6CI2O 4635-59-0
Butanoyl chloride, 4-chloro-

Cl (CH 2 ) 3 COCI

.Ill J. ll. J.. ..lJjJJ 1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

j

160 170 160 190 200 210 220 230 240 250 260 270 280 290 300

140 CiHeChO 72361-16-1

Furan, dichlorotetrahydro-

ci ci

100

60

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

1
uli 1—S 4-J L, . r-L T f r-



140 EPA/NIH MASS SPECTRAL DATA BASE 5341

140 CsHioCh 624—96—4
Butane, 1,3-dichloro-3-methyl-

ci
i

Cl CHjCHjCM*

M#

J, V ,
J . . .

10 20 30 40 60 60 70 60 00 100 110 120 130 140 160

140 CvHgOS 74764-26-4
2if-Thiocin-2-one, 3,8-dihydro-

100-

60 -

60*

40*

20*

{
. J,

,

•

10 20 30 4C 60 60 70 60 90 100 110 120 130 140 160

140 CeHsN2S 111-97-7
Propanenitrile, 3,3'-thiobi8-

NCCHi CHj SCHt CHj CN

10 20 30 40 SO 80 70 80 SO 100 110 120 ISO 140 ISO

140 CeHioNi 12077-85-9
Nickel, bis(773-2-propenyl)-

H
V
C\

HC
V X
CHj

,NI CH\ /
ch 2

100

0
80

40

20

• '

10 20 30 40 SO 80 70 80 00 100 110 120 130 140 ISO

140 CeH^aSi 24602-40-2
lif-Pyrazole, 3-(trimethyl8ilyl)-

140 C7H8O 3 824—46—4
1,4-Benzenediol, 2-methoxy-

OH

OH

10 20 30 40 50 60 70 80 90 100 110 120 130 1 10 160

140 CvHgOs 934-00-9
1,2-Benzenediol, 3-methoxy-

10 20 30 40 60 60 70 80 00 100 110* 120 130 140 160

140 CtHsOS 72347-63-8
Benzenesulfenic acid, methyl-

Me

100

•0

•0

40

20

0 T T jL_ r-
10 20 30 40 60 60 70 80 00 100 110 120 130 140 160

140 CgHsFO 402-63-1
Benzenemethanol, 3-fluoro-a-methyl-

OH
I

F

60*

60*

40*

20*

i ii . ,
. ^ J.I.

,

.1
. 4

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

140 C&H 12O2 38737-52-9
2/f,5H-Pyrano[2,3-6]pyran, 3,4,4a,8a-tetrahydro-

100

80

60

40

20

•
10 20 30 40 60 60 70 60 00 100 110 120 130 140 160

.

.

L 1 1 ,J



5342 EPA/NIH MASS SPECTRAL DATA BASE 140

140 C&H12O2

1,2-Cyclohexanedicarboxaldehyde

51555-65-8 140 C8H16N2 17911-98-7
2-Pyrazoline, l-isopropyl-3,4-dimethyl-

CH sO

6
""

80 •

60

40-

20-

y. I
ll 1 i|i >

.1 ,i.li 1

10 20 30 44 60 60 70 ft 90 100 11( 120 130 140 160

100

60

60

40

20

0
10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

140 C8H12O2 67528-58-9
Cyclopropanecarboxylic acid, 3-ethenyl-2,2-dimethyl-, cis-

Me

100

80

60

40

20

0
10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

—,—,
In.- -i ii 1 1. .

140 C8H12O2 68317-73-7
2-Cyclopentene-l-carboxylic acid, 1-methyl-, methyl ester

o*
C( 0) OMe

Me

100

80

80

40

20

0
10 20 30 40 SO 60 70 80 90 100 110 120 130 140 160

140 C8H12O2

1,3-Dioxane, 5-ethenylidene-2,2-dimethyl-
74685-78-2

, .
-1.1,. I,i

.. T.ilL r-*- “1
1

, L , t-1 1—1 —— r 1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 ISO

140 C8Hi202 74793-10-5
2if-Pyran-2-one, S.e-dihydrcH-S.S.S-trimethyl-

140 C8H16N2 18631-72-6
2-Pyrazoline, 3-ethyl-l-isopropyl-

-Pr-I

Et

100-

80-

60-

40-

20-

•
|

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

140 C8H16N2 22581-50-6
2-Pyrazoline, l-butyl-5-methyl-

Me

80 -

80-

40-

20-

. . 1

10 20 30 40 60 80 70 80 90 100 110 120 130 140 150

140 C8H16N2 24764-90-7
2-Propanamine, JV^V'-l,2-ethanediylidenebis-

I -Pr N sCHCH =NPr -

1

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 ISO

140 C8H16N2 25186-07-6
2-Butenal, diethylhydrazone

MeCH = CHCH = NNE t

10 20 30 40 SO 60 70 80 90 100 110 120 130 140 160



140 EPA/NIH MASS SPECTRAL DATA BASE 5343

140 C8H 16N2 26964-53-4 140 C8Hi6N2 66387-77-7
2-Pyrazoline, l-isobutyl-3-methyl- 9-Azabicyclo[6.1.0]nonan-9-amine, cis-

140 C8H16N2 33193-27-0
2-Pyrazoline, 4-ethyl-l-i8opropyl-

100

80

80

40

20

0
10 20 30 40 SO 60 70 80 #0 100 110 120 130 140 150

140 C8H 16N2 75268-01-8
lH-Azepin-l-amine, N-ethylidenehexahydro-

n\ /""NiCHMe

10 20 30 40 50 60 70 80 »0 100 110 120 130 140 150

140 C8H16N2 36566-70-8
Hydrazine, l,l-di-2-butenyl-

NHi
1

Me CH : CHCH 2 NCH 2 CH : CHMe

100

80

80

40

20

0
10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

140 C8Hi6N2 36566-74-2
Butanal, 2-butenylhydrazone

Me CH s CHCH 2 NHN s CHP r

100

so

80

40

20

0
10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

140 C8H16N2 36566-77-5
2-Butanone, (l-methyl-2-propenyl)hydrazone

Me Me
I I

H 2 C s CHCHNHN *ce t

100

so

00

40

20

0
10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

140 C8H16N2 75268-11-0
2-Propenal, 2-methyl-, diethylhydrazone

H 2 C Et
II I

MeCCHsNNEt

140 CsHieSi 18388-07-3
Silane, trimethyl(3-methyl-l-butynyl)-

Me Me
I I

MeCHCsCSI Me
I

Me

100

%
80

80

40

20

0
10 20 30 40 60 80 70 80 90 100 110 120 130 140 150

140 CsHieSi 62987-36-4
Silane, cyclopentenyltrimethyl-

O-™5

i i

-2H

100

140 C8H 16N2 62237-77-8 10

2-Butanone, methyl-2-propenylhydrazone 80

40

Me Me ~
l l

20

Hj C s CHCHj NN *CE t 0

10 20 30 40 80 80 70 80 90 100 110 120 130 140 180

100

80

80

40

20

0
10 20 30 40 50 80 70 80 90 100 110 120 130 140 180



5344 EPA/NIH MASS SPECTRAL DATA BASE 140

140 CgHieO
2-Propanone, 1-cyclohexyl-

103-78-6 140 C9Hi60
5-Hepten-2-one, 4,6-dimethyl-

31162-48-8

aCH2 COMe

MeCOCH 2 CHCH=CMe

100-

80-

40-

20-
1

il

. i -H. 4lJ

o J y
10 20 30 40 50

A »-l r*-*-, r-l
60 70 80 90 100 110 120 130 140 150

10 20 30 40 50 60 70 30 80 100 110 120 130 140 160

140 CbHibO
2-Cyclohexen-l-ol, 3,5,5-trimethyl-

470-99-5

100 110 120 130 140 150

140 C9H16O
2-Heptanone, 6-methyl-5-methylene-

ch 2

nr
MeCOCH 2 CH2 CCHMe

498-51-1

140 CeHieO 31333-13-8
3-Nonyn-l-ol

Me ( CH 2 ) 4 C : CCH 2 CH 2 OH

100

80

80

40

20

0
10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

, . .ill. .1 ill- j L
,

...lilll I.lll i. L ILL , 1

140 CgHieO 49826-98-4
4-Nonyn-l-ol

HO( CH 2 ) 3 G: C( CH 2 ) 3 Me

100-

80-

60-

40-

20-
,

L U i i i

10 20 3H0 40 50 80 70 80 90 100 110 120 130 140 150

140 CgHieO 5921-73-3
2-Nonyn-l-ol

HOCH 2 C:C( CH 2 ) s Me

80-

80 *

40 «

20-

.Il ,1 1 Jill II n 1. i.l|J, iL lit

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

140 CgHieO 60784-31-8
2-Nonenal, (Z)-

Me ( CH 2 ) 5 CH =CHCHO

100

80

80

40

20

0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
n—

1

U i. -li ii 1*

140 CgHieO 63450-36-2
Nonadien-l-ol

Me ( CH 2 ) s OH - 4H

140 CgHieO 7786-44-9
2,6-Nonadien-l-ol

100

80

80

40

20

0

140 CgHieO 26547-25-1
3-Nonyn-2-ol

OH
I

Me ( CH 2 ) 4 C i CCHMe

E t CH : CHCH 2 CH 2 CH = CHCH 2 OH

L, U Jl Jl Jj 1
I' II I I , | I I t J I

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

140 C 10H20 489—20—3
Cyclopentane, 1,2-dimethyl-3-(1-methylethyl)-

PT
Me Me

-

•

-

•

1. \ ,i 1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



140 EPA/NIH MASS SPECTRAL DATA BASE 5345

140 C 10H20 4291-79-6
Cyclohexane, l-methyl-2-propyl-

Pr

80-

40 *

20

0« Ul- L.
,
-Jl.. ..M.

,
J l 1 1 1 1 !—

» , ,
!"

'I I I ‘ I r I

10 20 30 40 50 00 70 SO 90 100 110 120 130 140 150

140 C10H20

Cyclohexane, l-methyl-3-propyl-
4291-80-9

1 . .1,
(

.j 1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

140 C 10H20 7045-67-2
Cyclohexane, 2-ethyl-l,3-dimethyl-

Et

SO 100 110 120 130 140 ISO

140 C 10H20 16580-24-8
Cyclohexane, l-methyl-3-(l-methylethyl)-

Me

100

so

•0

40

20

0
10 20 30 40 90 SO 70 SO SO 100 110 120 130 140 ISO

140 C 10H20 17003-99-5
2-Nonene, 3-methyl-, (E)-

Me

Me(CH 2 )sC:CHM«

140 C 10H20 20063-97-2
2-Decene, (E)-

Me ( CH 2 ) 1 CH : CHMs

140 C 10H20 20348-51-0
2-Decene, (Z)-

Ms ( CH 2 ) e CH = CHMe

l

|u u L --1 —L. , 11 » 1 r—" 1

1 r 1 t— r “M,
i 1 1 1 r i

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

140 C 10H20 21328-57-4
Cyclooctane, 1,5-dimethyl-

100

so

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
,

ul, ill u, u ili
|

il
. 1 1

140 C 10H20

Cyclopentane, l-methyl-3-(2-methylpropyl)-
29053-04-1

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

140 C 10H20 32281-85-9
Cyclopentane, 2-isopropyl-l,3-dimethyl-

Me

Pr-I

Me

100

80

60

40

20

0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



5346 EPA/NIH MASS SPECTRAL DATA BASE 140

140 C10H20 50876-31-8
Cyclohexane, 1,1,3,5-tetramethyl-, trans-

Me

100 -

so-

so-

40-

140 C 10H20 50876-32-9
Cyclohexane, 1,1,3,5-tetramethyl-, cis-

140 C10H20 51090-05-2
4-Nonene, 2-methyl-, (Z)-

Me
I

Me ( CH 2 ) 3 CH = CHCH 2 CHMe

100

ao

so

40

20

0
10 20 30 40 SO 60 70 SO SO 100 110 120 130 140 ISO

140 C10H20 51655-64-2
Nonane, 3-methylene-

ch 2
11

Me ( CH 2 ) 6 CE t

140 C 10H20 62960-76-3
4-Octene, 2,6-dimethyl-, [S-(E)]-

Me Ms
I I

Me CHCH 2 CH s CHCHCH 2 Me

100

so

60

40

20

0
10 20 30 40 SO 60 70 30 80 100 110 120 130 140 150

140 C 10H20 62960-77-4
4-Octene, 2,6-dimethyl-, [S-(Z)]-

Me Me
I I

MeCHCH 2 CH = CHCHCH 2 Me

100

80

60

40

20

0
10 20 30 40 50 SO 70 80 90 100 110 120 130 140 ISO

140 C10H20 63830-69-3
4-Nonene, 3-methyl-, (Z)-

Me
I

Me ( CH 2 ) 3 CH = CHCHCH2 Me

100

80

60

40

20

0

10 20 30 40 60 60 70 80 90 100 110 120 130 140 150

!_iuUi il 1

140 C 10H20 69405-42-1
3-Nonene, 3-methyl-, (E)-

Me
I

Me ( CH 2 ) 4 CH =CE

t

100

80

60

40

20

0

140 C 10H20 74511-51-6
1-Octene, 3,3-dimethyl-

Me
I

H 2 C=CHC(CH 2 ) 4 Me

Me

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

...II. .. .1. Il L i .
10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

140 C10H20 74630-07-2
Octane, 3-methyl-6-methylene-

Me CH 2
I II

MeCH 2 CHCH 2 CH 2 CEt

140 C 10H20 74630-08-3
1-Qctene, 3-ethyl-

Et
1

Me ( CH 2 ) 4 CHCH iCH 2

100

80

60

40

20

0
10 20 30 40 60 60 70 80 90 100 110 1 20 130 140 150



141 EPA/NIH MASS SPECTRAL DATA BASE 5347

140 C10H20 74630-09-4 141 CtHsCIN 95-69-2

2-Octene, 4-ethyl-, (E)- Benzenamine, 4-chloro-2-methyl-

Et
1

M*CH:CHCH(CH 2 )]M

100-

60*

60*

40*

20-

. .
s i ^

10 20 30 40 60 60 70 80 90 100 110 120 130 140 150

141 C 5H 10O2.K 19455-23-3
Propanoic acid, 2,2-dimethyl-, potassium salt

141 CtHsCIN 104-86-9
Benzenemethanamine, 4-chloro-

Me 3 CCOj H • K
CH2NH2

10 20 SO 40 50 60 70 80 #0 100 110 120 100 140 ISO

141 C7H11NO2

Acetic acid, cyano-, 1,1-dimethylethyl ester

t-BuOC( 0)CH 2 CN

1116-98-9

10 20 SO 40 SO SO 70 SO 00 100 110 120 ISO 140 ISO

141 C7H 11NO2

2,4-Azetidinedione, 3,3-diethyl-

vJ>E1

42282-85-9

460 470 4N 490 500 510 520 530 S40 560 6M 670 560 fi«0 800
hnA

141 C6H4FNO2

Benzene, l-fluoro-2-nitro-

100

1493-27-2 »
60

40

20

0

10 20 30 40 50 60 70 00 00 100 110 120 130 140 150

100

60

60

40

20

•
10 20 30 40 50 60 70 60 00 100 110 120 130 140 160

4--U Cl

141 C7HsC1N 89-97-4
Benzenemethanamine, 2-chloro-

aCH 2 HH2

141 C7HnN02 58501-92-1
2,5-Pyrrolidinedione, 3-ethyl-4-methyl-

o

Me

0 Et

100

60

60

40

20

0
10 20 30 40 50 60 70 60 00 100 110 120 130 140 160



5348 EPA/NIH MASS SPECTRAL DATA BASE 141

141 CsH^NO
2i7-Azonin-2-one, octahydro-

935-30-8 142 CeHeO*
2-Furanacetic acid, a-hydroxy-

19377-73-2

OH
I

CHCOjH

100

«

80-

80-

40-
1

T r-i i
(
hiii. ,.JL.| .Jip—,..iL

,
,Ji, —,-L-,—,1.

,

20-

0 , t
I^L-.i [*• J |l r-L L, T J

90 100 110 120 130 140 160 10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

141 CsHaoBN 50612-53-8

Boranamine, N-(l,l-dimethylethyl)-l ,1-diethyl-

Et
I

Et BNHBu-t

100

60

60

40

20

0

142 BsBrHg 66794-48-7
Pentaborane(9), bromo-

142 CaHgCbSi 1719-57-9
Silane, chloro(chloromethyl)dimethyl-

ci
i

Cl CH2SI Me
I

Me

142 C6H7CIN2 95-83-0
1,2-Benzenediamine, 4-chloro-

142 CsHnBOa 74793-57-0
Furo[3,4-d]-l,3,2-dioxaborole, 2-ethyltetrahydro-, cis-

100

80

60

40

20

0
10 20 30 40 60 60 70 80 90 100 110 120 130 140 150

,jy , j 1. ... J , J

142 C6H14N4 26757-28-8
Ethanedial, bis(dimethylhydrazone)

Me Me
I l

Me NN : CHCH = NNMe

1 .. ,

10 20
„

30 40 50 60 70 80 90 100 110 120 130 140 150

142 C7H7CIO 615-74-7

Phenol, 2-chloro-5-methyl-



142 EPA/NIH MASS SPECTRAL DATA BASE 5349

142 C7H7CIO
Benzene, l-chloro-3-methoxy-

2845-89-8 142 C7H15BO2 57186-59-1
1,3,2-Dioxaborinane, 2-ethyl-5,5-dimethyl-

142 C7H10O3 626-53-9
2,4,6-Heptanetrione

MeCOCH 2 COCH 2 COM*

100

so

80

40'

20

O'

10 20 30 40 SO *0 70 80 »0 100 110 120 ISO 140 ISO

142 C8Hu0 2

Cyclopentanepropanoic acid

CH 2 CH 2 C02 H

140-77-2

142 C7H10O3 22884-75-9
2,4(3H,5/f)-Furandione, 3-propyl-

0

10 20 30 40 50 80 70 80 80 100 110 120 130 140 ISO

142 C8H14O2 142-30-3
3-Hexyne-2,5-diol, 2,5-dimethyl-

HO OH
I I

MeCCiCCMe
I I

Me Me

100 ]

BO-

SO-

40-

*°:
I I

0 •* *1 V-l- .,- 1 *. . .1 d ,l< 4- r~K , ,-1

10 20 30 40 60 60 70 80 90 100 110 120 130 140 150

142 C7H10O3 61203-78-9
2,4-Pentadienoic acid, 4-methoxy-, methyl ester, (Z)-

ch 2
11

MeOC( 0) CH = CHCCMe

10 20 30 40 50 60 70 80 00 100 110 120 130 140 160

142 C7HuOSi
Silane, trimethyl

[
(l-methyl-2-propynyl)oxy]

-

17869-76-0

Me Me
I I

HC 5 CCHOS I Me

L,

10 20 30 40 50 60 70 00 90 100 110 120 130 140 150

142 C8H14O2

3-Hexen-l-ol, acetate, (E)-

Ac och 2 ch 2 ch = che t

3681-82-1

u . JL
10 20 30 40 50 60 70 80 »0 100 110 120 130 140 ISO

142 C8H14O2

3-Hexenoic acid, ethyl ester, (E)-

E t OC( 0) ch 2 ch =che t

26553-46-8

10 20 30 40 SO 60 70 80 >0 100 110 120 130 140 ISO

142 C8H 14O 2

2/f,7H-Pyrano[2,3-6]pyran, hexahydro-
38737-53-0

CO
100

ao

ao

40

20

0
10 20 30 40 50 60 70 80 »0 100 110 120 130 140 160



5350 EPA/NIH MASS SPECTRAL DATA BASE 142

142 C8H14O2

4-Hexen-l-ol, acetate, (Z)-

42125-17-7 142 C8Hi8N2

1,3-Cyclohexanedimethanamine
2579-20-6

Me CH = CH ( CH 2 ) 3 OAc

142 C8Hi40 2 56922-75-9
2-Hexen-l-ol, acetate, (Z)-

CH 2 NH 2

100

80

80

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 ISO

i L L ill - .1.11- -1-1

Pr CH <01oXo

: ill
. ,11.,

J

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

142 CsHuOi! 64187-83-3
3-Hexenoic acid, ethyl ester, (Z)-

142 C8Hi8N2 28236-88-6
2-Pentanone, 4-methyl-, dimethylhydrazone

Me Me Me

MeCHCH 2 C:NNMe

II. 1.1 , .. .ill .1 .

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

E t 0C( 0) CH 2 CH = CHE t

—.

—

1“ h

—

i 11.. . ! iL— U i *
i i i'I' t"-

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

142 C8Hi402 69393-30-2
Cyclopentanecarboxylic acid, 3,3-dimethyl-

142 C8Hi8N2 28236-92-2
Isobutyraldehyde, diethylhydrazone

Me Et
I I

MeCHCH =NNEt

, ,
.11uLi

>, 4L ,-i 1
**'t — 1 —“i r— » — 1 >— »

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150pc
ho2 c

142 C8Hi8N2 28236-94-4
2-Butanone, diethylhydrazone

100

80

60

40

20

0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

142 CsHuS 23973-54-8
1-Propene, 3,3'-thiobis[2-methyl-

Et Me
I I

EtNNsCEt

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

H 2 C ch 2
II II

MeCCH 2 SCH 2 CMe
142 C8Hi8N2 57874-52-9
2-Butanone, (l-methylpropyl)hydrazone

142 C8Hi8N2 112-21-0
2-Butene-l,4-diamine, N,iV'-diethyl-

E t NHCH 2 CH " CHCH 2 NHE t

ijlli. ill . 1
i|,

,
i i

10 20 30 40 50 60 70 80 90
1 » » 1 i 1

100 110 120 130 140 150

Me
I

s-BuNHN = CEt

100

80

60

40

20

0

142 C8Hi8N2 67660-50-8
Acetaldehyde, bis(l-methylethyl)hydrazone

Pr-I

MeCH sNNPr -

1

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

90 100 110 120 130 140 150



142 EPA/NIH MASS SPECTRAL DATA BASE 5351

142 C8H 18N2

2-Propanone, ethyl(l-methylethyl)hydrazone
75268-05-2

Et Me
I I

I -PrNNsCMe

10 20 SO 40 50 SO 70 80 »0 100 110 120 130 140 ISO

142
3-Nonen-l-ol, (E)-

C9HisO

Me ( CHj ) 4 CH : CHCHs CH 2 OH

10339-61-4

ill ill, Jll i 4
120 130 140 ISO

142
3-Nonen-l-ol, (Z)-

CgHisO

Me ( CH 2 ) 4 CH sCHCHj CH 2 OH

10340-23-5

lij 1

,
1 jl

10 20 30 40 SO 60 70 SO 00 100 110 120 130 140 ISO

142
4-Nonen-l-ol, (E)-

C9HisO

HO(CH 2 )sCH:CH(CH 2 ) 3 Me

16695-34-4

-T~1 * I

10 20 30 40 50 60 70 00 00 100 110

142
3-Nonen-2-ol, (E)-

CgHisO

OH
I

* ( CH 2 ) 4 CH iCHCHMe

38285-42-6

Jll (IiILl

10 20 30 40 SO SO 70 SO 90 100 110 120 130 140 ISO

142

2-Nonen-l-ol, (Z)-
CgHisO

HOCH 2 CH = CH( CH 2 ) s Me

41453-56-9

120 130 140 ISO

142
4-Nonen-l-ol, (Z)-

CgHisO

HO( CH 2 ) 3 CH = CH( CH 2 ) s Me

59499-28-4

10 20 30 40 SO SO 70 SO 80 * 100 110 120 130 140 ISO

142
5-Nonen-l-ol, (Z)-

CgHisO

HO( CH 2 ) 4 CH = CHPr

64275-75-8

10 20 30 40 SO SO 70 SO 90 100 110 120 130 140 150

142
3-Nonen-2-ol, (Z)-

CgHisO

OH

Me ( CH 2 ) 4 CH ! CHCHMe

69668-90-2

1 ylll ,1a

10 20 30 40 SO 60 70 SO 90 100

142
Octane, 3,3-dimethyl-

C10H22

Me
I

Me ( CH 2 ) 4 CE t

4116-44-5

110 120 130 140 160

142
Octane, 3-ethyl-

C10H22

Et
I

Me
( CH 2 ) 4 CHE t

5881-17-4

10 20 30 40 SO SO 70 80 90 100 110 120 130 140 ISO

142
Octane, 4-ethyl-

C10H22

Et
1

Me
(
CH 2 ) 3 CHP r

15869-86-0

10 20 30 40 SO SO 70 SO 90 100 110 120 130 140 ISO



5352 EPA/NIH MASS SPECTRAL DATA BASE 142

142
Octane, 3,4-dimethyl-

C10H22 15869-92-8 142 C10H22

Heptane, 3-ethyl-5-methyl-
52896-90-9

Me
I

Me Et
I I

MeCH 2 CHCH 2 CHEt

100-

eo-

40-

l!

il, . .. Ii_l iL—.—,—iL—il , 1 Ll JL T
10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

10 20 30 40 50 60 70 80 #0 100 110 120 130 140 160

142
Octane, 3,5-dimethyl-

C10H22

Me Me
I I

MeCH 2 CHCH 2 CHPr

15869-93-9

142 C10H22

Heptane, 2,3,4-trimethyl-

Me Me
I I I

Pr CHCHCHMe

52896-95-4

10 20 30 40 50 60 70 00 100 110 120 130 140 160 10 20 30 40 60 60 70 80 90 100 110 120 130 140 ISO

142
Octane, 3,6-dimethyl-

C10H22 15869-94-0

Me Me
I I

M0 CH 2 CHCH 2 CH 2 CHCH 2 Me

142
Octane, 4,5-dimethyl-

C10H22

I V
MeCHCHPr

15869-96-2

142 C10H22

Heptane, 3,3,4-trimethyl-
20278-87-9

142 C 11H10

lH-Indene, 1-ethylidene-

2471-83-2

10 20 30 40 50 60 70 60 90 100 110 120 130 140 ISO

143 CeHeCINO
2 (lif)-Pyridinone

,
6-chloro-l-methyl-

17228-63-6

90 100 110 120 130 140 150

! T
MeCHCEt

143 CeHgNOa
3-Pyrrolidinecarboxylic acid, l-methyl-5-oxo-

C02H

42346-68-9

20 30 40 60 60 70 80 00 100 110 120 130 140 15010



144 EPA/NIH MASS SPECTRAL DATA BASE 5353

143 C6H9NO3

2,5-Pyrrolidinedione, 3-ethyl-3-hydroxy-
58467-28-0 144 C6H4OS2

[ 1,2] Dithiolo[ 1 ,5-5] [ 1 ,2]oxathiole-Z-Srv
25336-68-9

1

40-

20 •

1 J r—*—i L, r-1—. , . r-

10 20 30 40 60 00 70 60 90 100 110 120 130 140 160

10 20 30 40 60 00 70 80 00 100 110 120 130 140 160 144 CeH6C102
1,3-Benzenediol, 4-chloro-

95-88-5

143 C6H9NO3 64018-42-4
5-Isoxazolecarboxylic acid, 4,5-dihydro-5-methyl-, methyl ester,

(R)~

C( 0 ) OM0

100

00

00

40

20

0
10 20 30 40 60 00 70 00 90 100 110 120 130 140 160

143 C10H9N 50976-16-4
Benzeneacetonitrile, ar-ethenyl-

100

00

00

40

20

0
10 20 30 40 60 00 70 60 90 100 110 120 130 140 160

144 CeH6ClS 106-54-7
Benzenethiol, 4-chloro-

CH 2 CN
80

;

20 -

0 - pL, V-L

10 20 SO 40 80 #0 70 80 »0 100 110 120 130 140 ISO

144 CHeChSh
Disilane, 1,1-dichloro-l-methyl-

35483-48-8

10 20 30 40 SO 60 70 80 00 100 110 120 130 140 ISO

144 C6H804
l,3-Dioxane-4,6-dione, 2,2-dimethyl-

2033-24-1

V
Cl
i

ci si si h 3

Me

144 CHeChSb 35558-57-7
Disilane, 1,2-dichloro-l-methyl-

100

00

00

40

20

0
10 20 30 40 SO SO 70 SO 90 100 110 120 130 140 160

144 CeHsOs 66727-94-4
3(2/f)-Furanone, 4-hydroxy-5-(hydroxymethyl)-2-methyl-

Me CHjOH

CI 8 IH 2 SIHM«

100

00

60

40

20

0
10 20 30 40 60 00 70 00 90 100 110 120 130 140 160

100

00

00

40

20

0
10 20 30 40 60 60 70 00 90 100 110 120 130 140 160



5354 EPA/NIH MASS SPECTRAL DATA BASE 144

144 CsHsCU 69956-59-8

Cyclobuta [1,2-d :3,4-d ' ]bis [1 ,3]dioxole ,
tetrahydro-, (3aa,3ba,=

6aa,6ba)-

rVno 1. 1 Q

10 20 30 40 60 60 70 60 90 100 110 120 130 140 160

144 C6H804 70004-63-6
Cyclobuta[l,2-d:3,4-d']bis[l,3]dioxole, tetrahydro-, (3aa,3bj8,=

6a/J,6ba)-

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

144 CeHuJNU 51576-31-9
Diazene, [l-(2,2-dimethylhydrazino)ethyl]ethyl-

Me Me
I I

EtNsNCHNHNMe

100

80

60

40

20

0
10 20 30 40 60 60 70 80 80 100 110 120 130 140 160

144 CvHeClF 443-83-4
Benzene, l-chloro-3-fluoro-2-methyl-

F

144 C8H9BN2 4885-27-2
144 C6H12N2O2 2274-08-0 2,3,1-Benzodiazaborine, 1,2-dihydro-l-methyl-
Butanamide, iV-(aminocarbonyl)-3-methyl-

100

80

60

40

20

0
10 20 30 40 60 60 70 80 90 100 110 120 130 140 150

H2 NCONHCOCH2 CHMe

144 C6H12N2O2 23549-55-5
Pentanamide, iV-(aminocarbonyl)-

Me ( CH2 ) 3 CONHCONH2

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

144 C6Hi6N4 14866-81-0
2-Tetrazene, l,l-diethyl-4,4-dimethyl-

Me Et
1 1

MeNN=NNEt

144 C6Hi6N4 20717-38-8
1,2,4,5-Tetrazine, hexahydro-1 ,2,4,5-tetramethyl-

144 C8H16O2 105-08—8

1,4-Cyclohexanedimethanol

CH2OH

HOCH2

100

60

80

40

20

0
10 20 30 40 60 60 70 80 90 100 110 120 130 140 150

144 C8Hi602 3010-96-6

1,3-Cyclobutanediol, 2,2,4,4-tetramethyl-

100

60

60

40

20

0
10 20 30 40 60 60 70 60 90 100 110 120 130 140 160



145 EPA/NIH MASS SPECTRAL DATA BASE 5355

144
2-Hexanol, acetate

CgHieCh

Me
I

Ac OCH ( CH 2 ) s Me

1.1,1 I ti

5953-49-1 144 C&H20N2

Hydrazine, 1,1-dibutyl-

nh 2

1

Me ( CH 2 ) 3 N ( CH 2 ) 3 Me

7422-80-2

T r-4 ^ -U
, , , , ,

L
,

10 20 30 40 50 SO 70 80 »0 100 110 120 130 140 150

144 C8Hi602
1,3-Dioxane, 5-ethyl-2,2-dimethyl-

25796-26-3 144 CsH2oN2

Hydrazine, l,l-bis(2-methylpropyl)-
16596-38-6

Me
Me

1 -Bu NNH 2

;

.1 -L 1 . . l

10 20 30 40 50 60 70 80 00 100 110 120 130 140 150

10 20 30 40 50 SO 70 80 90 100 110 120 130 140 150

144 C&H20N2

1,2-Ethanediamine, iV^V^V'-triethyl-

Et
I

E t NHCH 2 CH 2 NE t

105-04-4

144 CsH2oN2

Hydrazine, l,l-diethyl-2-(l-methylpropyl)-

67398-40-7

Et
I

S-BuNHNEI

10 20 30 40 SO SO 70 80 »0 100 110 120 130 140 ISO

10 20 30 40 SO 60 70 80 90 100 110 120 130 140 ISO

144 C&H20N2

1,4-Butanediamine, iV^V^V'^'-tetramethyl-

Me Me
I I

MeN( CH 2 ) 4 NMe

144 C9H&N 2

lif-Imidazole, 2-phenyl-
670-96-2

111-51-3

£r
-

100*

80 •

1

40*

1

1

1 .

20*

,i .u i ii i... L. . . . .i . 11
,.

, , ,
,«l»l -i. .1 H. , ,

10 20 30 40 50 60 70 80 00 100 110 120 130 140 150

10 20 30 40 SO 60 70 80 90 100 110 120 130 140 150

144 CsH2oN2
Hydrazine, 1,2-dibutyl-

Me ( CH 2 ) 3 NHNH( CHj ) 3 Me

1744-71-4
144 C 11H12

Benzene, 1-cyclopenten-l-yl-

825-54-7

Or’

10 20 30 40 50 80 70 SO 90 100 110 120 130 140 ISO
_1_» -a 1 M L 1 i b

1
,

10 20 30 40 50 60 70 80 00 100 110 120 130 140 160

144 C8H2oN2

Hydrazine, l,2-bis(l-methylpropyl)-

8 -Bu NHNHBu -8

3711-38-4
145 C2H402-Rb
Acetic acid, rubidium salt

563-67-7

,

In, ——

l

1 -L.
,

1,
, ,

10 20 30 40 SO 80 70 80 90 100 110 120 130 140 ISO

HOjCMe • Rb

10 20 30 40 SO 80 70 80 90 100 110 120 130 140 160



5356 EPA/NIH MASS SPECTRAL DATA BASE 145

145 C8Hi9NO 1862-07-3
1-Hexanol, 6-(dimethylamino)-

Me
l

HO( CH2 ) a NMe

1«0 170 180 190 200 210 220 230 240 260 280 270 280 290 300 100

145 C3H9N.CHF3O 69879-45-4 Z
Methanol, trifluoro-, compd. with iV^-dimethylmethanamine (1:1) M

0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

100

80

60

40

20

F 3 COH • MeNMe 2

100

80

60

40

20

0

145 C5H11N3O2 869-01-2
Urea, JV-butyl-iV-nitroso-

NO

Me ( CH 2 ) 3 NCONH 2

100

80

60

40

20

0

145 CeHnNOs 74764-14-0
Morpholinecarboxylic acid, methyl ester

0M8C(0)

/J\HN 1 0

90 100 110 120 130 140 150

145 C9H7NO 487-89-8
lif-Indole-3-carboxaldehyde

145 C10H11N 69611-44-5
Benzenamine, iV-2-butynyl-

MeC:CCH 2 NHPh

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

146 C6H6OS2 35659-69-9
3£f-l,2-Dithiol-3-one, 4,5-dimethyl-

80-

60-

40-

20-

II

10 20 10 40 50 80 70 80 90 100 110 120 130 140 150

100 1
—

80-

60-

40-

0- 1 1 1 1
- I

J

L 1 i V ft p * , It-1
1 k

—

I-I 1

—

lLT-
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

145 C7H 19N3 105-83-9
1,3-Propanediamine, N-(3-aminopropyl)-iV-methyl-

V
6

H 2 N(CH 2 )3N(CH2 )3NH2

80-

60-

40-

20-

i
j.

,jll 1,. II

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

145 CsHigNO 96-80-0
Ethanol, 2-[bis(l-methylethyl)amino]-

146 C6Hio04 72361-21-8
Butanediol, diformate

MeCHzCHzMe +2 -OCHO

Pr-I
I

HOCH 2 CH 2 NPr -

1

.1 ,illl. I.i, ! 1

10 20 30 40 60 80 70 80 90 100 110 120 130 140 150



146 EPA/NIH MASS SPECTRAL DATA BASE 5357

146
Zinc, di-2-propenyl-

CeHioZn 1802-55-7

H 2 C:CHCHjZnCH2 CH:CH 2

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

100 170 100 100 200 210 220 230 240 250 200 270 200 290 300

146 CgHisOz
Propane, 2,2'-[ethylidenebis(oxy)]bis-

4285-59-0

Mo
I

I -Pr OCHOPr-l

10 20 30 40 SO 00 70 00 »0 100 110 120 130 140 160

146 C8H 19P 74685-89-5
Phosphine, (1 ,

1-dimethylethyl)methyl( 1-methylethyl)-

Bu-t
I

I -Pr PMe

146 C7H 14OS
Ethanethioic acid, S-(2-methylbutyl) ester

Me
I

AcSCH 2 CHCH2 Me

69078-80-4

L ll-

10 20 30 40 50 00 70 80 90 100 110 120 130 140 150

146 C7H14O3

Hexanoic acid, hydroxy-, methyl ester

Me
( CH 2 ) 4 C < 0 )

OMe +0H

59942-11-9

10 20 30 40 50 00 70 00 00 100 110 120 130 140 150

146
Isophosphinoline

C9H 7P 253-37-2

10 20 30 40 50 00 70 00 90 100 110 120 130 140 150

ll. II ..I, .1 1 1 -L
.

-L.

146 C7Hi8OSi
Silane, triethylmethoxy-

2117-34-2

MeOSI Et
I

Et

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

146 CgHnBNz 74663-81-3
l/i-l,3,2-Benzodiazaborole, 2-ethyl-2,3-dihydro-

146 C9H10N2

Propanedinitrile, cyclohexylidene-

4354-73-8

a
CN
I

CCN

100-

80-

80-

40-

iL20-

10 20 30 40 60 80 70 80 80 100 110 120 130 140 160

146 C9H 10N2

l//-Benzimidazole, 1-ethyl-

7035-68-9

10 20 30 40 50 80 70 50 00 100 110 120 130 140 150

10 20 30 40 50 60 70 SO »0 100 110 120 130 140 150



5358 EPA/NIH MASS SPECTRAL DATA BASE 146

146 C9H10N2 29782-28-3

7,7-Norcaranedicarbonitrile, cis-

; NC

T)

40 so eo 70 80 100 110 120 130 140 150

146 C10H10O 101-39-3

2-Propenal, 2-methyl-3-phenyl-

CHO
I

MeC»CHPh

80-

60-

40-

20-

.1, .1,
|l— ,jI.I J .1, . .. J...

,

.. i .i

10 20 30 40 50 80 70 80 9( 100 lio 120 130 140 150

146 C 10H10O 4411-89-6
Benzeneacetaldehyde, a-ethylidene-

Ph
I

M«CH >CCHO

. 1 ll. .1-1 ...l! 1 1 1 ll

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

146 CuHu 769-25-5
Benzene, 2-ethenyl-l,3,5-trimethyl-

50 60 70 80 90 100 110 120 130 140 150

146 CuHu 5676-32-4
Benzene, (1-methylenebutyl)-

Pr
I

H 2 C*CPh

100

80

60

40

20

0

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

_j

—

ii 1—1—lil L J I.

146 CuHu
Benzene, (2-methyl-l-methylenepropyl)-

I ?
h

MeCHC:CH2

17498-71-4

146 CuHu 32841-00-2
Benzene, ethyl(l-methylethenyl)-

Et CH2

146 CuHu 56253-64-6
Benzene, (2-methyl-l-butenyl)-

Et
I

MsC»CHPh

100

80

80

40

20

0
10 20 30 40 60 60 70 80 90 100 110 120 130 140 150

Ill A

147 C5H3CI2N
Pyridine, 2,6-dichloro-

2402-78-0

147 C6H6N5 33893-89-9
Pyridine, 2-(lH-tetrazol-5-yl)-

20 30 40 50 60 70



147 EPA/NIH MASS SPECTRAL DATA BASE 5359

147 C9H9NO
Benzeneacetonitrile, 4-methoxy-

104-47-2

NCCHj
XT'

147 C9H9NO
Methanone, cyclopropyl-3-pyridinyl-

24966-13-0

10 20 30 40 80 60 70 80 80 100 110 120 130 140 180
10 20 30 40 SO 80 70 80 00 100 110 120 130 140 180

147 C9H9NO
2-Propenamide, 3-phenyl-

PhCH SCHCONH2

621-79-4
147 C9H9NO
3/f-2-Benzopyran-3-imine

, 1,4-dihydro-
38866-67-0

ax
I ii ..... J. d. . .J.

1,

100-

50

50

40

^ v 'NH

10 20 30 40 50 50 70 80 00 100 110 120 130 140 150 20

0- T T T -1^ |i .Jl
.

111. i| L Jj... 4 -M.... Is

147 C9H9NO
Lff-Pyrrole, l-(2-furanylmethyl)-

1438-94-4

10 20 30 40 50 50 70 80 90 100 110 120 130 140 150

147 C9H9NO
7-Azabicyclo[4.2.2]deca-2,4,9-trien-8-one

17198-06-0

10 20 30 40 80 60 70 80 »0 100 110 120 130 140 180

147 C9H9NO
4-Azatricyclo[3.3.2.023]deca-6,9-dien-3-one

17303-53-6

©*«

10 20 30 40 50 00 70 80 00 100 110 120 130 140 150

10 20 30 40 50 50 70 80 00 100 110 120 130 140 160

147 C9H9NO
Methanone, cyclopropyl-4-pyridinyl-

39512-48-6

10 20 30 40 60 50 70 80 00 100 110 120 130 140 150

147 C9H9NO
Methanone, cyclopropyl-2-pyridinyl-

57276-28-5

4 ji
j,

1 1

10 20 30 40 50 50 70 80 90 100 110 120 130 140 150

147 C9H9NO
Benzeneacetonitrile, 2-(hydroxymethyl)-

CHjCN

67519-22-6

10 20 30 40 60 60 70 80 »0 100 110 120 ISO 140 ISO



5360 EPA/NIH MASS SPECTRAL DATA BASE 147

147 C9H9NO
Pyridine, 2-methyl-3-(2-propynyloxy)-

69022-72-6 147 C 10H13N
Benzenamine, JV-methyl-2-(2-propenyl)-

41652-73-7

cr
OCH2 CsCH

CH 2 CH = CH 2

10 20 30 40 50 SO 70 80 60 100 110 120 130 140 150

147 C9H9NO
Furo[2,3-c]pyridine, 2,7-dimethyl-

69022-77-1
148 C3H4N2OS2
4-ThiazoIidinone

, 3-amino-2-thioxo-
1438-16-0

A-NH2

100-

60 80-

60 50-

40 40-

III ,120

0- r
ll, 1 |ii

, r-i, T T 9—L T -J
20-

0- , , Ip- -V.L ,LlU T T 1 T •1-

10 20 30 40 50 70 00 90 100 110 120 130 140 150 10 20 30 40 50 60 70 90 100 110 120 130 140 160

147 C9H9NO
2i2-Pyrano[2,3-c]pyridine, 8-methyl-

69022-78-2 148 C4H4S3

3H-l,2-Dithiole-3-thione, 4-methyl-
3354-41-4

\ /

100-

80-

100-

80

60- 50-

40-
1

40-

20-

1 0 i 1 1 i i.

20-

J

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

147 C10H13N
lif-l-Benzazepine, 2,3,4,5-tetrahydro-

1701-57-1 148 C5H4N6
Pyrazine, lif-tetrazol-5-yl-

16289-54-6

80-

00-

40-

1 1
1

20-

, , , ^ |L rlJ—, k ll
,
J L—ll

,
J o J-

130 140 150
10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

147 C 10H13N
Isoquinoline, 5,6,7,8-tetrahydro-3-methyl-

37009-20-4
148
2-Pentene, 4-bromo-

C5H9Br

Me

MeCH = CHCHBr

1809-26-3

L, -Mil- |bL

10 20 30 40 50 60 70 90 100 110 120 130 140 160



148 EPA/NIH MASS SPECTRAL DATA BASE 5361

148 C6H12O2S 22683-43-8
Acetic acid, [(l-methylpropyl)thio]-

HO2 CCH2 SBu-l

10 20 30 40 SO 80 70 80 90 100 110 120 130 140 180

148 C6H12S2 2179-59-1
Disulfide, 2-propenyl propyl

Hj C iCHCHj SSPr

100

•0

to

40

SO

0
10 20 30 40 60 60 70 80 90 100 110 120 190 140 160

148 C7H4N2O2 619-24-9
Benzonitrile, 3-nitro-

CN

148 C9H8O2 4385-35-7
3if-2-Benzopyran-3-one, 1,4-dihydro-

100

80

00

40

20

0
10 20 30 40 50 00 70 80 90 100 110 120 190 140 160

T L |L—jLl- i,l JU t t Jr-

148 C9H12N2 1195-70-6
1,1-Cyclopropanedicarbonitrile, 2,2,3,3-tetramethyl-

NC CN

00-

00*

40*

20*

. . i e| 1, .[ ,
L J_

10 20 90 4C 60 00 70 80 90 100 110 120 190 140 160

148 C9H 12N2 13017-53-3
Propanedinitrile, (1,2,2-trimethylpropylidene)-

M*

NC
|

Me

NCCiCCM*
I

Me

100

00

00

40

to

O'

10 to 30 40 80 80 70 80 90 100 110 120 130 140 ISO

148 C 10H 12O 769-59-5
2-Butanone, 3-phenyl-

Ph
I

Me COCHMe

•0*

00 -

40*

20*

i
.

kl .

• .
II

10 20 90 40 60 00 70 00 9< 100 110 120 130 140 160

148 C10H12O 935-64-8
Cyclobutanol, 1-phenyl-

i .ii j

10 20 90 40 60 00 70 00 90 100 110 1 20 130 140 160

148 C10H12O 2142-73-8
Ethanone, l-(2,5-dimethylphenyl)-

, [,

10 20 90 40 60 00 70 80 90 100 110 120 130 140 160

148 C10H 12O 3637-01-2
Ethanone, l-(3,4-dimethylphenyl)-

Ac

100

•0

00

40

SO

10 20 90 40 60 00 70 00 90 100 110 120 130 140 150



5362 EPA/NIH MASS SPECTRAL DATA BASE 148

148 C10H12O 6052—63—7

Benzeneethanol, 0-ethenyl-

Ph
I

H2CSCHCHCH2OH

100

to

ao

40

20

0 1
11 | ! > ' “

I* t
"" l l " ,

l
»* I* H I

™"
I
" 1

I'
"

' I I

10 20 30 40 60 00 70 *0 90 100 110 120 130 140 160

148 C10H12O 22665-13-0

Benzene, (l-raethoxy-2-propenyl)-

Ph
l

H2 C=CHCHOM8

148 C10H12O 33746-78-0
Benzene, (1-butenyloxy)-, (Z)-

PhOCHsCHEt

100

00

00

40

20

0
10 20 30 40 SO 00 70 80 90 100 110 120 130 140 ISO

148 CnHie 2050-24-0
Benzene, l,3-diethyl-5-methyl-

Et

100

so

00

40

20

0
10 20 30 40 SO 80 70 80 90 100 110 120 130 140 150

148 CnHie 66930-02-7
Tricydo[3.2.1.02.4]octane, 3,3-dimethyl-8-methylene-, (la,2a,4a,5a)-

100

80

00

40

20

0
10 20 30 40 SO 60 70 80 90 100 110 120 130 140 150

149 C4H8BrN 28952-70-7
2-Propen-l-axnine, 2-bromo-iV-methyl-

ch 2
ii

M0NHCH2 CBr

149 C7H7N3O 4926-18-5

1,2,4-Triazolo[4,3-a ]
pyridin-3(2H)-one

,
5-methyl-

Me

80-

60 *

40-

20-

iljiii. |lli il l nil, 1 1 i 1

10 20 30 40 60 60 70 80 90 100 110 120 130 140 50

148 CnHie 64275-43-0
1,6-Undecadiyne

HC:C( CH 2 ) 3 C:C( CH 2 ) 3 Me

100

80

00

40

20

0
10 20 30 40 SO 80 70 80 90 100 110 120 130 140 160

148 CnHie 66929-97-3
Bicyclo[2.2.1]heptane, 7-methylene-2-(l-methylethylidene)-

100

so

so

40

20

0

90 100 110 120 130 140 ISO

149 C7H7N3O 4926-20-9

1,2,4-Triazolo[4,3-a ]pyridin-3(27f)-one, 8-methyl-

Me

hi 1 jJUu_ ,
,
L,t t— 1 -r1 r i

—
i

-i i — i i r—i 1

to 20 30 40 60 60 70 80 90 100 110 120 130 140 150

149 C8H7NO2 102-96-5

Benzene, (2-nitroethenyl)-

02 NCH = CHPh

100

80

60

40

20

0
10 20 30 40 SO 00 70 80 90 100 110 120 130 140 150

... .,|L,. irfLL r jil Li 4
i- L- ^ J , 1—



149 EPA/NIH MASS SPECTRAL DATA BASE 5363

149 C8H7NO2

Ethanone, l-(4-nitrosophenyl)-

31125-05-0 149 C9H 11NO
Formamide, iV-(2,4-dimethylphenyl)-

60397-77-5

1 ^ ji 1 L jLI JllL

80 *

60*

40*

20*

, ± 1

10 20 30 40 50 80 70 80 90 100 110 120 130 140 160 10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

C8H7NO2 69022-83-9 149 C9H 11NO 69022-75-9149
Furo[3,2-6]pyridine, 2-methyl-, 4-oxide

,0^

Pyridine, 2-methyl-3-(2-propenyloxy)-

6—
, 1

1 .1 .
iJ. t ,1.1,

10 20 30 40 50 00 70 60 90 100 110 120 130 140 150
10 20 30 40 50 00 70 80 90 100 110 120 130 140 150

149 CsHtNS
Thiocyanic acid, phenylmethyl ester

NCSCH 2 Ph

3012-37-1

10 20 30 40 50 00 70 80 90 100 110 120 130 140 150

149 C9H 11NO
1,5-Benzoxazepine, 2,3,4,5-tetrahydro-

7160-97-6

CP

10 20 30 40 50 eo 70 80 90 100 110 120 130 140 160

149 CsHxiNO
Formamide, A/-(2-phenylethyl)-

0 = CHNHCH2 CHj Ph

23069-99-0

10 20 30 40 SO 00 70 00 00 100 110 120 130 140 150

149 C9H11NO
Furo[2,3-c] pyridine, 2,3-dihydro-2,7-dimethyl-

69022-82-8

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

149 C9H 11NO
Benzaldehyde, 3,5-dimethyl-, oxime

75601-36-4

10 20 30 40 50 00 70 80 BO 100 110 120 130 140 150

149 C 10H 15N
Benzenemethanamine, N-(l-methylethyl)-

I -Pr NHCH 2 Ph

102-97-6

10 20 30 40 50 50 70 40 00 100 110 120 IX 140 ISO



5364 EPA/NIH MASS SPECTRAL DATA BASE 149

149
Benzenamine, 4-butyl-

h2 n

CioHisN

( CH2 ) j Me

104-13-2

149 CioHisN
Benzenamine, 2,6-diethyl-

579-66-8

149 CioHisN
Benzenamine, iV^V,3,5-tetramethyl-

4913-13-7

ICO 170 180 100 200 210 220 230 240 2S0 200 270 280 200 300

149
Benzenebutanamine

CioHibN

Ph ( CH 2 ) 4 NH2

13214-66-9

, , 1,

10 20 30 40 SO 80 70 80 00 100 110 120 130 140 160

150
Propanedial, bromo-

100 -

80-

00-

40-

20 •

CaH3Br02

CHO
I

OCHCHBr

2065-75-0

JL

ioo
J 1

1 " 1

SO -

so-

40-

20 -

0
10 ... i r"1 r — i

1 11

i
1

i t r- i i i t
ISO 170 180 100 200 210 220 230 240 260 280 270 280 200 300

150 C5H7CIO3 4755-81-1
Butanoic acid, 2-chloro-3-oxo-, methyl ester

ci
1

MeOC( 0) CHCOMe

150 C6H10OS2 38634-60-5
Ethanethioic acid, S- [l-(methylthio)ethyl] ester

Me
l

AcSCHSMe

100 —
80-

80-

40-

M
: I I

ol 1 1 1 1
I—1 M 1

—*-
*i 1 1

1 1
1

1— I

10 20 30 40 SO 60 70 80 90 100 110 120 130 140 150

150 C6H14O4 2517-44-4
Ethane, 1,1,2,2-tetramethoxy-

OMe

I r
MeOCHCHOMe

100-

80-

SO-

40-

20-

il ...... 1 i,

10 20 30 40 60 60 70 80 90 100 110 120 130 140 150

150 C7H6N2O2 4413-48-3
Benzofurazan, 5-methoxy-

100

80

SO

40

20

0

100

80

60

40

20

0



150 EPA/NIH MASS SPECTRAL DATA BASE 5365

150 C7H6N2O2

Benzofurazan, 4-methoxy-
22698-43-7 150 C8H10N2O 69393-27-7

Methanone, cyclobutyl-lH-imidazol-4-yl-

100

80

80

40

20

0

100

60

60

40

20

0

150 C8H10N2O 102-28-3
Acetamide, N-(3-aminophenyl)-

» 1 » 1 » r 1 r'~ i — r 1 » 1 1 1

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

NH2

150 C8H10N2O 122-80-5
Acetamide, iV-(4-aminophenyl)-

150 C8H10N2O 69393-26-6
Methanone, cyclobutyl-lH-imidazol-2-yl-

100

80

60

40

20

0
10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

150 C8H10N2O
4-Penten-l-one, l-(l/f-imidazol-2-yl)-

COCH 2 CH2CH:CH2

69393-37-9

100

80

60

40

20

0
10 20 30 40 jo 60 70 80 90 100 110 120 130 140 150

150 C8H10N2O 69393-38-0
Bicyclo[ 1 .1.1 ]

pentan-2-ol, 2-(lif-imidazol-4-yl)-

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

150 C8H10N2O
4-Penten-l-one, l-(LH-imidazol-4-yl)-

^ \^COCH2CH2CH:CH 2

HN
—

"

69393-39-1

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

150 C9H7CI 2809-65-6
Benzene, l-chloro-4-(l-propynyl)-

ci

100

80

60

40

20

0

100

80

60

40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

.

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

||



5366 EPA/NIH MASS SPECTRAL DATA BASE 150

150 C9H10O2 70-70-2

1-Propanone, l-(4-hydroxyphenyl)-

100

tO

to

40

30

0
10 20 SO 40 to to 70 SO 00 100 110 120 130 140 160

150 C9H10O2 69956-57-6
4,7-Etheno-l,3-benzodioxole, 3a,4,7,7a-tetrahydro-

100

to

60

40

20

0
10 20 30 40 60 60 70 to 00 100 110 120 130 140 ISO

150 C9H10O2 1450-72-2
Ethanone, l-(2-hydroxy-5-methylphenyl)-

100

to

to

40

20

0

100

to

to

40

20

0
ISO 170 ISO 100 200 210 220 230 240 260 200 270 280 200 300

150 C9H10O2 21834-60-6
2H-l-Benzopyran-3-ol, 3,4-dihydro-

150 C9H10O2 69956-56-5
Cyclopropa[3,4]pentaleno[ 1,2-d] [ 1 ,3] dioxole, 2a,2b,2c,5a,5b,5c-
hexahydro-, (2aa,2ba,2ca,5aa,5ba,5ca)-

100

60

60

40

20

0

100

60

60

40

20

0
160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

150 C0H1OO2 70004-62-5
Cyclopropa[3,4]pentaleno[l,2-d] [l,3]dioxole, 2a,2b,2c,5a,5b,5c-

hexahydro-, (2aa,2ba,2c/9,5a/J,5ba,5ca)-

100

80

60

40

20

0
10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

150 C9H10S 67921-36-2
Thiirane, 2-methyl-3-phenyl-

150 C9H14N2 5911-81-9
8-Azabicyclo[3.2.1]octane-3-carbonitrile, 8-methyl-, endo-

Qy
100

60

60

40

20

0

100

80

60

40

20

0
160 170 180 190 200 210 220 230 240 260 260 270 260 290 300

1

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160



160 EPA/NIH MASS SPECTRAL DATA BASE 5367

150 C9H14N2

2-Propenal, di-2-propenylhydrazone
18491-20-8

CHiCH:CHj
I

Ht C »CHCH «NNCH 2 CH sCHj

10 20 30 40 SO 60 70 SO »0 100 110 120 ISO 140 ISO

100 170 ISO 100 200 210 220 2S0 240 260 200 270 2)0 290 300

150 CioHuO
Phenol, 2,3,5,6-tetramethyl-

527-35-5

Mo

77

160 170 160 100 200 210 220 230 240 2S0 260 270 260 200 300

150
Benzenebutanol

CioHuO

Ph ( CH 2 ) 4 OH

3360-41-6

10 20 30 40 60 60 70 80 »0 100 110 120 130 140 ISO

100 J-
80

60 J

160 170 160 100 200 210 220 230 240 260 260 270 260 200 300

150 CioHuO
4,7-Methano-5/f-inden-5-one, octahydro-

13380-94-4

10 20 30 40 50 60 70 60 90 100 110 120 130 140 160
80*

60 *

Jl 4 nli. i

.
i

to-

ft-

40*

20*

0- iL 111, 7 .. .

MO 170 ISO 100 200 210 220 230 240 260 260 270 280 200 300

150 CioHuO
Benzeneethanol, cr-ethyl-

701-70-2

10 20 30 40 SO 60 70 60 00 100 110 120 130 140 160

100 170 ISO ISO 200 210 220 , 230 240 260 260 270 200 2*0 300

150
Phenol, 3,5-diethyl-

CioHuO

v
1197-34-8

u L o^Il

10 20 30 40 60 60 70 60 20 100 110 120 130 140 160

160 170 160 190 200 210 220 230 240 250 260 270 260 290 300

150 CioHuO
2-Cyclopenten-l-one, 2-(2-pentenyl)-, (Z)-

CHj CH =CHE t

41031-88-3

10 20 30 40 SO 60 70 60 00 100 110 120 130 140 ISO

150 CioHuO
Spiro[2.4]heptan-4-one, l-(l-propenyl)-

52056-49-2

c

&
10 20 30 40 60 60 70 60 90 100 110 120 130 140 160

10 20 30 40 60 60 70 60 60 100 110 120 130 140 160



5368 EPA/NIH MASS SPECTRAL DATA BASE 150

150 CioHuO 66929-96-2
Bicyclo[2.2.1]heptan-7-one ,

2-(l-methylethylidene)-

Me
I

CMs

100

00 -

150 CioHhO 66930-01-6
Tricyclo[3.2.1.02 »4]octan-8-one, 3,3-dimethyl-, (la,2a,4a,5a)-

XD-

10 20 30 40 60 SO 70 80 00 100 110 120 130 140 160

150 C10H19B
9-Borabicyclo[3.3.1]nonane, 9-ethyl-

52102-17-7

ISO 170 ISO 190 200 210 220 230 240 2S0 260 270 280 290 300

150 C 10H19B
Borane, diethyl(l-ethyl-l,2-butadienyl)-

74752-99-1

Et

k
MeCH:C:CBEt

r—r 1-
1

l.lil. ..i,|[|
[

ilP—i-J 1 N—J '—r ‘—i — -i

10 20 30 40 SO SO 70 80 90 100 110 120 130 140 ISO

150 CnHis
Cyclopropane, diisopropylidenedimethyl-

1781-49-3

MsC
I

Ms

CMs
I

Ms

10 20 30 40 SO SO 70 80 90 100 110 120 130 140 150

150 CnHis
Tricyclo[4.2.1 .02 -6

]nonane, 3,4-dimethyl-
50333-74-9

160 170 100 100 200 210 220 230 240 260 260 270 200 200 300

150 CnHis
3-Nonen-5-yne, 4-ethyl-

74685-67-9

Et
I

PrCrCC'CHEt

10 20 30 40 SO SO 70 80 90 100 110 120 130 140 ISO

150 CnHis
3-Nonen-5-yne, 4-ethyl-, (Z)-

74744-26-6

Et
I

PrC:CC=CHEt



150 EPA/NIH MASS SPECTRAL DATA BASE 5369

150 CnHis 74744-27-7
3-Undecen-5-yne, (Z)-

Me(CH 2 ) 4 C:CCH:CHEt

100 ]

so-

so-

40*

20-

0 i i > i i
1

. . . r —t--
i

1 "
i r i

1

f

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

150 CnHis 74744-28-8
1-Undecen-3-yne

HjC : CHC!C( CHj )#Ms

150 CnHis 74744-29-9
3-Undecen-5-yne, (E)-

Me ( CH 2 ) 4 C : CCH 'CHE t

100

80-

60-

40 -

20*

0 ^-i i i 1
- —t—

I

i > y—

y

i i i i i

160 170 160 190 200 210 220 230 240 250 260 270 280 290 300

150 CnHis 74744-30-2
5-Undecen-3-yne, (Z)-

Me(CH 2 ) 4 CH = CHCrCEt

100

80-

60 -

40 -

20 -

0 | | f | f | | 1 1 f | Fill
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

150 CnHis 74744-31-3
5-Undecen-3-yne, (E)-

Ms ( CH2 ) 4 CH = CHC:CE t

100

00

00

40

20

O'

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

100

80-

60-

40-

20-

o r—

t

i - t i i r - T -
i i i t !-

—

T
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

150 CnHis 74744-32-4
3-Undecen-l-yne, (Z)-

HC ! CCH : CH ( CH 2 ) i Ms

150 CnHis 74744-33-5
3-Undecen-l-yne, {E)~

HC 5 CCHsCH( CH 2 ) e Me

150 CnHis 74744-60-8
3-Nonen-5-yne, 4-ethyl-, (E)-

Et
i

Pr C:CC 'CHE 1

150 F2HPSe 26144-62-7
Phosphonoselenoic difluoride

F
i

FPH'Ss



5370 EPA/NIH MASS SPECTRAL DATA BASE 151

151 C7H5NOS
2(3iT)-Benzoxazolethione

2382-96-9

151 CsHeCIN
Benzeneacetonitrile, 4-chloro-

140-53-4

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

151 C8H9NO2

Benzene, l,2-dimethyl-3-nitro-

no2

83-41-0

. -1 ill!.. .il.l J lil. L
• 1 • • 1 1 1 1 1 1 1 t 1 1 l

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

151 C8H9NO2

Benzene, l,4-dimethyl-2-nitro-
89-58-7

1

|

Jj... 1 |liL il.l. .in
, ,1 1. , ,

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

100 j- - —
80 -

60-

40-

20-

0 —-r—-i 1 1 - r 1 1 t - r
— - r- 11

1 i i 1

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

151 C8H9N02 621-42-1
Acetamide, N-(3-hydroxyphenyl)-

NHAc

OH

151 C8H9NO2 2524-52-9
2-Pyridinecarboxylic acid, ethyl ester

O) OE t

100

80

60

40

20

0

100

80

60

40

20

0

151
Cyclooctene, 1-azido-

C8H13N3 40934-24-5

Cr
100

80

60

40

20

0

100

80

60

40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



152 EPA/NIH MASS SPECTRAL DATA BASE 5371

151 C9H13NO 48115—38—4
Benzenemethanol, a-(l-aminoethyl)-

Ma

I 1

H2NCHCH0H

151 C9H18BN 63366-66-5
9-Borabicyclo[3.3.1]nonan-9-amine, iV-methyl-

G> — NHMe

152 C4H8S3 34135-85-8
Trisulfide, methyl 2-propenyl

h 2 c=chch 2 sssm«

152 C 5H 12O6 87-99—0
Xylitol

OH

HO OH
I I I

hoch 2 chchchch 2 oh

152 C 7H5CIN2

Benzonitrile, 2-amino-5-chloro-
5922-60-1

ISO 170 180 190 200 210 220 230 240 250 280 270 280 290 300

152 C7H8N 2O2

Benzenamine, 4-methyl-2-nitro-

on pn o
0*7“OZ o

160 170 180 100 200 210 220 230 240 250 260 270 260 290 300

152 C7H8N2O2

Benzenamine, 4-methyl-3-nitro-

">2N

119-32-4

.11 ii it 1 , 1
1

10 20 30 40 50 60 70 60 90 100 110 120 130 140 ISO

il
160 170 180 100 200 210 220 230 240 260 290 270 290 290 300

152 C7H11N2O2

Benzenamine, N-methyl-2-nitro-
612-28-2

aNHM.

_

10 20 30 40 60 60 70 60 00 100 110 120 130 140 ISO



5372 EPA/NIH MASS SPECTRAL DATA BASE 152

100

so

60

40

20

0

152 C7H8N2O2 701-44-0
3-Pyridinecarboxamide, 1,6-dihydro-l-methyl-6-oxo-

conh2

1

Me

1 -r » 1 1 1 r—

t

—i—r—

f

i —t- i t 1

160 170 160 100 200 210 220 230 240 250 260 270 200 200 300

152 CsHsOa 121-33-5
Benzaldehyde, 4-hydroxy-3-methoxy-

152 CaHaOa 490-78-8
Ethanone, l-(2,5-dihydroxyphenyl)-

152 CsHsOa 495-76-1
1,3-Benzodioxole-5-methanol

152 CsHsOa 673-22-3
Benzaldehyde, 2-hydroxy-4-methoxy-

152 C8H12N2O 15029-30-8
Piperidine, l-(cyanoacetyl)-

100

so

so

40

20

0

100

eo

so

40

20

0

152 C8H12N2O 25773-40-4

Pyrazine, 2-methoxy-3-(l-methylethyl)-

1

Q

10 20 30 40 60 60 70 60 00 100 110 120 130 140 150

160 170 160 100 200 210 220 230 240 250 260 270 280 200 300

100

60

60

40

20

0
10 20 30 40 50 60 70 80 00 100 110 120 130 140 160



152 EPA/NIH MASS SPECTRAL DATA BASE 5373

100

60

60

40

20

0
160 170 160 100 200 210 220 230 240 250 260 270 260 290 600

152 C8H12N2O 69393-13-1
Lff-Imidazole, l-(l-oxopentyl)-

rn ^CO(CH 2 ) 3 M6

HsJ

100

•0

•0

40

00

0

100

00

00

40

20

0

152 C8H12N2O 69393-14-2
1-Pentanone, l-(lH-imidazol-2-yl)-

CH2 ) jMe

152 CsHnNaO 69393-16-3
1-Pentanone, l-(Lff-imidazol-4-yl)-

CO( CH 2 )

1

Me

152 C9H9CI 30030-28-5
Benzene, (1-chloroethenyl)methyl-

152 C9H 12O2 2785-89-9
Phenol, 4-ethyl-2-methoxy-

OH

Et

152 . C9H 12O2 13679-56-6
2-Butanone, 4-(5-methyl-2-furanyl)-

CH 2 CH 2 COMe

Me

I 11 1 L
10 20 30 40 50 60 70 80 00 100 110 120 130 140 150

0 T 1 T 1 1 1 1 1 ? 1 1 1 1 1 1

160 170 180 100 200 210 220 230 240 250 260 270 260 200 600

152 C9H 12O2 54526-80-6
2-Propenoic acid, 3-(l-cyclopenten-l-yl)-, methyl eater, (E)-



5374 EPA/NIH MASS SPECTRAL DATA BASE 152

100

80

60

40

20

0

152 C9H12O2 72403-22-6
Ethanol, 2-methoxyphenyl-

160 170 180 190 200 210 220 230 240 250 260 270 260 290 300

152 C9H17BO 38050-71-4
9-Borabicyclo[3.3.1]nonane, 9-methoxy-

OMe

Ph
I

HOCH 2 CHOH 4+1OMe

-H 2 0

152 C9H12S 3019-20-3
Benzene, [(l-methylethyl)thio]-

1-PrSPh

152 C9H16N2 75268-09-6
Propanal, di-2-propenylhydrazone

NsCHEt
I

H2 C 2 CHCH2 NCH2 CH 2 CH2

.,!l Il |i . .... >|ll

. ,

.1. ii|l. il

10 20 30 40 50 60 70 00 90 100 110 120 130 140 ISO

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

152 CioHieO 432-24-6
2-Cyclohexene-l-carboxaldehyde, 2,6,6-trimethyl-

Me

100

80

60

40

20

0

100

80

60

40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

1 1 I Jl .1. .ill Jl i .il J. 1 4-1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

:j

152 CioHieO 4176-61-6
Bicyclo[4.1.0]heptan-3-one, 4,7,7-trimethyl-, [lR-(la,4j(?,6a)]-

100

80

60

40

20

0

100

80

60

40

20

0

Me

I » i i I » I i I i i T t
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



152 EPA/NIH MASS SPECTRAL DATA BASE 5375

152 CioHieO 4176-04-9 152 CioHieO 65147-56-0
Bicyclo[4.1.0]heptan-3-one, 4,7,7-trimethyl-, [lR-(la,4a,6a)]- Spiro[3.5]nonan-l-one, 5-methyl-, trans-

152 CioHieO 5947-36-4
Bicyclo [3. 1 . 1]heptan-3-ol, 6,6-dimethyl-2-methylene-

Me

100

so

«o

40 '

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

.

Ii. Im
,

1 JtJfL i-d

152 CioHieO 6931-54-0
Spiro[bicyclo[3.1.1]heptane-2,2'-oxirane], 6,6-dimethyl-

Me O

152 CioHieO 72138-69-3
1,3-Cyclohexadiene, 2-methyl-5-(l-methylethyl)-, monoepoxide

Ma

Pr-I

152 CioHieO 74753-29-0
1-Propene, 1-methoxy (l-methyl-2-cyclopenten-l-yl)-

CH
I

CHj

152 CioHieO 42185-4^-9
2-Butanone, 4-(2-cyclohexen-l-yl)-

aCHz CHj COM*

u , .Ii [ .
,

1*0 20 30 40 SO 80 70 flO 90 100 110 120 130 140 160

: l

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

10 K SO 40 50 60 70 90 90 100 110 120 190 140 150

J —.—,—,—,—.—__ J
160 170 180 190 200 210 220 230 240 260 280 270 280 290 300



5376 EPA/NIH MASS SPECTRAL DATA BASE 152

152 C11H20 18937-82-1
5,6-Undecadiene

Me( CH 2 ) s CH :C:CH( CH 2 ) 9 Me

152 C11H20 61228-06-6
3-Heptyne, 5,5-diethyl-

Et

EtC-CCEt

Et

152 C11H20 61228-07-7
3,4-Heptadiene, 3,5-diethyl-

Et Et
I I

EtC=C=CEt

152 C11H20 74663-93-7
Bicyclo[2.2.1]heptane, 2-(l-methylpropyl)-

OT

153 C2H0F2NP.B3H7 11126-93-5
Phosphoramidous difluoride, dimethyl-, compd. with triborane(7)

(1 :1 )

h-bh 2

1/1
H2B-BH2

•

F

2 PNM«2

153 C6H4CIN3 94-97-3
1/f-Benzotriazole, 5-chloro-

100

80

60

40

20

0

100

80

60

40

20

0

153 C6H7N3O2 4093-89-4
2-Pyridinamine, AT-methyl-5-nitro-

o2 n

190 200 210 220 230 240 250 260 270 280 290 300

153 C6H7N3O2 5307-14-2
1,4-Benzenediamine, 2-nitro-

100

80

60

40

20

0

02 N, ^nh 2

h 2 n'KJ

j
. 1—1- .11 . i,

10 20 30 40 50 60 70 K) 90 100 110 120 130 140 150



153 EPA/NIH MASS SPECTRAL DATA BASE 5377

160 170 ISO 100 200 210 220 230 240 250 200 270 280 200 300

153 C7H4FNS
Benzene, l-fluoro-3-isothiocyanato-

404-72-8

160 170 160 190 200 210 220 230 240 250 260 270 260 290 300

153 C7H7NO3

Benzenemethanol, 4-nitro-

o2 n

619-73-8

ISO 170 180 190 200 210 220 230 240 250 280 270 280 290 300

153 C7H7NO3

Phenol, 3-methyl-4-nitro-
2581-34-2

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

153 C8H 11NO 2

lH-Pyrrole-3-carboxylic acid, 2,4-dimethyl-

52459-90-2
methyl ester

ox

Me

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

153 C8H 11NO2

l/f-Pyrrole-3-carbaxylic acid, 2,5-dimethyl-

69687-80-5
methyl ester

MO

iy^-C(Q)<

H ,i hi.
, . ,

L , .
.

, I S r—
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

153 C9H 12FN
Benzeneethanamine, 4-fluoro-a-methyl-

459-02-9

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

153 C9H 15NO
Piperidine, l-acetyl-4-ethylidene-

67727-82-6

rr c

10 20 30 40 60 60 70 60 90 100 110 120 130 140 150



5378 EPA/NIH MASS SPECTRAL DATA BASE 153

153 C10H19N 38644-66-5
3-Buten-l-amine, N^V-diethyl-3-methyl-2-methylene-

ch 2

M,
sl ?*

M9CCCH2 NEt

153 C 10H19N 66950-37-6
4-Cycloocten-l-amine, iV^-dimethyl-

Me

aNMe

154 C4H10N2O2.CIH 6945-92-2
Acetic acid, hydrazino-, ethyl ester, monohydrochloride

H 2 NNHCH2 C( O) OE t • HCI

154 C4H10O2S2 1892-29-1
Ethanol, 2,2'-dithiobis-

hoch 2 ch 2 ssch 2 ch 2 oh

.

L Hi ,.ii|t

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

160 170 180 ISO 200 210 220 230 240 250 260 270 280 280 300

154 C4H10O4S 2580-77-0
Ethanol, 2,2'-sulfonylbis-

hoch 2 ch 2 so2 ch2 ch 2 oh

loo-

se-

60 -

40-

20-

li jl
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

154 C4H10S3 4413-29-0
Disulfide, methyl l-(methylthio)ethyl

Me
I

MeSSCHSMe

154 C5H6N4O 2 69978-13-8
Sydnone, 4-cyano-3-(dimethylamino)-

o
^n^^nm02

0 CN

154 C6H3CIN2O 7116-16-7
Benzofurazan, 4-chloro-

0
1

N

ci

100

80

eo

40

20

0

100

80

60

40

20

0
160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

1 J Jl JiL Jill L A, JL
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

1



154 EPA/NIH MASS SPECTRAL DATA BASE 5379

154 C6H0N2O3 99-57-0 154 C7H604 149-29-1
Phenol, 2-amino-4-nitro- 4/f-Furo[3,2-c]pyran-2(6H)“one, 4-hydroxy-

100 j
-

80-

60 *

40-

20 •

0 1 i 1 i
- r - r -1 — -t

— -
1 r- f > i r

»
t

100 170 180 180 200 210 220 230 240 250 280 270 280 290 800

154 CeHeN203 11&-34-6
Phenol, 4-amino-2-nitro-

-XT

.ill,.*ULiu J ... ii i ll.
10 20 30 40 6C 80 70 80 90 100 110 120 130 140 160

80 *

80-

40-

20 -

0 > i r - 1 I' | r , > i t i i i
1

180 170 180 190 200 210 220 230 240 280 280 270 280 290 300

154 C7H 10N2O2 58467-29-1
2,5-Pyrrolidinedione, 3-(l-aminoethylidene)-4-methyl-

154 C7H6O2S 18232-06-9
p-Benzoquinone, 2-(methylthio)-

0

0

154 C7H 11BO 3 74793-26-3
D-eryi/iro-Pent-l-enitol, l,5-anhydro-2-deoxy-, cyclic ethyl=

boronate

Ll. Lki .1 1 1 Lx
10 20 30 40 60 80 70 80 90 100 110 120 130 140 180

- I
0 UL '

T 1 1 1 1 1 1 1 1 1 1 1 1 1 f—
180 170 180 190 200 210 220 230 240 290 260 270 280 290 300

154 C7H 11BO3 74807-48-0
2-Propenal, 3-(2-ethyl-l,3,2-dioxaborolan-4-yl)-, (E)-

Et CH=CHCH0



5380 EPA/NIH MASS SPECTRAL DATA BASE 154

100

80

80

40

20

0
180 170 180 190 200 210 220 230 240 260 280 270 280 290 300

154 CsHtCIO 1711-06-4

Benzoyl chloride, 3-methyl-

Me

154 CsHioOs 91-10-1
Phenol, 2,6-dimethoxy-

OH

154 CsHioOa 6270-34-4
2-Furancarboxylic acid, 1-methylethyl ester

C( 0) OPr -

1

.1,1.1-
,

1,
....... ... .

10 20 SO 40 50 60 70 80 90 100 11( 120 130 140 150

L

154 CsHioOa 49650-88-6
Phenol, 3-(2-hydroxyethoxy)-

OCH2 ch 2 oh

OH

154 C9H11CI 102-46-5
Benzene, 4-(chloromethyl)-l,2-dimethyl-

ci

154 C9H11CI 72403-15-7
Benzene, (l-chloroethyl)methyl-

100-

80-

60-

40-

20-

1

10 20 30 40 50 60 70 80 90 100 110 1

T 1 1

20 130 140 150

80-

60-

40-

20-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

154 C9H14O2 17202-57-2
Spirohexane-l-carboxylic acid, ethyl ester

C( 0) OEt

Cx^

180 170 180 190 200 210 220 230 240 260 280 270 280 290 300



154 EPA/NIH MASS SPECTRAL DATA BASE 5381

ISO 170 ISO ISO 200 210 220 230 240 260 260 270 280 290 300

154 C9H14O2 74685-76-0
Cyclopropanecarboxylic acid, 2,2-dimethyl-3-(2-propenyl)-

HOiC CH 2 CH=CH2

111... .1 L....L . L
10 20 30 40 60 60 70 80 00 100 110 120 130 140 160

154 C9H14O 2 74810-55-2
Bicyclo[2.1.0]pentane-5-carboxylic acid, 1-methyl-, ethyl ester

E t OC(

Ms

°'-<b

10 20 30 40 60 60 70 80 00 100 110 120 130 140 160

160 170 180 100 200 210 220 230 240 250 260 270 280 200 300

154 C9H14O2 74841-59-1
Cyclopropanecarboxylic acid, 2-(2-methyl-l-propenyl)-, methyl

ester A
MeOC(O)

|

Me

154 C9H 14O2 74764-24-2
Cyclopentanecarboxylic acid, 2-methyl-4-methylene-, methyl ester

H2C^2^-C(0) OMs

10 20 30 40 50 SO 70 80 90 100 110 120 130 140 160

ISO 170 ISO ISO 200 210 220 230 240 250 260 270 280 290 300

154 C9H14O2 74764-25-3
Cyclopentanecarboxylic acid, 2-methyl-3-methylene-, methyl ester

pc
H 2 C Me

C( 0) OMe

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

154 C9H18N2 16713-39-6
4-Penten-2-one, 3-methyl-, ieopropylhydrazone

l-PrNHN=CCHCH=CH2

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

.1, .
1,

-.1
. , , ,

...

80 *

40

20

A
160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

154 CbHiaN* 25186-08-7
2-Butenal, 2-methyl-, diethylhydrazone

Et Me

100 -i

E t NN «CHC = CHMe

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160



5382 EPA/NIH MASS SPECTRAL DATA BASE 154

154 C9H18N2 25186-13-4
Butanal, 2-methylene-, diethylhydrazone

H2 C Et
II I

E t CCH : NNE t

154 C9H18N2 33063-80-8
Pentanal, 2-methylene-, (l-methylethyl)hydrazone

ch 2
11

I -PrNHNsCHCPr

154 C9H18N2 33063-81-9
Butanal, 3-methyl-2-methylene-, (l-methylethyl)hydrazone

ch 2

Ilf
l-PrNHN=CHCCHMe

154 CwHisO
3-Cyclohexene-l-methanol, a,a,4-trimethyl-

98-55-5

80-

80-

154 CioHisO 825-51-4
2-Naphthalenol, decahydro-

or
It 1 1 ,,ll il 11 III 1, |lll tl 1 1 ,

10 20 30 4( 50 60 70 *0 90 100 110 120 130 140 150

;

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

154 CioHisO 2497-25-8
2-Decenal, (Z)-

Me ( CH2 ) e CH =CHCHO

154 CioHisO 4117-14-0
2-Decyn-l-ol

HOCH2 C:C( CH 2 ) 0 Me

100

60

60

40

20

0

100

80

60

40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

. l j II. .ill! 11 , l. J, iL JiL ..i-i. ... ll .

10 20 30 40 50 60
IIVIIIII

70 80 90 100 110 120 130 140 150



154 EPA/NIH MASS SPECTRAL DATA BASE 5383

154 C10H 18O
6-Octen-l-ol, 7-methyl-3-methylene-

h 2 c Me
II I

HOCHj CH 2 CCHj CHj CH « CMe

13066-51-8

10 20 SO 40 90 60 70 80 »0 100 110 120 ISO 140 IN

IN 170 IN IN 200 210 220 230 240 2N 2N 270 2N 2N NO

154 CioHisO
Cyclohexanone, 3,3,5,5-tetramethyl-

14376-79-5

IN 170 IN IN 200 210 220 230 240 250 2«0 270 2N 2N 300

154 CioHisO 20126-76-5
3-Cyclohexen-l-ol, 4-methyl-l-(l-methylethyl)-, (R)-

1N 170 IN IN 200 210 220 230 240 260 2N 270 2N 2N 300

154 CioHieO
2,6-Octadien-l-ol, 2,7-dimethyl-

22410-74-8

HOCH 2 C : CHCHj CHj CH = CMe

il .
1, .

,.lL J
10 20 30 40 50 60 ro 60 90 100 110 120 130 140 160

IN 1

*0-

»0-

40-

20-

0 J 1 1 1 1 1 1 1 , 1 1 , , 1 r-
1N 170 IN IN 200 210 220 230 240 260 260 270 2N 2N 300

154 CioHisO 27907-00-2
l-Decyn-4-ol

OH
I

HCICCHt CH( CH2 ) t Me

IN

N
N
40

20

0
10 20 30 40 50 60 70 «C eo 100 110 120 IN 140 160

154 CioHisO 50598-21-5
4-Hexen-l-ol, 2-ethenyl-2,5-dimethyl-

Me CH 2 OH
I I

MoC:CHCH 2 CCH:CH2
I

Me

•

a. ill

.

154 CioHieO 51721-39-2
3-Decyn-l-ol

Me ( CH 2 ) 5 C:CCH 2 CH 2 OH

154 CioHisO 52867-34-2
2-Pentene, 4,4'-oxybis-

Me Me
I I

MeCH iCHCHOCHCH =CHMe

IN

N
N
40

20

0
10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

J-l —«- .
--*



5384 EPA/NIH MASS SPECTRAL DATA BASE 154

154 CioHisO 61406-27-7
Cyclobutanone, 2,2-dipropyl-

154 CioHisO 69668-93-5
3-Decyn-2-ol

OH
I

Me( CH 2 ) s CiCCHMe

154 CioHisO 74764-56—0
5-Hepten-3-one, 5-ethyl-4-methyl-

I i

E t COCHC : CHM3

154 CnH22 23381-92-2
2-Decene, 2-methyl-

Me
I

Me ( CH 2 ) e CH sCMe

1.1 1 j 1 1 , 1 .. _ .

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

80-

60-

40-

20 -

o • *
I 1 I I

—

—

I 1
• — ) l i

11
i"

1 1 1 1 l

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

154 CioHisO
Cyclopentanone

, 2-methyl-4-(2-methylpropyl)-
69770-96-3

5^r

154 ChH22

4-Octene, 2,3,7-trimethyl-, [S-(E)]-

52763-13-0

Me Me
I I I

MeCHCH 2 CH = CHCHCHMe

Me 100 n

80-

60*

j 40-

I

20-

u l,..l
Il, J,u UJujL_J S ! 1 1 r-

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

10 20 30 40 SO 80 70 80 80 100 110 120 130 140 ISO

154 CioHisO
l,6-Octadien-4-ol, 4,7-dimethyl-

74421-31-1

Me Me
I I

H 2 C = CHCH2 CCH 2 CH = CMe
I

HO

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

154 ChH22 63830-65-9
4-Octene, 2,3,6-trimethyl-

Me

Me Me
I I I

Me CH 2 CHCH = CHCHCHMe

100

60

60

40

20

£
'

o

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300 100

80

60

40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



154 EPA/NIH MASS SPECTRAL DATA BASE 5385

154 C 11H22 72993-32-9
Cyclopentane, l-butyl-2-ethyl-

( CH 2 ) j Me

Et

100

00

60

40

20

.0

100

00

00

40

20

0 -

154 C11H22 74421-06-0
2-Heptene, 5-ethyl-2,4-dimethyl-

Me

Me Et
I I I

MeC=CHCHCHEt

100

00

00

40

20

0

100

00

00

40

20

0

154 C 11H22 74630-23-2
2-Decene, 7-methyl-, (Z)-

III 1 1 i - J

'

10 20 30 4(

IIIIVIIIIII
60 60 70 80 90 100 110 120 130 140 160

160 170 160 190 200 210 220 230 240 260 260 270 280 290 300

154 C 11H22 74630-25-4
2-Decene, 8-methyl-, (Z)-

Me
I

MeCH : CH ( CH 2 ) 4 CHCH 2 Me

100 t

80-

60 -

40 -

20 -

O^' l 1 1 1 1 1
1

1 1 1
1

1 1 1 1—
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

154 C11H22 74630-26-5
2-Decene, 3-methyl-, (Z)-

Me
I

Me ( CH 2 ) e C = CHMe

100

80

60

40

20

0

100

80

60

40

20

0

154 C 11H22 74630-30-1
2-Decene, 4-methyl-, (Z)-

Me
I

MeCH :CHCH( CH 2 )

6

Me

Me CH s CH ( CH 2 ) 3 CHP r

40-

20-

. ,
ll, 1, L_. |l ri- r-i, J< r t t r-

100 j
10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

160 170 160 190 200 210 220 230 240 260 260 270 260 290 300 154

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

160 170 180 190 200 210 220 230 240 260 260 270 260 290 300

CllH22 74630-31-2

154 C 11H22 74630-24-3
2-Decene, 9-methyl-, (Z)-

Me
1

Me CH 2 CH ( CH 2 ) s CHMe

100

00 '

00

40

00

0

100

00

00

40

00

0
160 170 160 190 200 210 220 230 240 260 260 270 260 290 300

2-Decene, 6-methyl-, (Z)-

Me
I

MeCH *CHCH 2 CH 2 CH( CH 2 ) 3 Me

100

80

60

40

20

0

100

60

60

40

20

0
160 170 160 190 200 210 220 230 240 260 260 270 280 290 300



5386 EPA/NIH MASS SPECTRAL DATA BASE 154

154 C11H22 74645-86-6
2-Decene, 5-methyl-, (Z)-

Me

MeCH sCHCHa CH( CH2 ) 4 Me

60*

60*

40*

20* j_J ! 8 * 1

10 20 30 40 60 60 70 80 M 100 110 120 130 140 180

80-

80-

40-

20-

160 170 160 100
1 1 1 • 1 I 1 • 1 1 1

200 210 220 230 240 260 280 270 280 200 300

154 C11H22 74663-91-5
Cyclopropane, l-heptyl-2-methyl-

( CH 2 ) e Me

154 C12H10 827-54-3
Naphthalene, 2-ethenyl-

155 C7H6FNO2 455-88-9
Benzene, l-fluoro-2-methyl-4-nitro-

155 CsHioCIN 13078-80-3
Benzeneethanamine, 2-chloro-

ci

155 C8H13NO2 64833-41-6
2ff-Pyrrol-2-one, 5-ethoxy-3,4-dihydro-3,4-dimethyl-, cis-

155 C8H13NO2 64833-42-7
2ff-P5rrrol-2-one, 5-ethoxy-3,4-dihydro-3,4-dimethyl-, trans-

Me Me

155 C8H13NO2 69315-91-9
2,4-Azetidinedione, 3,3-diethyl-l-methyl-

100 -

eo«

60*

10 20 30 40 60 60 70 80 00 100 110 120 130 140 160



EPA/NIH MASS SPECTRAL DATA BASE 5387

:

155
Pyridine, 3-phenyl-

CnHgN 1008-88-4

Qf
leo 170 180 190 200 210 220 230 240 260 260 270 280 290 300

155 CaHnNO 1126-56-3
Propanamide, N-cyclohexyl-

^V^NHCOEt

155 CaHnNO 18747-42-7
2-Propanone, l-(l-methyl-2-piperidinyl)-, (±)-

Me

155
Pyridine, 4-phenyl-

CnHgN 939-23-1

ryn

100-

80-

60 -

40-

20-

1 1 l 1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

80 -

60 -

40-

20-

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

155
Pyridine, 2-phenyl-

C 11H9N 1008-89-5

cr

155 C 11H9N 13353-49-6
Cyclobuta

[ b]quinoline , 1 ,2-dihydro-

156 C3H6BrCl 3017-95-6
Propane, 2-bromo-l-chloro-

Me
1

ISO 170 180 ISO 200 210 220 230 240 250 280 270 280 2#0 300



5388 EPA/NIH MASS SPECTRAL DATA BASE 156

156 C4HioCl2Si

Silane, (dichloromethyl)trimethyl-

5926-38-5

Cl

I I

Cl CHSI Me
I

Me

156 C6H5FN2O2 364-76-1
Benzenamine, 4-fluoro-3-nitro-

156 C6H8N2O3 51103-59-4
lif-Imidazole-l-propanoic acid, a-hydroxy-, (S)-

OH

— CH2 CHCO2 H

156 C6H8N2O3 61481-37-6
2,3-Pyrazinedione, l,4-dihydro-6-(hydroxymethyl)-l-methyl-

0

100 —
80-

60-

40-

0 •
^

1 J 1
" ^ 1 1 1

l
r

.. 1,1
. ,

—

10 20 30 40 SO 80 70 80 90 100 110 120 130 140 160

40-

20-

0 1— ' 1 1 1 1 I 1 I
1 1 I 1

1 1 1

180 170 180 190 200 210 220 230 240 260 280 270 280 290 300

156 C7H9CIN2 57674-20-1
Pyrazine, 2-chloro-3-(l-methylethyl)-

10 20 30 40 60 80 70 80 90 100 110 120 130 140 ISO

100 ]

80-

60-

40-

180 170 180 190 200 210 220 230 240 260 260 270 280 290 300

156 C7H13BO3 74646-02-9
Ethanone, l-(2-ethyl-4-methyl-l,3,2-dioxaborolan-4-yl)~

156 C7H16N4 70517-50-9
6/f-Pyrazolo[l,2-a] [1,2,4,5]tetrazine, hexahydro-2,3-dimethyl-

1 1

1

Me

J JL J .1 II. I.

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

L -

180 170 180 190 200 210 220 230 240 260 280 270 280 290 300



156 EPA/NIH MASS SPECTRAL DATA BASE 5389

156 CsHgCIO
Phenol, 4-chloro-3,5-dimethyl-

88-04-0 156 CsHgCIO
Phenol, 3,4-dimethyl-, monochloro deriv.

74313-12-5

40 *

20 •

100-

80 *

10 20 30 40 50 60 70 80 9C 100 110 120 130 140 150
40-

.

80- 0-—r t JL HI
. 1 j t , 1

,
ll

ISO 170 ISO ISO 200 210 220 230 240 2SO 2SO 270 280 290 300

156 CsHgCIO
Phenol, 2-ethyl-, monochloro deriv.

74313-01-2

10 20 30 40 50 60 70 SO 90 100 110 120 130 140 ISO

160 170 180 190 200 210 220 230 240 2SO 260 270 280 290 300

156 CsHgFOg
Ethanol, 2-(4-fluorophenoxy)-

2924-66-5

OCH2CH2OH

156 CgHgCIO
Phenol, 2,4-dimethyl-, monochloro deriv.

74313-06-7

10 20 30 40 50 SO 70 80 90 100 110 120 130 140 150

ISO 170 160 190 200 210 220 230 240 250 260 270 280 290 300

156 C8H12O3

2-Furanethanol, /9-ethoxy-

CH2OH

O'
4"'

14133-53-0

+ ci

100

80

00

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

156 C8H 12O3

Furan, 2-(l,2-dimethoxyethyl)-

OMe

CHCH 2 OMo

53914-27-5

Ll LiJ -u 1 ill

10 20 30 40 50 60 70 80 90 100 110 120 130 140 ISO

:
|

160 170 160 190 200 210 220 230 240 250 260 270 260 290 300



5390 EPA/NIH MASS SPECTRAL DATA BASE 156

156 C8H12O3 65553-68-6
Cyclopentanecarboxylic acid, 3-formyl-, methyl ester, cis-

y

/N^C(0)0Me

0=CH

10 20 30 40 60 60 70 80 00 100 110 120 130 140 160

156 C8H12O3

1,2-Cyclopentanedione, 3-(2-methoxyethyl)-
69687-99-6

^
^

^
CHaCHaOMo

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

;J
160 170 180 190

II III II II
200 210 220 230 240 260 260 270 280 200 300

156 CsHieOSi 17869-77-1
Silane,

[ (1 ,
l-dimethyl-2-propynyl)oxy]trimethyl-

156 C9H16O2

4-Octenoic acid, methyl ester

MeOC( O) CHa CHa CH *CHPr

1732-00-9

156 C9H 16O2

Cyclohexanecarboxylic acid, ethyl ester

3289-28-9

I T
HC : CCOS i Me

156 C9H16O2

2-Octenoic acid, methyl ester, (E)-

Me ( CHa ) 4 CH = CHC( 0) OMe

7367-81-9

156 CsHieOSi
Silane, [(2-cyclopropylethenyl)oxy]trimethyl-

A, Me
I

CH=CHOSI Me
1

74685-52-2

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

156 C9H16O2

5-Hexenoic acid, 5-methyl-, ethyl ester

ch 2
11

EtOC(O) (CH 2 )3CMe

39495-82-4

L i LiLl-t-lL.uL III,— ,L. i|L -

160 170 180 190 200 210 220 230 240 260 260 270 280 200 300



156 EPA/NIH MASS SPECTRAL DATA BASE 5391

156 C9H16O2 61228-11-3
3-Heptyne-2,6-diol, 5,5-dimethyl-

Me

HO OH
I 1

1

MeCHC : CCCHMe

Me

156 CsHieOa 69393-31-3
Cyclopentanecarboxylic acid, 3,3-dimethyl-, methyl ester

C( 0) OMe

156 C9H16O2 69668-85-5
3-Octenoic acid, methyl ester, (Z)-

MeOC( 0 ) CH 2 CH : CH ( CH 2 ) 3 Me

L 11 , Li .1 11, i .. L

10 20 30 40 50 60 70 80
V f 1 1 1 1 1

00 100 110 120 130 140 150

IVIVVVIi
160 170 180 100 200 210 220 23C 240 250 260 270 280 200 300

156 C9H20N2 34687-35-9
Propanal, dipropylhydrazone

Pr

EtCH=NNPr

4 c Li A
10 20 30 40 50 60 70 80 00 100 110 120 130 140 150

L

180 170 180 100 200 210 220 230 240 250 200 270 280 200 300

156 C9H20N2 36909-55-4
2-Propanone, bis(l-methylethyl)hydrazone

I -Pr Me
I I

I -Pr NN:CMe

156 C9H20N 2 67660-53-1
Heptanal, dimethylhydrazone

Me
I

Me ( CH2 ) 5 CH = NNMe

100

80

00

40

20

0

100

80

80

40

20

0

156 C9H21AI 102-67-0
Aluminum, tripropyl-

Pr
1

Pr Al Pr

.J1 juL ^ , 1 iL L .

10 20 30 40 50 60 70 80 00 100 110 120 130 140 150

« • 1 1 • . . .

” —r
r
"—r — r 1 1

160 170 180 100 200 210 220 230 240 250 260 270 280 200 300

156 CioH8N2 771-51-7
l/f-Indole-3-acetonitrile

H

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

40

20

160 170 160 100 200 210 220 230 240 250 260 270 280 200 300



5392 EPA/NIH MASS SPECTRAL DATA BASE 156

156 C10H20O 498-81-7

Cyclohexanemethanol, a,a,4-trimethyl-

Mfl

100

00

00

40

20

0
100 110 120 130 140 160

156 C10H20O 4194-71-2
2-Decen-l-ol, (Z)-

HOCH2 CH:CH(CH 2 )eMe

156 C10H20O 10339-60-3
3-Decen-l-ol, (E)-

Me ( CH2 ) 6 CH :CHCH 2 CH2 OH

156 C10H20O 10340-22-4
3-Decen-l-ol, (Z)-

Mo ( CH 2 ) s CH :CHCH2 CH 2 OH

100

00

60

40

20

0

100

00

•0

40

20

0
100 170 100 100 200 210 220 230 240 260 260 270 280 200 300

III 111 iH J iii .i. Iii. . ii. H i

10 20 30 40 60 60 70 80 90 100 110 120 130 140 150

156 C10H20O 13019-22-2
9-Decen-l-ol

HO( CH 2 ) 0 CH =CH 2

166 C10H20O
3-Heptanone, 5-ethyl-4-methyl-

Me

I V
EtCOCHCHEt

27607-63-2

100

so

so

40

20

0 Jj L ,

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

156 C10H20O 51652-47-2
5-Decen-l-ol, (Z)-

Me ( CH2 ) 3 CH s CH ( CH 2 ) 4 OH

156 C10H20O 56578-18-8
5-Decen-l-ol, (J5)-

Me ( CH 2 ) 3 CH s CH ( CH2 ) 4 OH

100 -
80*

60-

40-

20 -

0**1 1—r~—r- 1 r —r 1 1 1 1 1—1-—
. .

160 170 160 160 200 210 220 230 240 260 260 270 280 280 300

156 C10H20O 69668-91-3
3-Decen-2-ol, (Z)-

OH
I

Me ( CH2 } s CH : CHCHMe

100

80

60

40

20

0
10 20 30 40 60 60 70 80 90 100 110 120 130 140 150

LlL



157 EPA/NIH MASS SPECTRAL DATA BASE 5393

100

to

60

40

20

0
100 170 100 100 200 210 220 230 240 280 200 270 200 200 300

156 C10H20O 69668-92-4
3-Decen-2-ol, (E)-

0H
I

Me ( CH j ) s CH = CHCHMe

156 CnHgO 66-77-3
1-Naphthalenecarboxaldehyde

CH:0

157 C6H0CINO2 88-73-3
Benzene, l-chloro-2-nitro-

157 C6H4CINO2 100-00-5
Benzene, l-chloro-4-nit.ro-

100

to

00

40

20

0
160 170 160 100 200 210 220 230 240 250 260 270 260 200 300

157 C7H 11NO3 54124-14-0
2,5-Pyrrolidinedione, 3-(l-hydroxyethyl)-4-methyl-

157 C7H 11NO3 64018-41-3
5-Isoxazolecarboxylic acid, 4,5-dihydro-3,5-dimethyl-, methyl ester,

(R)~

N —

0

157 C8H16NO2 18381-45-8
Butanenitrile, 4,4-diethoxy-

OEt
I

NCCH 2 CH 2 CHOE t

100 170 100 100 200 210 220 230 240 2S0 200 270 200 2*0 SOO



5394 EPA/NIH MASS SPECTRAL DATA BASE 157

157 CsHigNSi 61860-99-9
Silanamine, iV-(2,2-dimethylpropylidene)-l ,1 ,1-trimethyl-

Mo Mo

MoSIN: CHCMo

Mo Mo

1. -L,
10 20 30 40 60 60 70 80 90 100 110 120 130 140 150

157 C9H7N3

lif-Benzimidazole-2-acetonitrile

4414-88-4

CCr
CHjCN

40 SO 60 70 80 90 100 110 120 130 140 150

100 170 180 100 200 210 220 230 240 250 280 270 280 290 300

157 C9H19NO
4-Piperidinol, 2,2,6,6-tetramethyl-

2403-88-5

40

20

100

80

60

40

157 C9H19NO
Isoxazolidine, 5-hexyl-, (+)-

64018-29-7

Or ( CH 2 ) 6 Mo

80-

60-

40-

20-

157 C11H11N
Quinoline, 2,7-dimethyl-

93-37-8

157 CnHnN
1-Naphthalenemethanamine

ch 2 nh 2

118-31-0

-11
,

‘
I

11 yji y
I"

I

80-

80-

0 *“ 1 r 1 1
1 1 ~

1
—1 1- 1— r— t —

1

——1 r 1
s

—

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

157 C 11H11N
Pyridine, 1,4-dihydro-l-phenyl-

^N'

34865-02-6

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

1 11; llL,—iJJ—Juki., 1—t ,1 T ,

10 20 30 40 50 70 80 80 100 110 120 130 140 150



158 EPA/NIH MASS SPECTRAL DATA BASE 5395

157 CiiHnN 50900-29-3

Pyridine, 1,2-dihydro-l-phenyl-

158 C4H3BrN2 4595-59-9
Pyrimidine, 5-bromo-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

158 C5H 10N4O2 10264-58-1
Biuret, l-[(dimethylamino)methylene]-

Me
1

H 2 NCONHCON =CHNMe

158 C7H4CIFO 387-45-1
Benzaldehyde, 2-chloro-6-fluoro-

ci

10 20 30 <0 SO SO 70 80 90 100 110 120 130 140 ISO

158 C7H7CIO2

Phenol, 2-chloro-6-methoxy-
72403-03-3

158 C7H10O4

Butanedioic acid, methylene-, dimethyl ester

617-52-7

ch 2
11

Me OC( 0) CH 2 CC( 0) OMe

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

158 C7H14N2O 2

1-Piperazinecarboxylic acid, ethyl ester

N

| Nn^J

,C( 0) OE

I

120-43-4

J . J ll Ji.l Jj
10 20 30 40 50 60 70 80 90 100 110

, , . .

120 130 140 150

L

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300



5396 EPA/NIH MASS SPECTRAL DATA BASE 158

158 C7H14N2O2
Butanamide, AT-(aminocarbonyl)-2-ethyl-

2274-61-3

Et
1

H2 NCONHCOCHE

i

158 C9H22N2
Hydrazine, l,l-diethyl-2-pentyl-

Et

Me ( CHj

)

4 NHNE t

67398-41-8

10 20 30 40 SO 50 70 80 90 100 110 120 130 140 ISO

158 C7HigBOSi
Borinic acid, diethyl-, trimethylsilyl ester

74630-37-8

Et Me
I I

EtB-OSIMe
I

Me

10 20 30 40 SO 00 70 00 »0 100 110 120 130 140 150

158 CsHuOa 53585-95-8
4-Hexenoic acid, 6-hydroxy-4-methyl-, methyl ester, (E)-

MeOC(O) CH 2 CH2 CiCHCHs OH

: 1
tjiiiljllAU-i . J . t

158
Hydrazine, tripropyl-

C9H22N2

Pr
i

PrNHNPr

67398-42-9

10 20 30 40 50 00 70 80 SO 100 110 120 130 140 150

158 CsHwOa 67884-44-0
4-Hexenoic acid, 6-hydroxy-4-methyl-, methyl ester, (Z)-

Me
I

MeOC( 0) CH2 CH2 C = CHCHj OH

158 C10H10N2

1,8-Naphthalenediamine

h2 n nh 2

479-27-6

00 -

1iUL l,i 1111I1 1
>, J 1—4—r

®0

40 <

10 20 30 40 50 60 70 80 SO 100 110 120 130 140 150

158 C9H18O2
Propanoic acid, 2-methyl-, 3-methylbutyl ester

2050-01-3

Me Me
I I

MeCHCH2 CH 2 OC( 0) CHMe

10 20 30 40 50 SO 70

158
2-Heptanol, acetate

C9H18O2

Me ( CH 2 ) 4 CHOAc

5921-82-4

.j,... pU ..ultl,. . ,iL h + H- r-
10 20 30 40 60 SO 70 80 80 100 110 120 130 140 150

158
Pentane, 2,2'-oxybis-

C10H22O

Me Me
I I

Pr CHOCHPr

56762-00-6

,
.11 -iiLu^ J—,

,
J.

, , r—
10 20 30 40 60 50 70 SO 80 100 110 120 130 140 150



159 EPA/NIH MASS SPECTRAL DATA BASE 5397

158 C12H 14 24139-33-1
4a,8a-Ethenonaphthalene, 1 ,2,3,4-tetrahydro-

158 C 12H14 59055-14-0
Tricyclo^^.l.O^Joct-O-ene, 3-(2-methyl-l-propenylidene)-

Me

158 C12H14 62025-02-9
Bicyclo[3.2.1]octa-2,6-diene, 4-(2-methyl-l-propenylidene)-

Me
I

100-

80-

60-

40-

20-

1 ill ll 1 1,1 111 I III , i!.
10 20 30 40 50 60 70 60 60 100 110 120 130 140 150

60-

60-

40 -

20*

160 170 160 160 200 210 220 230 240 250 260 270 280 260 300

158 C12H14 62025-03-0
Dicyclopropa[cd,g/i]pentalene, octahydro-l-(2-methyl-l-
propenylidene)-

100

so

60

40

20

0
10 20 30 40 50 60 70 60 60 100 110 120 130 140 160

100

80

60

40

20

0
160 170 180 160 200 210 220 230 240 250 260 270 260 260 300

158 Ci2Hh 62025-04-1
Dicyclopropa[cd,£/i]pentalene, octahydro-l-(2-methyl-2-

propenylidene)-

159 C7H13NO3 4431-54-3
Butanoic acid, 2-(aminocarbonyl)-2-ethyl-

Et
1

H 2 NCOCCO2 H
1

Et

100

80

60

40

20

0
10 20 30 40 50 60 70 60 60 100 110 120 130 140 150

100

SO

60

40

20

0
160 170 180 160 200 210 220 230 240 250 260 270 280 260 300

159 C7H13NO3 64018-39-9
5-l80xazolidinecarboxylic acid, 3,5-dimethyl-, methyl ester,

(3S-trans)-

HN-0

100

80

60

40

20

0

100

60

60

40

20

0
160 170 160 160 200 210 220 230 240 250 260 270 260 260 300

, .1 I .1 1 1 1
10 20 30 40 50 60 70 80 60 100 110 120 130 140 150

l



5398 EPA/NIH MASS SPECTRAL DATA BASE 159

159 C7H13NO3 64018-40-2
5-Isoxazolidinecarboxylic acid, 3,5-dimethyl-, methyl ester, (3R-cis)-

C( 0 ) OMe

Me

159 CgH2iNSi 74421-07-1
Silanamine, N- (2 ,2-dimethylpropyl)-1 ,1 ,1-trimethy1-

Me Me
I I

Me SI NHCH2 CMe
I I

Me Me

iso 170 loo 190 200 210 220 230 240 2so 260 270 2so 200 300

159 C9H9N3

Benzene, (2-azido-l-propenyl)-, (E)-

20544-84-7

Ns
I

MeC=CHPh

159 C10H9NO
2-Naphthalenol, 8-amino-

118-46-7

159 C10H9NO
l(2if)-Isoquinolinone, 2-methyl-

4594-71-2

160 170 160 100 200 210 220 230 240 250 260 270 260 290 300

159 C10H9NO
Isoquinoline, 1-methoxy-

23724-93-8

10 20 30 40 SO 60 70 80 90 100 110 120 130 140 160

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

159 C10H9NO
2-Cyclobuten-l-one, 3-(phenylamino)-

38425-49-9

10 20 30 40 50 60 70 00 100 110 120 130 140 150



160 EPA/NIH MASS SPECTRAL DATA BASE 5399

159 C11H13N
2-Propyn-l-amine, A^iV-dimethyl-3-phenyl-

2568-65-2

Me
I

Ph C : CCH2 NMe

^ 4. Li . 1. L
10 20 30 40 50 60 70 60 90 100 110 120 130 140 150

ISO 170 180 1»0 200 210 220 230 240 250 240 270 2t0 290 300

159 C11H13N
lH-Indole, 2,3,5-trimethyl-

21296-92-4

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 160 100 200 210 220 230 240 250 260 270 280 290 300

159 C11H13N 55257-99-3
Naphthalen-l,4-imine, l,2,3,4-tetrahydro-9-methyl-

n^^N-Me

. r! r^—r » H 1,1 1

10 20 30 40 SO 80 70 80 90 100 110 120 130 140 ISO

180 170 180 100 200 210 220 230 240 250 280 270 280 200 300

160 C2H3Cl3Si
Silane, trichloroethenyl-

ci
i

H2 C = CHS I Cl
I

Cl

75-94-5

180 170 180 190 200 210 220 230 240 2S0 280 270 280 290 300

160
Butane, trichloro-

C4H7CI3

PrMe + SCI

30028-27-4

10 20 30 40 SO 80 70 80 90 100 110 120 130 140 ISO

180 170 180 190 200 210 220 230 240 280 290 270 280 290 300

160 CeHsBr
1,3-Butadiene, 2-(bromomethyl)-3-methyl-

74793-41-2

IIS
HJ

Br CH2CCM0

‘—(1* 1

10 20 30 40 50 80 70 80 90 100 110 120 130 140 180

180 170 180 190 200 210 220 230 240 2S0 280 270 280 290 300

160 C7H6CI2

Benzene, l-chloro-4-(chJoromethyl)-

104-83-6

10 20 30 40 SO 80 70 80 90 100 110 120 130 140 180



5400 EPA/NIH MASS SPECTRAL DATA BASE 160

160 C7H9CIO2 68200-78-2
2-Heptenal, 2-chloro-6-oxo-, (E)-

ci
1

MeCOCH2 CH 2 CH sCCHO

100

80

60

. 40

20

0

100

80

60

40

20

0
160 170 180 190 200 210 220 230 240 260 280 270 280 290 300

1 1 1 »* r—

r

1 * 1 1 1 ‘ r—r

—

r-
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 C7H12O4 627-73-6
Butanedioic acid, ethyl methyl ester

MeOC( 0) CH 2 CH2 C( 0) OEt

100

80

60

40

20

0

100

80

60

40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

160 C7H12O4 26717-67-9
Propanedioic acid, ethyl-, dimethyl ester

Et
I

MoOC( O) CHC( 0) OMe

100

80

60

40

20

0

160 C7H12O4 72088-36-9
Pentanedioic acid, 2-methyl-, monomethyl ester

Y* +H0Me
HO2 CCH 2 CH 2 CHCO2 H u-

I.L i r , L -iL r-
10 20 30 40 SO 60 70 80 90 100 110 120 130 140 150

160 CvHieCbSi 18296-04-3
Propanoic acid, 3-(trimethylsilyl)-, methyl ester

Me
I

MeOC( 0) CH2 CH2 S I Me

Me

] 1 . . lL k i L
i i i i i i r— i ,

—-r- , — ,

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 CgHieOa 2305-25-1
Hexanoic acid, 3-hydroxy-, ethyl ester

OH
I

Et OC( 0) CH 2 CHPr

100 TT —
80-

60-

40 •

20-

0 *
«t i

1 1 t— i r r— i i
—r t- nr —i r

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

160 CgHieOs 53605-94-0
Butanoic acid, 3-hydroxy-, butyl ester

OH
I

Me ( CH 2 ) 3 OC( 0) CH 2 CHMe

160 C9H20O2

2-Butanol, 3-(2,2-dimethylpropoxy)-

HO Me Me
I I I

MeCHCHOCH 2 CMe
I

Me

74793-66-1

100

80

60

40

20

0

100

80

60

40

20

0
160 170 180 100 200 210 220 230 240 250 280 270 280 290 300

160 C9H20O2 74810-43-8
2-Butanol, 3-(l-methylbutoxy)-

HO Me Me
I I I

MeCHCHOCHPr

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



160 EPA/NIH MASS SPECTRAL DATA BASE 5401

160
2,3-Naphthalenediol

C10H8O2

oa:

92-44-4

160
2,7-Naphthalenediol

C10H8O2 582-17-2

10 20 30 40 60 60 70 00 90 100 110 120 130 140 160

160 170 180 100 200 210 220 230 240 260 260 270 260 200 300

160 C 10H8O2

2H-l-Benzopyran-2-one, 7-methyl-
2445-83-2

‘xxr

, ,1i..|r
10 20 30 40 50 60 70 80 00 100 110 120 134 140 150

r
160 170 180 100 200 210 220 230 240 260 280 270 280 200 300

160 C10H8O2 63661-79-0
Cyclopenta[c]pyran-7-carboxaldehyde, 4-methyl-

I-
. . M. i _J

,
111

,

160 170 160 100 200 210 220 230 240 260 260 270 280 290 300

160 C10H9P
Isophosphinoline, 3-methyl-

49622-63-1

L ,lL_
10 20 30 40 60 60 70 80 90 100 110 120 130 140 150

190 170 180 100 200 210 220 230 240 250 260 270 280 200 300

160 C10H9P
Isophosphinoline, 1-methyl-

57328-60-6

160 170 180 100 200 210 220 230 240 260 260 270 260 200 300

160 C10H12N2

Propanedinitrile, (2-methylcyclohexylidene)-

13017-64-6

a;
CN
I

CCN

,L . Ji. Jl h. J. 1

10 20 30 44 50 60 70 80 00 100 110 120 130 140 150

4
160 170 180 100 200 210 220 230 240 260 260 270 260 200 300

10 29 30 40 60 60 70 10 00 100 110 120 130 140 160



5402 EPA/NIH MASS SPECTRAL DATA BASE 160

160 C10H12N2 74764-53-7
Bicyclo[4.1.0]heptane-7,7-dicarbonitrile, 1-methyl-

160 C11H12O 57122-23-3
Tetracyclo[4.3.2.02-9.03 >6]undeca-7,10-dien-4-ol, stereoisomer

OH

160 Cx2Hi6 5078-75-1
Benzene, (3-methylcyclopentyl)-

160 C12H16 13402-37-4
1,3,5,7-Cyclooctatetraene, 1-butyl-

100-1

80 -

80-

40-

20
:

,

0 x r- , , , , , , 1
1

, , , 1 1-
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

160 C12H16 23086-43-3
Benzene, 4-hexenyl-

Ph ( CH2 ) 3 CH :CHMe

1.1, 1,1 ,1.1 1, .1.1.1, III, L i-

10 20 30 40 50 60 70 80 0( 100 110 120 130 140 150

*
L

160 170 180 100 200 210 220 230 240 250 280 270 280 290 300

160 C 12H16 24139-32-0
4a,8a-Ethenonaphthalene, 1,2,3,4,5,8-hexahydro-

160 C 12H16 38212-14-5
Benzene, (3-methyl-l-methylenebutyl)-

Ph Ms
i I

H2 C ; CCH2 CHMe

160 C12H16 50704 01-3
Benzene, (l,3-dimethyl-2-butenyl)-

Ph Mo
I I

MeCHCH =CMe

100

80-

60-

40-

20-
j j

0 - |
1

,
“

'l'
1 1 1 | . 1 1 li

. ,
I !’ ^ , |

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



161 EPA/NIH MASS SPECTRAL DATA BASE 5403

180 170 180 1»0 200 210 220 230 240 280 260 270 280 290 300

161
Benzenamine, 2,6-dichloro-

CeH'ClzN 608-31-1

160 C 12H 16 61142—28—7
Cyclohexane, l-ethenyl-3-methylene-5-(l-propenylidene)-

180 170 180 190 200 210 220 230 240 280 260 270 280 200 300

160 C12H 16 61142-29-8
Cyclooctene, 4-methylene-6-(1-propenylidene)-

180 170 180 190 200 210 220 230 240 280 280 270 280 290 300

160 C12H16 74793-03-6
Spiro[2.4]heptane, l-ethenyl-5-(l-propenylidene)~

180 170 180 190 200 210 220 230 240 280 280 270 280 290 300

161
Benzenamine, 3,5-dichloro-

C6H6Cl2N 626-43-7

160 170 180 190 200 210 220 230 240 260 280 270 280 260 300

161
Benzenamine,

C7H6F3N
2-(trifluoromethyl)-

F
I

CF
I

F

NHj

88-17-5

161
Benzenamine,

C7H7N6
4-(l//-tetrazol-l-yl)-

14213-13-9

180 170 180 190 200 210 220 230 240 280 280 270 280 290 300

n'X
\ /
N*N

30 40 60 80 70 80 90 100 110 120 130 140 ISO



5404 EPA/NIH MASS SPECTRAL DATA BASE 161

160 170 180 190 200 210 220 230 240 260 260 270 260 290 300

161 CeH7N02

Benzoic acid, 2-(cyanomethyl)~

co2 h

ch 2 cn

6627-91-4

161 C7H7N6

Benzenamine, 4-(2H-tetrazol-2-yl)~

52708-35-7

40

20

180 170 180 190 200 210 220 239 240 260 260 270 280 260 300

161 C8H19NO2

Ethanol, 2,2'-(butylimino)bis-

102-79-4

( CH 2 ) 3 M«

hoch 2 ch 2 nch2 ch 2 oh

160 170 180 160 200 210 220 230 240 250 260 270 260 290 300

161 C8H20NP 72740-05-7
Phosphinous amide, iV^V-dimethyl-P^P-bis(l-methylethyl)-

ir 1

MeNPPr-l

, 1

, ,

10 20 30 40 50 eo 70 80 90 100 110 120 130 140 160

1

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

161 C9H7NO2

Benzene, l-nitro-4-(l-propynyl)-
28289-83-0

161
Thiazole, 2-phenyl-

C9H7NS 1826-11-5

.i ti Jl

10 20 30 40 60 60 70 80 60 100 110 120 130 140 ISO

160 170 180 160 200 210 220 230 240 250 260 270 280 290 300

161
Thiazole, 4-phenyl-

C9H7NS 1826-12-6

10 20 30 40 90 100 110 120 130 140 150



161 EPA/NIH MASS SPECTRAL DATA BASE 5405

100 170 180 100 200 210 220 230 240 260 260 270 200 2*0 S00

161

Thiazole, 5-phenyl-
C9H7NS 1826-13-7

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

160 170 160 190 200 210 220 230 240 260 260 270 280 290 300

161 C9H7NS
Pyridine, 3-(2-thienyl)-

21298-53-3

10 20 30 40 SO 60 70 80 SO 100 110 120 130 140 ISO

161

LH-Indole-3-ethanol
CioHnNO 526-55-6

CA
ch2 ch 2 oh

i .

10 20 30 40 60 60 70 80 90 100 110 120 1,M> 140 180

:_l

161 CioHnNO
Ethanone, l-cyclopropyl-2-(4-pyridinyl)-

6580-95-6

A_ coch 2

161 CioHnNO 17198-09-3
4-Azatricyclo[3.3.2.02 .8]deca-3,6,9-triene, 3-methoxy-

160 170 180 180 200 210 220 230 240 260 260 270 280 2S0 300

161 CioHnNO 21681-32-3
7-Azatricyclo[4.2.2.02 >6]deca-3,7,9-triene, 8-methoxy-, endo-

MeO

i jii all aa. u i tl

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 160 180 200 210 220 230 240 260 260 270 260 280 300

161 CioHnNO 21681-33-4
7-Azatricyclo[4.2.2.02-8]deca-3,7,9-triene, 8-methoxy-, exo-

10 30 30 40 60 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300



5406 EPA/NIH MASS SPECTRAL DATA BASE 161

100 •

00-

60-

40-

20-

|

160 170 180 100 200 210 220 230 240 250 260 270 280 200 300

161 CioHuNO 57276-32-1

Ethanone, l-cyclopropyl-2-(2-pyridinyl)-

161 CioHuNO 57276-33-2
Ethanone, l-cyclopropyl-2-(3-pyridinyl)-

162 C5H6S3 3354-39-0
3if-l,2-Dithiole-3-thione, 4,5-dimethyl-

162 C6H10N2S2 533-74-4
2/f-l,3,5-Thiadiazine-2-thione, tetrahydro-3,5-dimethyl-

162 C6HioOS2 67411-25-0
l,3-Dithiolo[4,5-6]furan, tetrahydro-3a-methyl-

Me

162 C8Hi5C10 760-67-8
Hexanoyl chloride, 2-ethyl-

Et
I

Me ( CH2 ) 3 CHCOCI

100 t r

80 J
80 1

40 j
-

0 J
, ,

.l.lj ...l|ll l l
S' -‘l-i —

1
1

'

10 20 30 40 50 80 70 80 00 100 110 120 130 140 ISO

162 CsHisOa 112-34-5
Ethanol, 2-(2-butoxyethoxy)-

Me ( CH 2 ) 3 OCH 2 CH 2 OCH2 CH2 OH

JLJ ji .1. 1 .ii

10 20 30 40 50 80 70 80 90 100 110 120 130 140 ISO



162 EPA/NIH MASS SPECTRAL DATA BASE 5407

162 C10H10O2

2-Butenrl-one, l-(4-hydroxyphenyl)-
939-49-1

ISO 170 180 190 200 210 220 230 240 250 280 270 280 290 300

162 C 10H10O2

2-Propenoic acid, 2-methyl-, phenyl ester

ch 2
N

PhOC( 0) CMe

2177-70-0

180 170 180 190 200 210 220 230 240 250 260 270 280 290 300

162 C10H10O2

3-Butenoic acid, 4-phenyl-

PhCH=CHCH 2 C02 H

2243-53-0

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

162 C10H 10O2

4/f-l-Benzopyran-4-one, 2,3-dihydro-2-methyl-
5631-75-4

162 C 10H10O 2

Cyclopropanecarboxylic acid, 1-phenyl-
6120-95-2

^\~co2 h

, >.,• J, |l J I'll"—r— I-, , ,1 .

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

162 C 10H 10O 2

Ethanone, l,l'-(l,3-phenylene)bis-
6781-42-6

162 C10H10O2 39513-75-2
4ff-l-Benzopyran-4-one, 2,3-dihydro-6-methyl-

162 C 10H 10O 2 40513-50-6
1/f-Inden-l-one, 2,3-dihydro-7-hydroxy-3-methyl-

JL^J L 1 l

10 20 30 40 60 60 70 80 90 100 110 1 to 130 140 160

,1

10 20 30 40 60 60 70 60 90 100 110 120 130 140 150

160 170 160 190 200 210 220 230 240 250 260 270 260 290 300

40

20



5408 EPA/NIH MASS SPECTRAL DATA BASE 162

162 C10H10O 2 46117-37-7
2-Butenoic acid, phenyl ester

MeCH :CHC( 0) OPh

162 C10H14N2 5570-70-7
Propanal, 2-methyl-, phenylhydrazone

Me
1

PhNHNsCHCHMe

L li. i. 1 l i i i ill. II

10 20 30 40 60 60 70 30 90 100 110 120 130 140 160

162 C 10H14N2

1-Butanamine, iV-(2-pyridinylmethylene)-

N CH:N(CH 2 ) 3 Me

7032-24-8

162 C 10H14N2

Benzaldehyde, propylhydrazone

PhCH = NNHPr

22162-27-2

10 20 30 40 SO 70 80 90 100 110 120 130 140 150

100 170 180 190 200 210 220 230 240 250 200 270 200 290 300

162 C10H14N2 33089-74-6
Methanimidamide, iV-(2,4-dimethylphenyl)-Ar'-methyl-

100 170 180 190 200 210 220 230 240 250 200 270 280 290 300

162 C10H14N2

Propanedinitrile, (2-methylcyclohexyl)-

74764-54-8

a
CN

CHCN

162 CioHisBO 74685-90-8
Porinic acid, diethyl-, phenyl ester

Et

EtBOPh



162 EPA/NIH MASS SPECTRAL DATA BASE 5409

162 CnHuO
1-Propanone, 2,2-dimethyl-l-phenyl-

938-16-9

10 20 SO 40 SO 60 70 80 SO 100 110 120 ISO 140 ISO

ISO 170 ISO 100 200 210 220 2S0 240 260 2S0 270 2S0 290 S00

162 CnHuO
1-Butanone, 2-methyl-l-phenyl-

938-87-4

PhCOCHCHj Ms

10 20 SO 40 SO SO 70 SO SO 100 110 120 ISO 140 ISO

ISO 170 ISO ISO 200 210 220 230 240 2S0 260 270 280 290 300

162 CnHuO
Ethanone, l-(2,4,5-trimethylphenyl)-

2040-07-5

ISO 170 ISO ISO 200 210 220 230 240 2S0 260 270 2S0 290 300

162 CnHuO
Anisole, p-(l-ethylvinyl)-

21758-19-0

jy
CHj
a
cet

10 20 30 40 90 00 70 90 90 100 110 1» 130 140 ISO

100

80

60

40

20

0

162 CnHuO 42463-79-6
Benzene, l-methyl-4-[(2-propenyloxy)methyl]-

Jl
ISO 170 ISO ISO 200 210 220 230 240 2S0 2«0 270 280 200 SOO

162 C12H 18 4904-61-4
1,5,9-Cyclododecatriene

162 C 12H 18 7641-77-2
Bicyclo[2.2.0]hexa-2,5-diene, 1,2,3,4,5,6-hexamethyl-

100 170 190 190 200 210 220 230 240 29C 200 270 200 290 300



5410 EPA/NIH MASS SPECTRAL DATA BASE 162

162 C 12H 18

Benzene, (2-methylpentyl)-

39916-61-5

Pr
I

M0CHCH2 Ph

162 C 12H18

Cyclooctene, 5,6-diethenyl-, cis-

53264-72-5

CH=CH 2

ch=ch 2

162 C 12H18

Tetracyclo[5.2.l.O^.O3 .6
]decane, 4,4-dimethyl-

74646-38-1

160 170 ISO 190 200 210 220 230 240 2S0 260 270 280 290 300

. . it “—l“ UjiJ L, ll-.-llli-, -111 -,ll- i

10 20 30 40 SO 00 70 80 90 100 110 120 130 140 150

100 170 ISO 100 200 210 220 230 240 250 260 270 280 200 300

162 C12H 18

2,5-Octadiyne, 4,4-diethyl-

61227-87-0

MeCiCCCiCEt
I

Et

80

60

162 C 12H18

3,4-Nonadien-6-yne, 5-ethyl-3-methyl-
61227-88-1

Et Ms
I I

EtCiCCsC’CEt

10 20 30 4
i

0 60

,ilil

60 70

ll

80
1U

100

JJ
110
L
120 130

1

140 180

162 C 12H 18 74742-35-1
Cyclohexane, l,5-diethenyl-3-methyl-2-methylene-, (la,3a,5a)-

160 170 160 100 200 210 220 230 240 250 200 270 280 200 300

163 C&HioBrN
2-Propen-l-amine, 2-bromo-iV^V-dimethyl-

14326-14-8

Hi C Me
II I

Br CCH; NMe



163 EPA/NIH MASS SPECTRAL DATA BASE 5411

163 C6Hi 3N02S 67-21-0

DL-Homocysteine, S-ethyl-

NHj
i

EtSCH 2 CH 2 CHC02 H

163 C7H5N 3O 2 94-52-0
1/f-Benzimidazole, 5-nitro-

163 C8H9N30 6124-22-7
Benzofurazan, 5-(dimethylamino)-

1

Me

163 C9H9NO 2 119-51-7
1,2-Propanedione, 1-phenyl-, 2-oxime

Me
I

PhCOC=NOH

100

80

60

40

20

0

10 20 30 40 50 80 70 80 00 100 110 120 130 140 150

100

80

00

40

20

0

163 C9H 9NO2 122-85-0
Acetamide. JV-(4-formylphenyl)-

.1
, , ,

100 170 180 190 200 210 220 230 240 250 200 270 280 290 300

100

80

00

40

20

0

100

80

00

40

20

0

163 C9H9NO2 75601-30-8
Isoxazole, 5-(2-furanyl)-3,4-dimethyl-

Me

Me

J ,
d ,1

10 20 30 40 50 00 70 80 90 100 110 12*0 130 140 150

:_i
180 170 180 190 200 210 220 230 240 250 200 270 280 290 300

163 C9H9NS 95-26-1
Benzothiazole, 2,5-dimethyl-

100 170 180 190 200 210 220 230 240 250 200 270 280 290 300



5412 EPA/NIH MASS SPECTRAL DATA BASE 163

163 C10H 13NO
Morpholine, 4-phenyl-

92-53-5

o

10 20 30 40 50 eo 70 80 90 100 110 120 130 140 160

163 C 10H13NO
Benzamide, 4-(l-methylethyl)-

619-76-1

conh:

10 20 30 40 SO 60 70 SO 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

163 C10H13NO
Benzamide, 2-(l-methylethyl)-

56177-33-4

160 170 160 190 200 210 220 230 240 260 260 270 260 290 300

163 C11H17N
Benzenemethanamine, N-( 1,1-dimethylethyl)-

t-BuNHCH2 Ph

3378-72-1

160 170 180 190 200 210 220 230 240 260 260 270 260 290 300

163
Benzenepentanamine

17734-21-3

160 170 ISO 190 200 210 220 230 240 260 260

Pr -

1

aCONH 2

il+lik. jill .l.llil. .ill, -.l|i [ill llll,.. J U__l!
10 20 30 40 60 80 70 80 90 100 110 120 130 140 160

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

163 CuHnN
Benzeneethanamine, «,3,4-trimethyl-

102-31-8

NH2

10 20 30 40 60 60 70 90 100 110 120 130 140 ISO

163 CnHnN
Benzeneethanamine, a,2,6-trimethyl-, (±)-

57204-69-0

nh 2
i

CH 2 CHMe

163 C11H17N
Pyridine, 2-(3,3-dimethylbutyl)-

60263-44-7

Mo
I

^CH 2 CH 2 CMe
I

Mo

L, «| l-l* Ur-
10 20 30 40 50 60 70 SO 90 100 110 120 130 140 160



164 EPA/NIH MASS SPECTRAL DATA BASE 5413

100

80-

80-

40 -

20-

0 r" i i 1 i r
-—

i 1 1 1 1 1 1 1 1—
160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

164 CeHiaOs 62076-18-0
Inositol, 1-deoxy-

OH

OH
164 C4H2F6 692-49-9
2-Butene, 1,1,1,4,4,4-hexafluoro-, (Z)-

F F

FCCH=CHCF
I I

F F

164 C 4H2F6 66711-86-2
2-Butene, 1,1,1,4,4,4-hexafluoro-, (E)-

F F
I I

FCCH = CHCF
I I

F F

164 C6H 12OS2 69078-73-5
Ethanethioic acid, S-[l-(methylthio)propyl] ester

Et
1

AcSCMSMe

100

80

80

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

164 CeHisBr 3814-34-4
Pentane, 3-(bromomethyl)-

Et

Br CH 2 CHE 1

164 CeHiaClOSi 18187-31-0
Propanoyl chloride, 3-(trimethylsilyl)-

Me
I

CICOCH 2 CH 2 SIMe
I

Me

Benzene, l-fluoro-2-(trifluoromethyl)-

F
I

. Ill li ll III ll. ill 1 .111 1 1 1 L.till
10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

1 ,

180 170 180 190 200 210 220 230 240 250 280 270 ->»•'



5414 EPA/NIH MASS SPECTRAL DATA BASE 164

164 C7H4F4 402-44-8

Benzene, l-fluoro-4-(trifluoromethyl)-

F

F

100

80

60

40

20

0

100

80

80

40

20

0

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

II. .1 .1 .ll I. .1. .1 . . 1 i

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

164 C8H8N2O2 74231-53-1
2-Pyridinecarboxaldehyde, O-acetyloxime, (E)-

164 C8H8N2O2 74231-54-2
4-Pyridinecarboxaldehyde, O-acetyloxime, (2£)-

: NOAc

i III |..U l . l J

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

164 C8H8N2O 2

3-Pyridinecarboxaldehyde, O-acetyloxime, (E)-

CH=NOAc

74231-55-3

100

80

60

40

20

0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
I» -M". r

1 n*

164 C8H8N2S 1477-42-5
2-Benzothiazolamine, 4-methyl-

100

80

60

40

20

0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

y.. I
,

Jl ,1. tj.
,

164 C9H8OS 3528-17-4
4//-l-Benzothiopyran-4-one, 2,3-dihydro-

o

164 CgHsOS 4426-76-0
li7-2-Benzothiopyran-4(3/T)“One

o

164 C9H80 3 15206-55-0
Benzeneacetic acid, a-oxo-, methyl ester

PhCOC(O) OMe



164 EPA/NIH MASS SPECTRAL DATA BASE 5415

164 C10H 12O2 490-91-5
2,5-Cyclohexadiene-l,4-dione, 2-methyl-5-(l-methylethyl)-

0

0

100

80

00

40

20

0

100

80

00

40

20

0

164 C 10H12O 2 2210—79—9
Oxirane, [(2-methylphenoxy)methyl]-

A ,iiii dj ui i_i

10 20 30 40 50 80 70 80 90 100 110 120 130 140 50

100 170 100 100 200 210 220 230 240 250 200 270 280 290 300

100

80

00

40

20

0

100

80

00

40

20

0

164 C 10H12O2 2438-04-2
Benzoic acid, 2-(l-methylethyl)-

Pr-I

ill L ilu.. , -il _i ill a 1 ll _1L
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

100 170 100 190 200 210 220 230 240 250 200 270 280 290 300

164 C 10H 12O2 5651-47-8
Benzoic acid, 3-(l-methylethyl)-

100

80

00

40

20

0
10 20 30 40 50 00 70 80 90 100 110 120 130 140 150

100

00

00

40

20

0
100 170 180 190 200 210 220 230 240 250 200 270 280 290 300

164 C 10H 12O2 14920-81-1
Benzoic acid, 2,6-dimethyl-, methyl ester

164 C 10H12O2 15012-36-9
Benzoic acid, 2,3-dimethyl-, methyl ester

C( 0) OMe

Me

164 C 10H12O2 38824-30-5
l-Benzoxepin-3-ol, 2,3,4,5-tetrahydro-



6416 EPA/NIH MASS SPECTRAL DATA BASE 164

164 C10H12O2 58940-75-3
4-Cyclopentene-l,3-dione, 4-(3-methyl-2-butenyl)-

Me
I

CH 2 CH=CMe

0

100

80

00

40

20

0

100

00

00

40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

1 1 — 1 1

1. jlL
.

.Hlil.l .1Li L.llk hh 1, |,|
.

1,11 1
' T1111

I M
"™

,
. ^ ,

r

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

164 C10H12O2 66708-19-8
lif-Indene-l,6(2H)-dione, 3,3a,4,5-tetrahydro-3a-methyl-

100

80

60

40

20

0

100

80

60

40

20

0

164 C10H12O2 69956-61-2
Benzo[3,4]cyclobuta[l,2-b]-l,4“dioxin, 2,3,4a,4b,8a,8b-hexahydro-

100

80

60

40

20

0

100

80

60

40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

164 C 10H 12O2 74708-72-8
Cyclobuta[l,2:3,4]dicyclopentene-l,4-dione, octahydro-, (3aa,=

3ba,6aa,6b/3)-

0

80

60

40

20

In, 1,1.1 ,..ll
,

lL, 1.1,1- jii

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

80-

60-

40-

20-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

164 C 10H12O2 75364-51-1
Cyclopenta[e]pyran-3(4if)-one, 4a,5-dihydro-4,7-dimethyl-

Me

164 CioHx2S 4370-78-9
1-Benzothiepin, 2,3,4,5-tetrahydro-

164 CioHieSi 19024-47-6
Silane, 1,3-heptadiynyltrimethyl-

Me
1

PrCiCCsCSI Ms
I

Me

100j— —— —
80-

80-

40

20 -

0 1 1
.

t
... >. !

, j f*
I,

1
*.1|

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



164 EPA/NIH MASS SPECTRAL DATA BASE 5417

100 ]

—

.

00 -

00 '

40-

I

0 *" I
—

| 1 I I I 1 I I I I

ISO 170 ISO 100 200 210 220 200 240 2S0 200 270 200 200 900

164 CnHieO 103-05—9
Benzenepropanol, a,a-dimethyl-

OH
I

PhCHj CH2 CMo
I

Mo

00 100 110 120 100 140 ISO

164 CnHieO 583-03-9
Benzenemethanol, ar-butyl-

Ph
I

Mo(CHi ) jCHOH

164 CnHieO 4917-90-2
Benzene, l-methoxy-4-(1-methylpropyl)-

164 CnHieO 10521-91-2
Benzenepentanol

Ph( CHj ) s OH

100

so

00

40

to

0
10 20 30 40 60 60 70 30 30 100 110 120 130 140 160

0 >1^ 1* * r*Ll IK si . * . 1* r—Lr

164 CnHieO 18272-84-9
Benzene, l-butyl-4-methoxy-

164 CnHieO 63922-42-9
5-Hepten-3-yn-2-one, 6-methyl-5-(l-methylethyl)-

Mo

In
Mo COC : CCCHMs

164 C12H20 25091-24-1
3-Dodecen-l-yne, (Z)-

HC 5CCH sCH( CHj ) j Mo

164 C 12H2o 25091-25-2
3-Dodecen-l-yne, (E)-

HC!CCH<CH( CHo ) 7 Me

100 170 130 130 200 210 220 230 240 260 260 270 230 230 300



5418 EPA/NIH MASS SPECTRAL DATA BASE 164

164 C12H20 68779-12-4
Cyclohexane, l,5-diethenyl-2,3-dimethyl-, (la,2/8,3/8,5/3)-

MV yV -CH SCH2

27
CH:CH 2

..I 1. i
,

lli. J
||, |, I ,,

l>, 1, ll i

10 20 30 4< 60 60 70 )0 30 100 110 120 130 140 150

•
!

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

164 C12H20 68779-14-6
Cyclohexane, l,5-diethenyl-2,3-dimethyl-, (la,2a,3a,5/8)-

CH : CH 2

CH=CH 2

LJ Li -4 iii—Ll—

u

10 20 30 40 60 90 70 80 90 100 110 120 130 140 150

164 C12H20 69219-08-5
Bicyclo[2.2.1]heptane, 2-(l,l-dimethyl-2-propenyl)-

Or
CCH:CH2

164 C 12H20

Tricyclo[4.2.1.02 -5]nonane, 3,3,4-trimethyl-

69219-09-6

Me

Me

160 170 ISO 190 200 210 220 230 240 250

164
l-Dodecen-3-yne

C12H20

H 2 C=CHC:C(CH 2 ) 7 Me

74744-36-8

160 170 180 190 200 210 220 230 240 250

164 C 12H20

2-Dodecen-4-yne, (Z)-

Me ( CH 2 ) 9 C : CCH = CHMe

74744-37-9

160 170 180 190 200 210 220 230 240 250

164 C12H20

2-Dodecen-4-yne, (E)-

Me ( CH 2 ) e C : CCH • CHMe

74744-38-0

164 C 12H20

4-Dodecen-2-yne, (Z)-

Me( CH 2 ) 9 CH =CHC:CMe

74744-39-1

._1L ll . - -fl.Ul8 1 L..J ii lL L i i_

10 20 30 40 50 80 70 60 90 100 110 120 130 140 ISO

10 20 30 <0 50 60 70 80 90 100 110 120 130 140 150 180 170 180 190 200 210 220 230 240 250 260 270 280 290 300



165 EPA/NIH MASS SPECTRAL DATA BASE 5419

164 C 12H20 74744-40-4
4-Dodecen-2-yne, (E)-

?4e ( CH2 ) e CH s CHC ! CM«

100

80

60

40

80

0

100

80

60

40

80

0

164 C12H20 74792-98-6
Spiro [2.4]heptane, 1,2,4,5-tetramethyl-6-methylene-

10c

so

60

40

20

0

100

SO

60

40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

LI, ij. llL 1
Li !l lL L 1 •

10 20 30 40
VVIVV..I...
50 60 70 80 90 100 110 120 130 140 160

I f 1—1 I 1 Ill ! I I I I I

160 170 ISO 190 200 210 220 230 240 250 260 270 260 290 300

164 C 12H20 74806-57-8
Cyclohexane, l,5-diethenyl-2,3-dimethyl-, (la,2a,3a,5a)~

CH=CH2

165 C6H3N3O3 18772-11-7
Benzofurazan, 5-nitro-

10 20 30 40 50 60 70 60 90 100 110 120 130 140 160

100

SO

60

40

20

0
160 170 160 190 200 210 220 230 240 250 260 270 260 290 300

165 CgHvNOa
Ethanone, l-(3-nitrophenyl)-

121-89-1

165 C8H7NO3

Benzoic acid, 4-nitroso-, methyl ester

13170-28-0

C( 0) OMe

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

165 C9H 11NO2 582-33-2
Benzoic acid, 3-amino-, ethyl ester

nh 2

100

so

60

40

20

0

100

60

60

40

20

0
160 170 ISO 190 200 210 220 230 240 250 260 270 280 290 300

1 J . — 1 1. ,

10 20 30 40 50 60 70 SO 90 100 110 120 130 140 150

1 —.—.—.—.—.—.—

_



5420 EPA/NIH MASS SPECTRAL DATA BASE 165

165 C9H11NO2 619-84-1
Benzoic acid, 4-(dimethylamino)-

100 170 180 190 200 210 220 230 240 250 200 270 280 290 300

165 C9H11NO2

Benzamide, iV-(2-hydroxyethyl)-
18838-10-3

HOCH2CH2 NHCOPh

165 CioHisNO 91-68-9
Phenol, 3-(diethylamino)-

Et
1

OH

165 CioHisNO 92-50-2
Ethanol, 2-(ethylphenylamino)-

Ph
I

HOCH2 CH2 NE t

100

80

80

40

20

0
10 20 30 40 50 80 70 80 90 100 110 120 130 140 160

100

80-

60 -

40-

20 -

r "i -
i r 1

! i i i "-tt - 1

"i i i i i i

180 170 180 190 200 210 220 230 240 260 260 270 280 290 300

165 CioHuNO 321-98-2
Benzenemethanol, a-[l-(methylamino)ethyl]-, [S-(i?*,S*)]-

Me

I I

MeNHCHCHOH

100-

80-

80-

40-

20-

....
,

L 1 .. r
10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

165 CioHwNO 539-15-1
Phenol, 4-[2-(dimethylamino)ethyl]-

165 CioHisNO 66054-34-0
lif-Pyrrole-2-carboxaldehyde, 5-methyl-l-(2-methylpropyl)-

165 CioHieNO 69611-51-4

Benzeneethanol, 2-amino-a,j8-dimethyl-

Me

100

80

80

40

20

0
10 20 30 40 60 80 70 80 90 100 110 120 130 140 150



166 EPA/NIH MASS SPECTRAL DATA BASE 5421

ISO 170 180 190 200 210 220 230 240 250 280 270 280 290 300

165 C 10H 16NO 75364—48—6
l-Azabicyclo[2.2.2]octane-2-carboxaldehyde, 5-ethenyl-, [4S-

(4a,50)]-

HjC'CH

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

166 B 2H4 .2F2HP 32618-90-9
Phosphonous difluoride, compd. with diborane(4) (2:1)

H 2 BBH 2 *2 FPHF

11,11 III ll 1 1
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

166 C 4H6N2OS.CIH 55889-47-9
2(3H)-Thiazolimine, 3-hydroxy-4-methyl-, monohydrochloride

Nn

A,<
'A

166 C4HnBrSi
Silane, (bromomethyl)trimethyl-

18243-41-9

Br CH 2 SI Me
I

Mo

280 290 300

166 CeHisOsP
Phosphonic acid, ethyl-, diethyl ester

78-38-6

Et
I

EtOPOEt

280 290 300

166 C6H15O3P
Phosphorous acid, triethyl ester

122-52-1

OEt
I

EtOPOEt

,
- ,

ll,. 1., ,ll. ll - 1 , 1-..
10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

280 290 300

166 C6H 15O 3P
Phosphonic acid, bis(l-methylethyl) ester

1809-20-7

II

1 -Pr OPHOPr -1

1 ll

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300



5422 EPA/NIH MASS SPECTRAL DATA BASE 166

166 C7H6N2O3

Benzamide, 4-nitro-

619-80-7 166 C7H12CI2

Cycloheptane, 1,2-dichloro-, cis-

32718-96-0

80 •

80-

166 C7H12CI2 32616-83-4
Cycloheptane, 1,2-dichloro-, trans-

100

80

60

40

20

0
10 20 30 40 50 80 70 80 80 100 110 120 130 140 150

166 C7H12CI2 32616-84-5
Cycloheptane, 1,3-dichloro-, trans-

ci

100

80

80

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

166 C7H12CI2 32718-94-8
Cycloheptane, 1,3-dichloro-, cis-

ci

ijj—Jl Is

•

ULLJ“-Jj—1—.—1—.—l-J
i 1 1 n 1—

i

1 t— r 1
1 t t— 1

10 20 30 40 50 60 70 80 80 100 110 120 130 140 150

166 C7H12CI2 32718-95-9
Cycloheptane, 1,4-dichloro-, cis-

100

80

60

40

20

0
10 20 30 40 50 80 70 80 80 100 110 120 130 140 ISO

166 C8H10N2O2 619-31-8
Benzenamine, iV^V-dimethyl-3-nitro-

Me
I

NO:

166 C8H10N2O2 6972-71-0
Benzenamine, 4,5-dimethyl-2-nitro-

NOs

Me

J llllllll ill 1 ill- _L ^
10 20 30 40 60 60 70 80 90 100 110 120 130 140 150

166 C8H10N2O 2 75083-35-1
2,5-Cyclohexadiene-l,4-dione, 2,5-bis(aminomethyl)-

100

80

80

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



166 EPA/NIH MASS SPECTRAL DATA BASE 5423

<80 <70 <80 < 90 200 2<0 220 230 240 250 280 270 280 290 300

166 C8H 13F3

2-Octene, 1 , 1 ,2-trifluoro-

74810-70-1

M8(CH 2 )4CH=CCHF

166 C8H 14N4

5-Cyclooctene-l,2-dione, dihydrazone, (?,?,Z)-

75627-03-1

NNH2

cy

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

166 C9H10O3

Benzenemethanol, 4-methoxy-, formate
122-91-8

XT'

—.—.—.—,—,—1—1

—

d1— ,—,

—

10 20 30 40 50 50 70 80 00 100 110 120 130 140 150

166 C9H 10O3 492-88-6
Benzaldehyde, 3-ethoxy-2-hydroxy-

0H

166 C 9H 10O3 7151-68-0
Benzoic acid, 3-methoxy-4-methyl-

Me

<X“
CO2 H

166 C 9H14N2O 24168-70-5
Pyrazine, 2-methoxy-3-(l-methylpropyl)-

Bu-s

166 C9H 14N 2O 24683-00-9
Pyrazine, 2-methoxy-3-(2-methylpropyl)-

Bu-I

100

80

80

40

20

0
10 20 30 40 50 80 70 80 00 100 110 120 130 140 150



5424 EPA/NIH MASS SPECTRAL DATA BASE 166

160 170 180 190 200 210 220 230 240 250 280 270 280 280 300

166 C9H14N2O 40131-43-9
8-Azabicyclo[3.2.1]octane-3-carbonitrile, 3-hydroxy-8-methyl-

HO,

NCXD-

166 C10H11CI
Benzene, l-chloro-4-(l-methylenepropyl)-

21758-20-3

ch 2
11

CEt

166 C10H14O2 490—10—8
Cyclopenta[c]pyran-1(4aff)-one, 5,6,7,7a-tetrahydro-4,7-dimethyl-

. .. ,.l 1 luL ljJiI iL i ..lllllllllll
10 20 30 40 50 00 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

166 C10H14O2

1,4-Benzenediol, 2-(1 ,1-dimethylethyl)-
1948-33-0

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

166 C10H14O2 5951-57-5
Cyclopentaneacetaldehyde, 2-formyl-3-methyl-a-methylene-

ch 2
. 11

/V^-CCHO

Me CH =0

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

160 170 180 180 200 210 220 230 240 250 260 270 280 290 300

166 C10H14O2

Benzene, [(ethoxymethoxy)methyl]-
54673-14-2

E t OCH2 OCH2 Ph

166 C10H14O2 66708-23-4
lif-Indene-1,6(2/D_dione, hexahydro-3a-methyl-



166 EPA/NIH MASS SPECTRAL DATA BASE 5425

100

80

60

40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

166 C 10H 14O2 69745-70-6
3-Cyclopenten-l-one, 2-hydroxy-3-(3-methyl-2-butenyl)-

100

80

60

0

100

80

60

40

20

0

166 C 10H14O2 72403-14-6
Benzenemethanol, a-ethyl-2(or 5)-hydroxy-5(or 2)-methyl-

EtCHOH

166 C 10H 14O2 74367-01-4
2-Propenoic acid, 3-(cyclohexenyl)-, methyl ester

0) OMe

- 2 H

166 C 10H 14O 2 74367-15-0
Acetic acid, (2-methyl-2-cyclohexen-l-ylidene)-, methyl ester

aCHC(O) OMe

Mo

166 C 10H 14O 2 75332-42-2
2-Cyclopentene-l-acetaldehyde, 2-formyl-a,3-dimethyl-

166 C 10H 14O 2 75363-59-6
2f/-Pyran-2-one, 5,6-dihydro-6-(2-pentenyl)-, (Z)-

100

80

60

40

20

0

100

80

60

40

20

0

166 C10H15P 36050-92-7
Phosphine, methyl(l-methylethyl)phenyl-

Pr-I

MePPh

100

60

60

40

20

0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

0



5426 EPA/NIH MASS SPECTRAL DATA BASE 166

100 170 180 190 200 210 220 230 240 260 200 270 280 290 300

166 C10H19BO
2/7-1,2-Oxaborin, 2,3,3-triethyl-3,6-dihydro-

32765-44-9

166 CnHiaO 66929-99-5
Bicyclo[2.2 . 1]heptane-2-methanol, a,a-dimethyl-7-methylene-,
endo-

OH
j. I

0“

20-

ol

1

100 j—,—,—,—IM- ,
,

—

JL—, , L—n , , r-
80-

10 20 30 40 SO 60 70 80 90 100 110 120 130 140 ISO

166 C11H18O
2,4-Undecadienal, (EE)~

Me ( CH2 ) 6 CH : CHCH =CHCHO

30361-29-6

10 20 30 40 SO 80 70 80 90 100 110 120 130 140 150

180 170 180 190 200 210 220 230 240 250 260 270 280 290 300

100-

80-

60-

40-

20-

11 ill _^JlL JlJlu lL L il

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

80-

60-

40-

20-

u lflllllll*9lll(
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

166 CnHisO 63922-41-8
5-Hepten-3-yn-2-ol, 6-methyl-5-(l-methylethyl)-

Me

"? Hr
MeCHCiCCCHMe

166 CnHisO 74630-80-1
2,7-Nonadien-5-one, 4,6-dimethyl-

Me Me
I I

MeCH sCHCHCOCHCH =CHMe

166 C12H22 6790-27—8
3-Dodecyne

Me ( CH2 ) 7 C:CE t

166 C12H22 19780—12—2

5-Dodecyne

Me ( CH 2 ) 3 C:C( CH2 ) 5 Me

100

80

60

40

20

0

10 20 30 40 SO 60 70 80 90 100 110 120 130 140 150



166 EPA/NIH MASS SPECTRAL DATA BASE 5427

100 *

so*

80-

40 -

20 -

0 l
-

i 1 1 1 1
1

1 I
1 1 1

1 1 1—
ISO 170 180 180 200 210 220 230 240 260 260 270 280 280 300

166 C12H22 30651—68—4
5,7-Dodecadiene, (EJ?)-

Me ( CH 2 ) 9 CH:CHCH :CH( CH 2 ) 3 Me

166 C12H22 66552-62-3
Naphthalene, decahydro-l,5-dimethyl-

166 C 12H22 74421-09-3
Cyclopentane, 1 , 1,3-trimethyl-3-(2-methyl-2-propenyl)-

ch2
ii

Me

166 C 12H22 74630-12-9
1,5-Octadiene, 7-methyl-3-(1-methylethyP-

CH:CH 2

Me Me
I I I

MeCHCH : CHCH2 CHCHMe

166 C12H22 74630-13-0
3,7-Decadiene, 2,9-dimethyl-

Me Me
I I

MeCHCH =CHCH 2 CH2 CH =CHCHMe

166 C12H22 74663-76-6
Cyclopropane, 2-(l,l-dimethyl-2-pentenyl)-l,l-dimethyl-

Me

Me I

CCH=CHEt
I

Me

166 C 12H22 74685-27-1
2,4-Dodecadiene, (E,Z)~

Me ( CH 2 ) e CH =CHCH = CHMe

100

00

00

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



5428 EPA/NIH MASS SPECTRAL DATA BASE 166

100

80

60

40

20

0

166 C 12H22 74793-73-0

Bicyclo[2.2.1]heptane, 2-(3-methylbutyl)-

Me

CHz CH 2 CHM©

210 220 230 240 250 280 270 280 290 300

167 C2H402.Ag 563-63-3

Acetic acid, silver(l+) salt

H02 CM« • Ag ( 1 >

167 C7H5NO4 2620-44-2
1,3-Benzodioxole, 5-nitro-

167 C 7H5NS2

Thiazole, 2-(2-thienyl)-

42140-95-4

10 20 30 40 60 80 70 80 60 100 110 120 130 140 160

167 CsHgNOs
Benzeneethanol, 4-nitro-

100-27-6

180 170 180 160 200 210 220 230 240 260 280 270 280 280 300

167 C9H10C1N
Ethanamine, 2-chloro-iV-(phenylmethylene)-

Cl CH2CH 2 N = CHPh

70509-19-2

' H1*—.

—

1 S —
10 20 30 40 60 80 70 80 80 100 110 120 130 140 150

A . r-

167 C9H13NO2 2199-44-2
lH-Pyrrole-2-carboxylic acid, 3,5-dimethyl-, ethyl ester

H
>LMa«_>'”V

i
^C(0)0Et

, Jl ill . 1

10 20 30 40 50 60 70 80 80 100 110 120 130 140 150

;

160 170 180 180 200 210 220 230 240 250 260 270 280 280 300



168 EPA/NIH MASS SPECTRAL DATA BASE 5429

167 C9H13NO2 2199-45-3
lif-Pyrrole-2-carboxylic acid, 4,5-dimethyl-, ethyl ester

Cfoioet

167 C 11H21N
lif-2-Pyrindine, octahydro-2,4,7-trimethyl-

13448-21-0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

160 170 160 100 200 210 220 230 240 260 260 270 280 200 300

167 C9H13NO2 35011-31-5
lii-Pyrrole-2-carboxylic acid, 5-ethyl-, ethyl ester

C(O) OEt

160 170 180 ISO 200 210 220 230 240 2S0 260 270 280 290 300

167 C 11H21N
1 l-Azabicyclo[4.4. 1 ]

undecane, 1 1-methyl-
72101-37-2

00

10 20 30 40 50 60 70 80 60 100 110 120 130 140 150
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

167 C9H13NO2 69687-81-6
lH-Pyrrole-2-carboxylic acid, 3-ethyl-, ethyl ester

C( O) OE t

168 C3H2F60
2-Propanol, 1,1, 1,3,3,3-hexafluoro-

0H

f| F
I I I

FCCHCF
I I

F F

920-66-1

•L, JJ

100-

80-

60-

40-

20-

I, 1 I

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
0 J

1 1 F 1 Y
10 20 30 40 5(

»
‘

80 70

4-—

J

JO 90

[r » 1 1
^

—

00 110 120 130 140 150

100-

80 -

60-

J
,

160 170 180 190 200 210 220 230 240 250 260 27 0 280 290 300

40-

20-

0 J
1 *1 1

1 1 T 1 1 1 1 1 1

167 C9H13NO2

Cyclohexanol, ethynyl-, carbamate
72347-67-2

168 C4H6BrCl
Cyclobutane, l-bromo-3-chloro-

4935-03-9

sc~0~0C(0)NH 2 0
C

- ulUiLiiLIL 1 . 1, .

. , If r* •—r* I-A-, 1 J f—

T

, r^L-,
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



5430 EPA/NIH MASS SPECTRAL DATA BASE 168

100] ——
80-

80-

40-

20-

0 l * I l
—

-I l I I 1 I I
" I 1 1 1——I—

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

168 CeHeChCte 53009-77-1

2,4-Pentanedione, 1,1-dichloro-

ci
i

MeCOCH2 COCHCI

168 C6H12O4S 74792-80-6
1,2-Propanediol, 2-methyl-, 1-methanesulfonate

OH
I

MeS02 OCH2 CMe
I

Me

168 C5H12S3 53897-66-8
Disulfide, methyl l-(methylthio)propyl

Et

MeSSCHSMe

168 C6H12S3 69078-84-8
Disulfide, methyl l-methyl-l-(methylthio)ethyl

Me
I

MeSSCSMe
I

Me

100 ]

80

80-

40-

o- ——r—1 1 J h i, I,|
,

I—, , 1 1
—

i 1 1 1—
10 20 30 40 SO 60 70 80 90 100 110 120 130 140 ISO

168 C7H8N2O3 96—96-8
Benzenamine, 4-methoxy-2-nitro-

o2 n

h 2 n

100

80

60

40

20

0

100

80

60

40

20

0

168 C7H8N2O3 99-59-2
Benzenamine, 2-methoxy-5-nitro-

o2

100

80

80

40

20

0

100

80

80

40

20

0

168 C8H8N2.C1H 53641-66-4
Benzeneacetonitrile, a-amino-, hydrochloride

—JM:

TTTTTTTTT

L Jill. Ji L ...llJ 1-> , .1* 1 t l M
i r" I

" 1— —r~ —r— i
——

r

r-~ 1
—

1 i
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

,, Jl| --7- -.; | r , , , | r — — T—
160 170 180 190

.
200 210 220 230 240 250 260 270 260 290 300

5

.. 11 it Jill iill L „.! i.i i i- '
11 1 14 1 1 V 1 1 1

10 20 30 40 50 60 70 80 90 100 110 12c 130 140 150

i
- “i i i i i i i

1

i \ i r—i i i

180 170 180 180 200 210 220 230 240 250 260 270 280 290 300

CN
I

H 2 NCHPh * HCI

100

80

60

40

20

0

168 C8H8O4 480-66-0
Ethanone, l-(2,4,6-trihydroxyphenyl)-

OH

100

80

60

40

20

0

100

80

90

40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

A
20 30 40 50 90 100 110 120 130 140 150



168 EPA/NIH MASS SPECTRAL DATA BASE 5431

168 CgHsCU
Benzoic acid, 3,5-dihydroxy-, methyl ester

2150-44-9

160 170 160 100 200 210 220 230 240 250 260 270 280 290 300

168 CsHsCL
3,5-Cyclohexadiene-l ,2-dione, 4,5-dimethoxy-

21086-65-7

168 C9H9FO2

Benzoic acid, 4-fluoro-, ethyl ester

451-46-7

C(0)oet

10 20 30 40 60 #0 70 80 90 100 110 120 130 140 160

180 170 180 1»0 200 210 220 230 240 260 280 270 280 290 300

168 C9H12O3

Benzene, 1,3,5-trimethoxy-
621-23-8

180 170 180 190 200 210 220 230 240 260 280 270 280 290 300 180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

168 C8H12N2O2

Hexane, 1,6-diisocyanato-

OCN( CH 2 ) e NCO

822-06-0

iji. X, 4 J .

'll
,

168 CsHi6N4 37882-92-1
lH.SHJH.llH-Dipyrazolotl^-air^'-dni^^SJtetrazine, tet=
rahydro-

0^0
1 .N 1

10 20 30 40 60 80 70 80 90 100 110 120 130 140 160

168 C9H12O3

1,3-Isobenzofurandione, hexahydro-5-methyl-
19438-60-9

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

168 C9H 16N2O 67969-57-7
2H-Imidazol-2-one, l-(l,l-dimethylethyl)-l,5-dihydro-5,5-
dimethyl-

10 20 30 40 50 60 70 60 90 100 110 120 130 140 150

160 170 160 190 200 210 220 230 240 250 260 270 260 290 300



5432 EPA/NIH MASS SPECTRAL DATA BASE 168

168 C9H17BO2

Boron, diethyl(2,4-pentanedionato)-

,ch 2 m«

ch 2 m«

19469-60-4

100*

80-

60*

40*

20*

. JL J
10 20 30 40 SO 60 70 80 90 100 110 120 130 140 ISO

168 C 10H13CI 36383-14-9

Benzene, l-chloro-4-(l-methylpropyl)-

168 C10H13CI 72403-13-5
Benzene, chloromethyl(l-methylethyl)-

168 CioHi602 490-03-9
2-Cyclohexen-l-one, 2-hydroxy-3-methyl-6-(l-methylethyl)-

OH

c

1 1 ill ,,l
'i

10 20 30 40 SO 60 70 80 00 100 110 120 130 140 150

168 C10H16O2 3491-2^7
l,7-Octadien-3-ol, acetate

CH:CH 2
I

H2 C=CH(CH 2 ) 3 CHOAc

100

80

80

40

20

0

100

80

60

40

20

0
160 170 180 190 200 210 220 230 240 280 200 270 280 290 300

~ -li-i-. J. - 1 1 _
, , ‘*1 1 r —

“

r- t > r- * M
1

*
t* 1

10 20 30 40 SO 60 70 80 90 100 110 120 130 140 150

T "I "I- —r — T- 1—T'"'
I—T T m

I -I-" I

168 CioHi602 5688-48-2
3-Cyclohexene-l-carboxylic acid, 3,4-dimethyl-, methyl ester

168 C10H16O2 15259-78-6
Cyclopropanecarboxylic acid, 2,2-dimethyl-3-(2-methyl-l-

propenyl)-, cis-

Me

I

Me



168 EPA/NIH MASS SPECTRAL DATA BASE 5433

168 CioHieOz 22841-82-3
3-Oxabicyclo[4.1.0]heptan-2-one, 4,4,7,7-tetramethyl-

180 170 180 100 200 210 220 230 240 2«0 200 270 280 280 300

168 CioHi602 30460-72-1
2,7-Octadien-l-ol, acetate, (Z)-

Hi C = CH ( CH2 ) 3 CH 1 CHCHj OAC

168 C 10H 16O2 30460-73-2
2,7-Octadien-l-ol, acetate, (E)-

H 2 C:CH(CH 2 ) jCH:CHCH 2 OAc

168 CioH1602 54783-36-7
2-Cyclohexen-l-one, 2-hydroxy-6-methyl-3-(l-methylethyl)-

OH

I

100

80

60

40

20

0
10 20 30 40 50 00 70 00 80 100 110 120 130 140 150

168 C 10H 16O2 60066-50-4
Cyclopropanecarboxylic acid, 3-ethenyl-2,2-dimethyl-, ethyl ester

Me

ch=ch 2

100

00

00

40

20

0

100

80

00

40

20

0

168 C 10H16O 2 61833-30-5
1-Cyclopentene-l-propanoic acid, /3-methyl-, methyl ester

Me
1

CHCH2 C( 0) OMe

100

80

JO

40

20

0

100

80

00

40

20

0

168 C10H 16O 2 66465-72-3
1-Cyclohexene-l-carboxaldehyde, 5-hydroxy-2,6,6-trimethyl-

Me

• i 1 1 1 i “""I I" — l— ~
T -"T f T T T

-

100 170 180 190 200 210 220 230 240 250 200 270 200 290 300

Me /



5434 EPA/NIH MASS SPECTRAL DATA BASE 168

168 C10H16O2 67400-99—1
2i/-Oxecin-2-one, 3,4,7,8,9,l(Hiexahydrc>-10-methyl-, (Z)-(±)-

168 C10H16O2 70429—50—4
2-Cyclohexene-l-carboxaldehyde, 5-hydroxy-2,6,6-trimethyl-

Me

1 ‘i 1 1 1 t 1™"
~r 1 1 1 t

—-r 1 1

160 170 180 190 200 210 220 230 240 260 280 270 280 290 300

168 C10H16O2 74779-76-3
Cyclopropanecarboxylic acid, 3-(3-butenyl)-2,2-dimethyl-

co2 h

Me "7 XH 2 CH 2 CH = CH 2
Me

168 C10H20N2 25186-09-8
2-Pentenal, 2-methyl-, diethylhydrazone

Et Me
I I

Et NN :CHC = CHE

t

,
!| 1, , i ! .I|L .Jllll II L ii|L n i

10 20 30 4C 60 60 70 80 90 100 1 10 120 130 40 160

168 C10H20N2 25186-14-5
Pentanal, 2-methylene-, diethylhydrazone

H 2 C Et
II I

Pr CCH = NNE

t

168 C 10H20N2 25186-15-6
Butanal, 3-methyl-2-methylene-, diethylhydrazone

V If’
E t NN = CHCCHMe

168 C10H20N2 25290-27-1
2-Butenal, 2,3-dimethyl-, diethylhydrazone

Me

Et Me
I I I

EtNN=CHC=CMe

168 C 10H20N2 30834-74-3
2-Propanamine, N^/V'-l,2-ethanediylidenebis[2-methyl-

t-BuN:CHCH:NBu-t

—, , ..L -i.li —I S H -1-! *** 1 p 1*1 1

—

-t——1
• “

i
-
*i 1

-—-
i v" 1

1 ••
1 r* - t-

10 20 30 40 50 60 70 80 90 100 110 120 130 140 ISO



168 EPA/NIH MASS SPECTRAL DATA BASE 5435

160 170 180 100 200 210 220 230 240 250 280 270 280 200 300

168 CioH2oSi

Silane, (3,3-dimethyl-l-pentynyl)trimethyl-

61227-97-2

Me Me
I I

MeSI CiCCEt

10 20 30 40 60 80 70 80 00 100 110 120 130 140 ISO

180 170 180 100 200 210 220 230 240 250 280 270 280 200 300

168 CioHiwSi
Silane, (l,l-dimethyl-2-pentynyl)trimethyl-

61227-99-4

\T
E t C : CCS I Me

180 170 180 100 200 210 220 230 240 2S0 280 270 280 200 300

168 C11H8N2

Imida2o[2,l-a]isoquinoline

234-70-8

168
10-Undecenal

CllHaO

H 2 C = CH ( CH 2 ) a CHO

112-45-8

168
Undecenal

C 11H20O

Me( CH 2 )

0

CHO -2H

1337-83-3

10 20 30 40 SO 80 70 80 00 100 110 120 130 140 ISO

160 170 180 180 200 210 220 230 240 2S0 280 270 280 290 300

168 C 11H20O
Cyclohexanone

,
4—(1,1-dimethylpropyl)-

16587-71-6

XT'

Me
I

CEt

10 20 30 40 SO 60 70 80 90 100 110 120 130 140 150

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

168
l-Undecyn-4-ol

C 11H20O

HC:CCH 2 CH(CH 2 )eMe

22127-86-2

10 20 30 40 60 60 70 80 90 100 110 120 130 140 150



5436 EPA/NIH MASS SPECTRAL DATA BASE 168

168
>

C 12H24 5698-48-6

Undecane, 5-methyIene-

ch 2
11

Me ( CH 2 ) 5 C( CHj ) 3 Me

168 C12H24 7206-13-5
2-Dodecene, (E)-

Me ( CH 2 ) a CH =CHMe

168 C12H24 7206-14-6
3-Dodecene, (E)-

168 C12H24 7206-16-8
5-Dodecene, (E)-

Me ( CH 2 ) 3 CH : CH ( CH 2 ) 5 Me

168 C12H24 7206-17-9
6-Dodecene, (E)-

Me ( CH 2 ) 4 CH : CH ( CH 2 ) 4 Me

168 C 12H24 7206-26-0
2-Dodecene, (Z)-

Me ( CH 2 ) a CH = CHMe

100-

60-

40-

.1 .
ll 1

20-

0- -r-“ 1
j.l

1-4 -1 —Jl 1 ..iHi Jl j, ...

10 20 30 40 50 60 70 80 80 100 110 120 130 140 150

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

160 170 180 190 200 210 220 230 240 250 260 270 260 290 300

168
4-Dodecene, (E)-

Cl2H24

Me ( CH 2 ) e CH =CHPr

7206-15-7

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

168
5-Dodecene, (Z)-

C12H24

Me ( CH 2 ) 3 CH :CH( CH 2 ) 6 Me

7206-28-2

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



168 EPA/NIH MASS SPECTRAL DATA BASE 5437

168 C12H24 7239-23-8
3-Dodecene, (Z)-

Me(CH2)7CH = CHEt

100

SO

so

40

20

0

100

00

60

40

20

0

168 C 12H24 22370-55-4
1-Undecene, 10-methyl-

M*
1

H 2 C 5 CH ( CH 2 ) 7 CHMe

100

A
60

40

20

0

100

80

60

40

20

0

168 C12H24 28665-57-8
4-Undecene, 2-methyl-, (E)-

Me
I

Me ( CH 2 ) s CH :CHCH 2 CHMe

100

00

00

40

20

0

100

00

00

40

20

0

168 C 12H24 39546-85-5
5-Undecene, 8-methyl-, (E)-

Me
1

Me ( CH 2 ) 3 CH 2 CHCH 2 CHP

r

100

00

00

40

20

0

100

00

00

40

20

0
160 170 160 190 200 210 220 230 240 260 260 270 260 290 300

U_J 1 JL -U

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

i
"

1
’~T - 1

f
11 11 t 1 1 1

ill J
. Ji L ,

,

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

il, i, .

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

il i di _ Ji 1. ,.iIL Ji.
.

(

i
, ,

10 20 30 40 60 60 0 80 90 100 110 120 130 140 160

l

160 170 160 190 200 210 220 230 240 260 260 270 280 290 300

168 C12H24 41851-94-9
4-Undecene, 5-methyl-, (E)-

Me
I

Me(CH 2 )sC = CHPr

168 C12H24 54290-40-3
3-Hexene, 2,2,3,4,5,5-hexamethyl-, (E)-

M«3 cc =

Me

Me
I

CCMea

10 20 30 40 50 SO 70 80 90 100 110 120 130 140 ISO

168 C12H24
2-Undecene, 3-methyl-, (Z)-

57024-90-5

Me
I

Me ( CH 2 ) 7 C = CHMe

100

80

80

40

20

0

100

80

80

40

20

0

168 C 12H24 57024-93-8
5-Undecene, 5-methyl-, (Z)-

Me
1

Me(CH 2 )sC = CH(CH 2 )«Me

100

80

80

40

20

0
10 20 30 40 60 60 70 60 90 100 110 120 130 140 160

LUj . } , , ,



5438 EPA/NIH MASS SPECTRAL DATA BASE 168

180 170 180 190 200 210 220 230 240 260 280 270 280 290 300

168 C12H24
4-Octene, 2,2,3,7-tetramethyl-, [S-(jE)]-

Me Me
1 I 1

MeCHCH2 CH * CHCHCMe
I

Me

63865-57-6

168 C12H24
4-Octene, 2,3,6,7-tetramethyl-

63830-66-0

Me|
j

Me

MeCHCHCH=CHCHCHMe

180 170 180 190 200 210 220 230 240 260 280 270 280 290 300

168 C12H24
4-Nonene, 2,3,3-trimethyl-, (E)-

Me ( CH 2 ) 3 CH : CHCCHMe

Me

63830-67-1

168 C12H24
4-Nonene, 2,3,3-trimethyl-, (Z)-

63830-68-2

If

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

M « 1 1 111

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

168 C12H24 64723-36-0
Cyclopropane, l-(2-methylbutyl)-l-(l-methylpropyl)-

Bu-s
CH2 CHCH2 Me

I

Me

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

168 C12H24
Undecane, 3-methylene-

ch 2
11

Me ( CH 2 ) 7 CE t

71138-64-2

. , In li__J 1. ...l. r — • -*i i

—

10 20 30 40 SO 80 70 90 100 110 120 130 140 ISO

Me ( CH 2 ) 3 CH: CHCCHMe

Me

100 j-

80 -

60-

40-

20-

o J-

, , II, Jj ,

III
,

1 t-J 1

180 170 180 190 200 210 220 230 240 2S0 280 270 280 290 300

168 C12H24
2-Decene, 2,4-dimethyl-

74421-03-7

Me Me
I I

Me C J CHCH ( CH 2 ) s Me

—a Jj—_JL-—Ji

10 20 30 40 SO 80 70 90 100 110 120 130 140 150



168 EPA/NIH MASS SPECTRAL DATA BASE 5439

100 j
80 -

80

40-

20-

0 - "i t
1

i i i
—

i » i » r*
"

i
'*

>

180 170 180 190 200 210 220 230 240 260 280 270 280 290 300

168 C 12H24 74630-38-9
1-Undecene, 5-methyl-

M©
I

H 2 C*CHCH 2 CH 2 CH(CH2 ) 6 Pyle

100 1

80 -

80-

40 -

20-

0 J
1 **r t 1 -1 1 1 -1 1 1 1 1 1 r—

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

168 C 12H24 74630-39-0
1-Undecene, 4-methyl-

Me
1

H 2 C:CHCH 2 CH(CH 2 )6M«

100 j- — - -

80 -

60
:

40-

20 -

0 ‘ i
“

1 i ’i -i 1
1

1 r t-' 1 1 i 1 1 1

—

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

168 C 12H24 74630-42-5
1-Undecene, 7-methyl-

Mfl

I

Hj C =CH( CHj ) 4 CH ( CH2 ) 3 Me

168 C12H24 74630-43-6
2-Undecene, 6-methyl-, (Z)-

Me
1

MeCH =CHCH2 CHj CH( CH 2 ) 4 Me

at- -4 -J•^4 ,1
. , .

-i-
, , ,

80 90 100 110 120 130 140 150

tJ _ ^.1 . ..111 11 1 j

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

00-

00-

40 -

20 -

oL. r , it- r i 1 1 > i i i »

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

168 C12H24 74630-40-3
1-Undecene, 8-methyl-

Me
I

H 2 C s CH ( CH 2 ) 5 CHP r

168 C 12H24 74630-41-4
1-Undecene, 9-methyl-

Me
l

H 2 C = CH( CH 2 ) e CHCH 2 Me

80 -

60 -

40 -

20-

0 * 1

1
*1 1 l l , —

t

1 1 1 1 r—

t

1 r—
160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

168 C12H24 74630-44-7
2-Undecene, 8-methyl-, (Z)-

Me

M©CHsCH(CH 2 ) 4 CHPr

100

80

80

100 - - -

80 -

80 -

40 -

20 -

0 r | | r» 1 i
—

1 --r 1 1 r 1

1
— 1 1

—

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

168 C12H24 74630-45-8
2-Undecene, 9-methyl-, (Z)-

14©
1

M© CH * CH ( CH 2 ) 6 CHCH 2 Mo

100-

80-

80-

40-

20-

ll 1 1 - L L
10 20 30 40 50 80 0 80 90 100 110 120 130 140 150

100

80

80

40

20

0
10 20 30 40 50 80 70 80 90 100 110 120 130 140 150



5440 EPA/NIH MASS SPECTRAL DATA BASE 168

100 ] —
so-

®°: •
40-

20 -

0 *
r

«^
| i y y i t t a i i t i r ' - »

160 170 160 190 200 210 220 230 240 250 260 270 280 290 300

168 C12H24 74630-46-9
2-Undecene, 9-methyl-, (E)-

Me
I

Me CH : CH ( CH 2 ) 6 CHCH 2 Mo

168 C12H24 74630-47-0
2-Undecene, 3-methyl-, (E)-

Me
I

Me ( CH 2 ) 7 C s CHMe

100

60

60

40

20

0

168 C 12H24 74630-50-5
3-Undecene, 9-methyl-, (Z)-

Me
I

E t CH : CH ( CH 2 ) 4 CHCH 2 Me

100

80

60

40

20

0

100

80

60

40

20

0

168 C 12H24 74630-51-6
3-Undecene, 2-methyl-, (2£)-

Me
I

Me ( CH2 ) e CH : CHCHMe

lL_l
.

, . 1. 1 1. ,

10 20 30 40 50 60 0 80 90 100 110 120 130 140 150

160 170 160 190 200 210 220 230 240 250 260 270 280 290 300

190 200 210 220 240 260 260 270 260 290 300

168 C 12H24 74630-48-1
3-Undecene, 2-methyl-, (Z)-

Me
I

Me (CH2 ) e CHs CHCHMe

100

80

60

40

20

0

100

80

60

40

20

0

168 C12H24 74630-52-7
3-Undecene, 6-methyl-, (E)-

Me
I

E t CH sCHCH 2 CH ( CH 2 ) 4 Me

168 C12H24 74630-49-2
3-Undecene, 7-methyl-, (Z)-

Me
I

E t CH sCHCH 2 CH 2 CH( CH 2 ) 3 Me

168 C12H24

3-Undecene, 7-methyl-, (E)-

74630-53-8

E t CH sCHCH 2 CH 2 CH( CH 2 ) 3 Me

100

60

60

40

20

0

80-

i.l ...i,

10 20 30 40

—r“
50

^ b

60 0 80 90 100 110 120 130 140 150

40-

20-

O' , ,
.4 j,

10 20 30 40 50

!

60
[ ,

ii-
.

,1
,
—

70 80 90 100 110 120 130 140 150



168 EPA/NIH MASS SPECTRAL DATA BASE 5441

100 » — ' —
80-

oo*

40 *

20-

0 -r » r r—i
1 i 1 , t- r r i

160 170 180 190 200 210 220 230 240 250 260 270 280 290 900

100

60 -

60-

40*

20-

o 1

i S i i
, , , , , ,

160 170 160 190 200 210 220 230 240 250 260 270 280 290 300

168 C 12H24 74630—54—9
3-Undecene, 9-methyl-, (E}~

E t CH : CH ( CHj ) « CHCH2 Me

168 C 12H24 74630-55-0
4-Undecene, 8-methyl-, (Z)-

Ue

Pr CH = CHCH 2 CHj CHPr

168 C 12H24

Cyclopropane, 1-hexy1-2-propyl-, cis-

Pr ( CH2 ) 5 Me

74630-58-3

100

60

60

40

20

0

100

60

60

40-

20 -

OJ i
— 1 r—1 1 1 1 1 1 1 1 1 »—

160 170 160 190 200 210 220 230 240 250 260 270 260 290 300

LdL.LiLi
10 20 30 40 50 60 0 60 90 100 110 120 130 140 150

168 C 12H24 74630-59-4
4-Undecene, 3-methyl-, (E)-

1

Me ( CH 2 ) 5 CH : CHCHCH2 Me

100

60

60

40

20

0

100

60

60

40

20

0
160 170 160 190 200 210 220 230 240 250 260 270 260 290 300

_lJ L J i 1

10 20 30 40 50 60 0 60 90 100 110 120 130 140 150

168 C 12H24 74630-56-1
4-Undecene, 9-methyl-, (Z)-

Me
1

Pr CH sCH( CH2 ) 9 CHCH2 Me

168 C12H24 74630-60-7
4-Undecene, 10-methyl-, (E)-

Me
1

P r CH : CH ( CH 2 ) 4 CHMe

100 -

60 -

60-

40 -

20-

0 ^ i *» 1 1 t > t > t r - -r 1 1 t 7-
160 170 160 190 200 210 220 230 240 250 260 270 260 290 300

168 C12H24

4-Undecene, 4-methyl-, (Z>-

74630-57-2
168 C12H24
2-Undecene, 6-methyl-, (E)-

74630-61-8

Me

100

60

60

40

20

0

10 20 30 40 50 60 70 60 90 100 110 120 130 140 150

I

Me ( CH 2 ) b CH : CPr

90 100 110 120 130 140 160

I

MeCH*CHCH 2 CH 2 CH(CH2 ) 4 Me



5442 EPA/NIH MASS SPECTRAL DATA BASE 168

100

BO-

BO-

40-

20 -

0 — 1 *1 1 1
1 I I I

" —
I 1 1 1

- 1 1 I

180 170 180 190 200 210 220 230 240 260 260 270 280 290 300

168 C 12H24 74630-62-9
5-Undecene, 7-methyl-, (Z)-

Me
1

Me ( CH 2 ) 3 CH =CHCH ( CH 2 ) 3 Me

168 C 12H24 74630—63—0
5-Undecene, 2-methyl-, (Z)-

Me
I

Me ( CH 2 ) 4 CH : CHCHj CH2 CHMe

100t

80-

60-

40-

20 -

0 * f
—*1 1 i

”
1 r 1 1 I 1 1 1 1 1 r—

160 170 160 100 200 210 220 230 240 250 260 270 280 290 300

168 C12H24 74630-66-3
5-Undecene, 7-methyl-, (E)-

Me
I

Me ( CH 2 ) 3 CH =CHCH( CH 2 ) 3 Me

168 C12H24 74630-67-4
5-Undecene, 3-methyl-, (E)-

Me
I

Me ( CH 2 ) 4 CH = CHCH 2 CHCH 2 Me

168 C12H24 74630-64-1
5-Undecene, 3-methyl-, (Z)-

Me
I

Me ( CH 2 ) 4 CH = CHCH 2 CHCH 2 Me

168 C12H24 74630-68-5
3-Undecene, 4-methyl-

Me
I

Me ( CH 2 ) e C = CHE

t

168 C12H24 74630-65-2
5-Undecene, 9-methyl-, (Z)-

Me
I

Me ( CH 2 ) 3 CH s CHCH2 CH 2 CHCH 2 Me

100

so

60

40

20

0

100

80

60

40

20

0

168 C12H24 74630-69-6
4-Undecene, 5-methyl-, (Z)-

Me
I

Me ( CH 2 ) s C sCHPr

, , L r-4 iUj ‘r-fc u. ^ I“|—
“I*

1* 1 **
‘I

1
1 *! 1

80-

60

40-

20-

0-—— jJ,... -i
t
L* i .... -i*

‘1 ^‘I I
1 V l

—

”> , ,
—

I U B |
‘
t ’

I

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



169 EPA/NIH MASS SPECTRAL DATA BASE 5443

ISO 170 180 190 200 210 220 230 240 280 200 270 280 290 300

168 C 12H24

4-Undecene, 3-methyl-, (Z)-

Me
I

Me ( CH 2 ) 5 CH = CHCHCH 2 Me

74645-87-7

(

__ll il-r*iu » 1.
10 20 30 40 SO 80 70 80 90 100 110 120 130 140 160

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

168 C12H24
Cyclohexane, 1,5-diethyl-2,3-dimethyl-

74663-66-4

ISO 170 180 190 200 210 220 230 240 280 280 270 280 290 300

168
Cyclopropane, nonyl-

C12H24

A.

74663-85-7

( CH 2 )

,

Me

l! J i ,.iL Ji, ,i,
,

10 20 30 40 50 60 7 0 80 90 100 110 120 130 140 160

180 170 180 190 200 210 220 230 240 260 280 270 280 290 300

168 C12H24
Cyclopropane, l-ethyl-2-heptyl-

74663-86-8

A
( CH 2 ) e Me

,_ii L, i« L Ji.
,—h. -l.

, r

10 20 30 40 60 60 70 80 90 100 110 120 130 140 150

168 C 12H24

Cyclopropane, l-butyl-2-pentyl-, trans-

( CH 2 )

4

Me

74663-87-9

(CH 2 ) 3 Me

e—.—li—

L

— L u Il K
10 20 30 40 SO 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

168 C12H24

Cyclopropane, l-butyl-2-pentyl-, cis-

( ch2 )

4

Me

74663-88-0

A.
(CH 2 ) 3 Me

|

i.i, J ..jU ,1
,

I. . , r_
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

169 CaHsNOsP
Glycine, iV-(phosphonomethyl)-

H 2 0jPCH 2 NHCH 2 C02 H

1071-83-6

1Jl J. 11I14JI iji.J. . .1 -» —Lv-
10 20 30 40 60 80 70 80 90 100 110 120 130 140 150

160 170 160 100 200 210 220 230 240 260 260 270 260 290 300



5444 EPA/NIH MASS SPECTRAL DATA BASE 169

169 C7H4CINS
Benzothiazole, 2-chloro-

615-20-3

10 20 30 40 50 «0 70 80 90 100 110 120 130 140 ISO

169 C7H4CLNS
Benzothiazole, chloro-

72403-12-4

ISO 170 180 190 200 210 220 230 240 260 280 270 280 290 300

169 C10H7N3
1,2-Cyclopropanedicarbonitrile, 3-(2-pyridinyl)-

67824-31-1

V/N

A

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

169 CsHnNOa 94-05-3
2-Propenoic acid, 2-cyano-3-ethoxy-, ethyl ester

CN
I

EtOC(O) CsCHOEt

4>H I, L
10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

169 C9H12CIN
Benzeneethanamine, 4-chloro-a-methyl-

64-12-0

169 C10H19NO
4-Cycloocten-l-ol, 8-(dimethylamino)-, trans-

62579-07-1

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

169 C 10H24BN 74663-92-6
Boranamine, 1,1-diethyWV^V-bis(l-methylethyl)-

|Pr-'

EtBNPr-l



170 EPA/NIH MASS SPECTRAL DATA BASE 5445

169 C 12H 11N
Pyridine, 2-(phenylmethyl)-

N. CH2 Ph

101-82-6

CJ

10 20 30 40 50 60 70 80 90 100 110 120 160 140 160

160 170 160 190 200 210 220 230 240 250 260 270 260 290 900

170 CiHgBrCl
Butane, l-bromo-4-chloro-

Br (CH2 ) 4 Cl

6940-78-9

10 20 30 40 50 80 70 80 90 100 110 120 130 140 ISO

170 CiHgBrCl
Propane, l-bromo-3-chloro-2-methyl-

6974-77-2

Me

Br CH 2 CHCH 2 Cl

10 20 SO 40 SO 80 70 80 00 100 110 120 130 140 ISO

170 CtHbObS
p-Benzoquinone, 2-hydroxy-5-(methylthio)-

19346-89-5

ISO 170 180 180 200 210 220 230 240 2SO 280 270 280 280 300

170 CaHvClCh
Benzoyl chloride, 4-methoxy-

100-07-2

180 170 180 180 200 210 220 230 240 250 280 270 280 280 300

170 C8H10O4 90-65-3
2.5-Hexadienoic acid, 3-methoxy-5-methyl-4-oxo-

H 2 C OMe
11 1

Me CCOC • CHCO2 H

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300
100-

80*

170 CfsHsCls 72347-65-0
Cyclopentene, trichloro-

60*

40-

20*

0* ilill ililill 1 111 l 81 ^
.l 1 1 l „ J, .

—

4—
10 20 30 40 SO 80 70 80 80 100 110 120 130 140 ISO

1 -V
|4lL 1 , ... it l.i j

10 20 90 10 50 60 70 60 90 100 110 120 190 140 160

180 170 ISO 180 200 210 220 230 240 250 280 270 280 280 300

170 CbHio04
2,4-Hexadienedioic acid, dimethyl ester, (Z,Z)~

MeOC( 0 ) CH : CHCH : CHC( 0 ) OMe

692-91-1

180 170 180 180 200 210 220 230 240 2S0 280 270 280 280 300
10 20 90 40 50 60 70 60 90 100 110 120 190 140 150



5446 EPA/NIH MASS SPECTRAL DATA BASE 170

100

60

60

40

20

0

170 CgHioCU 692-92-2
2,4-Hexadienedioic acid, dimethyl ester, (EtZ)~

MsOC( 0) CH = CHCH = CHC( 0) OMe

-t-—

-

i f 1
——I "1 r——i—

1 1 i i 1
——i r-

160 170 160 100 200 210 220 230 240 250 260 270 280 200 300

170 C8H10O4 60333-14-4
3-Cyclobutene-l,2-dicarboxylic acid, dimethyl ester

Me °C

^Q
/C<0)OM#

170 C8HiiC1N2 57674-17-6
Pyrazine

, 2-chloro-3-(2-methylpropyl)-

170 C8H11CIN2 57674-18-7
Pyrazine, 2-chloro-3-(l-methylpropyl)-

100

80

60

40

20

0

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

170 C8Hi40 2Si 2846-62-0
Silane, (2-furanylmethoxy)trimethyl-

170 C8H16BO3 74646-04-1
Ethanone, l-(2-ethyl-4,5-dimethyl-l,3,2-dioxaborolan-4-yl)-

Me

1

ill,. 1,1. L lI.I * il 1 .1

10 20 30 40 60 60 70 80 90 100 110 120 130 140 150

:_ul —
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

170 C8Hi8Si2 14630-40-1
Silane, 1,2-ethynediylbis [trimethyl-

Me Me
I I

Me S I C : CS I Me
I I

Me Me



170 EPA/NIH MASS SPECTRAL DATA BASE 5447

170 C9H14O3

Furan, 2-(2-ethoxy-l-methoxyethyl)-

0 1

1T

72403-07-7

100-

80-

80-

40-

20-

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

80 -

80-

40-

20-

1

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

170 C9H18N2O 24566-95-8
2Jf-Azepin-2-one, l-(3-aminopropyl)hexahydro-

170 C9H19BO 2 34574-27-1
Propanoic acid, 2,2-dimethyl-, anhydride with diethylborinic acid

Et Me
1 1

Et BOC( 0) CMe

Me

170 C9H 19BO2 74744-56-2
1,3,2-Dioxaborinane, 2,4-diethyl-5,6-dimethyl-

Me

too

80

80

40

20

0

10 20 30 40 60 80 70 80 90 100 110 120 130 140 180

100

80 -

80-

40 -

20-

0 r , , , , , , , ,

180 170 180 190 200 210 220 230 240 280 280 270 280 290 300

170 C 10H6N 2O 879-15-2
1 (2/f)-Naphthalenone, 2-diazo-

o

170 C10H18O2 464-88-0
Cyclopentanecarboxylic acid, 1,2,2,3-tetramethyl-

CO2H

i-l 11- . --J.—

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

! 1

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

170 C10H 18O 2 14952-06-8
2-Nonenoic acid, methyl ester, (E)-

Me( CHj ) g CH = CHC( O) OMe



5448 EPA/NIH MASS SPECTRAL DATA BASE 170

170 C10H18O2

2,2'-Bi-2if-pyran, octahydro-
16282-20-4

OO
270 280 290 300

170 C10H18O2

Butanoic acid, 3-hexenyl ester, (£)-

EtCH:CHCH 2 CH 2 0C(0)Pr

53398-84-8

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160 100 -1

80'

60*

40*

20-

Ji i,

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 260 260 270 260 290 300

170 C10H18O2

Cyclohexaneethanol, acetate

21722-83-8

ach 2 ch 2 OAc

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

170
Octen-l-ol, acetate

C10H18O2

Mo(CH 2 )7 0Ac -2H

32717-31-0

10 20 30 40 50 60 70 90 100 110 120 130 140 160

170 C 10H18O2

3-Octen-l-ol, acetate, (E)-

Mo ( CH 2 ) 3 CH =CHCH 2 CH 2 OAc

35602-33-6

170 C10H18O2

Butanoic acid, 2-hexenyl ester, {E)~

PrC(0)0CH 2 CH=CHPr

53398-83-7

170 C10H18O2

Butanoic acid, 2-hexenyl ester, (Z)-

Pr C( 0) OCH 2 CH = CHPr

56922-77-1

270 280 290 300

170 C10H18O2

2-Oxecanone, 10-methyl-, (±)-
65371-24-6

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

170 C 10H18O2

3-Octen-l-ol, acetate, (Z)-

Me ( CH 2 ) 3 CH = CHCH 2 CH 2 OAc

69668-83-3

120 130 140 150

10 20 30 40 50

.44.
70 80 90 100 110 120 130 140 160



170 EPA/NIH MASS SPECTRAL DATA BASE 5449

170 C 10H 18O2 69668—84—4
3-Hexenoic acid, butyl ester, (Z)-

Me ( CH 2 ) 3 OC( 0) CH 2 CH : CHE t

100

00

00

40 '

00

•

100

00 '

00

40

00

0

170 C 10H18O2 69668-87-7
3-Octenoic acid, ethyl ester, (Z)-

Me ( CH 2 ) S CH : CHCH 2 C( 0) 06

1

100

00 '

00

40 '

00 '

0'

100

00 '

00 '

40 -

00 '

0
100 170 100 100 200 210 220 230 240 250 260 270 280 290 300

l L > ll' 1 J. L

10 20 30 4C 50 60 70 80 90 100 110 120 130 140 150

1 T » 1 l 1 f l 1 1
'

I
>

1 l
1

l ,
. J, k .

,

10 20 30 4( 50 60 70 80 90 100 110 120 130 140 160

100 170 180 190 200 210 220 230 240 250 260 270 280 290 300

170 C 10H18O2 69727-41-9
Butanoic acid, 4-hexenyl ester, (Z)-

Pr C( 0) 0( CH 2 ) a CH sCHMo

100

00

00

40

20

0
10 20 30 40 50 00 70 60 90 100 110 120 130 140 150

170 C10H18O2 70429-49-1
2-Cyclohexene-l-methanol, 5-hydroxy-2,6,6-trimethyl-

100 j
so*

60*

40*

20*

0*

100 170 ISO 190 200 210 220 230 240 250 200 270 200 290 300

170 C 10H18O2 72509-75-2
4-Hexen-l-ol, 5-methyl-2-(l-methylethenyl)-, monoepoxide

MoC*CHCH2CHCH2 0H + = o
I I

Me CMe

CH2

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

170 C11H10N2

lif-Imidazole, l-(2-phenylethenyl)-, (£*)-

56382-62-8

o

10 20 30 40 50 80 70 80 90 100 110 120 130 140 ISO

100 170 100 190 200 210 220 230 240 250 260 270 200 290 300

170
10-Undecen-l-ol

C11H22O 112-43-6

ho(CH2 >»ch=ch2

10 20 30 40 SO SO 70 SO K 100 110 IN 130 140 150

170
Undecanone

C 11H22O 53452-70-3

Ma(CH 2 )«Ue + >0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

160 170 100 190 200 210 220 230 240 250 260 270 200 290 300



5450 EPA/NIH MASS SPECTRAL DATA BASE 170

170
5-Undecen-l-ol, (Z)-

C11H22O

HO( CH2 ) 4 CH sCH< CH2 ) «Me

64275-76-9

40-

20 -

1 1 r —^ 1 —1— 1 1 1 —1 i 1^1 1 1

—

10 20 30 40 50 90 70 60 90 100 110 120 130 140 ISO

170
Decane, 2,9-dimethyl-

C12H26 1002-17-1

Me Me
I I

MeCH( CH2 ) e CHMe

ll. 1.1
,

|| .. ii

10 20 30 40 60 60 7( 80 90 100 110 120 130 140 160

•

160 170 180 190 200 210 220 230 240 260 260 270 260 290 300

170 C12H26

Octane, 3-ethyl-2,7-dimethyl-
62183-55-5

Me Me
I I I

MeCH( CH2 ) 3 CHCHMe

10 20 30 40 SO 60 70 80 90 100 110 120 130 140 150

170 C13H14
Naphthalene, 1,4,5-trimethyl-

2131-41-1

180 170 180 190 200 210 220 230 240 260 260 270 280 290 300

170 C13H14

Naphthalene, 1,4,6-trimethyl-

2131-42-2

280 290 300

170 CisHu
Bicyclo[2.2.1]hept-2-ene, 2-phenyl-

4237-08-5

or

171 C7H6CINO2
Benzene, l-(chloromethyl)-4-nitro-

100-14-1

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

171 C7H6CINO2
Benzene, 2-chloro-l-methyl-4-nitro-

121-86-8



171 EPA/NIH MASS SPECTRAL DATA BASE 5451

100

80

80

40

20

0
180 170 180 180 200 210 220 230 240 250 280 270 280 200 300

171 C7H 10CIN3

4-Pyrimidinamine, 2-chloro-A^jV,6-trimethyl-

535-89-7

ci

171 CsHiaNOs 58467-32-6
2,5-Pyrrolidinedione, 3-(l-methoxyethyl)-4-methyl-

Me
I

CHOMe

171 C9H17NS 19942-78-0
Thiocyanic acid, octyl ester

NCS ( CH 2 ) 7 Me

171 C9H17NS 58214-93-0
Octanenitrile, 8-(methylthio)-

MeS( CH 2 ) 7 CN

171 C 11H9NO 72088-25-6
Pyridine, phenoxy-

Ph0“O

171 C 12H13N 83-24-9
1/7-Pyrrole, 2,5-dimethyl-1-phenyl-

Me

Me

171 C 12H 13N 86-56-6

1-Naphthalenamine, iV^V-dimethyl-

Me
I

NMe

100

80

80

40

20

•



5452 EPA/NIH MASS SPECTRAL DATA BASE 171

100

80

80

40

20

0

172 C5H8N4O3 69978-11-6
Sydnone, 3-(dimethylamino)-4-[(hydroxyimino)methyl]-

160 170 160 190 200 210 220 230 240 2S0 260 270 260 290 300

o' "N
'''>+ NM6 2M

172 C6H6C1N202 635-22-3
Benzenamine, 4-chloro-3-nitro-

ci

172 CeHsClNsiOsi 825-41-2
Benzenamine, 3-chloro-4-nitro-

d 4l.l ll li L J

10 20 30 40 50 80 70 80 0

9 1)111
0 100 110 120 130 140 150

J
i i i r 1

i i r~ t -

i i i i i i i

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

172 C6H5CIN2O2 6283-25-6
Benzenamine, 2-chloro-5-nitro-

ci

no2

172 CtHsOs 72101-48-5
0-D-lyxo-Hexopyranos-2-ulose, l,6-anhydro-3,4-0-methylene-

172 C7H13BO4 64780-32-1

i8-D-eO'^ro”Pentopyranose, 2-deoxy-, cyclic 3,4-(ethylboronate)

100

80

60

40

20

0

10 20 30 40 ,60 80 70 80 90 100 110 120 130 140 150

100

80

80

40

20

0
160 170 160 190 200 210 220 230 240 250 260 270 280 290 300



172 EPA/NIH MASS SPECTRAL DATA BASE 5453

172 C 7H 13BO4 74810-31-4
DL-Ribitol, 1,4-anhydro-, cyclic 2,3-(ethylboronate)

hoch 2

172 C8H9CIO2 2100-42-7
Benzene, 2-chloro-l,4-dimethoxy-

r-i-r 4 4 —

J

. 1
-

40 SO 80 70 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

172 C8H12S 2 74421-28-6
Cyclobuta[l,2-6:3,4-6']dithiophene, octahydro-, (3aa,3bd,6ad,6ba)-

100

80

80

40

20

0

100

80

80

40

20

0

172 C8H20N4 13304-28-4
2-Tetrazene, l,4-dimethyl-l,4-bis(l-methylethyl)-

Me Me
1 1

I -P r NN • NNP r -

1

100

80

00

40

20

0
10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

100 j
80 -

80-

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

172 C8H20N4 13304-29-5
2-Tetrazene, 1,1,4,4-tetraethyl-

Et Et
1 1

E t NN = NNE

I

172 C8H20N4 51576-32-0
Diazene, [l-(2,2-diethylhydrazino)ethyl]ethyl-

Me Et
I I

E t N = NCHNHNE t

100

80

60

40

20

0
10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

172 C8H20N4 51576-33-1
Diazene, [l-(2,2-dimethylhydrazino)butyl]ethyl-

Pr Me

E t N ^NCHNHNMe

ll J ll J, |lL ll 1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

C8H20N4 61940-94-1
Diazene, [l-(2,2-dimethylhydrazino)-2-methylpropyl]ethyl-

N:NEt

Me Me
I I I

MeCHCHNHNMe

100

80

60

40

20

0
10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

172 C8H20N4 61940-95-2
Diazene, butyl[ l-(2,2-dimethylhydrazino)ethyl]-

Me Me
1 1

Me ( CH2 ) 3 N : NCHNHNMe

100

•0

80

40

20

0
10 20 30 40 50 80 70 80 90 100 110 120 130 140 150



5454 EPA/NIH MASS SPECTRAL DATA BASE 172

172 C8H20N4 64113-41-3 172 CgHieOs 75332-36-4

2-Tetrazene, l,l-dimethyl-4,4-bis(l-methylethyl)- Bicyclo[2.2.1]heptan-2-ol, 3,3-dimethoxy-

M® Pr-I
I I

MeNN=NNPr -I

172 C8H 2oSi2 1473-61-6
Silane, 1,2-ethenediylbis[trimethyl-

Me Me
I I

MeSI CH = CHS I Me
I I

Me Me

OMe

oc

172 C9H20N2O 75268-04-1
Butanal, (2-ethoxyethyl)methylhydrazone

Me
I

PrCH=NNCH 2 CH 2 OEt

172 C9H16O3 2052-15-5
Pentanoic acid, 4-oxo-, butyl ester

MeCOCH 2 CH 2 C( 0) 0( CH 2 ) 3 Me

172 C9H16O3 25109-69-7
l,4,8-Trioxaspiro[2.5]octane, 2,2,6,6-tetramethyl-

172 C9H20N2O 75268-06-3
2-Butanone, (2-ethoxyethyl)methylhydrazone

Me Me
I I

EtOCH 2 CH 2 NN=CEt

172 C10H17CI 30462-53-4
Bicyclo[2,2.1]heptane, 2-chloro-l,7,7-trimethyl-, (1R-endo)-

100 110 120 130 140 150



172 EPA/NIH MASS SPECTRAL DATA BASE 5455

1*0 170 100 190 200 210 220 230 240 200 200 270 200 200 000 100 170 100 180 200 210 220 230 240 200 200 270 200 290 300

172
5-Decyne, 1-chloro-

CioHnCl

»( CHj ) 3 C:C( CH2 ) 4 Cl

54377-34-3

172 C10H20O 2

Octanoic acid, 4-methyl-, methyl ester

Me
I

MeOC( 0 ) CH 2 CHjCH( CH 2 ) jMo

15870-07-2

tuUj,
10 20 30 40 60 00 70 80 90 100 110 120 130 140 160

100 170 180 190 200 210 220 230 240 260

172 C 10H24N2

1,6-Hexanediamine, N,NJj'^V'-tetramethyl-
111-18-2

1 1

MeN( CH2 ) a NMe

160 170 100 190 200 210 220 230 240 200 200 270 200 290 300

172 C 10H24N2

1,2-Ethanediamine, ^V'-tetraethyl-

Et Et
1 1

E I NCHj CHj HE t

150-77-6

172 C 10H24N2

Hydrazine, l,l-diethyl-2-sec-hexyl-

Et
I

(SEC-CeHi 3 ) NHNEt

67552-94-7

10 20 30 40 50 00 70 80 90 100 110 120 130 140 ISO

172 C 11H8O 2

1,4-Naphthalenedione, 2-methyl-
58-27-5

10 20 30 40 SO 60 70 SO 90 100 110 120 130 140 150

172 CiiH80 2

Methanone, furanylphenyl-
72088-24-5

V\ -f- C0Ph

10 20 30 40 SO SO 70 SO 90 100 110 120 130 140 ISO

160 170 ISO 190 200 210 220 230 240 2S0 2«0 270 290 290 300

10 20 30 40 SO SO 70 90 90 100 110 120 130 140 ISO



5456 EPA/NIH MASS SPECTRAL DATA BASE 172

172
*

1,1'-Biphenyl, 2-fluoro-
C12H9F 321-60-8

a:

172 C12H12O 69576-87-0
5(6if)-Benzocyclooctenone, 7,8-dihydro-

0

100j
80-

60-

40-

20 -

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

173 C7H11NS2

Thiazole, 2-(butylthio)-

^®N^S(CH 2 ) 3 Me

69390-08-5

80-

80-

40-

20-

0« * 1
1

1 J 1 r* 1—H 1

10 20 30 40 60 60 70 80 90 100 110 120 130 140 150

100-

80-

60-

40-

20 -

0 1 r-
^—

i 1 1 1 1 1 1 1 1 1 r - i 1—
160 170 180 190 200 210 220 230 240 250 260 270 260 290 300

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

172 C13H16

Naphthalene, 1,2-dihydro-l ,1,6-trimethyl-

30364-38-6

160 170 ISO 190 200 210 220 230 240 260 260 270 280 290 300

173 C6H4CINO3

Phenol, 2-chloro-4-nitro-

619-08-9

80 90 100 110 120 130 140 160

173 CsHisNOs
2-Heptanone, 6-methyl-5-nitro-

no2

I Y
e

Mo COCH2 CH2 CHCHMe

66972-02-9

100

80

60

40

20

0
10 20 30 40 SO 60 70 80 90 100 110 120 130 140 ISO

173 C9H23N3 3030-47-5
1,2-Ethanediamine, N-[2-(dimethylamino)ethyl]-iV,N' ,7V

1-tri

=

methyl-

Me Me Me
I I I

MeNCH 2 CH 2 NCH 2 CH 2 NMe

173 C10H7NO2 132-53-6

1-Naphthalenol, 2-nitroso-

OH



174 EPA/NIH MASS SPECTRAL DATA BASE 5457

173 CuHnNO
Isoxazole, 3,4-dimethyl-5-phenyl-

o
'

^

— ***

Ph Me

37503-18-7

ISO 170 ISO 100 200 210 220 230 240 260 200 270 280 200 300

10 20 30 40 50 60 70 80 SO 100 110 120 130 140 160

180 170 ISO 190 200 210 220 230 240 250 280 270 280 290 300

173 C 12H15N
p-Toluidine, iV-(l,l-dimethyl-2-propynyl)-

14465-52-2

180 170 180 190 200 210 220 230 240 260 280 270 280 290 300

173

10 20 30 40 60 80 70 80 90 100 110 120 130 140 160

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

173 C 12H15N 63385-90-0
1,4-Ethanoisoquinoline, l,2,3,4-tetrahydro-2-methyl-

10 20 30 40 50 80 70 80 90 100 110 120 130 140 160

174
Boroxin, trimethoxy-

C 3H9B 3O6

M«0. .0. .OMe
B B
f I

N'°
1

OMe

102-24-9

174 C6H604S
Benzenesulfonic acid, 4-hydroxy-

98-67-9

xx

174 C7H4CI2O
Benzaldehyde, 2,6-dichloro-

83-38-5

C12H 15N
izenehexanenitrile

Ph ( CH2 ) 5 CN

17777-31-0

80-

80-

40-

20-

ol

100 j
1 1 1 1 . 1 d 80 -

174 C7H7CIOS
Benzene, l-cHoro-4-(methylsulfinyl)-

934-73-6

S( 0) Me

1 dl J il ill..], ill. l.lJlliLi .i J... . .1. .. ,L. jJi . Il

10 20 30 40 60 00 70 80 00 100 1 10 120 130 140 150

lL
ISO 170 180 190 200 210 220 230 240 260 280 270 280 290 300



5458 EPA/NIH MASS SPECTRAL DATA BASE 174

174 C7H7CIO3

1,3-Benzenediol, 4-chloro-5-(hydroxymethyl)-
35354-28-0

174 C7Hi403Si
Butanoic acid, 3-oxo-, trimethylsilyl ester

18457-02-8

MeC0CH 2 C(0)0SIMe

Me

460 470 480 490 600 610 520 630 540 550 560 570 580 500 600

174 C8HiiC102

3-Octene-2,7-dione, 3-chloro-, (E)-

MeCOCH 2 CH 2 CH sCCOMe

68200-79-3

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

174 C8H14O4

l,3-Dioxan-4-ol, 2,6-dimethyl-, acetate

828-00-2

Y
Me

80-

100-

80-

00- 60-

40- 40-

20

0-—1 1 -t—

,

1 1— n . i . , , r-

20-

0- -V J >L, r ——X ....I *1
"I

1"'
1

l*1,1,
I -I

1” | 1

—

160 170 180 190 200 210 220 230 240 250 260 270 260 290 300 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 160 190 200 210 220 230 240 250 260 270 260 290 300

174 C7Hi4C>3Si
Butanoic acid, 2-oxo-, trimethylsilyl ester

Me
I

Et COC( 0) OS I Me

74367-68-3 174 CsHuCU 38737-47-2
[l,4]Dioxino[2,3-5]-l,4-dioxin, hexahydro-2,3-dimethyl-

CK ^ .Me

OCX



174 EPA/NIH MASS SPECTRAL DATA BASE 5459

174 CsHwCh 42997—93—3
2-Pentenoic acid, 4,4-dimethoxy-, methyl ester, (JET)—

OMe
i

Me OC( 0) CH :CHCOMe

Me

i
i

m

m
i

r i 1 i 1 1

0- 20 30 40 50 60 70 80 90 100 110 120 130 140 150

;

1

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

174 CsHuCU 51503-30-1
Pentanedioic acid, ethyl methyl ester

EtOC(O) (CH 2 )jC(0)0Me

1UL i

—

j—r-I I
-

1 1 I 1 1 1 I 'r 1

I
—

I t I I

10 20 30 40 50 80 70 80 90 100 110 120 130 140 ISO

174 CsHuCh 61203-77-8
2-Pentenoic acid, 4,4-dimethoxy-, methyl ester, (Z)-

OMe
I

MeOC( 0) CH = CHC0Me

Me

Ii i 1

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

174 C8H14O4 61203-80-3
3-Penten-2-one, 5,5,5-trimethoxy-, (Z)-

OMe

MeCOCH :CHC0Me

OMe

174 C8H 14Z11 7544-41-4
Zinc, di-2-butenyl-

Me CH = CHCH 2 Zn CH 2 CH : CHMe

174 CgHuZn 15961-33-8
Zinc, bis(2-methyl-2-propenyl)-

h 2 c ch 2
h ii

Me CCH 2 Zn CH 2 CMe

174 CgHi4Zn 29067-32-1
Zinc, di-3-butenyl-

H 2 C = CHCH 2 CH 2 Zn CH 2 CH 2 CH = CH 2

174 CsHi4Zn 74811-13-5
Zinc, [(l,2,3-i7)-2-butenyl][(l,2,3-i7)-2-methyl-2-propenyl]-

h 2 c h 2 c-



5460 EPA/NIH MASS SPECTRAL DATA BASE 174

174 CsHigC^Si
Silane, trimethyl[(tetrahydrofurfuryl)oxy]-

3067-36-5

c

r

Me
I

CH2OSU

174 C10H19CI
Cyclohexane, 2-chloro-4-methyl-l-(l-methylethyl)-

2/8,4/S)]-

16052-42-9
•, [lS-(la,=

XX.

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

174
1,10-Decanediol

C10H22O2

HO(CH 2 )ioOH

112-47-0

130 140 150

174 C10H22O2

2-Butanol, 3-(l,3-dimethylbutoxy)-
74810-45-0

HO Me Me MeIII I

MeCHCHOCHCH 2 CHMe

. —4 - -•l-,
10 20 30 40 50 60 70 SO SO 100 110 120 130 140 160

174 C11H10O2

1-Naphthalenol, 4-methoxy-
84-85-5

174 C11H10O2

1,2-Cyclopentanedione, 3-phenyl-
69745-71-7

10 20 30 40 60 60 70 80 SO 100 110 120 130 140 160

174 CiiHnP
Isophosphinoline, 1,3-dimethyl-

57328-61-7

160 170 180 ISO 200 210 220 230 240 250 260 270 280 280 300

174 C11H14N2

Propanenitrile, 3-(ethylphenylamino)-

148-87-8

Ph
I

NCCH2 CH2 NE t

r .) 1
,

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

10 20 30 40 50 60 70 80 80 100 110 120 130 140 160



174 EPA/NIH MASS SPECTRAL DATA BASE 5461

174 C11H14N2 55255-88-4
Pyrrolo[2,3-6]indole, l,2,3,3a,8,8a-hexahydro-3a-methyl-, (SaS-cis)-

Me

174 C12H14O 26643-91-4
Benzeneacetaldehyde, a-(2-methylpropylidene)-

Ph Me
I I

OCHC = CHCHMe

174 C12H14O 64129-38-0
5-Benzocyclooctenol, 5,6,7,8-tetrahydro-, (Z)-

100

80

80

40

20

0

100

80

80

40

20

0
180 170 180 100 200 210 220 230 240 250 280 270 280 290 300

OH

174 C12H14O 69576-88-1
5-Benzocyclooctenol, 5,6,7,8-tetrahydro-, (E)-

100

80

80

40

20

0

174 C 12H14O 72361-18-3
2-Butanone, 4-(ethenylphenyl)-

• 1 ~i 1 i 1 i 1 1
-1 t *

1 1 r*— 1 1

—

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

H 2 C = CH CH2CH2COM0

174 C13H18 7283-47-8
Benzene, (3,3-dimethyl-l-methylenebutyl)-

Ph Me
I I

H 2 C:CCH 2 CMe
I

Me

100

80

80

40

20

0

100

80

80

40

20

0

174 C 13H 18 74421-27-5
Benzene, (2,4-dimethylcyclopentyl)-

.1 .1

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

‘T- t 1 1 1 1 1 1 1 1 1 1 1 1 1—
180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

100

80

80

40

20

0

100

80

80

40

20

0

10 20 30 40 60 80 70 80 90 100 110 120 130 140 150

I I
1

I I t III .
1

1 I T 1 -I—
180 170 180 190 200 210 220 230 240 250 280 270 280 290 300



5462 EPA/NIH MASS SPECTRAL DATA BASE 174

174 CiaHis 74672-08-5
Benzene, l-methyl-4-(4-methyl-4-pentenyl)-

ch 2

174 CiaHis 74810-69-8
Benzene, (3-methyl-l-methylenepentyl)-

Me Ph
I I

Me CH2 CHCH2 C • CH 2

175 C7H10CINO2 54124-15-1
2,5-Pyrrolidinedione, 3-(l-chloroethyl)-4-methyl-

100

80

80

40

20

0

100

80

60

40

20

0

175 C9H21NO2 74685-75-9
Ethanamine, N^V-diethyl-2-(2-methoxyethoxy)-

Et
I

MeOCH2 CH 2 OCH 2 CH 2 NE t

100

80

80

40

20

0
10 20 30 40 60 80 70 80 90 100 110 120 130 140 160

100 —
80-

60-

40-

20 -

0 1 1 1 1 r 1 1 1—-—1 1 1 1 1 1 1

160 170 160 190 200 210 220 230 240 260 260 270 280 290 300

175 C 10H9NO2 1677-46-9
2(lif)-Quinolinone, 4-hydroxy-1-methyl-

Me

0

OH

175 C 10H9NO2 5597-04-6
Benzoic acid, 2-(cyanomethyl)-, methyl ester

ch2 cn

100

80

80

40

20

0

100

80

80

40

20

0

175 C10H9NO2 5703-61-7

1,3-Benzodioxole-5-propanenitrile

ncch 2

1 i ll_i

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

180 170 180 190 200 210 220 230 240 260 280 270 280 290 300



175 EPA/NIH MASS SPECTRAL DATA BASE 5463

175 C 10H9NS
Thiazole, 2-methyl-4-phenyl-

pr

1826-16-0

175 C 10H9NS 1826-17-1

Thiazole, 4-methyl-2-phenyl-

175 C 10H9NS 1826-18-2
Thiazole, 5-methyl-4-phenyl-

Ph

175 C 10H9NS 5221-69-2
Thiazole, 5-methyl-2-phenyl-

Ph

100

80

60

40

20

160 170 160 190 200 210 220 230 240 260 260 270 260 290 300

175 C 11H13NO
2-Propenal, 3-[4-(dimethylamino)phenyl]-

6203-18-5

190 170 190 190 200 210 220 230 240 250 290 270 290 290 300

175 C12H17N 13034-76-9
lH-Indole, 2,3-dihydro-l,2,3,3-tetramethyl-

Mo
I

100

«

60-

60 •

40 «

20-

i .. 1 J M Ll ±L Jl
0 20 60 40 50 60 70 80 90 100 110 120 160 140 150

80*

60-

40-

20-

L

160 170 160 190 200 210 220 260 240 250 260 270 260 290 600

175 C 12H17N 13541-31-6
2-Naphthalenamine, 5,6,7,8-tetrahydro-N^V-dimethyl-

10 20 60 40 50 60 70 60 90 100 110 120 160 140 150



5464 EPA/NIH MASS SPECTRAL DATA BASE 175

175 C12H17N 13541-35-0
1-Naphthalenamine, 5,6,7,8-tetrahydro-iV,iV-dimethyl-

Me
I

NMa

100

80-

60 •

40 •

20 «

. 1 Li till lUi

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

80 -

60 -

40 •

20

«

1 1

1(

l.ll l lllllll lll
C 170 180 190 200 210 220 230 240 250 260 270 280 290 300

176 C3H4BrF3 72101-30-5
Propane, bromotrifluoro-

MeCH 2 Me

176 C4H7CI3O 57-15-8
2-Propanol, 1,1,l-trichloro-2-methyl-

ci

Ir
Cl CCMe

|

Me

Cl

|i>i .,.,...1.1, lili,.,. .1.1,. i.., M,..

10 20 30 40 50 JO 70 80 90 100 110 120 130 140 150

II,

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

176 C6H6CI2N2 305-15-7
Hydrazine, (2,5-dichlorophenyl)-

ci

ci

100*

80-

60-

40-

20-

1

1

. i|i ..ii.

(

.|h ,iii. ,li.
..., i,l i, 1.1, i.jj,

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

SO-

SO *

40-

20-

i|lL

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

176 C6H12N2O4 4114-28-7
1,2-Hydrazinedicarboxylic acid, diethyl ester

Et OC( 0) NHNHC( 0) OE t

176 C7H6CI2O 1984-59-4
Benzene, l,2-dichloro~3-methoxy-

ci

176 C7H6CI2O 1984-65-2

Benzene, l,3-dichloro-2-methoxy-

ci

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



176 EPA/NIH MASS SPECTRAL DATA BASE 5465

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300 160 170 160 190 200 210 220 230 240 260 260 270 280 290 300

176 C7H6CI2O
Phenol, dichloro-4-methyl-

62609-00-1

OH

+ 2CI

10 20 90 40 50 00 70 80 90 100 110 120 130 140 160

100 170 180 190 200 210 220 230 240 250 260 270 280 290 300

176 CsHieOo
Acetic acid, diethoxy-, ethyl ester

oet
i

Et OC( 0) CHOE t

6065-82-3

10 20 30 40 50 80 70 80 90 100 110 120 130 140 160

176
Nonanoyl chloride

C9H17CIO

Me ( CH 2 ) 7 COCI

764-85-2

LlijJjui1 4 LI... I, ,

10 20 30 40 50 60 70 60 90 100 110 120 130 140 160

170 160 190 200 210 220 230 240 260 260 270 260 290 300

176 CioHsOs
1,3-Isobenzofurandione, 5,6-dimethyl-

5999-20-2

176 C 11H 12O2

Furan, 2,2'-methylenebis[5-methyl-
13679-43-1

, r—Li

—

|Hl-. _ .-y. - 1. J. 1 . J.

10 20 30 40 60 60 70 60 90 100 110 120 130 140 160

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

176 C 11H12O2

2-Butenoic acid, 4-methylphenyl ester, (E)-

OC( 0) CH = CHM«

41873-74-9

L jL Ji i

10 20 30 40 50 60 70 80 90 100 10 120 130 140 150

176 C 11H12O2 51423-95-1
4H-l-Benzopyran-4-one, 2,3-dihydro-2,6-dimethyl-

ji i jL - ^
10 20 30 40 60 60 70 60 90 100 110 120 130 140 160

—
180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

10 20 V 40 SO 80 70 80 90 100 110 120 130 140 ISO



5466 EPA/NIH MASS SPECTRAL DATA BASE 176

176
* C11H12O2 69687-87-2

4£f-l-Benzopyran-4-one, 2,3-dihydro-2,5-dimethyl-

100

80

60

40

20

0

100

80

60

40

20

0
160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

:

ll. -h... , il. 1 ! ^
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

176 C11H12O2 69687-88-3
4if-l-Benzopyran-4-one, 2,3-dihydro-2,7-dimethyl-

176 C11H16N2

1-Butanamine, iV-[l-(2-pyridinyl)ethylidene]-

74764-33-3

100

80

60

40

20

0

100

80

60

40

20

0
160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

176 C12H16O 62059-55-6
Ethanone, l-[(2-methylpropyl)phenyl]-

Ac

176 C 12H16O 63767-07-7
lfl-Indene-3-carboxaldehyde, 2,6,7,7a-tetrahydro-l,5-dimethyl-

Me

176 C13H20 74779-68-3
1,3,5-Cycloheptatriene, 2,3,4,5,7,7-hexamethyl-

Me

_ 1 1 1 1. J
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

l_L
1 » » » \

1 r 1 1 1 1 1——1 r- 1—
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



177 EPA/NIH MASS SPECTRAL DATA BASE 5467

176 C 13H20 74793-54-7
4,7-Methano-l//-indene, octahydro-2-(l-methylethylidene)-

177 C8H7N3S 58758-95-5
4-Pyrimidinamine, 5-(2-thienyl)-

nh 2

177 C9H7NO3 118-29-6
l//-Isoindole-l,3(2//)-dione, 2-(hydroxymethyl)-

1SC 170 ISO 100 TOO 210 220 230 240 260 200 270 280 200 300

177 C9H7NO3

2//-3,l-Benzoxazine-2,4(l//)-dionfc, l-methyl-
10328-92-4

A,

Ll_ . J

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

:
1

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

177 C9H 11N3O 51029-21-1
Ethanone, l-[4-(3-methyl-l-triazenyl)phenyl]-

160 170 160 100 200 210 220 230 240 250 200 270 280 290 300

177 CnHisNO 34995-43-2
6-Azaspiro[2.5]octa-4,7-diene, 6-acetyl-l,l-dimethyl-

Ms

-or

[ 1
10 20 30 40 50 60 70 80 90 100 110 1 20 130 140 150

:

L 1

160 170 180 190 200 210 220 230 240 250 260 270 260 290 300

177 C12H 19N
Benzenamine, 2,6-bis(l-methylethyl)-

24544-04-5

100

60

60

40

20

0
10 20 30 40 50 60 70 60 90 100 110 120 130 140 150



5468 EPA/NIH MASS SPECTRAL DATA BASE 177

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

178 C5H4CI2N2O
Pyrimidine, 4,6-dichloro-5-methoxy-

5018-38-2

ci

ex

1 II

li—
.

1
1

“‘l.
1 r— M*— ll

,
111,

, ,

10 20 30 40 SO 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

178 C6H4CI2O2

1,3-Benzenediol, 4,6-dichloro-

137-19-9

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

178 C6H4CI2S
Benzenethiol, 2,5-dichloro-

5858-18-4

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

178 C6H5F2PS
Phosphonothioic difluoride, phenyl-

657-40-9

S = PPh
I

F

1 1 1 1 J— 1
^ {

IIL|
. .

•

I- ,
1 S -

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

270 280 290 300

178
Heptane, 2-bromo-

C?Hi5Br

Me
I

Me ( CH2 ) 4 CHBr

1974-04-5

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

178 C8H12CI2

Cyclobutene, 3,4-dichloro-l,2,3,4-tetramethyl-

1194-30-5

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

178
Zinc, dibutyl-

CsHisZn

Me ( CH2 ) 3 Zn ( CHa ) 3 Me

1119-90-0



178 EPA/NIH MASS SPECTRAL DATA BASE 5469

178 CfsHisZn 7446—94—8
Zinc, bis(l-methylpropyl)-

t-BuZnBu-i

178 CgHisZn 16636-96-7
Zinc, bis(l,l-dimethylethyl)-

t -Bu ZnBu-t

178 CsHeO^ 485-47-2
lif-Indene-l,3(2if)-dione, 2,2-dihydroxy-

o

178 C9H10N2O2 3240-16-2
Ketone, methyl 2-pyridyl, O-acetyloxime

\1 1 . l L
10 20 30 40 50 60 70 60 90 100 110 120 130 140 150

180 170 180 190 200 210 220 230 240 2S0 280 270 2S0 290 300

178 C9H10N2O2
Ketone, methyl 3-pyridyl, O-acetyloxime

3240-21-9

10 20 30 40 SO 80 70 80 90 100 110 120 130 140 190

180 170 180 190 200 210 220 230 240 250 260 270 280 290 300

178 C9H10N2O2

Ketone, methyl 4-pyridyl, O-acetyloxime
3240-22-0

^r
c

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 160 190 200 210 220 230 240 250 260 270 280 290 300

178 C9H 11BO3

l,3,2-Dioxaborolane-4-methanol, 2-phenyl-
2412-76-2

\^ch 2 ohy

10 20 30 40 90 80 70 80 90 100 110 120 130 140 190 _

180 170 180 190 200 210 220 230 240 290 280 270 280 290 300

178 C9H 11N2P 66055-11-6

Cyanamide, (dimethylphenylpho9phoranylidene)-

10 20 30 40 50 60 70 60 90 100 110 120 130 140 150



5470 EPA/NIH MASS SPECTRAL DATA BASE 178

80-

80-

178 C9H12M 51733-18-7
Nickel, [(l,2,3-?j)-2-butenyl] (j;6-2,4-cyclopentadien-l-yl)-

H2
~

c\l^c

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

178 C 10H7CIO
1-Naphthalenol, 4-chloro-

604-44-4

— — . 1 . --1.— - ijl .iilii. ,.Jl L—— -.x.Ji
10 20 30 40 SO 60 70 SO 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

178 C10H10O3 3943-95-1
2-Propenoic acid, 3-(3-hydroxyphenyl)-, methyl ester

CH :CHC( 0) OMa

178 C10H10O3 20883-98-1
2-Propenoic acid, 3-(2-hydroxyphenyl)-, methyl ester

CH = CHC(O)0Me

. . . J |l*. Jll- .in., 1 ,1. . 1 1
1L

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

40-

I

20-

ol

iW-w-—(-

178 C10H10O3 24327-08-0
4,7-Ethanoisobenzofuran-l,3-dione, 3a,4,7,7a-tetrahydro-,

(3aa,4a,7a,7aa)-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

178 C 10H14N2O
Benzenamine, 4-(4-morpholinyl)-

h 2 n

2524-67-6

80

60

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



178 EPA/NIH MASS SPECTRAL DATA BASE 5471

178 C10H14N2O
Ethanone, 2-cyclopentyl-l-(lH-imidazol-2-yl)-

69393-24-4

0~ahC°~\. 1

1 1 Lu * > l
10 20 30 40 60 00 70 60 00 100 110 120 130 140 160

178 C 10H14N2O
Ethanone, 2-cyclopentyl-l-(Lff-imidazol-4-yl)-

Cr^—Ci

69393-25-5

178 C10H15BO 2 74630-03-8
4fiT-l,3,2-Dioxaborin, 4,6-diethenyl-2-ethyl-4-methyl-

ch=ch 2

178 C 11H14O2 103-93-5
Propanoic acid, 2-methyl-, 4-methylphenyl ester

Me

100

00

00

40

20

0
10 20 30 40 50 60 70 00 90 100 110 120 130 140 160

r-i-

100

00

60

40

20

0
160 170 160 190 200 210 220 230 240 260 260 270 260 290 300

178 C11H 14O2 2282-84-0
Benzoic acid, 2,4,6-trimethyl-, methyl ester

Me

100

60

60

40

20

0

100

60

60

40

20

0

178 C11H14O2 2589-71-1
1-Pentanone, l-(4-hydroxyphenyl)-

CO( CHj ) 3 Me

1-1 uJ ilLi L . L ll

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 ISO 200 210 220 230 240 250 260 270 280 2»0 300

178 C11H 14O 2 4359-31-3
1,3-Dioxolane, 4,5-dimethyl-2-phenyl-

.... .ii. . i - ib | ,i ii ll
,

10 20 30 40 60 60 70 60 90 100 110 120 130 140 160

I
160 170 180 1B0 200 210 220 230 240 250 260 270 280 2»0 300



5472 EPA/NIH MASS SPECTRAL DATA BASE 178

178 C11H14O2 63456-12-2
Benzo[3,4]cyclobuta[l,2-d]-l,3-dioxole, 3a,3b,7a,7b-tetra=

hydro-2,2-dimethyl-, (3aa,3b/3,7ad,7ba)-

Me

CnCf*

100 J
80 -

60*

40*

20 -

q L . —r t— f t i t » 1 » 1 1—
160 170 180 190 200 210 220 230 240 260 260 270 260 290 300

178 C11H14O2 63456-13-3
Cyclopropa[3,4]pentaleno[l,2-d][l,3]dioxole, 2a,2b,2c,5a,5b,5c-

hexahydro-4,4-dimethyl-, (2aa,2ba,2ca,5aa,5ba,5ca:)-

178 C 12H15F
Benzene, l-(l,3-dimethyl-3-butenyl)-4-fluoro-

74646-34-7

178 C12H15F 74646-35-8
Benzene, l-fluoro~4-(4-methyl-4-pentenyl)-

ch 2
11

100 ]

80-

80-

40 -

20-
j

o 1 1 J ~
i
—--r-

1—J|
,

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

178 Ci2Hi80 1609-25-2
2

(

1H)-Naphthalenone, 3,4,5,6,7,8-hexahydro-l ,1-dimethyl-

Me

178 C 12H18O 4951-40-0
2-Propenal, 3-(2,6,6-trimethyl-l-cyclohexen-l-yl)-

Me

178 C12H18O 26886-05-5
Phenol, 3,5-bis(l-methylethyl)-



178 EPA/NIH MASS SPECTRAL DATA BASE 5473

178 C 12H18O
Phenol, 2,5-bis(l-methylethyl)~

35946-91-9

ISO 170 180 1»0 200 210 220 230 240 250 280 270 280 200 300

178 C12H18O 53543-47-8
2-Cyclohexen-l-one, 3,5,5-trimethyl-2-(2-propenyl)-

Ma

Js^^chjchxc

Me‘/ s's/^o
Me

10 20 30 40 50 80 70 SO 90 100 110 120 130 140 160

178 C13H22

3-Tridecen-l-yne, (Z)-

HC : CCH = CH ( CH 2 ) 8 Me

37981-62-7

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 160 190 200 210 220 230 240 250 260 270 280 290 300

178 C13H22

3-Tridecen-l-yne, (E)-

HC 5 CCH • CH ( CH 2 ) 8 Me

74744-41-5

10 20 30 40 50 60 70 60 90 100 110 120 130 140 160

160 170 180 190 200 210 220 230 240 250 260 270 260 290 300

178 C13H22 74744-42-6
4-Tridecen-6-yne, (Z)-

Me ( CH 2 ) 6 C : CCH = CHP r

178 C 13H22 74744-43-7
4-Tridecen-6-yne, (E)-

Me ( CH 2 ) 6 C : CCH : CHP r

100

00

60

40

20

0

100

00

00

40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

178 C 13H22 74744-45-9
6-Tridecen-4-yne, (Z)-

Me ( CH 2 ) 6 CH s CHC : CP r

100

80

60

40

20

0

100

80

60

40

20

0

178 C13H22 74744-46-0
6-Tridecen-4-yne, (E)-

Me ( CH 2 ) 6 CH sCHC:CPr

100

00

60

40

20

0

100

00

00

40

20

0

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

1.1, 1,11 ,.J LL, L |l ill, .1
,

,
,

,

10 20 30 40 50 60 70 JO 90 100 110 120 130 140 160

r-L

jJ ill ,J Ll 1, 1. .1VIIIIIIIV
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

1
,
—

,
—r — f f > 1 1

1
» 1 1 —

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



5474 EPA/NIH MASS SPECTRAL DATA BASE 178

178 CuHio
9JT-Fluorene, 9-methylene-

4425-82-5

10 20 30 40 50 60 70 80 80 100 110 120 130 140 150

160 170 180 180 200 210 220 230 240 260 260 270 280 280 300

179 C7H6N3OS
1,2,3,4-Thiatriazole, 5-phenyl-, 3-oxide

.N.
o* N/ V- Ph

\' /
N—

S

57529-16-5

j t r-J .iU-1-
10 20 30 40 50 80 70 80 80 100 110 120 130 140 160

180 170 180 180 200 210 220 230 240 250 280 270 280 280 300

179 C7H5N3O3

Benzofurazan, 5-methyl-4-nitro-
16322-21-7

179 C9H9NOS
Benzothiazole, 6-methoxy-2-methyl-

2941-72-2

'XXV

10 20 30 40 50 80 70 80 80 100 110 120 130 140 150

j

;

i.

160 170 1

179 C9H9NOS
Isoxazole, 3,4-dimethyl-5-(2-thienyl)-

56421-65-9

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

179 C9H9NO3 29441-79-0
2fl-l,4-Benzoxazine-6,7-dione, 3,4-dihydro-4-methyl~

100

60

60

40

16C 170 180 190 200 210 220 230 240 250 260 270 260 290 300

20

0- u r_jl!j! ,

nil
,

,J , , 1^

179 C9H6CINO
8-Quinolinol, 5-chloro-

130-16-5

10 20 30 40 50 60 70 80 80 100 110 120 130 140 150

jj »»!« ill.- jlll

10 20 30 40 60 60 70 80 90 100 110 120 130 140 150



179 EPA/NIH MASS SPECTRAL DATA BASE 5475

179 C 10H13NO2 943-15-7
Benzene, l-methyl-4-(l-methylethyl)-2-nitro-

100

00

00

40

20

0
100 170 100 190 200 210 220 230 240 250 260 270 200 290 300

179 C 10H13NO2 1202-25-1
Benzoic acid, 4-(dimethylamino)-, methyl ester

MeOC(O)

100 170 100 190 200 210 220 230 240 250 260 270 280 290 300

179 C 10H13NO2 35813-38-8
Acetamide, N-(4-methoxyphenyl)-7V-methyl-

Me
I

100

00

60

40

20

0

100

00

60

40

20

0
160 170 100 190 200 210 220 230 240 250 260 270 280 290 300

10 20 30 40 50 60 70 80 90 100 110 120 130
, ,

140 150

1

179 C10H 13NO 2 69745-72-8
Cyclopentanecarbonitrile, 5-hydroxy-l-methyl-3-oxo-2-(2-

propenyl)-

100

00

60

40

20

0

100

00

60

40

20

0

179 C 11H17NO 91-88-3
Ethanol, 2-[ethyl(3-methylphenyl)amino]-

Et

NCH2CH2OH

Me

179 C 11H17NO 58422-83-6
Cyclohexanecarbonitrile, l-(3-oxobutyl)-

CH 2 CH 2 COMe



5476 EPA/NIH MASS SPECTRAL DATA BASE 179

179
4

CuHnNO
Benzenepropanol, 2-amino-a,a-dimethyl-

69611-46-7
80

80

40

20

0
160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

180 C7H4CIF3 98-56-6
Benzene, l-chloro-4-(trifluoromethyl)~

F
I

Cl

100

80

80

40

20

0

10 20 30 40 SO 80 70 80 90 100 110 120 130 140 160

180 C6H8N2OS.CIH 56756-80-0 100

2(3if)-Thiazolimine, 3-hydroxy-4,5-dimethyl-, monohydrochloride M
80

40

20

0

OH
• HCI

180 C7H8N4O2 51029-19-7
1-Triazene, l-methyl-3-(3-nitrophenyl)-

180 C5H8N2OS.CIH 58275-60-8
2(3if)-Thiazolimine, 4-ethyl-3-hydroxy-, monohydrochloride

N02

180 C6F4O2 527-21-9
2,5-Cyclohexadiene-l,4-dione, 2,3,5,6-tetrafluoro-

F

F

100

80-

80-

40- .

M
: III!

o l 1 1 1 1 I
1

l‘
|*-I

1 I
I

1
1

1 1 ‘
I

-
1 1—

10 20 30 40 SO 80 70 80 90 100 110 120 130 140 160

180 C7H1703P 1445-75-6
Phosphonic acid, methyl-, bis(l-methylethyl) ester

Me

I -PrOPOPr-l
II

0



180 EPA/NIH MASS SPECTRAL DATA BASE 5477

180 CsHhCL 38696-17-2
1-Pentene, 5-chloro-4-(chloromethyl)-2,4-dimethyl-

h 2 c ch 2 ci
II I

Me CCH 2 CCH 2 Cl

10 20 30 40 50 60 70 80 00 100 110 120 130 140 160

180 CgHaCU
Benzoic acid, 4-(acetyloxy)-

2345-34-8

190 170 180 190 200 210 220 230 240 260 260 270 280 290 300

180 C9H12N2O2

Benzenamine, Ar-ethyl-2-methyl-5-nitro-
56288-95-0

180 C9H 13BO3 74646-01-8
Ethanone, l-(2-ethyl-5-ethynyl-4-methyl-l,3,2-dioxaborolan-

4-yl)-

, , nJ ^4^1—

1

—**“1—.

—

i-i

100-

80-

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

180 C10H12O3

Ethanone, l-(2,5-dimethoxyphenyl)-
1201-38-3

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

Me

NO2

180 C 10H12O3 4586-58-7
2,5-Cyclohexadiene-l,4-dione, 3-hydroxy-2-methyl-5-(l-

methylethyl)-

100

80

60

40

20

0

100

60

60

40

20

0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



5478 EPA/NIH MASS SPECTRAL DATA BASE 180

180 C10H12O3 4586-59—8
2,5-Cyclohexadiene-l ,4-dione, 3-hydroxy-5-methyl-2-( 1-

methylethyl)-

180 C10H12O3 57345-10-5
Indeno[3a,4-b]oxirene-2,5(laif,3/^)-dione

) tetrahydro-4a-methyl-,
(laa,4ad,7aR*)-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

180 C10H12O3 10259-22-0
Benzoic acid, 3-methoxy-, ethyl ester

OMe

180 C 10H 12O3 66407-26-9
Cyclopenta[c]pyran-l,3-dione, 4,4a,5,6-tetrahydro-4,7-diinethyl-

Me

180 C10H 12O3 57345-09-2
Indeno[3a,4-6]oxirene-2,5(la/f,3H)-dione, tetrahydro-4a-methyl-

(laa,4aa,7aR*)-

180 C 10H16N2O 66434-22-8
2H-Cycloheptapyrazin-2-one, l,3,5,6,7,8,9,9a-octahydro-9a-methyl-

160 170 160 190 200 210 220 230 240 250 260 270 280 290 300



180 EPA/NIH MASS SPECTRAL DATA BASE 5479

180 C 11H16O2

Phenol, 4-(pentyloxy)-

18979-53-8

180 170 1*0 190 200 210 220 230 240 2S0 2*0 270 280 290 300

180 C 11H16O2

Benzene, l-butoxy-4-methoxy-
20743-95-7

100 170 180 100 200 210 220 230 240 2S0 280 270 280 290 300

180 C11H16O2 63922-43-0
3-Butyn-2-one

,
4- [3,3-dimethyl-2-(1-methylethyl)oxiranyl]-

10 20 30 40 50 80 70 80 90 100 110 120 130 140 160

180 170 180 190 200 210 220 230 240 260 280 270 280 290 300

180 CnHieCh 63922-44-1
3-Heptyne-2,6-dione, 5-methyl-5-(1-methylethyl)-

MeCOCiCCCHMe

10 20 30 40 SO 80 70 80 90 100 110 120 130 140 ISO

180 CnHieOa 63922-61-2
3-Octyne-2,5-dione, 6,6,7-trimethyl-

Me

I I

Me COC i CCOCCHMe
I

Me

180 CnHieOz 75314-18-0
Spiro[cyclobutane-l,3'-[7]oxabicyclo[4.1.0]heptan]-2-one, 4',4'-

dimethyl-

o

100 ]

80-

60-

40 -

20 a

o i
1

> r i i'i » i i
1 1 1 1 » i'

100 170 100 190 200 210 220 230 240 250 200 270 200 290 300

180 CnHnP 7621-16-1
Phosphine, (1 ,1-dimethylethyl)methyiphenyl-

Bu-t
i

MePPh

180 C 12H8N2 66-71-7

1,10-Phenanthroline

100

80

60

40

20

0
10 20 30 40 60 00 70 80 90 100 110 120 130 140 ISO



5480 EPA/NIH MASS SPECTRAL DATA BASE 180

100

80

80

40

20

0

180 C12H8N2 74764-51-5
Benzonitrile, 2-(2-pyridinyl)-

160 170 180 100 200 210 220 230 240 260 260 270 280 200 300

100

80

80

40

20

0

100

80

80

40

20

0

180 C12H20O 21662-16-8
2,4-Dodecadienal, (E>E)-

Me ( CK 2 ) e CH = CHCH :CHCHO

100

80

60

40

20

0

100

80

60

40

20

0

180 C12H20O 68344-59-2
4-Cycloocten-l-one, 8-butyl-, (Z)-

a,( CH 2 ) 3 Me

0

_
—1 IL .. .

1 1 1 1

10 20 30 4C 50 60 70 80 90 100 110 120 130 140 160

1 1 t 1 1 i —

r

—-r— r—r— 1 - r—r—1—

1

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

180 C 13H24 69690-70-6
1,6-Undecadiene, 2,6-dimethyl-, (25)-

Me CH 2
I II

Me ( CH 2 ) 3 CH :C( CH2 ) a CMS

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

100

80

60 *

40-

20 -

0 i *i t 1 1 1 11 1 —

r

» » 1 1 1

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

180 C 13H24 69690-72-8
1,6-Decadiene, 2,6,9-trimethyl-, (25)-

Me Me CH 2
l I II

MeCHCH 2 CH :C( CH 2 ) 3 CMe

180 C 13H24 74810-41-6
Cyclohexane, (2-ethyl-l-methylbutylidene)-

Me

100

80

80

40

20

0

100

80

60

40

20

0

180 C13H24 74810-42-7
Cyclohexane, (2-ethyl-l-methyl-l-butenyl)-

Me



181 EPA/NIH MASS SPECTRAL DATA BASE 5481

180 C14H12 1430-97-3
9/f-Fhiorene, 2-methyl-

180 C 14H12 2523-39-9
9/f-Fluorene, 3-methyl-

180 CuHi2 4603-00-3
1,3,5,7-Cyclooctatetraene, 1-phenyl-

CT

181 C3H602.Ag 5489-14-5
Propanoic acid, silver(l+) salt

HOjCEl . Afl(I)

460 470 480 490 600 610 620 630 640 650 660 570 660 590 600

181 CsHvNO*
Benzoin acid, 4-methyl-3-nitro-

96-98-0

160 170 160 190 200 210 220 230 240 250 260 270 280 290 300

181 CsHvNO*
Benzoic acid, 3-nitro-, methyl ester

C( 0) OMe

618-95-1

NO2

181 CsH7N04 830-03-5
Acetic acid, 4-nitrophenyl ester

80 «

60

40

20*

1 J» J K JL *4 j \ 1 ,0
10 20 30 40 60 60 70 80 90 100 110 120 130 40 160



5482 EPA/NIH MASS SPECTRAL DATA BASE 181

100

80

80

40

20

0
160 170 160 190 200 210 220 230 240 260 260 270 280 290 300

181 C8H7NO4 1877-73-2
Benzeneacetic acid, 3-nitro-

CH 2 CO2 H

NO2

100

80

80

40

20

0

100

80

60

40

20

0
160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

lji jLj jLi_i JliL - 1 11
1 1

- —
i "T - T" " I*"*

" ’ i r —i— 1 t - r* 1 1 1

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

181 C9H8FNO2 775-31-5
Benzene, l-fluoro-4-(2-nitro-l-propenyl)-

Me
I

100

80

60

40

20

0

100

80

60

40

20

0

181 C9H11NO3 75268-14-3
Benzaxnide, 4-hydroxy-iV-(2-hydroxyethyl)-

CONHCH2 ch 2 oh

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

-Ji i • -JiL A — l Ul
10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

l_l r t -~r r r t i i i i i —r—i
-

180 190 200 210 220 230 240 260 260 270 280 290 300

181 CaHieNOSi 58751-79-4
Benzenamine, 2V-[(trimethylsilyl)oxy]-

Me

PhNHOSI Me
I

Me

181 C10H15NO2 709-70-6
Carbamic acid, tricyclo[2.2.1.02 -6]hept-3-yl-, ethyl ester

NHC( 0) OE t

181 C 10H15NO2 27172-03-8
Pyrrole-3-carboxylic acid, 2-ethyl-5-methyl-, ethyl ester

Et

Me

181 C10H16NO2 38853-56-4
8-Azabicyclo[3.2.1]oct-2-ene-8-carboxylic acid, ethyl ester

N — C( 0) OE t

100

80

80

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
. .

1 ill .iilllli ,1 lilL,—>iil L Jill ... 1—r— 1 n-

160 170



181 EPA/NIH MASS SPECTRAL DATA BASE 5483

100

ao

60

40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

181 C10H15NO2 54564-31-7
Tricyclo[3.3.1.13 .

7]decane, 2-nitro-

o2 n

181 C10H15NO2 69687-82-7
ltf-Pyrrole-2-carboxylic acid, 5-ethyl-4-methyl-, ethyl ester

Et

181 C10H15NO2 69687-83-8
lH-Pyrrole-2-carboxylic acid, 3-ethyl-5-methyl-, ethyl ester

Me C( 0) OE

I

100

80

80

40

20

0

100

80

60

40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

181 C 10H20BNO 74421-34-4
Cyclohexanone, 0-(diethylboryl)oxime

Et

181 C 11H19NO 69597-57-5
2/i-Quinolizin-l-ol, 1-ethenyloctahydro-

181 C 11H19NO 69686-58-4
1-Naphthalenamine, l,2,3,4,4a,5,8,8a-octahydro-iV-hydroxy-3-
methyl-, [lS-(la,3j9,4a/3,8a/3)]-

NHOH

181 C 12H23N 64596-17-4

2,7-Octadien-l-amine, iV^/V-diethyl-, (E)-

Et
1

HjC«CH(CH2 ) jCHsCHCHjNEI



5484 EPA/NIH MASS SPECTRAL DATA BASE 181

100 —
SO-

SO-

40-

20 -

0 I" . i *l**i ‘“I*
"

i 1 i i 1 i
1 r- -

i r t 1
“

ISO 170 180 100 200 210 220 230 240 2S0 280 270 280 290 300

181 CuHuN 1013-88-3
Benzenemethanimine, a-phenyl-

NH
II

PhCPh

so-

so

182 C4HCI3N2

Pyrimidine, 2,4,6-trichloro-

nYci

N

Cl

3764-01-0

182 C6H8Cl202
3-Penten-2-one, 5,5-dichloro-4-methoxy-, (E)-

OMe

If
MeCOCH =CCHCI

61203-75-6

182 CeHwSa 69078-81-5
Disulfide, methyl 2-methyl-l-(methylthio)propyl

SMe

I i

MeSSCHCHMs

182 CeHwSa 69078-85-9
Disulfide, methyl l-methyl-l-(methylthio)propyl

Me

MeSSCSMe
I

Et

100

so

so

40

20

0
10 20 30 40 SO 60 70 SO 90 100 110 120 130 140 ISO

182 C6Hi4S3 69078-87-1
Disulfide, methyl l-(propylthio)ethyl

Me
I

MeSSCHSPr

100

80

60

40

20

0

100

80

80

40

20

0

182 C6Hi6F2N2Si 66436-27-9
Hydrazine, 2-[difluoro(l-methylpropyl)silyl]-l,l-dimethyl-

Me F
I I

MeNNHSI Bu-s
I

F

100

80

60

40

20

0

100

80

60

40

20

0



182 EPA/NIH MASS SPECTRAL DATA BASE 5485

182 C7H6N2O2S

1,2-Benzisothiazol-3-amine, 1 ,1-dioxide

7668-28-2

0
0 0
\\//

c

\

•

NHi

. 1,
-

[l. .

,

ll. •T -Hi 1- -.1 ,
- l

10 20 30 40 60 80 70 80 80 100 110 120 130 140 ISO

182 C7H10N4O2

1,2-Ethanediamine, Ar-(5-nitro-2-pyridinyl)-

N. .NHCH2CH2NH2

29602-39-9

JCJ

1 •— J* i
h—1—*-i—

J

h 1——1—
10 20 30 40 50 80 70 80 90 100 110 120 130 140 ISO

180 170 180 ISO 200 210 220 230 240 250 280 270 280 280 300

182 CgPLBr
Benzene, l-bromo-4-ethenyl-

2039-82-9

180 170 180 ISO 200 210 220 230 240 2S0 280 270 280 280 300

182 C9H 10O 2S
Benzoic acid, 2-(methylthio)-, methyl ester

C( 0) OMe

3704-28-7

10 20 30 40 50 60 70 80 00 100 110 1 20 130 140 150

100

80

60

40

20

0
160 170 180 100 200 210 220 230 240 250 260 270 280 200 300

L 1 L

182 C9H 10O4 4707-46-4
Benzoic acid, 2,4-dihydroxy-3,6-dimethyl-

Me

Me

• iiiiiiiiIIIIII
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

L_ 1

160 170 180 ISO 200 210 220 230 240 260 280 270 280 280 300

182 CgHuOzSi
Silane, dimethoxymethylphenyl-

Me
I

Me OS I OMe
I

Ph

3027-21-2

182 C9H15BO3 74646-08-5
Ethanone, l-(5-ethenyl-2-ethyl-4-methyl-l,3,2-dioxaborolan-
4—yl)

—

Ac



5486 EPA/NIH MASS SPECTRAL DATA BASE 182

182 C10H14O3 29515-37-5
Benzene, 2-ethoxy-l,3-dimethoxy-

OEt

182 C 10H14O3 69597-58-6
2-Oxaspiro[4.5]dec-3-en-l-one, 4-methoxy-

0

OMe

182 CnHisCl 19692-45-6
Benzene, l-(chloromethyl)-4-(l,l-dimethylethyl)-

100

80

60

40

20

0

100

80

60

40

20

0

182 C 11H18O2 2543-75-1
4a(2H)-Naphthalenecarboxylic acid, octahydro-, trans-

CD
C02H

100
-J

— — —
80-

80-

40*

III
0 1 i

" r i
"

i
1 1

1 1
—r t 1

1
1 1 *1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

100

80

80

40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

182 C 11H18O2 3021-73-6
4a(2if)-Naphthalenecarboxylic acid, octahvdro-, cis-

CD
CO2H

182 C11H18O 2 28745-06-4
Cyclohexanecarboxaldehyde, 6-methyl-3-(l-methylethyl)-2-oxo-

Me

Pr-I

182 C 11H 18O2 34003-75-3
l-Oxaspiro[4.4]nonan-4-one, 2-isopropyl-

cxpr



182 EPA/NIH MASS SPECTRAL DATA BASE 5487

182 ChHi802 62725-46-6
l,6-Methanonaphthalene-l,9(2i/)-diol, octahydro-, (la^aa,^

6/3,8aa,9S*)-

HO

182 C 11H18O2 63922-49-6
3-Butyn-2-ol, 4-[3,3-dimethyl-2-(l-methylethyl)oxiranyl]-

Me

CXCCHMe

OH

182 C 11H 18O2 63922-57-6
4-Heptyn-2-one, 6-hydroxy-3-methyl-3-(1-methylethyl)-

COMe

HO Me
I I I

MeCHCiCCCHMe
I

Me

182 C 11H18O2 67428-34-6
2,4-Heptadienoic acid, 4-propyl-, methyl ester, (EJE)-

Pr
1

MeOC(0)CH»CHC»CHEt

182 C 11HX8O2 74753-02-9
Cyclopropanecarboxylic acid, 2,2-dimethyl-3-(2-propenyl)-, ethyl

ester, trans-

Me

182 C 11H22N2 75268-12-1
2-Butenal, 3-methyl-, dipropylhydrazone

Pr Me
I I

Pr NN = CHCH - CMe

182 CnH 22Si 61228-00-0
Silane, (3-ethyl-3-methyl-l-pentynyl)trimethyl-

Me Me
I I

MeSI CiCCEt
I I

Me Et

100

eo

60

40

20

0
10 20 30 40 60 60 70 60 60 100 110 120 130 140 160



5488 EPA/NIH MASS SPECTRAL DATA BASE 182

182 C12H22O
4-Cycloocten-l-ol, 8-butyl-, (la,4Z,8/5)-

68344-56-9

a.(CH 2 )3t

10 20 30 40 50 90 70 80 90 100 110 120 130 140 ISO

182
l-Dodecyn-4-ol

C 12H22O

OH
I

HC :CCH 2 CH( CH 2 )

7

Me

74646-36-9

10 20 30 40 SO SO 70 SO 90 100 110 120 130 140 ISO

182 C14H14

Bi-l,3,5-cycloheptatrien-l-yl
35393-05-6

\ f \ //

l(ul 1 1J—ll 4-r-l
10 20 30 40 SO SO 70 90 100 110 120 130 140 160

183 C6H5N3O4

Benzenamine, 3,5-dinitro-

618-87-1

o2 n nh 2

N02

A,,!

183 C8H9N04

Benzene, l,2-dimethoxy-4-nitro-
709-09-1

183 C8H13N3O2

L-Histidine, ethyl ester

7555-06-8

nh 2

N I

CH 2 CHC( 0) OE t<yHN—

»

183 C 10H17NO2 2723-42-4
2-Propenoic acid, 2-methyl-3-(l-pyrrolidinyl)-, ethyl ester

o
Me
I

N ,C = CHC(0)0Et

ji ll, -. 1 . Ji

10 20 30 40 50 60 70 80 90 100 1 0 120 130 140 150

ISO 170 180 190 200 210 220 230 240 250 260 270 280 290 300

10 20 30 40 50 60 70 80 90 100 110 120 130 140 ISO



184 EPA/NIH MASS SPECTRAL DATA BASE 5489

183 C 10H 17NO2 3423—27—6
8-Azabicyclo[3.2.1]octan-3-ol, 8-methyl-, acetate (ester), endo-

183 C 13H13N 1205-39-6
Benzenamine, 2-methyl-iV-phenyl-

183 C 13H 13N 2116-62-3
Pyridine, 2-(2-phenylethyl)-

N CH2 CH2 Ph

CJ

184 C 4H8S4 2373-00-4
1,3,5,7-Tetrathiocane

184 C 5H7BrF2 74685-91-9
1-Pentene, 5-bromo-5,5-difluoro-

F
1

H 2 C = CHCH 2 CH 2 CBr
I

F

184 C6H4N2O5 51-28-5
Phenol, 2,4-dinitro-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

184 C6H7F3O3

Butanoic acid, 4,4,4-trifluoro-3-oxo-, ethyl ester

E t OC( 0) CH 2 COCF

F

372-31-6

100-

80-

80-

40-

20-

, ,1, 1
10 20 30 40 50 80 TO 80 90 100 110 120 130 140 150

80*

80-

40-

20-

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

184 C7H5BrO 1122-91-4

Benzaldehyde, 4-bromo-



5490 EPA/NIH MASS SPECTRAL DATA BASE 184

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

184 CvHsBrO
Benzaldehyde, 3-bromo-

3132-99-8

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

184 CsHsOaS
p-Benzoquinone, 2-methoxy-5-(methylthio)-

19349-06-5

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

184 C9H9FO3

Acetic acid, (4-fluorophenoxy)-, methyl ester

OCH2 C( O) OMe

55444-93-4

184 C7H6CIN2O2

Benzofurazan, 5-chloro-4-methoxy-
19155-72-7

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

184 CsHgOsS
o-Benzoquinone, 4-methoxy-5-(methylthio)-

18916-56-8

j.Jill Jl-J.I-i 1 . »l I. 1 J 111

10 20 30 40 50 60 70 90 100 110 120 130 140 150

'

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

184 C9H12O4 4858-67-7
l,3-Dioxane-4,6-dione, 5,5-dimethyl-2-(l-methylethylidene)-

Me
I

0^ ^ ^.CMe

SO-

SO-

40-

20- i
10 20 30 40 50 60 70 90 100 110 120 130 140 150

184 C9H17BO3 74646-05-2
Ethanone, l-(2,5-diethyl-4-methyl-l,3,2-dioxaborolan-4-yl)-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



184 EPA/NIH MASS SPECTRAL DATA BASE 5491

184 C 9H17BO 3 74646-11-0
Ethanone, l-(2-ethyl-4,5,5-trimethyl-l,3,2-dioxaborolan-4-yl)-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

184 C9H17BO 3 74810-06-5
1,3,2-Dioxaborolane, 2-ethyl-4-(3-oxiranylpropyl)-

0 P.N>— (CH 2 )j

0 -

;

Liu li_jl iililn.1
,

-J
1 Jll i-lL r-

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

184 C9H20N4

1-Piperidinamine, iV-[l-(ethylazo)ethyl]-

59856-64-3

o
Me
I

,NHCHN = NE t

it , . ll

184 CioHieOa 6975-17-3
l-Oxaspiro[2.5]octane-2-carboxylic acid, ethyl ester

CK
C(O) oet

JljL il ,i. iJ
1—

M

10 20 30 40 50 80 70 80 »0 100 110 120 130 140 150

184 C10H16O3

Furan, 2-(l,2-diethoxyethyl)-

14133-54-1

er

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

184 68546-55-4
Cyclopentanecarboxylic acid, 3-formyl-2,2-dimethyl-, methyl ester

cis-

U L. ! - ll L
,

. , ,

10 20 30 40 50 80 70 80 »0 100 110 120 130 140 150

184 C 10H 13CIO 74313-17-0
Benzene, l-methoxy-2,3,5-trimethyl-, monochloro deriv.

OMe

II
+ Cl

0=CH Me

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

. r
lL. llllll 1 L 1 .I* .1 U Mr-

160 170 160 190 200 210 220 230 240 250 260 270 280 290 300

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



5492 EPA/NIH MASS SPECTRAL DATA BASE 184

184 C10H20N2O 67370-71-2
2(17f)-Azocinone, l-(3-aminopropyl)hexahydro-

184 C10H20N2O 67370-72-3

1,5-Diazacyclododecan-6-one

100-1

80 -

60-

40-
j

20-
(

0 1
1 1 1 1 1 1 1 1 1 1 1 1 1 - 1 1

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

184 C 10H21BO2 74744-58-4
1,3,2-Dioxaborinane, 2,4,6-triethyl-5-methyl-

Et

100-

BO-

60-

40-

20-

hi Jii LL 1

10 20 30 40 50 60 0 80 90 100 110 120 130 140 150

80-

60-

40-

20-

_lL __
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

184 C11H20O2 112-38-9
10-Undecenoic acid

H 2 C = CH(CH 2 ) s C02 H

80-

60-

40-

20-

0- ,
,

ii. 1, ili ,.1lLj J.

.

.jIIl.i. ..iliiii iii. ...-1
, T" —

t

| r V I f.— .., — -,*.-
,
.

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

100-1

30 -

60-

40-

20 -

0 L-"" I ‘
I I I I I

1

I T - '» I I I
"

I I I

160 170 180 190 200 210 220 230 240 250 260 270 260 290 300

184 C11H20O2 1118-71-4
3,5-Heptanedione, 2,2,6,6-tetramethyl-

Me Me
I I

MsCCOCHs COCMe
I I

Ms Ms

184 C 11H20O2 7367-85-3
2-Decenoic acid, methyl ester, (E)-

Me(CH 2 )e CH:CHC( 0) OMe

80-

60-

40-

20-

„ 1, 1, ,ll 111 -lji -Jllll . iL.| -|.L L . .

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

80-

60-

40*

20-

it

160 170 80 190 200 210 220 230 240 250 260 270 280 290 300

184 C 11H20O2 63922-38-3
3-Heptyne-2,5-diol, 6-methyl-5-(l-methylethyl)-

Ms
I

CHMs

HO Ms
I I I

MsCHCsCCCHMs

OH

100

80

60

40

20

0

100

80

80

40

20

0

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



184 EPA/NIH MASS SPECTRAL DATA BASE 5493

184 C11H20O2

2,6-Heptanedione, 3-methyl-3-(l-methylethyl)-
63922-59-8 184 C 11H24N2

2-Propanone, bis(2-methylpropyl)hydrazone
52835-12-8

COMe

lr
MeCOCH 2 CH2 CCHMe

I -Bu Me
I I

I -Bu NN : CMe

1

Me 80

60-

40

20-

J, ,L 1
,

L
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

, , , ,1
1 1. a r- r-L 100

^

10 20 30 40 50 00 70 OO 90 100 110 120 130 140 ISO

100 170 100 180 200 210 220 230 240 250 200 270 200 290 300

184 C 11H20O2 66972-05-2
1,3-Dioxolane, 2-methyl-2-(4-methyl-3-methylenepentyl)-

ch 2

He
/°\/CH2 CH 2 CCHMe

Cr*

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

184 C 11H20O2

Hexanoic acid, 2-pentenyl ester, (Z)-

EtCH=CHCH 2 0C(0) (CH 2 ) 4 Me

74298-89-8

10 20 30 40 SO 00 70 00 90 100 110 120 130 140 ISO

100 170 ISO 190 200 210 220 230 240 250 200 270 200 290 300

184 C 11H20O2

1,3-Dioxolane, 2-cyclohexyl-4,5-dimethyl-
74793-11-6

'LnO

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

184 C 11H24N2

2-Propanone, dibutylhydrazone

Me ( CH 2 ) j Me

Me C= NN ( CH 2 ) a Me

67660-52-0

10 20 30 40 SO SO 70 80 90 100 110 120 130 140 150

ISO 170 ISO 190 200 210 220 230 240 250 200 270 200 290 300

184 C 11H24N2 75268-02-9
Propanal, 2-methyl-, (l-methylethyl)(2-methylpropyl)hydrazone

Me Pr-I
1 1

Me CHCH = NNBu -

I

1 rJ— ,

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

184 C 11H24N2

Heptanal, diethylhydrazone

Et
I

Me( CM 2 ) 5 OUNNEt

75268-03-0

ml i ^ ,i i. ,i . , ,

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

L
,

1-^-
ISO 170 ISO 190 200 210 220 230 240 2S0 200 270 200 290 300



5494 EPA/NIH MASS SPECTRAL DATA BASE 184

184 C12H12N2

Tricyclo [4. 2.2.02 .6
]
dec-9-ene-3,7-dicarbonitrile

20185-25-5

m.

.. .. jllll- ^ J
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 160 190 200 210 220 230 240 260 260 270 280 290 300

184 C12H12N2 58275-53-9
lif-Imidazole, 2-methyl-l-(2-phenylethenyl)-, (E)-

H

10 20 30 40 60 60 70

ll 1

160 170 180 190 200 210 220 230 240 250 260 270 260 290 300

184
Silane, diphenyl-

Ci2Hi2Si

PhSI H2 Ph

775-12-2

160 170 160 190 200 210 220 230 240 250 260 270 280 290 300

184
Cyclododecanol

C12H24O

CO"

1724-39-6

ll,,
1, ii ,1 , , I i, III

li.
(

l|i. ii .i|

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

184 C12H24O 40642-38-4
5-Dodecen-l-ol, (Z)-

HO( CH2 ) 4 CH 1 CH ( CH2 ) $ Me

184 C13H12O 946-80-5
Benzene, (phenoxymethyl)-

PhOCH 2 Ph

184 C 13H12O 20009-25-0
Naphthalene, l-(2-propenyloxy)-

OCH2 CH 5CH2

184 C 14H16

Azulene, 7-ethyl-l,4-dimethyl-

529-05-5



184 EPA/NIH MASS SPECTRAL DATA BASE 5495

100

ao

eo

40

20

0
100 170 180 100 200 210 220 230 240 260 280 270 280 200 300

184 CuHie 38560-33-7
4,7-Methano-3,6,8-methenocyclopent[a]indene, 3,3a,3b,4,5,6,=

7,7a,8,8a-decahydro-

184 CuHie 1624-13-1
l,4:5,8-Dimethanobiphenylene, l,4,4a,4b,5,8,8a,8b-octabydro-,

(la,4a,4ad,4ba,5d,8/3,8aa,8b/3)-

184 CuHie 7781-74-0
4,7-Methano-2,3,8-methenocyclopent[a]indene, 1,2,3,3a,3b,4,

=

7,7a,8,8a-decahydro-

184 CuHie 38589-54-7
3,4,7-Methenocyclopent[a]indene, 3,3a,3b,4,7,7a,8,8a-octa=
hydro-8-methyl-, (3a,3ad,3b/3,4a,7a,7ad,8a,8a/?)-

Me

184 CuHie 38589-62-7
3,8,4,7-Ethanediylidenecyclopent[a]indene, 1, 2,3,3a,3b,4, 7,7a,

=

8,8a-decahydro-

184 CuHie 22723-47-3
l,4,8-Metheno-lH-cyclopent[/]azulene, 3a,4,4a, 7,7a, 8,9,9a-
octahydro-

100

80

60

40

20

0
10 20 30 40 50 60 70 80 80 100 110 120 130 140 160

i i i Jill i J li l_lll li

10 20 30 40 60 80 70 80 00 100 110 120 130 140 160

JL, L I_ , , , j ,

180 170 180 100 200 210 220 230 240 260 280 270 280 200 300



5496 EPA/NIH MASS SPECTRAL DATA BASE 184

184 CuHie 74710-00-2
Naphthalene, l,2(or 2,3)-diethyl-

i

184 CuHie 74753-28-9
Anthracene, hexahydro-

000 + 6 H

-T- —1 -t*
1 ‘I***— ,

_JlL ll

. ,

I
,

i
l -Ju- ,

10 20 30 40 60 60 70 80 90 100 110 120 130 140 150

1 » 1 1 1 1 r—r—

1

1 11 1 1 1

160 170 180 190 200 210 220 230 240 250 260 270 260 290 300

185 C5CIF4N 1735-84-8
Pyridine, 3-chloro-2,4,5,6-tetrafluoro-

F

185 C7H4CINO3 121-90-4
Benzoyl chloride, 3-nitro-

no2

185 CvHgBrN 583-68-6
Benzenamine, 2-bromo-4-methyl-

» . . 1 1 1 1 1 1 1 1 1 1 1 r
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

185 CvHsBrN 583-75-5
Benzenamine, 4-bromo-2-methyl-

100 *

80

60

40

20

«

i , .

10 20 30 40 50 60 70
l 1 - - 1 1 1 -

80 90 100 110 120 130 140 150

80

60-

40 -

20-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

185 C8H15N3O2 64018-45-7
1,3-Dioxolane, 4-(2-azidoethyl)-2,2,4-trimethyl-, (S)-

CH2 CH 2 Ns

Me C'Me

1 Hi
. ,1

,1 1 'i 1 »
—

1 r t
—

. 1 . i i

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



185 EPA/NIH MASS SPECTRAL DATA BASE 5497
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20

0
160 170 180 100 200 210 220 230 240 250 260 270 280 200 300

185 CeHeFaN 2338-76-3
Benzeneacetonitrile, 3-(trifluoromethyl)-

F
I

CF
I

F

CH 2 CN

100
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20

0

100

80

80

40

20

0

185 C10H19NO2 16379-15-0
Carbamic acid, diethyl-, cyclopentyl ester

Et
1

0C( 0 ) NEt

185 C 10H19NO2 19653-33-9
1-Piperidinepropanoic acid, ethyl ester

C
.CH2 CH 2 C( 0 ) 0Et

i

100

•0

00

40

00

0

100

00

00

40

00

0
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

10 20 30 40 50 60 70 60 90 100 110 120 130 140 160

T

185 C10H19NS 58214-94-1
Nonanenitrile, 9-(methylthio)-

MeS ( CH2 ) a CN

100

00

60

40

20

0

100

00

00

40

20

0

185 C 12H 11NO 86-86-2
1-Naphthaleneacetamide

ch 2 conh 2

100-

80-

60 -

40-

20-

1 ^ , . 1 L

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

80 -

60-

40-

20-

1

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

185 C 12H 11NO 139-59-3
Benzenamine, 4-phenoxy-

1
1

1^1—
1

1
*i 1 “* r~—r-

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

:

L, 1.

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

185 C12H 11NO 72403-16-8
Pyridine, (3-methylphenoxy)-

100

80

80

40

20

0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



5498 EPA/NIH MASS SPECTRAL DATA BASE 185

100J— —
80 -

00-

40-

20 - I

0 I
l|

| I I f I -I'"" I
'

t
- T I

’ * 'I I I

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

185 C 12H11NO
Pyridine, (4-methylphenoxy)-

72403-17-9

O

185 C12H11NO 72403-18-0
Pyridine, (2-methylphenoxy)-

Me

186 C8H10O3S 80-48-8
Benzenesulfonic acid, 4-methyl-, methyl ester

100

80

60

40

20

0

100

80

60

40

20

0

186 CgHioOaS 1009-01-4
Methanesulfonic acid, 2-methylphenyl ester

Me

100-

80-

60-

40-

20-

i a .. j.ji. bL ^ jil

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

80-

60-

40-

20-

100 70 180 190 200 210 220 230 240 250 260 270 280 290 300

186 C5H10N6O2 101-25—7
l,3,5,7-Tetraazabicyclo[3.3.1]nonane, 3,7-dinitroso-

186 C8H14F4

Octane, 1 ,1 ,2,2-tetrafluoro-

Me ( CH 2 ) 6 CCHF

F

74793-58-1

186 CsHieGe 61228-16-8
Germane, trimethyl(3-methyl-l-butynyl)-

Me Me
I I

Me CHCiCGeMe
I

Me

100

80

60

40

20

0

10 20 30 40 60 80 70 80 90 100 110 120 130 140 150

1 1.1 ii ..i ..mi III



186 EPA/NIH MASS SPECTRAL DATA BASE 5499

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

186 C9H14O4 50598-40-8
Propanedioic acid, (2-methyl-2-propenyl)-, dimethyl ester

C( 0) OMe

ch 2
II

MeOC(O) CHCH2 CMe

186 C 11H6O3

7#-Furo[3,2-g][l]benzopyran-7-one
66-97-7

XXX^
100*

80 80 -

60- 80-

40- 40-

20-

liU liliiL iLL-j j- r
.

20-

0 - , T , ]L ,J. , llll, . ,[ 1| T ^
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 160 190 200 210 220 230 240 250 260 270 280 290 300 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

186 C 9H18N2O 2 67139-01-9
Propanamide

,
N- [3-(acetylamino)propyl]-7V-methyl-

Ac NH ( CH2 ) 3 NCOE t

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

186 C9H18N2O2 67139-07-5
Propanamide, AH3-(acetyhnethylamino)propyl]-

Me
1

E t CONH( CH2 ) 3 NAc

10 20 30 40 SO 60 70 60 90 100 110 120 130 140 160

186 C 11H22O 2

Hexanoic acid, pentyl ester

Me ( CH 2 ) 4 OC( 0) ( CH2 ) 4 Me

540-07-8

• —il-i, Jjl_i 1 r .± .. ( r—
10 20 30 40 50 60 70 80 90 100 110 120 130 140 ISO

160 170 160 190 200 210 220 230 240 2S0 260 270 280 290 300

186 C 11H22O 2

Oxirane,
[ [
(2-ethylhexyl)oxy

]
methyl]-

2461-15-6

0

CH 2 OCH2 CH( CH 2 ) 3 Me

El

100-

80 -

60

40-

20-

UlJ II, l|ll Jl.I . .... ,1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 160 190 200 210 220 230 240 250 260 270 280 290 300

186 C 11H22O2

Octanal, 7-methoxy-3,7-dimethyl-

Me Me
I I

OCHCH2 CH( CH 2 ) 3 COMe

3613-30-7

186 CioHisOa 926-27-2
Heptanoic acid, 2,2-dimethyl-6-ox<>-, methyl ester

Ms
i

Me OC( 0) C( CH 2 ) j COMe

Me

,
ll. -JJ i il .

M- » .
. y

10 20 30 40 50 60 70 00 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



5500 EPA/NIH MASS SPECTRAL DATA BASE 186

186 C11H22O2 39026-94-3

Butanoic acid, 1-mefcliyihexyl ester

Me

Me(CH 2 )4CH0C(0)Pr

186 C11H23P 74685-81-7

Phosphine, cyclohexyl(l,l-dimethylethyl)methyl-

Me

186 C11H26N2 102—83—0
1,3-Propanediamine, AT^V-dibutyl-

( CH 2 ) 3 Me

Me ( CH 2 ) 3 N ( CH 2 ) 3 NH 2

100-

00 *

00-

40-

20-

Jill _Jl . lL L .
,

,l.

10 20 30 40 50 60 70 60 90 1 )0 110 120 130 140 150

00-

00-

40-

20-

100 170 100 190 200 210 220 230 240 250 260 270 280 290 300

186 C 12H10O2 26445-01-2
Naphthaleneacetic acid

ch 2 co2 h

100

80

80

40

20

0
10 20 30 40 50 80 70 8C 90 100 110 120 130 140 180

100 ]

BO-

60-

40-

20 -

0 1 -i 1— 1 1 1 1 1 1 1 1 1 1 r-
160 170 180 180 200 210 220 230 240 280 280 270 280 290 300

186 C 12H14N 2 74764-32-2
Propanedinitrile, bicyclo[3 .3 . 1]non-9-ylidene-

CCN
I

CN

186 C 12H26O 21078—65—9
1-Decanol, 2-ethyl-

Et
1

Me ( CH 2 ) 7 CHCH 2 OH

100-

00 -

60-

40-

20-

. .1.1-1 . - .-li J l|l.
r

.lil i-, ..

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

80-

60-

40-

20-

160 170 100 190 200 210 220 230 240 250 260 270 200 290 300

186 C13H 11F 1496-00-0
Benzene, l-fluoro-3-(phenylmethyl)-

F

.... .

1

.1 11 - .,il L J *

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

l„
160 170 130 190 200 210 220 230 240 250 260 270 280 280 300



187 EPA/NIH MASS SPECTRAL DATA BASE 5501

186 CuHis 19041-50-0
Bicyclo[8.2.2]tetradeca-5,10,12,13-tetraene, (E)-

186 CuHis 50703-41-8
Bicyclo[8.2.2]tetradeca-5,10,12,13-tetraene, (Z)-

100

80-

BO-

40-L -
,
i

ISO 170 180 100 200 210 220 230 240 260 280 270 280 280 300

186 CuHis 74663-67-5
Benzene, (2-ethyl-4-methyl-l,3-pentadienyl)-, (E)~

Me Et
I I

MeC = CHC = CHPh

186 CuHis 55836-31-2
s-Indacene, l,2,3,5,6,7-hexahydro-4,8-dimethyl-

Me

Me

186 CuHis 68284-26-4
4,8-Methano-s-indacene, l,2,3,3a,4,4a,5,7a,8,8a-decahydro-2-
methylene-

OOCT

187 C5Hio02-Rb 70205-79-7
Propanoic acid, 2,2-dimethyl-, rubidium salt

Me 3 CCO2 H • Rb

187 C7H6CINO3 6627-53-8
Benzene, 4-chloro-2-methoxy-l-nitro-

NO2

ci

100-

60 •

60 *

40 •

20-

0 - .!. 1. <., Ili.il
10 20 30 40 00 100 110 120 130 140 ISO

10 20 30 40 50 60 70 60 90 100 110 120 130 140 150



5502 EPA/NIH MASS SPECTRAL DATA BASE 187

160 170 180 190 200 210 220 230 240 260 260 270 280 260 300

187 C9H17NOS 21299-34-3
Carbamic acid, dimethylthio-, O-cyclohexyl ester

a
1

OC{ S ) NMe

187 CtHbCINOs
Phenol, 4-chloro-5-methyl-2-nitro-

7147-89-9

187 CsHioCINCh
Benzenamine, 5-chloro-2,4-dimethoxy-

97-50-7

187 C8H 10CINO 2

Benzenamine, 4-chloro-2,5-dimethoxy-
6358-64-1

160 170 180 190 200 210 220 230 240 260 260 270 260 290 300

187 C9H17NO3 7499-15-2
Butanoic acid, 2-(aminocarbonyl)-3-methyl-2-(l-methylethyl)-

CONH2

Me
|

Me

MeCHCCHMe
I

HO2 C

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

160 170 160 190 200 210 220 230 240 250 260 270 260 290 300

187 C9H17NO3 56440-42-7
Butanamide, iV-formyl-2-hydroxy-3-methyl-2-(1-methylethyl)-

Me
I

CHMe

If
0 : CHNH COCCHMe

I

OH

J ill .
Ll—

,

j rl— >4

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

60-

40-

20 -

187 C13H17N
l-Azabicyclo[2.2.2]octane, 4-phenyl-

51069-11-5

160 170 160 190 200 210 220 230 240 260 260 270 260 290 300 <?>

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160



188 EPA/NIH MASS SPECTRAL DATA BASE 5503

100

00

60

40

20

0
160 170 160 190 200 210 220 230 240 250 260 270 260 290 300

187 C13H17N
l-Azabicyclo[2.2.2]octane, 3-phenyl-

58822-88-1

187 C13H17N 62594-25-6
l,4-Methanonaphthalen-2-amine, l^.S^-tetrahydro-A^N-di^
methyl-, (la,2a,4a)-

Me
I

100

60

60

40

20

0

100

m
60

40

20

0

187 C 13H17N 69611-42-3
Benzenamine, iV-(l,l-dimethyl-2-propynyl)-2,6-dimethyl-

Me Me
1

NHCCsCH

Me

Me

188 C<H4BrF3 74630-90-3
2-Butene, l-bromo-l,l,2-trifluoro-

1

1

Me CH = CCB r

I

F

“ 1 ,

10 30 30 40 50 80 70 80 90 100 110 120 130 140 150

180 170 180 100 200 210 220 230 240 250 280 270 280 280 300

188 CtsHsBrS 106—53—6
Benzenethiol, 4-bromo-

. d

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

1

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

188 CvHeBrF
Benzene, l-(bromomethyl)-4-fluoro-

459-46-1

100

80

60

40

20

0

100

60

60

40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

.. - ... 1 . .1 .1-1 L

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

188 CsHeCbO 2234-16-4
Ethanone, l-(2,4-dichlorophenyl)-

Ac



5504 EPA/NIH MASS SPECTRAL DATA BASE 188

160 170 160 ISO 200 210 220 230 240 2S0 260 270 280 290 300

188 C 10H5CIN 2

Propanedinitrile, [(2-chlorophenyl)methylene]-

CN
I

CH=CCN

2698-41-1

188 C8Hi 303P 22152-34-7
Phosphonic acid, (3-methyl-3-penten-l-ynyl)-, dimethyl ester, (Z)-

Me OMe
I I

MeCH =CC:CPOMe
II

O
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

« 100*1

:
80*

80*

1

40-

! T i
,

.lly 1 J|i i 1 .[III ,1 In
, | —1|— —^-4-,

20*

i 1.

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
160 170 180 90 200 210 220 230 240 250 260 270 280 290 300

188
Nickelocene

CioHioNi 1271-28-9

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

188 CsHxeOaSi 74367-70-7
Butanoic acid, 3-methyl-2-oxo-, trimethylsilyl ester

MeCHCOC( 0) OS I Me

Me

10 20 30 40 50 60 70 80 90 100 110 120 130 140 ISO

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

188 C9H10CI2

Toluene, (1,2-dichloroethyl)-

30556-72-0

ci
l

CHCH2C1

Ll
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

188 CnHaOS 10245-79-1
3if-Naphtho[l,8-6c]thiophen-3-one, 4,5-dihydro-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



188 EPA/NIH MASS SPECTRAL DATA BASE 5505

188 CnHsOs 92-70-6

2-Naphthalenecarboxylie acid, 3-hydroxy-

188 C 11H12N2O 24155-47-3
lif-Imidazole-l-ethanol, a-phenyl-

Ph
. 1

N=*

100*

60

60*

40*

20*

,I.J. .

10 20 30 40 50 60 70 84 90 100 110 120 130 140 150

60 *

60*

40*

20*

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

188 C 11H24O2 74810-44-9
2-Butanol, 3-(l,3,3-trimethylbutoxy)-

Me

Me Me OH
I III

MeCCH2 CHOCHCHMe
I

Me

: j iLl b .

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

188 C 12H12O2 51926-98-8
ltf-Indene-l-methanol, acetate

CH 2 OAe

188 Ci2Hi202 69745-73-9
2-Cyclopenten-l-one, 4-hydroxy-2-methyl-3-phenyl-

160 170 180 190 200 210 220 230 240 250 260 270 260 290 300

188 C12H12O2 69766-87-6
2-Cyclopenten-l-one, 4-hydroxy-3-methyl-2-phenyl-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

188 C 12H 16N2

Propanenitrile, 3-[ethyl(3-methylphenyl)amino]-

Et

NCH2 ch 2 cn

148-69-6

1 1 1 1 I*-
1 —i L. It -

, t

Jl

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

188 CnHieO
Methanone, cyclohexylphenyl-

712-50-5

Cr‘

10 20 30 40 60 60 70 60 90 100 110 120 130 140 160



5506 EPA/NIH MASS SPECTRAL DATA BASE 188

100 ]— —
80 -

60 -

40 -

20 -

0 'i t i J*i 1 1 1——i 1 r r
—

i 1 1 1

—

160 170 180 100 200 210 220 230 240 2S0 260 270 280 200 300

188 C14H20 61228-08-8
5-Decene-3,7-diyne, 5,6-diethyl-

Et

I V
EtC:CC=CC:CEt

189 C7Hi2BrN 65113-03-3
lH-Pyrrolizine, 1-bromohexahydro-, trans-

Br

189 C10H7NO3 28123-72-0
Furan, 2-(4-nitrophenyl)-

189 C11H11NO 2

2,4_Azetidinedione, 3-ethyl-3-phenyl-
42282-82-6

189 C11H11NO 2

2-Oxazolidinone, 5-ethenyl-3-phenyl-

’~-N
/sy ch=ch 2

69974-30-7

189 C11H 11NS 10045-49-5
Thiazole, 5-ethyl-2-phenyl-

^=
r

189 C11H11NS 14229-94-8
Thiazole, 5-ethy!-4-phenyl-

Ph

100

80

80

40

20

0
10 20 30 40 BO 80 70 80 90 100 110 120 130 140 150



190 EPA/NIH MASS SPECTRAL DATA BASE 5507

i
. 1. 1

Jj 1 T 1 1 1 .
1 1 .

1-
180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

189 CuHnNS
Thiazole, 2-ethyl-4-phenyl-

19968-50-4

10 20 30 40 50 80 70 80 90 100 110 120 130 140 160

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

189 C11H16BNO
Benzaldehyde, 0-(diethylboryl)oxime

74421-33-3

Et
I

PhCH:N06Et

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

189 C 13H19N
Piperidine, l-(2-phenylethyl)-

332-14-9

o
,CH 2 CH 2 Ph

X ,i-
*1——. . . , r-

10 20 30 40 50 80 70 80 90 100 110 120 130 140 160

189 C 13H 19N 69611-45-6
Benzenamine, 2,6-dimethyl-iV-(3-methyl-2-butenyl)-

MO

& NHCH 2 CH : CMe

10 20 30 40 50 80 70 80 90 100 110 120 130 140 160

100

80

eo

40

20

0

190 BsHsI 31213-31-7
Pentaborane(9), iodo-

190 C3H2BrClF2 72403-20-4
1-Propene, bromochlorodifluoro-

+6r

MeCH =CH 2 +CI

+2F

190 C4H9Cl3Si 5936-98-1
Silane, trimethyl(trichloromethyl)-

Me

Cl
I I

MeSI CCI
I I

Cl

Me

100

ao

eo

40

20

0
10 20 30 40 50 60 70 eo 90 100 110 120 130 140 150



5508 EPA/NIH MASS SPECTRAL DATA BASE 190

190 C7H4CI2O2 50-84-0

Benzoic acid, 2,4-dichloro-

190 CsHgChO 74312-95-1

Benzene, l-methoxy-2-methyl-, dichloro deriv.

190 C8H8CI2O 74312-99-5
Benzene, l-methoxy-4-methyl-, dichloro deriv.

190 CsHsChO 74313-05-6
Phenol, 2,3-dimethyl-, dichloro deriv.

Me

190 CsHsChO 74313-07-8
Phenol, 2,5-dimethyl-, dichloro deriv.

190 CsHsChO 74313-08-9
Phenol, 2,4-dimethyl-, dichloro deriv.

100

80

60

40

20

0

100

80

80

40

20

0



190 EPA/NIH MASS SPECTRAL DATA BASE 5509

190 C9H 18O4 72403-19-1
Propanol, (2-hydroxymethylethoxy)-, monopropanoate

E t C( O) OCH 2 ch 2 och 2 ch 2 oh

190 C 10H10N2O2 22527-64-6

1,4-Phthalazinedione, 2,3-dihydro-2,3-dimethyl-

0

0

190 C10H 11BO3 74646-15-4
1 ,3,2-Dioxaborolan-4-one, 2-ethyl-5-phenyl-

11 , 1
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

1

180 170 180 1»0 200 210 220 230 2*0 250 280 270 280 290 JOO

190 C 11H10O3 63785-74-6
Cyclopenta[c]pyran-4-carboxylic acid, 7-methyl-, methyl ester

MeOC( O)

190 C 12H14O2 69687-89-4
2-Pentenoic acid, 4-methylphenyl ester

0C( 0) CH -CHE t

Me

190 C 12H18N2 27976-83-6
Benzenamine, A^Af-dimethyl-4-[ [(l-methylethyl)imino] methyl]-

Me



5510 EPA/NIH MASS SPECTRAL DATA BASE 190

190 C12H18N2 72361-10-5
Phenazine, decahydro-

coo
100-

60 •

00-

40-

20-

„J .

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

80 *

60-

40-

20-

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

190 C13H18O 40463-26-1
Benzene, l-methoxy-3-(4-methyl-4-pentenyl)-^

ch2
11

( CH 2 ) 3 CMe

OMe

100

80

60

40

20

0

100

80

60

40

20

0

190 CiaHisO 68803-90-7
2-Cyclohexen-l-one, 3-(l,3-butadienyl)-2,4,4-trimethyl-, (E)-

Me

CH=CHCH:CH 2

Me

0

_Ll ij JJ III Jl ULi i 1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

T y
* ‘ 1 t*

1 1 1 1 r 1
" "T- . » .

160 170 180 190 200 210 220 230 240 260 260 270 280 200 300

190 C13H18O
Benzene, l-(l,3-dimethyl-3-butenyl)-4-methoxy-

74672-05-2

ch 2
n

CHCH 2 CMe

190 CisHisO 74672-06-3
Benzene, l-methoxy-4-(4-methyl-4-pentenyl)-

ch 2
H

190 CisHisO 74672-09-6
Benzene, l-(l,3-dimethyl-3-butenyl)-3-methoxy-

Me CH 2
I II

OMe



191 EPA/NIH MASS SPECTRAL DATA BASE 5511

190 C14H22

3,7-Decadiyne, 5,5,6,6-tetramethyl-

29022-28-4

Me

If
Et CiCCCCiCEt

lie

10 20 30 40 SO eo 70 60 80 100 110 120 130 140 ISO

100 170 ISO 180 200 210 220 230 240 250 200 270 280 280 300

190 C14H22

Benzene, l,2-diethyl-3,4,5,6-tetramethyl-

33884-69-4

10 20 30 40 SO 60 70 80 80 100 110 120 130 140 ISO

190 C14H22

5,6-Decadien-3-yne, 5,7-diethyl-

61227-89-2

Et Et
I I

EtC-CCiCsCPr

191 C6H3CI2NO2

Benzene, l,4-dichloro-2-nitro-

NO2

89-61-2

T
1

TTTHTT

Ii- .L _
*‘l

10 20 30 40 50 60 70 60 00 100 110 120 130 140 150

1 1
100 170 180 180 200 210 220 230 240 260 200 270 280 280 300

191 C6H3CI2NO2

Benzene, l,2-dichloro-4-nitro-

no2

99-54-7

I

. 1 . _dl Lai Jli J -111- L. d

—

10 20 30 40 SO 60 70 80 80 100 110 120 130 140 ISO

100 170 180 180 200 210 220 230 240 2SO 200 270 280 280 300

lL_ | l_li 1, 1

10 20 30 40 SO 80 70 80 80 100 110 120 130 140 ISO

100 170 ISO 180 200 210 220 230 240 260 200 270 280 280 300

190 C14H22 74810-74-5
Spirofbicyclo [6. 1.0]nonane-9,1'-cyclopentane] , 3'-methylene-

joO

191 C7H5N6O2

li/-Tetrazole, l-(4-nitrophenyl)-
14213-11-7

%-N^N
\ /
N— N

Jjiu 1.
.

III.!., ... L
,
—l—, L— —

10 20 30 40 50 60 70 80 00 100 110 120 130 140 150

160 170 160 100 200 210 220 230 240 250 260 270 260 200 300



5512 EPA/NIH MASS SPECTRAL DATA BASE 191

191 C7H5N6O2

2/f-Tetrazole, 2-(4-nitrophenyl)-
52708-38-0

191 C10H9NOS 1280-28-0
Thiazolium, 5-hydroxy-3-methyl-2-phenyl-, hydroxide, inner salt

Ph

S^N'H
160 170 160 ISO 200 210 220 230 240 250 260 270 280 290 300

191 C 7H13NO3S
L-Methionine, iV-acetyl-

65-82-7

co2 h
1

M6SCH2 CH2 CHNHAc

10 20 30 40 SO 60 70 80 90 100 110 120 130 140 150

191 C7HX3NO3S
D-Valine, iV-acetyl-3-mercapto-

CO2H

I
?"

AcNHCHCMe
I

15537-71-0

1

10 20 30 40 SO 60 70 80 90 100 110 120 130 140 150

191 C7H2iNOSi2 7266-76-4
Silanamine, N-meihoxy-1 , 1 ,1-trimethyl-iV-(trimethylsilyl)-

OMe

Me Me
I I I

MeSINSiMe
l l

Me Me

191 CnHioN.Cl
Pyridinium, 1-phenyl-, chloride

13958-90-2

310 320 330 340 360 360 370 380 390 400 410 420 430 440 450

191 C12H17NO 21354-40-5
Propanamide, 2,2-dimethyl-

A

r-(4-methylphenyl)-

Me
I^ .NHCOCMe

i

M*

Me

1.1 l.l 1 L,
80-

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160 60-

40-

20-

U . s

—

10 20 30 40 SO 60 70 80 90 100 110 120 130 140 ISO



192 EPA/NIH MASS SPECTRAL DATA BASE 5513

100

to

00

40

20

0

191 C12H17NO 32597-29-8
Propanamide, 2,2-dimethyl-AM3-methylphenyl)-

Ma
I

NHCOCMe
I

Me

Me

1 1 1 r* "
i

1 1
1

1 1 1 1 1 1 1

100 170 100 ISO 200 210 220 230 240 260 200 270 200 200 300

191 C12H17NO 69611-50-3
Benzenamine, 4-methoxy-2-(3-methyl-2-butenyl)-

NH 2 Me

OMe

191 C13H21N 69300-19-2
1-Cyclododecene-l-carbonitrile, (E)-

191 C13H21N 69300-20-5
1-Cyclododecene-l-carbonitrile, (Z)-

192 C6H8N20S.C1H 58275-62-0
2ff-Cyclopentathiazol-2-imine, 3,4,5,6-tetrahydro-3-hydroxy-,
monohydrochloride

192 C7H4Fe03 12078-17-0
Iron, tricarbonyKTr*-! ,3-cyclobutadiene)-

c=o

0

100

80

80

40

20

0

100

80

80

40

20

0
180 170 180 100 200 210 220 230 240 250 280 270 280 200 300

* J 1 1

10 20 30 40 50 80 70 80 00 100 110 120 130 140 150

J



5514 EPA/NIH MASS SPECTRAL DATA BASE 192

192 C7H6CI2S
Benzene, 1-chloro-4- [

(chloromethyl)thio]-

ci

7205-90-5
“
80

80

40

20

0
180 170 180 190 200 210 220 230 240 250 260 270 280 290 300

90 100 110 120 130 140 150

192 CioHgCU
2i7-l-Benzopyran-2-one, 7-hydroxy-6-methoxy-

92-61-5

80

60

40

iL Li
20

i | 1 ( 1 J, I

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300 0-
,

, i-.-mlllfl ,,, li i . u aL
,

,

192 CsHieOs
D-Xylose, 3,4,5-tri-O-methyl-

69502-90-5

OMe

OMe

OH
I

90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

Me OCH 2 CHCHCHCHO

192 CsH2o03Si 78-07-9
Silane, triethoxyethyl-

OEt

E t OS 1 0E t

Et

192 C10H5CIO2 6655-90-9
1,2-Naphthalenedione, 4-chloro-

0

ci

,

Lii
10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

192 C10H12N2O2 27895-80-3
2-Propanamine, iV-[(3-nitrophenyl)methylene]-

no2

192 C 10H12N2O 2 34834-67-8
2-PyrroUdinone, 3-hydroxy-l-methyl-5-(3-pyridinyl)-, (3R-trans)-

100

80

60

40

20

0

100

80

60

40

20

0



192 EPA/NIH MASS SPECTRAL DATA BASE 5515

192 C 11H12OS
Cyclopentanone, 2-(phenylthio)-

52190-40-6 ^
80

40

20

0
180 170 180 1»0 200 210 220 230 240 2S0 280 270 280 280 300

192 C 11H12O3 1501-05-9

Benzenepentanoic acid, 5-oxo-

HO2 C( CH2 ) 3 COPh

192 C 11H12O3 17771-33-4
4//-l-Benzopyran-4-one, 2,3-dihydro-7-hydroxy-2,2-dimethyl-

192 CnHi 203 27501-03-7
2H-l-Benzopyran-3-ol, 3,4-dihydro-, acetate

192 C 11H 16N2O
Ethanone, 2-cyclohexyl-l-(lH-imidazol-2-yl)-

69393-22-2

192 C 11H16N2O
Ethanone, 2-cyclohexyl-l-(lH-imidazol-4-yl)-

69393-23-3

192 C 11H 16N2O 69393-28-8

Methanone, (3,3-dimethylcyclopentyl)-lH-imidazol-2-yl-



5516 EPA/NIH MASS SPECTRAL DATA BASE 192

192 . C 11H16N2O 69393-29-9
Methanone, (3,3-dimethylcyclopentyl)-lif-imidazol-4-yl-

192 C 11H16N2O 69393-40-4
5-Hexen-l-one, l-(lH-imidazol-2-yl)-4,4-dimethyl-

Me

.COCH 2 CH 2 CCH = CH 2
I

Me

ISO 170 180 190 200 210 220 230 240 250 260 270 280 290 300
180 170 180 190 200 210 220 230 240 250 260 270 280 290 300

192 C11H16N2O 69393-32-4
Bicyclo[4.2.0]octan-7-ol, 7-(lfl-imidazol-2-yl)-

192 C11H16N2O 69393-41-5
5-Hexen-l-one, l-(lif-imidazol-4-yl)-4,4-dimethyl-

PD
HN

N
N

\=J

192 C 11H16N2O 69393-34-6
Bicyclo[4.2.0]octan-7-ol, 7-(li7-imidazol-4-yl)-

^ 'v^.COCH 2 CH2 CCH=CH 2is i.

.
1 . ,

I

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

192 C 11H16N2O 75378-93-7
2,4-Pentadienamide, iV-[l-(dimethylamino)-2-methyl-2-

propenylidene]-, (?,£)-

Me
I

NMe

CH 2
III

H 2 C = CHCH = CHCON = CCMe

-PD
^— NH

60 *

40-

20-

20-

o 1

.
1

. r

1

r-*-. 1 J r- ,
i

, ,
II

,

J II
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



192 EPA/NIH MASS SPECTRAL DATA BASE 5517

192 C 11H16N2O 75378-97-1
Uff-Isoindol-l-one, 3-(dimethylamino)-3a,4,5,7a-tetrahydro-
3a-methyl-

Me

Me
I

NMe

0

100

80

00

40

20

0

100

80

60

40

20

0

192 C12H16O2 102-13-6
Benzeneacetic acid, 2-methylpropyl ester

PhCH 2 C(0)0Bu-l

III ^11 11 1,

10 20 30 40 60 60 70 60 90 100 110 120 130 140 160

1

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

192 C 12H16O2 151-05-3
Benzeneethanol, a,a-dimethyl-, acetate

Me
I

AcOCCHj Ph
I

Me

10 20 30 40 50 80 70 80 80 100 110 120 130 140 160

160 170 180 100 200 210 220 230 240 260 280 270 280 200 300

192 C 12H 16O2

1 ,3-Dioxolane, 2,4,5-trimethyl-2-phenyl-

°v ^Ph
Me

5413-61-6

'P*

100

60

60

40

20

0
160 170 160 100 200 210 220 230 240 260 260 270 260 200 300

192 C 12H 16O 2 10361-39-4
Pentanoic acid, phenylmethyl ester

Me ( CHj ) a C( 0) OCHj Ph

192 C 12H 16O 2 10415-88-0
Benzenepropanol, a-methyl-, acetate

Me

AcOCHCH 2 CH 2 Ph

^L. 1 Jb J , ,

10 20 30 40 60 60 70 80 90 100 110 120 130 140 150

192 C 12H16O 2 69494-14-0
Spiro [4.5] dec-7-ene-l ,6-dione, 4,8-dimethyl-

0

0 Me

192 C 12H 16O 2 72360-95-3
Pentanoic acid, 3(4 or 5)-phenyl-, methyl ester

MeCH 2 CHj CHj C( 0) OMe

I I

+ Ph

100

60

60

40

20

0
ill, . . L

100*

60

60 *

40*

20*

.-i i,g
, X-H U . 1 ...

10 20 30 40

L .
t
A—L-

T t
. -L.. ll.

t
. fJl

50 60 70 60 90 100

—1

—

1—H 1
1 *S—

110 120 130 140 160
10 20 30 40 60 60 70 60 9< 100 110 120 130 140 150



5518 EPA/NIH MASS SPECTRAL DATA BASE 192

40-

20-

192 C13H20O 66465-62-1
7-Oxabicyclo[2.2.1]heptane, 2-(2-butenylidene)-l,3,3-trimethyl-,
(Z&-

iw

QC
192
Pyrazine, tetraethyl-

C12H20N2

tV‘

38325-19-8

Ms
Me

100
-J

80*

60*

40*

li 1 . 1

20*

1

Li

—

LL— .
..hi,. ..JJ—,—,—,—,—,—,

—

160 170 180 100 200 210 220 230 240 250 260 270 280 290 300

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

160 170 180 190 200 210 220 230 240 260 260 270

192 C 13H20O
3,4-Heptadien-2-one, 3-cyclopentyl-6-methyl-

63922-50-9

Cr
COMe Ms
I I

C = C iCHCHMs

192 C 13H20O
Benzenepropanol, a,2,3,6-tetramethyl-

66248-70-2

OH
I

CH 2 CH 2 CHMe

192 C13H20O 66465-80-3
3-Cyclohexen-l-ol, 5-(2-butenylidene)-4,6,6-trimethyl-, (Z,E)-

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

192 C13H20O 66465-81-4
3-Cyclohexen-l-ol, 5-(2-butenylidene)-4,6,6-trimethyl-, (EJ?)-

40

20

280 290 300



192 EPA/NIH MASS SPECTRAL DATA BASE 5519

192 C 13H20O 66465—85—8
6-Oxabicyclo[3.2.1]oct-2-ene, 2,8,8-trimethyl-7-(2-propenyl)-

h 2 c=chch 2

192 C 13H20O 67401-25-6
2-Cyclohexen-l-one, 3-(2-butenyl)-2,4,4-trimethyl-, (Z)-

Me

192 C 13H20O 67401-26-7
2-Cyclohexen-l-one, 3-(2-butenyl)-2,4,4-trimethyl-, (El-

192 C13H20O 67401-27-8
2-Cyclohexen-l-one, 3-(3-butenyl)-2,4,4-trimethyl-

Me

192 C13H20O 70429-52-6
7-Oxabicyclo[2.2.1]heptane, 2-(2-butenylidene)-l,3,3-trimethyl-,

(EJ2)~

192 C 13H20O 72403-21-5
Benzene, dimethyl[(2-methylpropoxy)methyl]-



5520 EPA/NIH MASS SPECTRAL DATA BASE 192

192 C 13H20O 75314-20-4
2(Lff)-Naphthalenone, 3,5,6,7,8,8a-hexahydro-5,7,7-trimethyl-

Me
Me

192 C14H24 66708-26-7
lH-Indene, 2,4,5,6,7,7a-hexahydjo-7a-methyl-3-(2-methylpropyl)-

160 170 180 100 200 210 220 230 240 250 260

192 C 14H24

3-Tetradecen-5-yne, (E)-

Me(CH 2 ) 7 C:CCH=CHEt

74744-44-8

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

192
5-Tetradecen-3-yne,

C14H24
(Z)~

Me ( CH2 ) 7 CH = CHC :CE t

74744-47-1

100-

80-

60-

40-

1 ll . i

. . . > . . U Jli .
<

. J .
L, 0- 1.1, iji -,-iilil. i.Li, ll I* 1 JU k —“*I—

10 20 30 40 50 60 70 60 90 100 110 120 130 140 150 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

192 C14H24 68702-20-5
1,8-Nonadiene, 2,7-dimethyl-5-(l-methylethenyl)-

ch 2
11

Me CMe CH 2
I I II

H2 C : CHCHCH 2 CHCH 2 CH 2 CMe

J u J L i Jl Ll L. ll. IL 1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

192 C14H24

3-Tetradecen-5-yne
,
(Z)-

Me ( CH 2 ) 7 C : CCH :CHE t

74663-68-6

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

160 170 160 190

192
5-Tetradecen-3-yne,

C14H24
(E)-

Me ( CH 2 ) 7 CH = CHC:CE t

74744-48-2

192
l-Tetradecen-3-yne

C14H24

H 2 C=CHC:C(CH 2 ) 9 Me

74752-91-3

1. 1. ..ll ,i ill, ii 1,. J,
It . Ill, .

.

,i. i11*11
10 20 30 40 50 60 70 0 90 100 110 120 130 140 150

160 170 180 190 260 270 280 290 300



193 EPA/NIH MASS SPECTRAL DATA BASE 5521

192 C 14H24 74806-55-6
Cyclohexane, l,2-dimethyl-3,5-bis(l-methylethenyl)-, (la,2/3,3/3,5a)-

CMe
II

ch 2

192 C 14H24 74806-56-7
Cyclohexane, l,2-dimethyl-3,5-bis(l-methylethenyl)-, (la,2/3,3/3,5/3)-

CMe
11

ch 2

192
Anthracene, 1-methyl-

610—48—0

100

80

60

40

20

0

100

80

80

40

20

0

180 170 180 180 200 210 220 230 240 250 280 270 280 280 300

192 Ci6Hi2 1961-96-2
lH-Indene, 1-phenyl-

Ph

192 C15H12 4505-48-0
1H-Indene, 2-phenyl-

192 C 16H12 7151-64-6
9/f-Fluorene, 9-ethylidene-

CHMe

193 C2H 4O 2.C9 3396-11-0
Acetic acid, cesium salt

H02 CMe • c*

100

80

80

40

20

10 20 30 40 60 80 70 80 80 100 110 120 130 140 150



5522 EPA/NIH MASS SPECTRAL DATA BASE 193

193 C4H602.Ag 75112-77-5
Cyclopropanecarboxylic acid, silver(l+) salt

co2 h

193 C9H7NS2 33342-67-5
Thiazole, 2-(phenylthio)-

193 C9H11N3O2 40643-38-7
Benzoic acid, 4-(3-methyl-l-triazenyl)-, methyl ester

N = NNHMe

MeOC(O)

100 1

80-

60-

40 -

20
: I

|

0 1 i
1 1 1 j 1 1 H 1

1 1
1

r-N—1 1

10 20 30 40 50 00 70 80 90 100 110 120 130 140 150

100

80

60

40

20

0

193 C10H11NO3 29633-99-6
Benzeneacetic acid, a-(acetylamino)-

Ph
I

AcNHCHC02 H

170 180 180 200 210 220 230 240 2S0 280 270 280 280 300

193 C11H 12CIN 14465-32-8
Aniline, p-chloro-iV-(l,l-dimethyl-2-propynyl)-

Me
I

193 C11H15NO2 2208-05-1
Benzoic acid, 2-(dimethylamino)ethyl ester

Me

PhC( O) OCH 2 CH 2 NMe

100 t

80-

60-

40-

20 - .

ol 1— 1 ,
-|Ji.. )L -Jt, J ' -I-

1
1

1
—1

1 1
1

1
—

“I

—

10 20 30 40 50 60 70 80 80 100 110 120 130 140 ISO

193 C11H15NO2 10287-53-3
Benzoic acid, 4-(dimethylamino)-, ethyl ester

Me
I

EtOC(O)



194 EPA/NIH MASS SPECTRAL DATA BASE 5523

100

80

60

40

20

0

193 C 11H15NO2 12407-86-2

Phenol, 3,5,7-trimethyl-, methylcarbamate

160 170 ISO 100 200 210 220 230 240 250 260 270 280 290 300

Me

193 C 11H15NO 2 28915-99-3
4-Cyclohexene-l,2-dicarboximide, N-propyl-, cis-

p

100-

80-

60 •

40-

20-

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

80-

60-

40 -

20-

L ^ ^ - LV VVVIVVIIIIIIIII
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

193 C 12H19NO 39905-57-2
Benzenamine, 4-(hexyloxy)-

0( CH ? )

5

Me

11 i,l J-
. [

. 1 L . .

10 20 30 40 50 60 70 80 90 100 1 10 120 130 140 150

1

160 170 ISO ISO 200 210 220 230 240 250 260 270 280 200 300

193 C 13H23N
Cyclododecanecarbonitrile

69300-13-6

ISO 170 180 190 200 210 220 230 240 250 260 270 280 290 300

194 CeHnBrOa
Butanoic acid, 2-bromo-, ethyl ester

533-68-6

Br
I

E t OC( 0) CHE t

1 -1 L .1.1, 1 L, . li J . .11 1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

194 C7H5CI3
Benzene, 1,3-dichloro-2-(chloromethyl)-

2014-83-7

6C

194 C7H5CI3 61878-57-7

Benzene, methyl-, trichloro deriv.

PhM© + 3CI

100

80

60

40

20

0
10 20 30 40 60 60 70 60 90 100 110 120 130 140 160



5524 EPA/NIH MASS SPECTRAL DATA BASE 194

100

80-

60-

40-

20 -

0 M 1
i i 1

•**1 1 1 1 1 r -i 1 1 r
-

—

i

160 170 180 100 200 210 220 230 240 250 260 270 280 290 300

194 C7H6N4O3 18378-29-5
Benzofurazan, 4-(methylamino)-7-nitro-

MeNH

0
1

N

NO2

194 C7H14O6 40788-89-4
D-epi-Inositol, 4-C-methyl-

H0 OH

194 C7Hi9ClSi2 5926-35-2
Silane, (chloromethylene)bis[trimethyl-

ci

Me Me
I I I

MeSI CHS I Me
I I

Me Me

194 C9H6OS2 827-42-9
3H-l,2-Dithiol-3-one, 5-phenyl-

194 C9H6OS 2 3467-32-1
3if-l,2-Dithiol-3-one, 4-phenyl-

0

194 C9H7Br 23773-30-0
Benzene, l-bromo-4-(1-propynyl)-

100

80

80

40

20

0

100

80

80

40

20

0

194 C10H10O4 635-67-6

1,2-Benzenediol, diacetate

OAc

1

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

- 1 1
1 1 1 1 1 r 1

1 1 1
! »

• 1 *

—

160 170 180 100 200 210 220 230 240 250 280 270 280 290 300

100

80

80

40

20

0
10 20 30 40 50 80 70 80 90 100 110 120 130 140 150



194 EPA/NIH MASS SPECTRAL DATA BASE 5525

100

eo

60

40

20

0

194 C11H14O3 75083—38—4
2,5-Cyclohexadiene-l,4-dione, 3-methoxy-2-methyl-5-(l-
methylethyl)-

170 160 190 200 210 220 230 240 250 260 270 260 290 300

0

0

100

60

60

40

20

0

100

60

60

40

20

0

194 C11H14O3 75333-22-1
Benzoic acid, ethoxy-, ethyl ester

lllll Li 1 11,

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

1 1 T-
160 170 160 190 200 210 220 230 240 250 260 270 280 290 300

194 CnHisOSi 72088-22-3
Silane, (dimethylphenoxy)trimethyl-

OTMS

194 C 12H16CI
Benzene, l-chloro-4-(l,3-dimethyl-3-butenyl)-

74672-10-9

ja
1

180 170 180 100 200 210 220 230 240 250 250 270 200 200 300

194 C12H15CI
Benzene, l-chloro-4-(4-methyl-4-pentenyl)-

ch 2
11

< CH 2 ) 3 CMe

74672-11-0

10 20 30 40 50 80 70 80 00 100 110 120 130 140 150

180 170 180 100 200 210 220 230 240 250 280 270 280 200 300

194 C 12H16CI
Benzene, l-chloro-3-(l,3-dimethyl-3-butenyl)-

Ms ch 2
1 11

CHCH 2 CMe

74672-12-1



5526 EPA/NIH MASS SPECTRAL DATA BASE 194

194 C12H15CI
Benzene, l-chloro-3-(4-methyl-4-pentenyl)-

74672-13-2

ch 2
11

( CH 2 ) 3 CMe

10 20 30 40 SO 60 70 80 90 100 110 120 130 140 160

194 C12H18O2 97-42-7
2-Cyclohexen-l-ol, 2-methyl-5-(l-methylethenyl)-, acetate

ch 2

100 170 180 190 200 210 220 230 240 260 200 270 200 290 300

194 C12H18O2

1,3-Benzenediol, 4-hexyl-

( CH 2 ) s Mo

136-77-6

10 20 30 40 60 60 70
1

80 90 100 110 120 130 140 160

194 C12H18O2

Phenol, 4-(hexyloxy)-

0(CH 2 )sMe

18979-55-0

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

194 C12H18O2 63646-91-3
Spiro[4.5]dec-7-en-6-one, 1-hydroxy-4,8-dimethyl-

100

80

80

40

20

0

100

80

80

40

20

0

194 C 12H18O2 64543-31-3
2if-Pyran-2-one, 6-(l-heptenyl)-5,6-dihydro-, [R-{Z)]~

CH=CH(CH 2 ) 4 Mo

0

194 C 12H18O2 69494-13-9
3-Cyclohexene-l-butanal, 7,4-dimethyl-2-oxo-

Me
I

100

80

00

40

20

0

100

80

80

40

20

0
180 170 180 190 200 210 220 230 240 250 260 270 280 290 300



194 EPA/NIH MASS SPECTRAL DATA BASE 5527

194 C 12H18O 2 74793-23-0
2-Heptenoic acid, 4-cyclopropyl-5-methylene-, methyl ester, (E)-

'CHCH sCHC( 0) OMe

CEt
II

CH 2

194 C12H19P 6372-43-6
Phosphine, bis (1-methylethyl)phenyl-

Pr-I
I

194 C 12H 19P 74630-01-6
Phosphine, (1 ,1-dimethylethyl)methyl(phenylmethyl)-

Bu-t
I

M«PCH 2 Ph

194 C 12H22N2 75267-98-0
Hydrazine, tri-2-butenyl-

CH 2 CH : CHMa
I

194 C 13H 10N2 622-16-2
Benzenamine, iV^V’-methanetetraylbis-

PhN:C=NPh

194 C13H22O 22029-76-1
3-Buten-2-ol, 4-(2,6,6-trimethyl-l-cyclohexen-l-yl)-

Me

194 C13H22O 25312-34-9
3-Buten-2-ol, 4-(2,6,6-trimethyl-2-cyclohexen-l-yl)-

194 C 13H22O 31499-72-6

2-Butanone, 4-(2,6,6-trimethyl-2-cyclohexen-l-yl)-

Me

ch 2 ch 2 com«

M«

11 ll . jL ill 1 Lk u k

10 20 30 40 60 60 70 *) 90 100 110 120 130 140 160



5528 EPA/NIH MASS SPECTRAL DATA BASE 194

100 —

80

00 -

40-

20 -

o ^ - ! i
*

i r - —r— "i i
" -r— i r i

1

i

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

194 C13H22O 54560-99-5

1 ,12-Tridecadien-7-one

H 2 C : CH ( CH 2 ) 4 CO( CH 2 ) 4 CH : CH 2

194 C13H22O 66465-86-9
6-Oxabicyclo [3. 2. 1 ]oct-2-ene, 2,8,8-trimethyl-7-propyl-

100

80

60

40

20

0

100

80

60

40

20

0

194 C14H26 21964-49-8
1 , 13-Tetradecadiene

H 2 C - CH ( CH 2 ) 1 0 CH = CH 2

100

80

60

40

20

0

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

Pr

194 C14H26 35216-11-6
7-Tetradecyne

Me ( CH2 ) 5 C : C( CH2 ) 6 Me

100

80

60

40

20

0

100

80

60

40

20

0

194 C14H26 60212-32-0
3-Tetradecyne

100

80

60

40

20

0

100

80

60

40

20

0

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

Me ( CH 2 ) 9 C:CE t

1 LLJ LJUIlIVVIlii
10 20 30 40 50 60 70 80 90 100 1 10 120 130 140 150

194 C14H26 60212-34-2
5-Tetradecyne

Me ( CH 2 ) 3 C:C( CH 2 ) 7 Me

100

80

60

40

20

0

100

80

60

40

20

0

194 C15H14 1207-20-1
9if-Fluorene, 2-ethyl-

t

1.Ll _ JL L- . 1 .

10 20 JO 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

100

80

60

40

20

0

100

80

60

40

20

0

» 1 r 'i 11 r — i 1 * » r - 1 t - "i 1 r—
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

:

i J l 1

160 170 180 190
vvvvvvvlvav

200 210 220 230 240 250 260 270 280 290 300



195 EPA/NIH MASS SPECTRAL DATA BASE 5529

194 C16H14 4569—45—3
9if-Fluorene, 9,9-dimethyl-

194 C15H14 17057-98-6
9H-Fluorene, 1,9-dimethyl-

Me Me

194 C 15H14 38638-39-0
l,l'-Biphenyl, (1-methylethenyl)-

100

80

60

40

20

0

100

80

60

40

20

0

160 170 180 100 200 210 220 230 240 260 260 270 280 200 300

10 20 30 40 60 60 70 80 00 100 110 120 130 140 160

LL.
,

-L..
,

, Jjl j li

194 C 15H14 58195-37-2
Naphthalene, l-(l-cyclopenten-l-yl)-

194 C15H14 74685-42-0
Benzene, l-methyl-2-(2-phenylethenyl)-

194 C 15H14 74793-18-3
Naphthalene, 2-(l-cyclopenten-l-yl)-

195 C4H802.Ag 5076-24-4

Butanoic acid, silver(l+) salt

PrCOjH • Aq(I)

100

80

60

40

20

0

10 20 30 40 SO #0 70 SO #0 100 110 1» 130 140 ISO



5530 EPA/NIH MASS SPECTRAL DATA BASE 195

195 C6H4Cl3N 634-67-3
Benzenamine, 2,3,4-trichloro-

ci

IL.il
-T r- ‘I-"- V-w 8

- r —

—

I "T -
I

* ...

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

195 C6H4CI3N 634-93-5
Benzenamine, 2,4,6-trichloro-

ci

100-

80 -

00-

40-

20-

. ...1 .ill . ..In J.l . . . ll .1.1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

80*

60*

40*

20*

llll .1v iiviIIVIIIIIIII
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

195 C7H5CIF3N 320-51-4
Benzenamine, 4-chloro-3-(trifluoromethyl)-

NH2

100

80

60

40

20

0

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

195 C7H5CIF3N 445-03-4
Benzenamine, 4-chloro-2-(trifluoromethyl)-

nh 2 f

CF
I

F

Cl

195 C7H5N3O4 54449-90-0
Pyrrolo[l,2-a]-l,3,5-triazine-7-carboxylic acid, l,2,3,4-tetra=

hydro-2,4-dioxo-

0

195 CsHeBrN 10075-50-0
1/f-Indole, 5-bromo-

H

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



195 EPA/NIH MASS SPECTRAL DATA BASE 5531

195 C9H9NO4 16555-77-4

Acetic acid, (benzoylamino)hydroxy-

OH
I

PI1CONHCHCO2 H

195 C9Hi3N02Si 25436-37-7
3-Pyridinecarboxylic acid, trimethylsilyl ester

M«

ki

195 C 10H13NO3 3467-59-2
Acetamide, iV-(2,5-dimethoxyphenyl)-

195 C 10H13NO3 4665-04-7
Acetamide, N-(4-ethoxy-2-hydroxyphenyl)-

, .

-y-l-
I

11-
.

-1
.

--1-
.

-

1 .. . 1

195 C10H13NO3
Benzeneacetamide, 3,4-dimethoxy-

5663-56-9

195 C10H13NO 3 19315-64-1
Acetamide, N-(4-ethoxyphenyl)-iV-hydroxy-

OH
I

100

80

60

40

20

0

100

80

60

40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 260 290 300

. ..ii- .1*1. J J 1 1 J, L_ .

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

lJ
, r

195 CioHnNOSi 55563-84-3
Silanamine, N-methoxy-l

, 1 ,1-trimethyWV-phenyl-

Ph

|

Me

MeONSI Me
I

Me



5532 EPA/NIH MASS SPECTRAL DATA BASE 195

195 CuHmCIN 60173-68-4
Benzenamine

,
4-chioro-iV-(1 ,

l-dimethyl-2-propenyl)-

Me

195 C 11H14CIN 69611-48-9
Benzenamine, 4-chloro-2-(3-methyl-2-butenyl)~

ci

195 C 11H17NO2 34549-93-4
l/f-Pyrrole-2-carboxylic acid, 3-ethyl-4,5-dimethyl-, ethyl ester

195 C11H17NO2 35011-29-1
l/f-Pyrrole-3-carboxylic acid, 2,5-diethyl-, ethyl ester

Et

Et

195 C11H17NO2 27172-11-8
Pyrrole-3-carboxylic acid, 2,4-diethyl-, ethyl ester

Et

N^V CHn" '^^--C(0)0Et

M

195 C11H17NO 2 53566-98-6
Benzenemethanol, 2-(2-aminopropoxy)-3-methyl-

ch 2 oh nh 2

10 20 30 40 50 60 70 80 90 100 110 120 130 140 60

;i 1 1 u
. » I . . I ,

1— —
r 1
!'

, I I I I

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



196 EPA/NIH MASS SPECTRAL DATA BASE 5533

195 C 12H21NO 68344-29-6
4-Cycloocten-l-one, 8-butyl-, oxime, (Z,Z)-

C
( CH 2 ) 3 Ms

1 Jl il
t

i i

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

:

l

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

195 C12H21NO 68344-34-3
2H-Azonin-2-one, 9-butyl-l,3,4,7,8,9-hexahydro-, (Z)-

ex
O H (

CH2 ) 3 Me

195 C 13H25N 7560-83-0
Cyclohexanamine, N-cyclohexyl-iV-methyl-

Me

195 C13H25N 63983-60-8
Quinoline, 2-butyldecahydro-

CH* ) * Me

100

0
O'

40

30

O
10 20 30 40 SO «0 70 SO 90 100 110 120 130 140 150

100 ] — —
SO-

SO-

40-

20-

0 ‘
. . ) 1 1 1 1 1 1 1

—
1 1 1 1 1

160 170 180 100 200 210 220 230 240 250 260 270 280 290 300

195 C13H25N 65644-60-2
Dodecanenitrile, 2-methyl-

Me

Ms ( CH2 ) s CHCN

195 C14H13N 834-24-2
Benzenamine, 4-(2-phenylethenyl)-

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

196 CsFeOs 13463-40-6
Iron carbonyl (Fe(CO)5), (TB-5-11)-

C:0

0:C C:0

(

i . ,1

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

i j
180 170 180 190 200 210 220 230 240 250 280 270 280 290 300



5534 EPA/NIH MASS SPECTRAL DATA BASE 196

196 CeHieOaSSi
1-Propanethiol, 3-(trimethoxysilyl)-

4420-74-0 196 C10H12O2S
Phenol, o-(2-butenylsulfinyl)-

29634-48-8

OMe

Me OS I OMe
I

HS(CH 2 )3 O
.S(0)CH2CH=CHMe

c

196 C7H4N2O5

Benzaldehyde, 2,6-dinitro-

606-31-5 196 C10H12O4
Benzaldehyde, 2,3,4-trimethoxy-

2103-57-3

NO2 OMe

OMe

0=CH

100

80

60

40

20

0

100

80

80

40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

ill _ iu_ j1

196 C7H16S3 69078-82-6
Disulfide, methyl 3-methyl-l-(methylthio)butyl

SMe Me
I I

MeSSCHCH 2 CHMe

100

80

60

40

20

0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

196 C7H16S3
Disulfide, methyl 2-methyl-l-(methylthio)butyl

SMe

l r
Me SSCHCHCH 2 Me

69078-83-7

100

80

80

40

20

0
10 20 30 40 50 80 70 80 90 100 110 120 130 140 ISO

196 C10H12O4 2654-70-8
2,5-Cyclohexadiene-l,4-dione, 2,5-dihydroxy-3-methyl-6-(l-
methylethyl)-

OH



196 EPA/NIH MASS SPECTRAL DATA BASE 5535

196 C10H12O4 3465-63-2
Benzoic acid, 4-hydroxy-2-methoxy-6-methyl-, methyl ester

190 170 190 190 200 210 220 230 240 290 290 270 290 290 300

196 C 10H 12O4

Benzaldehyde, 2,4,5-trimethoxy-
4460-86-0

190 170 190 190 200 210 220 230 240 250 290 270 280 290 300

196 CioHi 2Zn
Zinc, 2-butenylphenyl-

Me CH : CHCH 2 Zn Ph

74793-28-5

190 170 180 190 200 210 220 230 240 250 290 270 280 290 300

196 C 10Hi6N2O2 66434-21-7
2H-Cycloheptapyrazin-2-one, l,3,5,6,7,8,9,9a-octahydro-9^i-

methyl-, 4-oxide

190 170 180 190 200 210 220 230 240 250 290 270 280 290 300

196 C 10H17BO3 74646-09-6
Ethanone, l-[2-ethyl-4-methyl-5-(l-methylethenyl)-l,3,2-di=
oxaborolan-4-yl]-

Ac

Me/

Jr
B—

0

CH 2
II

CMe

. .11,. jj. , I| 1 1 j r** L, H
10 20 30 40 50 90 70 80 90 100 110 120 130 140 150

190 170 180 190 200 210 220 230 240 250 290 270 280 290 300

196 CioHisNi
Nickel, bis[(l,2,3-i7)-2-pentenyl]-

43062-19-7

190 170 180 190 200 210 220 230 240 250 290 270 280 290 300

196 C10H 13O2P 67695-17-4
1,3,2-Dioxaphospholane, 4,5-dimethyl-2-phenyl-

*•*« — -PhT
Et
I

CH\ -CH 2\ **/ \
HC. N I CH

V/
HjC

|j| |,| 1
,

,i x

100*

•0-

•0-

40-
J 1

40 50 50 70 80 00 100 110 120 130 140 150
20-

0-
, ,

llu
10 20 30 4.

iii lli

50 50
l— —.1

70 60 00 100 110 120

J,
,

130 140 150



5536 EPA/NIH MASS SPECTRAL DATA BASE 196

100

00

60

40

20

0

196 CioHisNi 74421-55-9
Nickel, bis[(l,2,3-77)-l-methyl-2-butenyl]-

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

I ^

!u Liii J4- | ,

iii

,

illji [iLi
,

1*1 , r-
10 20 30 40 SO 60 70 80 90 100 110 120 130 140 ISO

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

196 C11H16O3

2-Propanol, l-methoxy-3-(2-methylphenoxy)-
39144-34-8

OH
I

OCH2 CHCH2 OMe

196 CnHieOa 74752-92-4
3-Cycloheptene-l-carboxylic acid, 5,6-dimethyl-2-oxo-, methyl

ester

Me

196 CnH2oOSi 62785-90-4
Silane, [(l-ethynylcyclohexyl)oxy]trimethyl-

OTMS

C= CH

196 C 12H17CI 31390-10-0
Benzene, chlorotriethyl-

196 C 12H20O2 18679-18-0
2(3/f)-Furanone, dihydro-5-(2-octenyl)-, (Z)-

CH 2 CH=CH(CH2 )<Me

0

196 C 12H20O2 26896-48-0
Tricyclodecanedimethanol

HOCH 2 (CioHi«)CH 2 OH



196 EPA/NIH MASS SPECTRAL DATA BASE 5537

100

80

60

40

20

0

196 C 12H20O2 64275-65-6
5-Decyn-l-ol, acetate

Ac 0( CH 2 ) 4 C:C( CH 2 ) a Me

100

49

m
49

29

9'

199

99'

60

49'

99'

9'

196 C12H20O2 66929-95-1
Tricyclo[3.2.1.02*4]octane, 8,8-dimethoxy-3,3-dimethyl-, (la,-

2a,4a,5a)-

t .L, , , , , , , , , , ,

160 170 160 100 200 210 220 230 240 250 260 270 280 290 300

196 C 12H20O2 66929-98-4
Bicyclo[2.2.1]heptane, 7,7-dimethoxy-2-(l-methylethylidene)-

MeO

MeO r̂\

196 C 12H20O2 66930-00-5
Bicyclo[2.2.1]heptane, 7,7-dimethoxy-2-<l-methylethenyl}-, endo-

MaO

MeO>£rr
CHj

100-

80

60-

40-

20-

,

ii i i 1 L
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

80 •

60 *

40

20-

1 1 1

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

196 C 12H20O2 69146-98-1
Cyclopropanecarboxylic acid, 2,2-dimethyl-3-(2-methyl-2-

propenyl)-, ethyl ester, cis-

C(0)oei

,ACH 2 CMe

CHj

196 C12H20O 2 69745-74-0
2,4-Dioxaspiro [5.5] undec-8-ene, 7,11,1 1-trimethyl-

Me

Me

iji iL 1 , lii U.
,

i i li i

10 20 30 40 60 60 70 80 90 100 110 120 130 140 150

180 170 180 190 200 210 220 230 240 250 260 270 26C 290 30C



5538 EPA/NIH MASS SPECTRAL DATA BASE 196

196 C12H20O2 74646-32-5
Spirohexane-5-carboxylic acid, 1,1,2,2-tetramethyl-, methyl ester

196 C 12H21P 23480-41-3
Phosphorino[2 ,1 ,6-de]phosphinolizine, dodecahydro-

160 170 ISO 190 200 210 220 230 240 260 260 270 280 290 300 160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

196 C12H20O2 74779-63-8
Cyclopropanecarboxylic acid, 2,2-dimethyl-3-(4-methyl-4-pen=

tenyl)-

co2 h

80-

60-

40 -

20-

A
( CH2 ) 3 CMe

ch 2

L _lllJ, ,

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

196 Ci 2H24Si

Silane, (3,3-diethyl-l-pentynyl)trimethyl-

61227-90-5

Me Et
I I

MeSI CiCCEt
I I

Me Et

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

196 C 13H12N2

Methanimidamide, A^TV'-diphenyl-
622-15-1

196 C 12H20O2 75332-41-1
1,3-Dioxolane, 2-[l-(4-methyl-3-cyclohexen-l-yl)ethyl]-

Me

PhN=CHNHPh

196 C13H24O 16837-94-8
Cyclododecanone, 2-methyl-



196 EPA/NIH MASS SPECTRAL DATA BASE 5539

100

80

80

40

20

0

196 C 13H24O 65147-64-0
Cyclobutanone, 2-(2,6-dimethylheptyl)-

Me Me
1 1

CH2 CH ( CH2 ) 3 CHMe

1
1

I , ,

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

196 C 13H24O 65147-72-0
Cyclopropanol, l-(3,7-dimethyl-l-octenyl)-

^-Voh
CH:CHCH(CH 2 ) 3 CHMe

Me Me

196 C 13H24O 69690-77-3
9-Decen-4-ol, 2,9-dimethyl-5-methylene-

OH

Me CH 2 CH 2
I I II II

MeCHCH 2 CHC( CH 2 ) a CMe

100

80

80

40

20

0

100

80

80

40

20

0
180 170 180 190 200 210 220 230 240 250 260 270 280 290 300

196 C 13H24O 69690-78-4
3,9-Decadien-5-ol, 2,5,9-trimethyl-, (£)-

Me OH CH 2
I I II

Me CHCH : CHC( CH 2 ) 3 CMe

Me

196 C 13H24O 74646-37-0
l-Tridecyn-4-ol

OH

HC:CCH 2 CH( CH 2 ) e Me

196 C 13H24O 75311-75-0
l,7-Undecadien-6-ol, 2,6-dimethyl-

Me ch 2
1 11

Pr CH :CHC( CH 2 ) 3 CMe

HO

196 C 14H 12O 92-91-1

Ethanone, l-[l,l'-biphenyl]-4-yl-

100

80

60

40

20

0
10 20 30 40 SO 60 70 80 90 100 110 120 ISO 140 150

Jr* lL r*l r-llll-i —J *v* , — ,-!*, , 4-



5540 EPA/NIH MASS SPECTRAL DATA BASE 196

100

60

60

40

20

0

196 CiJfa 10374-74-0
7-Tetradecene

Me ( CH 2 ) s CH :CH( CH 2 ) 6 Me

196 C14H28 41446—60—0
7-Tetradecene, (Z)-

Me ( CH 2 ) 5 CH : CH ( CH 2 ) 5 Me

196 C 14H28 41446-63-3
7-Tetradecene, (E)-

Me ( CH 2 ) 5 CH : CH ( CH 2 ) 5 Me

100

80

60

40

20

0

100

80

80

40

20

0

196 C14H28 41446-66-6
5-Tetradecene, (E)-

Me ( CH2 ) 3 CH s CH ( CH 2 ) 7 Me

100

80

80

40

20

0

100

80

60

40

20

0

ill.
.

Ii

10 20 30 40 50 60 0 BO 90 100 110 120 130 140 150

-» . . r—^ -1 t* . , . , , r—1 -t-
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

180 190 200 210 220 230 240 250 260 270 280 290 300

196 C14H28 41446-67-7
3-Tetradecene, (Z)-

Me ( CH 2 ) 9 CH =CHEt

1.1, 1,
i

•< || 1 ,il
Ii il ,1.

,

10 20 30 40 50 60 0 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

196 C14H28 41446-68-8
3-Tetradecene, (E)-

Me ( CH 2 ) 9 CH : CHE t

196 C15H16 1634-74-8
Benzene, l,l’-methylenebis[2-methyl-

196 CisHie 4957-14-6
Benzene, 1 ,1’-methylenebis[4-methyl-



197 EPA/NIH MASS SPECTRAL DATA BASE 5541

196 C 15H16 21895-13-6

Benzene ,
l-methyl-2-

[
(3-methylphenyl)methyl]-

80-

00 •

40 *

20-

I „ii)
1 ,

1#
100 170 100 190 200 210 220 230 240 250 200 270 200 290 300

196 CisHie 21895-14-7
Benzene, l,l'-methylenebis[3-methyl-

Qr-Q
Me Me

196 CisHie 21895-16-9
Benzene, l-methyl-3-[(4-methylphenyl)methyl]-

Me

196 CisHie 21895-17-0
Benzene, l-methyl-2-[(4-methylphenyl)methyl]-

100

80

80

40

10

0
10 20 30 40 50 80 70 80 80 100 110 120 130 140 150

y-
,
.U

,
llli, .1 L ll

,
JL

197 C7H 11N5O 2 61481-34-3
Guanidine, [3,4-dihydro-5-(hydroxymethyl)-4-methyl-3-oxo=

pyrazinyl]-

H0CH 2

V nn2

10 20 30 40 60 60 70 80 90 100 110 120 130 140 150

100 170 180 190 200 210 220 230 240 250 200 270 200 290 300

197 CnH^NSi
lJf-Indole, octahydro-l-(trimethylsilyl)-

Me
i

SI Me

72088-01-8

180 170 ISO 100 200 210 220 230 240 250 280 270 280 290 300

197 C 12H7NO 2 81-83-4
lH-Benz[cfe]i8oquinoline-l,3(2H)-dione

10 20 30 40 50 00 70 80 90 100 110 120 130 140 150

1 1

1
*! r • 1 “l 1 -r r 1 1 1 1 1 1 T—

180 170 180 100 200 210 220 230 240 260 280 270 280 290 300



5542 EPA/NIH MASS SPECTRAL DATA BASE 197

197 C12H23NO
Azacyclotridecan-2-one

947-04-6

197 C13H11NO 607-00-1
Formamide, N^/V-diphenyl-

Ph
I

0 =CHNPh

197 C 13H11NO 1137-41-3
Methanone, (4-aminophenyl)phenyl-

197 C14H15N 617-00-5
Benzenamine, 2-methyl-iV-(2-methylphenyl)-

197 CmHiBN 2057-49-0
Pyridine, 4-(3-phenylpropyl)-

CH2 ) 3 Ph

197 C14H16N 75601-34-2
Pyridine, 3-(2,4,6-trimethylphenyl)-

198 (C6H9NO)2 74779-62-7
2-Azetidinone, 3,3-dimethyl-, dimer



198 EPA/NIH MASS SPECTRAL DATA BASE 5543

198 C6H3BrN20 35036-93-2
Benzofurazan, 4-bromo-

0
1

N

Br

198 C6Hi6C103Si 2530-87-2
Silane, (3-chloropropyl)trimethoxy-

OMe
I

Me OS I OM#

Cl (CH 2 )s

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 100 200 210 220 230 240 250 260 270 280 200 300

198 CtHsFsO
Benzene, pentafluoromethoxy-

389-40-2

180 170 180 180 200 210 220 230 240 260 280 270 280 280 300

198 C7H9CI3
Cyclopentane, (trichloroethenyl)-

55255-41-9

10 20 30 40 SO 80 70 80 80 100 110 120 130 140 160

198 C8H4CI2N2 2213-63-0
Quinoxaline, 2,3-dichloro-

198 CsHeOe 99-23-0
1,3,6-Cycloheptatriene-l-carboxylic acid, 3,4,6-trihydroxy-5-oxo-

OH

HO

100-

80-

60-

40 -

20-

J 1. i ll.l . dll J li il 1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

80 -

60 -

40

20-

160 1 0 180 190 200 210 220 230 240 250 260 270 280 290 300

198 C8H 10N2O4 6313-37-7
Benzenamine, 2,5-dimethoxy-4-nitro-

nh 2

N02

^ 1. I k A jl 1 jJ j
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

L
, 1 i_

li—.—.—.—.—,—,—,—,—,—

^

180 170 180 180 200 210 220 230 240 260 280 270 280 280 300



5544 EPA/NIH MASS SPECTRAL DATA BASE 198

198 C8Hi6B204 74793-08-1
[l,3,5]Dioxabormo[5,4-d]-l,3,2-dioxaborin, 2 ,6-diethyltetrahydro-,

(4aS-cis)-

198 C 10H14O2S
Phenol, o-(sec-butylsulfinyl)-

S( 0 ) Bu-s

29634-44-4

°-b-
E ‘

I

0

Et 100-

80

•

60-

40-

20-
I

,ll ,
1

|

0 ^ I-,
,

HL_| L
,

d UlL—-.liL. d. Jlh-4 -
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

198 C9HnBr
Benzene, (2-bromo-l-methylethyl)-

1459-00-3

Ph
I

Br CH2 CHMe

160 170 180 190 200 210 220 230 240 250 260 270 260 290 300

198 C10H14O2S
Phenol, o-(isobutylsulfinyl)-

S( O) Bu-

I

29634-45-5

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

:

i- i .i-i il

.

hL i|. .. . .i. **—r—
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

198 C9H20B2O3 58163-56-7
Borinic acid, diethyl-, (2-ethyl-l,3,2-dioxaborolan-4-yl)methyl ester

Et

T. -0. 'N—-CH 2 OBEt

:y

-i— r-
10 20 30 40 50 60 70 90 100 110 120 130 140 160

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

198 C10H11CIO2

Propanoyl chloride, 3-(phenylmethoxy)-
4244-66-0

PhCH2 OCH2 CH2 COCI

10 20 30 40 SO 60 70 80 90 100 110 120 130 140 160

198 C10H14O4

2,4-Hexadienedioic acid, diethyl ester

Et OC( 0 ) CH :CHCH =CHC( 0 )
OE t

1441-57-2

198 C 10H14O4 52452-25-2
3-Cyclohexene-l-carboxylic acid, 4-methoxy-6-methyl-2-oxo-,
methyl ester



198 EPA/NIH MASS SPECTRAL DATA BASE 5545

100

00

60

40

20

0
160 170 160 190 200 210 220 230 240 250 260 270 260 290 300

198 C 10H14O4 74663-82-4
3-Cyclohexene-l,2-dicarboxylic acid, dimethyl ester

C( 0) OMe

198 C10H14O4 74663-84-6
1,2-Cyclopentanedicarboxylic acid, 3-methylene-, dimethyl ester

X^^C(0)0Me

H 2 C C( 0) OMe

198 C 10H19BO3 74646-06-3
Ethanone, l-[2-ethyl-4-methyl-5-(l-methylethyl)-l,3,2-diox-

aborolan-4-yl]-

100

80

60

40

20

0

100

80

60

40

20

0

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

w
. jj Lai 1 ill ill i

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

:j.

198 C 10H19BO 3 74663-80-2
Ethanone, l-(2-ethyl-4,4,6-trimethyl-l,3,2-dioxaborinan-5-yl)-

Me

198 CnHisOa 67884-60-0
4-Nonenoic acid, 4-methyl-8-oxo-, methyl ester, (Z)-

Me
1

M«OC( 0) ch 2 ch 2 c=chch 2 ch 2 com*

198 C 11H18O3 67884-61-1
4-Nonenoic acid, 4-methyl-8-oxo-, methyl ester, (£)-

Me
I

MeOC( 0) CH 2 CH 2 C = CHCH 2 CH 2 COMe

100

so

so

40

ZO

0

100

80

00

40

20

0

198 C 11H22N2O 67370-75-6
2i/-Azonin-2-one, l-(3-aminopropyl)octahydro-

N
( CH 2 ) 1 nh 2

o

,

lLu Lin 1 11 b Ul__jiu It
ll

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

11 1 4
f

M
I 1

1
\ 1

1 1 1 1 1
1 1 1 r-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

100

80

80

40

20

0
10 20 30 40 50 80 70 80 90 100 110 120 130 140 150



5546 EPA/NIH MASS SPECTRAL DATA BASE 198

100

80

80

40

20

0

198 C11H22N2O 67370-77-8

1,5-Diazacyclotridecan-6-one

0

180 170 180 ISO 200 210 220 230 240 280 280 270 280 200 300

198 CnH22OSi 55629-29-3
Ethanone, l-cyclohexyl-2-(trimethylsilyl)-

Me
1

aC0CH 2 SI Me

198 C 11H23BO2 74744-57-3
1,3,2-Dioxaborinane, 2,4-diethyl-5-methyl-6-propyl-

Et

III 1, 1 „ II „l

10 20 30 40 50 60 0 80 90 100 110 120 130 140 150

180 170 180 100 200 210 220 230 240 250 260 270 280 200 300

198 C 12H10N2O 74966-80-6
9JT-Pyrido[3,4-6] indole, 1-methyl-, monohydroxy deriv.

Me

+OH

198 C 12H22O2 16491-54—6
Butanoic acid, 1-ethenylhexyl ester

CH=CH2

Pr C( 0) OCH( CH 2 ) 4 Me

U—

l

40 50 60 70 80 90 100 110 120 130 140 150

198 C 12H22O2 69668-86-6
3-Octenoic acid, butyl ester, (Z)-

Me ( CH 2 ) 3 OC( 0) CH 2 CH =CH( CH 2 ) 3 Me

198 C12H22O 2 69745-75-1
2,4-Dioxaspiro[5.5]undecane, 7,9,1 1-trimethyl-

Me



198 EPA/NIH MASS SPECTRAL DATA BASE 5547

198
2,2'-Bioxepane

C12H22O2 74793-02-5

198 C 12H26N2 34687-36-0
Propanal, 2-methyl-, bis(2-methylpropyl)hydrazone

Me Bu-I
I I

MeCHCH = NNBu - I

ISO 170 180 190 200 210 220 230 240 250 260 270 280 290 300

198 C 12H26N2

Butanal, dibutylhydrazone

( CH 2 )

3

Me

Pr CH =NN( CHj ) 3 Me

67660-51-9

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

198 C13H26O
5-Tridecen-l-ol, (Z)-

H0( CH 2 ) 4 CH --CH
( CHj ) 8 Me

64275-78-1

198 CmHmO
Benzenemethanol, a-methyl-a-phenyl-

599-67-7

OH
I

PhCPh
I

Me

10 20 30 40 60 80 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

198 CuHmO
Benzenemethanol, 4-methyl-a-phenyl-

1517-63-1

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

198 C13H10O2
Benzaldehyde, 3-phenoxy-

39515-51-0
198 CuHuO
Naphthalene, l-[(2-propenyloxy)methyl]-

CH 2 OCH 2 CH:CH 2

74685-39-5

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 260 290 300



5548 EPA/NIH MASS SPECTRAL DATA BASE 198

160 170 180 190 200 210 220 230 240 260 280 270 280 290 300

198 C14H14O
Cyclobutanol, l-(l-naphthalenyl)-

74685-79-3

198
Tridecane, 3-methyl-

C14H30 6418-41-3

Me
I

)(CH 2 )sCHCH 2 Me

180 170 180 190 200 210 220 230 240 260 200 270 280 290 300

199 C6H2CIN3O3

Benzofurazan, 5-chloro-4-nitro-
5714-17-0

199 C6H2CIN3O3

Benzofurazan, 4-chloro-7-nitro-
10199-89-0

180 170 180 190 200 210 220 230 240 250 260 270 280 290 300

199 C9H13NO2S 58467-30-4
2,5-Pyrrolidinedione, 3-[l-(ethylthio)ethylidene]-4-methyl-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

199 C9H13NO4 58467-33-7
2,5-Pyrrolidinedione, 3-[l-(acetyloxy)ethyl]-4-methyl-

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300



200 EPA/NIH MASS SPECTRAL DATA BASE 5549

199 C 12H9NO2 13848-02—

7

Cyclobuta[fc]quinoline-8-carboxylic acid, 1,2-dihydro-

co2 h

100*

80

50

40-

20-

, k ll

10 0 30 40 50 60 70 80 90 100 110 120 130 140 150

80-

60-

40-

20-

J
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

199 C 12H9NS 2682-45-3
Naphtho[l,2-d]thiazole, 2-methyl-

100-

80-

60-

40-

20-

- . - - .. - 1 iL

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

80 -

80*

40-

20-

J L
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

199 C 12H25NO 64927-33-9
2-Propanamine, Ar-(2-butenyloxy)-Ar-(l,l-dimethylethyl)-2-
methyl-

Bu-t
I

M«CH = CHCH 2 ONBu-t

100

80

80

40

30

0
10 20 30 40 SO SO 70 SO »0 100 110 120 130 140 150

199 C 12H25NO 64927-34-0
2-Propanamine, 7V-(l,l-dimethylethyl)-2-methyl-iV-[(l-
methyl-2-propenyl)oxy]-

Me Bu-t
1 1

H 2 C = CHCHONBu-t

200 C 3H5IO2 141-76-4
Propanoic acid, 3-iodo-

1 ch 2 ch 2 co2 h

200 C3HeBr2 594-16—1
Propane, 2,2-dibromo-

Br

MeCMe
I

Br

200 C4F8 382-21-8
1-Propene, l,l,3,3,3-pentafluoro-2-(trifluoromethyl)-

F

CF

dh
FCCCF

I I

F F

200 C6H4N2S3 69390-09-6
Thiazole, 2,2'-thiobi8-



5550 EPA/NIH MASS SPECTRAL DATA BASE 200

100

80

80

40

20

0
180 170 180 180 200 210 220 230 240 250 280 270 280 280 300

200 CsHsClOi 89-20-3
1,2-Benzenedicarboxylic acid, 4-chloro-

co2 h

ci

200 C8H9BrO 2374-05-2
Phenol, 4-bromo-2,6-dimethyl-

Me

200 C8H9FN2O3 17902-23-7
2,4(lif,3if)-Pyrimidinedione, 5-fluoro-l-(tetrahydro-2-furanyl)-

100

80

00

40

20

0

100

80

30

40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

^ L
1 • f • • 1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

200 C9H9CIOS 69753-43-1
2-Propanone, l-chloro-l-(phenylthio)-

ci
1

200 C9H12O5 41530-32-9
Propanedioic acid, (3-methoxy-2-propenylidene)-, dimethyl ester

C( O) OMe

MeOCH=CHCH=CC(0) OMe

200 C9H17BO4 74793-00-3
l,3-Dioxolo[4,5-e] [l,3,2]dioxaborepin, 6-ethyltetrahydro-2,2-
dimethyl-, cis-

200 C 10H10CIFO
1-Butanone, 4-chloro-l-(4-fluorophenyl)-

F

3874-54-2

100

80

80

40

20

0
10 20 30 40 50 60 70 80 80 100 110 120 130 140 150



200 EPA/NIH MASS SPECTRAL DATA BASE 5551

100

ao

60

40

20

• '

160 170 160 190 200 210 220 230 240 250 260 270 260 290 300

100

60

60

40

20

0

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

200 CioHieO* 94-60-0

1,4-Cyclohexanedicarboxylic acid, dimethyl ester

MeOC(O)

200 CioHieO* 2049-80-1
Propanedioic acid, 2-propenyl-, diethyl ester

C( 0) OE t

Et0C(0)CHCH 2 CH:CH 2

IX j
- -

60 *

60*

40*

20*

o t JL-i , , , , , , , , , , , , , p_
IX 170 IX IX 203 210 220 230 240 250 MO 270 2X 280 300

200 CioHieOi 4513-62-6
Hexanedioic acid, 2-methyl-5-methylene-, dimethyl ester

H 2 C Me
n 1

MeOC( 0) COt 2 CH 2 CHC( 0) OMe

m-

x

20

iw
>'

w
4*'

M'

•

200 CioHieOi 53618-21-6
Propanedioic acid, (3-methylbutylidene)-, dimethyl ester

Me C( 0) OMe

MeCHCH 2 CH = CC( 0) OMe

200 C 10H 16O4 56253-96-4
Propanedioic acid, (1,2-dimethylpropylidene)-, dimethyl ester

C( 0) OMe

Me

I I

MeOC( 0) C = CCHMe

200 CioHieCU 56253-97-5
1,1-Cyclopropanedicarboxylic acid, 2-(l-methylethyl)-, dimethyl

ester

C(0) OMe
C( 0) OMe

200 C 10H 16O4 61845-71-4
Cyclobuta[l,2-d:3,4-d']bis[l,3]dioxole, tetrahydro-2, 2,5,5-

tetramethyl-, (3aa,3b/3,6a/3,6ba)-

TYpr
Me
Me



6562 EPA/NIH MASS SPECTRAL DATA BASE 200

200 ,
CioHzoOzSi 69436-89-8

Cyclohexanecarboxylic acid, trimethylailyl eater

Me
I

a C( 0) 081 Me

“

200 C 10H24N 4 59856-62-1
Diazene,

[
l-(2,2-diethylhydrazino)-2-methylpropyl]ethyl-

NiNEt

Me Et
I I I

MeCHCHNHNEI

200 C 10H24N4 59866-63-2
Diazene, (l-[2,2-bia(l-methylethyl)hydrazino]ethyl]ethyl-

Me Pr-I
I I

E t N ‘NCHNHNPr -

1

100-

00 -

00

40-

20-

|1l Jill J. L 1 L .

10 20 30 40 00 00 70 80 90 100 110 120 130 140 150

200 C 11H 17FO2 63922-62-3
3-Heptyn-2-one, 5-fluoro-€-hydroxy-6-methyl-5-(l-methylethyl)-

Me
1

CHMe

I I

MeCOCSCCCMe

\L
F

200 C 11H20O3 3433-16-7
Nonanoic acid, 9-oxo-, ethyl eater

OCH(CH2 )7 C( 0) OEt

200 C 12H8O3 25483-66-3
2,5-Cyclohexadiene-l,4-dione, 2-(2-hydroxyphenyl)-

0

o

100-

80-

00-

40-

20-

10 20 30 40 60 00 70 80 90 100 110 120 130 140 150

80-

00-

40-

20-

i , L

100 170 180 190 200 210 220 230 240 250 200 270 280 290 300

200 C 12H12N2O 57674-19-8
Pyrazine, 2-methoxy-3-(phenylmethyl)-

CHjPh

200 C 12H26P 74645-90-2
Phoaphine, dimethyl[methyl(l-methylethyl)cyclohexyl]-

PMe 2



200 EPA/NIH MASS SPECTRAL DATA BASE 5553

ISO 170 180 190 200 210 220 230 240 250 280 270 280 290 300

200 C13H12O2
Benzenemethanol, 3-phenoxy-

13826-35-2

180 170 180 190 200 210 220 230 240 260 280 270 280 290 300

200 C13H12O2
1,4-Naphthalenedione, 2,3,6-trimethyl-

20490-42-0

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

200 C 13H12S 4237-48-3
Benzenemethanethiol, a-phenyl-

SH
I

PhCHPh

100

M
80

40

20

0

100

00

60

40

20

0
160 170 160 190 200 210 220 230 240 250 260 270 280 290 300

200 C13H16N2
4-Piperidinecarbonitrile, l-methyl-4-phenyl-

aPh
CN

3627-62-1

200 CisHieSi 74685-82-8
Silane, ethylmethyl-l-naphthalenyl-

Me
I

S I HE t

200 C 13H28O 112-70-9

1-Tridecanol

Me ( CHj ) 1 2 OH

200 C 13H28O 7289-40-9

Ether, heptyl hexyl

Me ( CH 2 ) 8 0( CH 2 ) 1 Me

100 «

60 -

60 -

40

20 *

j, ,.L .. f
J J|. ill *•-,

,
—
r

10 20 30 40 60 60 70 60 90 100 110 120 130 140 160



5554 EPA/NIH MASS SPECTRAL DATA BASE 200

200 C13H28O 41902-42-5
3-Pentanol, 3-(l,l-dimethylethyl)-2,2,4,4-tetramethyl-

200 C13H28O
Hexane, l-(hexyloxy)-4-methyl-

74421-20-8

Me ( CH 2 ) s 0( CH 2 ) 3 CHCH2 Me

OH
I

Me 3 CCCM6 3

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

200 C13H28O
Hexane, l-(hexyloxy)-2-methyl-

Me ( CH2 ) 5 OCH 2 CH( CH 2 ) 3 Me

74421-17-3

,1, . ll ... ll. Ii i.,

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

C13H28O 74421-18-4
Hexane, l-(hexyloxy)-3-methyl-

Me
l

Me ( CH2 ) 5 OCH2 CH 2 CHPr

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

200 C 13H28O
Hexane, l-(hexyloxy)-5-methyl-

Me
I

Me ( CH 2 ) 5 0( CH2 ) 4 CHMe

74421-19-5

—uL—

J

li IL, .

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

200 C13H28O
Heptane, 2-(hexyloxy)-

Me
I

Me ( CH 2 ) 5 OCH ( CH2 ) 4 Me

74663-79-9

uL Ji j ill , „ 1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

200 C14H13F
Benzene, l-fluoro-3-(l-phenylethyl)-

74764-42-4

Ph
I

CHMe

-

40-

20-

0

1

— —Ji I. .. L 100

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

200 CwHieO 64129-19-7
Cyclopent[o]inden-3a(lfl)-ol, 2,3-dihydro-l,1-dimethyl-



201 EPA/NIH MASS SPECTRAL DATA BASE 5555

200 C14H16O 64129—22—2
Cyclopent[a]inden-8(LH

r

)-one, 2,3,3a,8a-tetrahydro-2,2-dimethyl-

o

O-TT

200 CuHieO 69576-84-7
5(6/f)-Benzocyclooctenone, 7,8-dihydro-8,8-dimethyl-

0

200 C15H20 66388-92-9
Bicyclo[8.2.2]tetradeca-5,10,12,13-tetraene, 4-methyl-, (El-

201 C6CI2F3N 1737-93-5
Pyridine, 3,5-dichloro-2,4,6-trifluoro-

F

Cl

100 J
80-

60 •

40-

20-

100

80

60

40

20

0

201 C 6H4BrN02 585-79-5
Benzene, l-bromo-3-nitro-

Br

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

100

80

60

40

20

0

100

80

60

40

20

0

201 C 6H4BrN02 586-78-7
Benzene, l-bromo-4-nitro-

Br

1,, 1 .! L jJl J 11

10 20 30 40 5< 60 70 80 90 100 110 120 130 140 150

t. JX 1"I 1 I
' *

l I"— * T I 1 » I I I
1 1 1—

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

100

80

60

40

20

0

100

80

60

40

20

0

201 C9H15NO2S 54124-16-2
2,5-Pyrrolidinedione, 3-[l-(ethylthio)ethyl]-4-methyl-

Me
I

CHSEt

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

100

80

60

40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 260 290 300

JL l -i L jJl J .1-1 . ^ ^
,

-
1

— —
| « I" "*

l 1- —1
— 1——1 T r ****

1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



5556 EPA/NIH MASS SPECTRAL DATA BASE 201

201 C9H16NO2S 54124-18-4
2,5-Pyrrolidinedione, 3-ethyl-3-(ethylthio)-4-methyl-

0

SEt

Et

0 Me

100

ao

60

40

20

0

100

80

60

40

20

0

201 C9H 15NO4 64018-47-9
5-Isoxazolidinemethanol, 2-acetyl-5-methyl-, acetate (ester), (/?)-

CH2 OAc

Me
N — 0
/

Ac

201 C10H19NO3 56440-37-0
4-Oxazolidinone, 2-methoxy-5,5-bis(l-methylethyl)-

201 C10H19NO3 56440-43-8
4-Oxazolidinone, 2-hydroxy-3-methyl-5,5-bis(l-methylethyl)-

201 C10H19NO3 56440-44-9
Butanamide, 7V-formyl-2-hydroxy-iV.3-dimethyl-2-(1-methyl

=

ethyl)-

Me
1

CHMe

Me
|

Me

0:CHNC0CCHMe
I

OH

201 C10H19NO3 64018-46-8
Acetamide, iV-[2-(2,2,4-trimethyl-l,3-dioxolan-4-yl)ethyl]-, (S)-

Me^/0N .CH2 CH 2 NHAc

100

60

60

40

20

0

100

80

60

40

20

0
160 170 180 160 200 210 220 230 240 260 260 270 280 280 300

u |J,.| ii.i i , . .1 L
|

J

10 20 30 40 50 80 70 80 90 100 110 120 130 140 160

r r—

1

v 1 1 1 1 itt

201 C12H11NS 67461-32-9
1,4-Methanonaphthalene, l,2,3,4-tetrahydro-2-isothiocyanato-,

(la,2a,4a)-

i i

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

100

60

60

40

20

0

10 20 30 40 60 60 70 80 00 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



202 EPA/NIH MASS SPECTRAL DATA BASE 5557

201 C 13H15NO 84-83-3

Acetaldehyde, (l,3-dihydro-l,3,3-triinethyl-2fl-iiidol-2-ylidene)-

Me
I

N -CHCHO

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

202 C7H 10N2O3S
Benzenesulfonic acid, 2-methoxy-, hydrazide

36331-56-3

80 •

»
1
»
»
I
!

L bfl

40*

20*

1 111
1

,

,1, ,

.

_l1i 1 10 20 3( 40 50 60 70 80 90 100 110 120 130 140 150

ISO 170 ISO 190 200 210 220 230 240 250 200 270 280 290 300

201 C 13H15NO 69299-47-4

Isoxazole, 5-(2,5-dimethylphenyl)-3,4-dimethyl-

180 170 180 180 200 210 220 230 240 250 260 270 280 290 300

201 C 13H20BN 72443-04-0

1 ,2-Azaborolidine, l-(l,l-dimethylethyl)-2-phenyl-

o

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

202 C6H3CIN2O4
Benzene, l-chloro-2,4-dinitro-

97-00-7

202 C7H10N2O3S
Benzenesulfonic acid, 3-methoxy-, hydrazide

so2 nhnh 2

72594-22-0

202 C8H4CI2O 2

1,2-Benzenedicarbonyl dichloride

88-95-9

cV"



5558 EPA/NIH MASS SPECTRAL DATA BASE 202

202 CsHsCbSi 7719-02-0
Silane, dichloroethenylphenyl-

Ph
I

H 2 C:CHSI Cl
I

Cl

202 C8H14F40 74810-72-3
3-Octanol, 1,1,2,2-tetrafluoro-

F

oh If
i 1

1

Me ( CH2 )

4

CHCCHF

202 C9H14O5 105-50-0
Pentanedioic acid, 3-oxo-, diethyl ester

E t OC( O) CH 2 COCH2 C( 0 ) OE t

202 C10H18O2S 69855-48-7
Bicyclo[2.2.2]octane, l-methyl-4-(methylsulfonyl)-

SO2 Me

Me

100

80

80

40

20

0
10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

202 C10H18O4
Butanedioic acid, dipropyl ester

Pr OC( O) CH2 CH 2 C( O) OPr

925-15-5

L
.

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

202 CioHisCU 2425-79-8
Oxirane, 2,2'-[l,4-butanediylbis(oxymethylene)]bis-

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

202 CioHisCU 38737-48-3
[l,4]Dioxino[2,3-5]-l,4-dioxin, hexahydro-2,3,6,7-tetramethyl-

CL .0^ Me

XXX

202 C10H18O4 38737-49-4
[l,4]Dioxino[2,3-6]-l,4-dioxin, hexahydro-2,2,3,3-tetramethyl-

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



202 EPA/NIH MASS SPECTRAL DATA BASE 5559

100 j
80 -

60*

40-

20*

0 1
160 170 160 100 200 210 220 230 240 250 260 270 280 290 300

202 C10H18O4
4,4'-Bi-l,3-dioxolane, 2,2,2',2

,-tetramethyl-

74630-20-9

Me^ ^0

Me

0. .Me

202 CioHi&Zn 20525-74-

0

Zinc, dicyclopentyl-

0“'n_0
100 •

80-

60-

40-

20-

.
1, 1 L. I.j

10 20 30 4( 50 60 70 80 90 100 110 120 130 140 150

80-

60 •

40-

20-

Ll,

160 170 180 190 200 210 >20 230 240 250 260 270 280 290 300

202 CioHigZn 66094-28-8
Zinc, bis(3-methyl-2-butenyl)-

Me Me
1 1

Me C = CHCH 2 Zn CHz CH = CMe

202 C 10H 19O2P 74810-62-1
1,3,2-Dioxaphospholane, 2-cyclohexyl-4,5-dimethyl-

Me

202 C 10H23N2P 74810-77-8
Phosphonous diamide, P-cyclohexyl-A^N^V'^N'-tetramethyl-

Me
1

NMe

202 CioH26Si2 18001-81-5
Silane, l,4-butanediylbis[trimethyl-

Me Me
I I

MeSI ( CH2 ) 4 S I Me

Me Me

202 C 11H 19CIO 38460-95-6

10-Undecenoyl chloride

Cl CO( CHj ) . CH = CHj

100

so

so

40

20

0
10 20 30 40 60 60 70 60 90 100 110 120 130 140 160



5560 EPA/NIH MASS SPECTRAL DATA BASE 202

160 170 180 190 200 210 220 230 .240 2S0 260 270 260 290 300

202 C 11H22O3 69653-76-5
Octanoic acid, 7-hydroxy-3,7-dimethyl-, methyl ester

Me OH
I I

MeOC( 0 ) CH 2 CH( CH 2 ) a CMe

Me

202 C12H14N2O
l/f-Imidazole-l-ethanol, 2-methyl-a-phenyl-

22159-32-6

1

^^-CHizCHOH

Jill 1LJJ
10 20 30 40 50 60 70 90 100 110 120 130 140 150

202 C13H14O2
lH-Indene-l-methanol, a-methyl-, acetate

63839-85-0

202 C13H14O2

2,4-Hexadienoic acid, 4-methylphenyl ester

69687-90-7

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

202 CuHisO
Heptanal, 2-(phenylmethylene)-

122-40-7

CHO
I

PhCH tC( CH2 ) 4 Me

202
1 ,12-Dodecanediol

C12H26O2

HO(CH 2 )i 2 OH

5675-51-4

. jLUu b

—

J
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

180 170 180 190 200 210 220 230 240

202 CuHisO
Ethanone, l-(4-cyclohexylphenyl)-

18594-05-3

60-

40-

-“1 ‘1U 4—.—

-

260 270 280 290 300



203 EPA/NIH MASS SPECTRAL DATA BASE 5561

100*

80 *

60

40

20-

*

I ,1"""I* *1 »

160 170 160 180 200 210 220 230 240 250 260 270 280 280 300

202 CuHigO 58746-71-7
5-Benzocyclooctenol, 5,6,7,8-tetrahydro-8,8-dimethyl-, (E)~

180 170 180 1»0 200 210 220 230 240 250 280 270 280 280 300

202 CieHio 886-66-8
Benzene, l,l'-(l,3-butadiyne-l,4-diyl)bis-

PhC:CC=CPh

203 C6H7N3O4.H 2O 69796-45-8
2,4(lii,3H)-Pyrimidinedione, l,3-dimethyl-5-nitro-, monohydrate

0

I

Me

202 CuHisO 69576-85-8
5-Benzocyclooctenol, 5,6,7,8-tetrahydro-8,8-dimethyl-

180 170 180 180 200 210 220 230 240 250 280 270 280 280 300

202 C 15H22 74708-73-9
1,4-Methanobenzocyclodecene, l,2,3,4,4a,5,8,9,12,12a-decahydro-

COO

100

ao

60

40

20

0
160 170 180 100 200 210 220 230 240 260 260 270 260 200 300

203 CsHuBrN 68344-30-9
Indolizine, 1-bromooctahydro-, cw-

100

80

60

40

20

0

100

60

60

40

20

0

203 C9H 17NO4 64018-48-0
Acetamide, N-[4-(acetyloxy)-3-hydroxy-3-methylbutyl]-, (/?)-

Mo
I

AcOCHa CCHj CH? NHAc
I

MO

100

60

60

40

20

0
10 20 30 40 50 60 70 60 60 100 110 120 130 140 150



5562 EPA/NIH MASS SPECTRAL DATA BASE 203

100 T

80 -

60 -

40-

20*

0 i i i
* ‘ i i - r a——r . . . . r i i

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

203 C 12H13NS 39199-35-4
Thiazole, 5-(l-methylethyl)-2-phenyl-

N/V^Pr-lH
203 C11H9NOS 10045-50-8
Ethanone, l-(2-phenyl-5-thiazolyl)-

Ph

203 C12H13NS 19968-51-5
Thiazole, 2-(l-methylethyl)-4-phenyl-

Ph

203 C12H13NS 39199-33-2
Thiazole, 4-phenyl-2-propyl-

Ph

1 1 .1 1 .1 JL. L_l 4

10 20 30 40 50 60 70 SO 90 100 110 120 130 140 160

i. L .

180 170 180 190 200 210 220 230 240 250 260 270 280 290 300

203 C12H13NS 75601-35-3
Thiazole, 2-(2,4,6-trimethylphenyl)-

Me

203 C13H17NO 20518-62-1
8a,4a-(Nitrilometheno)naphthalene, 10-ethoxy-l,2,3,4-tetrahydro-

oet



204 EPA/NIH MASS SPECTRAL DATA BASE 5563

203 C13H17NO 58690-17-8

1-Azabicyclo [2. 2. 2]octan-2-ol, 4-phenyl-

Ph

100

80

80

40

20

0

100

80

80

40

20

0

203 C 14H21N 60173-57-1
Benzenamine, 2-(l,l-dimethylethyl)-iV-(l-methyl-2-propenyl)-

Bu-t Me
I

NHCHCH -CH 2

u 1. ill --l.ll I. -L 1. 1 . lU k 1
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

203 C14H21N 60173-62-8
Benzenamine, 2-(2-butenyl)-6-(l,l-dimethylethyl)-, (E)-

NHj

203 C 14H 21N 60173-66-2
Benzenamine, N-( 1 ,l-dimethyl-2-propenyl)-4-( 1-methylethyl)-

Me
1

i i—r 1
,

1

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

100

80

60

40

20

0

203 C 14H 21N 69611-43-4
Benzenamine, Ar-2-butenyl-2-(l,l-dimethylethyl)-

Bu-t

NHCH2 CH :CHMe

270 280 290 300

204 C5H4CL 72347-64-9
Cyclopentene, tetrachloro-

o

204 C6H2F 2N2O4 327-92-4
Benzene, l,5-difluoro-2,4-dinitro-

F

NO2

. 1 - .... ,1
i I. -ii. 1 i... . ll 1 L_

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

i
-n f “7 r——r

r 1 1 r 1 1 1 1 r—
180 170 180 190 200 210 220 230 240 250 280 270 280 290 300



5564 EPA/NIH MASS SPECTRAL DATA BASE 204

204
Benzoic acid,

C8H6CI2O2
2,3-dichioro-, methyl ester

C( 0) OMe

2905-54-6

160 170 160 190 200 210 220 230 240 250 260 270 280 290 300

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 260 290 300

204
Benzoic acid.

C8H6CI2O2
2,5-dichloro-, methyl ester

2905-69-3

C( 0) OMe

260 270 280 290 300

204
Benzoic acid,

C8H6CI2O2

2,6-dichloro-, methyl ester

C( O) OMe

14920-87-7

260 270 280 290 300

204
Benzoic acid,

C8H6CI2O2
2,4-dichloro-, methyl ester

C( 0) OMe

35112-28-8

204 C8H16N2O4 26549-65-5
Butanediamide, 2,3-dihydroxy-A^iV,TV',iV'-tetramethyl-, [i?-

Me OH Meill I

MeNCOCHCHCONMe

100 j
80-

ll ,1

60-

40 -

20-

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

204 C9H10CI2O
Benzene, l-ethyl-2-methoxy-, dichloro deriv.

74313-02-3

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

204 C9H10CI2O
Benzene, l-ethyl-4-methoxy-, dichloro deriv.

74313-03-4

XX

...ll . 1 ll Lul uu ,““ | I I | I 1 •

10 20 30 40 50 60 70 80 90 100 110 120 130 1 40 150

80-

60-

—J|Il

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



204 EPA/NIH MASS SPECTRAL DATA BASE 5565

204 C9H10CI2O 74313-10-3 204 C9H 10CI2O 74313-18-1

Benzene, 2-methoxy-1,4-dimethyl-, dichloro deriv. Phenol, 2,3,5-trimethyl-, dichloro deriv.

-1 1 1 1
"

i r M r"i "T 1 1 1 1 1 1

10 20 30 40 60 60 70 00 00 100 110 120 130 140 160

204 C9H 16O5 64018-53-7
204 C9H10CI2O 74313-11-4 D-Ribose, 5-0-methyl-2,3-0-(l-methylethylidene)-
Benzene, 4-methoxy-l,2-dimethyl-, dichloro deriv.

CHO
I

HC — O -

f.x
HCOH

I

CH 2 OM0

Me

Me

100

80

60

40

20

0
10 20 30 40 50 60 70 00 90 100 110 120 130 140 160

100

80

60

40

20

0

204 C9H10CI2O 74313-13-6
Benzene, l-methoxy-3,5-dimethyl-, dichloro deriv.

1L lull

Me

-J JlL k . i . hii • I, J

10 20 30 40 50 60 70 80 00 100 110 120 130 140 160

: l. iL iL

180 170 180 100 200 210 220 230 240 280 280 270 280 290 300

204 CgHnBr 16695-35-5
4-Nonene, 1-bromo-, (E)-

Me(CH2) 3 CH=CH(CH2)3Br



5566 EPA/NIH MASS SPECTRAL DATA BASE 204

204 C9Hi7Br 59499-29-5
4-Nonene, 1-bromo-, (Z)-

Me ( CH 2 ) 3 CH :CH( CH 2 ) 3 Br

204 C9H240Si2 74645-92-4
Disiloxane, triethyltrimethyl-

+ 3Et
H 3 SI OS I H 3

+ 3 Me

204 C10H20O2S 67428-49-3
3-Heptene, 4-[2-(methylsulfonyl)ethyl]-, (E)-

Pr
I

MeS02 CH 2 CH 2 C=CHEt

100 ]

80-

60-

40-

20-

0 I I I ‘1 I a I I « I r a a a~
10 20 30 40 50 00 70 80 90 100 110 120 130 140 150

204 C 10H20O4 1115-20-4
Propanoic acid, 3-hydroxy-2,2-dimethyl-, 3-hydroxy-2,2-di=
methylpropyl ester

Me Me
I I

HOCH 2 CC( 0) och 2 cch 2 oh

Me Me

204 CuH804 14554-09-7
1,4-Naphthalenedione, 5,8-dihydroxy-2-methyl-

HO 0

HO 0

100-

80-

60-

40-

20-

1 lllL dll U 1 11 . 1 1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

80-

60*

40-

20-

1 1 1

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

204 » ChH9C1N2 57693-15-9
Pyrazine, 2-chloro-3-(phenylmethyl)-

204 C11H12N2O 2 73-22-3
L-Tryptophan

H

I

nh 2



204 EPA/NIH MASS SPECTRAL DATA BASE 5567

204 C 12H16N2O 119-95-9

Propanenitrile, 3-[(2-hydroxyethyl)(3-methylphenyl)amino]-

CH2CH2OH
1

NCH 2 CH 2 cn

180 170 180 190 200 210 220 230 240 2SO 280 270 280 290 300

204
1,3,2-Dioxaborinane,

C 12H17BO 2 74646-03-0
2-ethyl-5-methyl-4-phenyl-

r-V
.'V

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

+ 1 J
180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

204
Borinic acid, diethyl-

C 12H17BO2

3-acetylphenyl ester

74663-94-8

204 C12H 17BO2

Borinic acid, diethyl-, 2-acetylphenyl ester

74663-95-9

a
Et
I

OBEt

10 20 30 40 50 60 70 80 00 100 110 120 130 140 150

160 170 180 100 200 210 220 230 240 250 260 270 280 200 300

204 C 13H 16O2 51423-98-4
4ff-l-Benzopyran-4-one, 2,3-dihydro-6-methyl-2-(l-methylethyl)-

10 20 30 40 50 60 70 80 00 100 110 120 130 140 150

160 170 180 100 200 210 220 230 240 250 260 270 280 200 300

204 C13H16O2 69651-15-6
Cyclopent[a]inden-3a(l/f)-ol, 2,3,8,8a-tetrahydro-8-methoxy-

1

06Et O (10f
1

OH

U ll J- .11 ...

• (••iiiiiiiiIVI
10 20 30 40 50 60 70 80 00 100 110 120 130 140 150

1 J

160 170 180 100 200 210 220 230 240 250 260 270 280 200 300

160 170 180 100 200 210 220 230 240 250 260 270 280 200 300

204 C 13H16O2

2-Hexenoic acid, 4-methylphenyl ester

0C(0)CH=CH Pr

69687-91-8

100

80

60

40

20

0

10 20 30 40 50 60 70 80 00 100 110 120 130 140 160



5568 EPA/NIH MASS SPECTRAL DATA BASE 204

100

80

60

40

20

0

204 C13H16O2 69687-92-9
4H-l-Benzopyran-4-one, 2,3

-dihydro-5-methyl-2-(l-methylethyl)-

Pr-I

Me 0

r I
" -

1 II I
* * T ~l I TT* I I 1 " T 1

—
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

204 C 13H16O2 69687-93-0
4ff-l-Benzopyran-4-one, 2,3-diliydro-7-methyl-2-(l-methylethyl)-

204 C13H20N2 2929-80-8
Benzenamine, 4-[(butylimino)methyl]-iV^V-dimethyl-

Me
1

Me ( CH2 ) 3 N 5 CH

100

80

60

40

20

0

100

80

60

40

20

0

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

204 C14H20O 68931-37-3
2-Cyclohexen-l-one, 3-(l,3-butadienyl)-2,4,4,5_tetramethyl-, (E)-

Me

204 C14H20O 69855-49-8
1-Butanone, l-(2,3,4,5-tetramethylphenyl)-

204 C15H24 87-44-5
Bicyclo[7.2.0]undec-4-ene, 4,ll,ll-trimethyl-8-methylene-,

[
lR-(IR*,4E,9S* )

]-

Me

100

80

60

40

20

0

100

80

60

40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

ill li 11 Hi I
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



204 EPA/NIH MASS SPECTRAL DATA BASE 5569

204 C 16H24 483-76-1
Naphthalene, 1,2, 3,5,6,8a-hexahydro-4,7-dimethyl-l-(l-

methylethyl)-, (lS-«'s)-

204 C 15H24 1137-12-8
1,2,4-Methenoazulene, decahydro-l,5,5,8a-tetramethyl-, [1S-

(la,2a,3ag3,4a,8ad,9R*)]-

180 170 180 180 200 210 220 230 240 260 280 270 280 280 300

204 C15H24 489-39-4
liT-Cycloprop[e]azulene, decahydro-l,l,7-trimethyl-4-methylene-,

[lai?-(laa,4aa,7a,7ad,7ba)]—

h 2 c

10 20 30 40 SO 80 70 80 80 100 110 120 130 140 160

180 170 180 180 200 210 220 230 240 260 280 270 280 280 300

204 C 15H24 495-60-3
1,3-Cyclohexadiene, 5-(l,5-dimethyl-4-hexenyl)-2-methyl-,

[S-(R*,S*)]~

Me Me
I I

^v^-CHCHs CH 2 CH :CMe

AJ

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

160 170 160 100 200 210 220 230 240 260 260 270 280 200 300

10 20 30 40 60 60 70 80 00 100 110 120 130 140 150

160 170 180 100 200 210 220 230 240 250 260 270 280 290 300

204 C15H24 3650-28-0
1,4-Methano-lH-indene ,

octahydro-4-methyl-8-methylene-7-
(1-methylethyl)-, [lS-(la,3ad,4a,7a,7a|3)]-

180 170 180 180 200 210 220 230 240 260 280 270 280 280 300

204 C15H24 17066-67-0
Naphthalene, decahydro-4a-methyl-l-methylene-7-(l-methyl=

ethenyl)-, [4aft-(4aa,7a,8a/3)]-

h 2 c ch 2
h

MeC_



5570 EPA/NIH MASS SPECTRAL DATA BASE 204

204 C15H24 18794-84-8
1,6,10-Dodecatriene, 7,11-dimethy1-3-methylene-, (E)-

H2C Me Me
II I I

H 2 C : CHCCH2 CH2 CH : CCH2 CH 2 CH = CUe

204 C16H24 21064-19-7
1,5,9-Cyclododecatriene, 1,5,9-trimethyl-

Me

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

204 C15H24 21747-46-6
l/f-Cycloprop[e]azulene, la,2,3,5,6,7,7a,7b-octahydro-l,l,4,7-
tetramethyl-, [la/?-(laa,7a,7aj8,7ba)]-

204 C15H24 49826-80-4
Benzene, (2-methyloctyl)-

Me
I

Ph CH2 CH ( CH2 ) s Me

100

80

60

40

20

0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

100

80

60

40

20

0

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

204 C 15H24 56348-21-1
Tricyclo[4.1.0.02

'
4]heptane, 3,3,7,7-tetramethyl-5-(2-methyl-l-

propenyl)-

; jlJ. il - 1.1 Ill i ill iLjA. ill ...L ll. i.l.

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

L

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

204 C16H12 5394-86-5
lH-Indene, l-(phenylmethylene)-

CHPh

204 C16H12 13141-45-2
Benzene, 1 ,

1
'-(l-buten-3-yne-l ,4-diyl)bis-

PhCiCCH sCHPh



206 EPA/NIH MASS SPECTRAL DATA BASE 5571

205 C 11H 11NO3 883-44-3

lH-Isoindole-l,3(2H
r

)-dione, 2-(3-hydroxypropyl)-

205 C12H 15NO2 67401-13-2
4,7-Methano-lif-indene-2-carboxamide, 2,3,3a,4,7,7a-hexa=

hydro-2-methyl-l-oxo-, (2a,3ad,4a,7a,7ad)-

205 C 14H23N 10523-35-0
Pyridine, 2-nonyl-

u ( CH 2 ) 8 Me

O'
100

80

60

40

20

0

100

80

60

40

20

0

205 CisHnN 1552-58-5
Benzonitrile, 4-(2-phenylethenyl)-

:CHPh

4 L 1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

1
—

•! * > 1— 1
—

1 1 1 1 1 1 1 1 1 1

160 170 160 190 200 210 220 230 240 250 260 270 280 290 300

100 '

80

60

40

20

0 l

1 ‘ l “ ^
,

1

. | |

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

206 C6H4CI2N2O2 6627-34-5
Benzenamine, 2,5-dichloro-4-nitro-

206 C 6H7CIN2O2S 2751-25-9
Benzenesulfonic acid, 4-chloro-, hydrazide

SO2 nhnh 2

ci

206 CvHgFe 69855-50-1
2-Hexene, 6,6,6-trifluoro-5-(trifluoromethyl)-, (Z)-

CFj
l

M«CH = CHCH2CHCF3

il .11 .1.1 4-- » - |

10 20 30 40 50 60 70 80 00 100 110 120 130 140 150

-I <-f 1 1 1
1—i 1 1 1 1 1 1 1 -T- T-

160 170 ISO 190 200 210 220 230 240 250 260 270 280 290 300



5572 EPA/NIH MASS SPECTRAL DATA BASE 206

206 C7H10N2OS.CIH 55889-49-1
2(3JT)-Benzothiazolimine, 4,5,6,7-tetrahydro-3-hydroxy-, mo=
nohydrochloride

206 CsHuOe 87-91-2
Butanedioic acid, 2,3-dihydroxy- [R-(R*JR*)]-, diethyl ester

OX •

Et0C(0)CHCHC(0)0Et

10 20 30 40 SO 60 70 80 90 100 110 120 130 140 ISO

100 170 180 100 200 210 220 230 240 260 200 270 280 200 300

206 C8H8CI2O2

Benzene, dichlorodimethoxy-
72361-17-2

+2 OMe

+2 Cl

10 20 30 40 SO 00 70 80 00 100 110 120 130 140 ISO

100 170 180 100 200 210 220 230 240 250 280 270 280 200 300

206 C8H14O4S
Propanoic acid, 3,3'-thiobis-, dimethyl ester

MeOC( 0) CH 2 CH 2 SCH 2 CH 2 C( 0) OMe

4131-74-2

206 C8H15O4P 54543-04-3
Phosphonic acid, (3-methyl-2-oxo-3-pentenyl)-, dimethyl ester,

(E)-

Me OMe
I I

Me CH : CCOCH 2 P OMe
II

0

100 170 180 100 200 210 220 230 240 250 200 270 280 200 300

206 C9H16CIO3

5-Hepten-2-one, 6-chloro-7,7-dimethoxy-, (E)-

68200-80-6

ir
MeCOCH 2 CH 2 CH sCCHOMe

10 20 30 40 50 80 70 80 00 100 110 120 130 140 ISO

80-

. 60-

11 1 1
40-

1 -III,. i.l
ii

,

1 ii I.-I- .1 L. ^ Ll L 1_L s 1

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160 0-—

.

—

A

—,—

,

—,—,—,—,—,—,—

,

—,
—,—r-

180 170 180 100 200 210 220 230 240 250 260 270 280 200 300

206 C9H2203Si

Silane, triethoxypropyl-

2550-02-9

160 170 180 180 200 210 220 230 240 260 260 270 280 280 300

OEt
I

EtOSI OEt
I

Pr

10 20 30 40 60 80 70 80 90 100 110 120 130 140 ISO



206 EPA/NIH MASS SPECTRAL DATA BASE 5573

180 170 180 180 200 210 220 230 240 280 280 270 280 280 300 180 170 180 180 200 210 220 230 240 250 280 270 280 280 300

206 C10H10N2O3
lif-Indole, l-acetyl-2,3-dihydro-6-nitro-

22949-08-2 206 C12H14O3
Phenol, 2-methoxy-4-(2-propenyl)-, acetate

93-28-7

02N :xr
CHjCH:CH 2

100*

so-

so-

40-

20-

ill .

,
4.4 111 J

S r-*—. r-

4 4 Jj. 11 lIl |l_4 111 . 1 , .1.

10 20 30 40 50 60 70 60 90 100 110 120 130 140 150

10 20 30 40 50 60 70 80 80 100 110 120 130 140 150

180 170 180 180 200 210 220 230 240 250 280 270 280 280 300

206 C10H22S2
Disulfide, bis(2-methylbutyl)

Me Me
I I

Me CH 2 CHCH 2 SSCH 2 CHCH 2 Me

69078-79-1

180 170 180 180 200 210 220 230 240 250 280 270 280 280 300

206 C12H14O3
Phenol, 2-methoxy-4-(l-propenyl)-, acetate

93-29-8

180 170 180 180 200 210 220 230 240 250 260 270 280 280 300

206
Zinc, dipentyl-

CioH22Zn

Me
( CH 2 ) 4 Zn ( CH 2 ) 4 Me

14402-93-8

, 4 j ..
,

1

4 . , .....
,

III,
.

10 20 30 40 50 60 7C 80 90 100 110 120 130 140 150

i-_

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

206 CioH22Zn
Zinc, bis(l-ethylpropyl)-

74793-24-1

Et Et
I I

EtCHZnCHEt

206 C12H14O3
Benzenebutanoic acid, 7-0x0-, ethyl ester

Ph COCH 2 CH 2 C ( 0) OE t

6270-17-3

180 170 180 180 200 210 220 230 240 250 280 270 280 280 300

10 20 30 40 50 60 70 80 80 100 110 120 130 140 150



5574 EPA/NIH MASS SPECTRAL DATA BASE 206

206 C12H14O3 7736-76-7
Isocoumarin, 3,4-dihydro-8-methoxy-3,5-dimethyl-, methyl ether,

(Rh

MeO 0

Me

206 C12H14O3 67549-57-9
li/-2-Benzopyran-l-one, 3,4-dihydro-8-methoxy-3,7-dimethyl-,

(R)~

100

80

60

40

20

0

100

80

60

40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

1 1 i n

206 Ci2Hi4Ti 74792-83-9
Titanium, (iy^l,3-butadiene)(i^l,3,5,7-cyclooctatetraene)-

h</'Sh '

HC-CH

i
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

L L-r 1
——

1

i
' 1 1 1 I » 1 j 1 r-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

206 C 12H18N2O 69393-33-5
Ethanone, 2-cyclohexyl-l-(l-methyl-lif-imidazol-2-yl)-

206 C 12H18N2O 69393-35-7
Ethanone, 2-cyclohexyl-l-(l-methyl-lH-imidazol-4-yl)-

206 C 12H18N2O 75378-92-6
2,4-Hexadienamide, AT-[l-(dimethylamino)-2-methyl-2-

propenylidene]-

Me
I

NMe

CH 2

I II

Me CH : CHCH : CHCON = CCMe

206 C 12H18N2O 75378-94-8

2,4-Pentadienamide, iV-[l-(dimethylamino)-2-methyl-2-
propenylidene]-4-methyl-, (?,£)-

Me

NMe

H 2 C ch 2
II III

Me CCH= CHCON= CCMe

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

il_lUu. LL J—1 r—



206 EPA/NIH MASS SPECTRAL DATA BASE 5575

100

00

60

40

20

0
100 170 180 190 200 210 220 230 240 250 200 270 280 290 300

206 C 12H 18N2O 75378-96-0
1/f-Isoindol-l-one, 3-(dimethylamino)-3a,4,5,7a-tetrahydro-

3a,5-dimethyl-

XJ-A

206 C12H18N2O 75378-98-2
lW-Isoindol-l-one, 3-(dimethylamino)-3a,4,5,7a-tetrahydro-
3a,6-dimethyl-

180 190 200 210 220 230 240 250 280 270 280 290 300

206 C13H18O2 3101-60-8
Oxirane, [[4-(l,l-dimethylethyl)phenoxy]methyl]-

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

206 C 13H18O2 20194-68-7
2-Cyclohexen-l-one, 3,5,5-trimethyl-4-(3-oxo~l-butenyl)-

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

206 C13H18O2
Benzenebutanal, 2-methoxy-7,4-dimethyl-

63646-90-2

xr
Me
I

CHCH2CH2CHO

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

206 C13H18O2 67428-35-7
2-Propenoic acid, 3-(6,6-dimethylbicyclo[3.1.1]hept-2-en-2-yl)-,
methyl ester, (E)-

180 170 ISO 190 200 210 220 230 240 250 280 270 280 290 300



5576 EPA/NIH MASS SPECTRAL DATA BASE 206

206 C14H22O
Phenol, 3,5-bis(1 ,1-dimethylethyl)-

1138-52-9

160 170 180 190 200 210 220 230 240 250 260 270 260 290 300

206 C14H22O
Phenol, 2,5-bis(1 ,1-dimethylethyl)-

5875-45-6

10 20 30 40 SO 30 70 80 90 100 110 120 130 140 160

206 C14H22O 68931-41-9
2-Cyclohexen-l-one, 3-(2-butenyl)-2,4,4,5-tetramethyl-, (Z)-

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

206 C14H22O 68931-42-0
2-Cyclohexen-l-one, 3-(2-butenyl)-2,4,4,5-tetramethyl-, (E)-

206 C14H22O 69296-90-8
Cyclohexanone, 2,3,3-trimethyl-2-(3-methyl-l,3-butadienyl)-, (Z)-

Me/
CH2

a
CH=CHCMe
Me

10 20 30 40 60 60 70 80 90 100 110 120 130 140 ISO

206 C14H22O 69296-91-9
Cyclohexanone, 2,3,3-trimethyl-2-(3-methyl-l,3-butadienyl)-, (E)-

Me
.. / CH 2
Me/ n

:CHCMe
e

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



208 EPA/NIH MASS SPECTRAL DATA BASE 5577

206 C16H10O
5H-Dibenzo [a ,d]cyclohepten-5-one

2222-33-5

ISO 170 ISO ISO 200 210 220 230 240 2S0 280 270 280 280 300

206 C 15H26

2-Pentadecen-4-yne, (Z)-

Ms ( CH 2 ) e C : CCH • CHMs

74646-33-6

ij I, .1. ,..1.1.1
f jLy 1 |k jL

.

I
120 130 140 160

160 170 160 100 200 210 220 230 240 260 260 270 260 200 300

206 C 15H26

7-Pentadecen-5-yne, (Z)-

74744-49-3

Ms ( CH 2 ) 3 CiCCH = CH( CH 2 ) s Ms

~i 1- 1

ISO 170 ISO 190 200 210 220 230 240 2*0 280 270 280 280 300

206 CisHm
5-Pentadecen-7-yne, (Z)-

74744-50-6

Ms ( CH 2 ) j CH =CHC:C( CH 2 ) a Ms

, ,

It J- uLi i

,

1, .i ,
.

.

10 20 30 40 SO SO 70 SO 80 100 110 120 130 140 ISO

ISO 170 ISO 180 200 210 220 230 240 280 2SO 270 2N 280 300

206 C 15H26

7-Pentadecen-5-yne, (E)-
74744-53-9

Ms(CH 2 )sC:CCH = CH(CH 2 )iMs

ISO 170 180 180 200 210 220 230 240 2SO 280 270 280 280 300

206 CieHu
Benzene, 1 , 1 '-(1,3-butadiene-l ,4-diyl)bis-

886-65-7

PhCH:CHCH=CHPh

A
10 20 30 4<

1 '1U ‘ 1

1
1111

1
11111

1

llM
l
n 1 "1IU* 1

1 L
1

|IIU
1

-1|- •!

60 60 70 80 90 100 110 120 130 140 160

i Jhl

206 CieHu
Benzene, l,l'-(l-cyclobutene-l,2-diyl)bis-

3306-02-3

h .V

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

160 170 160 190 200 210 220 230 240 260 260 270 260 290 300

206 CieHu
Naphthalene, 1,2-dihydro-l-phenyl-

16606-46-5



5578 EPA/NIH MASS SPECTRAL DATA BASE 207

207 C4H6BrN302 69978-07-0
Sydnone

,
4-bromo-3-(dimethylamino)-

M

207 C 10H9NO4 35665-90-8
2-Butenoic acid, 4-nitrophenyl ester

0C( 0)CH:CHMe

207 CioHisNChSi 57954-43-5
l-Oxa-3-aza-2-silacyclopentan-5-one, 2,2-dimethyl-3-phenyl-

\
Ph

207 C 11H13NO3 24130-91-4
Benzeneacetic acid, a-(aminocarbonyl)-a-ethyl-

Ph
I

H2NCOCCO2H
I

Et

. . . 4-1—J r-tL-, K >1
1 h i

1 1 i
*r r r 1 " T" 1 *r i

***
y i

* i i

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

100 —
80 -

60-

40-

20 -

0 1
I

1
"

i r I
1 1 1 1 1 1

I 1 1 r-
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

207 C11H13NO3 56440-45-0
Benzeneacetamide, a-ethyl-iV-formyl-a-hydroxy-

Ph
I

0 =CHNHC0CEt
I

OH

207 CuHnNOSi 17983-71-0
Acetamide, iV-[4-(trimethylsilyl)phenyl]-

Me

207 Ci2Hi5Ti 39015-02-6
Titanium, [(l,2,3-r/)-2-butenyl] (r?^-1,3,5,7-cyclooctatetraene)-

100

80

60

40

20

0

100

60

60

40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

_iu in ll ll 1 llll
,

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

1



208 EPA/NIH MASS SPECTRAL DATA BASE 5579

207 C 12H17NO2 28916-00-9

4-Cyclohexene-l,2-dicarboximide, N-butyl-, cis-

o

100

80

60

40

20

0

100

80

60

40

20

0

207 C 12H 17NO2 56619-93-3
Propanamide, iV-(3-methoxyphenyl)-2,2-dimethyl-

Me

NHCOCMe
I

Me

OMe

( CH 2 ) 3 Me

\

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

ii

—

l_i -H U,

207 C 12H17NO 2 56619-94-4
Propanamide, N-(4-methoxyphenyl)-2,2-dimethyl-

^^^NHCOCMe

XJ *

207 C13H21NO 58422-84-7
5-Heptenenitrile, 2,6-dimethyl-2-(3-oxobutyl)-

Me Me
I I

Me C : CHCH 2 CH 2 CCH 2 CH 2 COMe
I

CH

100 J
80

60 •

40 *

“
A I li

,

10 20 30 40 50 60 70 80 00 100 110 120 130 140 150

100

80

60

40

20

0

207 C 14H25N 21963-16-6
Cyclododecaneacetonitrile

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

207 C15H13N 3558-24-5
lif-Indole, l-methyl-2-phenyl-

Me
I

208 C7H3CI3O 89-75-8
Benzoyl chloride, 2,4-dichloro-

100

80

60

40

20

0

100

80

60

40

20

0

,
1 . 1. Il

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

•» —.—,—.—,—.—,—,—,

—

180 170 180 190 200 210 220 230 240 250 260 270 260 290 300



5580 EPA/NIH MASS SPECTRAL DATA BASE 208

208 C7H12N2OS.CIH 58275-61-9
2(3if)-Thiazolimine, 4-(l,l-dimethylethyl)-3-hydroxy-, mono=
hydrochloride

208 CvHivBrSi 1112-53-4
Silane, (bromomethyl)triethyl-

Et
I

Br CH2SI Et
I

Et

208 CsHvCla 3883-13-4
Benzene, (2,2,2-trichloroethyl)-

ci

Cl CCH 2 Ph
I

Cl

208 C8H7CI3 74298-94-5
Benzene, l-chloro-4-(1,2-dichloroethy1)-

ci
1

ci

208 C8H8N4O3 1455-87-4
4-Benzofurazanamine, iV^V-dimethyl-7-nitro-

o2 n

NMe
I

Me

100

80

60

40

20

0

100

60

60

40

20

0
160 170 180 *190 200 210 220 230 240 250 260 270 280 290 300

ulii li iIIl JlllL jIliiLi ulllli illll 1 .iLj 1 .li|
• • VIVVVIVVII
10 20 30 40 50 60 70 80 90 100 110 120 13C 140 150

208 . C8H8N4O3 18378-28-4
Benzofurazan, 5-<dimethylamino)-4-nitra-

r* r*TT 1 "1 1 1 i 1
* *i 1

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



208 EPA/NIH MASS SPECTRAL DATA BASE 5581

208 .
CsHieOe 69502-93-8

D-Xyiopyranose, 5-C-hydroxy-2,3,4-tri-0-methyl-

OH

OMe

208 C9H21O3P 116-17-6
Phosphorous acid, tris(l-methylethyl) ester

OPr-l
I

1-PrOPOPr-l

208 C 10H 12N2O3 10389-51-2
Morpholine, 4-(4-nitrophenyl)-

02N

100

80

60

40

20

0

100

80

80

40

20

0
180 170 180 190 200 210 220 230 240 260 280 270 280 290 300

• ••iiiVVIiVllf
10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

>
A
A
‘
A
A
A
A
A

-
L

208 C10H 13BO4 74807-80-0
1,2-Ethanediol, l-(2-phenyl-l,3,2-dioxaboro!an-4-yl)-, [S-(R*>R*)]-

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

100 —
80 -

80-

40-

20-

0 ‘t 1
,,,l,,

i
‘ **!**

1 r 1 1
1

1 1 1 1 1 r—
180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

208 C 10H22CIP 57620-66-3
Phosphinous chloride, bis(2,2-dimethylpropyl)-

Me Cl Me
1 1 1

MeCCH 2 PCH2 CMe
I I

Me Me

208 C 11H 12O4 947-94-4
Benzeneacetic acid, a-(acetyloxy)-, methyl ester

Ph
1

Me OC ( 0 ) CHOAc

208 C 11H 12O4 23038-61-1
1,3-Benzenedicarboxylic acid, 4-methyl-, dimethyl ester

MeOC(O)

xr
C(0)0Me

ll 11 lid LlL
10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

L 1r* r "— i
" " r— > 1 1 1 1 1 1 » » 1 t—

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300



5582 EPA/NIH MASS SPECTRAL DATA BASE 208

208 C11H16N2O2 73913-91-4
1,1-Cyclobutanedicarbonitrile, 2,2-dimethoxy-4-(l-methylethyl)-

OMe OMe

100*

80 -

00- «

40

«

20-

!i ill

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

r ,
JiLjJ xJL-j,— l—

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

208 C 12H16O3

Butanoic acid, 4-phenoxy-, ethyl ester

EtOC(O) ( CH2 ) 3 OPh

2364-59-2

208 C 12H 16O3 15116-12-8
p-Benzoquinone, 2-methoxy-6-(2-methylbutyl)-

Me
1

CH 2 CHCH 2 Me

100-

80 -

80-

40-

20-

.Li .LI l Id 1 ll . ll

10 20 30 40 50 00 70 80 90 100 110 120 130 140 150

80-

00-

40-

20*

li 1 Lj.

100 170 180 190 200 210 220 230 240 250 260 270
III

280 290 300

208 C 12H16O3

p-Benzoquinone, 2-isopentyl-5-methoxy-
15116-20-8

O Me
I

CHj CH 2 CHMe

208 C12H16O3 15116-21-9
p-Benzoquinone, 2-methoxy-5-(2-methylbutyl)-

160 170 180 100 200 210 220 230 240 2S0 260 270 280 290 300

208 C 12H16O3 15121-94-5
2,5-Cyclohexadiene-l ,4-dione, 2-methoxy-6-pentyl-

Me ( CH 2 ) 4 11

V
0

^OMe

. Ji-r 14 r-W ,1 III L i,Ji
,

ill ,1, .

10 20 30 40 60 60 70 80 SO 100 110 120 130 140 ISO

208 C 12H16O3

p-Benzoquinone, 2-isopentyl-6-methoxy-
15208-78-3

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



208 EPA/NIH MASS SPECTRAL DATA BASE 5583

208 C12H16O3 69687-94-1

Pentanoic acid, 5-methoxy-, phenyl ester

MeO( CH2 ) 4 C( 0) OPh

10 20 30 40 50 60 70 80 90 100 110 120 130 140 ISO

ISO 70 180 190 200 210 220 230 240 2S0 280 270 280 200 300

208 Ci2HieTi 1271—66—5

Titanium, bis(»75-2,4-cyclopentadien-l-yl)dimethyl-

208 C 12H21BO2 74630-05-0
4.H-l,3,2-Dioxaborin, 6-ethenyl-2-ethyl-4-methyl-4-(2-

methylpropyl)-

1

Et

208 C12H21BO2 74630-04-9
4/f-l,3,2-Dioxaborin, 4-ethenyl-2-ethyl-4-methyl-6-(2-
methylpropyl)-

Bu-I

lil ll - . L kl 1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

!

1 J
160 170 180 19C 200 210 220 230 240 250 260 270 280 290 300

208 C13H20O2
Phenol, 4-(heptyloxy)-

13037-86-0

100

80

60

40

20

0

100

80

60

40

20

0

208 C 13H20O2 27185-78-0
2-Cyclohexen-l-one, 3-(3-hydroxy-l-butenyl)-2,4,4-trimethyl-

.1 1 1,1.1 Li . ... .
. j. 1

10 20 30 40 50 60 70 80 90 100 1 0 120 130 140 150

1 » i 1 1 1
—

1
-

1 i » 1 'i 1 t
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



5584 EPA/NIH MASS SPECTRAL DATA BASE 208

208 C 13H20O2 34318-21-3 208 C13H20O 2 63922-40-7
2-Cyclohexen-l-one, 4-(3-hydroxy-l-butenyl)-3,5,5-trimethyl- 5-Hepten-3-yn-2-ol, 6-methyl-5-(l-methylethyl)-, acetate

208 CX3H20O2 62618-29-5
lH-Cyclopenta[l,3]cyclopropa[l,2]benzen-6(7if)-one, tetra=
hydro-3a-methoxy-3b,4-dimethyl-, (3aa,3ba,4a,7aft*)-

Ac OCHC : CCCHMe

208 C13H20O2 66465-75-6
2-Propanone, l-(2,8,8-trimethyl-6-oxabicyclo[3.2.1]oct-2-en-7-yl)-

10 20 30 40 60 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

208 C 13H20O2 62648-63-9
Tricyclo[4.4.0.02 -7]decan-3-one, l-methoxy-2,6-dimethyl-

OMe

Me

Me

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

1-4-1
,

1 .
11 "

i
-

1
-

1 1 1
* r 1 r —r r —

r

i' i i i

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

208 . C 13H20O2 69050-59-5
3-Buten-2-one, 4-(5-hydroxy-2,6,6-trimethyl-l-cyclohexen-l-yl)-

ill 1 1 lliiiiiiiiii **' 11
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



208 EPA/NIH MASS SPECTRAL DATA BASE 5585

208 C 13H20O2 74810-46-1

2-Butanol, 3-(l-methyl-2-phenylethoxy)-

Me

Me
|

OH

PhCH2 CHOCHCHMe

208 C 13H20O2 75364-52-2
l/f-Cycloprop[c]inden-4(5//)-one, hexahydro-la-methoxy-
2,3a-dimethyl-, (laa,2/3,3aa,7a/?*)-

OMe

160 170 160 190 200 210 220 230 240 250 260 270 280 290 300

208 C 13H20O2 75800-50-9
3-Buten-2-one, 4-(5-hydroxy-2,6,6-trimethyl-2-cyclohexen-l-yl)-

Me

100

60

60

40

20

0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

100

60

60

40

20

0
160 170 160 190 200 210 220 230 240 250 260 270 280 290 300

208 C14H 12N2 484-11-7
1,10-Phenanthroline, 2,9-dimethyl-

Me

Me

100

80

60

40

20

0

100

80

60

40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 260 290 300

208 C14H12N 2 74630-22-1
3-Pyridinecarbonitrile, 2,6-dimethyl-4-phenyl-

100

80

60

40

20

0

100

80

60

40

20

0

Me

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Ill Mmm —Jl J“
I I

‘ T —1"
I f III! 1

I
1

I 1—
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

208 C14H24O 63187-26-8
5,10-Dodecadien-2-one, 6,10-dimethyl-

Me Me
I I

Me COCH 2 CH 2 CH = C ( CH 2 ) 3 C S CHMe

208 CuHmO 64854-44-0
5-Un^ecen-2-one, 6,10-dimethyl-9-methylene-, (E)-

ch 2

Me
I
Me

MeCOCH 2 CH 2 CH :CCH 2 CH 2 CCHMe

100

eo

60

40

70

0
10 20 30 40 50 60 70 60 90 100 110 120 130 140 160



5586 EPA/NIH MASS SPECTRAL DATA BASE 208

100

80

60

40

20

0
160 170 180 190 200 210 220 230 240 2S0 260 270 280 290 300

208 C14H24O 64854-46-2
5-Undecen-2-one, 6,10-dimethyl-9-methylene-, (Z)-

ch 2

Me Me
I III

Me COCH2 CH2 CH = CCH2 CH 2 CCHMe

208 C14H24O 66708-25-6
1-Propanone, 2-methyl-l-(octahydro-3a-methyl-LH-inden-l-yl)-

Me

COGHMe

Me

208 C 14H24G 66708-27-8
5if-Inden-5-one, octahydro-7a-methyl-3-(2-methylpropyl)-

Bu-I

XP
100

80

60

40

20

0

100

80

60

40

20

0

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

II L ll . Li 1 1 1 1 1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

:l_i 1

208 C 14H24O 74685-51-1
2H-Cyclodeca[6]pyran, 3,4,5,6,7,8,9,10,ll,12-decahydro-4-methyl-

COQ

208 C 15H12O 4452-11-3
2-Propen-l-one, 1,2-diphenyl-

Ph
I

PhCOC = CH 2

208 CieHie 1460-59-9-

Dibenzo[a,e]cyclooctene, 5,6,11,12-tetrahydro-

208 C 16H16

Cyclobutane, 1,2-diphenyl-

3018-21-1

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



208 EPA/NIH MASS SPECTRAL DATA BASE 5587

100

80

80

40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

208 C 16H 16

Benzene, l,r-(l,2-cyclobutanediyl)bis-, cis-

7694-30-6

208 CieHie 10311-74-7
Benzene, 1 ,

1
'-( 1 ,2-ethenediyl)bis[2-methyl-

208 CieHie 20071-09-4
Benzene, l,l'-(l,2-cyclobutanediyl)bis-, trans-

208 CieHie 25558-23-0
Cyclobutane, 1,3-diphenyl-, trans-

Ph

208 CieHie 40358-51-8
Naphthalene, l-(1-cyclohexen-l-yl)-

208 CieHie 54607-03-3
Naphthalene, 2-(l-cyclohexen-l-yl)-

100

80

60

40

20

0

100

ao

80

40

20

0
180 170 180 180 200 210 220 230 240 250 280 270 280 280 300

208 CieHie 70388-65-7
Benzene, l,r-(l-butene-l,4-diyl)bis-, (Z)-

PhCH =CHCHj CHj Ph

100

00

60

40

20

0
10 20 30 40 SO 60 70 80 90 100 110 120 130 140 150



5588 EPA/NIH MASS SPECTRAL DATA BASE 208

100

80

80

40

20

0

209 CHFaS.Ag 811-68-7

Methanethiol, trifluoro-, silver(l+) salt

FaCSH • Ag
( I )

I
1 1 1 1 1 1 r- 1 r-

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

810 620 630 640 650 660 670 680 690 700 710 720 730 740 750

209 C5HioC>2.Ag
Propanoic acid, 2,2-dimethyl-, silver(l+) salt

7324-58-5

H02 CCMe 3 • Ag ( I )

209 C8H7N3O4 54449-91-1
Pyrrolo[l,2-a]-l,3,5-triazine-7-carboxylic acid, l,2,3,4-tetra=

hydro-2,4-dioxo-, methyl ester

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

209 C12H19NO2 35189-44-7
l-Azabicyclo[2.2.2]octane-2-carboxylic acid, 5-ethenyl-, ethyl ester

100

80

80

40

20

0

100

80

80

40

20

0
160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

N. ,C( O) OE t

H 2 C:CH

209 C14H11NO 61931-68-8

Benzoxazole, 2-methyl-5-phenyl-

Ph

209 C 14H27N 57963-90-3
Undecanenitrile, 2,6,10-trimethyl-

Me Me Me
I I I

NCCH( CH 2 ) 3 CH( CH 2 ) 3 CHMe



210 EPA/NIH MASS SPECTRAL DATA BASE 5589

100

80

60

40

20

0

210 C4H3IS 3437-95-4
Thiophene, 2-iodo-

100

80

80 •

40

20-

1 L. J i

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

80

80 *

40

20- II1VI VIVIIIIII
180 170 180 100 200 210 220 230 240 250 280 270 280 290 300

210 CsHtBi-CU 67687-97-2
Propanedioic acid, (bromomethyl)methyl-

Me
1

Br CHj CCO2 H
I

CO2H

210 C6H5CI2PS 3497-00-5
Phosphonothioic dichloride, phenyl-

210 CeHnBrOa 75332-39-7
1,2-Dioxolan-3-ol, 4-bromo-3,5,5-trimethyl-

210 C7H5CI3O 74312-96-2
Phenol, 2-methyl-, trichloro deriv.

Me

210 C 7H6N4O4 1081-15-8
Formaldehyde, (2,4-dinitrophenyl)hydrazone

100

80

60

40

20

0

100

80

80

40

20

0

NHN:CH 2

NO2

lJiL ^ j
10 20 30 40 50 60 70 80 80 100 110 120 130 140 150

:j——_—1—,—,— l

160 170 180 180 200 210 220 230 240 250 280 270 280 280 300



5590 EPA/NIH MASS SPECTRAL DATA BASE 210

210 C8H12CI2O2 75751-68-7
2-Oxabicyclo[4.1.0]heptane, 7,7-dichloro-3-methoxy-3-methyl-

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

210 CsHisSs
Disulfide, propyl l-(propylthio)ethyl

69078-86-0

J A_li

10 20 30 40
• •iiiiiiiii
60 60 70 80 90 100 110 120 130 140 160

;
|

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

210 CoHeSs
3ff-l,2-Dithiole-3-thione, 4-phenyl-

3354-37-8

U

130 140 160

j

J L,
160 170 180 190 200 210 220 230 240 260 260 270 260 290 300

210 CaHeSa
3#-l,2-Dithiole-3-thione, 5-phenyl-

3445-76-9

U
160 170 160 190 200 210 220 230 240 250 260 270 280 290 300

210 C9H10N2O4

Acetamide, lV-(4-methoxy-2-nitrophenyl)-
119-81-3

210 CioHioOs
Benzeneacetic acid, 2-carboxy-3-methoxy-

CO2H

1137-31-1

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

210 C12H18O3

Benzene, l-(l,3-dimethoxypropoxy)-2-methyl-
74810-86-9

OMe
I

OCHCH2 CH2 OMe

—.—1—.—Mj- ,i.. . 1.1, —I. ,L . Iil| l|L r-u-
10 20 30 40 60 60 70 80 90 100 110 120 130 140 150

160 170 160 190 200 210 220 230 240 260 260 270 280 290 300

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160



210 EPA/NIH MASS SPECTRAL DATA BASE 5591

210 . C 12H23BO2 74421-10-6
4/7-1,3,2-Dioxaborin, 2-ethyl-4-methyl-4,6-dipropyl-

Pr

210 C 12H23BO2 74421-11-7
4H-l,3,2-Dioxaborin, 2-ethyl-4-methyl-4,6-bis(l-methylethyl)-

Pr-I

210 C13H22O2 27185-79-1
2-Cyclohexen-l-one, 3-(3-hydroxybutyl)-2,4,4-trimethyl-

100

80

80

40

20

0
160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

210 C 13H22O2 66465-82-5
6-Oxabicyclo[3.2.1]oct-2-ene-7-ethanol, a,2,8,8-tetramethyl-

MeCHCHi

HO

210 C13H22O2 69745-82-0
Bicyclo[2.2.1]heptan-2-one, 3-hydroxy-4,7,7-trimethyl-3-(l-

methylethyl)-

210 C 13H22O 2 74367-20-7
Cyclohexanecarboxylic acid, 5-(l,l-dimethylethyl)-2-methylene-,
methyl ester, trans-

ch 2

Bu-t

100

80

60

40

20

0

100

80

60

40

20

0
160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

l 1 1 ll 1 1 1 1 U L
10 20 30 40 60 60 70 10 90 100 110 120 130 140 160



5592 EPA/NIH MASS SPECTRAL DATA BASE 210

210 C13H26N2 1761-71-3

Cyclohexanamine, 4,4'-methylenebis-

100

80

60

40

20

0

100

80

60

40

20

0

210 C 13H26N2 16898-52-5
Piperidine, 4,4'-(l,3-propanediyl)bis-

a (CH 2 ) 3—
k^NH

xy°
H

’~cx
h 2n"^^

1 J .11

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

I"
I * , 'T 1

I
“*

I
'l“ I I I 1 > 1 ' 1

1
" " *

I I I

ISO 170 ISO 190 200 210 220 230 240 260 260 270 280 290 300

210 C 13H26N2 75268-13-2
2-Butenal, 3-methyl-, dibutylhydrazone

Me ( CH 2 ) 3 Me

MeC=CHCH=NN( CH 2 ) 3 Me

210 C 14H 11P 57422-79-4
Acridophosphine, 10-methyl-

Me

100 T

80 -

60 -

40-

20*

0 * 1 —r—t—
1 1 1 —r i* i r t v -t—i—r-

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

100

80

60

40

20

0

210 C14H14N2 74764-41-3
1,1-Cyclopropanedicarbonitrile, 2-(l-methylethyl)-2-phenyl-

Pr-I

CN
CN

160 170 160 190 200 210 220 4$0 240 250 260 270 280 290 300

210 C14H26O 3021-89-4
2-Nonenal, 2-pentyl-

CHO

Me ( CH 2 ) 6 CH *C( CH 2 ) 4 Me

100*

80-

60-

40-

20-

jl li! Ill Ill, iJl 1,1, L,
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

80-

60 -

40-

20-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

210 C14H26O 63662-71-5
Cyclotridecanone, 2-methyl-

100

80

60

40

20

0

100

80

60

40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



210 EPA/NIH MASS SPECTRAL DATA BASE 5593

210 ChHmO 69296-95-3
Cyclohexanone, 2,3,3-trimethyl-2-(3-methylbutyl)-

Me

210 CwHzeO 69300-18-1
Cyclododecaneacetaldehyde

100

ao

60

40

20

0

100

80

60

40

20

0
160 170 160 100 200 210 220 230 240 260 260 270 280 290 300

CX"
±_L

100 110 120 130 140 160

210 CisHuO 102-04-5
2-Propanone, 1,3-diphenyl-

PhCH 2 COCH 2 Ph

210 CieHuO 781-35-1
2-Propanone, 1,1-diphenyl-

Ph
I

MeCOCHPh

too

SO-

*0 •

40-

l
0 J 1 1 1 yj-—I- • I

— —
I 1—•—, , 1 I—I

10 20 30 40 SO 60 70 SO 00 100 110 120 130 140 ISO

100

80 -

60-

40 •

20*

1 ...

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

210 CieHis 952-80-7
Benzene, l,l'-(l,2-ethanediyl)bis[2-methyl-

210 C16Hi8 1083-56-3
Benzene, l,l'-(l,4-butanediyl)bis-

Ph ( CH 2 ) 4 Ph

210 CieHis 5789-35-5
Benzene, 1 ,1 '-( 1,2-dimethyl-l,2-ethanediyl)bis-

Me

I I

PhCHCHMe

100

80

60

40

20

0

100

80

60

40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 260 290 300



5594 EPA/NIH MASS SPECTRAL DATA BASE 210

210 Cl6Hl8
Ethane, l-(o-ethylphenyl)-l-phenyl-

18908-70-8 211 CaHsNOe
1,2-Benzenedicarboxylic acid, 3-nitro-

603-11-2

100

80

60

40

20

0

100

80

60

40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

I. 1- ! -llil ... ill jJ L 1llll... ........
10 20 30 40 SO 60 70 80 90 100 110 120 130 140 150

In Ihl
L

210 CieHis 58519-67-8
Bicyclo[3.2.1]octa-2,6-diene, 4-(l-phenylethyl)-

211 CsHeFsN 1801-14-5
Benzenamine, 2,3,4,5,6-pentafluoro-iV^V-dimethyl-

F

F

100

80

60

40

20

0

100

80

60

40

...
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300 Q__ — 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

211 C7H9N5O3 61481-39-8
l,3,5-Triazine-2-carboxylic acid, 4-amino-6- [(methylamino)

=

carbonyl]-, methyl ester

211 CgHioBrN
Aniline, iV-(2-bromoallyl)-

15332-75-9

I'dYyY
C( 0) owe CH 2

II

PhNHCH 2 CBr



211 EPA/NIH MASS SPECTRAL DATA BASE 5595

211 C 10H13NO4 22882—18—4
2(l/f)-Pyridmone, l-(2-deoxy-a-D-eryt/iro-pentofuranosyl)-

ch 2 oh

211 C12H21NO 2 35189-42-5
1-Azabicyclo [2.2.2]octane-2-carboxylic acid, 5-ethyl-, ethyl ester

211 C 12H26BNO 74630-88-9
2Jf-l,3,2-Oxazaborine, 2-ethyltetrahydro-4,5,6,6-tetramethyl-

•' 3-(l-methylethyl)-

211 C13H9NO2
9if-Fluorene, 2-nitro-

607-57-8

10 20 30 40 K) 6C 70 8C 90 100 110 120 130 140 150

160 170 180 190 200 210 220 730 240 250 260 270 280 290 300

211 C13H9NO2
Phenol, 2-(2-benzoxazolyl)-

835-64-3

CLcO

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

211 C13H13N3
Guanidine, NJf'-diphenyl-

102-06-';

NH
N

Ph NHCNHPh

160 170 180 190 200 210 220 230 240 2S0 280 270 290 290 300

211 C 15H17N 50703-38-3
Bicyclo[8.2.2]tetradeca-5,10,12,13-tetraene-4-carbonitrile, (E)-

10 20 30 40 SO 60 70 80 90 100 110 120 130 140 ISO

180 170 180 190 200 210 220 230 240 2S0 260 270 280 290 300



5596 EPA/NIH MASS SPECTRAL DATA BASE 211

211 CibHwN 68014-57-3
Benzenamine, 2,6-dimethyl-A

r

-(2-methylphenyl)-
212 C7H5BrN20
Benzofurazan, 4-bromo-6-methyl-

7159-74-2

Me

Br

U-4 L ,uii
,

1 y, u, J 1*—t 1 J 1 r-nr 1— i' r*—i i i i r i
1

i
-

i

10 20 30 40 50 60 70 80 00 100 110 120 130 140 150

212 C3HCI5 69102-77-8
1-Propene, pentachloro-

MeCH = CH 2 +6CI

212 CgHgBrO
1-Propanone, l-(3-bromophenyl)-

COE

1

Br

19829-31-3

212 C7H4N2O6 99-34-3
Benzoic acid, 3,5-dinitro-

no2

100

80

80

40

20

0

100

80

60

40

20

0

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

1i1.1L.il J.1L1.1 .ml .. 1.

1

i. 1 , 1 . .

.

1 * -1 -1 -
I
" 1 ' 1 1

I
UN f 1 r" H—t H— ‘‘i

10 20 30 40 50 60 70 80 00 100 110 120 130 140 150

Nickel, [(l,2,3^)-2-butenyl] (2,4-pentanedionato-0,0')“

L
,

10 20 30 40 50 60 70 80 90 100 110 120 130 1 10 150

,l.-r .T ,
,

. ... ,***“» r | f
—

i 1 1 i 1 i
"11

160 170 160 190 200 210 220 230 240 250 260 270 280 290 300



212 EPA/NIH MASS SPECTRAL DATA BASE 5597

212 CioHeChO 38527-61-6

Furan, 2-(2,4-dichlorophenyl)-

212 C 10H12OS2 69078-75-7
Ethanethioic acid, S-[(methylthio)phenylmethyl] ester

Ph
I

212 C10H 12O6 65853-15-8
lif,6H-Pyrano[3,4-c]pyran-l,6-dione, 5-ethyl-3,4,5,8-tetra=
hydro-5-hydroxy-, (±)-

0

Et

212 CioHisBr 72088-16-^
Benzene, (1,1-dimethylethyl)-, monobromo deriv.

+Br

212 C 10H12O6

Benzoic acid, 3,4,5-trihydroxy-, propyl ester

121-79-9

190 170 180 1»0 200 210 220 230 240 260 290 270 280 MO 300

212 C10H 12O5 6141-59-9
2-Furanacetic acid, 3-(methoxycarbonyl)-5-methyl-, methyl ester

>^/°N^-CH2C(0)<

C( 0) OMe

10 20 30 40 50 60 70 80 »0 100 110 120 130 140 160

212 CioHisBr 72403-11-3
Benzene, bromodiethyl-

Br



5598 EPA/NIH MASS SPECTRAL DATA BASE 212

212 C10Hi3ClN2O 15545-48-9

Urea, N'-(3-chloro-4-methylphenyl)-ATJV-dimethyl-

Me

100

80

00

40

20

0
10 20 30 40 50 00 70 80 90 100 110 120 130 140 150

100

80

00

40

20

0

100 170 180 190 200 210 220 230 240 250 200 270 280 290 300

212 C 10H17BO4 74646-18-7
Ethanone, 1 , 1'-(2-ethyl-4,5-dimethyl-l,3,2-dioxaborolane-4,5-

diyl)bis-

212 C11H13CIO2 69688-50-2
Benzenepropanoic acid, a-chloro-a-methyl-, methyl ester

ci

MeOC( O) CCH 2 Ph

Me

212 C11H16O4 20586-29-2
4-Cyclohexene-l,2-dicarboxylic acid, 4-methyl-, dimethyl ester,

trans-

100

so

eo

40

20

0
10 20 30 40 50 00 70 80 90 100 110 120 130 140 150

100

80

00

40

20

0
100 170 180 190 200 210 220 230 240 250 260 270 280 290 300

212 CnHieCU 61177-18-2
1,2-Cyclopropanedicarboxylic acid, 3-(2-methyl-l-propenyl)-,
dimethyl ester

C( 0) OMe

MeOC(O)
A.

“-*1
*t (1 *-T *t—

1

10 20 30 40 50 00 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

212 C11H16O4 74764-50-4
1,2-Cyclopentanedicarboxylic acid, 3-methyl-4-methylene-,
dimethyl ester

Me C( 0) OMe

100
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0

100
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0

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

1.. 1.1 .1.1 ... L ll 1 . .. .i . _
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212 EPA/NIH MASS SPECTRAL DATA BASE 5599

212 C 11H16O4 74793—65—0
1,2-Cyclopentanedicarboxylie acid, 4-ethylidene-, dimethyl ester

C( 0 ) OMe

Me CH

212 C 11H21BO 3 74646-07-4
Ethanone, l-[5-(l,l-dimethylethyl)-2-ethyl-4-methyl-l,3,2-

dioxaborolan-4-yl ]
-

Bu-t

212 C 11H20N2O2 67370-62-1
Acetamide, N-[3-(hexahydro-2-oxo-lH-azepin-l-yl)propyl]-

o\ / ( CH2 ) 3 NHAc

0

212 C 11H20N2O2 69315-93-1
lH-l,4-Diazepine-5,7(2H,6/D-dione, 6,6-diethyldihydro-2,2-
dimethyl-

212 CnH24Si2 61227-98-3
Silane, (3,3-dimethyl-l-propyne-l,3-diyl)bis[trimethyl-

Me

Me Me
I I I

Me S I C i CCS I Me
* I

>

Me Me

Me

212 C12H20O3 66465-65-4
1-Cyclohexene-l-carboxylic acid, 3-hydroxy-2,6,6-trimethyl-, ethyl

ester



5600 EPA/NIH MASS SPECTRAL DATA BASE 212

212 C 12H20O3 66465-68-7
1-Cyclohexene-l-carboxylic acid, 5-hydroxy-2,6,6-trimethyl-, ethyl

ester

212 C12H20O3 70429-47-9
2-Cyclohexene-l-carboxylic acid, 5-hydroxy-2,6,6-trimethyl-, ethyl

ester

Me/

H0OC/C(0)0Et

212 C 12H20O3 74764-57-1
3-Pentenoic acid, 2-hydroxy-4-methyl-2-(2-methyl-2-propenyl)-,

ethyl ester

ctojoet

H 2 C Me
II I I

Me CCH 2 CCH = CMe

10 20 30 40 60 60 70 80 90 100 110 120 130 140 150

212 C13H24O2

Heptanoic acid, 3-hexenyl ester, (Z)-

Me ( CH 2 ) 6 C( 0) OCH 2 CH 2 CH = CHE t

61444-39-1

JllL

212 C13H24O2

Oxacyclotridecan-2-one, 13-methyl-
71736-24-8

1 , 1,1 ,

10 20 30 40 60 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

212 C 12H20O3 70429-48-0
7-Oxabicyclo[2.2.1]heptane-2-carboxylic acid, 1,3,3-trimethyl-, ethyl

ester

C( 0) OEt

Me
Me

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

212 C14H 12O2 64449-33-8
1,4-Naphthalenedione, 2-methyl-3-(2-propenyl)-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



212 EPA/NIH MASS SPECTRAL DATA BASE 5601

212 CuHieNa 5700-60-7
1,2-Ethanediamine, 1,2-diphenyl-

NH2

Ph CHCHNH2

212 ChHi6N2 74793-61-6
2,5-Cyclohexadien-l-one, 4,4-dimethyl-, phenylhydrazone

.NNHPh

Me
Me

212 ChH2sO 105-88-4
Undecanal, 2,6,10-trimethyl-

Me Me Me
I I I

0CHCH( CH 2 ) 3 CH( CH2 ) 3 CHMe

212 CwHasO 40642-42-0
5-Tetradecen-l-ol, (Z)-

HO( CH 2 ) 4 CH :<*< CH2 ) 7 Me

212 C16H16O
Benzeneethanol, /S-methyl-a-phenyl-

28795-94-0

, L

10 20 30 40 50 50 70 90 90 100 110 120 130 140 150

150 170 180 190 200 210 220 230 240 250 250 270 280 290 300

212 C15H16O
Benzeneethanol, d-methyl-/S-phenyl-

Ph
1

HOCH2 CMe

74421-26-4

10 20 30 40 SO 60 70 80 80 100 • 110 120 130 140 150

180 170 180 180 200 210 220 230 240 250 280 270 280 280 300

212 CisHieO 74709-98-1
Cyclopentanol, l-(l-naphthalenyl)-

212 C 15H32 18435-22-8

Tetradecane, 3-methyl-

Me
1

Me ( CHa ) 1 0 CHCH* Me

100

(0

80

40

20

0
10 20 30 40 50 eo 70 80 90 100 110 120 130 140 150



5602 EPA/NIH MASS SPECTRAL DATA BASE 212

100

80

60

40

20

0

212 C15H32 74645-98-0

Dodecane, 2,7,10-trimethyl-

Me Me Me
I I I

Me CH2 CHCH2 CH 2 CH( CH 2 ) 4 CHMe

100

80

60

40

20

0

100

80

60

40

20

0

212 C16H20 2876-46-2
Naphthalene, 2-hexyl-

CH 2 ) 5 Me

100*

80-

60-

40

20- _ 1 . .

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

80

60

40-

20-

160 170 180 190 200 210 220' 230 240 250 260 270 280 290 300

212 C16H20 7070-09-9
Bicydo[2.2.1]hept-2-ene , 1 ,7,7-trimethy1-2-pheny1-

100

80

60

40

20

0

100

30

60

40

20

0

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

i

L- -1 1 1 -ll. Ill

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

»!' ! l .1,

213 C10H15NO 2S 1133-12-6
Benzenesulfonamide, 4-methyl-N-propyl-

100

80

60

40

20

0

100

80

60

40

20

0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

213 C10H15NO2S 57186-68-2
Benzenesulfonamide, N-ethyl-iV,4-dimethyl-

213 CnHieClNO 69611-49-0
Benzenepropanol, 2-amino-5-chloro-a,a-dimethyl-

nh 2 oh
I

CH 2 CH 2 CMe
I

Me

Cl

100

80

60

40

20

0

100

80

80

40

20

0

213 C 11H19NO3 62623-57-8
Ethaneperoxoic acid, 1-cyano-l-methylheptyl ester

Me
I

AcOOC(CH 2 )sMe

CN

—

100

80

60

40

20

0
10 20 30 40 50 80 70 80 90 100 110 120 130 140 150



214 EPA/NIH MASS SPECTRAL DATA BASE 5603

213 C 13H 11NO 2 87-17-2
Benzamide, 2-hydroxy-N-phenyl-

100

80

60

40

20

0

100

80

60

40

20

0

213 C 13H 11NO2 94-44-0
3-Pyridinecarboxylic acid, phenylmethyl ester

aC( 0) OCH 2 Ph

213 C 13H 11NO2 21691-02-1
Cyclobuta[6]quinoline-8-carboxylie acid, 1,2-dihydro-, methyl ester

C(0)0Me

213 C 13H27NO 14278-35-4
Heptanamide, AZ-hexyl-

Me ( CH 2 ) s CONH ( CH 2 ) 5 Mo

213 C 14H31N 62238-18-0
2-Decanamine, N-butyl-

Me
1

Me ( CH 2 ) 3 NHCH ( CH 2 ) 7 Me

214 C4HnISi 4206-67-1
Silane, (iodomethyl)trimethyl-

Me
I

ICH 2 SI Me
I

Me

214 CeHsChCU 59602-17-4
1,2-Ethanediol, 1,2-dichloro-, diacetate

ci

I

?'

AcOCHCHOAc

214 C6HuS4 69078-77-9
Disulfide, bis[l-(methylthio)ethyl]

Me Me
I I

MeSCHSSCHSMe



5604 EPA/NIH MASS SPECTRAL DATA BASE 214

214 CsILFe
Benzene, bis(trifluoromethyl)-

F3C

26545-61-9

cf 3

214 C8H10N2O5 72088-02-9
5-Pyrimidinecarboxylic acid, hexahydro-5-(l-methylethyl)-2,=

4,6-trioxo-

’ co2 h

HN^V- 15'- 1

O^N^O
H

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

214 CgHnBrO
Benzene, (3-bromopropoxy)-

Br ( CH2 ) 3 OPh

588-63-6

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

180 170 180 190 200 210 220 230 240 250 260 270 280 290 300

214 C9H14N2O2S 16182-15-3
Benzenesulfonic acid, 2,4,6-trimethyl-, hydrazide

SO2 nhnh 2

214
Ferrocene, formyl-

CnHioFeO 12093-10-6

CHO
I

e-

Fe *

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

214 C11H15CIO2 56949-65-6
Ethanol, 2-[4-chloro-2-(l-methylethyl)phenoxy]-

214 C11H18O4

Propanedioic acid, 2-hexenyl-, dimethyl ester

C( 0 ) OMe

Pr CH =CHCH2 CHC( 0 ) OMe

74810-84-7

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



214 EPA/NIH MASS SPECTRAL DATA BASE 5605

214 CnH2202Si 74367-73-0
Cyclohexaneacetic acid, trimethylsilyl ester

Me
I

aCH2 C( 0) OS I Me

214 C 12H 10N2O2 1083-48-3
Pyridine, 4-[(4-nitrophenyl)methyl]-

100

80

60

40

20

0

100

80

80

40

20

0

214 C12H22O3 34208-02-1
Nonanoic acid, 9-oxo-, 1-methylethyl ester

OCH ( CH 2 ) 7 C( 0) OP r -

1

100

80

80

40

20

0

100

80

80

40

20

0

214 C 12H22O3 63169-61-9
Pentanoic acid, 2-methyl-, anhydride

Me Me
I I

Pr CHC( 0) OC( 0) CHPr

100

00

00

40

ao

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

... iL 1
II .1 1 . i

r
l. ,hL .1U11 J|i. . j . 1

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

l-T ^ T T T T T T T T T T T-r—TT-—

1

» i » ? » 1 1 1 » »

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

214 C 12H23OP 14717-29-4
Phosphine oxide, dicyclohexyl-

214 C 12H27BO 2 67753-47-3
Boronic acid, ethyl-, bis(2,2-dimethylpropyl) ester

Me E t Me
I I I

MeCCHj OBOCH2 CMe
I I

Me Me

214 C13H10OS 2910-81-8
2-Propen-l-one, l-phenyl-3-(2-thienyl)-

CH CHCOPh

214 C13H10O3
Benzoic acid, 2-hydroxy-, phenyl ester

C( 0) OPh

118-55-8

100

eo

so

40

30

0
10 20 30 40 60 30 70 30 00 100 110 120 130 140 ISO



5606 EPA/NIH MASS SPECTRAL DATA BASE 214

160 170 160 190 200 210 220 230 240 250 260 270 260 290 300

214 C13H10O3

1,3-Benzenediol, monobenzoate

0C( O) Ph

136-36-7

160 170 ISO 190 200 210 220 230 240 250 260 270 280 290 300

214 C13H26O 2

Undecanoic acid, ethyl ester

Me ( CH2 ) 9 C( 0) OEt

627-90-7

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

214 C13H26O2

Hexanoic acid, 1-methylhexyl ester

Me

Me ( CH2 ) 4 C( 0) OCH(CH 2 )4Me

6624-58-4

\ T

214 C13H26O2

Butanoic acid, 1-methyloctyl ester

Me
I

Pr C( 0) OCH( CH2 ) e Me

69727-42-0

jj, ijl

10 20 30 40 50 60 70
,

.lll..ll,
,

I-
,

I.

214 C13H27P 74421-38-8
Phosphine, ethylmethyl[2 (or 5)-methyl-5(or 2)-(l-met"iyl=

ethyl)cyclohexyl]-

MePEt

,1,1

,

1

,

1 , L .1,
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

214 CuHnCl
Benzene, l,l'-(chloroethenylidene)bis-

4541-89-3

Ph
I

Cl CH=CPh

10 20 30 40 50 60 70 60 90 100 110 120 130 140 150

ill ,_J L - - 1
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

214 C 14H 11FO
Ethanone, l-(2'-fluoro

[ 1 ,l'-biphenyl]-4-yl)-

345-55-1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

214 CuHnFO
Ethanone, l-(4'-fluoro [ 1 ,l'-biphenyl]-4-yl)-

720-74-1

10 20 30 40 50 80 70 80 90 100 110 120 130 140 ISO



215 EPA/NIH MASS SPECTRAL DATA BASE 5607

ISO 170 180 180 200 210 220 230 240 250 280 270 280 290 300

214 C14H14O2

1,2-Ethanediol, 1,2-diphenyl-

492-70-6

I P
PhCHCHOH

10 20 30 40 SO 80 70 80 SO 100 110 120 130 140 ISO

180 170 180 180 200 210 220 230 240 2SO 280 270 280 280 300

214 C14H14O2 74779-71-8
l.ff-Indene-l,3(2H)-dione, 2-(2-methylbutylidene)-

0 Me
1

CHCHCH 2 Me

^

160 170 160 190 200 210 220 230 240 250 260 270 260 290 300

214 C 14H 14S
Benzenemethanethiol, a-methyl-a-phenyl-

SH

P.hCPh

74630-84-5

180 170 180 180 200 210 220 230 240 250 280 270 280 290 300

214 C16H22 66388-95-2
Bicyclo[8.2.2]tetradeca-5,10,12,13-tetraene, 5,6-dimethyl-, (E)-

QXX.
Me

1 1 111 1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

0 > 1
1

1 1 1 1
—**

1 1 1 1 1 r 1 1 r—
180 170 ISO 180 200 210 220 230 240 250 280 270 280 280 300

214 C16H22 66388-96-3
Bicyclo[8.2.2]tetradeca-5,10,12,13-tetraene, 5,6-dimethyl-, (Z)-

Me

215 C8H13N3O2S 29179-73-5
Sydnone, 4-(methylthio)-3-(l-piperidinyl)-



5608 EPA/NIH MASS SPECTRAL DATA BASE 215

215 C9H13NO3S 58467-31-5

2,5-Pyrrolidinedione, 3-[l-(ethylsulfinyl)ethylidene]-4-methyl-

1 1 millll_lJLj 1

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

215 C 11H9N3O2 6825-25-8
2-Pyridinamine, 5-nitro-iV-phenyl-

190 170 180 190 200 210 220 230 240 290 290 270 280 290 300

215 C 11H21NO3 30817-95-9
2-Butanone, 4,4-dimethoxy-3-(l-piperidinyl)-

COMe

I r

C
CHCHOMe

i

215 C11H21NO3 56440-38-1
4-Oxazolidinone, 2-methoxy-3-methyl-5,5-bis(l-methylethyl)-

I » » I I I I * I I I I I
" *1 I - I

10 20 30 40 50 60 70 80 00 100 110 120 130 140 150

100

80

80

40

20

0
180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

215 C12H9NO3 2216-12-8
Benzene, l-nitro-2-phenoxy-

215 C 13H13NO 2 39996-25-3
Naphthalen-l,4-imine-9-carboxylic acid, 1,4-dihydro-, ethyl ester

215 C 13H13NO 2 55625-42-8
4-Quinolinecarboxylic acid, 2,3-dimethyl-, methyl ester

-i 1 1 - 1 r r 1 — i 1 1 1 1 1 1
~

180 170 180 190 200 210 220 230 240 250 260 270 280 290 300



216 EPA/NIH MASS SPECTRAL DATA BASE 5609

215 ChHitNO 61314-49-6
Isoxazole, 3,4-dimethyl-5-(2,4,6-trimfcthylphenyl)-

Me

215 CuHnNO 62623-62-5
Benzenehexanenitrile

,
d,d-dimethyl-«-oxo-

Me

Ph COCHj CH2 CCH2 cn
I

Me

215 C15H21N 65564-70-7
Benzenamine, iV-methyl-7V-2,6-octadienyl-

Ph
I

MeCH =CHCH 2 CH 2 CH = CHCH 2 NMe

216 C6H5BrN202 875-51-4
Benzenamine, 4-bromo-2-nitro-

216 CeHsBr^Ch
Benzenamine, 2-bromo-4-nitro-

13296-94-1

ISO 170 100 180 200 210 220 230 240 250 200 270 280 280 300

216 C7H8N2O4S
Benzoic acid, 4-(hydrazinosulfonyl)-

6391-97-5

HO2C

10 20 30 40 50 60 70 80 80 100 110 120 130 140 ISO

160 170 180 180 200 210 220 230 240 2S0 280 270 280 280 300

216 C&HuPd 41348-25-8
Palladium, bis [ ( 1,2,3-»7)-2-methyl-2-propenyl]-

CH 2 (5h }

/\«/\
Me -C Pd C-Me

V/ \/
H2C N

ch 2

1. ii u. Jll, ill.

10 20 30 10 50 60 70 80 90 100 110 120 130 140 150

] 1L
160 170 180 190 300 210 220 230 240 2S0 MO 270 2N 290 300



5610 EPA/NIH MASS SPECTRAL DATA BASE 216

216 CsHuPd
Palladium, bis[(l,2,3-7j)-2-butenyl]-

63817-37-8 216 C9Hi9NiP 61233-21-4
Nickel, 2-propenyl(7?3-2-propenyl) (trimethylphosphine)-

l

y'
C
\ +2 CH 2 CH=CH2

HC^ I

:

V PM© 3

216 C9H12S3 69078-76-8
Disulfide, methyl (methylthio)phenylmethyl

Ph
I

MeSSCHSMe

216 C9H13O4P 72101-14-5
Phosphoric acid, dimethyl methylphenyl ester

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

-.1 ,i . ..i |Iii
r
.l.l.

,
Illa L, J ill ii.ii . . 1

10 20 30 K> 50 60 70 30 90 100 110 120 130 140 150

li _ _
160 170 180 90 200 210 220 230 240 250 260 270 280 290 300

J

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

216 C 10H16O5

Butanedioic acid, acetyl-, diethyl ester

1115-30-6

COM©
I

E t OC( 0) CH 2 CHC( 0) OE t

100

80

60

40

20

0

100

80

60

40

20

0

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

J Jl _ 1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

J

216 C 10H17O3P 22152-31-4
Phosphonic acid, (3-methyl-3-penten-l-ynyl)-, diethyl ester, (E)-

Me OE t

I I

MeCH =CC:CPOE t

II

O

216 C11H24N 2O2 74764-43-5
l,3-Dioxolane-4,5-dimethanamine, NyNyN' yN',2 J

2-hexamethyl-

ch 2 nm©
1

Me

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



216 EPA/NIH MASS SPECTRAL DATA BASE 5611

100 ^

so-

so-

40 -

20-

0 -1 -! 1—I
1 -I— --I 1—1 1——I 1 1

--
I I I

ISO 170 180 1»0 200 210 220 230 240 250 260 270 280 200 300

216 CnH2402Si 58751-76-1
Silane, [(3-methoxy-5-methylcyclohexyl)oxy]trimethyl-, (la,30,50)-

Me

Me

216 CnH240 2Si 58800-79-6
Silane, [(3-methoxy-5-methylcyclohexyl)oxy]trimethyl-, (la,30,5a)-

Me
i

Me

216 CnHwOaSi 58800-81-0
Silane, [(3-methoxy-5-methylcyclohexyl)oxy]trimethyl-, (la,3a,50)-

Me

Me

216 CnH240 2Si 58800-83-2
Silane, [(3-methoxy-5-methylcyclohexyl)oxy]tximethyl-, (la,3a,5a)-

Me
I

Me

216 Ci2H802S
2,5-Cyclohexadiene-l ,4-dione, 2-(phenylthio)-

o

o

18232-03-6

216 Ci2Hi 2N202 24523-53-3
Ethanone, l-(2-furanyl)-, [l-(2-furanyl)ethylidene]hydrazone

216 CnH^Os 69687-76-9
Octanoic acid, 7-methoxy-3,7-dimethyl-, methyl e9ter

Me Me
I I

MeOC( 0) CHj CH( CHj ) 3 COMe

Me

100

80

60

40

20

0
10 20 30 40 60 60 70 60 90 100 110 120 130 140 160



5612 EPA/NIH MASS SPECTRAL DATA BASE 216

100 ——
SO-

SO-

40

20 -

o » i *i i
1 r i 1 i

1 1 1 1 1 i

ISO 170 180 190 200 210 220 230 240 260 260 270 280 290 300

216 C 12H24O3 74367-31-0
Propanoic acid, 2-methyl-, 2-ethyl-3-hydroxyhexyl ester

Et

Me
|

OH

MeCHC( 0 ) OCH2 CHCHPr

216 C 12H24O3 74367-32-1
Propanoic acid, 2-methyl-, 2-(hydroxymethyl)-l-propylbutyl ester

Pr

Me Et
I I I

MeCHC( 0 ) OCHCHCH2 OH

J 1 L ui >. ji. .1 .r- M 1 1 1 r 1 r- 1 r - 1 * 1
- * 1 1—

10 20 30 40 SO SO 70 80 90 100 110 120 130 140 160

216 C 12H24O3 74367-33-2
Propanoic acid, 2-methyl-, 2,2-dimethyl-l-(2-hydroxy-l-

methylethyl)propyl ester

Me
I

CHCH2 OH

Me I Me
I I I

MeCHC( 0 ) OCHCMe

Me

216 C 12H24O3 74367-34-3
Propanoic acid, 2-methyl-, 3-hydroxy-2,4,4-trimethylpentyl ester

OH

Me Me Me
I ill

MeCHC( 0 ) OCH 2 CHCHCMe

Me

100-1

SO-

SO-

40*

20 *
I I

o 7-— 1—1

—

1
. .i,l i u L,. — il. ...,. 1 . 1 .. r - ..

,—,—,
i.

1
—

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

100-]

SO-

SO

-

40-

20 -

0 —1
1
* 1 1 1 1 I 1 r 1

- 1

1 1 1 1 1—
160 170 ISO 190 200 210 220 230 240 260 260 270 280 290 300

216 C13H12OS 58303-26-7
1-Naphthalenecarbothioic acid, O-ethyl ester

216 C13H12O3 72361-05-8
1,3-Dioxolane, 4-(2-furanyl)-2-phenyl-

216 C13H29P 60633-21-8
Phosphine, bis(l

,
1-dimethylethyl) (2,2-dimethylpropyl)-

t-Bu Me
I I

t -B11PCH2 CMe
I

Me



216 EPA/NIH MASS SPECTRAL DATA BASE 5613

216 C14H 16O2 64129-25—5

5,9-Epoxybenzocycloocte11-10(5//)-one, 6,7,8,9-tetrahydro-7,7-

dimethyl-

Me

Me

10 20 30 40 50 60 70 80 90 100 110 120 130 140 ISO

216 C 14H16O2 64129-27-7
Cyclopent[a]inden-8(lif)-one, 2,3,3a,8a-tetrahydro-3a-hydr=
oxy-1 ,1-dimethyl-

10 20 30 40 SO 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 2S0 260 270 280 290 300

216 C 14H16O 2 74421-14-0
l.H-Inden-1-one, 2,3-dihydro-3-methoxy-2-(2-methyl-l-
propenyl)-

Or
= CMe

J III .ill. .-*-41 Jim ..1 .Ill

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

1.

1

1 1. 1.1.
1

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

216 C14H16O2 74663-89-1
Cyclopentanecarboxylic acid, 4-methylene-2-phenyl-, methyl ester

h 2 c

rn

A C( 0) OMe

180 170 180 190 200 210 220 230 240 250 260 270 280 290 300

216 C14H16O2 74663-90-4
Cyclopentanecarboxylic acid, 3-(phenylmethylene)-, methyl ester

180 170 180 190 200 210 220 230 240 250 260 270 280 290 300

216 C14H20N2 62987-34-2
2i/-Indazole, 2-(l,l-dimethylethyl)-3-(l-methylethyl)-

216 C 15H20O
Octanal, 2-(phenylmethylene)-

101-86-0

CHO
I

PhCH = C( CHj )

5

Me

, , ‘Ji dJ rtd—
,

Jfc... -M--I, “H -uu
10 20 30 40 50 80 70 80 90 100 110 120 130 140 150



5614 EPA/NIH MASS SPECTRAL DATA BASE 216

100 —
80-

60-

40-

20
: II

o — i-ili- TJl !
—

i *i -i

—

“*i 1 1 1
1 r i i i i

'

160 170 180 ISO 200 210 220 230 240 260 260 270 280 2S0 300

216 Ci6H24 1448-74-4

Tricyclo[4.2.0.02.5]octa-3,7-diene, 1,2,3,4,5,6,7,8-octamethyl-

Me Me

Me Me

216 C 16H24 74810-76-7
Benzene, (2-ethenyl-l,4,4-trimethylpentyl)-

CH=CH 2

Me Ph
I I I

MeCCH2 CHCHMe
I

Me

217 C 5CI3F2N 30284-27-6
Pyridine, trichlorodifluoro-

216 C16H24 72088-12-1
Benzene, 2-(butenyl)-5-(l,l-dimethylethyl)-l,3-dimethyl-

-2H

1 -Bu

216 C 16H24 74810-75-6
Benzene, (3-ethenyl-5,5-dimethyIhexyl)-

CH 5 CH 2

I I

PhCH 2 CH 2 CHCH 2 CMe
I

Me

100 110 120 130 140 150

217 C6H4CIN3O4 3531-19-9
Benzenamine, 2-chloro-4,6-dinitro-

1 r——I 1* I I 1 I 1
1 1 1 1 1

—

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



217 EPA/NIH MASS SPECTRAL DATA BASE 5615

217 C6H7N3O4S
Benzenesulfonic acid, 4-nitro-, hydrazide

2937-05-5

180 170 180 180 200 210 220 230 240 2S0 280 270 280 200 300

217 C6H7N3O4S 5906-99-0
Benzenesulfonic acid, 2-nitro-, hydrazide

NO2

217 C6H7N3O4S 6655-77-2
Benzenesulfonic acid, 3-nitro-, hydrazide

SO2NHNH2

NO2

217 C 10H7N3O3 69978-12-7
Sydnone, 4-cyano-3-(4-methoxyphenyl)-

217 C 12H 11NOS 7520-94-7
Ethanone, l-(4-methyl-2-phenyl-5-thiazolyl)-

Ac

217 C 13H12FNO 72347-69-4
Acetamide, 2-fluroro-N-methyl-iV-naphthalenyl-

Ma
I

ncoch 2 f



5616 EPA/NIH MASS SPECTRAL DATA BASE 217

217 C 13H15NO2 67461-29-4

Naphthalen-1,4-imine-9-carboxylie acid, 1,2,3,4-tetrahydro-, ethyl

ester

217 C13H15NS 19960-63-5
Thiazole, 4-( 1 ,

l-dimethylethyl)-2-phenyl-

100

80

60

40

20

0

100

80

60

40

20

0

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

L i

217 C13H15NS 39199-34-3
Thiazole, 2-(l,l-dimethylethyl)-4-phenyl-

Bu-t

Ph

217 C 14H19NO 91-53-2
Quinoline, 6-ethoxy-l,2-dihydro-2,2,4-trimethyl-

100

80

60

40

20

0

100

80

60

40

20

0

Me

—“» 1
*r
*“

—

A .—4- “
I

J.
.

ill ..
,

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

i.
,

.1T* 1 1 1
—

I
1 1 1 r 1 I

1 1 1—
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

217 C 14H19NO 22932-25-8
8-Azabicyclo[3.2.1]octan-3-ol, 8-methyl-3-phenyl-, endo-

100

80

60

40

20

0

100

80

60

40

20

0

217 C14H19NO 58664-85-0
l-Azabicyclo[2.2.2]octane, 2-methoxy-4-phenyl-

Ph

Lj. 1. 1 .... 1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

1 1“- 1 4 1 1 1 1 1 1 1 1 1—T—I
-

1 ‘1 — -1 "nr 1 1 1
1 r- 1 r— i""

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

d |L 1 ...I- . l_L _J J. 111 hill .1.iiiiiiiiiiiiiii
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

180 170 180 190 200 210 220 230 240 250 260 270 280 290 300



218 EPA/NIH MASS SPECTRAL DATA BASE 5617

218 C2HBr2Cl 72101-21-4

Ethene, dibromochloro-

h’ c =ch* 5e r

218 CeHgNiOaP 16406-99-8
Nickel, tricarbonyl(trimethylphosphine)-, (T-4)-

218 C 9H14O4S 74367-18-3
2-Cyclobutene-l-acetic acid, 2-methyl-a-(methylsulfonyl)-, methyl

ester

S02 Me
I

CHC(O) OMe

Me

100

80 -

80 -

40*

M
:|

0 |Lt— t-
1

1

t 1 1 1 i i r r

—

—»
1 i

180 170 180 190 200 210 220 230 240 250 260 270 280 290 300

218 CioHi2C120 74313-04-5
Benzene, l-methoxy-2-(l-methylethyl)-, dichloro deriv.

CiO

OtC N I
0

OiC

Me
I

PMe
I

Me
+ 2CI

218 C7H7I 620-05-3
Benzene, (iodomethyl)-

I CH2 Ph

1

„il

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

:

d 1/ J, II 1.. I J

180 170 180 90 200 210 220 230 240 250 280 270 280 290 300

218 CioHi 2C120 74313-19-2
Benzene, l-methoxy-2,3,5-trimethyl-, dichloro deriv.



5618 EPA/NIH MASS SPECTRAL DATA BASE 218

218 CioHi3F3Si
Silane, trimethyl(a,a,a-trifluoro-o-tolyl)-

312-92-5

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

218 CioHigBr
5-Decene, 1-bromo-, (Z)-

Me(CH 2 )3CH=CH(CH 2 )4Br

64275-63-4

160 170 180 190 200 210 220 230 240 250 260 270

218 CioHigBr
5-Decene, 1-bromo-, (E)-

Me ( CH 2 ) 3 CH : CH ( CH 2 ) 4 Br

64275-66-7

130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

218 C 10H19O3P 74810-63-2
1,3,2-Dioxaphospholane, 2-cyclohexyl-4,5-dimethyl-, 2-oxide

1.1, 1,JkJ 1.
.

l l ,-ll
- nil

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

218 C 12H 10O 2S
Phenol, 4,4'-thiobis-

2664-63-3

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

218
Zinc, diphenyl-

Ci2HioZn 1078-58-6

80-

60
60-

40

20-
20-

L
. - L-_, T , „ ,L~r-

L- —
i , 1 r

—

—

r
1

1
1 r -i

n
- r r —

j i 1
—

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

218 CioHigBr 74645-93-5
Cyclohexane, bromo-l-methyl-4-(l-methylethyl)-

80-

60-

40-

20-

li

160 190 200 210 220 230 240 250 260 270 280 290 300

Br

—T—T—

.

1-, n, i..|i....ii..
l

.il.i. Il| iili.i. i luili.. ...1 1-—1-
10 20 30 40 50 70 80 90 100 110 120 130 140 150

160 170



218 EPA/NIH MASS SPECTRAL DATA BASE 5619

218 C 12H14N2O2 40628-17-9
Sydnone, 3—(1,l-dimethylethyl)-4-phenyl-

Bu-t

218 C 12H23CIO 112-16-3
Dodecanoyl chloride

Me ( CH2 ) 1 0 COCI

218 C 12H23CIO 74810-78-9
2-Dodecen-l-ol, 12-chloro-

HOCH2 CH = CH ( CH2 ) 9 Cl

100

80

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

218 C 12H26O3 141-92-4
2-Octanol, 8,8-dimethoxy-2,6-dimethyl-

MeO Me OH
I I I

Me OCHCH2 CH ( CH 2 ) 3 CMe

Me

218 C 13H 11CIO 119-56-2
Benzenemethanol, 4-chloro-a-phenyl-

Ph
I

Cl

218 C 13H11CIO 120-32-1
Phenol, 4-chloro-2-(phenylmethyl)-

OH

ci

218 C 13H11CIO 21424-83-9
l,l'-Biphenyl, 3-chloro-4-methoxy-

218 C 13H 11CIO 23885-98-5

1 , 1'-Biphenyl, 3-chloro-2-methoxy-

Ph

100

eo

60

40

20

0
10 20 30 40 50 80 70 80 90 100 110 120 130 140 150



5620 EPA/NIH MASS SPECTRAL DATA BASE 218

100

80

60

40

20

0
160 170 160 100

,i.
, .N , ,

200 210 220 230 240
—I 1 I

—
r 1 I

250 260 270 260 200 300

218 C13H19BO2 74498-92-3
1,3,2-Dioxaborinane, 2-ethyl-4,5-dimethyl-6-phenyl-

Me

218 C13H11CIO
l,l'-Biphenyl, 4-chloro-4'-methoxy-

X

—

58970-19-7

U —
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

100
j

80*

60-

ll 1

40-

—, T T T T .1 Mli , -1, -T-U , t I-
10 20 30 40 50 60 70 80 80 100 110 120 130 140 150

20-

0-

160 170 180 180 200 210 220 230 240 250 260 270 280 280 300

218 C13H11CIO
Benzene, chloromethylphenoxy-

72101-26-9

180 170 180 180 200 210 220 230 240 250 260 270 280 280 300

218 C14H18O2 58746-67-1

5,10-Epoxybenzocycloocten-5 (677)-ol, 7,8,9,10-tetrahydro-8,8-

dimethyl-

o
II

Me

Cl

218 C13H18N2O 69730-91-2
Pyrrolidine, l-(l-oxobutyl)-2-(3-pyridinyl)-, (S)-

218 CuHisCh 72060-09-4
2-Hexenoic acid, 5-methyl-, 4-methylphenyl ester

Me



218 EPA/NIH MASS SPECTRAL DATA BASE 5621

218 C 14H18O2

2-Heptenoic acid, 4-methylphenyl ester

72060-10-7

180 170 180 1*0 200 210 220 230 240 280 280 270 280 2«0 300

218 C 15H10N2

Benzimidazo [2,1-a ] isoquinoline

239-44-1

100

«

80 •

60*

40

20-

, 1

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

00

60

40*

20*

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

218 C16H22O 58404-57-2
Cyclohexanone, 3-ethenyl-3-methyl-2-(l-methylethenyl)-6-

(1-methylethylidene)-, trans-

h 2 c=ch

218 C16H22O 58404-58-3
Cyclohexanone, 3-ethenyl-3-methyl-2-(l-methylethenyl)-6-

(1-methylethylidene)-, cis-

218 Ci6H26 69576-82-5
l,l'-Bibicyclo[2.2.2]octane

218 C17H14 611-45-0
Naphthalene, l-(phenylmethyl)-

CH 2 Ph

100

80

80

40

20

0

100

80

80

40

20

0
160 170 180 100 200 210 220 230 240 260 260 270 280 200 300

. ii. LL
1 1 1 1 1 1 1 • <
10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

. u jf t*



5622 EPA/NIH MASS SPECTRAL DATA BASE 218

218 CnHw 74753-01-8
Bertzene, 1 , 1'-(2,4-cyclopentadiene-l ,2—diyl)bis—

10 20 30 40 60 «0 70 80 »0 100 110 120 130 140 160

160 170 180 100 200 210 220 230 240 260 280 270 280 200 300

219
Benzenamine, 4-iodo-

CeHelN

nh 2

540-37-4

1

10 20 30 40 60 60 70 80 00 100 110 120 130 140 160

219
Benzenamine, 2-iodo-

CeHelN 615-43-0

NH2

10 20 30 40 60 60 70 80 00 100 110 120 130 140 160

219 CvHgNS.BrH 69796-07-2
Pyrrolo[l,2-6]isothiazole, 5,6-dihydro-2-methyl-, hydrobromide

C£T-

90 100 110 120 130 140 160

160 170 180 100 200 210 220 230 240 260 260 270 280 200 300

219 CsHuBrNO 38853-62-2
8-Azabicyclo[3.2.1]octan-3-ol, 2-bromo-8-methyl-, (exo,exo)~

L illi.. I.Hll ..bill. ,.il.i 1 L l 1

10 20 30 40 60 60 70 80 00 100 110 120 130 140 160

219 C9HX7NO6 69575-61-7
D-Ribose, 5-0-methyl-2,3-0-(l-methylethylidene)-, oxime

CH*NOH

HC-O'^
I

HCOH
I

CHjOMe

Me

Me

219 CioHi3N60 1637-39-4
2-Buten-l-ol, 2-methyl-4-(lH-purin-6-ylamino)-, (E)-

Me
i

HOCH 2 C iCHCHj NH



219 EPA/NIH MASS SPECTRAL DATA BASE 5623

100*

SO-

SO-

40-

20-

J i

,

L .

1<W 170 160 190 200 210 220 230 240 260 260 270 280 290 300

219 C 10H21NS2 19047-79-1
Carbamodithioic acid, dipropyl-, propyl ester

Pr
1

Pr SC( S) NPr

219 C 11H25NO3 74685-44-2
Ethanamine, Ar

rAr-diethyl-2-[2-(2-methoxyethoxy)ethoxy]-

Et
1

Me och 2 ch 2 och 2 ch 2 och 2 ch 2 NE

I

219 C12H13NO3 58422-66-5
Ethaneperoxoic acid, l-cyano-l-methyl-2-phenylethyl ester

Me
1

Ac OOCCH 2 Ph
I

CN

219 C 12H13NO3 58422-67-6
Ethaneperoxoic acid, l-cyano-l-(2-methylphenyl)ethyl ester

Me
1

COOAc
I

CN

Me

219 C12H 13NO3 58422-70-1
Ethaneperoxoic acid, 1-cyano-l-phenylpropyl ester

Ph
I

AcOOCEt
I

CN

219 C 12H 13NO3 74987-88-5
l//-l-Benzazepine-5,7,8(2H)-trione, 3,4-dihydro-6,9-dimethyl-

219 C 13H 17NO2 75627-04-2
Phenol, 2-methoxy-4-[2-(2-pyrrolidinyl)ethenyl]-

H

10 20 30 40 60 80 70 SO 90 100 110 120 130 140 160



5624 EPA/NIH MASS SPECTRAL DATA BASE 219

100

80

60

40

20

0

219 C15H25N 74421-02-6

Pyridine, 2-decyl-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

219 CieHisN 135-88-6
2-Naphthalenamine, N-phenyl-

220 C4CI4S 6012-97-1
Thiophene, tetrachloro-

ci ci

100

80

60

40

20

0

100

80

60

40

20

0

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

L . 1 i,l. lL~ i...- l.ii.i Li.--

10 20 30 40 50 60 70 JO 90 100 110 120 130 140 150

i

4i——

—

i
, ,

220 CsHeChOs
Acetic acid, (2,3-dichlorophenoxy)-

2976-74-1

100-

80-

80*

40-

20-

|

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

80-

60-

40-

20-

, , j
,

i
160 170 180

1 "I" 1

190 200 210 220 230 240 250 280 270 280 290 300

220 C8H12N2OS.CIH 58275-63-1
2H-Cycloheptathiazol-2-imine, 3,4,5,6,7,8-hexahydro-3-hydroxy-,
monohydrochloride

• HCI

220 C8H13Br02 34124-29-3
4-Hexenoic acid, 6-bromo-4-methyl-, methyl ester

Me
1

MeOC( 0) CH 2 CH 2 C = CHCH 2 Br

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

220 C9H16O4S 63608-58-2
Pentanoic acid, 2-(acetyloxy)-2-(methylthio)-, methyl ester

SMe
I

MeOC(O) COAc

Pr

100

80

60

40

20

0

100

60

60

40

20

0
180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

1 J 1 1 l

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

r r r i i i i



220 EPA/NIH MASS SPECTRAL DATA BASE 5625

220 CioH26FN2Si 66436-26-8

Hydrazine, 2-[fluorobis(l-methylpropyl)silyl]-l,l-dimethyl-

Mt F
i i

MoNNHS I Bu-t
I

Bu-t

220 CxiH80S2 52816-18-9
[l,2]Dithiolo[l,5-6] [l^loxathiole-Z-S™, 5-phenyl-

100-

80-

60-

40-

20-

j .

10 20 80 40 60 60 7 0 60 90 100 110 120 130 140 160

80-

60-

40-

20-

h ,1 1.

160 170 160 190 200 210 2:20 230 240 250 260 270 280 290 300

100

80

80

40

20

0

220 C 11H9CIN2O 74978-28-2
Methanone, (2-amino-5-chlorophenyl)-l/f-pyrrol-2-yl-

ci

100

80

60

40

20

0

100

80

60

40

20

0

220 C11H13BO4 53225-62-0
/8-D-erythro-Pentopyranose, cyclic 3,4-(phenylboronate)

Ph -B

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

:_L_.—,—.
... jL ,L. ,—

1

11

r r r— 1 "i*" » i t
—

1 1 i r -i

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

160 170 160 190 200 210 220 230 240 250 260 270 280 290 300

220 CnH80S2 74810-10-9
[l,2]Dithiolo[l,5-fe] [1 ,2]oxathiole-Z-S™, 4-phenyl-

Ph

220 CnHsOs 28843-40-5
8H-l,3-Dioxolo[4,5-/i] [l]benzopyran-8-one, 4-methoxy-

100

to

to

40

20

10 20 30 40 BO tO 70 tO 00 100 110 120 ISO 140 150

100-

80-

60 -

40-

20-

Jli Lilli JiLd IL 111 . 1. .. JlL_
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

80-

60-

40-

20-

b ^
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

220 ChH22C1P 74753-30-3
Phosphinous chloride, methyl[2(or 5)-methyl-5(or 2)—(1—

methylethyl)cyclohexyl]-

M«PCI

100-

80-

60-

40-

20-

II . .1
,

. , { ,

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



5626 EPA/NIH MASS SPECTRAL DATA BASE 220

100 — —
SO-

SO-

40-

20-

0 * I'
- - T- '1 1 1 1 1 1 r T-

ISO 170 ISO ISO 200 210 220 230 240 250 260 270 280 290 300

220 C12H12S2

Naphthalene, l,4-bis(methylthio)-

10075-73-7

220 C11H24O4

Propane, l,2-bis(2-methoxymethylethoxy)-

42769-21-1

MoOCH 2 ch2 och 2 ch 2 och 2 CH2 OMs

+ Ms + Ms + Me

;

i ..
,

10 20 30 40 60 60 70 60 00 100 110 120 130 140 150

160 170 180 100 200 210 220 230 240 250 260 270 280 200 300

220 C12H10FOP
Phosphinic fluoride, diphenyl-

1135-98-4

0
11

PhPPh
1

F

220 Ci2HioF2Si
Silane, difluorodiphenyl-

312-40-3

F
I

PhSIPh
I

F

160 170 180 100 200 210 220 230 240 250 260 270 280 200 300

SMe

100

80

60

40

20

0

100

80

60

40

20

0
160 170 180 100 200 210 220 230 240 250 260 270 280 200 300

1 J L

10 20 30 40 50 60 70 80 00 100 110 120 130 140 150

l T 1 - l*i— h

220 C12H12S2 54393-71-4
Naphthalene, l,3-bis(methylthio)-

100

80

60

40

20

0

100

80

60

40

20

0

SMe

10 20 30 40 50 60 70 80 00 100 110 120 130 140 150

: JlI ,11.
,

,.,.u L, ... It—, , , , , , , r-,ur i
IM 1 1 I > 1 I I I 1

160 170 180 100 200 210 220 230 240 250 260 270 280 200 300

220 C12H16N2O2 69730-90-1
1-Pyrrolidinecarboxylic acid, 2-(3-pyridinyl)-, ethyl ester, (S)-

220 CiaHieOS 66286-98-4
2-Propen-l-one, 3-[(l,l-dimethylethyl)thio]-l-phenyl-

t -BuSCH sCHCOPh

100

80

60

40

20

0
10 20 30 40 50 60 70 60 00 100 110 120 130 140 150



220 EPA/NIH MASS SPECTRAL DATA BASE 5627

100

to

to

40

20

O'

160 170 180 180 200 210 220 230 240 260 260 270 280 280 300

220 CiaHieOs 75332-43-3
2-Propenoic acid, 3-(4-ethoxyphenyl)-, ethyl ester, (Z)-

220 C 13H16O3 75332-46-6
2-Propenoic acid, 3-(4-ethoxyphenyl)-, ethyl ester, (El-

220 C13H20N2O 69721-71-7
Benzamide, Ar-[3-(dimethylamino)propyl]-iV-methyl-

Me Me
I I

MeN( CHj ) 3 NCOPh

100

80

80

40

20

0

100

80

80

40

20

0
160 170 160 100 200 210 220 230 240 260 260 270 280 200 300

220 C 14H20O2 61566-34-5
Benzeneacetic acid, a-methyl-4-(2-methylpropyl)-, methyl ester

220 C14H20O2 66708-14-3
Naphth[l,2-6]oxiren-6(2H)-one, la,3,3a,4,5,7b-hexahydro-3a-

methyl-la-(l-methylethyl)-

Me

1 ill 1 [1 111 llll llLilLLiL
10 20 30 40 60 60 70 80 00 100 110 120 130 140 150

1 I 1 ll . I.

160 170 180 100 200 210 220 230 240 250 260 270 260 200 300

220 C14H20O2 66708-18-7
3if-Cyclopenta[l,3]cyclopropa[l,2]benzene-3,6(7H)-dione, 1,=

2,3a,3b,4,5-hexahydro-3b-methyl-7-(l-methylethyl)-

] 1 1 IL III ilii 111 ill L
10 20 30 40 60 60 70 80 00 100 110 120 130 140 150

ll

1 ll III
1

160 170 180 100 200 210 220 230 240 260 260 270 280 200 300



5628 EPA/NIH MASS SPECTRAL DATA BASE 220

220 C 14H20O2 66708-24-5

5if-Inden-5-one, i,2,4,6,7,7a-hexahydro-7a-methyl-3-(2-
methyl-l-oxopropyl)-

Me
I

COCHMe

220 C14H20O2 67401-10-9
2-Propenoic acid, 3-bicyclo[2.2.1]hept-5-en-2-yl- 1,1-dimethylethyl

ester, [la,2a(.E),4a]-

Or
CH = CHC( O) OBu -

1

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

220 C14H20O2 74752-98-0
1,3-Dioxolane, 2-(2,4-dimethylphenyl)-2,4,5-trimethyl-, (2a,4a,5/3}-

Me_ /Ms

220 C14H20O2 75314-16-8
3,5,1,7—[ 1,2,3,4]Butanetetraylnaphthalene-1,6(2H)-diol, octahydro-

160 170 160 190 200 210 220 230 240 260 260 270 280 290 300 220 C14H20O 2 75332-28-4
2-Cyclohexen-l-one, 2,4,4,5-tetramethyl-3-(3-oxo-l-butenyl)-

220 C14H20O2 69855-51-2
Benzenebutanoic acid, /3,3,4-trimethyl-, methyl ester

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



220 EPA/NIH MASS SPECTRAL DATA BASE 5629

220 C 14H20O2 75378-90—4
5//-Inden-5-one, 1,2,3,6,7,7a-hexahydro-7a-methyl-3-(2-
methyl-l-oxopropyl)-

Me

COCHMe

Me

220 C14H24N2 3673-06-1
Cyclohexanamine, N,N'-l,2-ethanediylidenebis-

— N=CHCH:N

220 C15H12N2 1145-01-3
lif-Pyrazole, 3,5-diphenyl-

H

Ph

Ph

100-

SO-

SO -

40-

20-

1 J --—1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

SO

60-

40 -

20-

L J . 1

ISO 170 ISO 190 200 210 220 230 240 250 260 270 2S0 290 300

220 C 15H 12N2 51644-24-7
1/7-Benzimidazole, l-(2-phenylethenyl)-, (E)-

CH : CHPh
I

100

SO'

so

4*'

20

• '

10 20 30 40 SO SO 70 SO SO 100 110 120 130 140 ISO

ISO 170 ISO 180 200 210 220 230 240 250 2«0 270 280 290 300

220 C 16H24O 2219-84-3
Phenol, 2-methyl-4-(1 , 1 ,3 ,3-te tramethylbuty1)

-

Me Me
I

CMe
I

Me

220 C15H24O 58437-65-3
Cyclohexanone, 3-ethenyl-3-methyl-2-(l-methylethenyl)-6-

(1-methylethyl)-, (2a,3/3,6a)-

Me

Pr-I

220 C15H24O 58437—66—4
Cyclohexanone, 3-ethenyl-3-methyl-2-(l-methylethenyl)-6-

(1-methylethyl)-, (2a,3/9,6/3)—

Me

Pr-I



5630 EPA/NIH MASS SPECTRAL DATA BASE 220

220 C16H24O 64275-50-9

5,10-Pentadecadiyn-l-ol

HO( CHi ) 4 C:C( CH 2 ) 3 C:C( CH 2 ) 3 Me

220 C16H24O 69296-87-3
2-Heptanone, 6-methyl-6- [3-methyl-3-(l-methylethenyl)-l-

cyclopropen-l-yl]-

220 C16H24O 69296-92-0
Cyclohexanol, l,3,3-trimethyl-2-(3-methyl-2-methylene-3-

butenylidene)-, (Z)-

Me CH 2

1 ll ill 111 111 li iii hi
10 20 30 40 50 60 70 80 00 100 110 120 130 140 160

—i,— li. li.

100 170 180 190 200 210 220 230 240 260 200 270 280 290 300

220 C 15H24O 69296-93-1
Cyclohexanol, 1 ,3,3-trimethyl-2-(3-methyl-2-methylene-3-

butenylidene)-, (E)-

10 20 30 40 60 80 70 80 90 100 110 120 130 140 160

220 CisHmO 69296-94-2
Benzofuran, 2,4,5,6,7,7a-hexahydro-2,4,4,7a-tetramethyl-2-(l-

methylethenyl)-

160 170 180 190 200 210 220 230 240 260 280 270 280 290 300

220 C16H24O 69427-51-6
Cyclohexanone, 3-ethenyl-3-methyl-2-(l-methylethenyl)-6-

(1-methylethyl)-, (2a,3a,6a)-

Me

Pr-I



221 EPA/NIH MASS SPECTRAL DATA BASE 5631

220 C16H24O 69427-52-7
Cyclohexanone, 3-ethenyl-3-methyl-2-(l-methylethenyl)-6-

(1-methylethyl)-, (2a,3a,6/3)-

Pr-I

100

«

60-

60-

40-

20-

| |

10 20 30 40 50 60 70 80 60 100 110 120 130 140 160

•O'

^ l .

160 170 180 160 200 210 220 230 240 250 260 270 280 260 300

220 C16H24O 75311-76-1
Cyclohexanol, 3-ethenyl-3-methyl-2-(l-methylethenyl)-6-(l-

methylethylidene)-, (la,2a,3a)-

H2 C *CH

220 C 15H24O 75363-57-4
Cyclohexanol, 3-ethenyl-3-methyl-2-(l-methylethenyl)-6-(l-

methylethylidene)-, (la,2/3,3/3)-

160 170 160 160 200 210 220 230 240 260 260 270 260 260 300

220 CisHm 74744-51-7
4-Hexadecen-6-yne, (E)-

Me ( CH2 ) 6 C : CCH s CHP r

220 C16H28 74744-52-8
6-Hexadecen-4-yne, (2£)-

Me ( CH2 )

6

CH = CHC:CPr

100

80

60

40

20

0

100

80

60

40

20

0

220 C 16H28 74744-54-0
4-Hexadecen-6-yne, (Z)-

Me ( CH 2 )

8

CiCCH sCHPr

160 170 180 160 200 210 220 230 240 250 260 270 280 290 300

221 C2HF30 2.Ag 2966-50-9
Acetic acid, trifluoro-, silver(l+) salt

HO2 CCF 3 • Afl ( I )



5632 EPA/NIH MASS SPECTRAL DATA BASE 221

221 C9H23N03Si

1-Propanamine, 3-(triethoxysilyl)-

OEt
i

EtOSI OEt
i

H2 N(CH 2 ) 3

919-30-2

221 C4HF702.Li

Butanoic acid, heptafluoro-, lithium salt

F 3 CCF 2 CF 2 C02 H . LI

4146-76-3

221 CioILNSe 37007-54-8
Benzo [6]selenophene-3-carbonitrile, 2-methyl-

10 20 30 40 50 SO 70 80 90 100 110 120 130 140 150

, ,
. .Mill. , If

ISO 170 180 190 200 210 220 230 240 250 280 270 280 290 300

221 CioH7NSe 37007-55-9
Benzo[6]selenophene-2-carbonitrile, 3-methyl-

S® XN

221 CsHeFaNOs 344-39-8
Benzene, 4-methoxy-l-nitro-2-(trifluoromethyl)-

no2 f

OMe

i iii.

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

;

..il L i——i“T-1
I T l" 1 I r——I 1 I |

—r 1 I I

160 170 180 160 200 210 220 230 240 250 260 270 280 260 300

100-

80-

60-

40-

20-

10 20 30 40 50 60 70 80 90 100 110 120 130 1 W 150

80-

60-

40-

20-

JlUl 1
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

221 C11H11NO4 953-26-4
2-Propenoic acid, 3-(4-nitrophenyl)-, ethyl ester

CH:CHC(0)OEt

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



221 EPA/NIH MASS SPECTRAL DATA BASE 5633

100

00

60

40

20

0
160 170 100 100 200 210 220 230 240 260 260 270 260 200 300

221 C11H11NS2 5316-74-5
Thiazole, 2-(ethylthio)-4-phenyl-

Ph

221 CiiHisN02Si 21654-63-7
l-Oxa-3-aza-2-silacyclopentan-5-one, 2,2,4-trimethyl-3-phenyl-

221 C 11H15N3O2 22259-30-9
Methanimidamide, AT,iV-dimethyl-iV'-[3-[[(methylamino) =

carbonyl]oxy]phenyl]
-

100

60

60

40

20

0

100

00

60

40

20

0
160 170 100 100 200 210 220 230 240 260 260 270 200 200 300

lLll- U - 1 . 1. A 1
10 20 30 40 60 60 70 00 00 100 110 120 130 140 160

| I- .......

221 C 12H12CINO 21267-72-1
Acetamide, 2-chloro-N-(l-methyl-2-propynyl)-Ar-phenyl-

Ph

Ir
Cl CH2 CONCHC :CH

1 (2fl)-Isoquinolinone
, 3,4-dihydro-6,7-dimethoxy-2-methyl-

0

221 C12H15NO3 56619-96-6
Benzoic acid, 3-[(2,2-dimethyl-l-oxopropyl)amino]-

L .^ L , [...
10 20 30 40 SO 60 7( 80 00 100 110 120 130 140 160

1

160 170 ISO 100 200 210 22 230 240 250 260 270 200 200 300

221 C 12H 15NO3 56619-97-7
Benzoic acid, 4-[(2,2-dimethyl-l-oxopropyl)amino]-

100

00

00

40

20

0
10 20 30 40 50 00 70 60 00 100 110 120 130 140 160



5634 EPA/NIH MASS SPECTRAL DATA BASE 221

100 —
80-

60 -

40-

I.

0 |
***

' 1
*! I I ‘ I l

u
I 1 l » I I I

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

221 C14H23NO 69611-47-8
Benzenepropanol, 2-amino-a,a-dimethyl-5-(l-methylethyl)-

nh 2 oh
I

CH 2 CH 2 CMe

Me

221 CiaHieClN 58664-79-2
l-Azabicyclo[2.2.2]octane, 2-chloro-4-phenyl-

Ph

Pr-i

221 C 14H23NO 74793-40-1
Benzenemethanol, «-[l-methyl-2- [ (1-methylethyl)amino]propyl]-

Me

Me Ph
I I I

I -P r NHCHCHCHOH

221 C13H19NO2 3909-79-3
Securinine, 12,13/3,14,15-tetrahydro-

100

80

60

40

20

0

100

80

80

40

20

0
160 170 180 190 200 210 220 230 240 260 280 270 280 290 300

221 C13H19NO2 34849-42-8
3-Furancarboxamide, iV-cyclohexyl-2,5-dimethyl-

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

221 C15H27N
Cyclododecanepropanenitrile

69300-14-7

222 C6HiiBrN202 496-67-3

Butanamide, iV-(aminocarbonyl)-2-bromo-3-methyl-

H 2 NCONHCOCHCHMe

. . Ui .

1 1

.

1

. J —1
—

I
1—

1
——, o

10 20 30 40 50 60 70 60 90 100 110 120 130 140 150



222 EPA/NIH MASS SPECTRAL DATA BASE 5635

100 j
so-

50-

40-

20-

0 ^ | f I ^ I I I I » ,
"

I
- ' 1'

I
' "

1 T '»

160 170 160 100 200 210 220 230 240 250 260 270 260 200 600

100j—
60-

60-

40 -

*>i
|

I

0 ‘
.

~
¥ | .

‘
'

i I* . I i i i i i i

190 170 190 1»0 200 210 220 230 240 250 290 270 280 290 300

222 CgHuO? 18486-51-6
a-D-Glucopyranosiduronic acid, methyl, methyl ester

OH

222 C9H9CI3 72101-23-6
Benzene, methyl(l,2,2-trichloroethyl)-

222 CgHioFeOs 74811-05-5
Iron, tricarbonyl(7^-2-propenyl)-2-propenyl-

cso

,Fe
-_2^CH 2 CH =ch 2HjC

HC'"’/
\
x

c= o
X
CH 2 C50

1. JJ. J- • 1

10 20 30 40 50 50 70 60 90 100 110 120 130 140 150

222 CgHisOe
D-Glucose, 2,3,4-tri-O-methyl-

OMe

OMe

HO CHO
I I I

HOCH2 CHCHCHCHOMe

4060-09-7

100

80

90

40

20

0
10 20 30 40 50 50 70 80 90 100 110 120 130 140 150

100

60

60

40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

222 C9H18O6 4234-44-0
D-Glucose, 2,3,6-tri-O-methyl-

OMe

HO OH CHOtill
M6OCH2 CHCHCHCHOMe

100

80

80

40

20

0

100

80

80

40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

222 CgHisOe
D-Glucose, 2,4,6-tri-O-methyl-

OMe

OH

M6OCH2 CHCHCHCHOMe

4578-22-7

100

60

60

40

20

0

100

60

60

40

20

0
160 170 160 190 200 210 220 230 240 250 260 270 280 290 300

10 » 30 40 50 50 70 80 90 100 110 120 130 140 150



5636 EPA/NIH MASS SPECTRAL DATA BASE 222

222 CoHisSa 68449-93-4

1,3-Dithiane, 2-(l (
l-dimethylethyl)-5-(methylthio)-, cis-

Xy-
ISO 170 180 190 200 210 220 230 240 280 280 270 280 290 300

222 CoHisSa 68449-94-5
1,3-Dithiane, 2-(l,l-dimethylethyl)-5-(methylthio)-, trans-

XT'

222 CnHioOs 67549-56-8
5-Isobenzofurancarboxaldehyde, 1,3-dihydro-4-hydroxy-6-
methoxy-7-methyl-3-oxo-

180 170 180 190 200 210 220 230 240 280 280 270 280 290 300

10 20 30 40 80 60 70 80 90 100 110 120 130 140 ISO

222 C11H14N2O3

Propanamide, 2,2-dimethyl-iV-(3-nitrophenyl)-
32597-30-1

222 CioHuBBr 74792-95-3
lif-l-Benzoborole, 6-bromo-l-ethyl-2,3-dihydro-

10 20 30 40 SO 60 70 80 90 100 110 120 130 140 160

180 170 180 190 200 210 220 230 240 280 280 270 280 290 300

222 CioHi4N402

Heteroxanthine, 1,3-diethyl-

31617-39-7

TD

NHCOCMe
I

no2

180 170 180 190 200 210 220 230 240 280 280 270 280 290 300

222 C11H14N2O3

Propanamide, 2,2-dimethyl-iV-(4-nitrophenyl)-

56619-95-5

o2 nJO
NHCOCMe

I

Me

10 20 30 40 60 80 70 80 90 100 110 120 130 140 ISO



222 EPA/NIH MASS SPECTRAL DATA BASE 5637

222 C13H18O3 67010—59—7
2-Cyclopentene-l-acetic acid, 4-oxo-5-(2-pentenyl)-, methyl ester

CH2 C( 0) OMe

-CH2CH=CHE1

10 20 30 40 60 80 70 80 »0 100 110 120 130 140 150

150 170 150 180 200 210 220 230 240 260 250 270 280 290 300

222 C 13H18O3

Pentanoic acid, 5-phenoxy-, ethyl ester

E t 0C( 0) ( CH 2 ) 4 OPh

69687-95-2

10 20 30 40 50 50 70 80 90 100 110 120 130 140 160

150 170 180 190 200 210 220 230 240 250 250 270 280 290 300

222 C14H22O2

1,4-Benzenediol, 2,5-bis (1 ,1-dimethylethyl)-

88-58-4

150 170 180 190 200 210 220 230 240 260 250 270 280 290 300

222 C 14H22O2

Benzene, 1,4-dibutoxy-
104-36-9

Me ( CHj )

3

0

0< CH 2 ) j Me

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

150 170 150 190 200 210 220 230 240 250 250 270 280 290 300

222 C14H22O2

1,2-Benzenediol, 3,5—bis(1 ,1-dimethylethyl)-

1020-31-1

222 C 14H22O2 68931-34-0
3-Buten-2-one, 4-(3-hydroxy-2,5,6,6-tetramethyl-l-cyclo=

hexen-l-yl)-

Me

100

80

50

40

20

0

100

80

80

40

20

0

222 C14H22O2 68931-36-2
2-Cyclohexen-l-one, 3-(3-hydroxy-l-butenyl)-2,4,4,5-tetramethyl-

Me

100

80

50

40

20

0

100

80

80

40

20

0
180 170 180 190 200 210 220 230 240 250 250 270 280 290 300



5638 EPA/NIH MASS SPECTRAL DATA BASE 222

222 C14H22O2 74810-39—2
Tricyclo[5.1.0.02.4]octane-5-carboxylic acid, 3,3,8,8-tetramethyl-,

methyl ester

80

eo

222 C 14H23P
Phosphine, bis(2-methylpropyl)phenyl-

7650-78-4

Bu-I
I

i -BuPPh

-t 1
—jt— r—l*LTL‘ I

160 170 180 190 200 210 220 230 240 260 280 270 280 290 300

222 C14H23P
Phosphine, bis (1 ,1-dimethylethyl)phenyl-

32673-25-9

Bu-t
I

t -BuPPh

222 C14H23P 74630-14-1
Phosphine, (2-methylbutyl)(l-methylethyl)phenyl-

Me Ph
I I

MeCH2 CHCH2 PPr -

i

180 170 180 190 200 210 220 230 240 260 260 270 280 290 300

222 CisHmO 5956-09-2
2H-3,9a-Methano-l-benzoxepin, octahydro-2,2,5a,9-tetramethyl-,

[3i2-(3a,5ao!,9a,9aa)]-

222 C16H26O 23089-26-1
3-Cyclohexene-1-methanol, a',4-dimethyl-a-(4-methyl-3-pen=

tenyl)-, [S-(R*Ji*)]-

222 C15H26O 23178-88-3
3-Cyclohexene-l-methanol, a,4-dimethyl-a-(4-methyl-3-pen=

tenyl)-, [R-(R*Ji*)]-

10 20 30 40 50 60 70 90 100 110 120 130 140 160



222 EPA/NIH MASS SPECTRAL DATA BASE 5639

222 CieHasO 30951-17-8
1-Naphthalenol, decahydro-4a-methyl-8-methylene-2-(l-

methylethyl)-, [LR-(la,2/3,4a/S,8aa)]-

Me

222 CisHzeO 35727-45-8
Cyclohexanol, 3-ethenyl-3-methyl-2-(l-methylethenyl)-6-(l-

methylethyl)-, [ li?-( la,2a,3/3,6a)]-

Pr-I

222 CisHasO 64275-42-9
5,10-Pentadecadienal, (EyE)~

OCH( CH 2 ) 3 CH = CH( CH 2 ) 3 CH=CH( CH2 ) 3 Me

222 C 16H26O 64275-49-6
5,10-Pentadecadienal, (Z,Z)-

OCH( CH? ) 3 CH = CH( CH2 ) j CM :CH( CH2 ) 3 Mb

100 ]

80-

BO-

40

20 •

0 1 . r— |
«

| I I ‘ 1 ,
*

7 T‘— I I I 1 1 T—
160 170 180 100 200 210 220 230 240 260 260 270 280 290 300

222 C15H26O 64275-54-3
5,10-Pentadecadienal, (EyZ)-

OCH( CH 2 ) 3 CH =CH( CH 2 ) 3 CH = CH( CH 2 ) 3 Me

222 C15H26O 64275-55-4
10-Pentadecen-5-yn-l-ol, (Z)-

HO(CH 2 )4C:C(CH 2 )sCH:CH(CH 2 ) 3 Me

100 ]

80-

60-

40-

20 -

0 / "
1 i "

t r—

1

1 1 1——r— r—

r

1 1 1

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

222 C 16H26O 64275-58-7
5,10-Pentadecadienal, (ZyE)-

OCH ( CH 2 ) 3 CH 2 CH ( CH 2 ) 3 CH = CH ( CH 2 ) 3 Me

100

80

60

40

20

0

100

80

60

40

20

0

222 C16H26O 64275-59-8

10-Pentadecen-5-yn-l-ol, (E)-

HO(CH 2 ) 4 CiC(CH 2 )3 CH:CH(CH 2 )sMe

100

80

60

40

20

0
160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

10 20



5640 EPA/NIH MASS SPECTRAL DATA BASE 222

222 CisHmO 69350-61-4

Cyclohexanol, 3-ethenyl-3-methyl-2-(l-methylethenyl)-6-(l-
methylethyl)-, [LR-(la,2/3,3a,6a)]-

Me

Pr-I

222 C16H28O 69659-91-2
5-Azulenemethanol, l,2,3,3a,4,5,6,8a-octahydro-a,a,3,8-tetras
methyl-, [3S-(3a,3a/3,5a,8a|9)]-

HO
1

MeC
I

Me

•x£

60-

40-

MI 100 110 120 130 140 ISO

100 170 100 190 200 210 220 230 240 260 200 270 280 290 300

222 C15H26O 69686-25-5
Cyclohexanemethanol, 4-ethenyl-a ,a,4-trimethyl-3-(1-methyl

«

ethenyl)-, [lR-(la,3a,4a)]~

h 2 c oh
II I

222 C16H26O 74810-24-5
3-Cyclohexen-l-ol, 2-(l,5-dimethyl-4-hexenyl)-4-methyl-

OH Me Me
I I

CHCH2 CH2 CH : CMe

Me

100

00

00

40

20

0

100

00

00

40

20

0
100 170 100 190 200 210 220 230 240 260 200 270 280 290 300

J.

l llll
,

III] jl
.

,

10 M 30 40 60 *0 70 « 90 100 110 120 130 140 150

-
.

222 CieHuO 4224-87-7
2-Propen-l-one, 3-(4-methylphenyl)-l-phenyl-

222 CieHuO
2-Propen-l-one, l-(4-methylphenyl)-3-phenyl-

4224-96-8

100 170 180 190 200 210 220 230 240 260 200 270 280 290 300

222 CieHao 61886-62-2
3-Hexadecyne

Me ( CH2 ) 1 1 CSCEt



223 EPA/NIH MASS SPECTRAL DATA BASE 5641

100

so

•0

40

20

o
ISO 170 180 190 200 210 220 230 240 250 2«0 270 280 200 300

222 CieHso 71899-37-1
5-Hexadecyne

Mo(CH2 )sC:C(CH2 )tMo

222 CieHso 74663-71-1
Cyclohexane, l,r-(l,2-dimethyl-l,2-ethanediyl)bis-

0"“~0

222 CieHao 74685-28-2
7-Hexadecyne

Me ( CH2 ) 6 C:C( CH2 ) 7 Me

222 CivHia 7433-54-7
1-Pentene, 1,5-diphenyl-

Ph ( CH2 ) s CH iCHPh

. , J L 1LJLi L
• i V V 1 V

10 20 30 40 50 80 70
ttllVIV

80 00 100 110 120 130 140 150

180 170 180 100 200 210 22C 230 240 250 280 270 280 200 300

222 C 17H 18 40939-59-1
Benzene, l,l'-(2-pentene-l,5-diyl)bis-

PhCHj CHa CH 1CHCH2 Ph

100*

80*

80*

40*

20*

1 1 ilk 1 .

10 20 30 40 50 80 70 80 OC 100 110 120 130 140 150

80*

80*

40*

20*

180 170 180 100 200 210 220 230 240 250 280 270 280 200 300

223 CeHi202.Ag 32461-90-8
Hexanoic acid, silver(l+) salt

H02 C( CH2 ) 4 Me • Ag ( I )

100

80

80

40

20

0

100

80

80

40

20

0

100

80

80

40

20

0

100

80

80

40

20

0
480 470 480 400 500 610 520 530 540 550 580 570 580 500 800

223 C8H6N3OS2 57726-51-9
Benzamide, N-5i/-l,3,2,4-dithia(3-5rv)diazol-5-ylidene-

.N.

s
* N^NCOPh
* /
N—

S



5642 EPA/NIH MASS SPECTRAL DATA BASE 223

22a C9H9N3O4 54449-89-7
Pyrrolo[l,2-a]-l,3,5-triazine-7-carboxylic acid, l,2,3,4-tetra=

hydro-2,4-dioxo-, ethyl ester

0) 0E t

223 C11H10CINO2 1967-16-4
Carbamic acid, (3-chlorophenyl)-, l-methyl-2-propynyl ester

Me
I

NHC( 0) OCHC SCH

Ci

223 C11H10FNO3 58422-79-0
Ethaneperoxoic acid, l-cyano-l-(4-fluorophenyl)ethyl ester

Me
I

COOAc
I

CN

223 C11H13NO4 69687-73-6
Carbamic acid, (2,2-dimethyl-l,3-benzodioxol-4-yl)-, methyl ester

NHC( 0) OMe

ISO 170 180 180 200 210 220 230 240 250 280 270 280 290 300

223 C12H21N3O 67370-63-2
Propanenitrile, 3-[[3-(hexahydro-2-oxo-l/i

r

-azepin-l-yl) =
propyl]amino]-

o\ / ^(CH 2 )3NHCH 2 CH 2 CN

0

223 C 15H13NO
2-Propen-l-one, l-(4-aminophenyl)-3-phenyl-

2403-30-7

100

80

60

40

20

0

100

80

80

40

20

0
160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

iii Li i

i

1 it 111 1lllllliieii («
10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

Jl ,
- -lil' H ii J



224 EPA/NIH MASS SPECTRAL DATA BASE 5643

223 CibHxsNO 72088-11-0

Isoxazole, dihydro-2,5-diphenyl-

Ph -Ph

-2H

100-

80 •

60-

40*

20-

1 l| .
1

,1 1 1 1 r * »

10 20 30 40 50 60 7( 80 90 100 1 10 120 130 140 160

80-

60-

40 -

20*

ll 1

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

223 C 15H29N 63983-61-9
Quinoline, decahydro-2,5-dipropyl-

Pr

223 CibHitN 2980-02-1
Benzeneethanamine, a-methyWV-(phenylmethylene)-

Me
1

PhCH=NCHCH 2 Ph

100-

80-

60 -

40*

20-

L. 1 1
10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

80-

60-

40-

20-

160 170 160 190 200 210 220 230 240 250 260 270 280 290 300

223 CieHnN 69707-06-8
Benzeneethanamine, N-ethylidene-a-phenyl-

Ph
1

MeCH =NCHCH 2 Ph

80

60

40

20-

0- V d
"I I * • » I 1 1 » I 1 T I I

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

100

80

60

40

20

0

224 C4HCI5 55880-77-8
1,3-Butadiene, pentachloro-

H 2 C = CHCH«CH 2 + SCI

1
~

l

‘

I » I I I I I I I
" "

I
1 "

J

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

,1. Li. ll,.. .ll|l.
,

10 20 30 40 60 60 70 80 90 100 110 120 130 140 150

224 C4H6BrF40
2-Butanol, 4-bromo-3,3,4,4-tetrafluoro-

74646-39-2

H0 F
I I I

MeCHCCBr

224 C7H4BrF3 392-83-6
Benzene, l-bromo-2-(trifluoromethyl)-

F

1 1.1 J 1 . . Ii

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

»* 1 “ » t »
H

»
—r

160 170 180 190 200 210 220
S 1 1 T » »

'— 1 '

230 240 250 260 270 280 290 300



5644 EPA/NIH MASS SPECTRAL DATA BASE 224

224 C7H4BrF3 401-78-5

Benzene, l-bromo-3-(trifluoromethyl)-

F
i

CF
I

F

Br

224 C7H4BrF3

Benzene, l-bromo-4-(trifluoromethyl)-

402-43-7

160 170 180 160 200 210 220 230 240 260 260 270 280 290 300

224 C7H5BrN4

lif-Tetrazole, l-(4-bromophenyl)-
57058-01-2

\ /
N—

N

100

80

80

40

20

0

100

80

60

40

20

0

224 C7H6BrN4 57058-02-3
277-Tetrazole, 2-(4-bromophenyl)-

Br

100

80

80

40

20

0 — , T r^-ll . 1 J L—,-jlL , 4I I I
1 •“l 1 *

I
111 1 1— | | • | 1 | |

10 20 30 40 SO 80 70 80 90 100 110 120 130 140 160

1 ill 1 .1Li
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

11
i U* i i

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

-i 4“

224 C8H7Cl30 74312-98-4
Benzene, l-methoxy-3-methyl-, trichloro deriv.

224 C8H7Cl30 74313-00-1
Benzene, l-methoxy-4-methyl-, trichloro deriv.

OMe

+ 3CI

224 CsH7Cl30
Phenol, 2,5-dimethyl-, trichloro deriv.

74313-09-0

T + 3CI



224 EPA/NIH MASS SPECTRAL DATA BASE 5645

224 C8H7CI3O
Phenol, 3,5-d'rnethyl-, trichloro deriv.

74313-15-8

224 C9H 11F3O3 74367-27-4
Acetic acid, trifluoro-, 7-hydroxybicyclo[2.2.1]hept-2-yl ester

0C( 0) CFj

oo*

40*

20-

in, lll.H| !
|1 In, -d li M

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

10 20 30 40 60 #0 70 *0 »0 100 110 120 130 140 160

100 170 180 100 200 210 220 230 240 260 200 270 200 290 300

224 CsHnBrS
Heptane, l-bromo-7-(methylthio)-

MeS( CH 2 ) 7 Br

64053-05-0

100 170 100 100 200 210 220 230 240 260 200 270 280 290 300

224 CsH^ChSSi
Ethanethiol, 2-(triethoxysilyl)-

hsch 2 chjSi oet
1

oet

18236-15-2

224 C9H14CI2O2 75768-60-4
2-Oxabicyclo[4.1.0]heptane, 7,7-dichlora-3-methoxy-l,3-dimethyl-

100 170 100 190 200 210 220 230 240 260 200 270 280 290 300

224 CioHsOSe 26526-40-9
Benzo[fe]selenophene-3-carboxaldehyde, 2-methyl-

L

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

ni li-
.
—111 II

160 170 180 190 200 210 220 230 240 260 200 270 280 290 300

100 170 100 190 200 210 220 230 240 260 200 270 280 290 300



5646 EPA/NIH MASS SPECTRAL DATA BASE 224

224 . C10H12N2O4

Benzene, (l,l-dimethylethyl)dinitro-

72101-24-7 224 C11H12O6 34223-77-3
l.ff-2-Benzopyran-l-one, 3,4-dihydro-6,8-dihydroxy-7-meth=
oxy-3-methyl-, (R)-

no2

224 CioHi6N202Si 72403-08-8
3-Pyridinecarboxamide, 1,6-dihydro-l-methyl-6-oxo-iV-(tri

=

methylsilyl)-

Me

1

Me

224 C 1OH10N4O2 59824-41-8
L-Histidine, iV-[(dimethylamino)methylene]-, methyl ester

224 CnHieOaSi 25436-32-2
Benzoic acid, 2-methoxy-, trimethylsilyl ester

Me

aC( 0) OS I Me

224 C 12H16O4 34272-60-1
p-Benzoquinone, 2-hydroxy-5-methoxy-3-pentyl-

( CH 2 )

4

Me

0( 0) OMe

Me
N

*
1

^ Ny^.CH 2 CHN = CHNMe

hU

1 L

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

80 -

60 *

40 *

—“"T—-r . . 1
*"

1 1 1 » f
—t "" 1

1

1 t
"

100 170 180 190 200 210 220 230 240 250 260 270 280 280 300

100 j
80 -

60 -

40 -

0 L- iiii 1 J r * I 1 i"i r—
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



224 EPA/NIH MASS SPECTRAL DATA BASE 5647

224 C12H20N2O2 490-02-8
2(lif)-Pyrazinone, l-hydroxy-6-(l-methylpropyl)-3-(2-

methylpropyl)-, (+)-

OH

224 C12H20N2O2 35022-19-6
2-Pyrrolidmone, 1-

[2-oxo-4-(1-pyrrolidinyl)butyl]
-

224 Ci2H26BOSi 74744-61-9
Borinic acid, diethyl-, l,l-dimethyl-3-(trimethylsilyl)-2-propynyl

ester

Me

V I V
MeSI CiCCOBEt

I I

Me Me

224 C 13H20O3 24863-70-5
1-Cyclopentene-l-acetic acid, 3-oxo-2-pentyl-, methyl ester

Me

CH 2 C( 0) OMe

100

to

to

40

20

0
10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

1. I, i,l
,

( CHj )

4

160 170 160 190 200 210 220 230 240 260 260 270 280 290 300

224 C13H20O3 38274-01-0
3-Buten-2-one, 4-(4-hydroxy-2,2,6-trimethyl-7-oxabicyclo~

[4. 1.0]hept-l-yl)-

Me

Me COCH : CH

100

00

60

40

20

0

100

80

60

40

20

0
160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

224 C13H20O3 63922-58-7
4-Octyne-2,7-dione, 3-hydroxy-3,6-dimethyl-6-(1-methylethyl)-

COMe

HO Me
I I I

Me COCC i CCCHMe
I I

Me Me

10 20 30 40 60 60 70 80 90 100 110 120 130 140 150

1

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

224 C 13H24N2O 2387-23-7
Urea, iV^V'-dicyclohexyl-

— NHCONH

100

00

00

40

20

0

100

00

00

40

20

0
ISO 170 180 1#0 200 210 220 230 240 260 260 270 280 2»0 300



5648 EPA/NIH MASS SPECTRAL DATA BASE 224

224 C14H24O2 106-29-6

Butanoic acid, 3,7-dimethyl-2,6-octadienyl ester, (E)-
224 C14H24O2 68931-38-4
2-Cyclohexen-l-one, 3-(3-hydroxybutyl)-2,4,4,5-tetramethyl-

Me Me
I I

Pr C( 0) OCH 2 CH s CCH2 CH 2 CH = CMe

L ,-n.
I

-il .i.l.l|' 11 I-
,

!-. .1
.

1 .-1
,

iiy —
|
»,in |. * "

I
” """

I 1 ' T r-
10 20 30 40 50 60 70 60 90 100 110 120 130 140 160

224 C14H24O2 63958-52-1
Oxacyclopentadec-6-en-2-one, (Z)-

224 C14H24O2 67428-29-9
1-Cyclohexene-l-propanoic acid, 4-(l,l-dimethylethyl)-, methyl

ester

100

60

60

40

20

0

100

80

60

40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

224 C 14H24O2 67463-13-2
Cyclohexaneacetic acid, 5-(l,l-dimethylethyl)-2-methylene-, methyl

ester, cis-

ch 2

Bu-t

80

60

224 C15H12O2 20426-12-4
2-Propen-l-one, 3-(4-hydroxyphenyl)-l-phenyl-

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

80*

60*

40-

20 -

v , « ,
I. JU

224
Cyclopentadecanone

C 15H28O 502-72-7

eo-

40-

20 -

224 C16H28O
Cyclododecane, (2-propenyloxy)-

CCr
OCH 2 CH:CH 2

2986-72-3

80-

60-

40-

20 -



224 EPA/NIH MASS SPECTRAL DATA BASE 5649

100

80

80

40

20

0

224 C 15H28O 22047-01-4

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

Cyclododecanepropanal

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

224 C15H28O 64275-46-3
5,10-Pentadecadien-l-ol, (E,E)-

H0 ( CH 2 ) 4 CH =CH( CH 2 ) 3 CH =CH( CH 2 ) 3 Me

100

80

60

40

20

0

100

80

60

40

20

0

224 CisHmO 64275-51-0
5,10-Pentadecadien-l-ol, (ZjZ)-

HO( CH 2 ) 4 CH = CH( CH 2 ) 3 CH = CH( CH 2 ) 3 Me

"
i

*
1

--‘T "
- 1 r 1 ‘

1 1
*

1 i 1 1 » 1 1 1

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

100

80

60

40

20

0

224 C 15H28O 64275-56-5
5,10-Pentadecadien-l-ol, (E,Z)~

HO(CH 2 ) 4 CH=CH(CH 2 ) jCH = CH(CH 2 ) 3 Me

100

00

00

40

20

0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

100

80

60

40

20

0

224 C 15H28O 64275-60-1
5,10-Pentadecadien-l-ol, (ZJZ)-

HO(CH 2 ) 4 CH = CH(CH 2 ) 3 CH=CH(CH 2 ) 3 Me

100

80

60

40

20

0

100

80

60

40

20

0

224 C 15H28O 64340-97-2
Cyclododecane, (1-propenyloxy)-

OCH =CHMe

1 1 1 1 1 1 1
*

1 » » 1 1 1 » r-
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

224 CisHzsO
Cyclotetradecanone, 2-methyl-

75311-77-2

100

60

80

40

20

0

100

80

60

40

20

0

224 CieHieO 5407-91-0

1-Butanone, 1,4-diphenyl-

Ph ( CH 2 ) 3 COPh

100

•0

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 160



5650 EPA/NIH MASS SPECTRAL DATA BASE 224

ISO 170 180 100 200 210 220 230 240 250 260 270 280 290 300

224 CisHieO
Methanone, [2-(l-methylethyl)phenyl]phenyl-

19103-09-4

1 1 . -.i.i ill 1. i.l ill _Ll J
10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

224 C16H16O
Methanone, [3-(l-methylethyl)phenyl]phenyl-

32388-73-1

224
3-Hexadecene, (Z)-

C16H32

Mo(CH 2 )i 1 CH^CHEt

34303-81-6

1-1 1, —r-J Lu
10 20 30 40 50 60 70 80 80 100 110 120 130 140 160

224
7-Hexadecene, (Z)-

C16H32

Me(CH2) 6 CH:CH(CH 2 )7M6

35507-09-6

Jl—

d

jJL J1L
10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

100

80

60

40

20

0

224 C17H20 7116-96-3
l,r-Biphenyl, 4-pentyl-

100

60

60

40

20

0

100

80

60

40

20

0

224 C17H20 74793-04-7
4,7-Methano-lif-indene, octahydro-2-methylene-l-phenyl-

Ph

I “I I* T ,a
I ' | I** !

1

I I I f » | |

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

224 C17H20 74793-05-8
4,7-Methano-lif-indene, octahydro-2-(phenylmethylene)-

Qcr
100

80

60

40

20

0

100

80

60

40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



225 EPA/NIH MASS SPECTRAL DATA BASE 5651

225 C6H2CI3NO2

Benzene, l,2,4-trichloro-5-nitro-

89-69-0

ISO 170 ISO 100 200 210 220 230 240 260 260 270 280 2S0 300

225 C7H3CIF3NO2

Benzene, l-chloro-2-nitro-4-(trifluoromethyl)-

121-17-5

ISO 170 180 190 200 210 220 230 240 260 280 270 280 290 300

225 C 11H15NO2S
Pyrrolidine, l-[(4-methylphenyl)sulfonyl]-

6435-78-5

jO S0,“"0

10 20 30 40 60 SO 70 80 90 100 110 120 130 140 160

ISO 170 180 190 200 210 220 230 240 260 280 270 280 290 300

225 C 11H16NO4 29170-87-4
l#-Pyrrole-2,5-dicarboxylic acid, 3-methyl-, diethyl ester

Etoc(O)_/"v^c(0)oet

10 20 30 40 50 80 70 80 90 100 110 120 130 140 160

100

80

80

40

20

0

225 C 11H 15NO4 29441-86-9
p-Benzoquinone, 2-hydroxy-5-[(3-hydroxypropyl)amino]-3,6-

dimethyl-

Me

Me

till ll Ji I““‘i u
i

“r 1 ^ 1 1 1 1 1 1 1 1 r— i i

180 170 180 100 200 210 220 230 240 260 280 270 280 200 300

225 C12H7N3O2 4199-88-6
1,10-Phenanthroline, 5-nitro-

100

80

80

40

20

0

100

80

80

40

20

0

225 C12H 11N6 1214-39-7
lif-Purin-6-amine, N-(phenylmethyl)-

PhCH 2 NH

10 20 10 40 60 80 70 80 00 100 110 120 130 140 150

li a , 1

180 170 180 100 200 210 220 230 240 250 280 270 280 290 300



5652 EPA/NIH MASS SPECTRAL DATA BASE 225

225 C14H11NO2 1215-07-2

Benzene, l,r-(l-nitro-l,2-ethenediyl)bis-

Ph
I

PhCH :CN02

100 •

80-

80 *

40-

20*

10 20 30 40 60 60 70 80 00 100 110 120 130 140 160

80 -

60-

40-

20-

1 ti S 1
180 170 180 100 200 210 220 230 240 260 280 270 280 200 300

225 C14H11NO2 16584-54-6
9(10jFf)-Acridinone, l-hydroxy-10-methyl-

225 C16H15NO 530-44-9
Methanone, [4-(dimethylamino)phenyl]phenyl-

Me

100

60

60

40

20

0

100

80

60

40

20

0

225 CieHigN 119-94-8
Benzenemethanaxnine, iV-ethyl-iV-(3-methylphenyl)-

Ph

Me

100

80

80

40

20

0
10 20 30 40 60 80 70 80 00 100 110 120 130 140 160

I

NMe

PhCO

1

10 20 30 40 60 80 70 80 00 100 110 120 130 140 160

» » 1 < . "i 1 "t r 1 ,'
1 1 —i

t t

180 170 180 100 200 210 220 230 240 260 280 270 280 200 300

100 —
80-

©0 •

40 *

20 •

J
...r— I 1 | | I I 1 1 1

180 170 180 100 200 210 220 230 240 260 280 270 280 200 300

226 C3H3BrCl2F2 72101-13-4
Propane, bromodichlorodifluoro-

+Br

MeCH2 Me +2CI

+2F

226 CsHnISi
Silane, ethenyl(iodomethyl)dimethyl-

74793-14-9

Me
I

ICH 2 SI CH:CH 2
I

Me

226 C6H2N4O6 22714-03-0
4-Benzofurazanol, 5,7-dinitro-

HO

no2

100

60

60

40

20

0

100

80

80

40

20

0
180 170 180 100 200 210 220 230 240 250 280 270 280 200 300

1 Lilli till 11 111 UJ

10 20 30 40 50 80 70 80 00 100 110 120 130 140 150



226 EPA/NIH MASS SPECTRAL DATA BASE 5653

226 CvHeFeOe 51922-76-0
Iron, tricarbonyl[(0,l,2,3-7;)-methyl 2-propenoate]-

o cso

y? \
cso

V C50
H 2 C

226 C8CI2N2O2 84-58-2
1,4-Cyclohexadiene-l ,2-dicarbonitrile, 4,5-dichloro-3,6-dioxo-

ci

CN

226 C8H6N206 643-43-6
Benzeneacetic acid, 2,4-dinitro-

226 CgHTFsSi 13888-77-2
Silane, dimethyl(pentafluorophenyl)-

F Me

F

226 C8H12B2O6 74646-19-8
[4,4'-Bi-l,3,2-dioxaborolane]-5,5'-dione, 2,2'-diethyl-, [R-(R*Ji*)]-

0

100-

80-

60-

40-

20-

jl _ju L i i| Jl.,
,

a Jh
,

10 20 30 40 60 60 70 80 00 100 110 120 130 140 150

80-

60-

40 -

20-

, i

160 170 180 100 200 210 220 230 240 260 260 270 280 200 300

226 C8H12B2O6 74742-40-8
[4,4'-Bi-l,3,2-dioxaborolane]-5,5'-dione, 2,2'-diethyl-, (R*,S*)~

0

100

so

to

40

20

0

100

so

so

40

20

0
160 170 ISO ISO 200 210 220 230 240 250 260 270 280 2M 300

uiL J 1L ^ Jl ji 111 .

10 20 30 40 50 60 70 80 00 100 110 120 130 140 150

jU



5654 EPA/NIH MASS SPECTRAL DATA BASE 226

226 C9H10N2O5 29385-11-3

Phenol, (l-methylethyl)dinitro-

02N

226 C9H15RI1 12082-48-3
Rhodium, tris(7/

3-2-propenyl)-

100j
so-

so-

0 3 , , I
, ,

l..- T .L-| . . -I|- |lull. I

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

-1 j
« . » i »

"

1 1 r 1
1

1 1 1 1 i

160 170 180 100 200 210 220 230 240 260 260 270 280 290 300

226 C9H16B2O5 64780-31-0
d-L-Arabinopyranose, cyclic l,2:3,4-bis(ethylboronate)

226 C9H16B2O5 64780-33-2
a-D-Xylofuranose, cyclic l,2:3,5-bis(ethylboronate)

226 C9H16B2O5 64780-34-3
a-D-Ribopyranose, cyclic l,2:3,4-bis(ethylboronate)

Et-B-0 0-B-Et

226 C9H16B2O6 74779-73-0
/3-D-Ribofuranose, cyclic l,5:2,3-bis(ethylboronate)

/0
-B-E,

I

Et



226 EPA/NIH MASS SPECTRAL DATA BASE 5655

226 C9H16B2O6 74779-75-2
/3-D-Xylopyranose, cyclic l,3:2,4-bis(ethylboronate)

226 C 11H18N2O3 69855-52-3
2,4,6(l/f,3//,5/f)-Pyrimidinetrione, 5-ethyl-l,3-dimethyl-5-(l-

methylethyl)-

140 170 180 190 200 210 220 280 240 250 260 270 260 290 300

226 CioHuO<Si 69782-89-4
4H-Furo[3,2-c]pyran-2(6/f)-one, 4-[(trimethylsilyl)oxy]-

10 20 30 40 60 60 70 80 00 100 110 120 130 140 160

160 170 160 100 200 210 220 230 240 260 260 270 260 200 300

226 C12H16FO3 69687-96-3
Butanoic acid, 4-(4-fluorophenoxy)-, ethyl ester

0(CH 2 )sC(0) OEt

ill ,uLul L,. -L-, >fi L., L ,

10 20 30 40 60 60 70 60 00 100 110 120 130 140 160

60*

40*

20*

L

A i .,..
,

i j. .1
1,

160 170 180 100 200 210 220 230 240 260 260 270 280 200 300

10 20 30 40 60 60 70 80 00 100 110 120 130 140 160

226 C12H18O4 31447-53-7
2,4-Hexadienedioic acid, 3,4-diethyl-, dimethyl ester, (EJ?)-

Et

\v
M60C(0)CH=CCxCHC(0)OM

«

226 ChHuOb
Benzoic acid, 3,4,5-trimethoxy-, methyl ester

1916-07-0

MoO.

MeCTQ
OMe

,C(0)OM»

1 Ja iJ L
10 20 30 40 60 60 70 80 80 100 110 120 130 140 160

l'
160 170 160 190 200 210 220 230 240 260 260 270 260 290 300

226 C 12H 18O4 58367-43—4
2,4-Hexadienedioic acid, 3-methyl-4-propyl-, dimethyl ester, (EJE}-

Il
r

MoOC( 0) CH CC « CHC( 0) OMo

10 20 30 40 SO 60 70 60 90 100 110 120 130 140 160



5656 EPA/NIH MASS SPECTRAL DATA BASE 226

100 ]

80-

00 -

40

, |

0 |
11 "‘

I 1 I
**“ I I I

"
I

' T
160 170 160 ISO 200 210 220 230 240 260 200 270 280 280 300

226 C12H18O4 58367-44-5
2,4-Hexadienedioic acid, 3-methyl-4-propyl-, dimethyl ester, (E£)~

1

1

MeOC( 0) CH = CC = CHC( 0) OMe

226 C12H18O4 74367-19-4
Propanedioic acid, (cyclohexylidenemethyl)-, dimethyl ester

C( 0) OMe

cr~

226 C12H18O4 74793-21-8
2-Heptenedioic acid, 4-cyclopropyl-, dimethyl ester, (E)-

CHCH 2 CH 2 C( 0) OMe
I

CH = CHC( 0) OMe

226 C 12H18O4 60045-25-2
Propanedioic acid, (1-cyclohexen-l-ylmethyl)-, dimethyl ester

C( 0) OMe

O
CH 2 CHC(0)OMe

226 C12H18O4 69796-13-0
2,4-Hexadienedioic acid, 3-methyl-4-propyl-, dimethyl ester, (Z,E)-

Me

I I

MeOC( 0) CH = CC:CHC( 0) OMe

226 C12H18O4 74793-22-9
2-Heptenedioic acid, 4-cyclopropyl-, dimethyl ester, (Z)-

CHCH2 CH 2 C(0) OMe

CH sCHC( 0) OMe

.111 J.l JlrjJlJJ 1 . . 1 . Li

10 20 30 40 60 60 70 80 90 100 110 1 » 130 140 160

100 170 180 180 200 210 220 230 240 260 200 270 280 280 300

226 C12H18O4 75800-49-6
7-Oxabicyclo [4. 1 .0]heptane-2-carboxylic acid, 1,3,3-trimethyl-

4-oxo-, ethyl ester

Me

0



226 EPA/NIH MASS SPECTRAL DATA BASE 5657

100

at)

00

40

20

0
100 170 100 100 200 210 220 230 240 260 200 270 200 200 300

226 C12H22N2O2 67370-73-4
l,5-Diazacyclododecan-6-one, 1-acetyl-

226 C 12H22N2O2 69611-53-6
Urea, iV'-(7-ethoxybicyclo [4.1.0]hept-7-yl)-N^V-dimethyl-

Me
I

MeNCONH

226 Ci2H26Si2 61228-01-1
Silane, (3-ethyl-3-methyl-l-propyne-l ,3-diyl)bis[trimethyl-

Me

Me
|

Me

MeSI CiCCSI Me

Et

100

00

00

40

20

0

100

•0

60

40

20

0 ...............
160 170 160 160 200 210 220 230 240 260 260 270 260 200 300

, . l 1

10 20 3N0 40 60 60 70 60 OO 100 110 120 130 140 160

ij 1

226 C13H10N2O2

Benzoic acid, 2-(phenylazo)-
3682-56-2

226 C13H10N2O2 58275-56-2
Imidazo[2,l-a]isoquinoline-2-carboxylic acid, methyl ester

C( 0) CMe

226 C13H22O3 63922-39-4
3-Heptyne-2,5-diol, 6-methyl-5-(l-methylethyl)-, 2-acetate

Me
I

CHMe

Me Me
I I I

Ac OCHC i CCCHMe
I

OH



5658 EPA/NIH MASS SPECTRAL DATA BASE 226

226 C 13H22O3 72777-88-9
7-Oxabicyclo[4.1.0]heptan-3-ol, 6-(3-hydroxy-l-butenyl)-l,5,=

5-trimethyl-

Me

226 C13H26N2O 67370-80-3
Azacycloundecan-2-one, l-(3-aminopropyl)-

0

v.
(Ch 2 ) 3 nh 2

226 C13H26N2O 67370-82-5
1,5-Diazacyclopentadecan-6-one

‘0

226 Ci3H260Si 74498-95-6
Silane, [(2-ethenyl-2,5-dimethyl-4-hexenyl)oxy]trimethyl-

CH=CH 2

Me Me
I I I

Me C : CHCH 2 CCH 2 OS I Me
I I

Me Me

.1 ..1 il 4 J 1 .... ... .1 i .

.

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

226 Ci3H260Si 74498-96-7
Silane, trimethyl[[5-methyl-2-(l-methylethenyl)-4-hexenyl]oxy]-

ch 2
11

Me CMe Me
I I I

Me C : CHCH 2 CHCH 2 OS I Me
I

Me

226 C14H10OS 15774-82-0
9H-Thioxanthen-9-one, 2-methyl-

0

100

80

80

40

20

0

100

80

80

40

20

0

226 C14H26O2 141-16-2

Butanoic acid, 3,7-dimethyl-6-octenyl ester

Me Me
I I

Pr C( 0) OCH2 CH 2 CHCH2 CH 2 CH s CMe

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

5

JL4 L u 1 1—4 L—l.

226 C14H26O2 16676-96-3
5-Dodecen-l-ol, acetate, (Z)-

Ac 0( CH 2 ) 4 CH = CH ( CH 2 ) 6 Me

100

80

60

40

20

0

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150



226 EPA/NIH MASS SPECTRAL DATA BASE 5659

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

226 C14H26O2

Oxacyclotetradecan-2-one, 13-methyl-
57092-32-7

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

226 C 15H14O2

Benzoic acid, 2-phenylethyl ester

PhCH 2 CH 2 0C(0)Ph

94-47-3

10 20 30 40 SO 60 70 80 90 100 110 120 130 140 ISO

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

226 C 15H14O2

Benzeneacetic acid, 4-methylphenyl ester

OC( 0) CH 2 Ph

101-94-0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 ISO

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

226 C 15H 14O2

Benzeneacetic acid, phenylmethyl ester

PhCH 2 OC( 0) CH 2 Ph

102-16-9

226 C 15H 14O 2

Benzeneacetic acid, a-phenyl-, methyl ester

Ph
I

MeOC( 0) CHPh

3469-00-9

10 20 30 40 50 60 70 80 90 100 110 120 130 140 ISO

226 C 15H14O 2

1,4-Naphthalenedione, 2-(2-butenyl)-3-methyl-
64449-34-9

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

226 C 15H14O2 69843-55-6
1,4-Naphthalenedione, 2-methyl-3-(2-methyl-2-propenyl)-

10 20 30 40 SO 60 70 80 90 100 110 120 130 140 150



5660 EPA/NIH MASS SPECTRAL DATA BASE 226

226 CisHuS
Benzene, 1,1'—

[
(methylthio)ethenylidene]bis-

Ph
I

MeSCH =CPh

15096-10-3

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

ISO 170 180 100 200 210 220 230 240 260 280 270 280 290 300

226 CieHisO
1 ,1'-Biphenyl, (1 ,1-dimethylethoxy)-

Ph OBu-t

72101-19-0

226 CisHuS
l-Propene-2-thiol, 1,1-diphenyl-

74630-83-4

I ?
h

HSCsCPh

10 20 30 40 60 60 70 80 90 100 110 120 130 140 ISO

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

ISO 170 180 190 200 210 220 230 240 250 260 270 280 290 300

226 CieHisO
Cyclohexanol, l-(l-naphthalenyl)-

74685-85-1

226 CieHisO 19578-76-8
Benzene, l,3,5-trimethyl-2-(phenylmethoxy)-

Ms

226 CieHisO 30078-89-8
Benzenebutanol, a-phenyl-

Ph

Ph ( CH2 ) 3 CHOH

UL
10 20 30 40 50 60 70 80 00 100 110 120 130 140 150

80-

60

jLil^-lI— ., il
|
..l Ill iL,—

—

r—T—,—,

—

T_
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

226 CieHss 2882-96-4
Pentadecane, 3-methyl-

Ms
1

Ms ( CH2 ) 1 1 CHCH2 Me



227 EPA/NIH MASS SPECTRAL DATA BASE 5661

227 C 11H17NO2S
Benzenesulfonamide, A7,4-dimethyl-.A7-propyl-

57186-69-3

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

227 C 11H17NO2S 57186-70-6
Benzenesulfonamide, Ar,4-dimethyl-A/’-(l-methylethyl)-

10 20 SO 40 50 80 70 80 90 100 110 120 ISC 140 150

180 170 180 190 200 210 220 230 240 2S0 280 270 280 290 S00

227 C 12H25N3O 67370-65-4
2H-Azeprn-2-one, 1—[3—

[
(3-aminopropyl)amino]propyl]hexahydro-

Q- (CH2)sNH(CHj)sNH 2

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

227 C 13H9NO3 1144-74-7
Methanone, (4-nitrophenyl)phenyl-

02

100

80

80

40

20

0
10 20 30 40 50 80 70 80 80 100 110 120 130 140 180

XX

100

80

80

40

20

0
180 170 180 180 200 210 220 230 240 280 280 270 280 29C 300

227 C 13H9NO3 2243-79-0
Methanone, (2-nitrophenyl)phenyl-

227 C 13H13N3O 603-51-0
Hydrazinecarboxamide, N^-diphenyl-

Ph
1

HtNNHCONPh

227 C14H13NO2 69299-50-9
l,l'-Biphenyl, 2,5-dimethyl-4'-nitro-

Ue

M8



5662 EPA/NIH MASS SPECTRAL DATA BASE 227

227 C14H29NO 64927-32-8

2-Propanamine, N-
[ (2,3-dimethyl-2-butenyl)oxy]-iV-(1 ,l-di=

methylethyl)-2-methyl-

Me

t-Bu Me
I I I

t -Bu NOCH2 C : CMe

100

80

80

40

20

0

228 CsHialSi 18157-41-0
Silane, ethyl(iodomethyl)dimethyl-

Me
I

ICH2SI Et

Ma

1 1
1

1 r 1 1 b 1
H|

1
-

n 1 1
1

1

10 20 30 40 60 60 TO 80 00 100 110 120 130 140 160

100

80

80

40

20

0

ICO

80

80

40

20

0

228 C7H6BrN202 4413-55-2
Benzofurazan, 4-bromo-5-methoxy-

Br

100«

80

«

80-

40*

20- \UJ 1 l|lll, llll ! i_ibl li 1 1

10 20 30 40 50 60 70 80 00 100 110 120 130 140 160

80 «

60-

40-

20-

II

160 170 180 00 200 210 220 230 240 260 260 270 280 200 300

228 C7Hi8Cl2Si2 15951-41-4
Silane, (dichloromethylene)bis[trimethyl-

ci

Me Me
I I I

MeSICSIMe

Me
j

Me

Cl

228 CsHeFsP 5075-61-6
Phosphine, dimethyl(pentafluorophenyl)-

F Me

F

228 C9H8N2OS.CIH 58275-64-2
2(3/f)-Thiazolimine, 3-hydroxy-4-phenyl-, monohydrochloride

2-Imidazolidinethione, l-acetyl-3-(l,3-dioxobutyl)-



228 EPA/NIH MASS SPECTRAL DATA BASE 5663

228 C9H18B2O5

DL-Xylitol, cyclic l,4:2,3-bis(ethylboronate)

74793-31-0

1

Et \

I

0

CH 2 OH

10 20 30 40 50 #0 70 90 00 100 110 120 130 140 190

100 170 100 180 200 210 220 230 240 290 200 270 200 280 300

228 CioHeCbS
Thiophene, 2-(2,4-dichlorophenyl)-

75601-32-0

ru
Cl

10 20 30 40 90 00 70 80 80 100 110 120 130 140 190

180 170 100 180 200 210 220 230 240 290 200 270 280 280 300

228 C 10H12O6 66727-95-5
3(2H)-Furanone, 4-(acetyloxy)-5-

[ (acetyloxy)methyl]-2-methyl-

180 170 100 180 200 210 220 230 240 290 200 270 200 280 300

228 C10H13CIN2O2

Benzenamine, 2-chloro-iV,N-diethyl-4-nitro-

Et
I

NEt

86-49-7

_ll
1 4a 1 til. k J)L la^llL.. lu.-aL, . .liL.

10 20 30 40 60 eo 70 SO 90 100 110 120 130 140 150

100

00

00

40

20

0
100 170 100 190 200 210 220 230 240 250 200 270 200 290 300

228 C 10H16N2O4 33304-81-3
3/f-Pyrazole-3,3-dicarboxylie acid, 4,5-dihydro-4-(l-methylethyl)-,
dimethyl ester

C( 0) OMe

0) OMe

228 C11H17O3P 1080-32-6
Phosphonic acid, (phenylmethyl)-, diethyl ester

OEt
I

E t OPCH 2 Ph
II

0

100-

80 *

50*

40

20 *

-k N ,1 11
10 20 30 40 50 50 70 80 90 100 110 120 130 140 150

80 •

50

40

20*

_ —l - - i,
u 1 b 1 « 1 1

150 170 180 190 200 210 220 230 240 250 250 270 250 290 300

228 C 12H20O4

1,2-Cyclohexanedicarboxylic acid, diethyl ester

C( 0) OE t

10138-59-7

, , J
10 20 3C 40 50 50 70 80 90 100 110 120 130 140 150

Ll
180 170 180 180 200 210 220 230 240 260 200 270 280 280 300



5664 EPA/NIH MASS SPECTRAL DATA BASE 228

228 C12H28N4 13304-31-9
2-Tetrazene, 1 ,1,4,4-tetrakis (1-methylethyl)-

l-Pr Pr-I
I I

I -Pr NN=NNPr -

1

228 C12H28N4 63614-49-3
Diazene, [

l-(2,2-dipropylhydrazino)propyl]propyl-

Et Pr
! I

Pr N = NCHNHNPr

228 C13H8O4 26962-42-5
Benzo

[ 1,2-5:5,
4-6

'
]difuran-4,8-dione, 2-(1-methylethenyl)-

228 C13H12N2O2 56382-64-0
LH-Imidazole-4-carboxylic acid, l-(2-phenylethenyl)-, methyl ester,

(E)-

MaOC(O) >S^
N .w CHsCHPh

100

40

20

0

50 00 70 80 90 100 110 120 130 140 150

100

80

60

40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

228 C13H16F3 74672-14-3
Benzene, l-(1,3-dimethyl-3-butenyl)-4-(trifluoromethyl)-

Me CH 2
I II

CHCH 2 CMe

I

F

228 C13H15F3 74672-15-4
Benzene, l-(4-methyl-4-pentenyl)-4-(trifluoromethyl)-

F
I

CF

MeC( CH 2 ) 3

H 2 C

228 C13H15F3 74764-29-7
Benzene, l-(l,3-dimethyl-2-butenyl)-4-(trifluoromethyl)-

Me Me
I I

CHCH=CMe

F



228 EPA/NIH MASS SPECTRAL DATA BASE 5665

228 Ci3HieN2Si
Lff-Indole-3-acetonitrile, l-(trimethylsilyl)-

74367-49-0

440 470 460 400 500 610 520 530 640 560 560 670 560 500 600

228 C13H24O3 2345-12-2
Tridecanoic acid, 12-oxo-

HO2 C( CHj ) 1 0 COMo

228 C 13H24O3 2649-93-6
Azelaaldehyaic acid, butyl ester

U6 ( CHj ) 3 0C( 0) ( ch 2 ) T CHO

100*

•0<

•O’

40

20

0

100

•0-

•0

40

••-

0
100 170 100 100 200 210 220 230 240 250 200 270 200 290 300

1,, Jt J [| L,| ,1. Mi l J|!. . . 1 L

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

— .-L,

228 C 14H12O3 76-93-7
Benzeneacetic acid, cr-hydroxy-o-phenyl-

OH
1

PhCPh
I

HOaC

100

to-

60-

40-

JO-

0 J ,1 ^ ,
1,

Jt- ,L
,

-d 1 • 1
I

1
.

-
-

,
»

.
-

.

10 20 SO 40 50 60 70 60 M 100 110 1J0 ISO 140 ISO

228 CuHmOs 74810-60-9
Undecanoic acid, 2-ethyl-, methyl ester

Et
i

MeOC(O) CH( CHj ) t Mo

228 C14H29P 74421-37-7
Phosphine, methyl(l-methylethyl)[2(or 5)-methyl-5(or 2)—(1—

methylethyl)cyclohexyl]-

MoPPr-l

228 C 15H32O 629—76—5

1-Pentadecanol

Mo ( CM} ) 1 4 OH



5666 EPA/NIH MASS SPECTRAL DATA BASE 228

100

80

60

40

20

0
180 170 180 180 200 210 220 230 240 260 280 270 280 280 300

229 C7H602.Ag
Benzoic acid, silver(l+) salt

PhC02 H • Ag ( I )

532-31-0

228 C16H20O
6-Octen-l-one, 3-ethenyl-l-phenyl-

CH:CH 2
I

MeCH :CHCH 2 CH 2 CHCH 2 COPh

65564-67-2

100

80

60

40

20

0

100

80

60

40

20

0
160 170 180 100 200 210 220 230 240 250 260 270 280 200 300

228 C16H20O 74685-13-5
Benzenemethanol, a-methyl-a-2,5,7-octatrienyl-

Ph
1

H 2 C:CHCH=CHCH 2 CH=CHCH 2 CM9

OH

229 C6Hi7Cl2NSi2 14579-91-0
Silanamine, l-(chloromethyl)-N-[(chloromethyl)dimethylsilyl]-

1,1-dimethyl-

Me Ms
I I

Cl CH2 Si NHSi CH 2 Cl
I I

Me Ms

. u Jil_L i .l. I.il. 1 .1 1. I.i 1 . LJJ 1 Li ... . 1

10 20 30 40 50 60 70 80 00 100 110 120 130 140 150

:.lLj— — L'“1 1 —1 1 1—-1 -1 1 1 -1 1 1 1—
160 170 180 160 200 210 220 230 240 250 260 270 280 200 300

229 C8H11N3O3S 3989-50-2
Benzenesulfonic acid, 4-(acetylamino)-, hydrazide

so2 nhnh 2

-t-JL I
50 60 70 80 00 100 110 120 130 140 150

160 170 180 100 200 210 220 230 240 250 260 270 280 280 300

229 CgHsClNCU 74810-81-4
Benzoyl chloride, 5-methoxy-4-methyl-2-nitro-

Ms



230 EPA/NIH MASS SPECTRAL DATA BASE 5667

229 C 14H16NO2 63455-65-2
ltf-Indole-l-acetaldehyde, 2,3-dihydro-3,3-dimethyl-2-(2-

oxoethylidene)-

CH2CH0
1

100-

80

80

40

20*

10 20 30 40 5 80 70 80 90 100 110 120 130 140 160

80

80

40-

20*

.l.ilj illjil L i L

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

229 CisHwNO 74810-27-8
Cyclopentanecarboxamide, 3-ethenyl-2-methyl-N-phenyl-

CONHPh

H 2 C = CH Me

100*

80

80-

40-

20*

„ J J .

10 20 30 40 50 80 70 80 90 100 110 120 130 140 160

80-

80*

40-

20-

. L
180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

230 CsHioSs 2372-99-8
1,3,5,7,9-Pentathiecane

L , L jLL 1L .. . . J

10 20 30 40 50 80 70 80 90 100 110 120 130 140 160

•

• (IIVVVV
180 170 180 190 200 210 220 230 24£ 260 280 270 280 290 300

230 CsHTBrOs 2973-76-4
Benzaldehyde, 3-bromo-4-hydroxy-5-methoxy-

Br
,CH :0

HO

OMe

.-I- - .1 Mi 1 .. jli
,
J

(,
,ll 1 v ^li .

10 20 30 40 50 80 70 80 90 100 110 120 130 140 160

100

so

•0

40

20

O'

230 CioHsCla 55720-37-1
Naphthalene, 1,3,7-trichloro-

ci

ci

100

SO

80

40

20

0

100

80

80

40

20

0

230 C 10H5CI3 55720-40-6
Naphthalene, 2,3,6-trichloro-

ci

10 20 30 40 60 80 70 80 90 100 110 120 130 140 150

-Ll, - J
T I I I I I I I I I I I 1 I 1

100 170 180 190 200 210 220 230 240 250 280 270 280 290 300

ll
. H .41 . ... I

180 170 180 100 200 210 220 230 240 250 280 270 280 200 300

100-

80-

80*

40-

20*

10 20 30 40 60 80 70 80 90 100 110 120 130 140 150

60-

80-

40-

20-J .1 ii

180 170 180 190 200 210 220 23- 240 250 280 270 280 290 300

230 CnH^OsSi 74367-74-1
Octanoic acid, 2-oxo-, trimethylsilyl ester

Me
I

Me ( CH2 ) e COC( 0) OS I Me

Me



5668 EPA/NIH MASS SPECTRAL DATA BASE 230

230 C12H16CI2 3022—16—0

Benzene, l,4-bis(chloromethyl)-2,3,5,6-tetramethyl-

Me

Me

230 C12H22O4 106-19-4

Hexanedioic acid, dipropyl ester

Pr OC( 0) ( CH2 ) 4 C( 0) OPr

230 C12H22O4 70429-46-8
Cyclohexanecarboxylic acid, 3,6-dihydroxy-2,2,6-trimethyl-, ethyl

ester

HO Me

OH

230 Ci2H3oSi2 1633-09-6
Disilane, hexaethyl-

Et

I V
Et SI SI Et

M 1

Et

100

BO

80

40

20

0
10 20 30 40 60 60 70 BO 90 100 110 120 130 140 160

160 170 180 190 200 210 220 230 240 260 2«0 270 280 290 300

230 C13H14N2S 42141-20-8
2H-l,2,3-Benzothiadiazine, 5,6,7,8-tetrahydro-2-phenyl-

230 CuHnClO
Ethanone, l-(2'-chloro[l,l'-biphenyl]-4-yl)-

jCdO
Ac Cl

3808-89-7

230 C 14H18N2O 67134-50-3
Acetic acid, l-(l-cyclopenten-l-yl)-2-methyl-2-phenylhydrazide

Ac



230 EPA/NIH MASS SPECTRAL DATA BASE 5669

230 C 16H18O2 477-43-0
Azuleno[4,5-6]furan-2(3H)-one, decahydro-3,6,9-tris(methylene)-,

[3aiS-(3aa,6aa,9aa,9b/3)]-

230 C15H18O2 74793-64-9
Cyclopentanecarboxylic acid, 2-methyl-4-(phenylmethylene)-,
methyl ester

1*0 170 ISO 100 200 210 220 230 240 250 2S0 270 280 200 300

180 170 180 100 200 210 220 230 240 260 280 270 280 200 300
230 C15H22N2

Propanedinitrile, dicyclohexyl-

74764-28-6

230 C15H18O2 64129-24-4
Cyclopent[a]inden-8(lH)-one, 2,3,3a,8a-tetrahydro-3a-meth=

oxy-2,2-dimethyl-

o

OMe

230 C15H18O2 74793-52-5
Cyclopropanecarboxylic acid, 2,2-dimethyl-3-(l-phenyl-2-

propenyl)-, cis-

CO2 HACHCH:CH 2

l-i, 1,1
1

,1-.. .M L., .1.1
, ,

1. 1 J 1 1
10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

M r-J-,
.

1 1
180 170 180 ISO 200 210 220 230 240 250 280 270 280 200 300

230 C16H10N2 6292-62-2
Benzonitrile, 4,4’—(1 ,2-ethenediyl)bis-



5670 EPA/NIH MASS SPECTRAL DATA BASE 230

230 CieHsaO 16821-80-0

Bicyclo[2.2.1]heptan-2-ol, l,7,7-trimethyl-2-phenyl-

230 CisHm
Pyrene, 1,9-dimethyl-

74298-70-7

10 20 30 40 50 60 70 SO 80 100 110 120 130 140 150

231 C10H17NO6

Aspartic acid, JV-acetyl-, diethyl ester, L-

1069-39-2

NHAc
I

Et OC( 0) CH 2 CHC( 0) OEt

231 C12H9NO2S
Benzene, l-nitro-2-(phenylthio)-

no2

4171-83-9

231 C12H25NOS
Carbamothioic acid, dimethyl-, O-nonyl ester

Mo ( CH 2 ) a OC( S) NMe

72101-36-1

10 20 30 40 50 60 70 80 80 100 110 120 130 140 150

231 C13H13NOS 54001-03-5
Ethanone, l-[4-methyl-2-(4-methylphenyl)-5-thiazolyl]-

231 C14H17NO2 91-44-1
2H-l-Benzopyran-2-one, 7-(diethylamino)-4-methyl-

Et
1

EtN

160 170 160 180 200 210 220 230 240 250 260 270 280 280 300



232 EPA/NIH MASS SPECTRAL DATA BASE 5671

231 C 16H21NO 74793-56-9
Cyclopentanecarboxamide, 3-ethyl-2-methyl-N-phenyl-

CONHPh

Et Ms

231 CieHuBN 42051-52-5
lif-Pyrrole, l-(diphenylboryl)-

Ph

^N-BPh

232 (CFaN2)2 17805-17-3
Formamidine, tetrafluoro-, dimer

232 C2He0.i/4Ti 3087-36-3
Ethanol, titanium(4+) salt

E«0H • 1/4 Tl (IV)

232 C8H 3CI3N2 2958-87-4
Quinoxaline, 2,3,6-trichloro-

80-

80-

40-

"1 uJ iIl in Jill, jin 1 . .i 1 it. - i .. j

10 20 30 40 60 80 70 80 90 100 110 120 130 140 150

SO-

SO-

40-

20-

L id

180 170 180 190 200 210 220 230 240 260 280 270 280 290 300

232 C8Hio05.2Na 129-67-9
7-Oxabicyclo[2.2.1]heptane-2,3-dicarboxylic acid, disodium salt

COjH

co2 h

• 2Na

.j i, J„.
10 20 30 40 6O4 80 70 80 90 100 110 120 130 140 160

L

180 170 180 190 200 210 220 230 240 260 280 270 280 290 300



5672 EPA/NIH MASS SPECTRAL DATA BASE 232

232 CioHieOtS 74367-03-6

Cyclopentenepropanoic acid, a-(methylsulfonyl)-, methyl ester

so2 m#

CH 2 CHC( 0) OMe

-2H

232 CioH28Si3 1068-69-5
Silane, methylidynetris[trimethyl-

TMSCHTMS
I

TMS

232 C12H8O3S 19346-86-2
p-Benzoquinone, 2-hydroxy-5-(phenylthio)-

0

232 Ci2H9Br 92-66-0
l,l'-Biphenyl, 4-bromo-

Ph

100

ao

to

40

20

0

100

to

to

40

20

0
140 170 180 1«0 200 210 220 230 240 260 280 270 280 260 300

-i r , H J - ; -III -i- , (-
10 20 30 40 SO 80 70 80 80 100 110 120 130 140 160

232 C12H12N2O3 33231-92-4
3(2H)-Pyridazinone, 6-hydroxy-2-(j8-hydroxyphenethyl)-

0 Ph

C
.CH 2 CHOH

232 C13H12O2S 75601-33-1
Benzoic acid, 4-(2-thienyl)-, ethyl ester

EtOC(O)

100

00

eo

40

20

0

100

80

00

40

20

0

232 C13H13PS 13639-74-2

Phosphine sulfide, methyldiphenyl-

s
11

PhPPh
I

Me

100

to

to

40

20

0
100 110 120 130 140 ISO

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

—il r

ISO 170 180 180 200 210 220 230 240 250 260 270 280 290 300



232 EPA/NIH MASS SPECTRAL DATA BASE 5673

100

80

80

40

20

0
180 170 180 190 200 210 220 230 240 250 200 270 280 290 800
ni l

232 C16H 12N2

Pyrazine, 2,5-diphenyl-
5398-63-0

232 C13H17BO3 74646-10-9
Ethanone, l-{2-ethyM-methyl-5-phenyl-l,3,2-dioxaborolan-^l-yl)-

232 CHH20N2O 69393-46-0
Methanone, lif-imidazol-2-yl(octahydro-4a(2if)-naphthalenyl)-,

trans-

CD
coMVNH

232 C 14H20N2O 69393-47-1
Methanone, Lff-imidazol-4-yl(octahydro-4a(2H)-naphthalenyl)-,

trans-

CD
CO

H

232 CieHiaNz 74764-52-6
Pyridine, 2,2'-(l,2-phenylene)bis-

232 C 17H28 6742-54-7
Benzene, undecyl-

Ph ( CHi ) 1 0 Ma

232 CigHie 1720-32-7
Benzene, l,l'-(l,3,5-hezatriene-l,6-diyl)bi8-

PhCH sCHCH :CHCM =CHPh

100

80

00

40

20

0
10 20 30 40 50 80 70 80 90 100 110 120 130 140 150



5674 EPA/NIH MASS SPECTRAL DATA BASE 232

100-

60-

20-

.till ,i.. Ill ..,i 1

160 170 180 190 200 210 220 2M 240 250 260 270 280 290 300

233 C9H16NO4S 58467-34-8
2,5-Pyrrolidinedione, 3-[l-(ethylsulfonyl)ethyl]-4-methyl-

90 100 110 120 130 140 ISO

233 Ci2H8C1NS
lOH-Phenothiazine, chloro-

72378-91-7

233 C12H11NO2S 67387-02-4
Ethanone, l-[4-(hydroxymethyl)-2-phenyl-5-thiazolyl]-

Ac

b_J.ll .1, .1 .1 iL 1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

1 ! 1 i.
1 i . 1 .i —i 1

"“ < r—hi 1 ! 1 *1 *

130 170 180 190 200 210 220 230 240 250 260 270 280 290 300

233 C13H15NO3 58422-71-2
Ethaneperoxoic acid, 1-cyano-l-phenylbutyl ester

Ph
I

AcOOCPr
I

CN

233 C13H 15NO3 58422-72-3
Ethaneperoxoic acid, l-cyano-2-methyl-l-phenylpropyl ester

Ph

lr
Ac OOCCHMe

I

CN

233 CuHnTi 12087-70-6
Titanium, [(l,2,3-r;)-2-butenyl]bis(T/&-2,4-cyclopentadien-l-yl)-



233 EPA/NIH MASS SPECTRAL DATA BASE 5675

233 C14H19NO2

Benzenepropanamide, N-3-butenyl-4-methoxy-

CH2 CH 2 CONHCH 2 CH 2 CH :CH 2

56004-06-9

233 C14H19NO2 67257-61-8
Pyrrolidine, 2-[2-(3,4-dimethoxyphenyl)ethenyl]-, (2?)-(±)-

100

00

00

40

20

0

100

00

00

40

20

0
100 170 100 1M 200 210 220 230 240 250 260 270 280 290 300

MeO. /NV
CH : CH T >

233 C16H27N 66889-09-6
Azacyclododeca-l,5,9-triene, 3,3-dimethyl-12-(l-methylethyl)-

100

00

00

40

20

0

100

00

00

40

20

0

Pr-I

LalJ, J l ililiil j! ...1 lL ^
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Lu-j
1

L_ L Ji
, , , ,

—r— 1
—

i T
• • -r — -T——i 1 > 1 1 t 1

100 170 100 190 200 210 220 230 240 250 200 270 200 290 300

233 C16H27N 66889-11-0
Cyclohexanamine, 3,6-diethenyl-2,2-dimethyl-iV-(2-methyl :=

propylidene)-

i 1 ,1 .1 lL Jill.. I.ll lL 1 . 111 . ill. mull X h.

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

rU-r—

1

L 1- .

***
1
— 1“ 1

‘ “ h
l

‘ I"**" 1 ? 1 > t
1 1

-i-—- > —1 " r- r—1 1 1 1 1 ? r—
160 170 100 190 200 210 220 230 240 250 260 270 280 290 300

233 C16H27N 66889-12-1
5,10-Undecadien-3-amine, 2-methyl-N-(2-methyl-2-propenyl=

idene)-

Me
I

CHMe CHj
I II

H 2 CsCH(CH 2 ) 3 CH:CHCH 2 CHN = CHCMe

100

80

80

40

20

0

100

00

00

40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

.i i.Li u ^
10 20 30 40 50

VIIIIIIIT 1

80 70 80 90 100 110 120 130 140 150

1 f -1 i
—

1 f 1 1 1 r

233 C17H15N 72101-45-2
Cyclopropanecarbonitrile, l-methyl-2,2-diphenyl-, (+)-

Ph

180 170 180 180 200 210 220 230 240 2S0 280 270 280 290 300



5676 EPA/NIH MASS SPECTRAL DATA BASE 234

234 C7H7IO
Benzene, l-iodo-4-methoxy-

696-62-8 234 CioHisOe 74685-84-0
Butanedioic acid, 2,3-dimethoxy-, diethyl ester

OMa

I r
EtOC(O) CHCHC( 0) OEt

234 C7H10CI4 51287-99-1
1-Heptene, 5,7,7,7-tetrachloro-

ci ci
1 1

H2C:CHCH2CH 2 CHCH 2 CCI

Cl

234 C10H19O4P 54543-01-0
Phosphonic acid, (3-methyl-2-oxo-3-pentenyl)-, diethyl ester, (E)-

Me OEt
1 1

Me CH s CCOCH 2 P OE t

II

0

234 C9H5F3O4 69745-79-5
Benzoic acid, 4-[(trifluoroacetyl)oxy]-

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 ISO

234 CioHisCLS 673-79-0
Propanoic acid, 3,3'-thiobis-, diethyl ester

E t 0C( 0) ch 2 ch 2 sch 2 GH 2 C( 0) OE t

80 -

40-

20 -

Jjii. in, 1
,

1. ftil. y.

10 20 30 40 SO 60 70 80 90 100 110 120 130 140 ISO

180 170 180 190 200 210 220 230 240 2S0 280 270 280 290 300

234 C 10H19O4P 54543-03-2
Phosphonic acid, (3-methylene-2-oxopentyl)-, diethyl ester

H2 C OEt
II I

E t CCOCH 2 POE t

II

0

80

60

80

60

234 C11H10N2O4 34356-36-0
Sydnone, 4-acetyl-3-(4-methoxyphenyl)-



234 EPA/NIH MASS SPECTRAL DATA BASE 5677

too

80*

60 *

40*

20-

1 .

180 170 180 100 200 210 220 230 240 260 280 270 280 200 300

234 C 11H10N2O4 69978—06—9
Sydnone, 4-acetyl-3-(3-methoxyphenyl)-

234 Ci2Hio02Ti 12129-51-0
Titanium, dicarbonylbi8(7?5-2,4-cyclopentadien-l-yl)-

OMe

234 CnHuClFe 12093-15-1
Ferrocene, (chloromethyl)-

CH2C1
l

H

234 Ci^ioOS;. 74810-14-3

[ 1 ,2]Dithiolo[ 1 ,5-6] [1,2] oxathiole-Z-S™, 2-methyl-5-phenyl-

100

80

60

40

20

0

100 110 120

234 Ci2Hio06 35310-82-8

1,4-Naphthalenedione, 3,6-dihydroxy-5-methoxy-2-methyl-

0

MeO O

234 Ci 2Hh03P 4712-55-4
Phosphonic acid, diphenyl ester

0
m

PhOPHOPh

ISO 170 ISO ISO 700 210 220 230 240 2*0 760 270 7S0 7*0 300



5678 EPA/NIH MASS SPECTRAL DATA BASE 234

234 C12H14N2O3

DL-Tryptophan, 5-methoxy-
28052-84-8

234 C13H18N2O2 2164—08—1
lH-Cyclopentapyrimidine-2,4(3/f,5H)-dione, 3-cyclohexyl-6,7-
dihydro-

0

234 ChHisOs 7464-48-4
Benzoic acid, 4-methoxy-, cyclohexyl ester

234 C16H22O2 74793-63-8
Tricyclo[5.1.0.02-4

]oct-5-ene-5-propanoic acid, 3,3,8,8-tetramethyl-

Me Ma

HO2CCH2CH2

eo-

40-

20

lll-i Li.l, lilii.nl J1I1L 1L1
10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

100

80

60

40

20

0

234 C17H14O 607-58-9
Naphthalene, l-(phenylmethoxy)-

OCH2 Ph

il "
, 1

—

i" 1 1 1 1 1 1 1 r-
160 170 180 190 200 210 220 230 240 260 260 270 260 290 300

100-

80-

60 *

40 *

20-

10 20 30 40 60 60 70 80 9C 100 110 120 130 140 160

80-

60-

40-

20-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

234 C 17H14O 6245-96-1
Naphthalene, l-(phenoxymethyl)-

CH2 OPh

234 C17H30 74744-55-1
3-Heptadecen-5-yne, (Z)~

Me ( CH2 ) 1 0 C:CCH =CHEt

80-

60-

40-

20-

4 i,
.1

,
h fl,, 1 l 1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



235 EPA/NIH MASS SPECTRAL DATA BASE 5679

ISO 170 ISO ISO 200 210 220 230 240 250 200 270 280 280 300

235 C6H10O2.Cs

Propanoic acid, 2,2-dimethyl-, cesium salt

20442-70-0 235 C11H10N.Br
Pyridinium, 1-phenyl-, bromide

35511-30-9

MejCCCfcH • Cs

310 320 330 340 380 380 370 380 380 400 410 420 430 440 480

235 CsHaeNOSia 17883-25-9
Disiloxanamine, l,l,3,3,3-pentamethyl-iV-(trimethylsilyl)-

Me Me Me

MeSI OSI NHSIMe

Me Me Me

. 1 1 .

10 20 30 40 60 80 70 80 80 100 110 120 130 140 150

235 C 10H9N3O4 69978-10-5
Sydnone, 4-[(hydroxyimino)methyl]-3-(4-methoxyphenyl)-

o'VM

+,ph
N

310 320 330 340 360 380 370 380 380 400 410 420 430 440 450

235 C14H21NO2

Isoxazolidine, 5-butoxy-2-methyl-3-phenyl-

Ph 0( CH 2 ) 3 Me

N-0
/

Mo

19331-62-5

235 C 14H21NO2 39076-23-8

Carbamic acid, [2,6-bis(l-methylethyl)phenyl]-, methyl ester

NHC(O) OMe

10 20 30 40 50 60 70 80
* f 1 I f I »

90 100 110 120 130 140 150

L ,—L., U rJl— 1

180 170 ISO 180 200 210 220 230 240 250 280 270 280 280 300



5680 EPA/NIH MASS SPECTRAL DATA BASE 235

235 C16H29N
Cyclohexanamine, iV-cyclodecylidene-

74810-29-0 236 C9H16O7 31506-18-0
a-D-Glucopyranosiduronic acid, methyl 4-O-methyl-, methyl ester

CO""0 C(O)0M«

A
MsO

[
OMe

OH

10 20 30 40 60 SO 70 60 80 100 110 120 130 140 160

ll , 1 1. 1. l

100-

80-

80-

40-

20-

1 ,i „ L - i .

160 170 160 180 200 210 220 230 240 260 260 270 2C0 280 300 10 20 30 40 60 60 70 80 90 100 110 120 130 140 150

236 C8H12O4S2 74421-29-7
Cyclobuta[l,2-6:4,3-6']dithiophene, octahydro-, 1,1,6,6-tetraoxide,

(3aa,3bj8,6aj8,6ba)-

oo oo
\W/ Mrm

. . L il » 1 1:U r—1-
10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

236 C8H12O4S2 74421-30-0
Cyclobuta[l,2-6:3,4-6']dithiophene, octahydro-, 1,1,4,4-tetraoxide

0 0
\\//

s.

0V
0

era

L Ll jul _ij h L LL,
10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

— SBS —&—-

80-

60 •

40-

236 C9H16O7 31506-19-1
a-D-Glucopyranosiduronic acid, methyl 3-O-methyl-, methyl ester

C( 0) OMa

0
HO 1

f OMe

OH

236 CeHieOv 31506-20-4
of-D-Glucopyranosiduronic acid, methyl 2-O-methyl-, methyl ester

C( 0) OMe

0
HO*—

|

OMe

OMe

100

80

60

40

20

0

100

80

60

40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

, , ,
1 _.L 1. i.| i i

j

..

,

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160



236 EPA/NIH MASS SPECTRAL DATA BASE 5681

236 * CgHaOsSi 2530-83-8

Silane
,
trimethoxy[3-(oxiranylmethoxy)propyl]-

o^ r
CH 2 0(CH 2 )sSI OMe

OMe

236 C10H14CI2O2 59609—49—3
Cydopropanecarboxylic add, 3-(2,2-dichloroethenyl)-2

)
2-dimethyl-,

ethyl ester

Cfojoet

236 C10H20O6 4261—26—1
D-Glucose, 2,3,4,5-tetra-O-methyl-

OCH
|

OMe

Me ochchchchch 2 oh

ll '
Lli Li LjJ i. I 1J1

10 20 30 40 50 60 70 00 90 100 110 120 130 140 160

1*0 170 180 180 200 210 220 230 240 250 280 270 280 290 300

236 C 10H20O6

D-Glucose, 2,3,5,6-tetra-O-methyl-

OMe

MeO OH CHOlilt
MeOCHj CHCHCHCHOMe

13554-83-1

100

80

80

40

20

0

10 20 30 40 50 80 70 80 80 100 110 120 130 140 ISO
A 1

100

80

80

40

20

0
180 170 180 180 200 210 220 230 240 2S0 280 270 280 290 300

236 C10H20O6

D-Galactose, 2,3,4,5-tetra-O-methyl-

OMe

OMe

OCH
I

Me OCHCHCHCHCH 2 OH

69502-91-6

236 CioHzoOe 69502-94-9
D-Xylopyranoside, methyl 5-C-methoxy-2,3,4-tri-0-methyl-

MeO

OMe

236 C 11H 13BO5 74810-59-6
D-Ribo9e, cyclic 2,4-(phenylboronate)

CHO
l

HC Ov
I \

HC-OH B-Ph
I /

HC 0
I

ch 2 oh

100

80

80

40

20

0
10 20 30 40 SO 80 70 80 80 100 110 120 130 140 190



5682 EPA/NIH MASS SPECTRAL DATA BASE 236

1

236 Ci3H24N2Si 66436-37-1
Hydrazine, 2-(butylmethylphenylsilyl)-l,l-dimethyl-

160 170 160 190 200 210 220 230 240 260 260 270 280 290 300

236 C12H16N2O3 16118-45-9
Propanamide, iV-ethyl-2- [ [

(phenylamino)carbonyl]oxy]

-

Mo Ph
I l

MoNNHSI (CH2 )aMo

Me

E t NHCOCHOCj 0) NHPh
0-1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

-il*
,•*

L

I* 1 1- , ,li. | . - , 1

80-

60-

40-

20-

0 J 1.1.
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

236 C13H10CI2

Benzene, l-chloro-4-(chlorophenylmethyl)-

134-83-8

Ph
I

CHCI

j|
160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

236 C 13H16O4

Propanedioic acid, phenyl-, diethyl ester

Et OC( 0) CHC( 0) OEt

83-13-6

10 20 30 40 60 60 70 80 80 100 110 120 130 140 160

180 170 180 190 200 210 220 230 240 260 260 270 280 290 300

236 C14H8N2O2 64118-73-6
6H-Indolo[3,2,l-de] [1,5]naphthyridin-6-one, 5-hydroxy-

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

236 C14H20O3

Acetic acid, (p-teri-butylphenoxy)-, ethyl ester

3344-19-2

236 C14H20O3 69494-12-8
Furan, tetrahydro-5-methoxy-2-(2-methoxy-4-methylphenyl)-
2-methyl-

100

80

80

40

20

0
10 20 30 40 60 60 70 80 90 100 110 120 130 140 ISO

,11 ll, ,1 ,1 ,

1 I
, ,

I
,

III



236 EPA/NIH MASS SPECTRAL DATA BASE 5683

100

ao

00

40

20

0
160 170 180 190 200 210 220 230 240 2S0 260 270 280 290 300

236 C16H24S
Benzene ,

l-methyl-4-[ (1-propylpentyl)thio] -

74685-80-6

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

236 C16H12O2 4070-75-1
2-Butene-l,4-dione, 1,4-diphenyl-

Ph COCK = CHCOPh

236 C 16H12O2 6531-35-7
9,10-Anthracenedione, 2,3-dimethyl-

p

o

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

*-,l I. ,i
. 1 ,i.

,
i

160 170 180 190 200 210 220 230

1

240 250 260 270 280 290 300

236 C 16H16N2 5393-49-7
Benzenamine, N^V'-(l,2-dimethyl-l,2-ethanediylidene)bis-

1 1

PhN»CC=NPh

236 C16H16N2 50896-13-4
Bicyclo[8.2.2]tetradeca-5,10,12,13-tetraene-4,7-dicarbonitrile,

(4R*,5E,7S*)-

236 C 16H 16N2 75379-01-0
2/f-Indazole, 3-(l-methylethyl)-2-phenyl-

1

100

80

60

40

20

0

100

80

80

40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

236 CieHssB 74779-67-2
Borolane, 3-ethyl-4-methyl-l,2,2-tris(l-methylethyl)-

Pr-I

Pr-I

Pr-i

Me Et

100

80

60

40

20

0

10 20 30 40 60 60 70 60 90 100 110 120 130 140 150

i
, LjuJi 1

,
k i. ,i



5684 EPA/NIH MASS SPECTRAL DATA BASE 236

100

80-

60-

40-

20-

0 Ifa
|
«;!

, |
—-> | I —

I y 1 I I- r-
160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

236 CnHieO 58111-76-5
llff-Cyclohepta[a]naphthalen-ll-one, 9,10-dihydro-9,9-dimethyl-

237 C<HF702.Na 2218-54-4
Butanoic acid, heptafluoro-, sodium salt

F3CCF2CF2CO2H • Na

237 CsHsB^N 63262-97-5
Cyclopropanecarbonitrile, 2,2-dibromo-l-methyl-

CN

Br

236 CxtHibO 58111-77-6
7if-Cyclohepta[a]naphthalen-7-one, 8,9-dihydro-9,9-dimethyl-

236 CnHieO 69576-83-6
77f-Cyclohepta[6]naphthalen-7-one, 8,9-dihydro-9,9-dimethyl-

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

237 CsHieNOsP 18250-63-0
Phosphoric acid, 3-(dimethylamino)-l-methyl-3-oxo-l-propenyl

dimethyl ester, (Z)-

Me OMe
I I I

Ma NCOCH s COPOMe
II

0

J u ^ Ll -

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

ISO 170 180 190 200 210 220 230 240 250 280 270 280 290 300

180 170 180 190 200 210 220 230 240 250 260 270 280 290 300



237 EPA/NIH MASS SPECTRAL DATA BASE 5685

237 C9H7NSOS2 57726-52-0

Benzamide, iV-5ff-l,3 (
2,4-dithia(^-Siv)diazol-5-ylidene-4-methyl-

237 CioHvNOSe 39812-13-0
Benzo[fe]selenophene-2-carbonitrile, 3-(hydroxymethyl)-

OH

100

ao

60

40

20

0

100

60

60

40

20

0
160 170 160 160 200 210 220 230 240 250 260 270 260 290 300

L J fa J 4IJ.il]
10 20 30 40 50 60 70 60

™l T 1
1 1 1 1 1

60 100 110 120 130 140 150

i.
. i , .j 4. j i , , r_^_

237 CioH7NOSe 39812-16-3
Benzo

[
b

]
8elenophene-3-carbonitrile, 2-(hydroxymethyl)-

OH

237 C 12H15NO2S 57186-75-1
Pyridine, 1 ,2,3,6-tetrahydro-l-[(4-methylphenyl)sulfonyl]-

O
Ms

100

•0

so

m
30

0

10 20 SO 40 SO SO 70 SO SO 100 110 120 ISO 140 ISO

237 C 14H23NO2 50650-76-5
2(lif)-Pyridinone, l-hydroxy-4-methyl-6-(2,4,4-triinethylpentyl)-

o

237 C14H23NO2

Ethanol, 2- [2-(butylphenylamino)ethoxy]-

Ph
I

HOCH 2 CH 2 OCH 2 CH 2 N ( CH 2 ) J Ms

63455-64-1

237 C14H23NS 74630-19-6
Pyridine, 2,4-dibutyl-6-(methylthio)-



6686 EPA/NIH MASS SPECTRAL DATA BASE 237

237 C15H11NO2 66662-28-0
2(lif)-Quinolinone, 4-phenoxy-

OPh

100-

80-

80-

40-

20-

i 1 Lu Li 1

10 20 30 40 60 80 70 80 80 100 lio 120 130 140 160

eo«

60*

40-

20-

l i

180 170 180 190 200 210 220 230 240 260 280 270 280 290 300

238 C8H6CI3O2 2694-06-6
Benzoic acid, 2,3,6-trichloro-, methyl ester

ci

too

80

80

40

20

0

100

80

80

40

20

0

238 CsHeN^s 67-20-9
2,4-Imidazolidinedione, l-[[(5-nitro-2-furanyl)methylene]amino]-

10 20 0 40 60 60 70 80 90 100 110 120 130 140 160

jl 1 , , It
ISO 170 180 100 200 210 220 230 240 260 280 270 280 200 300

I

10 29 30 40 60 M 70 80 80 100 110 120 130 140 60

•
. -.1

180 170 180 190 200 210 220 230 240 260 280 270 280 290 300

238 C9H9CI3O 74313-14-7
Benzene, l-methoxy-3,5-dimethyl-, trichloro deriv.

Mo

i- i
1 liiil , .hi. .. I 1 mi.

10 20 30 40 SO 80 70 60 80 100 110 120 130 140 160

238 C9H12CI2O3 68200-76-0
2-Butanone, 4-[3-(acetyloxy)-2,2-dichlorocyclopropyl]-, cis-

ci

238 CgHisOBS 64018-44-6
l,3-Dioxolane-4-ethanol, 2,2,4-trimethyl-, methanesulfonate, (S)-

CH 2 CH 2 0S02 Me

Me

238 CgHigBrS 64053-04-9
Octane, l-bromo-8-(methylthio)-

MeS( CH2 ) 8 Br

100

80

80

40

20

0
10 20 30 40 50 80 70 80 90 100 110 120 130 140 160



238 EPA/NIH MASS SPECTRAL DATA BASE 6687

238 CnHioOSe 26526-38-5
Ethanone, l-(2-methylbenzo[6]selenophene-3-yl)-

238 C 10H10N2O3S 74764-44-6

Benzamide, N-(aminocarbonyl)-iV-(l-thioxoethoxy)-

conh 2
1

MeC(S) ONCOPh

100

•0

.
60

40

20

0

100

80

00

40

20

0
160 170 160 100 200 210 220 230 240 260 260 270 280 200 300

.j
f

•. . ji
(

llil.jl..
(

. |

... 1

10 20 30 40 60 SO 70 60 90 100 110 120 130 140 160

i

238 C10H17CI2P 74630-16-3
Phosphonous dichloride, (l,7,7-trimethylbicyclo[2.2.1]hept-2-yl)-

100

so

so

40

20

0

100

SO

SO

40

20

0

238 CnHisBOe 74793-46-7
DL-Xylitol, cyclic 2,3-(phenylboronate)

CH2OH

OH

CHCHjOH

B—

0

/
Ph

10 20 30 40 60 SO 70 SO 90 100 110 120 130 140 160

a l| , , r-I 1 I l—M' , , T" lh
| Ill 'I | >

ISO 170 160 100 200 210 220 230 240 250 260 270 280 200 S00

10 20 30 40 60 60 70 80 00 100 110 120 ISO 140 160

160 170 ISO 100 200 210 220 2S0 240 260 260 270 260 200 S00

238 C12H8CI2O
[1,1'-Biphenyl]-4-ol, 2' ,5'-dichloro-

53905-28-5

160 170 180 190 200 210 220 230 240 260 260 270 260 260 300

gna,

238 CnHioOSe 20984-18-3
Ethanone, l-(3-methylbenzo[6]selenophene-2-yl)-

10 20 30 40 60 SO 70 60 90 100 110 120 130 140 160

. J
,i J j

160 170 ISO 190 200 210 22C 230 240 260 260 270 260 290 300

100

so

so

40

20

0

100

SO

60

40

20

0
ISO 170 ISO 100 200 210 220 230 240 260 260 270 260 290 SOO

. 1 -

10 20 30 40 60 SO 70 60 90 100 110 120 130 140 160

. 1 - -r U ,



5688 EPA/NIH MASS SPECTRAL DATA BASE 238

238 CwHsCbO 53905-29-6
[l,r-Biphenyl]-3-ol, 2' ,5'-dichloro-

ci

Cl OH

238 C12H8CI2O 72101-18-9
[l,l'-Biphenyl]-3-ol, dichloro-

238 C12H14O6 34019-32-4
1/7-2-Benzopyran-l-one, 3,4-dihydro-8-hydroxy-6,7-dimeth=
oxy-3-methyl-, (R)~

238 Ci2HisBr
Benzene, l-bromo-4-(l,3-dimethyl-3-butenyl)-

74630-77-6

Me CH 2
I II

CHCHs CMe

238 Ci2Hi6Br
Benzene, l-bromo-4-(l,3-dimethyl-2-butenyl)-

74630-78-7

Me Me
I I

CHCHsCMe

,
JlL,. j!

l‘ ‘l“I 1—I—
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

80-

60-

40-

20 -

o 1 * H & .11
, . .

280 290 300

238 Ci2Hi6Br
Benzene, l-bromo-4-(4-methyl-4-pentenyl)-

ch 2
11

( CH2 ) 3 CMe

74630-79-8

....i.l ...i, i. .I. .11 ...

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

U L-„

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



238 EPA/NIH MASS SPECTRAL DATA BASE 5689

238 C12H18N2O3 72360-97-5
4,6(l/f,5H)-Pyrimidinedione, 2-methoxy-l-methyl-5-(l-

methylethyl)-5-(2-propenyl)-

1

Me

238 C13H18O4 59036-89-4
Benzoic acid, 2,4-diethoxy-, ethyl ester

C(O) OEt

'OEt

238 C13H18O4 75332-44-4
Benzoic acid, 3,4-diethoxy-, ethyl ester

100

ao

60

40

20

0

100

60

60

40

20

0

238 CuHzzBCh 74630-06-1
4H-l,3,2-Dioxaborin, 2-ethyl-4-methyl-4,6-bis(2-methylpropyl)-

100

80

60

40

20

0<

10 20 30 40 50 60 70 60 90 100 110 120 130 140 160

238 C14H27BO 2 74646-13-2
4H-l,3,2-Dioxaborm, 4,6-bis( 1 ,

l-dimethylethyl)-2-ethyl-4-methyl-

l\
B
-'°vv/,Bu-t

V
100

80

60

40

20

0

100

80

60

40

20

0

238 C15H23CI 64275-44-1
5,10-Pentadecadiyne, 1-chloro-

Cl ( CH 2 ) 4 C:C( CH 2 ) 3 C:C( CH 2 ) 3 Me

100

80

60

40

20

0

100

80

80

40

20

0

238 C 16H26O 2 19754-58-6
2i?-Pyran, 2-(9-decynyloxy)tetrahydro-

CH 2 ) 8 C:CH

100

80

60

40

20

0

100

80

60

40

20

0

238 C16H26O 2 64275-68-9
5,10-Pentadecadienoic acid, {EyE)-

H02 C(CH 2 )sCH 2CH(CH 2 )3CH:CH(CH 2 )]Me

100

80

80

40

20

0

10 20 30 40 60 60 70 60 90 100 110 120 130 140 160



5690 EPA/NIH MASS SPECTRAL DATA BASE 238

100 j
80-

eo-

40 -

20 *

0" |
*

| —

1

‘ i
"

1
1

I I I *1 I I I' I I "1"
180 170 160 100 200 210 220 230 240 260 280 270 280 200 300

238 C16H26O2 64275-69-0
5,10-Pentadecadienoic acid, (Z,Z)-

H02C(CH2)3CH=CH(CH 2 )sCH=CH(CH 2 )3Me

238 C16H26O2 64275-70-3
5,10-Pentadecadienoic acid, (E,Z)~

H02 C(CH2 ) 3 CH:CH(CH 2 ) 3 CH :CH( CH 2 ) 3 Me

238 C16H26O2 64275-71-4
5,10-Pentadecadienoic acid, (ZJZ)-

H02 C( CH 2 ) 3 CH :CH( CH 2 ) 3 CH :CH{ CH 2 ) 3 Me

238 C16H14O2

2-Propen-l-one, l-(4-methoxyphenyl)-3-phenyl-
959-23-9

1 1 1 1 ‘ t
1—1

«*•
1

« —1

—

10 20 30 40 SO 60 70 80 90 100 110 120 130 140 ISO

170 180 190 200 210 220 230 240 2S0 260 270 280 290 300

238 C16H14O2 959-33-1
2-Propen-l-one, 3-(4-methoxyphenyl)-l-phenyl-

238 C16H14O2 10519-07-0
2-Propenoic acid, 3-phenyl-, 4-methylphenyl ester

238 C16Hi402 495-71-6
1,4-Butanedione, 1,4-diphenyl-

PhCOCH 2 CH2 COPh

238 C16H14O2 16635-14-6

2-Propen-l-one, l-(2-hydroxyphenyl)-3-(4-methylphenyl)-

100

80

60

40

20

0



238 EPA/NIH MASS SPECTRAL DATA BASE 5691

238 CieHsoO
Cyclopentadecanone, 2-methyl-

52914-66-6

238 C 16H14O2 63839-86-1
9/f-Fluorene-9-methanol, acetate

CH 2 OAc

238 CieHssB 74792-79-3
Borane

, [1 ,2-bis (1-methylethyl)butyl] bis (1-methylethyl)-

Et

Me
1

CHMe

Me Pr-I
I I I

MeCHCHCHBP

r

-

1

238 C 16H18N2 74764-34-4
1-Butanamine, AMphenyl-2-pyridinylmethylene)-

Ph
I

N C = N( CH2 ) 3 Me

10 20 30 40 60 60 70 80 90 100 110 120 130 140 150

100

«

80-

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

60-

40-

20-

o J * 1 » ! 1 *“ 1 1 1 1 T 1 ! — T' i , 1

160 170 160 190 200 210 220 230 240 260 260 270 280 290 300

238 CisHisSi
Silane, 9H-fluoren-9-yltrimethyl-

7385-10-6

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

238 CitHisO 64184-14-1
llH-Cyclohepta[a]naphthalen-ll-one, 7,8,9,10-tetrahydro-9,9-
dimethyl-



5692 EPA/NIH MASS SPECTRAL DATA BASE 238

238 CnHisO 64184-15-2
6if-Cyclohepta[6]naphthaleii-S-one, 7,8,9,10-tetrahydro-8,8-
dimethyl-

o

238 CnHisO 64184-19-6
7if-Cyclohepta[a]naphthalen-7-one, 8,9,10,ll-tetrahydro-9,9-
dimethyl-

238 C17H34 54105-66-7
Cyclohexane, undecyl-

_ ( CH 2 ) 1

0

Mea

100

60

60

40

20

0
160 170 180 100 200 210 220 230 240 260 260 270 260 200 300

238 C18H22 1742-14-9
Benzene, 1,1'-ethylidenebis[3,4-dimethyl-

Me

CH

238 C18H22 2816-98-0
Ethane, l-(2,3-xylyl)-l-(3,4-xylyl)-

Me

Me

238 C18H22 3548—85—4
Benzene, 1 ,1 ’-(1,4-dimethyl-l,4-butanediy1)bis-

100

80

60

40

20

0

100

80

60

40

20

0

160 170 180 190 200 210 220 230 240 260 280 270 280 290 300

II il. I.i..

10 20 30 40 60 60 70 80 00 100 110 120 130 140 160

238 Ci8H22 1087-49-6
Benzene, l,l'-(l,6-hexanediyl)bis-

Ph ( CH 2 ) e Ph

100

80

60

40

20

0

10 20 30 40 SO 60 70 80 90 100 110 120 130 140 160

Ph Ph
I I

MeCHCH 2 CH 2 CHMe



239 EPA/NIH MASS SPECTRAL DATA BASE 5693

238 C 18H22

Benzene, l,l'-(l,2-ethanediyl)bis[3,5-dunethyl-

63376-64-7

1«0 170 '80 180 200 210 220 230 240 260 260 270 280 200 300

239 C8H6CIN5O2 65251-34-5
ZH-Tetrazole, 5-(chloromethyl)-2-(4-nltrophenyl)-

160 170 160 190 200 210 220 230 240 250 260 270 280 200 300

239 C 10H9NO6 5292-45-5
1,4-Benzenedicarboxylic acid, 2-nitro-, dimethyl ester

C( 0) OMe

UaOC(O)

10 20 30 40 SO SO 70 SO 00 100 110 120 130 140 ISO

ISO 170 180 ISO 200 210 220 230 240 280 280 270 280 200 300

239 C 11H10CINO3 58422-80-3
Ethaneperoxoic acid, l-(4-chlorophenyl)-l-cyanoethyl ester

ja
COOAc
I

CN

180 170 180 180 200 210 220 230 240 2S0 260 270 280 200 300

239 C12H17NO2S
Piperidine, l-[(4-methylphenyl)sulfonyl]-

4703-22-4

XX**~Q

239 C12H17NO4 29441-85-8
p-Benzoquinone, 2-hydroxy-5-[ [l-(hydroxymethyl)propyl] =

amino]-3,6-dimethyl-

180 170 180 ISO 200 210 220 230 240 2SO 260 270 280 280 300

239 CisHigCINO 74367-06-9
Benzamide, N^V-bis(l-methylethyl)-, monochloro deriv.

Pr-I
I

PhCONPr-l + Cl

10 20 30 40 50 60 70 60 90 100 110 120 130 140 190

10 20 30 40 50 60 70 60 90 100' 110 120 130 140 ISO

160 170 160 190 200 210 220 230 240 250 260 270 260 290 300



5694 EPA/NIH MASS SPECTRAL DATA BASE 239

239 C13H21NO3 58422-64-3
Ethaneperoxoic acid, l-cyano-3-cyclohexyl-l-methylpropyl ester

a
Me
I

CH 2 CH 2 COOAc
I

CN

160 170 180 190 200 210 220 230 240 260 260

239 C14H9NO3

9,10-Anthracenedione, l-amino-4-hydroxy-
116-85-8

160 170 160 190 200 210 220 230 240 260 260 270 260 290 300

239 C16H17N3
Guanidine, 7V^ZV'-bis(2-methylphenyl)-

97-39-2

. i . ..I

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

j l
160 170 180 190 200 210 220 230 240 250 260 270 260 290 300

CieHnNO 68014-50-6
Acetamide, JV-(2,6-dimethylphenyl)-iV-phenyl-

Me Ph

,NAc

II

239 C17H21N 68014-58-4
Benzenamine, 2,6-dimethyl-iV-(2,4,6-trimethylphenyl)-

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

240 C6H7F3N4OS 25366-23-8
Urea,iV^V'-dimethyl-ZV-[5-(trifluoromethyl)-l,3,4-thiadiazol-2-yl]-

Me
N 1

^^.NCONHMe

FC
I

F

160 170 180 190 200 210 220 230 240 250 260 270 260 290 300

240 CeHioBr2

2-Butene, l,4-dibromo-2,3-dimethyl-

Me

I Y*
Br CH2 C s CCH2 Br

34619-20-0

10 20 30 40 50 60 70 80 90 100 110



240 EPA/NIH MASS SPECTRAL DATA BASE 5695

240 C8HieS4 68449-92-3
l,3-Dithiane-5,5-dithiol, 2-(l,l-dimethylethyl)-

240 CgHgFsSi 58751-80-7
Silane, dimethyl [(pentafluorophenyl)methyl]

-

F

100

ao

90

40

to

0
1M 170 190 190 200 210 220 230 240 250 290 270 290 290 300

240 C10H12N2O 5 1420-07-1
Phenol, 2-(l,l-dimethylethyl)-4,6-dinitro-

NO2

240 CioHnRh 74779-87-6
Rhodium, [(l,2,3-7j)-2-methyl-2-propenyl]bis(7^-2-propenyl)-

HjC'

h 2 c

hc-

•CHj

-ch 2

240 CioH«02Se 26526-42-1
Benzo[5]8elenophene-3-carboxylic acid, 2-methyl-

or
C02H

240 C10H8O3S2 34243-83-9
Ketone, 5-hydroxythieno[3,2-6]thien-2-yl methyl, acetate

100

to

•0

40

20

0
10 20 20 40 50 00 70 00 00 100 110 120 130 140 150



5696 EPA/NIH MASS SPECTRAL DATA BASE 240

240 . CioHnRh 74779-89-8
Rhodium, [(l,2,3-r))-2-butenyl]bis(7j3-2-propenyl)-

HsC

H 2 C

•CHi

HC _
1 ?Me I

H

-CH 2

240 CioHisBzOs 62930-52-3
/3-L-Mannofuranose, 6-deoxy-, cyclic l,2:3,5-bis(ethylboronate)

Me

240 C10H19CI2P 74792-87-3
Phosphonous dichloride, [methyl(l-methylethyl)cyclohexyl]-

Me

Cl PCI

100

60

60

40

20

0
160 170 160 190 200 210 220 230 240 260 260 270 280 290 300

240 C 11H22B2O4 74810-64-3
1,3,2-Dioxaborolane, 4,4'-(l,3-propanediyl)bis[2-ethyl-

S — ( CHj ) 3

240 Ci2H2o03Si 780-69-8
Silane, triethoxyphenyl-

100

80

80

40

20

0
180 170 180 180 200 210 220 230 240 250 280 270 280 280 300

240 Ci2H2iFN2Si 66436-25-7
Hydrazine, 2-[(l,l-dimethylethyl)fluorophenylsilyl]-l,l-dimethyl-

Me Ph
I I

MeNNHSI Bu-t
I

F

100

80

80

40

20

0
10 20 30 40 50 60 70 80 80 100 110 120 130 140 150



240 EPA/NIH MASS SPECTRAL DATA BASE 5697

240 C12H28B2O3 74421-08-2
Borinic acid, dipropyl-, (2-propyl-l,3,2-dioxaborolan-4-yl)methyl

ester

Pr

Pr ~-o/ N CH 2 06Pry

ill, jj lI J J I J

10 20 30 40 50 60 70 60 00 100 110 120 130 140 150

160 170 160 100 200 210 220 230 240 250 260 270 260 290 300

240 C 13H20O4 74793-47-8
Propanedioic acid, bis(2-methyl-2-propenyl)-, dimethyl ester

C( O) 0M«

h 2 c CHj
n 1 N

MSCCH 2 CCH 2 CMe
I

MeOC(O)

Ji iIl it ijlii ii I.!
10 20 30 40 60 60 70 SO 00 100 110 120 130 140 190

160 170 180 190 200 210 220 230 240 250 260 270 260 200 300

240 C 13H20O4 74810-52-9
Cyclopropanepropanoic acid, 3-[l-(methoxycarbonyl)ethenyl]-

2,2-dimethyl-, methyl ester, trans-

U.-7^

CH 2 CH 2 C( 0) OM*

^ 'CC(0)0M.

CH2

, , il. ,.|LAx*. 1,1 II
,

1
,

1,

10 20 30 40 80 80 70 80 »0 1M 110 120 180 140 ISO

180 170 180 100 200 210 220 230 240 2S0 280 270 280 280 800

240 C 13H24N2O2 67370-76-7
Acetamide, Af-[3-(octahydro-2-oxo-li/-azonm-l-yl)propyl]-

180 170 180 100 200 210 220 230 240 260 280 270 280 290 800

240 C 13H20O4 74810-51-8
3-Cyclopentene-l-propanoic acid, 5-(methoxycarbonyl)-2,2-

dimethyl-, methyl ester

1
,

1 jl V. I
,

10 20 30 40 50 60 70 60 00 100 110 120 130 140 150

240 C13H24N2O2

l,5“Diazacyclotridecan-6-one, 1-acetyl-

67370-78-9

10 20 30 40 50 60 70 60 00 100 110 120 130 140 150

160 170 160 100 200 210 220 230 240 250 260 270 260 290 300

160 170 160 100 200 210 220 230 240 250 260 270 260 290 300



5698 EPA/NIH MASS SPECTRAL DATA BASE 240

240 C13H26AIO2 14241-84-0
Aluminum, bis(2-methylpropyl)(2,4-pentanedionato-0,0')-, (T-4)-

+3

Al
I

,0

.CH2CHM82

'CH2CHM92

240 CisHasSh 61227-91-6
Silane, (3,3-diethyl-l-propyne-l,3-diyl)bis[trimethyl-

Et

Me Me
I I I

MeSI C : CCS I Me

240 Ci3H28Si2 61227-92-7
Silane, (1,3-diethyl-l,2-propadiene-l,3-diyl)bis[trimethyl-

H Iv
MeS! C = C = CSI Me

I I

Me Me

240 CuHsCU 81-64-1
9,10-Anthracenedione, 1,4-dihydroxy-

240 Ci4H804

9,10-Anthracenedione, 1,8-dihydroxy-

117-10-2

100-

80

60*

40*

20-

.ill .. .1 .11 .1.

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

80-

60*

40-

20-

!. I L .u iiiiiii*
160 170 180 190 200 210 220 230 2 W 250 260 270 280 290 300

240 C14H12N2O2 69395-24-0
Benzenamine, 2-[2-(2-nitrophenyl)ethenyl]-

CH

H2

100

80

60

40

20

0

100

80

60

40

20

0
160 170 180 180 200 210 220 230 240 250 260 270 280 290 300



240 EPA/NIH MASS SPECTRAL DATA BASE 5699

240 C 14H12N2O2 69707-18-2
Imidazo[2,l-a]isoquinoline-2-carboxylic acid, ethyl ester

240 C 14H24O3

Oxacyclotetradecane-2, 1 1-dione, 13-methyl-
74685-36-2

ll 1,—,JLj |h ,llll il... ,|l-
,

,
,

10 20 30 40 60 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

240 C 14H 12N2O2 75378-91-5
lif-Isoindole-l,3(2ff)-dione, 2-(7-azabicyclo[2.2.1]hept-l-en-7-yl)-

240 Ci4H2sOSi 74810-67-6
Silane, trimethyl[[l-(l-methyl-l-butenyl)cyclohexyl]oxy]-, (Z)-

N N

^-s^OTMS

PC= CHEt

40-

20-

ol

Ll Ji 1 Lj

100 j
10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

240 C 14H24O 3 63922-53-2
4-Pentyne-2,3-diol, 5-[3,3-dimethyl-2-(l-methylethyl)oxira=

nyl]-2,3-dimethyl-

\/\/Pr -' OH Me

'C= CC — CMeMe
, ,

i • 1 i 1 h 1

10 20 30 40 50 W 70 60 90 100 110 120 130 140 150

: U

10 20 30 40 60 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 240 270 280 290 300

240 C 16H12O3 13323-66-5
2-Propen-l-one, l-(2-hydroxyphenyl)-3-(4-hydroxyphenyl)-

240 C 16H12O3 36574-83-1

2-Propen-l-one, l-(2-hydroxyphenyl)-3-(3-hydroxyphenyl)-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

OC~Q

10 20 30 40 60 80 70 90 90 100 110 120 130 140 160



5700 EPA/NIH MASS SPECTRAL DATA BASE 240

100

80

60

40

20

0

240 C16H28O2 17351-34-7
14-Pentadecenoic acid

H2 C:CH(CH2 )i2C02H

240 C15H28O2 32539-85-8
Oxacyclopentadecan-2-one, 15-methyl-

160 170 180 100 200 210 220 230 240 260 260 270 280 200 300

100

80

80

40

20

0

100

80

60

40

20

0

240 C16H16O2 102-20-5
Benzeneacetic acid, 2-phenylethyl ester

100

80

60

40

20

0

240 CieHieCh 574-09-4
Ethanone, 2-ethoxy-l,2-diphenyl-

Ph

PhCOCHOEt

100

80

60

40

20

0

100

80

60

40

20

0

ISO 170 180 100 200 210 220 230 240 280 280 270 280 200 300

PhCH 2 C( 0) OCH2 CH 2 Ph

00 100 110 120 130 140 150

J . 1 L i j J i. .J hi .1.1. ..iii.i Ji

10 20 30 40 50 60 70 80 00 100 110 120 130 140 150

—Ji|i v .. h 1 1—i r—i
1
—T—r—

1
—

i 1 1 1 1
—

1—t 1

160 170 180 100 200 210 220 230 240 250 260 270 280 200 300

240 C16H16O2 957-78-8
1,4-Naphthalenedione, 2-methyl-3-(3-methyl-2-butenyl)-

CH 2 CH:CMe

T

240 C16H20N2

1,2-Ethanediamine, iV^/V'-bisCphenylmethyl)-

PhCHj NHCH 2 CH2 NHCH 2 Ph

140-28-3

80-

60-

40-

20 -

240 C16H20N2 366-29-0
[l,l'-Biphenyl]-4,4'-diamine, JV^V,N'^V'-tetrametbyl-

MeN
I

Me Me

ll

10 20 30 40 50 60 70 80 00 100 110 120 130 140 150

160 170 180 180 200 210 220 230 240 250 280 270 280 200 300

240 C16H32O
Cyclohexanol, dipentyl-

72101-20-3

(CH 2 ) 4 Me

(CH2 )4Me

10 20 30 40 50 60 70 80 80 100 110 120 130 140 150



241 EPA/NIH MASS SPECTRAL DATA BASE 5701

100

80

60

40

20

0

240 C17H38 6418-43-5
Hexadecane, 3-methyl-

Mo
1

M§(CH2)itCHCHfM#

100

to

40

SO'

0

100

00-

00 '

40

»
0-

240 C18H24 38641-19-9
Naphthalene, dibutyl-

10 20 SO 40 90 00 TO 00 90 100 110 120 ISO 140 ISO

100 170 100 100 200 210 220 230 240 2*0 200 270 200 290 900

Mo(CH 2 )j (CHj)jMo

240 C 18H24 65147-76-4
Spiro[cyclobutane-l,l'(2'/f)-phenanthrene], 3',4',4'a,9',10',10'a-

hexahydro-4'a-methyl-, trans-

100

00

M
40

20

0

100

80

80

40

20

0
160 170 180 100 200 210 220 230 240 250 260 270 240 290 300

1. .11. il. UL LAll
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

i , 1 l l

241 CioHnNOe 26791-93-5
Benzoic acid, 4,5-dimethoxy-2-nitro-, methyl ester

m,0v#VC(0)OM|1

MeO^^^'NOj

10 20 30 40 60 80 70 80 00 100 110 120 130 140 150

180 170 180 190 200 210 220 230 240 250 250 270 280 290 300

241 C10H 12CLN3O2 118-43-4
Bicyclo[2.2.1]heptane-2-carbonitrile, 5-chloro-6-[ [[(methyl

=

amino)carbonyl]oxy]imino]-

jtXNOC( 0) NHMe

10 20 30 40 SO 80 70 80 90 100 110 120 130 140 ISO

180 170 180 190 200 210 220 230 240 2SO 280 270 280 290 300

241 CnHisNOsS
Morpholine

,
4-

[
(4-methylphenyl)sulfonyl]

-

6339-26-0

180 170 180 190 200 210 220 230 240 2SO 280 270 2*0 290 300

241 C12H19NO2S
Benzenesulfonamide, N-butyl-N,4-dimethyl-

10285-91-3

SOa N( CHj ) 1

10 20 30 40 SO 90 TO 80 90 100 110 120 130 140 ISO



5702 EPA/NIH MASS SPECTRAL DATA BASE 241

241 C12H19NO2S 57186-71-7
Benzenesulfonamide, iV,4-dimethyWV-(2-methylpropyl)-

jy
S02NBU-1

10 20 30 40 60 SO 70 80 00 100 110 120 130 140 ISO

241 C 12H19NO2S 57186-72-8
Benzenesulfonamide, lV,4-dimethyl-JV-(l-methylpropyl)-

Me
1

SO2 NBu-8

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

241 C12H19NO2S 57186-73-9
Benzenesulfonamide, 2V-ethyl-4-methyWV-(l-methylethyl)-

241 C14H11NO3

Ethanone, l-(4'-nitro[1,1'-biphenyl]-4-yl)-

noj

135-69-3

241 C14H11NO3

9(10H)-Acridinone, l,7-dihydroxy-10-methyl-
65582-55-0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

241 C16H15NO2

l,l'-Biphenyl, 2,4,6-trimethyl-4'-nitro-

39117-68-5

242 C4H4Br202
2,3-Butanedione, 1,4-dibromo-

Br CH a COCOCH2 Br

6305-43-7

. H—

u

10 20 30 40 SO #0 70 80 00 100 110 120 130 140 ISO



242 EPA/NIH MASS SPECTRAL DATA BASE 5703

100 ——
80-

80-

40 -

20-

0 L....—
T
- -

r t I' --
1 » t i‘ A .

180 170 180 190 200 210 220 230 240 260 280 270 280 200 800

242 CeHisISi 18135-48-3
Silane, (3-iodopropyl)trimethyl-

Me
I

I ( CHj ) s S I Me

Me

242 CeHisISi 74810-38-1
Silane, (iodomethyl)dimethylpropyl-

Me
I

ICHjSI Pr
I

Me

242 C8H12CI2O4 65423-14-5
l,4-Dioxan-2-one, 3,3-dichloro-5-( 1-methylpropoxy)-

ci

242 CgHisS^ 69078-78-0
Disulfide, bis[l-(methylthio)propyl]

Et Et
1 1

MeSCHSSCHSMe

242 C8H 19O6P 74685-53-3
Phosphoric acid, 2,2-diethoxyethyl dimethyl ester

EtO OMe
1 1

E t OCHCH2 OP OMe
N
0

242 C9H16B2O4S 74793-32-1
a-D-Ribopyranose, 5-thio-, cyclic l,2:3,4-bis(ethylboronate)



5704 EPA/NIH MASS SPECTRAL DATA BASE 242

242 C 10H10N2OS.CIH 58275-65-3
2(3iJ)-Thiazolimine, 3-hydroxy-4-(4-methylphenyl)-, mono=

hydrochloride

• HCI

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

242 C11H18N2O2S 21230-39-7
Benzenesulfonamide, iV-(3-aminopropyl)-iV,4-dimethyl-

Me
(

S02 N(CH 2 ) 3 NH2

242 C12H18O5 68736-83-4
Cyclopenta[c]pyran-4-carboxylic acid, 1,4a,5,6,7,7a-hexahydro-
6-hydroxy-l-methoxy-7-methyl-, methyl ester, [l.R-(la,=
4aa,6a,7a,7aa)]-

OMa

242 C13H10N2O3 1775-95-7
Methanone, (2-amino-5-nitrophenyl)phenyl-

nh 2

N02

242 C14H10O4 23366-99-6
9H-Xanthen-9-one, l,3-dihydroxy-2-methyl-

0 OH

100

«

80-

60-

40-

20-

1 1 iLLi

10 20 30 40 60 60 70 80 90 100 110 120 130 140 150

80-

60-

40-

20-

1v 1 1 1 1 1 1

160 170 180 190 200 210
iiiiiiiii

220 230 240 250 260 270 280 290 300

242 C 14H10O4 26962-40-3
Benzo[l,2-6:5,4-6']difuran-4,8-dione, 5-methyl-2-(l-methyl=

ethenyl)-



242 EPA/NIH MASS SPECTRAL DATA BASE 5705

242 C14H10O4 55092-48—3
9if-Xanthen-9-one, l,3-dihydroxy-4-methyl-

0 OH

100

•0

60

40

20

0

100

•0

60

40

20

0
160 170 160 190 200 210 220 230 240 260 260 270 260 200 300

o!A,
M*

JjjAilJbLjJj 1 „ liiu . J.
j

iii iii 1

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

1 ki .l.i. —l . .1

242 C14H14N2O2

Benzamide, 3-amino-4-methoxy-iV-phenyl-

CONHPh

120-35-4

242 C14H14N2O2 56410-90-3
lH-Imidazole-4-carboxylic acid, 2-methyl-l-(2-phenylethenyl)-,
methyl ester, (E)-

MeOC(0)^^\
N ^CH = CHPh

Me

242 C14H26O3 2389-02-8
Tetradecanoic acid, 13-oxo-

HO2 C( CH2 ) 1 1 COMe

60-

60*

40-

20*

1
1 1 il, 1 11 1

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

100

60

60

40

20

0
160 170 160 190 200 210 220 230 240 260 260 270 260 290 300

242 C 14H26O3 74285-16-8
Tridecanoic acid, 12-oxo-, methyl ester

M»CO(CHj )i oC(O) OMo

242 CisHnClO
2-Propen-l-one, l-(4-chlorophenyl)-3-phenyl-

956-02-5

242 CieHuClO 956-04-7
2-Propen-l-one, 3-(4-chlorophenyl)-l-phenyl-

CH=CHCOPh

Cl

1 1 1 IL . LL
10 20 30 40 60 60 70 60 90 100 110 120 130 140 160

160 170 160 190 200 210 220 230 240 260 260 270 260 290 300



5706 EPA/NIH MASS SPECTRAL DATA BASE 242

242 C16H14O3 7508-30-7
2fl-l-Benzopyran-4-ol, 3,4-dihydro-2-(4-hydroxyphenyl)~

260 270 280 290 300

242 C16H14O3 72594-23-1
2fl-l-Benzopyran-4,7-diol, 3,4-dihydro-2-phenyl-

180 170 180 190 200 210 220 230 240 260 280 270 280 290 300

242 CisHisOSi
Silane, ethoxymethyldiphenyl-

1825-59-8

Ph
I

EtOSIMe
i

Ph

242 C16H30O2
Oxirane, [(dodecyloxy)methyl]-

2461-18-9

CH 2 0( CH 2 ) 1 1 Me

Il 1

. Il . 1 J. llL_ji
10 20 30 40 60 80 70 80 90 100 110 120 130 140 150

280 270 280 290 300

242 C16H30O2
Tetradecanoic acid, 12-methyl-, (S)-

H02 C( CH 2 ) 1 0 CHCH 2 Me

5746-58-7

180 170 180 190 200 210 220 230 240 250

242 C16H30O2
Hexanoic acid, 1-methyloctyl ester

55193-16-3

10 20 30 40 50 80 70 80 90 IOO 110 120 130 140 160

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

242 C15H30O2
Tridecanoic acid, 3-methyl-, methyl ester

Me
I

MeOC(O) CH 2 CH(CH 2 )gMe

—1

—

T—T ' JJ ..
1

.itLir V* ^*t,Li

10 20 30 40 50 80 70 80

2412-84-2

Me ( CH 2 ) 4 C( 0) OCH( CH 2 ) s Me

10 20 30 40 60 80 70 80 90 100 110 120 130 140 150

242 CieHisCh
1,4-Butanediol, 1,4-diphenyl-

2085-90-7

Ph Ph
I I

hochch 2 ch 2 choh



243 EPA/NIH MASS SPECTRAL DATA BASE 5707

242 C 17H22O
Benzenemethanol, a-ethyl-a-2,5,7-octatrienyl-

74685-43-1 242 C19H 14

Triphenylene, 1-methyl-
2871-91-2

H 2 C = CHCH : CHCH2 CH : CHCH2 CE t

OH

•

.1 III Li . I.i 1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 260 290 300

242
Borane, triphenyl-

CisHisB

Ph
I

PhBPh

960-71-4

10 20 30 40 50 80 70 80 80 100 110 120 1 30 140 160

242 C 18H26

Naphthalene, dibutyldihydro-
74646-43-8

+ 2 Bu

10 20 30 40 60 60 70 80 80 100 110 120 130 140 160

160 170 180 180 200 210 220 230 240 260 260 270 260 280 300

10 20 30 40 60 60 70 60 80 100 110 120 130 140 160

243 C11H10N.BF4

Pyridinium, 1-phenyl-, tetrafluoroborate(l-)

324-38-9

310 320 330 340 360 360 370 360 380 400 410 420 430 440 460

243
Morphinan-3-ol

C 16H21NO 1531-12-0

10 20 30 40 SO 60 70 SO 90 100 110 120 130 140 150

u, 4 4 i
160 170 180 190 200 210 220 230 240 250 260 270 290 290 300

to



5708 EPA/NIH MASS SPECTRAL DATA BASE 243

243 CisHiaN
9/f-Carbazole, 9-phenyl-

1150-62-5 244 CsHeFsOP 5525-96-2
Phosphine oxide, dimethyl(pentafluorophenyl)-

Ph

244 C4HioBr2Si 2612-42-2
Silane, (dibromomethyl)trimethyl-

Br

I I

Br CHS I Me
I

Me

244 C7H4CI4O 6936-40-9
Benzene, 1,2,4,5-tetrachloro-3-methoxy-

ci

F

244 CsHiaBrFs 74810-71-2
2-Octene, l-bromo-l,l,2-trifluoro-

F

I I

Me ( CH2 ) 4 CH = CCBr

F

244 C9H12N2O4S 67845-08-3
1-Imidazolidinecarboxylic acid, 3-[l-(acetyloxy)ethenyl]-2-thioxo-,

methyl ester

O'
MeOC(O) S

CH 2
II

COAc

J La i

10 20 30 40 5( 60 70 80 90 100 110 120 130 140 150

—1

160 170 180 190 200 210 220 230 240 250 200 270 280 290 300



244 EPA/NIH MASS SPECTRAL DATA BASE 5709

244 C9H12N2O4S 67845-10-7
1-Imidazolidinecarboxylic acid, 3-<1,3-dioxobutyl)-2-thioxo-, methyl

ester

0N
„COCH 2 COMe

MeOC(O) S

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

244 CgHisBrOSi
Silane, (4-bromophenoxy)trimethyl-

17878-44-3

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

244 CfdLsBrOSi
Silane, (3-bromophenoxy)trimethyl-

Mo
I

OS I Me
I

Me

36971-28-5

10 20 30 40 60 60 70 SO 90 100 110 120 130 140 160

:i_u i 1

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

244 CioHnBOe 74793-15-0
l,3,2-Dioxaborinane-4-methanol, 5-(acetyloxy)-2-ethyl-, acetate,

trans-

„ .0. ,CH 2 0Ac

’vA,

180 170 180 190 200 210 220 230 240 260 260 270 280 290 300

244 CgHisBrOSi 36601-47-5
Silane, (2-bromophenoxy)trimethyl-

Me
i

244 CioHnBOe 74793-16-1
1,2-Ethanediol, l-(2-ethyl-l,3,2-dioxaborolan-4-yl)-, diacetate,

Et

OAc
I

CHCH2 OAc



5710 EPA/NIH MASS SPECTRAL DATA BASE 244

244 CxoHnBOe 74793-17-2

1,3,2-Dioxaborolane-4,5-dimethanol, 2-ethyl-, diacetate, cis-

E, '~n/ \^CH 2 OAc

CH2 OAc
160 170 160 190 200 210 220 230 240 250 260 270 260 290 300

244 CioHnBOe 74793-27-4
1,2-Ethanediol, l-(2-ethyl-l,3,2-dioxaborolan-4-yl)-, diacetate,

[S-(R*JR*)]~

OAc

\ CHCH 2 OAc

:r

10 20 30 40 60 60 70 60 90 100 110 120 130 140 160

160 170 180 190 200 210 220 230 240 260 260 270 260 290 300

244 CioHnBOe 74841-61-5
1,3,2-Dioxaborolane-4,5-dimethanol, 2-ethyl-, diacetate, (AS-trans)-

CH 2 OAc

vr
CH 2 OAc

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

244 CioHnBOe 74841-62-6
l,3,2-Dioxaborinane-4-methanol, 5-(acetyloxy)-2-ethyl-, acetate,

(4S-cis)-

CH 2 OAc

OCoac

244 CioHxePd
Palladium, bis[(l,2,3-i?)-2-pentenyl]-

Et “ c\ |^ch 2

Pd+2

74630-72-1

, .
1 m |j

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

40-

0

1

160 170 160 190 200 210 220 230 240 250 260 270 280 290 300

C11H20N2O4
L-Alanine, iV-(N-acetylglycyl)-, butyl ester

Me ( CH 2 ) 3 0C( 0) CHNHCOCH 2 NHAc

62167-72-0

- ,1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

5

1 1 1 1

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

244 C11H20N2O4 74752-95-7
l,3-Dioxolane-4,5-dicarboxamide, NyNJ^'J^',2,2-hexamethyl-

w Me
I

CONMe

0—

(

CONMe
l

Me



244 EPA/NIH MASS SPECTRAL DATA BASE 5711

244 C 14H12N2.CIH 69833-17-6
Benzeneacetonitrile, 4-amino-a-phenyl-, monohydrochloride

244 C14H16N2O2
[l,l'-Biphenyl]-4,4'-diamine, 3,3'-dimethoxy-

119-90-4

Ph
I

CHCN

10 20 30 40 50 90 70 80 90 100 110 120 130 140 150

190 170 180 190 200 210 220 230 240 250 290 270 280 290 300

244 C 14H12O4

2,6-Naphthalenedicarboxylic acid, dimethyl ester

C( 0) OMe

MeOC(O)

840-65-3

10 20 30 40 60 80 70 80 80 100 110 120 130 140 160

ISO 170 180 180 200 210 220 230 240 260 260 270 280 280 300

244 Ci4Hi602Si

Silane, dimethoxydiphenyl-
6843-66-9

Ph
I

Me OS I OMe

Ph

10 20 30 40 60 80 70 80 80 100 110 120 130 140 160

180 170 180 180 200 210 220 230 240 250 280 270 280 280 300

244 C 14H28O3

Tetradecanoic acid, 13-hydroxy-
17278-73-8

OH

H02 C(CH 2 )i 1 CHMe

244 C 14H 12O4 27304-02-5
Benzo[l,2—6:5,4-5']difuran-4,8-dione, 2,3-dihydro-5-methyl-2-

(1-methylethenyl)-, (-)-

ch 2
N

CK .CMe

rxT

i Jl
10 20 30 40 50 90 70 80 90 100 110 120 130 140 150

—W—rJ—,

—

k—,
H-,

7 7 7 7

180 170 180 180 200 210 220 230 240 260 280 270 280 280 300

10 20 30 40 50 80 70 80 80 100 110 120 130 140 ISO

244 CuH320Si
Silane, trimethyl(undecyloxy)-

Me
i

Me ( CH2 ) i o OS I Me

Me

17957-64-1

. 1

1

. 1 .1 .

10 20 30 40 60 90 70 90 90 100 110 120 130 140 160

1 7 7 7 7 7 7 7
-

180 170 180 180 200 210 220 230 240 280 280 270 280 290 300



5712 EPA/NIH MASS SPECTRAL DATA BASE 244

244 C15H16O3 26159—35—3 244 C16H20O2 69576-86—9
2-Naphthaleneacetic acid, 6-methoxy-cr-methyl- methyl ester, (S)- 5-Benzocyclooctenol, 5,6,7,8-tetrahydro-8,8-dimethyl-, acetate

10 20 30 40 60 80 70 80 90 100 110 120 130 140 160

i l“i t » . 1 . . 1 . y 1 11 "i" 1

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

OAc

244 CisHieOs 72361-23-0
Phenol, phenoxy-, mono(l-methylethoxy) deriv. 244 C16H24N2 74764-55-9

Propanedinitrile, cyclohexyl(2-methylcyclohexyl)-

HO— — OPh + OPr-l

244 C16H20N2O 67134-49-0
Acetic acid, l-(l-cyclohexen-l-yl)-2-methyl-2-phenylhydrazide

a
Ph
I

NNMe

_l
10 20 30 40 60 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

CN

244 CieHie 65059-24-7
Naphthalene, l-[l-(phenylmethyl)ethenyl]-

ch 2
11

CCHj Ph



246 EPA/NIH MASS SPECTRAL DATA BASE 5713

245 CnH23N03Si 72361-03-6
D-Isoleucme, N-acetyl- trimethylsilyl ester

NHAC

Me Me
I I I

MeS I OC( 0) CHCHCH 2 Me

Me

245 C 14H12CINO 74966-83-9
Methanone, [2-(aminomethyl)-5-chlorophenyl]phenyl-

160 170 180 100 200 210 220 230 240 250 260 270 280 290 300

245 C15H24BNO 74685-88-4
2fl-l,3,2-Oxazaborine, 2-ethyltetrahydro-4-methyl-3-(l-
methylethyl)-6-phenyl-

Et

^Pr-I
0 NAA

100

60

60

40

20

0

100

80

60

40

20

0

245 CisHisN 603-34-9
Benzenamine, N^/V-diphenyl-

Ph
1

PhNPh

100

00

00

40

00

0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

100

80

60

40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

246 CsCle 1888-71-7
1-Propene, 1,1,2,3,3,3-hexachloro-

ci

Cl Cl
I 1

1

Cl C = CCCI
I

Cl

246 CsHtIO 4636-16-2
Ethanone, 2-iodo-l-phenyl-

I CH2 COPh

80-

60-

40

20-

1 . 1 1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

80 -

60-

40-

20-

160 170 180 190 200 210 220 23C 240 250 260 270 280 290 300

246 C9H10O6S 67258-10-0
Benzoic acid, 3-methoxy-4-[(methylsulfonyl)oxy]-

100

80

80

40

20

0

100

80

60

40

20

0

U iM L 1 II I 1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

,

160 170 160 190 200 210 220 230 240 250 260 270 260 290 300

246 C 10H 14O7 55656-58-1
Propanoic acid, 3-(acetyloxy)-, anhydride

AcOCH 2 CH 2 C( 0) OC( 0) CHj CHj OAc

100

60

60

40

20

0
10 20 30 40 50 60 70 60 90 100 110 120 130 140 150



5714 EPA/NIH MASS SPECTRAL DATA BASE 246

246 CioH2203Si2 26802-51—7 246 CnHigOe 64551-84-4
3-Butenoic acid, 3-(trimethylsiloxy)-, trimethylsilyl ester a-D-erythro-Hexopyranoside, methyl 2,3-dideoxy-, diacetate

Me
|

Me

MeSIOC(O) CH 2 COS I Me

Me Me

246 CioH2203Si2 55590-70-0
2-Butenoic acid, 2-[(trimethylsilyl)oxy]-, trimethylsilyl ester

CHMe

Me Me
I II I

MeSI OC( 0) COSI Me

Me Me

CH 2 OAc

246 CnH2204Si 3388-04-3
Silane, trimethoxy[2-(7-oxabicyclo[4.1.0]hept-3-yl)ethyl]-

:

,.l
, 1,,

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

: ± .

160 170 180 190 200 210 220
i i i i i

230 240 250 260 270 280 260 300

246 CioH2203Si2 56272-64-1
Butanoic acid, 3-oxo-, bis(trimethylsilyl) deriv.

OMe
i

CH 2 CH 2 S I OMe
I

OMe

MeCOCH 2 C02 H + 2TMS

. . 1 - - I.L ..... .... iL . „ ..
Ill

10 20 30 40 50 60 70 8( 90 100 110 120 130 140 150

L 1. . i.

160 170 180 190 200 210 220 230 240 250 280 270 280 260 300

246 Ci3H24C1P 74630-17-4
Phosphinous chloride, (l-methylethyl)(l,7,7-trimethylbicyclo=

[2.2.1]hept-2-yl)-

li L i ili .1. 1.1,

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

r T-* r 1 1 1 1 i—
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



246 EPA/NIH MASS SPECTRAL DATA BASE 5715

246 C 14H14O4 13849-08—6
7/f-Furo[3,2-g][l]benzopyran-7-one, 2,3-dihydro-2-(l-
hydroxy-l-methylethyl)-, (S)-

246 C 15H 18O3 18452-51-2
Naphtho[2,3-6]furan-4,9-dione, 4a,5,6,7,8,8a-hexahydro-3,4a,~

5-trimethyl-, [4ai?-(4aa,5a,8aa)]-

246 C 14H14O4 27304-03-6
Benzo[l,2-6:5,4-6']difuran-4,8-dione, 2,3,5,6-tetrahydro-2-iso ::::

propenyl-5-methyl-, (+)-

100

80

80

40

20

0

100

80

80

40

20

0

246
[1.2

100

80

80

40

20

0

100

80

80

40

20

0

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

|lllu
T

lik, J|di jJ
T

ill I ,1.1,
10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

, 1 , ,
i, iJ 1 ,_L il

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

C 16H10N4 67824-30-0

!,3] Triazolo[ 1 ,5-c] quinazoline, 5-phenyl-

Me

246 CisHieOs 69687-97-4
2/f-Cyclopenta[b]furan-2-one, hexahydro-5-hydroxy-3a-(2-

phenylethyl)-

CH 2 CH 2 Ph

246 C15H23BO2 74421-13-9
1,3,2-Dioxaborinane, 2-ethyl-5-methyl-6-phenyl-4-propyl-

Pr

Jl 1L1 1 - ..I

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

I 1
180 170 180 190 200 210 220 230 240 250 280 270 280 290 300



5716 EPA/NIH MASS SPECTRAL DATA BASE 246

246 C17H14N2 58275-54-0
lH-Imidazole, 2-phenyl-l-(2-phenylethenyl)-, (E)-

246 C17H26O 57684-11-4
3(2i2)-Phenanthrenone, l,4b,5,6,7,8,8a,9,10,10a-decahydro-

4b,8,8-trimethyl-, [4bS-(4ba,8ad,10aa) ]-

0

Me

246 C17H26O 57684-12-5
3(4i7)-Phenanthrenone, 4a,4b,5,6,7,8,8a,9,10,10a-decahydro-

4b,8,8-trimethyl-, [4aS-(4aa,4bj8,8aa,10a/8)]-

1 » » 1 » . » r i t
1 1 » 1 1 1 t - r

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

246 C17H26O 57684-15-8
l(4if)-Phenanthrenone, 4a,4b,5,6,7,8,8a,9,10,10a-decahydro-

4b,8,8-trimethyl-, [4aS-(4aa,4b/3,8aa,10a/3)]-

247 C10H14CINO2S 74810-82-5
Benzenesulfonamide, JV-(3-chloropropyl)-JV-methyl-

Me
I

PhS02 N( CH 2 )

3

Cl

247 CioH2iN04Si 24801-88-5
Silane, triethoxy(3-isocyanatopropyl)-

OEt
1

EtOSI OEt
I

OCN( CH2 ) 3

247 CioH26N02Si2 54745-23-2
Alanine, 2-methyl-Ar-(trimethylsilyl)-, trimethylsilyl ester

Me Me Me
I I I

MeSI OC( 0) CNHSI Me

Me Me Me

Jill il 1 L . 1,
10 20 30 40 50 60 70 80 90 100 110 120 1 10 140 150



248 EPA/NIH MASS SPECTRAL DATA BASE 5717

180 170 180 1»0 200 210 220 230 240 280 280 270 280 2«0 300

247 C 13H 13NO2S
Benzenesulfonamide, 4-methyl-7V-phenyl-

68-34-8

180 170 180 180 200 210 220 230 240 260 200 270 280 290 300

247 C 13H13NO2S 67387-03-5
Ethanone, l-[4-(hydroxymethyl)-2-{4-methylphenyl)-5-thiazolyl]-

10 20 30 40 SO 80 70 80 80 100 110 120 130 140 160

180 170 180 180 200 210 220 230 240 260 280 270 280 280 300

247 C 14H17NO3 58422-73-4
Ethaneperoxoic acid, 1-cyano-l-phenylpentyl ester

Ac OOC ( CH 2 ) 3 Me

CN

10 20 30 40 50 60 70 80 00 100 110 120 130 140 160

247 CuHnNOs 69022-74-8
[l,3]Dioxepino[5,6-c]pyridine, l,5-dihydro-3,3,8-trimethyl-9-
(2-propynyloxy)-

160 170 180 180 200 210 220 230 240 260 280 270 280 290 300

247 C 16H21NO2 67257-62-9
Pyrrolidine, 2-[2-(3,4-dimethoxyphenyl)ethenyl]-l-methyl-,

(£M±)~

160 170 180 100 200 210 220 230 240 250 260 270 280 200 300

248 C7H3F6OP 53381-00-3
Phosphine oxide, fluoromethyl(pentafluorophenyl)-

f o
h

F ,PMa

f" "-r f

F

IliJ
10 20 30 40 50 60 70 80 00 100 110 120 130 140 150

JjL
,
L-

, - ,
—-It 1 1

160 170 180 100 200 210 220 230 240 250 260 270 260 200 300

160 170 180 100 200 210 220 230 240 250 260 270 280 290 300



5718 EPA/NIH MASS SPECTRAL DATA BASE 248

248 C7H6Br2
Benzene, l,4-dibromo-2-methyl-

615-59-8

ISO 170 180 180 200 210 220 230 240 2S0 260 270 280 280 300

248 C7H6Br2

Benzene, l-bromo-2-(bromomethyl)-

CH 2 Br

3433-80-5

248 C9H12O4S2 56620-03-2
Benzene, [[[(methylsulfonyl)methyl]sulfonyl]methyl]-

M9 SO2 CH 2 S02 CH 2 Ph

248 C9H12O4S2 58751-73-8
Benzene, [bis(methylsulfonyl)methyl]

-

Ph
I

MeS02 CHSCfcMe

248 CioHioChTi 1271-19-8
Titanium, dichlorobis(7;6-2,4-cyclopentadien-l-yl)-

248 CnHgClFeO 1293-79-4
Ferrocene, (chlorocarbonyl)-

COCI
/

248 C11H20O4S 67428-09-5
4-Heptenoic acid, 2-(methylsulfonyl)-4-propyl-, (E)~

H02 C P r

I I

MeS02 CHCH 2 C:CHEt



248 EPA/NIH MASS SPECTRAL DATA BASE 5719

248 C 11H20O4S 67472-96-2 248 C13H12OS2 74810-1^-8
2(3H)-Furanone, dihydro-3-(methylsulfonyl)-5,5-dipropyl- [l,2]Dithiolo[l,5-6] [l,2]oxathiole-7-Sr>', 4,5-dimethyl-2-phenyl-

160 170 160 190 200 210 220 230 240 250 260 270 280 290 300

248 C 12H9BK) 101-55-3
Benzene, l-bromo-4-phenoxy-

248 C 12H22CIOP 15873-72-0
Phosphinic chloride, dicyclohexyl-

0

248 C13H26CIP 74710-02-4
Phosphinous chloride, (1-methylethyl) [methyl( 1-methylethyl)

=

cyclohexyl]-

Me

I -Pr PCI

248 CuHzzNi 3881&-29-4
Nickel, bis[(l,2,3—^)-2-cyclohepten-l-yl]-

1 1,1 J. i 1
,

il Ji . 1

10 20 30 40 90 60 70 60 90 100 110 120 130 140 150

1 L
160 170 180 180 200 210 220 230 2*0 2S0 260 270 280 200 300



5720 EPA/NIH MASS SPECTRAL DATA BASE 248

248 C16H24O2 69926-83-6
Cyclobuta[l,2:3,4]dicyclooctene-l,7(2ff,6bfl)-dione, dodecahydro-,

(6aa,6ba,12aa,12b/3)-

0

248 C 16H28N2 72119-29-0
Pyrazine, tetrakis(l-methylethyl)-

Pr-I

Pr-I

248 C 16H28N2 75442-62-5
9,9'-Bi-9-azabicyclo[6.1.0]nonane

COnCD

248 C17H28O 5720-73-0
l(2H)-Phenanthrenone, dodecahydro-4b,8,8-trimethyl-, [4aS-

(4aa,4bd,8aa,10ad)]-

248 C17H28O 57684-13-6
1-Phenanthrenol, l,4,4a,4b,5,6,7,8,8a,9,10,10a-dodecahydro-

4b,8,8-trimethyl-, [lS-(la,4aa,4b/8,8aa,10a/3)]-

248 C17H28O 57684-14-7
1-Phenanthrenol, l,4,4a,4b,5,6,7,8,8a,9,10,10a-dodecahydro-

4b,8,8-trimethyl-, [li?-(la,4a/3,4ba,8ad,10aa)]-



249 EPA/NIH MASS SPECTRAL DATA BASE 5721

248 C 17H28O 57793-22-3
3(2/f)-Phenanthrenone, dodecahydro-4b,8,8-trimethyl-, [4a£-

(4aa,4b/3,8aa,10a/J)]-

160 170 160 190 200 210 220 230 240 250 260 270 280 290 300

248 C18H32 74685-87-3
2,5,9-Tetradecatriene, 3,12-diethyl-

Et Et
1 1

Et CHCH 2 CH = CHCH 2 CH2 CH = CHCH 2 C : CHMe

100*

80*

60*

40*

20*

ji, j!
,

J i

,

li|i I| il .lL
t

a, .1. .

.

(

10 20 30 40 50 60 70 6( 90 100 110 120 130 140 150

60*

60*

40 *

20-

160 170 160 190 200 210 220 230 240 250 260 270 280 290 300

249 CeHJNOs 609-73-4
Benzene, l-iodo-2-nitro-

249 C6H4INO2 636-98-6
Benzene, l-iodo-4-nitro-

100

60

60

40

20

0

10 20 30 40 50 60 70 60 90 100 110 120 130 140 150

100

60

60

40

20

0
160 170 160 190 200 210 220 230 240 250 260 270 280 290 300

249 C6H4INO2 645-00-1
Benzene, l-iodo-3-nitro-

1

249 C6H5Br2N 615-57-6
Benzenamine, 2,4-dibromo-

Br

100

80

60

40

20

0

100

80

60

40

20

0

249 C6H5Br2N 50307-05-6
Benzenamine, ar,ar-dibromo-

Br

Br

100

60

60

40

20

0

100

60

60

40

20

0
160 170 160 190 200 210 220 230 240 250 260 270 260 290 300

. - ii d. ii

10 20 30 40 50 60 70 60 90 100 110 120 130 140 150

JJ 1



5722 EPA/NIH MASS SPECTRAL DATA BASE 249

249 CsHsCINCLS 69688-53-5
Benzene, l-[[(chloromethyl)sulfonyl]methyl]-4-nitro-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

249 C 12H15N3O3 1025-15-6
1 ,3,5-Triazine-2 ,4,6 (lif,3if,5H)-trione, 1 ,3,5-tri-2-propenyl-

h 2 c = chch, II CH2CH: ch 2

N N

O' N '0
I

CH 2 CH:CH 2

r ... M T" ^ "i" 1—1
,,|l"

1
Mr 1

—

10 20 30 40 50 60 70 60 90 100 110 120 130 140 160

160 170 160 ISO 200 210 220 230 240 250 260 270 260 290 300

249 C13H9CIFNO 784-38-3
Methanone, (2-amino-5-chIorophenyl) (2-fluorophenyl)-

249 C 13H15NS2

Thiazole, 2-(butylthio)-4-phenyl-

° S(CH 2 ) 3 M6

69390-10-9

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

249 C 16H11N3O 85—85—8
2-Naphthalenol, l-(2-pyridinylazo)-

N
II

OH

249 C16H11NO2 27828-56-4
1,2-Naphthalenedione, 4-(phenylamino)-

0

NHPh

249 C17H15NO 22228-41-7
Benzenepentanenitrile, 6-oxo-a-phenyl-

Ph
I

PhCOCH 2 CH 2 CHCN



250 EPA/NIH MASS SPECTRAL DATA BASE 5723

250 C6H4BrClN202 99-29-6

Benzenamine, 2-bromo-6-chloro-4-nitro-

Br

-iiiiil 1 II 1 ii.. Ill 1.,.. .

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

, 1J- I!. .iIm .... iL, J il-"i 1“ l . I I I . r . . i—r" r
160 170 180 100 200 210 220 230 240 250 260 270 280 200 300

100

80

60

40

20

0

250 CioHisO? 51433-21-7
a-l>-Glucopyranosiduronic acid, methyl 2,3-di-O-methyl-, methyl

ester

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

250 C6H4Br20 615-58-7
Phenol, 2,4-dibromo-

250 C6H7BrN202S
Benzenesulfonic acid, 4-bromo-, hydrazide

2297-64-5

:

:

1 il. , 1

1

,1 1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

250 CioHisOt 51433-28-4
a-D-Glucopyranosiduronic acid, methyl 3,4-di-O-methyl-, methyl

ester

C( 0) OMe

OH

250 C9H 15I

Cyclopropane, l-(5-hexenyl)-2-iodo-

1 (CH 2 ) 4 CH=CH 2

74685-40-8

T ,
JJ,

{ .. ,iil ..La » -1.— -rX- - ,

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

100

80

60

40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

250 CnH27ClSi2 27484-06-6
Silane, (butylchloromethylene)bis[trimethyl-

( CH 2 ) 3 Me

Me Me
I I I

MeSi CSI Me

Me
|

Me

Cl

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
. . . .11., L, ,.U 1



6724 EPA/NIH MASS SPECTRAL DATA BASE 250

250 C 12H 10O4S 97-29-0
1,3-Benzenediol, 4,4 - tniobis-

80

00

100 170 180 100 200 210 220 230 240 260 200 270 280 200 300

250 C 12H 18N 4O2 57396-62-0
l//-Purine-2,6-dione, l,3,7-triethyl-3,7-dihydro-8-methyl-

1

Et

250 C 12H26O5 1559-34-8
3,6,9, 12-Tetraoxahexadecan- l-ol

Mb ( CHj ) 3 OCHj CH 2 OCHj CH 2 OCH 2 CH 2 OCH 2 CH 2 OH

250 C 14H 12CI2 69299-48-5
1 ,1 '-Biphenyl, 2,4-dichloro-2' ,5'-dimethyl-

100

80

00

40

20

0

250 C 14H 18O4 607-81-8
Propanedioic acid, (phenylmethyl)-, diethyl ester

CH 2 Ph
I

E t OC( O) CHC( O) OE t

250 C 14H 18O4 75332-47-7
2-Propenoic acid, 3-(4-ethoxy-3-methoxyphenyl)-, ethyl ester, (Z)-

:CHC(0)OEt

100

80

00

40

20

0

100

80

60

40

20

0

250 C 14H 18O4 75332-48-8
2-Propenoic acid, 3-(4-ethoxy-3-methoxyphenyl)-, ethyl ester, {E)~

= CHC(0)OEt

LL 1 Ii 1 1 1
10 20 30 40 50 80 70 80 00 100 110 120 130 140 150

1
1 f 1

1

1 —1——1
1 1 i i i r » 1

160 170 180 100 200 210 220 230 240 260 260 270 280 200 300

10 20 30 40 50 80 70 80 00 100 110 120 130 140 150



250 EPA/NIH MASS SPECTRAL DATA BASE 5725

250 C 15H22O3

Benzoic acid, 4-methoxy-, heptyl ester

5452-08-4 250 C 16H22O3 63646-83-3
1,3-Dioxolane, 2-[3-(2-methoxy-4-methylphenyl)butyl]-

C( O) 0( CHj ) • M»

250 C 15H22O3 27062-01-7
Naphth[2,3-6]oxiren-2(laH)-one, 4,5,6,6a,7,7a-hexahydro-7-

(l-hydroxy-l-methylethyl)-6,6a-dimethyl-, [laS-(laa,6a,=
6aa,7/3,7aa)]-

250 C 16H22O3 63922-60-1
1,4-Dioxane, 2-[3-[3,3-dimethyl-2-(l-methylethyl)oxiranyl]-
1-methylene-2-propyny 1 ]

-

250 C 16H22O3 62860-40-6
Azuleno[5,6-c]furan-l(3/f)-one, 3a,4,4a,5,6,7,7a,8-octahydro-4-

hydroxy-6,6,8-trimethyl-, (3aa,4a,4aa,7aa,8a)-

100

•0

60

40

20

O'

100

60

60

40

20

• '

OH

-1
r 1 f 1 1 * r f 1 r r —r

—

1—1
r
—

10 20 30 40 50 60 70 80 *0 100 110 120 130 140 160

Me

250 C 16H22O3

Benzoic acid, 3-methoxy-, heptyl ester

064e

69833-40-5



5726 EPA/NIH MASS SPECTRAL DATA BASE 250

250 C16H26N2O
Azacyclotridecane-l-propanenitrile, 2-oxo-

67171-80-6

CH2CH2CN

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

160 170 180 190

250
3-Heptyn-2-one, 5

methylethyl)-

Ci6H2602 63922-46-3
-cyclopentyl-6-hydroxy-6-methyl-5-(l-

Me
1

CHMe

OH
I I

/N_,CCMe
\jT |i.

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

250
4-Heptyn-2-one, 6

methylethyl)-

C16H26O2 63922-47-4
-cyclopentyl-6-hydroxy-3-methyl-3-(l-

Cr

COMe

OH Me
I I I

CCiCCCHMe
I I

Me Me

1 _L 1 i

10 20 30 40 50 00 70 80 00 100 110 120 130 140 150

,
,

1 J 1 n—r—, T 1
——i t r t , ^

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

250 C 16H26O2 63922-48-5
3,4-Heptadien-2-one, 3-cyclopentyl-6-hydroxy-6-methyl-5-

(1-methylethyl)-

100y
•: 00-

1, ,
1

.
11

, ,
.11, .

60-

Cr

Me
I

CHMe

COMe OH
I I I

C=C=CCMe

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

160 170 180 - 190 200 210 220 230 240 260 280 270 260 290 300

250 C16H26O2 63954-68-7
Cyclopentanemethanol, a-[[3,3-dimethyl-2-(l-methylethyl)ox=

iranyl]ethynyl]-a-methyl-

Me Me

£0—V-c= Me
I

=cc
Pr-I OH

9

rC)

j i 1 1 ii 1 1 i li I

10 20 30 40 50 00 70 80 00 100 110 120 130 140 150

J L

160 170 180 100 200 210 220 230 240 250 260 270 280 200 300

250 C 17H30O 5720-71-8
1-Phenanthrenol, tetradecahydro-4b,8>8-trimethyl-, [li?-(la,=

4a/?,4ba,8a/?,10aa) ]—

160 170 180 190 200 210 220 230 240 260 260 270 260 290 300



250 EPA/NIH MASS SPECTRAL DATA BASE 5727

250 CnHsoO 54155-12-3
3-Phenanthrenol, tetradecahydro-4b,8,8-trimethyl-, [3i?-(3a,=

4aa,4b/3,8aa,10a/3)]-

250 C17H30O 54155-13-4
3-Phenanthrenol, tetradecahydro-4b,8,8-trimethyl-, [3S-(3a,=

4a0,4ba,8aj9,lOaa)]-

100

to

40

40

20

0
ISO 170 180 100 200 210 220 230 240 250 200 270 280 200 300

250 C17H30O 57760-27-7
1-Phenanthrenol, tetradecahydro-4b,8,8-trimethyl-, [lS-(la,=

4aa,4b/3,8aa, 10a/J) ]—

ISO 170 ISO 100 200 210 220 230 240 250 200 270 280 200 300

250 CisHieO 3241-97-2
5//-Dibenzo[a,d]cyclohepten-5-ol, 5-cyclopropyl-10,ll-dihydro-

250 CisHisO 36336-80-8
2-Propen-l-one, 3-[4-(l-methylethyl)phenyl]-l-phenyl-

CH = CHCOPh

l-Pr

250 CisH:* 35365-59-4
9-Octadecyne

Me ( CH2 ) 7 C:C( CH2 ) 7 Ms

250 CigHas 61886-64-4
3-Octadecyne

Me(CHg )i sCiCEt

ISO 170 180 ISO 200 210 220 230 240 2SO 280 270 240 280 300



5728 EPA/NIH MASS SPECTRAL DATA BASE 250

250 C18H34 71899-42-8
5-Octadecyne

Me ( CH2 ) 3 C:C( CH2 ) 1 1 Me

100

80

60

40

20

0

100

80

80

40

20

0

251 CsHieOz-Ag 24927-67-1
Octanoic acid, 8ilver(l+) salt

HO2 C( CH2 ) e Me • Ag ( I )

251 CsHsClaNO
Acetamide, 2,2,2-trichloro-lV-(3-methylphenyl)-

2563-96-4

251 CsHsClaNO
Acetamide, 2,2,2-trichloro-AT-(4-methylphenyl)-

2564-09-2

251 C9H8CI3NO
Acetamide, 2,2,2-trichloro-lV-(2-methylphenyl)-

4257-87-8

a
Cl
I

NHCOCCI

251 C 11H13N3O2S 69978-08-1
Sydnone, 3-[4-(dimethylamino)phenyl]-4-(methylthio)-



251 EPA/NIH MASS SPECTRAL DATA BASE 5729

251 C 11H13N3O4 54449-29-5
Pyrrolo[l,2-a]-l,3,5-triazine-7-carboxylic acid, l,2,3,4-tetra=

hydro-1,3-dimethyl-2,4-dioxo-, ethyl ester

251 C 13H 17NO4 7122-04-5
Phenol, 2-(4,5-dimethyl-l,3-dioxolan-2-yl)-, methylcarbamate

'-p

—

/ Me NHC( 0) 0

•

Hi 1.1 ,1. 1 ii. . i l-i.li -ii. . lil.i-

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

iJ
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

251 C 16H26NS 74630-32-3
Pyridine, 3,6-dibutyl-2-(ethylthio)-

251 C12H10CINOS 41981-05-9
Ethanone, l-[4-(chloromethyl)-2-phenyl-5-thiazolyl]-

>-»^?
N
Vv^CH2CI Me ( CH

.(
CH 2 ) 3 Me

60 •

40 •

20-

l-l 1! 1 111 U Jj. JU. ..1. w

lli a

,

.
.i

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

10 20 30 40 50 80 70 *0 90 100 110 120 130 140 ISO

ISO 170 180 ISO 200 210 220 230 240 250 280 270 280 290 300

251 C12H10CINO3 74793-12-7
Benzoic acid, 4-chloro-2-[(2-furanylmethyl)amino]-

CO2 H

rV"C—
(y

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

251 C16H25NS
Pyridine, 2,4-dibutyl-6-(ethylthio)-

Me ( CHs ) a n SEt

74630-33-4

( CH 2 ) 3 Me

J Ll . J Llu ^jJlL

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

iji.
, 1, !<

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300



5730 EPA/NIH MASS SPECTRAL DATA BASE 252

252 C2H6F2NP. 1
/ 2B2H4 32049-77-7

Phosphoramidous difluoride, dimethyl-, compd. with diborane(4)

(2 : 1 )

F 2 PNM«2 • 1
/ 2 H2BBH2

252 C6F7OP 22474-68-6
Phosphonic difluoride, (pentafluorophenyl)-

F

252 CsHnNsOaS.Na 140-56-7
Diazenesulfonic acid, [4-(dimethylamino)phenyl]-, sodium salt

100

so

60

40

20

0

100

eo

60

40

20

0
160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

ll Jj. iUIl L 1 JL „

10 20 30 40 50 60 70
••III

80 90 100 110 120 130 140 150

. , — — J. -

252 C 10H12N4O4 20545-93-1
[4,4'-Bipyrimidine]-2,2',6(lif,l'H,3h0-trione, 4,5-dihydro-5-
hydroxy-5,5'-dimethyl-

HO Me

vv
HN^^NH

B »

252 CioHi6N402Si 62374-32-7
lH-Purine-2,6-dione, 3,7-dihydro-l,3-dimethyl-7-(trimethylsilyl)-

Me
I

SI Me

I

Me

252 C 11H12N2O3S 74779-60-5
Benzamide, JV-(aminocarbonyl)-7V-(l-thioxopropoxy)-

CONH 2
1

E t C ( S ) ONCOPh

252 C11H24O6 23778-52-1

2,5,8,11,14-Pentaoxahexadecan-l6-0I

HOCH2 CH 2 OCH2 CH2 0CH 2 CH 2 OCH 2 CH2 0CH 2 CH2 OMe

1,1 Ii —J.—j —"T 1

t 1 1
* , — v ' i

— r —

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



252 EPA/NIH MASS SPECTRAL DATA BASE 5731

160 170 180 180 200 210 220 230 240 260 260 270 280 280 300

252 C 12H12O6

1,2,4-Benzenetriol, triacetate

613-03-6

160 170 180 180 200 210 220 230 240 260 260 270 280 280 300

252 Ci2H24Si3 61227-82-5
Silane, (5-methyl-l,3-pentadiyn-l-yl-5-ylidene)tris[dimethyl-

Me
I

SI HMe

Me
|

Me

MeSI HC:CC:CCSI HMe
I

Me

160 170 180 180 200 210 220 230 240 250 260 270 280 280 300

252 Ci2H24Si3 61255-22-9
Silane, (1-methyl-1,2-pentadien-4-yne-l ,3,5-triyl)tris[dimethyl-

Me
1

SI HMe

Me

Me
I I

MeSI HC : CC : C : CS I HMe

1 li,iwifl IVIIVIVVV
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

;

i i. . 11 I L r^*—

1

, , r-
160 170 180 180 200 210 220 230 240 260 260 270 280 280 300

252 C13H10CI2O 74298-90-1
l,l'-Biphenyl, 3,5-dichloro-4-methoxy-

Ph
ic

L JJ
10 20 30 40 60 60 70 80 90 100 110 120 130 140 150

In ... li il u
1 l— !» 1 T » I -T 1 1 1—1 f r—

160 170 180 100 200 210 220 230 240 260 260 270 280 290 300

252 C14H20O4 54637-99-1
Cyclobuta[l,2-5:4,3-6']dipyran-4,5-dione, octahydro-2,2,7,7-

tetramethyl-

252 C14H20O4 66971-95-7
Cyclopentaneacetic acid, 4-(hydroxymethylene)-3-oxo-2-(2-

pentenyl)-, methyl ester

CH 2 C( 0) OMe

HOCH 0



5732 EPA/NIH MASS SPECTRAL DATA BASE 252

252 C14H20O4 74793-71-8
l,3-Dioxane-4,6-dione, 2,2-dimethyl-5,5-bis(2-methyl-2-propenyl)-

252 C15H12N2O2 24948-29-6
l£f-Isoindole-l,3(2H)-dione, 2-(3-azatricyclo[3.2.1.02 -4]oct-6-

en-3-yl)-, (la,2/S, 4(3,5a)-

160 170 ISO 190 200 210 220 230 240 250 200 270 280 290 300
160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

252 C15H8O4

Phthalic anhydride, 4-benzoyl-
3886-01-9 252 C16H12N2O2 75442-61-4

lH-Isoindole-1,3(2H)-dione, 2-(3-azatricyclo [3.2. 1 .02 -4]oct-6-
en-3-yl)-

N N.

•1 . . .1 1, 1 1 •
,

1*1

100-

80*

60 *

40 *

50 60 70 80 90 100 110 120 130 140 150
20*

0-

10 20 30 40 60 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

252 C15H12N2O2

3,5-Pyrazolidinedione, 1,2-diphenyl-
2652-77-9

Oaa*/ \,-PhH

, i. 1 .

10 20 30 40 50 60 70 60 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

252 C16H24O3 22339-30-6
Cyclohexanecarboxaldehyde, 6-methyl-3-(l-methylethyl)-2-

oxo-l-(3-oxobutyl)-

CHj CH 2 COMe
CH=0

1.1, 1,

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

ii ill .. j JL . 1 ...
. T ,—

_

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300



252 EPA/NIH MASS SPECTRAL DATA BASE 5733

252 C16H24O3 37643-31-5
Spiro[3.5]nonan-5-one, l-(acetyloxy)-l,6,8,8-tetramethyl-

252 C 15H24O3 66465—83—6
6-Oxabicyclo[3.2.1]oct-2-ene-7-ethanol, a,2,8,8-tetramethyl-,

acetate

252 C 16H24O3 67884-48-4
Spiro[cyclobutane-l,2'-[7]oxabicyclo[4.1.0]heptan]-2-ol, 2,4',=

4',6'-tetramethyl-, acetate

100-

80-

60-

40 -

20-

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

80 -

80 -

40-

20-

_1 til , 1

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

252 C 16H24O3 69796-08-3
1,3-Cyclopentanedione, 2-(l-oxopentyl)-4-pentyl-

acochch 2

1

Me

0

Me ( CH 2 )

4

0

252 C16H24O 3 75332-27-3
2-Cyclohexen-l-one, 3-[2-(acetyloxy)butyl]-2,4,4-trimethyl-

252 C 15H24O3 67884-35-9
l//-Inden-5-ol, 2,3,5,6,7,7a-hexahydro-7a-methyl-l-[(tetra=
hydro-27/-pyran-2-yl)oxy]-, (la,5a,7aa)-

1 Li L
10 20 30 40 50 60 70 80 00 100 110 120 130 140 1 50

:l i_ i

180 170 180 190 200 210 220 230 2«0 250 280 270 280 290 300



5734 EPA/NIH MASS SPECTRAL DATA BASE 252

252 C 16H12O3 5891-83-8
lif-Naphtho [2,l-6]pyran-l-one, 2-acetyl-3-methyl-

252 C16H12O3 63084-72-0
Phenanthro

[ 1,2-c ] furan-1,3-dione, 3a,3b,1 1 ,1la-tetrahydro-

10 20 30 40 50 60 70 80 00 100 110 120 130 140 160

100 170 180 100 200 210 220 230 240 260 260 270 280 200 300

252 C 16H 12O3 69796-59-4
4H-Naphtho [ 1 ,2-6]pyran-4-one, 3-acetyl-2-methyl-

Jl ^ iL_ , L ^
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

'
r* , , 1 , J- L,—J 1

160 170 180 100 200 210 220 230 240 260 260 270 280 200 300

252 Ci6Hi6N20 69395-26-2
Acetamide, iV-[2-[2-(2-aminophenyl)ethenyl]phenyl]-

a CH = CH

NHAc H 2 N

160 170 180 100 200 210 220 230 240 260 260 270 280 200 300

252 C16H17BO2

1,3,2-Dioxaborolane, 2-ethyl-4,5-diphenyl-
74810-50-7

180 170 180 180 200 210 220 230 240 250 280 270 280 280 300

252 C 16H28O2 66972-06-3

1 ,3-Dioxolane, 2-(4,8-dimethyl-7-methylene-3-nonenyl)-2-
methyl-, (Z)-

ch 2

Me |mo

,°v _CH 2 CH 2 CH = CCH 2 CH 2 CCHMe

G<

252 C 16H28O2

2-Cyclopentene-l-nonanol, acetate, (±)-
67886-20-8

Cr ( CH 2 ) 9 OAc

10 20 30 40 50 60 70



252 EPA/NIH MASS SPECTRAL DATA BASE 5735

100

00

60

40

20

0

252 C16H29P 74710-01-3
Phosphine, [methyl(l-methylethyl)cyclohexyl]di-2-propenyl-

ISO 170 ISO 100 200 210 220 230 240 250 2S0 270 280 200 300

h 2 c = chch 2 pch 2 ch = ch 2

252 CnHieOz 62121-85-1
2,3-Dioxabicyclo[2.2.1]heptane, 1,4-diphenyl-

Ph

Ph

252 C17H20N2 16596-04-6
Methanimidamide, Ar

rN'-bis(2,4-dimethylphenyl)-

1S0 170 ISO 100 200 210 220 230 240 280 2S0 270 280 200 300

252 C17H20N 2 16596-05-7
Formamidine, NJV'-di-2,6-xylyl-

Me Me

252 C17H20N2 64107-05-7
Methanimidamide, N^V'-bis(3,5-dimethylphenyl)-

Me Me

252 CisHse 7206-19-1
3-Octadecene, (E)-

Me ( CH2 ) i s CH : CHE t

252 CioHm 7206-21-5
5-Octadecene, (E)-

Me ( CH2 ) sCH<CH( CH 2 ) i i Me



5736 EPA/NIH MASS SPECTRAL DATA BASE 252

252 C18H36 7206-25-9
9-Octadecene, (E)-

Me ( CH2 ) 7 CH : CM ( CH2 ) 7 Me

252 C19H24 30387-24-7
Benzene, l,l'-(l,l,3,3-tetramethyl-l,3-propanediyl)bis-

Ph Ph
I I

Me CCH2 CMe
l l

Me Me

252 C20H12 50-32-8
Benzo[a]pyrene

253 C9H7N3O2S2 57726-55-3
Benzamide, iV-5if-l,3,2,4-dithia(3-SIV)diazol-5-ylidene-4-
methoxy-

100

80

60

40

20

0

10 20 30 40 60 60 70 80 00 100 110 120 130 140 160

190 200 210 220 230 240 250 280 270 280 290 300

253 Ci2H23NOSi2 53783-47-4
Silanamine, 1,1,1-trimethyl-iV-phenyl-iV- [

(trimethylsilyl)oxy]-

Ph

Me Me
I I I

Me S IONS I Me
I I

Me Me

253 Ci3H23N302 69315-92-0
li/-l,4-Diazepine-5,7(2if,6fl)-dione, 3-(dimethylamino)-6,6-
diethyl-2,2-dimethyl-

0

11
1

,

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

253 C15H11NO3 1152-48-3
2-Propen-l-one, l-(4-nitrophenyl)-3-phenyl-



254 EPA/NIH MASS SPECTRAL DATA BASE 5737

253 C16H 11NO3

2-Propen-l-one, 3-(4-nitrophenyl)-l-phenyl-
1222-98-6

1

. i . j J , 1 , . L

10 20 30 40 60 60 70 60 00 100 110 120 130 140 150

il. 1,

160 170 180 100 200 210 220
.

I, ,1
230 240 260 260 270 280 200 300

253 C 16H15NO2 2426-59-7
lif-Indole, 5-methoxy-6-(phenylmethoxy)-

253 C17H19NO 68014-51-7
Acetamide, iV-(2,6-dimethylphenyl)-iV-(2-methylphenyl)-

Me

100

so

so

40

20

0

100

so

so

40

20

0

254 CHBrClI 34970-00-8
Methane, bromochloroiodo-

Br
1

Cl CHI

I00<

so

to

40

ao

0

10 20 30 40 60 00 70 60 00 100 110 120 130 140 160

100

80

60

40

20

0
160 170 160 100 200 210 220 230 240 250 260 270 280 200 300

254 C9H9F3O3S 433-06-7
Ethanol, 2,2,2-trifluoro-, 4-methylbenzenesulfonate

160 170 180 100 200 210 220 230 240 250 260 270 280 200 300

254 CioHeOsSe 26526-49-8
Benzo[6]selenophene-3-carboxylic acid, 2-formyl-

0

H

254 CioHnFsSi 58751-81-8
Silane, dimethyl[2-(pentafluorophenyl)ethyl]-

F Me

F _ JL -CH 2 CH 2 S I HMe

fx>;

[1 1

1
1 h 1J ll l.I li ,1

)
,i ,1 , li 1 1

10 20 30 40 60 ei 70 60 00 100 110 120 130 140 160

1 jLi jt ,1
. , > , ,1 ,.1 .....—[—

—

T—T—T—

^

-V-—

*

1— i*
' r— 1 f r 1 1 f 1 1 1 1 r—

160 170 160 100 200 210 220 230 240 260 260 270 260 200 300



5738 EPA/NIH MASS SPECTRAL DATA BASE 254

254 C10H16B2O6 74128-60-2 254 C11H 19RI1 74779—88—7
D-Gulonic acid, 7-lactone, cyclic 2,3:5,6-bis(ethylboronate) Rhodium, [(l,2

,3-i7
)-3-methyl-2-butenyl]bis(r;3-2-propenyl)-

HC-0

—

I

ch 2 -0
B-Et

254 CuHio02Se 20984-13-8
Benzo[5]selenophene-2-carboxylic acid, 3-methyl-, methyl ester

100

80

60

40

20

0

100

80

60

40

20

0

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

10 20 30 40 50 00 70 80 90 100 110 120 130 140 150

1-1 .niii-
, T ib II.

. A 1 iLr

254 CnHioChSe 26526-43-2
Benzo[6]selenophene-3-carboxylic acid, 2-methyl-, methyl ester

Il -
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

! T T t

-i jllilii il 11-
, -A jl i—i i i

1— rM”
» t i r- i

-
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

100-

80-

60-

40-

20-

10 2( 30 40 50 60 70 80 90 100 110 120 130 140 150

80-

60-

40-

20-

i L .. L
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

254 C12H8CI2S 29349-72-2
Benzene, thiobis[chloro-

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

254 C 12H24B 2O4 74793-62-7
1,3,2-Dioxaborolane, 4,4’-(l,4-butanediyl)bis[2-ethyl-

A
(CH 2 )4—

f

e-"
6 *

'—

0

II ll.l ill. Xj i



254 EPA/NIH MASS SPECTRAL DATA BASE 5739

254 C 12H24B 2O4 74793-75-2
Allitol, l,6-dideoxy-3,4-di-C-methyl-, cyclic 2,4:3,5-bis(ethyl=

boronate)

254 C 14H22O4 58367-40-1
2,4-Hexadienedioic acid, 3,4-dipropyl-, dimethyl ester, (EJZ)-

MeOC( 0) CH=CC=CHC( 0) OMe

0^
eA°"

l

1

Y°
Me

le

100-

80

60

40 •

20 *

L •j 1 1 1.1

.

U . 1.1 . .Li 1 , . n .

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

:
80-

60-

40-

a—J jj. l,

20-

0- Li , , 1, 1
u

. r-»—. , r , r-
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

254 C 14H22O4 58367-41-2
2,4-Hexadienedioic acid, 3,4-dipropyl-, dimethyl ester, (E£)~

Pr

k r

Me OC( 0) CH = CC = CHC< 0) OMe

254 C 12H24B 2O4 74841—66—0
DL-Altritol, l,6-dideoxy-3,4-di-C-methyl-, cyclic 2,4:3,5-bis=

(ethylboronate)

Me

Me

Me

.Et

Me

254 CisHigOs 75332-45-5
Benzoic acid, 4-ethoxy-3,5-dimethoxy-, ethyl ester

:x?
OMe

^C(O) oet

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

1 11 1

160 170 180 190 200 210 220 230 240 250
. 1 1 1 1

260 270 280 290 300

254 C 14H23O 2P 3030-90-8
Phosphonous acid, phenyl-, dibutyl ester

Ph
1

Me ( CH2 ) 3 OPO( CH2 ) 3 Me

254 Ci4H3oSi2 74807-81-1
Silane, 1,7-octadiene-l ,8-diylbis [trimethyl-

Me Me
i i

MeSI CH = CH( CH2 ) 4 CH = CHS I Me

Me Me



5740 EPA/NIH MASS SPECTRAL DATA BASE 254

254 C15H30N2O 64414-58-0
l,5-Diazacycloheptadecan-6-one

10 20 30 40 60 60 70 80 90 100 110 120 130 140 ISO

254 C16H30N2O
Azacyclotridecan-2-one, l-(3-aminopropyl)-

64414-61-5

100 170 180 190 200 210 220 230 240 250 260 270 280 290 300

254 CisHaoOSi 74685-34-0
Silane, ethenylethylmethyl[[5-methyl-2-(l-methylethyl)cyclo=

hexyl]oxy]-

254 C10H14O3 3327-24-0
2-Propen-l-one, l-(2-hydroxyphenyl)-3-(4-methoxyphenyl)-

100

80

80

40

20

0
180 170 180 190 200 210 220 230 240 250 260 270 280 290 300

254 C16H30O2 4459-57-8
Oxacyclohexadecan-2-one, 16-methyl-

254 C16H30O2 35153-13-0
5-Tetradecen-l-ol, acetate, (Z)-

AcO(CH 2 ) 4 CH:CH(CH2) 7 Me

254 C16H30O2 69576-81-4
[l,l'-Bicyclohexyl]-l,l'-diol, 2,2',3,3'-tetramethyl-

.OH HO.



254 EPA/NIH MASS SPECTRAL DATA BASE 5741

254 C 17H18O2 120—11—6
Benzene, 2-methoxy-l-(phenylmethoxy)-4-(l-propenyl)-

10 20 30 40 60 #0 70 80 80 100 110 120 1 30 140 ISO

ISO 170 ISO 100 200 210 220 230 240 250 2S0 270 280 200 300

254 C17H18O2 6652-28-4
Ethanone, 2-(l-methylethoxy)-l,2-diphenyl-

Ph
I

Ph COCHOP

r

-

1

100 ]

80-

80-

40-

20 -

0 I I l‘l 1 1
1 I

—
I
——I 11 1

1—
180 170 180 100 200 210 220 230 240 250 260 270 280 290 300

254 C 17H18O 2 69299-53-2
[l,l'-Biphenyl]-4-carboxylic acid, 2',4'-dimethyl-, ethyl ester

100

80

80

40

20

0

100

80

80

40

20

0

254 C 18H22O 41487-68-7
Spiro[cyclobutane-l,l'(2'H)-phenanthren]-2-one, 3',4',4'a,9',=

10',10'a-hexahydro-, (l'a,4'ad,10'aa)-

254 C 18H38

Heptadecane, 3-methyl-

Me
I

Me ( CH2 ) 1 3 CHCH2 Me

6418-44-6

254 CisHss 62850-21-9
Hexane, 3,4-bis(l,l-dimethylethyl)-2,2,5,5-tetramethyl-

CMej
I

Mea CCHCHCMe 3

I

CMej

254 C18H22O 1150-90-9
Estra- 1 ,3 ,5 ( 10) ,

16-tetraen-3-ol

Me

100t

80 -

60 -

40

20-

0 i 1 1 i
1 * i t1

1
* 1 1 t* 1 » r -1

10 20 30 40 SO 60 70 60 90 100 110 120 130 140 ISO



5742 EPA/NIH MASS SPECTRAL DATA BASE 254

254 CaoHu 72088-04-1
1H-Indene, 1 ,

1 '-(1,2-ethanediylidene)bis-

I "T“ V ——I———T——r— “““I——T-—— -T—T—T- i

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

255 CoHioFsNSi 22529-97-1
Silanamine, 1,1,l-trimethyl-iV-(pentafluorophenyl)-

F

255 C 13H21NO2S 723-42-2
Benzenesulfonamide, 4-methyl-N^-dipropyl-

Pr
I

in 1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

180 170 180 190 200 210 220 230 240 250 260 270 280 290 300

255 C 13H21NO4 49656-42-0
9-Azabicyclo[3.3.1]nonane-2,6-diol, 9-methyl-, diacetate (ester),

(endo,endo)~

100

60

60

40

20

0

100

80

60

40

20

0

160 170 160 190 200 210 220 230 240 250 260 270 260 290 300

X3T

255 C 14H13N3O 2 28584-90-9
Imidodicarbonic diamide, iV^V’-diphenyl-

Ph NHCONHCONHPh

100

80

60

40

20

0

100

80

60

40

20

0
160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

- ..i i. A 1 Ii , iL .IIIIVVIIII
10 20 30 40 SO 60 70 80 90 100 110 120 130 140 150

255 C15H13NO3 4648-33-3
Benzene, l-methoxy-4-[2-(4-nitrophenyl)ethenyl]-, (E)-

jCT-nOi,

160 170 160 ISO 200 210 220 230 240 250 260 270 280 290 300

255 C16H17NO2 1222-42-0
Benzoic acid, 2-[(2,3-dimethylphenyl)amino]-, methyl ester

Me

100 j
80 -

60-

40 -

20 -

t i i i
1"

*i
—

r f* 1
-- r T- t t

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160



256 EPA/NIH MASS SPECTRAL DATA BASE 5743

iso 170 ISO 190 200 210 220 230 240 260 2S0 270 280 290 300

255 C 18H25N 57368-49-7

Benzenemethanamine, a-2,5,7-octatrienyl-iV-propyl-

H2 C : CHCH »CHCH 2 CH »CHCH 2 CHNHPr

256 C7Hi4Br2

Heptane, 1,7-dibromo-

Br ( CH2 ) 7 Br

4549-31-9

10 20 30 40 60 SO 70 80 90 100 110 120 130 140 160

256 CgHgFsOSi
Silane, trimethyl(pentafluorophenoxy)-

22577-86-2

10 20 30 40 50 SO 70 80 90 100 110 120 130 140 160

ISO 170 ISO 190 200 210 220 230 240 260 260 270 280 290 300

256 CgHgFsOSi 23761-74-2
Silane, methoxydimethyl(pentafluorophenyl)-

F

ISO 170 180 190 200 210 220 230 240 250 260 270 280 290 300

256 C10H13BO7 74779-82-1
a-D-Glucofuranuronic acid, 7-lactone, cyclic l,2-(ethylboronate)

5-acetate

256 C 10H18B 2O6 64780—37—6
/S-D-Fructopyranose, cyclic 2,3:4,5-bis(ethylboronate)

100

80

60

40

20

0

100

80

SO

40

20

0
160 170 180 180 200 210 220 230 240 260 260 270 280 290 300

... J J L j .11 J L. ,

,

10 to 30 40 50 60 70 80 00 100 110 120 130 140 150

l t



5744 EPA/NIH MASS SPECTRAL DATA BASE 256

256 C10H18B2O6 64780—40—1
a-L-Sorbofuranose, cyclic 2,3:4,6-bis(ethylboronate)

256 C12H8N4O3

Benzofurazan, 5-anilino-4-nitro-
18378-16-0

B — c t

H 2 C I
CH 2 OH

ûB-Et

H T
N02

—

1

—
1
—“—J.—

1

1
.

Ill 'll
1, U|lul ,lll 1 !« l|“

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

80-

60 c

1 1 1 1
I

40-

Li. . J dL _ -1. .1... .1 J ii il. 20-

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 0* JliL

256 C12H16O6 69745-78-4
2-Cyclopentene-l-acetic acid, 5-(acetyloxy)-2-(methoxycarbonyl)-,

methyl ester

160 170 160 190 200 210 220 230 240 250 260 270 280 290 300

256 CioH2oN202Si2

Pyrimidine, 2,4-bis [ (trimethylsilyl)oxy
]

-

10457-14-4

c

^
s^CH2C(Q)(

C( O) OMe

60*

40*

20*
. |

0 llL
,

b n j... L 1 U, 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

256 C12H16O6

DL-Xylitol, 1-benzoate

74793-68-3

160 170 180 190 200 210 220 230 240 250 260 270 260 290 300

OH| OH

PhC( 0) OCH 2 CHCHCHCH 2 OH

256 C12H8N4O3

4-Benzofurazanamine, 7-nitro-iV-phenyl-

o2 n

18378-15-9

L

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 260 290 300



256 EPA/NIH MASS SPECTRAL DATA BASE 5745

256 C12H20N2O4 74793-69-4
2,3-Diazabicyclo[2.2.1]heptane-2,3-dicarboxylic acid, 1-methyl-,

diethyl ester

Me

^ciooet

v
C(0)oet

256 C 12H20N2O4 74793-70-7
2,3-Diazabicyclo[2.2.1]heptane-2,3-dicarboxylic acid, 5-methyl-,

diethyl ester

C(0)0Et

C(0)oet

100-

80 •

80

40 •

20-

b . i 1 . . 1

10 20 JO 40 50 60 TO 80 90 100 110 120 130 140 150

80-

80*

40-

20-

J-

r

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

256 C 15H12O4 13745-20-5
2-Propen-l-one, l-(2,4-dihydroxyphenyl)-3-(4-hydroxyphenyl)-

100

80

80

40

20

0

100

80

80

40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

L.
10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

Hi- i ,1

—

T ,u . ,
. i—4 )•' r **'. -J

i L-r--T , ,

256 C16H 12O4 62252-06-6
4/f-l-Benzopyran-4-one, 2,3-dihydro-7-hydroxy-2-(3-
hydroxyphenyl)-

'0 20 30 40 50 80 70 80 H 100 110 liO 130 140 150

256 C 15H12O4 67685-32-9
1,3-Benzenediol, 4-(6-methoxy-2-benzofuranyl)-

256 C15H12O4 69097-97-8
4ii-l-Benzopyran-4-one, 2,3-dihydro-7-hydroxy-2-(4-
hydroxyphenyl)-

100

so

50

40

20

0

100

80

80

40

20

0

256 C15H 16N2O2 67437-15-4
Methanone, bis(3-methoxyphenyl)-, hydrazone

10 20 30 40 50 60 70 80 90 100 110 1 20 130 140 150

L
, ,

,

nnh 2

OMe OMe



5746 EPA/NIH MASS SPECTRAL DATA BASE 256

256 CisH^Os 18993-10-7
Tetradecanoic acid, 13-oxo-, methyl ester

MeC0 ( CH2 ) i 1 C( 0 ) OMe

100

80 -

60 •

40-

20- I

o
'

.

r 1. r i i
"

i i

—

1
i r i t i i 1 i

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

256 C 15H28O3 69494-18-4
5-Tetradecenoic acid, 14-hydroxy-, methyl ester, (Z)-

MeOC(O) (CH 2 ) 3 CH=CH(CH 2 ) e OH

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

256 C16H16O3

Ethanone, 2,2-dimethoxy-l,2-diphenyl-

OMe

MeOCCOPh
I

Ph

24650-42-8

100

80

60

40

20

0

100

80

60

40

20

0

256 CieHieOs 74793-79-6
Benzeneacetic acid, a-methyl-3-phenoxy-, methyl ester, (±)-

Me

1 1 .1 . u JL u 1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

4U -I, IIH L _L. i r i »
—r 1 • i i i i-i i i i

» 1

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

256 C 16H32O2 62691-05-8
Tetradecanoic acid, 12-methyl-, methyl ester, (S)-

Me

MeOC( 0 ) ( CH 2 ) 1 0 CHCH2 Me
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80

80

40

20

0

100

80

60

40

20

0

256 C 17H20O 2 64184-13-0
2-Naphthalenepentanoic acid, /3,/3-dimethyl-

Me
I

CH2CH2CCH2CO2H
I

Me

256 C18H24O 53-63-4
Estra-l,3,5(10)-trien-3-ol

Me

257 CHFsOaS.Ag 2923-28-6
Methanesulfonic acid, trifluoro-, silver(l+) salt

HO3SCF3 • Ag ( I )

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



257 EPA/NIH MASS SPECTRAL DATA BASE 5747

257 C8H4CIN3OS2 57726-53-1
Benzamide, 4-cMoro-A/-5.ff-l,3,2,4-dithia(3-SIV)diazol-5-ylidene-

180 170 180 ISO 200 210 220 230 240 250 280 270 280 290 300

257 C8H4CIN3OS 2 57726-58-6
Benzamide, 3-chloro-Ar-5/7-l,3,2,4-dithia(3-SIV)diazol-&-ylidene-

100-

80-

60*

40-

20-

ki _L

10 20 30 40 50 60 70 80 90 100 110 120 130 40 150

80

60 *

40-

20*

1 1

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

257 CsHiaFsNOSh 21149-38-2
Acetamide,2,2,2-trifluoro-N^V-bis(trimethylsilyl)-

F3Ccontms
1

TMS
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80

40

20

0
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80

80
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20

0
180 170 180 ISO 200 210 220 230 240 280 280 270 280 290 300

i* 1 1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

1,1 - -

257 C8H20N.I 68-05-3
Ethanaminium, NyNJJ-triethyl-, iodide

e t $ 4e t • r
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0
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0

257 C9Hio0 2.Ag 75112-79-7
Benzenepropanoic acid, 9ilver(l+) salt

HO2CCH2CH2PI1 . Ag ( 1

)

11 1 ^ , J L

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

*"
1 » I > I I » 1

~ 1

I I I I »
» 1—

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

100-
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160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

80-

60-

40-

20-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

257 C16H29B2N 74421-04-8
9-Borabicyclo[3.3.1]nonan-9-amine, N^-borabicyclotS.S.l] 0
non-9-yl-

100
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40

20

0

100

80

60
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20

0
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

il. Jlil Jill, .ill b Jill. Jliii iV A 1 l ,1
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5748 EPA/NIH MASS SPECTRAL DATA BASE 257

257 C 17H23NO 125-73-5

Morphinan-3-ol, 17-methyl-, (9a,13a,14a)-

100

80

80

40

20

0

100

80

60

40

20

0

257 C17H23NO 1531-25-5
Morphinan, 3-methoxy-

100

80

60

40

20

0

100

80

60

40

20

0

257 C19H15N 574-45-8
Benzenamine, N-(diphenylmethylene)-

Ph

PhNsCPh

258 C6H8Br202 3674-13-3
Propanoic acid, 2,3-dibromo-, ethyl ester

Br
I

Br CH 2 CHC( 0) OEt

258 C7H704Rh 14874-82-9
Rhodium, dicarbonyl(2,4-pentanedionato-0,0’)-, (SP-4-2)-

cso

Me

258 CgHeCLO 74312-97-3

Benzene, l-(chloromethyl)-2-methoxy-, trichloro deriv.

CH2C1



258 EPA/NIH MASS SPECTRAL DATA BASE 5749

258 C8H20O6P2

Diphosphorous acid, tetraethyl ester

21646-99-1

EtO OEt
I I

Et OPOP OEt

1 1 1 1—‘J-H 1 ,

,il
, -1 4—, . h—•—r—

10 20 30 40 50 80 70 80 80 100 110 120 130 140 ISO

258 CioH22N202Si2 74810-47—2
2,4(lH,3if)-Pyrimidinedione, dihydro-1,3-bis(trimethylsilyl)-

Me
I

.SI Me
f N I

X..Ko' n; 'o

Me
V
SI Me

.—uv ,il I..J L_
10 20 30 40 50 80 70 80 90 100 t10 120 130 140 150

258 CgHisOdRh 12082-47-2
Rhodium, bis(772-ethene)(2,4-pentanedionato-0,0')-

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

H2

/
C"\V°

H 2 C- -Rh CH

H 2 C
s/y \ /

/ o=c
ch 2

10 20 30 40 50 80 70 80 90 100 110 120 130 140 160

258 CioHioN20 2S.C1H 58275-66-4
2(3if)-Thiazolimine, 3-hydroxy-4-(4-methoxyphenyl)-, mono=

hydrochloride

258 C13H10N2O4 61416-98-6
4,5-Pyrimidinedicarboxylic acid, 6-methyl-2-phenyl-

co2 h

co2 h

IIN^N
Ph

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

258 C14H10O5 641—38-3
6H-Dibenzo[fj,d]pyran-6-one, 3,7,9-trihydroxy-l-methyl-

OH
I

HN » .N



5750 EPA/NIH MASS SPECTRAL DATA BASE 258

258 C14H10O6 26962-41-4

Benzof 1,2-6:5,4-6' ]difuran-4,8-dione, 2-[l-(hydroxymethyl)

=

vinyl]-5-methyl-

258 CuHnBr 4714-24-3
Benzene, l-bromo-4-(2-phenylethenyl)-

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

258 CwHnBr 40389-50-2
Benzene, 1 ,

1 '-(1-bromo-l,2-ethenediyl)bis-

Ph
i

PhCH:CBr

258 C14H14N2O3 1562-94-3
Diazene, bis(4-methoxyphenyl)-, 1-oxide

11 6 t r— r i 1
"

i
"""

1 1 r— —
i
——t — ‘ i

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

100

80

60

40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

258 C 14H26O4 110-40-7
Decanedioic acid, diethyl ester

EtOC(O) ( CH2 ) e C( O) OE t

258 C 14H26O4 35528-76-8
2,2'-Bi-l,3-dioxolane, 4,4,4' ,4' ,5,5,5',5'-octamethyl-

258 C 14H26O4 72361-22-9
Octanedioic acid, tetramethyl-, dimethyl ester

MeOC( 0) ( CH 2 ) gC( 0) OMe + 4Me

... ^ al -Li ...L i i i .1 .. .. .

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

L L
i *i 1 i

**
i r i

"
i i i 1 »— i i i-

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300



258 EPA/NIH MASS SPECTRAL DATA BASE 5751

258 C16H 11CIO2 3033-96—3
2-Propen-l-one, 3-(4-chlorophenyl)-l-(2-hydroxyphenyl)-

258 C 15H14O4 500-62-9
2/f-Pyran-2-one

,
4-methoxy-6-

[
2-(4-methoxyphenyl)ethenyl] -,

(£)-

0

258 C15H14O4 18142-17-1
2ff-Naphtho[l,8-£>c]furan-6,7-dione, 3-hydroxy-2,2,5,8-tetra=
methyl-

100

ao

60

40

20

0

100

60

60

40

20

0
160 170 160 1»0 200 210 220 230 240 280 260 270 260 290 300

I i u L_l L 1

10 20 30 40 50 60 70 80 00 100 110 120 130 140 150

i. ,n

258 C 15H 14O4 65332-45-8
1,3-Benzenediol, 4-(3,4-dihydro-7-hydroxy-2if-l-benzopyran-
3—yl)—

258 C15H14O4 75112-81-1
Benzoic acid, 2,3-dihydroxy-6-(2-phenylethyl)-

OH

258 CisH340Si 39789-26-9
Silane, [(l-ethyldecyl)oxy]trimethyl-

Et Me
i i

Me ( CH 2 ) a CHOS I Me

Me

258 Ci6H340Si 39789-27-0
Silane, trimethyl [ (l-methylundecyl)oxy ]

-

i i

Me ( CHs ) t CMOS I Me

Me

100

60

60

40 '

20

O'

10 20 30 40 SO 60 70 60 90 100 110 120 130 140 160



5752 EPA/NIH MASS SPECTRAL DATA BASE 258

100

80

60

40

20

0

258 CisHiuOSi 39789-28-1
Silane, trimethyl[(l-propylnonyl)oxy]-

Pr Mo
I I

Mo ( CH 2 ) 7 CHOSI Me

Me

100

60

60

40

20

0

100

80

60

40

20

0

258 CisH^OSi 39789-29-2
Silane, [ (1-butyloctyl)oxy ]trimethyl-

Mo(CH 2 )3 Me

M6(CH2)bCH OSIMe

Me

_i 1 L
V 1 1 1 1 1 I

10 20 30 40 50 60 70 80 00 100 110 120 130 140 160

i
,

. »|‘ lie
1 |

1 1 | | | f |

160 170 180 100 200 210 220 230 240 260 260 270 280 200 300

1

I
‘ —1 ‘ I—

T

1 ‘I 1 ' T ' l‘‘ I T— » T— T 1 r~
160 170 180 100 200 210 220 230 240 260 260 270 280 200 300

258 CisH^OSi 74421-15-1
Silane, [(2-butyloctyl)oxy]trimethyl-

Me(CH 2 )3 Me

Me ( CH 2 ) 5 CHCH 2 OS I Me

Me

100

80

60

40

20

0

100

80

60

40

20

0

258 CuHjuOSi 74421-16-2
Silane, [(2-ethyldecyl)oxy]trimethyl-

Et Me
i i

Me ( CH2 ) 7 CHCH2 OS i Me

Me

100

80

60

40

20

0

100

80

60

40

20

0

160 170 180 100 200 210 220 230 240 250 260 270 280 260 300

i. Ii. i. L 11 i.

10 20 30 40 60 60 70 80 00 100 110 120 130 140 150

«.ir. . ‘ i
•

!
-- r i-"** i

— i 1 i ,

258 C16H28B 2O 74744-62-0
9-Borabicyclo[3.3.1]nonane, 9,9'-oxybis-

258 Ci5H340Si 39789-30-5
Silane

,
trimethyl

[ (1-pentylheptyl)oxy]-

Me
( CH 2 ) 4 Me

Me ( CH 2 ) e CH OSIMe

Me

il.

10 20 30 40 50 60 70 80 00 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 200 300

258 C16H34S 2917-26-2
1-Hexadecanethiol

Me ( CH 2 ) 1 5 SH

100

80

80

40

20

0
10 20 30 40 60 60 70 80 00 100 110 120 130 140 150

JJ



259 EPA/NIH MASS SPECTRAL DATA BASE 5753

100

80-

80-

40-

20 -

0 *•— i
—

i r- r * i i i
*1

i i—i r—
180 170 180 180 200 210 220 230 240 2S0 280 270 280 280 300

258 C17H22O2 74810-40-5
Cyclopropanecarboxylic acid, 2,2-dimethyl-3-( 1-phenyl-2-

propenyl)-, ethyl ester

C( 0) OEt

-CHCH:CH 2
I

Ph

258 C18H14N2 30894-24-7
Benzenamine, Ar-(phenyl-2-pyridinylmethylene)-

Ph
I

258 C20H 18 35281-31-3
Benz [a

]
anthracene, 7,12-dihydro-7,12-dimethyl-

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

* L 111

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

259 C6HCUNO2 879-39-0
Benzene, l,2,3,4-tetrachloro-5-nitro-

ci

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

258 C 19H14O 42299-49-0
2-Propen-l-one, 3-(l-naphthalenyl)-l-phenyl-

CH sCHCOPh

100

ao

60

40

20

0

100

80

60

40

20

0
160 170 160 190 200 210 220 230 240 250 260 270 260 290 300

» 1. ii -11J1. til. »ij 1 l i 1 1!
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

1

100

80

60

40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

259 C7H5CLNO 941-79-7
m-Anisidine, 2,4,5,6-tetrachloro-

ci

nh 2

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

. . Xu- . 1 filiL. ..,,..11111.,. r— ii T Id
, , , ,

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



5754 EPA/NIH MASS SPECTRAL DATA BASE 259

259 C7H5CI4NO
Benzenamine, 2,3,4,5-tetrachloro-6-methoxy-

42138-72-7 259 C12H10CIN 5 74421-47-9
lH-Purin-6-axnine, [(4-chlorophenyl)methyl]-

nh 2

CO. +

Ji, J Ip—Ji
10 20 30 40 50 60 70 80 00 100 110 120 130 140 150

160 170 180 100 200 210 220 230 240 250 260 270 280 200 300

259 C7H5CI4NO
Benzenamine, 2,3,5,6-tetrachloro-4-methoxy-

70439-96-2
160 170 180 100 200 210 220 230 240 250 260 270 280 290 300

259 C12H10CIN5 74421-48-0
lif-Purin-6-amine, [(3-chlorophenyl)methyl]-

h 2 n' ^ ci

ci

••
•

I'

1—
I"" 1 ' 1

-illy —+•—“I"1- 1“ ,

.1-1,

C Ll *

10 20 30 40 50 60 70 80 00 100 110 120 130 140 150— 100-

80-

80*

40-

—-"4* *1 1““ -I-" J M‘ l4»
1

id—lLl. —„—

_

20-

0-
.
.j, K 4

10 20 30 40

iL
t
L- .. ly-lili. f L, ,11

50 60 70 80 90

-4^-1 -
100 110 120 130 140 150

160 170 180 100 200 210 220 230 240 250 260 270 280 290 300

259 C 11H17NO4S 7146-67-0
Benzenesulfonamide, NJf-bis (2-hydroxyethyl)-4-methy1-

ch 2 ch2 oh
1

so2 nch 2 ch 2 oh

. .1 . i. 1

10 20 30 40 50 60 70 80 00 100 110 120 130 140 150

1 H 1 . 1 1 1 1—

259 C16H26BNO 74630-85-6
2if-l,3,2-Oxazaborine, 2-ethyltetrahydro-4,5-dimethyl-3-(l-
methylethyl)-6-phenyl-

Pr-I
0 N

160 170 180 190 200 210 220 230 240 250 260 270 280 200 300 -II J L L
10 20 30 40 50 60 70 80 00 100 110 120 130 140 150

1

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



260 EPA/NIH MASS SPECTRAL DATA BASE 5755

259 C 16H26BNO 74630-86-7
2#-l,3,2-Oxazaborine, 2,4-diethyltetrahydro-3-(l-methyl=
ethyl)-6-phenyl-

260 C9F8

lif-Indene, 1,1,2,3,4,5,6,7-octafluoro-

F

36954-58-2

260 C7H4CLS 68671-90-9
Benzene, l,2,4,5-tetrachloro-3-(methylthio)-

260 CgHisFSn
Stannane, (4-fluorophenyl)trimethyl-

14101-14-5

_u ill
, ,

1

10 20 30 40 50 80 70 80 00 100 110 120 130 140 150

, , 1In J II it 1 1 1 . i

,

160 170 180 100 200 210 220 230 240 250 26< 270 280 200 300

260 CsHeFsPS 19100-54-0
Phosphine sulfide, dimethyl(pentafluorophenyl)-

10 20 30 40 50 60 70 60 SO 100 110 120 130 140 150

260 C 11H7CI3O 74298-67-2
Naphthalene, 2,4,8-trichloro-l-methoxy-

Cl OMe

Cl

1 111 il 1 111 1 lilL 111 II uiJli i jL
10 20 30 40 50 60 70 80 00 100 110 120 130 140 150

1 ill lit ii ik
j

Il 1,. .
1

i

160 170 180 100 200 210 220 230 240 260 260 270 280 290 300



5756 EPA/NIH MASS SPECTRAL DATA BASE 260

260 C11H7CI3O
Naphthalene, 2,4,5-trichloro-l-methoxy-

74298-68-3 260 CiiH2403Si2 72361-19-4
Butanoic acid, 3-methyl-2-oxo-, bis(trimethylsilyl) deriv.

OMe

Cl Cl

1 . jl ll, n.Ull |llll .1 , J—
% 1 1 » 1

1 "
"i ,

-
1 1

—““i

—

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

260 CiiH^OaSi!! 56272-66-3
Butanoic acid, 2-methyl-3-oxo-, bis(trimethylsilyl) deriv.

Me 2 CHCOCO2 H + 2TMS

260 Ci2Hi8Mo 51733-17-6
Molybdenum, tris^^l^-butadiene)-

Me
1

MeC0CHC02 H + 2TMS

;| ll- - -

1

1 iv_
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

^ I L .

160 170 180 190 200 210 220 230 240
1 1 1 1 l

250 260 270 280 290 300

260 CiiH2403Si2 72101-11-2
Pentenoic acid, 4-[(trimethylsilyl)oxy]-, trimethylsilyl ester

100

80

60

40

20

0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

OTMS
I

Me CHCH 2 CH 2 C( 0) OTMS
I I

-2H

.-,.1 L „ lL
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

80 -

60-

40-

20 -

0 '
i 1 * 1 1

-
r
—

1 1
1 1

—

y
i’ 1‘ 1

1 1 r—
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

260 C 12H20O4S 67428-18-6
1-Cyclohexene-l-propanoic acid, /3-methyl-ar-(methylsulfonyl)-,

methyl ester

Me

j

SO2 Me

aCHCHC(O) OMe



260 EPA/NIH MASS SPECTRAL DATA BASE 5757

260 C12H20O6 72361-04-7
/3-D-Mannopyranose, l,2:3,4-bis-0-(l-methylethyIidene)-

260 Ci2H2802Si2 72088-20-1
Silane, [cyclohexanediylbis(oxy)]bis[trimethyl-, cis-

TMSO OTMS

260 ChHi 206 75442-57-8
2H-Naphtho[2,3-6]furan-5,10-dione, 3,4-dihydro-3,4-di=
hydroxy-2-methyl-, [2fi-(2a,3/S,4/S)]-

0

Me

OH

0 OH

260 ChHi 20 5 75442-58-9
2fl-Naphtho[2,3-6]furan-5,10-dione, S^-dihydro-S^-di^
hydroxy-2-methyl-, [2S-(2a,3a,4a)]~

0

Me

OH

O OH

260 CuH^ClP 74630-34-5
Phosphinous chloride, (l.l-dimethylethylKl^J-trimethyl^

bicyclo[2.2.1]hept-2-yl)-

260 CiJisoAhCh 15629-79-5
Aluminum, di-^-ethoxytetraethyldi-

Et . . +J -Et
O— Al

U I

eC^.'
-°'

Et
"

Et

Et

100

80

60

40

20

0

100

00

60

40

20

0
160 170 160 190 200 210 220 200 240 250 260 270 280 290 300

. lI ^ . jJ 1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

L 1 L



5758 EPA/NIH MASS SPECTRAL DATA BASE 260

260 C15H16O4 41753-38-2
4,7-Benzofurandione, 6-methoxy-3-methyl-5-(3-methyl-2-

butenyl)-

MeC = CHCH 2
I

Me

260 C17H12N2O
2-Oxazoleacetonitrile, 4,5-diphenyl-

Ph ^^'°'^CH 2 CN

65913-22-6

11 Li J
10 20 30 40 SO 60 70 80 SO 100 110 120 130 140 150

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 60-

20-

1 U

;
160 170 160 190 200 210 220 230 240 260 21JO 270 280 290 300

1
,

1

,

1
1 ,

160 170 180 190 200 210 220 30 240 250 2(JO 270 280 290 300 260 CisHieSi
Silane, triphenyl-

789-25-3

260 C15H16O4 41753-39—3
4/f-Furo[3,2-g ]

[l]benzopyran-4,9(5/f)-dione, 6,7-dihydro-3-
methyl-6-(l-methylethyl)-, (R)~

10 20 30 40 50 60 70 60 90 100 110 120 130 140 150

III' - IlL Ijl
i

Li-i l ^ r-L, t-
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

260 C 15H16O4 61176-53-2
Naphtho[2,3-6]furan-4,6,9(5/f)-trione, 4a,7,8,8a-tetrahydro-

3,4a,5-trimethyl-, [4ai?-(4aa,5a,8aa)]-

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

Ph
I

PhSI HPh

260 CisHaiO 63922-51-0
3,4-Heptadien-2-one, 3,5-dicyclopentyl-6-methyl-

o 1

COMe

i ill ill ill h 1 L
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

li—r r- l— ,
i

—

260
Benzene, tridecyl-

C19H32

Ph ( CH 2 )

1

2 Me

123-02-4

1 rJ

10 20 30 40 60 80 70 80 90 100 110 120 130 140 160



261 EPA/NIH MASS SPECTRAL DATA BASE 5759

ISO 170 ISO 100 200 210 220 230 240 250 260 270 280 280 300

261 C 11H19NO2S 2 58467-36-0
2,5-Pyrrolidinedione, 3-[l,l-bis(ethylthio)ethyl]-4-methyl-

CSEt
I

Me

260 C20H20 74421-24-2
Benzene, l,l'-(l,4-dimethyl-2,5-cyclohexadiene-l,4-diyl)bi8-

180 170 180 180 200 210 220 230 240 250 280 270 280 280 300

260 C20H20 74793-06-9
Spiro[2.4]heptane, l-phenyl-5-(phenylmethylene)-

p

260 C20H20 74985-66-3
5,13:6,12-Dimethanodibenzo[a,/]cyclododecene, 5,6,7,12,13,14-
hexahydro-

10 20 30 40 50 80 70 80 80 100 110 120 130 140 150

10 20 30 40 50 SO 70 80 80 100 110 120 130 140 150

160 170 180 180 200 210 220 230 240 260 260 270 280 280 300

261 CiaHgClNOs
Methanone, (2-chloro-5-nitrophenyl)phenyl-

34052-37-4

NO2

10 20 30 40 50 60 70 80 80 100 110 120 130 140 150

180 170 180 180 200 210 220 230 240 250 260 270 280 280 300

261 C14H16NO2S
Benzenesulfonamide, N,4-dimethyl-N-phenyl-

599-62-2

ISO 170 ISO 180 200 210 220 230 240 250 260 270 280 280 300



5760 EPA/NIH MASS SPECTRAL DATA BASE 261

261 C14H16NO2S 71633-86-8
Ethanone, l-[2-(4-ethoxyphenyl)-4-methyl-5-thiazolyl]-

261 C14H19N3O2 19433-94-4
Acetamide, N-[3-[(2-cyanoethyl)ethylamino]-4-methoxyphenyl]-

NCH2CH2CN

261 C15H23N3O 69730-92-3
Pyrrolidine, l-[4-(dimethylamino)-l-oxobutyl]-2-(3-pyridinyl)-,

(S)-

Me
I

CO( CH 2 ) 3 NMe N.

-Oo

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

261 C16H23NO2

Annotinine, 8-deoxo-
69796-60-7

160 170 160 190 200 210 220 230 240 250 260 270 280 260 300

261 C15H19NO3 58422-74-5
Ethaneperoxoic acid, l-cyano-4-methyl-l-phenylpentyl ester

moChch 2 ch 2 cooac
1

CN
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

100-

80-

80-

40-

1 |Ll , il,—

20-

0 Ul—J* 1
1 r 1

—
1 "‘i —1 1 1 i* 1 1 1

— 1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

261 C 19H19N
Pyridine, 1,2-dihydrodimethyldiphenyl-

74792-90-8

261 C16H19NO3 69022-73-7
[l,3]Dioxepino[5,6-c]pyridine, l,5-dihydro-8-methyl-3-(l-
methylethyl)-9-(2-propynyloxy)-

CNH +2Ph

J +2Me

10 20 30 40 50



262 EPA/NIH MASS SPECTRAL DATA BASE 5761

100*

80

60*

40*

20*

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

80

60*

40 -

20*

L
310 320 330 340 350 360 370 380 390 400 410 420 430 440 460

262 CsHsBtt 93-52-7
Benzene, (1,2-dibromoethyl)-

Ph

BrCH 2 CHBr

262 C8HnBrF4 74793-72-9
3-Octene, l-bromo-l,l,2,2-tetrafluoro-

F

h
Me( CH2 ) 9 CH = CHCCBr

r
F

100

80

60

40

20

0

100

80

60

40

20

0

262 C9H7CIN2OS.CIH 58275-67-5
2(3if)-Thiazolimine, 4-(4-chlorophenyl)-3-hydroxy-, mono-

hydrochloride

OH
I

262 CsHsBrs 626-15-3
Benzene, l,3-bis(bromomethyl)-

100

60

60

40

20

0

100

80

60

40

20

0

Br CH 2

X)
^,CH2 Br

.i jl, jll ,1 Jl , ,1
10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

*1" T . i i i
"

' i r 1 i I
****** i-i i >

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

262 C8HnBrF4 74793-50-3
3-Hexene, l-bromo-l,l,2,2-tetrafluoro-5,5-dimethyl-

F

Me CCH = CHCCBr
I I I

", i, 1 . -I.I.L.I l.l l.l 1 il

10 20 30 4( 50 80 70 80 90 100 110 120 130 140 150

- U -
• I 1 i i » v ’ ^ f f f t i r

1 ' -

1*0 170 ISO 100 200 210 220 230 240 250 200 270 200 200 300

262 CioHuOs 35528-75-7

[1,4]Dioxino[2,3-6]-l,4-dioxin-2,3-dicarboxylic acid, hexahydro-,
dimethyl ester

C( 0) OMe

C( 0) OMe



5762 EPA/NIH MASS SPECTRAL DATA BASE 262

262 C12H6O7 32013-75-5
Naphtho [ 1,2-5]furan-6,9-dione, 4,5,7,8-tetrahydroxy-

0 OH

262 Ci2HnCIFeO 51862-24-9
Ferrocene, (chloroacetyl)-

262 C12H22O6 66851-40-9
D-aratmo-Hex-l-enitol, 3,4,5-tri-0-methyl-l,2-0-(l-methyl=

ethylidene)-

OMe

OMe

262 C14H28CIP 74630-71-0
Phosphinous chloride, (l,l-dimethylethyl)[2(or 5)-methyl-5(or

2)-(1-methylethyl)cyclohexyl]-

COCH2C1

1

4

1Fo +z

*
H

1 ll 1 1 .

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

:J 1 11 .1 l_nr—

t

1 1 i" 1 ,
-r .. r~—i r i i

160 170 180 ISO 200 210 220 230 240 250 260 270 280 290 300

t-BuPCI

262 C15H18O4 41555-19-5
4if-Furo[3,2-g] [l]benzopyran-4,9(5if)-dione, 2,3,6,7-tetra=
hydro-3-methyl-6-(l-methylethyl)-

262 C12H22O4S 67428-08-4
4-Heptenoic acid, 2-(methylsulfonyl)-4-propyl-, methyl ester, (E)-

Pr $02 Ms
I I

Et CK = CCH2 CHC( O) OMe

ili Hi Lliii 1 1 1
i

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

11
|

hit uL Jil 1 ,L l)H L ll,
, ,

,
»

iM ‘
»

”‘1 —"T—““-t —r—*
1 r-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



262 EPA/NIH MASS SPECTRAL DATA BASE 5763

262 C 15H18O4 58822-93-8
1-Naphthalenecarboxylic acid, l,4,4a,5,8,8a-hexahydro-4,6,8a-

trimethyl-5,8-dioxo-, methyl ester, (la,4a,4ad,8ad)-

180 170 180 ISO 200 210 220 230 240 250 200 270 280 290 300

262 CisHisCU 58865-15-9
1-Naphthalenecarboxylic acid, l,4,4a,5,8,8a-hexahydro-4,6,8a-

trimethyl-5,8-dioxo-, methyl ester, (la,4a,4aa,8a/3)-

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

262 C 16H22OS 74231-52-0
Cyclopropanol, l-[2-methyl-l-(phenylthio)cyclohexyl]-

III. ,i nil lllll Li 1 . . L 1 n

10 20 30 40 50 60 70 80 90 100 1 10 120 130 140 150

1

262 C 16H22O3 118-56-9
Benzoic acid, 2-hydroxy-, 3,3,5-trimethylcyclohexyl ester

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

.. 4.

262 C16H22O3 66708-20-1
5ii-Inden-5-one, 3-[l-(acetyloxy)-2-methylpropyl]-l,2,3,6, :=

7 ,7a-hexahydro-7a-methyl-

OAc

Me

262 C 17H26O 2

1,3-Benzenediol, 5-(3-undecenyl)-, (Z)-

34144-15-5

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300



5764 EPA/NIH MASS SPECTRAL DATA BASE 262

262 C 17H26O2 64275-45-2
5,10-Pentadecadiyn-l-ol, acetate

Me ( CH 2 ) 3 C:C( CH2 ) 3 C:C< CH 2 ) 4 OAc

262 C 17H26O2 74793-59-2
Cyclopentanecarboxylic acid, 3-methylene-, l,7,7-trimethyl=

bicyclo[2.2.1]hept-2-yl ester

Me

(^r° "Q
ch 2

, 1.1 i . l

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

80 <

so-

40 -

20 -

0 1 ‘ r ,«!>, »
t 1 r * 1 r**1— I" "

1 1 »

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

262 C17H27P 74709-99-2
Phosphine, methyl[methyl(l-methylethyl)cyclohexyl]phenyl-

262 C18H14O2 69813-92-9
5,12-Naphthacenedione, 1,2,3,4-tetrahydro-

0

0

263 C 14H17NS2 69390-11-0
Thiazole, 2-(butylthio)-4-(4-methylphenyl)-

264 AI2CU 13845-12-0
Aluminum, di-/x-chlorotetrachlorodi-

Me

MePPh

- +3^CI*
Cl — Al

I I
Cl

-

Cl

I +3 I

- Al -Cl
!

Cl



264 EPA/NIH MASS SPECTRAL DATA BASE 5765

264 CtHsFsPS 53327-23-4
Phosphinothioic fluoride, methyl(pentafluorophenyl)-

F

264 C 10H4CL 53555-64-9
Naphthalene, 1,3,5,7-tetrachloro-

ci

ci

264 C?H6Br20
Benzene, 2,4-dibromo-l-methoxy-

21702-84-1 264 C10H4CI4
Naphthalene, 1,4,6,7-tetrachloro-

55720-43-9

264 CgHigPPd 74811-11-3
Palladium, bis(r?3-2-propenyl) (trimethylphosphine)-

h 2 c

:—-Pd^ c

i, 4u ! Jill r- . .^1
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

1 u . ,

190 170 1M 1»0 200 210 220 230 240 230 2«0 270 2*0 2»0 300

264 C10H10CI2O4 75627-00-8
Acetic acid, (2,5-dichloro-4-methoxyphenoxy)-, methyl ester

'xr
OCH2 C( 0) OMe

100

80

60

40

20

0
10 20 30 40 50 60 70 80 50 100 110 120 130 140 150



5766 EPA/NIH MASS SPECTRAL DATA BASE 264

264 C10H16O4S2 74630—21—0
Cyclobuta[1 ,2-5:4,3-5' ]bisthiopyran, decahydro-, 1 ,1,8,8-tetraoxide,

(4aa,4bd,8a/3,8ba)-

0 0
\\//

0 0
\\//

OO

264 C 12H8O7 75083-41-9
Naphtho [2,3-5]furan-4,9-dione, 2,3-dihydro-5,6,7,8-tetrahydroxy-

ho 0

HO

HO

ho 0

264 C12H24O6 17455-13-9
1,4,7,10,13,16-Hexaoxacyclooctadecane

264 C13H26CIOP 74630-89-0
Phosphonochloridous acid, (1-methylethyl)-, 5-methyl-2-(l-

methylethyl)cyclohexyl ester

Me

100 ]

so-

60-

40 •

20 -

0 L i . .,. Tm"‘
I
***

I 1 1 I V I
—

“

I I I I

160 170 180 190 - 200 210 220 230 240 250 260 270 280 290 300

264 C15H14CI2 75601-31-9
l,l'-Biphenyl, 2',4'-dichloro-2,4,6-trimethyl-

Me

264 C15H20O2S 67884-56-4
4-Hexen-l-ol, 4-methyl-6-(phenylthio)-, acetate, (E)-

Me
1

AcO(CH 2 ) 3 C:CHCH 2 SPh



264 EPA/NIH MASS SPECTRAL DATA BASE 5767

264 C 15H20O4 1618—98—0
Azuleno[4,5-6]furan-2,8(3H,4?f)-dione, 3a,5,6,6a,7,9b-hexa=

hydro-6-hydroxy-3,6,9-trimethyl-, [3S-(3a,3aa,6a,6aa,9b/3)]-

264 C 16H20O4 20555-02-6
Azuleno[6,5-6]furan-2,5-dione, decahydro-7-hydroxy-4a,8-di=
methyl-3-methylene-, [3aR-(3aa,4a^,7a,7aa,8/3,9aa)]-

1S0 170 1*0 180 200 210 220 230 240 260 2*0 270 2*0 280 300

264 C 15H20O4 2571-81-5
Azuleno[4,5-f>]furan-2,9-dione, decahydro-6a-hydroxy-6,9a-
dimethyl-3-methylene-, [3ajS-(3aa,6/3,6aa,9ad,9ba)]-

264 C 16H20O4 62824-37-7
Azuleno[5,6-c]furan-l(3H)-one, 4,4a,5,6,7,9-hexahydra-3,4-di=

hydroxy-6,6,8-trimethyl-

10 20 30 40 60 *0 70 80 80 100 110 120 130 140 160

1*0 170 1*0 180 200 210 220 230 240 260 2*0 270 2*0 280 300

1*0 170 180 180 200 210 220 230 240 260 2*0 270 2*0 280 300

264 C16H20O4 75332-49-9
2-Propenoic acid, 3-(3,4-diethoxyphenyl)-, ethyl ester

264 C 16H20O4 6628-68-8
Propanedioic acid, (2-phenylethyl)-, diethyl ester

C(0)0Et

Et OC( 0) CHCH 2 CH 2 Ph

Mi, il 1 iL 1 L

10 M 30 40 90 60 70 60 9NC

,

100 110 120 130 140 160

1 J 1 1 1 1 S 1 1 . r-« 1 r . r—T I I I I T ‘I 1 I » T I I I I

160 170 180 190 200 210 220 230 240 260 260 270 260 200 300



5768 EPA/NIH MASS SPECTRAL DATA BASE 264

264 C16H16N4 74764-30-0
Dispiro[4. 1.4. 1]dodecane-6,6,12,12-tetracarbonitrile

264 C 17H16N2O 34572-27-5
lff-Imidazole-1-ethanol, a,/3-diphenyl-, (R*Ji*)-

NC CN

O^O
NC CN

Ph

^ CHCHOH

1 1

1 1 1 I I 1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

264 C 16H24O3 2511-22-0
Benzoic acid, 3,5-bis(l,l-dimethylethyl)-4-hydroxy-, methyl ester

100-

80-

60*

40-

20-

il 1 1 1 . 1 1 hi
|

10 20 30 40 60 60 70 80 90 100 110 120 130 140 ISO

00*

60-

40-

20-

160 170 80 190 200 210 220 230 240 250 260 270 280 290 300

264 C17H16N2O 34600-46-9
lH-Imidazole-l-ethanol, a,/8-diphenyl-, (R*,S*)~

C( 0) OMe

^^-CHCHOHw
100-

80-

80-

40-

20-

0-

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

100]

.y >1. ,1 1—rjL, T T T-

80-

60-

40-

20-

0-

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

264 C16H24O3 29064-99-1
Naphtho[2,l-6]furan-2,8-dione, decahydro-3a,6,6,9a-tetramethyl-

(3aR,5aS,9aS,9hR)~

1 1
—

1 t 1 1 r* r 1 "i i 1 1 1 1

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

264 C17H16N2O
lH-Imidazole-l-ethanol, a,2-diphenyl-

Ph
I

ch 2 choh

58275-49-3



264 EPA/NIH MASS SPECTRAL DATA BASE 5769

264 C 17H28O2 134-28-1
5-Azulenemethanol, l,2,3,4,5,6,7,8-octahydro-a,a,3,8-tetramethyl-,

acetate, [3S-(3a,5a,8a)]-

264 C17H28O2 69350-62-5
Cyclohexanol, 3-ethenyl-3-methyl-2-(l-methylethenyl)-6-( 1-

methylethyl)-, acetate, [l.R-(la,2a,3d,6a)]-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

L—j,

—

L—J-

264 C17H28O2

1,3-Benzenediol, 5-undecyl-
34155-91-4

160 170 160 190 200 210 220 230 240 250 260 270 280 290 300

264 C17H28O2 69297-57-0
1-Naphthalenol, decahydro-4a-methyl-8-methylene-2-(l-
methylethyl)-, acetate, [lS-(la,2/3,4aa,8aa)]-

h 2 c OAc

160 170 160 190 200 210 220 230 240 250 200 270 280 290 300

264 C17H28O 2 69350-63-6
Cyclohexanol, 3-ethenyl-3-methyl-2-(l-methylethenyl)-6-(l-

methylethyl)-, acetate, [li?-(la,2/3,3a,6a)]-

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

264 C17H28O2 72088-14-3
Hexadecatrienoic acid, methyl ester, labeled with carbon-13

Me( CH2 ) 1 4 C ( 0) OMe -6H



5770 EPA/NIH MASS SPECTRAL DATA BASE 264

264 C17H29P 17420-29-0
Phosphorin, 2,4,6-tris(1 ,1-dimethylethyl)-

Bu-t

264 C 18H16O2 84-47-9

9,10-Anthracenedione, 2—(1,1-dimethylethyl)-

0

0

264 CisHieS 24964-02-1
Benzo[6]naphtho[2,3-d]thiophene, 9,10-dihydro-6,7-dimethyl-

Me Me

100

80

80

40

20

0

ICO

80

60

40

20

0

265 C4H6M11N2S4 12427-38-2
Manganese, [[l,2-ethanediylbis[carbaxnodithioato]](2-)]-

c S
+ 2/ ^
Mn C-NHCH2CH2NHC-S-
\-/

265 C12H 15N3O2S 74793-51-4
Carbamothioic acid, [(acetylamino)(phenylamino)methylene]-,

S-ethyl ester

NHAc
I

E t SC( 0 ) NHC =NPh

100 —
80

60

40

20

0

100

80

60

40

20

0

265 C13H9CI2NO 2958-36-3
Methanone, (2-amino-5-chlorophenyl) (2-chlorophenyl)-

nh 2

Cl



266 EPA/NIH MASS SPECTRAL DATA BASE 5771

265 C13H12CINOS 41991-34-8

Ethanone, l-[4-(chloromethyl)-2-(4-methylphenyl)-5-thiazolyl]-

100

80*

60-

40-

20-

0 i » i 1 *1
» i

1 1 1 1

—

1—1 1 1 r—
180 170 180 100 200 210 220 230 240 250 280 270 280 290 300

265 C14H23N3O 2 67370-64-3
Acetamide, N-(2-cyanoethyl)-iV-[3-(hexahydro-2-oxo-lii-

azepin-l-yl)propyl]-

(CH 2 )3NCH 2 CH 2 CN

Ac

265 C16H27NS 74630-76-5
Pyridine, 2,4-dibutyl-6-[(l-methylethyl)thio]-

( CH 2 ) 3 Me

265 CisHigNO 67401-00-7
2-Propenenitrile, 3-[3-(bicyclo[2.2.1]hept-5-en-2-ylcarbonyl)=

bicyclo[2.2.1]hept-5-en-2-yl]-, [la,2a(Z),3a(lR*,2S*,4i?),4or]-

ocr®
100

80

80

40

80

0 Lil-J I

266 C8H2CLN2 3495-42-9
Quinoxaline, 5,6,7,8-tetrachloro-

ci

ci

266 C 10H7CIN4O3 7293-30-3
2,4,5,6(lif,3/f)-Pyrimidinetetrone, 5-[(4-chlorophenyl)hydrazone]

o

H

100-

80-

60*

40 -

20*

LL Lu. lL L II
10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

80*

80-

40 -

20-A
160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

266 CioHxsCLSi 30610-55-0
Silane, trimethyl(a,a,a-trichloro-o-tolyl)-

ci

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



5772 EPA/NIH MASS SPECTRAL DATA BASE 266

266 CioH27ClSi3 27484-03-3
Silane, (chloromethylidyne)tris[trimethyl-

TMS
I

TMSCTMS
I

Cl

266 C12H14N2O3S 74793-43-4
Carbamothioic acid, [[(3-methylbenzoyl)amino]carbonyl]-, S-ethyl

ester

CONHCONHC( 0) SE t

Me

266 Ci2H22N2OSi2 69688-12-6
3-Pyridinecarboxamide, iV^V-bis(trimethylsilyl)-

u u

266 C12H26O6 1191-87-3
2,5,8,11,14,17-Hexaoxaoctadecane

MeOCHj CH2 OCH 2 CH 2 OCH 2 CH 2 OCH 2 CH2 OCH 2 CH 2 CMe

266 Ci3H2oNi02 12086-04-3
Nickel, [(l,4,5-i;)-4-cycloocten-l-yl] (2,4-pentanedionato-0,0')-

Me

266 C14H10N4O2 54450-42-9
Pyrrolo[l,2-a]-l,3,5-triazine-8-carbonitrile, 1,2,3,4-tetrahydro-

3-methyl-2,4-dioxo-7-phenyl-

CN



266 EPA/NIH MASS SPECTRAL DATA BASE 5773

266 C 16H22O4 20223-76-1
Furo[3,4-6]furan-2,6(3.H,4H)-dione, dihydro-3-methylene-4-octyl-,

[3a/?-(3aa,4a,6aa)]-

266 C16H22O4 38274-02-1
3-Buten-2-one, 4-[4-(acetyloxy)-2,2,6-trimethyl-7-oxabicyclo=:

[4.1.0]hept-l-yl]-

0 Me

266 C 16H22O4 20554-91-0
Azuleno[4,5-6]furan-2(4/f)-one, 5,6,6a,7,8,9,9a,9b-octahydro-

7,9-dihydroxy-3,6,9a-trimethyl-, [6S-(6a,6a/3,7/5,9$,9aa,9b0)]-

266 C16H22O4 57279-15-9
Indeno[3a,4-6]oxiren-2(laif)-one, hexahydro-4a-methyl-5-

[(tetrahydro-2H-pyran-2-yl)oxy]-, (laa,4a/8,5/3,7aR*)-

266 C 15H22O4 20555-03-7
Azuleno[4,5-fe]furan-2(3/T)-one, decahydro-7,9-dihydroxy-

6,9a-dimethyl-3-methylene-, [3aS-(3aa,6d,6aa,7a,9a,9a/3,9ba)]-

100

80

80

40

20

0

100

80

80

40

20

0
180 170 180 100 200 210 220 230 240 250 280 270 280 200 300

266 CieHioOaS 18916-59-1
1,2-Naphthoquinone, 4-(phenylthio)-



5774 EPA/NIH MASS SPECTRAL DATA BASE 266

266 C16H26O3 68931-39-5
2-Cyclohexen-l-one, 3-[3-(acetyloxy)butyl]-2,4,4,5-tetramethyl-

160 170 180 190 200 210 220 230 240 280 260 270 260 260 300

266 C16H30N2O
Heptanamide, AT-(2-cyanoethyl)-iV-hexyl-

67138-89-0

( CH 2 ) 6 Me

Me ( CH 2 ) s CONCH 2 CH 2 CN

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

266 CisHmO
Cyclobutanone, 2-tetradecyl-

35493-47-1

<=d

CH 2 )i 3 Me

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

266 C19H22O
Oxetane, 2,2,3,3-tetramethyl-4,4-diphenyl-

Me |yU

cr
Ph

Ph Me M®

42245-06-7

80-

60*

1 111 40-

20-

160 170 160 190 200 210 220 230 240 250 260 270 280 290 300 0-—,—1— 1—11——,

—

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

266 C17H14O3
1,3,5-Pentanetrione, 1,5-diphenyl-

PhCOCH 2 COCH 2 COPh

1467-40-9

266 C20H26 734-17-8
Benzene, 1 ,

1
'-(1 ,1,2,2-tetramethyl-l,2-ethanediyl)bis[4-methyl-

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

160 170 160 190 200 210 220 230 240 260 280 270 260 290 300

266 C 17H18N2O 67134-55-8
Acetic acid, 2-methyl-2-phenyl-l-(2-phenylethenyl)hydrazide

K
h

PhCH s CHNNMe

10 20 30 40 50 60 70



267 EPA/NIH MASS SPECTRAL DATA BASE 5775

267 C9H8CI3NO2 4257-81-2
Acetamide, 2,2,2-trichloro-N-(4-methoxyphenyl)-

ci

267 C9H8CI3NO2 4257-82-3
Acetamide, 2,2,2-trichloro-N-(2-methoxyphenyl)-

ci
1

aNHCOCCI

J'

267 C9H8CI3NO2

Acetamide, 2,2,2-trichloro-iV-(3-methoxyphenyl)-
4306-33-6

ci
1

NHCOCCI

267 C 12H10CINO4 72361-14-9
Benzamide, 3-chloro-iV-[dihydro-4-(hydroxymethyl)-2-oxo-3-

furanyl]-

0

267 CiaHeFaNS 92-30-8
lOH-Phenothiazine, 2-(trifluoromethyl)-

F

267 C 14H21NO2S 57186-74-0
Benzenesulfonamide, N-cyclohexyl-iV,4-dimethyl-

100

so

so

40

20

O'

100

so

so

40

20

160 170 160 190 200 210 220 230 240 250 260 270 260 290 300

10 20 30 40 50 60 70 80 90 100 110 120 130 140 1 50

1 LL

Me

160 170 160 190 200 210 220 230 240 250 260 270 280 290 300



5776 EPA/NIH MASS SPECTRAL DATA BASE 267

267 C15H26NO3 58422-65-4
Ethaneperoxoic acid, l-cyano-l,4,8-trimethyl-7-nonenyl ester

Me Me Me
I I I

Me C : CHCH2 CH2 CHCH2 CH 2 COOAc

CN

267 CieHiaNOa 58422-81-4
Ethaneperoxoic acid, cyanodiphenylmethyl ester

Ph
I

AcOOCCN
I

Ph

267 C16H13NO3 68903-83-3
2(LfJ)-Quinolinone, 4-(4-methoxyphenoxy)-

OMe

267 CnHuN.Cl 1979-60-8
Pyridinium, 1,4-diphenyl-, chloride

267 C17H17NO2 6342-97-8
2-Propen-l-one, 3-[4-(dimethylamino)phenyl]-l-(2-hydroxy=
phenyl)-

Me

267 C18H21NO 26227-73-6
Benzenamine, 4-butyl-iV-[(4-methoxyphenyl)methylene]-



268 EPA/NIH MASS SPECTRAL DATA BASE 5777

268 CuFtPS 53327-21-2
Phosphonothioic difluoride, (pentafluorophenyl)-

F S

,

F

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

100 170 180 100 200 210 220 230 240 250 260 270 280 200 300

268 C8H4N4O3S2 57726-56-4
Benzamide, Ar-5/f-l,3,2,4-dithia(3-SIV)diazol-5-ylidene-4-nitr<>-

fr^ >
N= S

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

268 CioHsCL 57160-06-2
1,6-Methano-LH-indene, 2,3,4,5-tetrachloro-3a,6,7,7a-tetrahydro-

ci J
ci

ci

268 C 10H12N4O5 7472-05-1
Lactaldehyde, 2-methyl-, (2,4-dinitropenyl)hydrazone

160 170 160 190 200 210 220 230 240 250 260 270 280 290 300

268 C 11H16N4O4 69796-09-4
4-Pteridinecarboxylic acid, 5,6,7,8-tetrahydro-6,7-dihydroxy-

7,8-dimethyl-, ethyl ester

Mo

Mo. HO

n
HO N

H
C(0)oet

10 20 30 40 50 00 70 80 SO 100 110 120 130 140 150

180 170 180 190 200 210 220 230 240 250 200 270 280 290 300

268 CnH^ChOSi
Silane

,
dichloro(p-menth-3-yloxy)methyl-

24799-65-3

OSI M«
I

Cl

AL J.J ill 111 J 1 , nil. 1 1-IIIIIIIIIIiiiii
10 20 30 40 50 60 70 60 90 100 110 120 130 140 150

u 1 d

160 170 160 190 200 210 220 230 240 250 260 270 260 290 300

310 320 330 340 360 360 370 360 390 400 410 420 430 440 460



5778 EPA/NIH MASS SPECTRAL DATA BASE 268

268 C12H21RI1 74811-17-9
Rhodium, tris

[ (1,2,3-7))-2-methyl-2-propenyl]-

Me
V-CHj

<L\

, \ I ;CH 2

HaC' /|

/
C{*CH 2

Me

10 20 30 40 50 60 70 80 00 100 110 120 130 140 150

268 Ci4H280Si2 74810-49-4
Silane, trimethyl[[l-[(trimethylsilyl)ethynyl]cyclohexyl]oxy]-

100

80

Me
I

C SCSI Me

CR Me

OSI Me

Me

268 C 15H24O4 63922-55-4
l,4-Dioxane-2-methanol, a-[ [3,3-dimethyl-2-(l-methylethyl)

=

oxiranyl] ethynyl]-a-methyl-
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

268 Ci2H26Cl2Si

Silane, dichlorodihexyl-

ci
1

Me ( CH 2 ) 5 S I ( CH 2 ) 5 Me

Cl

18204-93-8
Me Me

X
0—V-c=-CHCC S' N

Pr ~
l OH

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Jj ii. ...Li

160 170 180 100 200 210 220 230 240 250 260 270 280 290 300

1 1 1 1

, ^ J_,
T J , 1,1, 1,

,
U , L,

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

268 C14H8N2O4

9,10-Anthracenedione, 2-amino-3-nitro-
56250-81-8

.1, .

10 20 30 40 50 60 70 80 90 100 110
* *1

20 130 140 150

: H , , , ri< ,
i,

, ,

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

268 C 15H24O4 67920-65-4
Indeno [3a,4-6] oxiren-2-ol, octahydro-4a-methyl-5-[ (tetra=
hydro-2H-pyran-2-yl)oxy]-, (laa,2/3,4a/3,5d,7aS*)-

O'

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

180 170 180 190 200 210 220 230 240 250 260 270 280 290 300



268 EPA/NIH MASS SPECTRAL DATA BASE 5779

268 C 15H28N2O2 67370-81-4

Acetamide, Ar-[3-(2-oxoazacycloundec-l-yl)propyl]-

0

1 I,

1
,

L
160 170 160 100 200 210 220 230 240 250 260 270 280 200 300

268 C15H28N2O 2 67370-83—6

1,5-Diazacyclopentadecan-6-one, 1-acetyl-

0

268 C16H12O4 38393-67-8
1,2-Anthracenedione, 7-hydroxy-8-methoxy-6-methyl-

0 OMe

268 Ci6H16N202 24764-91-8
Benzenamine, NJJ'-l,2-ethanediylidenebis[4-methoxy-

268 C 16H16N2O2 66387-75-5
li/-Isoindole-l,3(2H)-dione, 2-(9-azabicyclo[6. 1 .0]non-4-en-9-yl)-,

(la,4Z,8a)-

268 C16H28O3 69687-75-8
2,4-Dodecadienoic acid, ll-hydroxy-3,7,11-trimethyl-, methyl ester,

CE&-
Me Me OH
I I I

MeOC(0)CH = CCH = CHCH2 CH(CH 2 ) 3 CMe

Me

268 C 16H32N2O 67370-86-9
Azacyclotridecan-2-one, l-[3-(methylamino)propyl]-



5780 EPA/NIH MASS SPECTRAL DATA BASE 268

268 C16H32N2O 67370-87-0
l,5-Diazacycloheptadecan-6-one, 5-methyl-

268 Ci6H320Si 74841-60-4
Silane, ethylmethyl[[5-methyl-2-(l-methylethyl)cyclohexyl]=

oxy]-2-propenyl-, (la,2/8,5a)-

Pr-I Me

Me

268 CnHieOs 69687-98-5
4H-l-Benzopyran-4-one, 2-(4-ethoxyphenyl)-2,3-dihydro-

0

268 C17H20N2O 75378-99-3
lif-Isoindol-l-one, 3-(dimethylamino)-3a,4,5,7a-tetrahydro-5-
methyl-3a-phenyl-

Ph

268 C17H32O2 2825-80-1
2-Hexadecenoic acid, methyl ester, (Z)-

Me ( CH 2 ) 1 2 CH : CHC( 0) OMe

268 C17H32O2 2825-81-2
2-Hexadecenoic acid, methyl ester, (E)-

Me( CH 2 ) 1 2 CH = CHC( 0) OMe

ill I1L.I1I Jlll.ll Jill JuJ. uJ-

10 20 30 40
IVIIIitiiei
50 60 70 80 90 100 110 120 130 140 150

ISO 170 180 190 200 210 220 230 240 2S0 260 270 280 290 300



269 EPA/NIH MASS SPECTRAL DATA BASE 5781

268 CisHnCl 14330-49-5
5H-Dibenzo[a,d]cycloheptene, 5-(3-chloropropylidene)-10,ll-
dihydro-

CHCH2CH2C1

268 C18H20O2 22499-12-3
Ethanone, 2-(2-methylpropoxy)-l,2-diphenyl-

Ph
I

PhCOCHOBu -

1

268 C 18H20O2 61578-04-9
Oxirane, [[4-(l-methyl-l-phenylethyl)phenoxy]methyl]-

0

1

Ph

^ ^ 1 1 1 1 .

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

i L .1

160 170 180 190 200 210 220 230 240 250 260 270 260 290 300

268 C 18H20O2 66818-60-8
[l,l'-Biphenyl]-4-carboxylic acid, 2',4',6'-trimethyl-, ethyl ester

Me

100 j
so-

so-

40-

20-

0-

100

80

SO

40

20

0
180 170 180 180 200 210 220 230 240 250 280 270 280 280 300

268 C 19H40

Octadecane, 3-methyl-

Me
I

> ( CH2 ) 1 4 CHCH2 Me

6561-44-0

269 CioH12F6NSi 23761-75-3
Silanamine, iV^V,l,l-tetramethyl-l-(pentafluorophenyl)-

Me

F

269 C 16H 11NO4 38270-09-6
2-Propen-l-one, l-(2-hydroxyphenyl)-3-(4-nitrophenyl)-

. ,

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

1—

—

L
i i

*
i i

i-l—i
1 rl—i

—

1 , , .

180 170 180 180 200 210 220 230 240 250 280 270 280 280 300

10 20 30 40 50 80 70 80 80 100 110 120 130 140 160



5782 EPA/NIH MASS SPECTRAL DATA BASE 270

270 C7H2CIF3N2O4 393-75-9
Benzene, 2-chloro-l,3-dinitro-5-(trifluoromethyl)-

160 170 160 100 200 210 220 230 240 260 260 270 280 290 300

270 C8Hi6Br2

Octane, 1,8-dibromo-

Br ( CH2 ) a Br

4549-32-0

.lull i
10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

160 170 160 190 200 210 220 230 240 260 260 270 260 290 300

270 CnHioOaSe 39857-43-7
Benzo[6]selenophene-2-carboxylic acid, 3-hydroxy-, ethyl ester

Se .C(0)0Et

10 20 30 40 60 60 70 80 90 100 110 120 130 140 ISO

160 170 180 190 200 210 220 230 240 260 260 270 280 260 300

270 C 11H20B2O6 61553-44-4
a-D-Mannopyranoside, methyl, cyclic 2,3:4,6-bis(ethyl boronate)

0-CH2

°\J
°M*

1 1 ‘I 1

180 170 180 190 200 210 220 230 240 260 280 270 280 290 300

270 C11H20B2O6 74792-97-5
a-D-Glucofuranose, 6-O-methyl-, cyclic l,2:3,5-bis(ethylboronate)

CH 2 0Me

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

270 C 11H20B2O6 74810-68-7
a-D-Mannofuranoside, methyl, cyclic 2,3:5,6-bis(ethylboronate)

,o-ch 2

\l
B

100

80

60

40

20

0

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160



270 EPA/NIH MASS SPECTRAL DATA BASE 5783

100

80

80

40

20

O'

180 170 ISO 100 200 210 220 230 240 260 280 270 280 200 300

270 C 13H6N2O6

9tf-Fluoren-9-one, 2,7-dinitro-

31551-45-8

100-

SO-

SO-

40-

20-

—. j i

10 20 30 40 50 60 70 60 90 100 110 120 130 140 160

SO-

SO-

40 -

20-

Lj L J. L 1 L

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

270 CisHsoSia 24295-78-1
Silane, (3-methyl-l-propyn-l-yl-3-ylidene)tris[trimethyl-

TMS
I

TMSC2CCTMS
I

Me

270 CisHaoSia 24295-79-2
Silane, (3-methyl-l,2-propadien-l-yl-3-ylidene)tris[trimethyl-

Me TMS
I I

TMSC = C = CTMS

270 CuHioN202S
Sydnone, 3-phenyl-4-(phenylthio)-

69978-09-2

N^
+V SPh

270 ChHioN204
Benzene, 1 ,

1 '-(1,2-ethenediyl)bis [4-nitro-
2501-02-2

180 170 180 100 200 210 220 230 240 260 280 270 280 200 300

270 CuHieNzNi 62320-23-4
Nickel, (2,2'-bipyridine-iV,iV')-l,4-butanediyl-, (SP-4-2)-

H 2 C- ^,CH 2X
NI +2

i
ill .1 . 1 ... s .

Hi

10 20 30 4C 60 60 70 80 90 100 110 120 130 140 160

180 170 180 100 200 210 220 230 240 260 280 270 280 200 300

270 Ci5HioOS2

3//-l,2-Dithiol-3-one, 4,5-diphenyl-

17835-44-8

A"
100

so

60

40

20

0 1* H r— ^ r*— S f-
10 20 60 40 60 60 70 60 60 100 110 120 130 140 ISO



5784 EPA/NIH MASS SPECTRAL DATA BASE 270

100-

80 -

00-

40 -

20-

.1 1 . 1 1 il

160 170 80 190 200 210 220 230 240 250 260 2 TO 280 290 300

270 CisHisFeO 12283-10-2
Iron, (7j6-2,4-cyciopentadien-l-yl) [(1,2,3,3a,7a-?;)-4,5,6,7-tetra~
hydro-4-hydroxy-5-methyl-lH-inden-l-yl]-, stereoisomer

.j- L 1... J 1
.

L

160 170 ISO 190 200 210 220 230 240 250 260 270 280 260 300

270 CisHisFeO 12283-13-5
Iron, (?;5-2,4-cyclopentadien-l-yl)[(l,2,3,3a,7a-7;)-4,5,6,7-tetra=:

hydro-4-hydroxy-5-methyl-l/f-inden-l-yl]-, stereoisomer

J Ml ^11IIIIIIIIIIVII
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

, ,1 r-ll, I|1 •
.

1
.

hi
5

iL
» r 1

i
—* I V » " 1

I '
i

""
I » T 1 1 I

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

270 CisHisFeO 12283-14-6
Iron, (7)5-2,4-cyclopentadien-l-yl)[(l,2,3,3a,7a-T;)-4,5,6,7-tetra=:

hydro-4-hydroxy-5-methyl-lH-inden-l-yl]-, stereoisomer

270 CisHisFeO 12283-15-7
Iron, (77&-2,4-cyclopentadien-l-yl) [(1,2,3,3a,7a-7j)-4,5,6,7-tetra=
hydro-4-hydroxy-5-methyl-lH-inden-l-yl]-, stereoisomer

270 C 15H26O4 64870-66-2
Propanoic acid, 2-(acetyIoxy)-, 5-methyl-2-(l-methylethyl)=

cyclohexyl ester

Me

—
1
—

1
—

1
—

1
—

1 1—

^

10 20 30 40 50 60 70 80 90

1-, - ...» J-
100 110 120 130

H 1
—

140 150



270 EPA/NIH MASS SPECTRAL DATA BASE 5785

100 ]

so-

so-

40-

20 -

0 * *
l l 1 1 1 1 1 1 1 1 1 1 1 1 I—

ISO 170 ISO ISO 200 210 220 230 240 260 260 270 280 280 300

270 CieHwOs 482-45—1
7H-Furo[3,2-g] [l]benzopyran-7-one, 4-[(3-methyl-2-butenyl)oxy]-

OCH2 CH = CMe
I

Ms

270 CieHuOs 74764-58-2
1,2-Phenanthrenedicarboxylic acid, 1,2,3,4-tetrahydro-

100-

80 *

00-

40-

20-

10 20 30 40 50 60 70 80 00 100 110 120 130 140 150

80-

00-

40-

20-

L Jl A 1 I

160 170 180 100 200 210 220 230 240 250 260 270 280 200 300

270 C 16H18N2O2 66387-74-4
lif-Isoindole-l,3(2H)-dione, 2-(9-azabicyclo[6.1.0]non-9-yl)-, cis-

CA7C0
100

•0

m
40

»
•

100

00

00

40

10

0
100 170 ISO 100 200 210 220 230 240 250 260 270 280 200 300

i III 1 L
10 20 30 40 K

IVVVVVIlVs
80 70 80 00 100 110 120 130 140 150

u ... i, J

270 C 16H34N2O 67138-90-3
Heptanamide, iV-(3-aminopropyl)-iV-hexyl-

(CH 2 ) 3 NH 2

Me ( CH 2 ) 6 CON( CH 2 ) s Ms

270 C16H34N2O 67139-02-0
Heptanamide, iV-[3-(hexylamino)propyl]-

Me ( CH2 ) 5 NH ( CH2 ) 3 NHCO( CH 2 ) s Me

, 1 , 1, 1 ,
‘1, 1 r-

10 20 30 40 60 60 70 80 90 100 110 120 130 140 150

160 170 ISO ISO 200 210 220 230 240 250 260 270 280 290 300

270 CnHisOa 64184-11-8
2-Naphthalenepentanoic acid, d,/3-dimethyl-5-oxo-

Me
I

COCH2 CCH 2 CO2 H

Me

270 CnHisOa 64184-12-9
1-Naphthalenepentanoic acid, /9,/3-dimethyl-5-oxo-

100 j
80-

60-

40

SO-

10 20 30 40 60 SO 70 SO SO 100 110 120 130 140 160



5786 EPA/NIH MASS SPECTRAL DATA BASE 270

100 j—|

80-

60-
I

40-
j

, ,

,i,
i

160 170 180 180 200 210 220 230 240 260 260 270 280 280 300

270 CnHisOs 72594-24-2
2if-l-Benzopyran-4-ol, 2-(4-ethoxyphenyl)-3,4-dihydro-

OH

270 C17H31CI 56554-73-5
4-Heptadecyne, 1-chloro-

Cl (CH 2 )3C:C(CH 2 )i i Me

100t

80-

80-

40- .

20 -

0 llV I*
“" ‘••I 1 — — •— l~*~ l 1 1 I 1 I

180 170 160 180 200 210 220 230 240 260 260 270 280 280 300

270 C17H34O2 506-12-7
Heptadecanoic acid

H02 C( CH 2 ) 1 s Me

80-

60-

40-

20-

i L J .Li -iii 1 ii.-. -i. 1..

10 20 30 40 50
lllllllll

60 70 80 00 100 110 120 130 140 150

80*

60-

40-

20*

I
V lllllllllll ill

160 170 180 100 200 210 220 230 240 250 260 270 280 200 300

270 C17H34O2 38954-75-5
Oxirane, [(tetradecyloxy)methyl]-

0

CH 2 0(CH 2 )i 3 Me

80*

60-

40

20-

0-
.

1.u iL__ulL-i . .. i.i.i-. -i- ..I. .. ..
”i t inM

i
—,M ,r — -

1 ‘1
“ b—i “-r r”

10 20 30 40 60 60 70 80 00 100 110 120 130 140 150

100 j
80 -

60-

40-

20-

0 I I 1
—

I
' * * I I I I 1 » I "

f I F 1—
160 170 180 100 200 210 220 230 240 250 260 270 280 200 300

270 CisHigCl 14720-90-2
Benzene, l,l'-(chloroethenylidene)bis[4-ethyl-

CHCI

270 C18H22O2 472-56-0
Estra-l,3,5(10)-trien-3-ol, 16,17-epoxy-, (16a,17a)-

270 C18H22O2 472-57-1
Estra-l,3,5(10)-trien-3-ol, 16,17-epoxy-, (16(8,17(3)-



272 EPA/NIH MASS SPECTRAL DATA BASE 5787

270 C18H22O2 791-69—5
Estra-l,3,5(10),9(ll)-tetraene-3,17-diol, (170)-

270 C 18H22O 2 7291-41-0
E8tra-l,3,5(10),6-tetraene-3,17-diol, (170)-

270 C 19H26O 72101-50-9
Ethanone, 2—(2, 2,4,6,6-pentamethylcyclohexylidene)-l-phenyl-

160 170 180 1»0 200 210 220 230 240 260 280 270 280 200 300

271 C 11H21N 5OS 841-06-5
1, 3,5-Triazine-2,4-diamine, iV-(3-methoxypropyl)-N'-(l-

methylethyl)-6-(methylthio)-

VyNH(CH 2 )sOMe

1

111 1 .1,1 . Il,.il
,

.1 i, 1

1

10 20 30 40 60 60 70 80 60 100 110 120 130 140 150

1,1 ,i|l. ,.l. l.ii| ,L iL j 1.
J.

160 170 180 160 200 210 220 230 240 260 260 270 280 260 300

271 C 12H14CINO4 4433-79-8
Butanamide, 2V-(4-chloro-2,5-dimethoxyphenyl)-3-oxo-

COMe

100

60

60

40

20

0

100

80

60

40

20

0
160 170 160 160 200 210 220 230 240 260 260 270 280 260 300

272 C6H 2o06Si3 53518-41-5
Trisilane

, 1,1,1 ,3 ,3,3-hexamethoxy-

MeO OMe
I I

MeOSI SI H 2 SI OMe
I I

MeO OMe

100

00

60

40

20

0

100

00

00

40

20

0
160 170 160 160 200 210 220 230 240 260 260 270 260 260 300

272 C7H4F3I 444-29-1

Benzene, l-iodo-2-(trifluoromethyl)-

F



5788 EPA/NIH MASS SPECTRAL DATA BASE 272

100

80

60

40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

272 CsHeAsFg 60575-47-5
Arsine, dimethyl(pentafluorophenyl)-

100

80

60

40

20

0

100

80

60

40

20

0

F

. 1 1 II..I...I 1 jIlI J.i.l.. jJ
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

:J jLg
,
LLl—, ,-L

, Lf-J r- lL, r' . . r-
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

272 CgHsCUO 74313-16-9
Benzene, l-(chloromethyl)-3-methoxy-5-methyl-, trichloro deriv.

ch 2 ci

272 CgHeFsSSi 22577-87-3
Silane, trimethyl[(pentafluorophenyl)thio]-

F Me

F

1 .ill 1—

1

iii Il -1 -.1 .1 1. I. .. .... ...

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

li. . 1 1 ^ .1r . r i r \ . . >
***

i t i
***

i —1 r—
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

272 C 11H17BO7 74779-74-1
/3-D-Ribopyranose, cyclic 2,4-(ethylboronate) 1,3-diacetate

B
I

Et

272 C12H8N4O4 4171-33-9
Diazene, bis(2-nitrophenyl)-

272 Ci2Hi7Br02 74966-84-0
Benzene, l-bromo-2,5-dimethoxy-4-(2-methylpropyl)-

Br



272 EPA/NIH MASS SPECTRAL DATA BASE 5789

272 C13H12N4O3 27355-90-4
Benzimidazolium, l,2-dimethyl-3-(l,2,3,4-tetrahydro-6-

hydroxy-2,4-dioxo-5-pyrimidinyl)-, hydroxide, inner salt

272 CuHsOe 62681-86-1
4tf-Naphtho[2,3-6]pyran-4,6,9-trione, 5,8-dihydroxy-2-methyl-

0

0 oh 0

100

80

80

40

20

0

100

80

80

40

20

0
180 170 180 190 200 210 220 230 240 260 280 270 280 290 300

, J 1 II l i_
10 20 30 40 50 80 70 80 90 100 110 120 130 140 160

1 11 ll ill 1

272 C 14H12N2O4 97-32-5
Benzamide, 4-methoxy-3-nitro-Ar-phenyl-

272 C14H12N2O4 56382-59-3
lH-Imidazole-4,5-dicarboxylie acid, l-(2-phenylethenyl)-, 4-methyl

ester, (E)-

CO2H

.1. . 1 illi Li a in
10 20 30 40 60 80 70 80 90 100 110 120 130 140 150

--
. .il , ,

1 V1 1 ,JI
T' 'I I I I I

* m
l I

'
I I 1

1 "'
I I I

180 170 180 190 200 210 220 230 240 260 280 270 280 290 300

272 C14H12N2O4 56382-68-4
8H-Imidazo[5,l-c][l,4]oxazine-l-carboxylic acid, 5,6-dihydro-
8-oxo-6-phenyl-, methyl ester

272 CieHieCU 119-52-8
Ethanone, 2-hydroxy-l,2-bis(4-methoxyphenyl)-

OH



5790 EPA/NIH MASS SPECTRAL DATA BASE 272

272 C 10H16O4 22375-05-9
Benzoic acid, 2-hydroxy-6-methyl-4-(phenylmethoxy)-, methyl

ester

272 C16H20N2O2

Tryptophan, 4-(3-methyl-2-butenyl)-
5017-33-4

CH 2 CHCOjH
CHj CH :CMe

Me

160 170 180 100 200 210 220 230 240 2S0 260 270 280 200 300

272 CieHieCU 75112-82-2
Benzoic acid, 2,3-dihydroxy-6-(2-phenylethyl)-, methyl ester

i —dlj,—pit—,

—

1

160 170 180 180 200 210 220 230 240 250 260 270 280 2#0 300

CH 2 CH 2 Ph

272 Ci6H2o02Si
Silane, diethoxydiphenyl-

2553-19-7

%HO' 'Y' C( 0) OMe

OH

EtOSIOEt
I

Ph

100-

80-

60-

40-

20-

0- r - ,-l

10 20 30 40 SO 60 70 80 90 100 110 120 130 140 ISO

100 n

10 20 30 40 50 60 70 80 90 100 110 12C 130 140 160

,1
1

80-

60-

40-

20-

J JL J
160 170 180 190 200 210 220 230 240 2S0 260 270 280 290 300

160 170 180 190 200 210 220 230 240 250 260 270 280 260 300

272 CieHieCU 75172-32-6
2if-l-Benzopyran-7-ol, 3,4-dihydro-3-(4-hydroxy-2-meth=
oxyphenyl)-

272 C 16H24N4 66387-82-4
9-Azabicyclo[6.1.0]non-4-ene, 9,9'-azobis-, [la,4Z,8a,9[E(l'=

R*A'Z,8'S*)]]~

L U jJl_J
10 20 30 40 SO 60 70 80 90 100 110 12C 130 140 ISO

160 170 ICO 190 200 210 220 230 240 260 260 27C 280 290 300

180 170 180 190 200 210 220 230 240 250 260 270 280 290 300

272 C17H24N2O 75364-49-7
l-Azabicyclo[2.2.2]octane-2-carboxamide, 5-ethyl-AT-(2-
methylphenyl)-, (2a,4a,5a)-(±)-

Et Me

100

60

60

40

20

0
10 20 30 40 SO 60 70 80 90 100 110 120 130 140 ISO



273 EPA/NIH MASS SPECTRAL DATA BASE 5791

160 170 180 180 200 210 220 230 240 260 260 270 260 280 300

272 C 18H24O2

E8tra-l,3,5(10)-triene-3,17-diol, (17a)-

57-91-0

273 CvClsN
Benzonitrile, pentachloro-

20925-85-3

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

i

,

. .

t
Li.

1
1 1 .

!

111,.

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

273 C8H6Br2N
lH-Indole, dibromo-

65216-78-6

160 170 160 190 200 210 220 230 240 260 260 270 280 290 300

272 C 18H24O2

Estr-5(10)-ene-3,17-dione

3962-66-1

il ...

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

'•
(llilu

,
..ill)!, Jiifiil pji i. hi 1 I,

. , ,

160 170 180 180 200 210 220 230 240 250 260 270 280 280 300

272 C 19H12O2

4H-Naphtho[ 1,2-6] pyran-4-one, 2-phenyl-
604-59-1

Ph

a^'

1 .1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

L a.,
, ,

L
, , „u

10 20 30 40 60 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

273 C9H7N3O3S.CIH 58275-69-7
2(3if)-Thiazolimine, 3-hydroxy-4-(4-nitrophenyl)-, mono=

hydrochloride

OH
I

HN^ .N

NO]

10 20 30 40 60 60 7 80 90 100 110 120 130 140 160

1 i
r t 1 1 1 . 1 r—

160 170 160 180 200 210 220 230 240 250 260 270 280 280 300

160 170 180 180 200 210 220 230 240 250 260 270 260 280 300



5792 EPA/NIH MASS SPECTRAL DATA BASE 273

273 C9H7N3O3S.CIH 58275-70-0
2(3H)-Thiazolimine, 3-hydroxy-4-(3-nitrophenyl)-, mono=

hydrochloride

273 C12H7N3OS2 57726-57-5
2-Naphthalenecarboxamide, iV-5H-l,3,2,4-dithia(3-5rv)diazol-

5-ylidene-

OH
I

N02

LIJIVIIIIIIIIIII
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

»:

0 I I
***

I I
1 '! 'I

— 1

1

1™- | —I I I I

160 170 180 100 200 210 220 230 240 280 260 270 280 290 300

273 C 10H17CI2NO.CIH 35189-38-9
4-Piperidineethanol, a-(dichloromethyl)-3-ethenyl-, hydrochloride,

[SR-[3aAa(S*)]]~

273 C 12H8CIN 5O 36383-87-6
Benzamide, 4-chloro-iV-l/f-purin-6-yl-

ci

ch=ch 2

• HCI

273 C 12H19NO6 64018-70-8
2-Pyrrolidinone, 3-hydroxy-l-[2,3-0-(l-methylethylidene)-/3-

D-ribofuranosyl]-, (S)-

273 C11H9CI2NO3 24201-58-9
2,4-Oxazolidinedione, 3-(3,5-dichlorophenyl)-5,5-dimethyl-

Me Me

100

80

80

40

20

0

100

80

80

40

20

0
160 170 180 100 200 210 220 230 240 250 260 270 280 290 300

1 lIi .] i 111 1 1 iiu 111 111 . 1,

10 20 30 40 50 60 70 80 90 100 110 120 1 30 140 150

J-L, ly-L ^U 1, ,
1 I. ... -



274 EPA/NIH MASS SPECTRAL DATA BASE 5793

273 C 13H17CI2NO 74367-07-0
Benzamide, A^-bis(l-methylethyl)-, dichloro deriv.

Pr-I
I

PhCONPr - I + 2CI

273 C 15H19N3O2 59824-39-4
L-Tryptophan, iV-[(dimethylamino)methylene]-, methyl ester

CH 2 CHN:CHNMe
I I

C( 0) OMe

273 C16H19NO3 58422-78-9
Ethanepero^ic acid, cyanocyclohexylphenylmethyl ester

Ph
I

U “

274 (CsHieBNh 65930-25-8
9-Borabicyclo[3.3.1]nonan-9-amine, dimer

(5s - nhi
1

L- -l 2

274 C8H2o06P2 679-37-8
Hypophosphoric acid, tetraethyl ester

oet

EIOPPOE*

I

n
0

0

274 C8H20O6P 2 682-24-6
Diphosphoric(III,V) acid, tetraethyl ester

EtO OEt
1 1

EtOPOPOEt
II

0

!_ ill . . U- 1 J. IiLjLi .
1

10 20 30 40 50 60 70 80 00 100 110 120 130 140 ISO

:U 1 L iL_l. J -

ISO 170 180 ISC 200 210 220 230 2*0 260 2S0 270 280 290 300



5794 EPA/NIH MASS SPECTRAL DATA BASE 274

274 C9H8Br2 20357-79-3
lif-Indene, l,2-dibromo-2,3-dihydro-

Br

274 Ci2H2603Si2 69796-61-8
2-Hexenoic acid, 2-[(trimethylsilyl)oxy]-, trimethylsilyl ester

CHPr

Me Me
I II I

Me SI OC( 0) COS I Me

Me *- Me

274 CnHuOs 70723-16-9
/3-l>-Xylofuranose, 3-C-methyl-, cyclic 3,5-carbonate 1,2-diacetate

274 Ci2H2603Si2 72088-30-3
Pentanoic acid, 4-methyl-2-oxo-, bis(trimethylsilyl) deriv.

o-ch 2

40

20

40

20

274 CiiH3oN4Si2 66436-32-6
Cyclodi8ilazane-l,3-diamine, N,N,N' ,N' ,2,2,4-heptamethyl-4-

(1-methyIpropy1)-

Me

Me ^ /Me
^Sl —

N

! I

/— SI

MeN Bu-s

Me

ISO 170 ISO 190 200 210 220 230 240 250 260 270 280 290 300

Me
I

HO2 CCOCH 2 CHMe +2 TMS

274 CisHisMnOa 34807-89-1

Manganese, tricarbonyl[(l,2,3,4,

5

-t;)-1,2,3,4,5-pentamethyl-2,4-
cyclopentadien-l-yl]-

Me 'Me

Mn +

o=c'
|

'c = o

c=o

1 LI Li L L

10 20 30 40 50 00 70 80 90 100 110 1 20 130 140 150

, . .. ,
1

, , .



274 EPA/NIH MASS SPECTRAL DATA BASE 5795

274 Ci3H3o02Si2 58751—75—0
Silane, [(5-methyl-l,3-cyclohexanediyl)bis(oxy)]bis[trimethyl-,

(la,3/3,5a)-

274 CuH27Br
1-Tetradecene, 14-bromo-

H 2 C = CH(CH 2 ) 12 Br

74646-31-4

"•va.MIK.YY i.

X 5
,
JLj li ll

1,
,

n . i ...
I.l

OSIMe 0

l
10 20 30 40 60 60 70 60 00 100 110 120 130 140 150

10 20 30 40 50 «0 70 80 80 100 110 120 130 140 160

160 170 160 ISO 200 210 220 230 240 250 260 270 280 2S0 300

274 Ci3H3oC>2Si2 58800—80—9
Silane, [(5-methyl-l,3-cyclohexanediyl)bis(oxy)]bis[trimethyl-,

(la,3a,5/8)“

10 20 30 40 60 SO 70 80 80 100 110 120 130 140 ISO

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

274 C 13H3o02Si2 58800-82-1
Silane,

[
(5-methyl-l,3-cyclohexanediyl)bis(oxy) ] bis [trimethyl-,

(la,3a,5a)-

10 20 30 40 50 80 70 80 90 100 110 120 130 140 ISO

160 170 180 190 200 210 220 230 240 2S0 260 270 280 290 300

274 C 15HioN6

Quinazoline, 2-phenyl-4-(lif-tetrazol-5-yl)-

67824-29-7

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

274 C15H14OS2
2-Propanone, l,l-bis(phenylthio)-

69753-44-2

SPh
I

PhSCHCOMe

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

274 C15H 14O6

Methanone, bis(2-hydroxy-4-methoxyphenyl)-
131-54-4

10 20 30 40 60 60 70 80 90 100 110 120 130 140 ISO

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



5796 EPA/NIH MASS SPECTRAL DATA BASE 274

100

SO-

SO-

40-

. I .1

0 m-- i 1 1 1——I t 1——I

—

*•1 rJ*—i 1 r-
160 170 ISO 100 200 210 220 230 240 260 260 270 280 200 300

274 CisHuOs 63975-56-4
2H-l-Benzopyran-2-one, 6-[(3,3-dimethyloxiranyl)carbonyl]-
• 7-methoxy-, (-)-

Mo

274 C 16H30O4 74987-89-6
Nonanoic acid, 9,9-diethoxy-, ethyl ester

OEt
1

Et OC( 0) ( CH2 ) 7 CHOEt

274 CxbHsiPS 74710-03-5
Phosphine sulfide, (l,l-dimethylethyl)methyl[methyl(l-

methylethyl)cyclohexyl]-

s
ll

MePBu-t

274 CieHisZn 74685-32-8
Zinc, bis(2-phenylethyl)-

PhCH 2 CH 2 ZnCH2 CH 2 Ph

274 CisHxsSi 791-29-7
Silane, methyltriphenyl-

Ph
i

PhSIPh
I

Mo

274 C2xH22 35281-27-7
Benz[/']aceanthrylene, l,2,6,7,8,9,10,12b-octahydro-3-methyl-



275 EPA/NIH MASS SPECTRAL DATA BASE 5797

275 C 12H21NO4S 69688-58-0
D-arafeino-Hexitol, 2,6-anhydro-l-deoxy-4,5-0-(l-methyl=

ethylidene)-, dimethylcarbamothioate

275 C15H17NO2S 1821-40-5
Benzenesulfonamide, Ar-ethyl-4-methyl-iV-phenyl-

-if'
C(S)NM*i

10 20 SO 40 SO 00 70 SO SO 100 110 120 ISO 140 ISO

ISO 170 ISO ISO 200 210 220 230 240 2S0 2S0 270 280 2S0 MO

275 C 12H21NO6 16669-54-8
Glycine, N,N-bis(2-ethoxy-2-oxoethyl)-, ethyl ester

CH2 C(0)0Et

E t OC< 0) CH 2 NCHj C( 0) oe t

160 170 180 180 200 210 220 2M 240 2S0 280 270 280 290 300

275 C15H21N3O2 67905-64-0
Acetamide, Af-[3-[(2-cyanoethyl)ethylamino]-4-ethoxyphenyl]-

OEt Et

JL.NCH 2 ch 2 cn

V
NH Ac

tl.
,
k

i T 1
—*-4 -

.
^

,
1

60-

40

20-

, , , ,

- - - _ 1
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

10 20 30 40 50 60 70 90 90 100 110 120 190 140 150 100

80

ISO 170 ISO ISO 200 210 220 2M 240 2SO 260 270 280 2SO 300

275 Ci2H2iN06 35023-80-4
D-Mannose, 2,3:5,6-bis-0-(l-methylethylidene)-, oxime

ch:noh
OH

Me

160 170 ISO ISO 200 210 220 230 240 2S0 280 270 280 280 300

275 C16H21NO3 58422-75-6
Ethaneperoxoic acid, l-cyano-4,4-dimethyl-l-phenylpentyl ester

Me Ph
I I

Me CCH 2 CH 2 COOAc
I I

Me CN

k J li kJ Li

10 20 30 40 50 60 70 80 9C 100 110 120 190 140 150

1 J - l .

10 20 M 40 SO SO 70 SO SO 100 110 120 1M 140 ISO

ISO 170 180 ISO 200 210 220 2M 240 2SC 280 270 280 290 300

ISO 170 180 ISO 200 210 220 2M 240 2S0 280 270 280 2SO 300
275 C 18H 13NO2

l,l':4',l"-Terphenyl, 4-nitro-

10355-53-0

•XXX
100

•0

00

40

20

• '

10 20 90 40 90 00 70 90 90 100 110 120 190 140 150



5798 EPA/NIH MASS SPECTRAL DATA BASE 275

275 C18H34BN 74810-32-5
Boranamine, iV-cyclohexyl-iV-l-cycloocten-l-yl-l,l-diethyl-

BEt

0~i_O

L— rJ
160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

276 C11H8N4O5 2074-02-4
2-Furancarboxaldehyde, (2,4-dinitrophenyl)hydrazone

40-

20 -

180 170 180 190 200 210 220 230 240 280 280 270 280 290 300

276 CnH2404Si2 74742-33-9
Pentonic acid, 5-deoxy-2,3-bis-0-(trimethylsilyl)-, 7-lactone

. nil 1 . ....

10 20 30 40 60 60 70 80 90 100 110 120 130 140 ISO

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

276 CiiH2404Si2 74742-34-0
Pentonic acid, 2-deoxy-3,5-bis-0-(trimethylsilyl)-, 7-lactone

OS I Me
I

Me

276 Ci2Hi2Fe04 65582-74-3
Iron, tetracarbonyl [ ( 1,2-7))-!,5-cyclooctadiene] -, stereoisomer

276 C12H20O7 77-93-0
1,2,3-Propanetricarboxylic acid, 2-hydroxy-, triethyl ester

C( 0) OEt

Et OC( 0) CHs CCH2 C( 0) OE t

HO



276 EPA/NIH MASS SPECTRAL DATA BASE 5799

276 C 12H22ASCI 3617-38-7
Axsinous-76As chloride, dicyclohexyl-

Cr
s:“0

276 C13H9CIN2O3 2011-66-7
Methanone, (2-amino-5-nitrophenyl)(2-chlorophenyl)-

nh 2

NOs

276 CisHieFeOs 51509-55-8
Iron, tricarbonyl [ ( 1 ,2,3,4-ij)-l-methyl-4-(l-methylethyl)-l ,3-

cyclohexadiene ]
-

u . 1 . l LL 1 d i ,b L

10 20 30 40 50 60 70 60 00 100 110 120 130 140 150

J l 1 L l

160 170 160 100 200 210 220 230 240 250 260 270 260 200 300

276 C 14H6CI2O2 82-43-9
9,10-Anthracenedione, 1,8-dichloro-

100

80

60

40

20

0

100

60

60

40

20

0

276 C14H6CI2O 2 82-46-2
9,10-Anthracenedione, 1,5-dichloro-

j - .. Li. .1. .11 i!li 1I1. . 1

10 20 30 40 50 60 70 80 00 100 110 120 130 140 150

1 T ,

-

. ,

1
-

,
-

,

L- l
, iL_ tii , . ,

1 IJ T r-'r 1
- - l—T—1 —i— 1— 1 T » 1 "T f t

160 170 160 100 . 200 210 220 230 240 250 260 270 280 200 300

276 C15H16O5 41555-16-2
4,7-Benzofurandione, 3-(hydroxymethyl)-6-methoxy-5-(3-

methyl-2-butenyl)-

L 1 LI 1 tl 1 1 1

10 20 30 40 50 60 70 80 00 100 110 120 130 140 150

1^
,

h, , ^
160 170 160 100 200 210 220 230 240 250 260 270 260 200 300



5800 EPA/NIH MASS SPECTRAL DATA BASE 276

276 C15H30CIP 74645-94-6
Phosphinous chloride, (2,2-dimethylpropyl)[methyl(l-methyl=

ethyl)cyclohexyl]-

276 C 16H20O4 75314-17-9
3,5,l,7-[l,2,3,4]Butanetetraylnaphthalene-l,6(2H)-dicarboxylicacid,

octahydro-

Cl PCHsCMes

276 C16H20O2S 74367-00-3
Cyclohexenepropanoic acid, a-(phenylthio)-, methyl ester

100-

80-

60-

40-

20-

LJ L. LI Ll 1 1

10 20 30 40 50 60 70 80 00 100 110 120 130 140 160

80*

80-

40-

20-

i 1
** ill

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

276 C16H28N4 66387-81-3
9-Azabicyclo[6.1.0]nonane, 9,9'-azobis-, [la,8a,9[E(l'fi*,8'S*)]]-

a
1 1

SPh
I

CH 2 CHC( 0) OMe

10 20 30 40 50 eo 70 80 90 100 110 120 130 140 ISO

100 -

80 -

80-

40-

20 -

0 J r-

276 C 16H20O4 21494-09-7
3(2H)-Furanone, 2-(l,3-hexadienyl)-5-methoxy-2-methyl-4-

(l-oxo-2-butenyl)-, (E tE yE)-(+)~

MeO^°\/CH:CHCH:CHEt

)-i
Me

MeCH = CHCO O

1,1-1.
.

i
.

,

il.

,

li,,. I il i. i- j,

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

180 170 180 190 200 210 220 230 240 250 260 270 280 280 300

276 CisHieOSi 791-31-1
Silanol, triphenyl-

Ph
I

PhSI Ph
I

HO

277 Ci2H8BrN0 2 27701-66-2
l,l'-Biphenyl, 4-bromo-3-nitro-

Br

Ph

100

80-

80-

40-

20
;

|

o 1 i •' i **i I
1,

i-*
1,

i
‘*o-

1
"—i "

i*^‘ i
1 — i

- ‘i 4-
-I

10 20 30 40 SO 60 70 80 90 100 110 120 130 140 ISO



277 EPA/NIH MASS SPECTRAL DATA BASE 5801

100

80

80

40

20

0

277 C 13H15N3O2S 68486-73-7
Sydnone, 4-(phenylthio)-3-(l-piperidinyl)-

277 C14H15NOS2 75365-80-9
1,3-Dithiol-l-ium, 4-hydroxy-5-phenyl-2-(l-piperidinyl)-,

hydroxide, inner salt

-0

Ph

100 -

80

80

40

20

0

180

80

88 '

40

20

0

277 CuHigNOaSi 72101-35-0
Lff-Indole-3-acetic acid, 5-[(trimethylsilyl)oxy]-, methyl ester

Me
1

MeSI
I

Me

XA
CH 2 C(O)0Me

ISO 170 ISO ISO 200 210 220 230 240 250 250 270 280 280 300

277 CisHnOzTi 74811-12-4
Titanium, bis(7/6-2,4-cyclopentadien-l-yl)(2,4-pentanedionato-
0 ,0')-

277 C 15Hi9N0 2S 75314-22-6
2ff-Pyran-2-one, tetrahydro-6-(2-pentenyl)-3-(2-pyridinylthio)-

EtCH = CHCH 2

277 C18Hi6NS 74663-72-2
Pyridine, 2-(methylthio)-3,6-diphenyl-

180 170 180 190 200 210 220 230 240 280 280 270 280 290 300



5802 EPA/NIH MASS SPECTRAL DATA BASE 278

278 CsHsFePS 53327-24-5
Phosphinothioic fluoride, ethyl(pentafluorophenyl)-

F

278 CsHtIOs 5438-36-8
Benzaldehyde

,
4-hydroxy-3-iodo-5-methoxy-

OMe

278 Ci3H22FeN20 72142-40-6
Iron, (?7

4-l,3-butadiene)carbonyl[iV,iV'-l,2-ethanediylidene=
bis[2-propanamine]-JV stereoisomer

I

*CH

I

Pr-I

I

100

80

60

i40

20

0

100

80

80

40

20

0

278 Ci4H1406 5905-03-3
[2,2'-Bifuran]-5,5'-dicarboxylic acid, 4,4'-dimethyl-, dimethyl ester

ll

, li --jlillll. ..|i. ,i

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

r » -F r-
I, —

,—i—,

—

—r——1
‘T i~r i u i 1 *T i -r—~i 1 r—

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

,
.i

, l m* Jli ,lll.l L j— —li.,

80 90 100 110 120 130 140 150

190 200 210 220 240 250 260 270 280 200

278 C 12H23O6P 54543-05-4
Phosphonic acid, [[2-(l-methyl-l-propenyl)-l,3-dioxolan-2-

yl]methyl]-, diethyl ester, (E)-

OEt

<j = CHMe
I

Me

1

1

in... ilijl .1 l

D
. . .1 1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

\j±^ . 1 . ."
1 I

1 —T-
1
'

I I 1 I 1 1 1*
I

1 1

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

MeOC(O) Me

C( 0) OMe

278 CuHisBrO 64129-23-3
Cyclopent[a ]inden-8 (li2)-one, 8a-bromo-2,3,3a,8a-tetrahydro-

2,2-dimethyl-



278 EPA/NIH MASS SPECTRAL DATA BASE 5803

278 C 14H15PS2 10428-60—1
Phosphine sulfide, [(methylthio)methyl]diphenyl-

Ph
1

MeSCH 2 P :S

Ph

,1 ... II.
, |, „

10 20 30 40 50 60 70 80 00 100 110 120 130 140 150

,

L L
,

_ L ii- ii

160 170 180 100 200 210
1 • • 1 • •

220 230 240 250 260 270 280 200 300

278 CieHieCb
Butane, l,4-dichloro-l,4-diphenyl-

3617-23-0

Ph Ph
I I

Cl CHCH 2 CH 2 CHCI

10 20 30 40 50 60 70 80 90 100 110 120 130 140 ISO

160 170 180 190 200 210 220 230 240 2SO 260 270 280 260 300

278 C 16H22O4 7200-31-9
2,4-Pentadienoic acid, 5-(l-hydroxy-2,6,6-trimethyl-4-oxo-2-

cyclohexen-l-yl)-3-methyl-, methyl ester, (R)-(ZJEJ)-

H=CHC:CHC(O)0M«
OH

278 C 16H22O4 13657-58-4
Germacra-7,ll-dien-15-oic acid, 1,10:8,12-diepoxy-, methyl ester

C( 0) OMe

160 170 180 190 200 210 220 230 240 250 260 270 280 260 300

278 CieH^OaSi 74810-89-2
Benzeneacetic acid, a-methyl-4-(2-methylpropyl)-, trimethylsilyl

ester

Me Me
I I

CHC( 0) OS I Me

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

160 170 180 100 200 210 220 230 240 260 260 270 280 290 300

— .J
• VVVVVVV VVVWVIV
10 20 30 40 50 60 70 80 00 100 110 120 130 140 160

160 170 180 100 200 210 220 230 240 250 260 270 280 200 300

278 C17H26O3

Benzoic acid, 4-methoxy-, nonyl ester

55469-25-5

160 170 180 100 200 210 220 230 240 250 260 270 280 200 300



5804 EPA/NIH MASS SPECTRAL DATA BASE 278

278 C17H26O3

Benzoic acid, 3-methoxy-, nonyl ester

C(0)0(CH 2 )sMe

69833-39-2

160 170 160 180 200 210 220 230 240 260 260 270 280 280 300

100

80-

60-

40-

20 -

10 20 30 40 60 60 70 80 80 100 110 120 130 140 160

278 CisHuOa 64280-20-2
2-Propen-l-one, l-(4-methoxy-5-benzofuranyl)-3-phenyl-

278 C 19H22N2 125-79-1
Benzeneacetonitrile, a-[2-(dimethylamino)propyl]-a-phenyl-

Ms Ph
I I

MeNCHCH 2 CCN
I I

Me Ph

10 20 30 40 60 60 70 80 80 100 110 120 130 140 160

278
9-Eicosyne

C20H38

Me ( CH 2 ) 7 C : C( CH 2 ) t Me

71899-38-2

L Li U li ll L.

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

278
5-Eicosyne

C20H38

> ( CH 2 ) 3 C :C( CH 2 ) 1 3 Me

74685-31-7

u III -i-yJl,
10 20 30 40 60 60 70 80 80 100 110 120 130 140 150

160 170 180 180 200 210 220 230 240 250 260 270 280 280 300

278
Pentacene

C22H14 135-48-8

10 20 30 40 50 60 70 80 100 110 120 130 140 150

278
3-Eicosyne

C20H38

Me ( CH 2 ) 1 6 C:CE t

61886-66-6

60-

40-

20 -

Il-J
10 20 30 40 60 60 70 80 80 100 110 120 130 140 150



279 EPA/NIH MASS SPECTRAL DATA BASE 5805

278 C22H14

Benzo[gfoi] perylene, 3,4-dihydro-
16310-65-9 279 C 12H 13N3O3S

Sydnone, 3-(4-morpholinyl)-4-(phenylthio)-
68486-71-5

c/Xi-N^SM O

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

279 CioH2o02.Ag
Decanoic acid, silver(l+) salt

13126-67-5

10 20 30 40 SO 60 70 80 90 100 110 120 130 140 ISO

279 C14H17NOS2

Thiazole, 2-(butylthio)-4-(4-methoxyphenyl)-
69426-52-4

HO2 C( CH2 ) e Me • Ag ( I )

M*(CH2)3S^^

80 -

60 *

Li
1 r-J—r-

40 -

20 -

0 -
i i 1 1 r—i *-i 1 i -i i i 1—

10 20 30 40 SO 60 70 80 90 100 110 120 130 140 ISO 10 20 30 40 SO 60 70 80 90 100 110 120 130 140 ISO

180 170 180 190 200 210 220 230 240 2SO 260 270 280 290 300

310 320 330 340 350 380 370 380 390 400 410 420 430 440 440

279 CnbLiNsSh
Adenine, N,7-bis(trimethylsilyl)-

17963-53-0

Me
I

MeSI NH
I

Me
Me
I

SIMe

A.\

co

ill L
10 20 30 40 50 60 70 60 90 100 110 120 130 140 150

—»— i -
I

» - 1 “i 1 i r » i Lr—l

279 C 19H21NO 67401-03-0
2-Propenenitrile, 3-[3-(bicyclo[2.2.1]hept-5-en-2-ylcarbonyl)=

bicyclo[2.2.1]hept-5-en-2-yl]-2-methyl-, [la,2a(Z),3ar(lii*,=

2S*,AR)M}~

Gc^O
Me

160 170 160 190 200 210 220 230 240 250 260 270 260 290 300

160 170 ISO 190 200 210 220 230 240 250 260 270 280 290 300



5806 EPA/NIH MASS SPECTRAL DATA BASE 279

279 C19H37N 63983-65-3
l-Azaspiro[5.5] undecane, 7-butyl-2-pentyl-, [6R-[6a(S*),7/3]]-

( ch 2 ) 4

1

Me ( CH 2 ) 3

280 C8Hi3BrF40
4-Octanol, l-bromo-l,l,2,2-tetrafluoro-

HO F
I I I

Me ( CHj ) 3 CHCH2 CCBr

If

74825-24-4

-i 1 r-11— L, 1-

100-

80-

60*

40 -

20-

J 1,
ll ...III ..

1

•

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
10 20 30 4C 50 60 ^0 80 90 100 110 120 130 140 150

80-

60<

|

40-

:

l ,1,1, ,J_ 1
1 , , 1, , ,

20-

0^ -‘i-1 r- . ,

—

Ji
160 170 180 100 200 210 220 230 240 250 280 270 280 200 300

280 C2H3Br30
Ethanol, 2,2,2-tribromo-

75-80-9

Br
I

HOCH2 CBr

ISO 170 180 190 200 210 220 230 240 250 280 270 280 290 300

280 C8Hi3BrF40
3-Octanol, l-bromo-l,l,2,2-tetrafluoro-

74810-73-4

280 C9Hi306PS 2778-04-3
Phosphorothioic acid, S-[(5-methoxy-4-oxo-4/f-pyran-2-yl)methyl]
0,0-dimethyl ester

OMe
I

O. -CH2 SPOMe

60-

40-

20-

V
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

• 1 ’I *
I T** I 1

1
'

I I I I I I 1
1

I

rh
Me ( CH 2 ) 4 CHCCBr

If

L4L1
•t***—— 1

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

280
2H-

CioH8N404S 57954-47-9
1,2,3-Thiadiazine, 2-(2,4-dinitrophenyl)-6-methyl-



280 EPA/NIH MASS SPECTRAL DATA BASE 5807

280 CnH 12Fe05 74779-86-5
Iron, tricarbonyl[(2,3,4,5-7/)-methyl 2,4-heptadienoate]-

280 Ci4H28N4Si 66436-28-0
Hydrazine, l,l'-[(l,l-dimethylethyl)phenylsilylene]bis[2,2-dimethyl-

Et

CH

A.
Me Me
I I I

MeNNHSI NHNMe

Ph

o^^- C = °

H'v^VCS0

CH c = 0
MeOC(O)

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

1

60 «

40 •

20-

1 1 . 1

4. ,

160 170 1(

• tiiliiii
0 190 200 210 220 230 240 250 260 270 2 30 290 300

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

280 CiiHi6FeN203 54446-62-7
Iron, tricarbonyl[iV^V'-l,2-ethanediyIidenebi8[2-propanamine]-
NJST}- (TB-5-12)-

/
5 °

Pr-I /

'cso
Pr-I

180 170 180 1*0 200 210 220 230 240 250 2«0 270 280 2*0 300

280 CuH20N2S2 40697-29-8
8-Thiabicyclo[3.2.1]octan-3-one, 8-thiabicyclo[3.2.1]oct-3-yii=

denehydrazone

(2)——(x)

lllLli 1 , L
10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

,

280 Ci5Hi 2N402 54450-43-0
Pyrrolo[l,2-a]-l,3,5-triazine-8-carbonitrile, 3-ethyl-l,2,3,4-

tetrahydro-2,4-dioxo-7-phenyl-

CN

ftr’
et Y

o

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

:-i-r

—

T—f—r

—

i—i 1 , , , r1 , 1 T 7-
180 170 180 190 200 210 220 230 240 250 260 270 280 290 300

280 C15HMO3S
Acetic acid, [(2,4,6-triethylbenzoyl)thio]-

67902-78-7

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300



5808 EPA/NIH MASS SPECTRAL DATA BASE 280

280 CisHwOs 3533-47-9
Spiro[7if-cyclohepta[6]furan-7,2'(5'if)-furan]-2,5'(3if)-dione,
octahydro-8-hydroxy-6,8-dimethyl-3-methylene-, [3aS-
(3aa,6/3,7a,8a,8a«)]_

ch 2

iJ
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

L~.
l

l,ll- i.illii, J|L _i.-lii.-_ 1

160 170 180 190 200 210 20 230 240 250 260 270 280 290 300

280 C 15H20O6 23276-32-6
/8-D-Ribofuranoside, phenylmethyl 2,3-0-(l-methylethylidene)-

HOCHj OCH 2 Ph

Me Me

280 C15H20O5 27696-09-9
Spiro^H-cycloheptal&lfuran^^'CS’i^-furanl^S'CSfO-dione,
octahydro-8-hydroxy-6,8-dimethyl-3-methylene-, [3aS-
(3aa,6/5,7a,8j8,8aa)]-

-
r 1— 1 r—r—! -r—T— r——i -i 1—

1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

100

80

60

40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 260 290 300

280 C15H20O5 29135-44-2
Spiro[7/f-cyclohepta[6]furan-7,2 ,

(5
,H)-furan]-2,5'(3/f)-dione,

octahydro-8-hydroxy-6,8-dimethyl-3-methylene-

ch 2

100

60

60

40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

In . Jii
,

lilil, uL ,L lL - 1 1 . 1 1 r-

280 C 15H20O5 51292-63-8
Azuleno[6,5-6]furan-2,5-dione, 3,3a,4,4a,7a,8,9,9a-octahydro-3-

hydroxy-3-(hydroxymethyl)-4a,8-dimethyl-

ll... Ill L. . ll in i lilllllllllllllll
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

ul Ll 1

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

280 C15H20O5 75332-50-2
2-Propenoic acid, 3-(4-ethoxy-3,5-dimethoxyphenyl)-, ethyl ester

OMe



280 EPA/NIH MASS SPECTRAL DATA BASE 5809

280 C 16H22CIP 74630-27-6
Phosphinous chloride, phenyl(l,7,7-trimethylbicyclo[2.2.1] =

hept-2-yl)-

M® Ph
I

.PCI

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

280 C17H16N2O2 54719-43-6
3,5-Pyrazolidinedione, 4,4-dimethyl-l,2-diphenyl-

280 C19H20O2 69853-73-2
Gona-l,3,5,7,9-pentaen-17-one, 13-ethyl-3-hydroxy-, (13a)-

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

280 C19H24N2
4-Piperidinamine, Ar-phenyl-l-(2-phenylethyl)-

21409-26-7

jO
,CH 2 CH 2 Ph

b 1 i i i

80 -

60-

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 40

20-

180 170 180 180 200 210 220 230 240 250 260 270 280 290 300

280 C1&H33P
Phosphine, tricyclohexyl-

2622-14-2

(XX)

10 20 30 40 50 60 70 60 90 100 110 120 130 140 150

1 , ..lllL
,

- il
,

l.4 . L|...j
,

L L
,

. 1 ,
,

—

L, |J—
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

280 C19H24N2
Eburnamenine, 14,15-dihydro-

47122-74-7

ill . ..I.

.

...J.
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

=•a*

rrm

i
i

n
1* ll*

1 r-4 1

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

180 170 180 190 200 210 220 230 240 250 260 270 280 290 300



5810 EPA/NIH MASS SPECTRAL DATA BASE 280

280 C19H24N2 69796-62-9
Condyfolan, 14,19-didehydro-l-methyl-, (14E)-

280 C20H40 74685-29-3
9-Eicosene, (E)-

Me ( CH2 ) 7 CH : CH ( CH2 ) 9 Me

280 C20H40 74685-30-6
5-Eicosene, (E)-

Me( CH2 ) 3 CH SCH( CH2 ) 1 3 Me

280 C20H40 74685-33-9
3-Eicosene, (E)-

Me ( CH2 ) 1 5 CH=CHEt

100 t

80-

80-

40-

20-

oL——1——1 r“

—

i
—

1 “i 1——1 1 1 1 1 r 1 1—
160 170 180 190 200 210 220 230 240 260 280 270 280 290 300

280 C22H16 16310-66-0
Benzo [ghi]perylene, 3,4.11,12-tetrahydro-

280 C22H16 20244-32-0
Dibenz [a j]anthracene, 7,14-dihydro-

100-

80-

60-

40-

20-

10 20 30 40 60 60 70 80 90 100 110 120 130 140 150

80-

60-

40-

20-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

280 C22H16 35281-25-5
Benzo[6]triphenylene, 9,14-dihydro-



281 EPA/NIH MASS SPECTRAL DATA BASE 5811

281 CgHisBrjN 38853-63-3
8-Azabicvclo(3.2.1]octane, 2,3-dibromo-8-methvi- {2-f>xn,3-endo)-

281 CgHeClsNOs
Benzoic acid, 4-[(trichloroacetyl)amino]-

56177-40-3

i,H

yD

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 160 190 200 210 220 230 240 250 260 270 280 290 300

281
Benzoic acid,

C9H6CI3NO3

2-
[ (trichloroacetyl)amino]

-

4257-77-6

ci
1

NHCOCCI

OC ci

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

281
Benzoic acid,

C9H6CI3NO3

3-
[ (trichloroacetyl)amino] -

56177-39-0

ci
1

NHCOCCI

CO2H

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

281 C11H15N6O4 70723-11-4
9if-Purin-6-amine, 9-(3-C-methyl-/3-D-xylofuranosyl)-

h 2 n

&y.
N

HOCH 2 n

¥7

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

281 Ci4H 27NOSi2 54965-31-0
Silanamine, l,l,l-trimethyl-N-[2-[4-[(trimethylsilyl)oxy] =

phenyljethyl]-

Me
I

^^v^-CH 2 CH 2 NHS I Mo

Me
| ||

I

Me

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300
10 20 30 40 60 60 70 80 90 100 110 120 130 140 150



5812 EPA/NIH MASS SPECTRAL DATA BASE 281

281 CuHsrNOSis 72088-09-6
Silanamine, iV-[2,6-dimethyl-4-[(trimethylsilyl)oxy]phenyl]-

1,1,1-trimethyl-

Me
I

MeSI NH
I

Me

Me
I

OS I Me
I

Me

281 C15H27N3O2 69315-97-5
lif-l,4-Diazepine-5,7(2H,6.ff)-dione, 3-(dimethylamino)-2,2-

dimethyl-6,6-bis(l-methylethyl)-

160 170 ISO 190 200 210 220 230 240 2S0 260 270 280 290 300
160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

281 C16H23NO4 14258-08-3
3,5-Pyridinedicarboxylic acid, l,4-dihydro-l,2,4,6-tetramethyl-,

diethyl ester

mo

e\
N
xL/c < o) oEt

C( O) OEt

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

1 1 r1* 1
L 1

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

281 C15H27N3O2 69315-94-2
4if-Imidazole-2-acetic acid, 5-(dimethylamino)-a,a-diethyl-

4,4-dimethyl-, ethyl ester

281 C18H19NO2 52895-47-3
Acetamide, iV-[(3-formyl-2,4,6-cycloheptatrien-l-yl)methyl]-
iV-(phenylmethyl)-

CH 2 NCH 2 Ph
I

Ac

10 20 30 40 50 60 70 60 90 100 110 120 130 140 150

281 C18H35NO
Morpholine, 4-cyclododecyl-2,6-dimethyl-

1593-77-7

'O-CQ

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



282 EPA/NIH MASS SPECTRAL DATA BASE 5813

281 C19H23NO 68014-54-0

Acetamide, Ar-(2,S-dimethylphenyl)-iV-(2,4,6-trLmethylphenyl)-

160 170 180 1#0 200 210 220 230 240 250 260 270 280 290 300

282 C4H9CI3S11

Stannane, trimethyl(trichloromethyl)-

13340-12-0

MeSnCCI

I
i.

10 20 30 40 50 00 70 80 90 100 110 120 130 140 150

282 CeHeCLCU
2,2'-Bi-l ,3-dioxolane, 4,4' ,5,5'-tetrachloro-

31786-44-4

c,^Kr

.
.

i.J i

10 20 30 40 50 60 70 80 »0 100 110 120 130 140 150

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

282 C8H5CI3N2O3

Acetamide, 2,2,2-trichlorc>-iV-(4-nitrophenyl)-

4306-32-5

160 170 160 190 200 210 220 230 240 250 260 270 280 290 300

282 C8H5CI3N2O3

Acetamide, 2,2,2-trichloro-Ar-(2-nitrophenyl)-
23326-83-2

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

282 C8H5CI3N2O3

Acetamide, 2,2,2-trichloro-N-(3-nitrophenyl)-

56177-38-9

160 170 160 190 200 210 220 230 240 250 260 270 260 290 300

Cl
I

NHCOCCI
I

Cl

282 C6H7F4I

1-Hexene, 5,5,6,6-tetrafluoro-3-iodo-

Hj C 1CHCHCM2 CCHF
I

F

74793-39-8

L,L. 1, J yll JlJ !» III... Ul L+l—r-
10 20 30 40 50 00 70 SO 90 100 110 120 130 140 160

100 170 180 190 200 210 220 230 240 250 260 270 200 290 300



5814 EPA/NIH MASS SPECTRAL DATA BASE 282

282 C9H 11CIO4S2 58751-72-7
Benzene, [ [ [ [(chloromethyl)sulfonyl]methyl]sulfonyl]methyl]

-

PhCH2 SO2 CH2 SO2 CH2CI

282 C 10H9CI3O3 4841-20-7
Propanoic acid, 2-(2,4,5-trichlorophenoxy)-, methyl ester

Me

282 Ci2Hi6F6Si 35369-98-3
Silane, triethyl(pentafluorophenyl)-

F

JJ - 1 1 -i 1 1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

l !
^t r 1 —1 *'

1 1 1 1 T——i 1— 1 r 1" 1 i

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

282 C12H20B 2O6 74779-81-0
a-D-Glucofuranuronic acid, 7-lactone, cyclic l,2-(ethylboronate)

5-(diethylborinate)

V A
EtBOCH

|

V-

10 20 30 40 SO 60 70 80 90 100 110 120 130 140 ISO

160 170 160 190 200 210 220 230 240 250 260 270 280 290 300

282 CuHgCla 14835-94-0
Benzene, l-chloro-2-[2-chloro-l-(4-chlorophenyl)ethenyl]-

CHCI

282 CuHisOe 117-82-8
1,2-Benzenedicarboxylic acid, bis(2-methoxyethyl) ester

C( O) OCH2 CH 2 OMe

,C( O) OCH2 CH2 OMe



282 EPA/NIH MASS SPECTRAL DATA BASE 5815

282 C 14H22N2O4 29441-82-5
p-Benzoquinone, 2,5-bis[(2-hydroxypropyl)amino]-3,6-dimethyl-

Me OH

C ,NHCH 2 CHMe

Me CHCH 2 NH

10 20 30 40 50 60 70 60 *0 100 110 120 130 140 150

282 C16H22O5

Benzoic acid, 3,4,5-triethoxy-, ethyl ester

C(0)oet

31374-71-7

282 C16H 14N2O3 69395-25-1
Acetamide, Ar-[2-[2-(2-nitrophenyl)ethenyl]phenyl]-

0;NHAc Os N

282 C16H24CIP 74630-70-9
Phosphinous chloride, [2(or 5)-methyl-5(or 2)-(l-methyl=

ethyl)cyclohexyl]phenyl-

Cl PPh

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

282 C 16H14N2O3 21332-70-7
1,4-Phthalazinedione, 2,3-dihydro-2-(j8-hydroxyphenethyl)-

NH
I

N.
CH2 CHOH

I

0 Ph

III l-t •

, , L
10 20 30 40 60 60 70 80 90 100 110 120 1 50 140 150

J
1

1.1 1 .1 , J 4
100-

80-

u_ i

L

i,
,

1

60-

40-

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

180 170 180 180 200 210 220 230 240 260 280 270 280 2*0 300

282 C17H14O4 40800-99-5
2-Benzofuranacetic acid, a-(2-hydroxyphenyl)-, methyl ester

C( 0) OMe
1 /V
ch

—

n

\
i

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

1
, ,

1

160 170 160 190 200 210 220 230 240 260 260 270 280 290 300
160 170 160 190 200 210 220 230 240 260 260 270 260 290 300



5816 EPA/NIH MASS SPECTRAL DATA BASE 282

282 C 17H30O3 40596-68-7
2,4-Dodecadienoic acid, ll-methoxy-3,

1

7,11-trimethyl-, methyl ester,

(E&-
Me Me Me
I I I

MeOC( 0 ) CH:CCH:CHCH2 CH( CH2 ) 3 COMe

Me

:

.

j.i.

10 20 30 40 60 60 70 SO SO 100 110 120 130 140 160

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

282 C 17H30O3 64031-52-3
3-Dodecyn-l-ol, 12- [

(tetrahydro-27f-pyran-2-yl)oxy]
-

CL . 0(CH 2 ) 8 C:CCH 2 CH 2 OH

CJ
100

80

60

40

20

0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

282 CiaHieBO.Na 12113-07-4
Borate(l-), hydroxytriphenyl-, sodium, (T-4)-

100

80

80

40

20

0
10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

282 C 19H22O2 3129-08-6
Estra-l,3,5(10),6-tetraen-17-one, 3-hydroxy-l-methyl-

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

i. , .1, ...

160 170 180
• (iiiiiiii

190 200 210 220 230 240 250 260 270 280 290 300

282 C19H22O2 10506-91-9
Estra-l,3,5(10),6-tetraen-17-one, 3-hydroxy-6-methyl-

282 C20H42 1560-86-7
Nonadecane, 2-methyl-

1

Me ( CH 2 ) 1 s CHMe

282 C20H42 6418-45-7
Nonadecane, 3-methyl-

Me
I

Me ( CH2 ) 1 5 CHCH 2 Me

’

1
. .li J .i, i .... ....

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

I I
M ,

| T I
“

I 'I I I . , . .

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



283 EPA/NIH MASS SPECTRAL DATA BASE 5817

282 C22H18 15374-45-5
Naphthalene, l,l'-(l,2-ethanediyl)bis-

282 C22H18 19399-64-5
Dibenz [aj]anthracene, 5,6,8,9-tetrahydro-

282 C22H18 21969-45-9
Naphthalene, 2,2'-(l,2-ethanediyl)bis-

282 C22H18 35281-34-6
Dibenzo[de/,mno]chrysene, 1,2,3,7,8,9-hexahydro-

282 C 22H18 35281-51-7
Benzo[ghi]perylene, 5,6,7,8,9,10-hexahydro-

283 C11H 10N.I 24144-16-9
Pyridinium, 1-phenyl-, iodide

o • I

100

80

00

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0



5818 EPA/NIH MASS SPECTRAL DATA BASE 283

283
4-Oxazolidinone,

trifluoroethyl)-

C12H20F3NO3 56440-39-2
2-methoxy-5,5-bis(l-methylethyl)-3-(2,2,2-

OMe

1 1

0^n'Ch2 c

F

283 C 13H14CINS2 69390-12-1
Thiazole, 2-(butylthio)-4-(4-chlorophenyl)-

283 C14H9N3O4 69978-04-7
Sydnone, 3-(4-nitrophenyl)-4-phenyl-

283 CieHnNOzSi 21648-70-4
l-Oxa-3-aza-2-silacyclopentan-5-one, 2,4-dimethyl-2,3-diphenyl-

0 sss
^°N..'Ph

M

283 Ci6Hi7N02Si 57954-44-6
l-Oxa-3-aza-2-silacyclopentan-&-one, 2,2-dimethyl-3,4-diphenyl-

• •Vlllllllll
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

L 1 1 l 1

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

283 C19H41N
1-Octadecanamine, JV-methyl-

2439-55-6

MeNH( CH2 ) 1 7 Me

284 C6H6Br2N202 77-48-5
2,4-Imidazolidinedione, l,3-dibromo-5,5-dimethyl-

Br
i

, . ,
... 111! ‘ l,l.l P- ^ 1+-

10 20 30 40 SO 60 70 80 90 100 110 120 130 140 150



284 EPA/NIH MASS SPECTRAL DATA BASE 5819

100

so

so

40

20

0

284 C6H12CI3O4P 115-96-8
Ethanol, 2-chloro-, phosphate (3:1)

OCH2CH2CI
I

Cl CH2 CH2 0P0CH2 CH2 Cl
II

0

1

1

1

_ _ I , , T , IfL-—,
I.I.I., r-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

284 C9Hi8Br2 4549-33-1
Nonane, 1,9-dibromo-

Br ( CH 2 ) 9 Br

284 CiiHn02Rh 12307-52-7
Rhodium, (2,4-pentanedionato-0,0')bis(7;3-2-propenyl)-

284 Ci 2Hi 20 3Se 39857-44-8
Benzo[6]selenophene-2-carboxylie acid, 3-methoxy-, ethyl ester

Se .C(0)0et

ox

284 Ci2H22B20e 74779-69-4
L-Mannitol, 1-deoxy-, cyclic 3,4:5,6-bis(ethylboronate) 2-acetate

Me
I

CHOAc

/

Et

284 CuH2i04P 74810-56-3
l,4,6,9-Tetraoxa-5-phospha(5-Pv)spiro[4.4]nonane, 2,3,7,8-
tetramethyl-5-phenyl-

Ph

111 .. . 1 1 i i

.

1 1 "1

10 20 30 40 60 60 70 80 00 100 110 1 20 130 140 150

1

, 4
60 170 180

I., i.
,

,

190 200 210 220 230 2

i 1

40 260 280 2

.

70 280 290 300



5820 EPA/NIH MASS SPECTRAL DATA BASE 284

284 CuHaaSia 61227-93-8
Silane, (l-ethyl-l,2-propadien~l-yl-3-ylidene)tris[trimethyl-

Et TMS
I I

TMSC = C= CTMS

100

80

60

40

20

0

100

80

60

40

20

0

284 C15H12N2O4 58275-55-1
Imidazo[2,l-a]isoquinoline-2,3-dicarboxylic acid, dimethyl ester

100

80

80

40

20

0

100

80

60

40

20

0

284 C 16H12O5 34155-88-9
9,10-Anthracenedione, l,3-dihydroxy-4-methoxy-2-methyl-

0 OMe

OH

Me

0 OH

1 iL

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

l M r-l_L J i. — 1 1
i 1

*
1 1

‘
"i 1 » r- —

i r " 1

t
' "

'i »
'

» r—
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

284 Ci7H320 3 69494-16-2
3-Dodecen-l-ol, 12-[(tetrahydro-2if-pyran-2-yl)oxy]-, (Z)-

CH 2 )8CH:CHCH 2 CH 2 OH

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

284 CnHMO 67139-04-2
Heptanamide, iV-[3-(hexylamino)propyl]-iV-methyl-

Me
I

Me ( CH 2 ) 5 NH ( CH 2 ) 3 NCO( CH 2 ) 6 Me

284 C 17H36N2O 67178-87-4
Heptanamide

,
N-hexy\-N- [

3-(methylamino)propyl]-

( CH 2 ) 5 Me

Me ( CH 2 ) 5 CON( CH 2 ) 3 NHMe

284 C 18H20O3 1476-34-2
Estra-l,3,5(10)-triene-6,l7-dione, 3-hydroxy-

Me

jL —4—7*4—Jl 1*«— r-u_—y t**1 rMm,
t t r “ i - i r

1

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



284 EPA/NIH MASS SPECTRAL DATA BASE 5821

284 C 18H20O3

Estra-l,3,5(10)-triene-7,17-dione, 3-hydroxy-
2464-15-5

284 C 18H20O 3 17391-44-5
Estra-1,3,5(10)-triene-ll,17-dione, 3-hydroxy-, (9/3)-

Me

284 C 18H37P 74764-15-1
Phosphine, bis(l,l-dimethylethyl)[2(or 5)-methyl-5(or 2)-(l-

methylethyl)cyclohexyl]-

Me —( )— Pr-I

1_L
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

:

. J L ,
,

L
,

160 170 160 190 200 210 220 230 240 250 260 270 280 290 300

284 C 19H24O2 4011-48-7
Estra-1 ,3,5 (10)-trien-17-one, 3-hydroxy-l-methyl-

284 C 18H36O2 69502-95-0
3-Octadecene-l,2-diol

OH
I

Me ( CH 2 ) , a CH = CHCHCH 2 OH

100

to

00

40

20

0

100

00

00

40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 280 200 300

1 L li
—3—

—

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

U-L.J —u, i,,.L
,

i.lI !(.. Jl
, ,

284 C19H24O2
Estra-1,3,5(10),6-tetraene-3,17/3-diol, 1-methyl-

10506-68-0



5822 EPA/NIH MASS SPECTRAL DATA BASE 284

284 C 19H24O 2 17980-88-0 284 C19H25P 17420-27-8
Estra-l,3,5(10),15-tetraen-17-ol, 3-methoxy-, (17/3)- Phosphorin, 2,6-bis(l,l-dimethylethyl)-4-phenyl-

Ph

284 C20H12O 2 1714-14-3
9,10-Anthracenedione, 1-phenyl-

284 C19H24O 2 30627-17-9
Estra-l,3,5(10)-trien-17-one, 3-hydroxy-6-methyl-

160 170 ISO 190 200 210 220 230 240 260 260 270 280 290 300

10 20 30 40 SO 60 70 80 90 100 110 120 130 140 ISO

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

284
Retinal

C20H28O 116-31-4

Me Me
I I

CH=CHC=CHCH=CHC:CHCHO

284 C19H24O 2 74231-51-9
Spiro[cyclobutane-1,2' (1 'if)-phenanthren]-2-one, 3' ,4' ,4'a,9'

,

=
1 0,10'a-hexahydro-7'-methoxy-4'a-methyl-, (2'a,4'aa,10'ad)-

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

80 *

80*

40*

20-

i i li i i i
1,

160 170 180 100 200 210 220 230 240 250 280 270 280 290 300

'Me



285 EPA/NIH MASS SPECTRAL DATA BASE 5823

284
Retinal, 9-cis-

C20H28O 514-85-2

Me

Me Me

,CH:CHC=CHCH=CHC:CHCHO

. . .
1 I

10 20 30 40 SO 60 70 80 80 100 110 120 130 140 ISO

”ULliui|ll 1LLhIi1i1|11||.,..LlI)I| ,1.1m. -L-J
ISO 170 180 180 200 210 220 230 240 250 280 270 280 280 300

284 C21H16O 74685-66-8
Methanone, phenyl[4-(2-phenylethenyl)phenyl]-

285 C 16H16NO4 74810-83-6
Benzene, 2-methoxy-l-(2-nitroethenyl)-3-(phenylmethoxy)-

285 CivHieCINO 2897-00-9
Methanone, [5-chloro-2-[(cyclopropylmethyl)arnino]phenyl]phenyl-

ci

nhch 2

COPh

_A

100

80

60

40

20

0 . , , , , , , , , f , , , ,

10 20 30 40 60 60 70 80 00 100 110 120 130 140 160

100

80

60

40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

285 C17H 19NO3 94-62-2
Piperidine, 1-[5— ( 1,3-benzodioxol-5-yl)-l-oxo-2,4-pentadienyl ]

(E£)-

285 C 17H19NO3 23367-61-5
7-Isoquinolinol, 1 ,2,3,4-tetrahydro-4-(4-hydroxyphenyl)-6-
methoxy-2-methyl-, (S)-

180 170 180 190 200 210 220 230 240 260 260 270 280 290 300

285 CisHigN.CIH 25887-71-2
1-Propanamine, 3-(10,ll-dihydro-5//-dibenzo[a,d]cyclo=
hepten-5-ylidene)-, hydrochloride

chch 2 ch 2 nh 2

100

80

80

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 160



5824 EPA/NIH MASS SPECTRAL DATA BASE 285

100*

80-

60*

40-

20*

1
1

1I1
1

;
1

160 170 180 190 200 210 2 20 230 240 260 260 270 280 290 300

285 C19H27NO 63983-63-1
l-Azaspiro[5.5]undecan-8-ol, 7-(l-buten-3-ynyl)-2-(4-pentynyl)-,

[6R-[6a(fi*),70(Z),8a]]-

285 C20H31N 72101-32-7
lif-Azepine, l-[(l,l-diraethylethyl)-l,2,3,4-tetrahydro-2-
naphthalenyl]hexahydro-

t-Bu

286 CioH6Se2 36579-71-2
Naphtho [ 1,8-cd]-l ,2-diselenole

100

80

60

40

20

0

100

80

60

40

20

0

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

Se— Se

"io 20 30 40 60 60 70 80 90 100 110 120 130 140 16o"

286 C 12H6CI3O 2 39227-58-2
Dibenzo[6,e] [l,4]dioxin, 1,2,4-trichloro-

100-

80-

60-

40-

20-

JiL _ IL

10 20 30 40 60 60 70 80 90 100 110 120 130 140 150

80-

60-

40-

20-

L h L
160 170 180 190- 200 210 220 230 240 250 260 270 280 290 300

286 C13H9CI3O 74298-91-2
1 ,1'-Biphenyl, 3,4',5-trichloro-4-methoxy-

ci

286 C13H9CI3O 74298-92-3
l,l'-Biphenyl, 2,3',4-trichloro-4'-methoxy-

I 1 11L1 id 1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

1 I'll! 1
1| 1 J l-i>

,
J L

i r 1
1 *

'i 1 i t 1 » . . .

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



286 EPA/NIH MASS SPECTRAL DATA BASE 5825

286 C 13H9CI3O 74312-92-8
l,l'-Biphenyl, 3,5-dichloro-2-methoxy-, monochloro deriv.

286 C14H14N4O3 27355-89-1
Benzimidazolium, l-methyl-3-(l,2,3,4-tetrahydro-6-hydroxy-

l,3-dimethyl-2,4-dioxo-5-pyrimidinyl)-, hydroxide, inner salt

Ph

286 Ci3Hi5MnN202 74764-12-8
Manganese, dicarbonyl(2,3-diazabicyclo[2.2.1]hept-2-ene-A^2,=

N’3)[(l,2,3,4,5-j))-l-methyl-2,4-cyclopentadien-l-yl]-

J IlL jiUI Jl
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 2

X.
,

30 240 250 260 270 280 290 300

286 CisHisOsS 26225-79-6
5-Benzofuranol, 2-ethoxy-2,3-dihydro-3,3-dimethyl-, methan=

esulfonate, (±)-

100

80

60

40

20

0

100

80

60

40

20

0
160 170 180 180 200 210 220 230 240 250 260 270 280 290 300

11_I1
10 20 30 40 50 60 70 60 90 100 110 120 130 140 160

L_ L
_ _

1...

100-

80-

60

40 *

20*

10 20 30 40 60 60 70 80 90 100 110 120 130 140 150

80 *

60 -

40 *

20-

i ll i .

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

286 ChH26N204 62167-66-2
L-Leucine, iV-(N-acetylglycyl)-, butyl ester

C( O) 0( ch 2 ) 3 Me

T
AcNHCH 2 CONHCHCH2 CHMe

286 C 15H10S3 13232-76-3
3H-1 ,2-Dithiole-3-thione , 4 ,5-dipheny1-

100

80

60

40

20

0

100

80

60

40

20

0
160 170 160 190 200 210 220 230 240 250 260 270 280 290 300

, 1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

!

“ i ll Im jl J. —

1

L



5826 EPA/NIH MASS SPECTRAL DATA BASE 286

286 Ci6HnBrO
2-Propen-l-one, 3-(4-bromophenyl)-l-phenyl-

1774-66-9

286 CisHnBrO 2403-27-2
2-Propen-l-one, l-(4-bromophenyl)-3-phenyl-

COCHsCHPh

Br

286 C 16H14N2O4 56382-57-1
li7-Imidazole-4,5-dicarboxylic acid, 2-methyl-l-(2-phenyl-

ethenyl)-, 4-methyl ester, (E)-

co2 h

Me OC ( O - CH = CHP

h

N“(
Me

286 C15H14N2O4 56382-61-7
lif-Imddazole-4,5-dicarboxylic acid, l-(2-phenylethenyl)-, dimethyl

ester, (E)-

C( O) OMe

Me OC ( 0 „ CH s CHP

h

w

- vi ,1 i_! ! L--4 I. J ... bJ ^
80 90 100 110 120 130 140 150

100

80

60

40

20

0

286 C15H14N2O4 61416-99-7
4,5-Pyrimidinedicarboxylic acid, 6-methyl-2-phenyl-, dimethyl ester

0) OMe

Ph

C( 0) OMe

J , r- J L_
160 170 180 180 200 210 220 230 240 260 260 270 280 280 300

286 CieHwOs 65853-14-7
7H-Furo[3,2-g] [l]benzopyran-7-one, 9-[(4-hydroxy-3-methyl-

2-butenyl)oxy]-, (E)-

Me
I

OCH 2 CH=CCH 2 OH

286 CieHtaOs 69707-17-1
2-Propen-l-one, l-(2,4-dihydroxy-6-methoxyphenyl)-3-(2-
hydroxyphenyl)-

OMe

i i .... -i l . i i il.-ii i •i., I.,

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

i. 1

,, I, .
,

i l,.

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



286 EPA/NIH MASS SPECTRAL DATA BASE 5827

286 C 16H14O5 75330—97—1
6if-Benzofuro[3,2-c] [l]benzopyran-6a,9(llaff)-diol, 3-methoxy-

cis-

—1 1 1 1 1 1 1 1 1 1
1

—r 1 1 1—
180 170 180 180 200 210 220 230 240 250 260 270 280 290 300

286 CieHuOs 75362-93-5
67f-Benzofuro[3,2-c] [l]benzopyran-3,6a(llaH)-diol, 9-methoxy-

cis-

286 C16H 18N2O3 14214-32-5
Urea, Ar'-[4-(4-methoxyphenoxy)phenyl]-A'’,Ar-dimethyl-

Me

286 C 16H28CIP 74630-28-7
Phosphinous chloride, cyclohexyl(l,7,7-trimethylbicyclo[2.2.1]=:

hept-2-yl)-

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

100

80

80

40

20

0
160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

286 C 16H30O4 74367-30-9
Propanoic acid, 2-methyl-, 2-ethyl-l-propyl-l,3-propanediyl ester

Et

Me Pr Me
I II I

MeCHC( 0) OCH 2 CHCHOC( 0) CHMe

100

80

60

40

20

0

100

80

80

40

20

0
180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

286 C 16H30O4 74381-40-1
Propanoic acid, 2-methyl-, l-(l,l-dimethylethyl)-2-methyl-

1,3-propanediyl ester

Me

OC< 0) CHMe

Me Me
|

Me

MeCHC( 0) OCH 2 CHCHCMe

Me

100

80

80

40

20

0

100

80

80

40

20

0 ....
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



5828 EPA/NIH MASS SPECTRAL DATA BASE 286

286 C 17H18O4 36640-14-9
Benzoic acid, 2-methoxy-6-[2-(4-methoxyphenyl)ethyl]-

OMe

286 C17H22N2O2 35121-60-9
Ergoline-8-methanol, lO-methoxy-6-methyl-, (8/5)-

1

Me

286 C 17H23C0 74811-00-0
Cobalt, (?/

6-2,4-cyclopentadien-l-yl)[(l,2,3,4,5,6-r/)-hexa=
methylbenzene]-

286 C17H34O3 60368-18-5
Hexadecanoic acid, 11-hydroxy-, methyl ester

OH
I

MeOC(O) ( CH2 ) e CH (
CH2 ) 4 Me

286 C18H22O3 362-06-1
Estra-l,3,5(10)-trien-17-one, 2,3-dihydroxy-

Me

286 C18H22O3 566-75-6
Estra-l,3,5(10)-trien-16-one, 3,17-dihydroxy-, (17/3)—

Me

M,r • r * v—w 1 —1 ‘i i -i'
—- 1 »

•

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



286 EPA/NIH MASS SPECTRAL DATA BASE 5829

286 C18H22O3 566-76-7
Estra-l,3,5(10)-trien-17-one, 3,16-dihydroxy-, (16a)-

180 170 180 IK) 200 210 220 230 240 250 280 270 280 2H 300

286 C18H22O3 571-92-6
Estra-l,3,5(10)-trien-6-one, 3,17-dihycLroxy-, (17/9)—

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

286 C 18H22O3 1229-25-0
Estra-l,3,5(10)-trien-17-one, 3,6-dihydroxy-, (6/3)-

, , , , ,

10 20 30 40 50 6C

r L_, *
| r ,-J-

.
'HI 1^

70 80 00 100 110 120 130 140 160

i- -1
.

-»i ...
. l , L.

.

310 320 330 340 350 380 370 380 390 400 410 420 430 440 450

286 C 18H22O 3 2208-13-1
Estra-l,3,5(10)-trien-17-one, 3,15-dihydroxy-, (15a)-

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

160 170 180 100 200 210 220 230 240 260 260 270 280 200 300

286 C 18H22O3

Estra-l,3,5(10)-trien-17-one, 3,14-dihydroxy-
5949-46-2

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

iooy
80«

60-

40-U 4 y—r-l

20-

: 4- J L— ^

—

r—

J

0- -

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

286 C 18H22O 3 6199-65-1
E8tra-l,3,5(10)-trien-16-one, 3,17-dihydroxy-, (17a)-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



5830 EPA/NIH MASS SPECTRAL DATA BASE 286

ihi. . . Hi. .—Li . . ...i. ^Li
160 170 180 100 200 210 220 230 240 250 260 270 280 290 300

C18H22O3 6803-21-0286
Estra-l,3,5(10)-trien-17-one, 3,11-dihydroxy-, (11/3)-

Me

—hL_JL, .
.
Ji |

1-
.

.

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

286 C18H22O3 17736-14-0
Estra-l,3,5(10)-trien-17-one, 3,12/3-dihydroxy-

160 170 160 190 200 210 220 230 240 260 260 270 280 290 300

286 C 18H22O3

E8tra-l,3,5(10)-trien-17-one, 3,16-dihydroxy-
18186-49-7

: ji L—

a

l . ..i.Ll -9 . 1

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

286
1-Octadecanethiol

C18H38S

Me ( CH2 ) 1 7 SH

2885-00-9

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

286 C 19H26O2 302-76-1
Estra-l,3,5(10)-triene-3,17-diol, 17-methyl-, (17/3)-

1 1 1 1 , ,
1 .I. 1J 1 .lil,! 1

I n .1 ll. In .ll. II.Jl 1 .i.llk,

10 20 30 40 60 60 70 60 90 100 110 120 130 140 160

ij • Ji
.

- 1
. 4 j. 1U-i , ^

ISO 170 180 190 200 210 220 230 240 250 280 270 280 290 300

286 C 19H26O 2 3597-38-4
Estra-l,3,5(10)-triene-3,17-diol, 1-methyl-, (17/3)-

80

80

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



286 EPA/NIH MASS SPECTRAL DATA BASE 5831

286 C19H26O 2 31262-37-0
6if-Dibenzo[6,d]pyran-l-ol, 6a,7,8,10a-tetrahydro-6,6,9-tri=

methyl-3-propyl-, (6aR-trans)-

160 170 ISO 190 200 210 220 230 240 250 200 270 280 290 300

286 C20H18N2 74432-14-7
Benzenamine, 2,5-dimethyl-iV-(phenyl-2-pyridinylmethylene)-

Me

100

«o

60

40

20

0

100

60

60

40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

,

1I1
,

i
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

L ..J.. Ml

286 C22H22 35281-16-4
Dibenz[a,;]anthracene, l,2,3,4,4a,5,6,14b-octahydro-

286 C20H14O 2 602-09—5
[l,l'-Binaphthalene]-2,2'-diol

286 C20H14O2

Methanone, l,4-phenylenebis[phenyl-
3016-97-5

286 C22H22 35281-24-4
Benzo[6]triphenylene, 1,2,3,4,10,11,12,13-octahydro-

100

60

60

40

20

0

100

60

60

40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 260 290 300

• > • » 1 1 1 1
" i -

1
—•—1 1 *“?

T T

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



5832 EPA/NIH MASS SPECTRAL DATA BASE 287

287 C9H7Br2N 65216-80-0
lH-Indole, dibromomethyl-

+2Br

+Me

10 20 30 40 SO 60 70 80 00 100 110 120 130 140 160

287 CiiHi602.Ag 75112-78-6
Tricyclo[3.3.1.13 '7]decane-l-carboxylic acid, silver(l+) salt

287 Ci6Hi7N02S 65838-75-7
Benzamide, iV-(l-methylethyl)-2-(phenylsulfinyl)-

100

80

60

40

20

0

100

80

60

40

20

0

287 Ci7H2iN03 58422-90-5
1,3-Dioxolane-2-heptanenitrile

,
a-methyl-5-oxo-2-phenyl-

Me
i

CH2COCH2CH2CHCN

A0(I)

90 100 110 120 130 140 150— S
'S

60-

40-

20-

, T 4- ^lJ i.i,.
,

li(i. ,uL
|

. L 1

0 J

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

180 170 180 190 200 210 220 230 240 250 260 270 280 290 300

310 320 330 340 350 380 370 380 390 400 410 420 430 440 450

287 Ci6Hi7N02S
L-Cysteine, S-(diphenyknethyl)-

5191-80-0

80-

80-

40-

20-

H 2 N Ph
I I

H02 CCHCH 2 SCHPh

l. , .1 [. .1 l
l
illlli.. |l I.i JuL

,
.1. L ,1 j, V

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

287 CigH^NO 55893-12-4
Pyrrolo[l,2-a]quinoline-l-ethanol, dodecahydro-6-(2-penten-

4-ynyl)-, [li?-[la,3ad,5aa,6a(Z),9ao!]]-

HOCH2CH2

HC:CCH:CHCH 2

1 1

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

— , 1 >1 1
11

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



288 EPA/NIH MASS SPECTRAL DATA BASE 5833

287 C 19H29NO 63983-64-2

l-Azaspiro[5.5]undecan-8-ol, 7-( 1,3-butadienyl)-2-(4-pentynyl)-,

[6R-[6a(fi*),7/8(Z),8a]]-

HO

H 2 C = CHCHsCH

( CH 2 ) 3 C:CH

ISO 170 180 100 200 210 220 230 240 250 200 270 280 200 300

287 C21H21N 620-40-6
Benzenemethanamine , NJJ-bis(phenylmethyl)-

CH 2 Ph
I

PhCH 2 NCH2 Ph

100

«

60 *

60 •

40 *

20

10 20 30 40 50 60 70 60 9( 100 110 120 130 140 150

80 -

60 •

40 *

20-

„ L_1 I
160 170 160 100 200 210 220 230 240 250 260 270 280 200 300

288 CsHeCle 6108-10-7
Cyclohexane, 1,2,3,4,5,6-hexachloro-, (la,2a,3a,4/3,5/3,6$)-

01

ci

J 1 -L- . j1. - l iii 1

10 20 30 40 60 60 70 60 00 100 110 120 130 140 160

Hi ,4
160 170 160 100 200 210 220 230 240 250 260 270 260 200 300

288 C9H6BrOSe 26581-53-3
Benzo[6]selenophene-2-carboxaldehyde, 3-bromo-

100

60

60

40

20

0
10 20 30 40 50 60 70 80 00 100 110 120 130 140 150

3 ¥ M i-i 1 "f r— 4 3< r

288 C9H6Br20 7749-02-2
lH-Inden-l-one, 2,2-dibromo-2,3-dihydro-

o

288 CioHi3BrF4 74792-99-7

1,7-Decadiene, 10-bromo-9,9,10,10-tetrafluoro-

F

I I

H 2 C:CH(CH 2 )«CH--CHCCBr

F

288 CioHieN^Oe 69833-33-6
2,5-Piperazinediacetamide, 2V,iV'-dihydroxy-.ZV,N'-dimethyl-

3,6-dioxo-

MaNCOCHj

0

fV
i 2 T

CH 2 CONMs

ill l_L 111

10 20 30 40 50 60 70 60 00 100 110 120 130 140 150

1
, .1 ^-3 M , >3—I *-i 1 I

——I r-* 1—“—I 1
—•—1 -r .

160 170 160 100 200 210 220 230 240 250 260 270 260 200 300



5834 EPA/NIH MASS SPECTRAL DATA BASE 288

288 C 13H20O7 75364-50-0
Cyclohexanecarboxylic acid, 2,4-bis(acetyloxy)-l-hydroxy-3-

methyl-, methyl ester

288 C16H20N2O3 33231-93-5
3(2H)-Pyridazinone, 2-(/3-£ert-butoxyphenethyl)-6-hydroxy-

0 Ph

,CH 2 CHOBu-t

10 20 30 40 50 60 70 80 00 100 110 120 130 140 150

160 170 160 190 200 210 220 230 240 250 250 270 280 290 300

288 C 18H24O3

Estra-l,3,5(10)-triene-2,3,17-triol, (17/3)-

362-05-0

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

288 C 18H24O3

Estra-l,3,5(10)-triene-3,15,17-triol, (15a, 17/3)-

570-30-9

J oj jm. .-.i.. llll.

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

1 1 1 *1* 1" ^ I,

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

C 18H24O3 1229-24-9
Estra-l,3,5(10)-triene-3,6,17-triol, (6a,17/3)-

Me

—t
1 1 1 r i" -r ‘T-* 1 r—— 1 1 1 1

—
1 —i

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

IL [llll... -l|il.
,

.ll.ll I..,,.
. 1. L.-^LL,

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

288 C 18H24O3

Estra-l,3,5(10)-triene-3,ll,17-triol, (11a, 17/3)-

1464-61-5

40

20



289 EPA/NIH MASS SPECTRAL DATA BASE 5835

288 C20H20N2 21798-29-8

Pyrazine, 2,5—diethyl-3,6—diphenyl-

E!

289 C7H3CLNO3 69576-80-3
Benzene, l,2,3,4-tetrachloro-5-methoxy-6-nitro-

N02

10 20 30 40 60 60 70 80 80 100 110 120 130 140 150

80*

60*

40*

k.iJJIlL .... .
Jli

180 170 180 100 200 210 220 230 240 250 260 270 280 290 300

288 C20H32O 72101-12-3
4,25-Secoobscurinervan-4-ol, 22-ethyl-15,16-dimethoxy-, 25-

acetate, (4/3,22a)-

Me CH2OH

100 j
80 -

50-

40

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

289 C 7H3CI4NO3 2438-88-2
Benzene, 1,2 ,4,5-tetrachloro-3-methoxy-6-nitro-

ci

ci

J I, |}| I il ,llll r-Lu J,—I J
,

llll|l 1 |m i
80 90 100 110 120 130 140 150

289 C 15H16CIN3O 72088-08-5
4-Pyridinecarboxaldehyde, 5-(2-chloroethyl)-3-hydroxy-2-methyl-,
phenylhydrazone

ill] ill 1 L ,

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

1 u 1 L_
ISO 170 180 190 200 210 220 230 240 250 280 270 280 290 300

289 C 17H23NO3 58422-91-6
Ethaneperoxoic acid, 1-cyano-l-phenyloctyl ester

Ph
1

Ac OOC ( CH2 ) 8 Me

CN



5836 EPA/NIH MASS SPECTRAL DATA BASE 289

289 C 19H31NO 63983-58-4
Pyrrolo[l,2-a]quinoline-l-ethanol, dodecahydro-6-(2,4-penta=

dienyl)-, [ l.R-[ la,3a/3,5aa,6a(Z) ,9aa] ]-

HOCH 2 ch 2

290 C10H10N2S.CIHO4 57954-50-4
2/f-l,2,3-Thiadiazine, 6-methyl-2-phenyl-, monoperchlorate

M« ,S^ ^Ph

II

H2C=CHCH=CHCH2

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

11 1

160 170 180 180 200 210 220 230 240 250 260 270 280 290 300

290 C8H20O5P2S 5935-34-2
Thiohypophosphoric acid ((H0)2P(0)P(S)(0H)2), tetraethyl ester

OEt

If
EtOPPOEt

II"
0

160 170 160 190 200 210 220 230 240 250 260 270 280 290 300

290 CioH9F6OP 53381-02-5
Phosphine oxide, (l,l-dimethylethyl)fluoro(pentafluorophenyl)-

1 1 1 1 1

10 20 30 40 50
• 1 1 1 1 1 1

60 70 80 90 100 110 120 130 140 150

LlL 1 Ji 1 Ji

290 C12H6CI4
1 ,1'-Biphenyl, 2,4,4',6-tetrachloro-

32598-12-2

290 C12H6CU
1,1'-Biphenyl, 3,3',5,5'-tetrachloro-

33284-52-5

L ill 1 .Hi .11 ad
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

, , ,
1L , , ,

la

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



290 EPA/NIH MASS SPECTRAL DATA BASE 5837

290 CiaHeCL 36559-22-5

l,r-Biphenyl, 2,2',3,4'-tetrachloro-

10 20 30 *0 50 #
SO 70 80 90 100 110 120 130 140 150

290 C12H6CI4 41464-41-9
l,l'-Biphenyl, 2,2',5,6'-tetrachloro-

ci ci

ci

290 CiaHeCL 41464-43-1
l,l'-Biphenyl, 2,3,3',4'-tetrachloro-

ci

290 C 12H6CL 41464-46-4
1 ,1 -Biphenyl, 2,3’ ,4' ,6-tetrachloro-

ci

100

so

80

40

20

0
160 170 ISO 190 200 210 220 230 240 250 260 270 280 290 300

290 Ci2H6CL 41464-47-5
l,l'-Biphenyl, 2,2',3,6'-tetrachloro-

ci

ci

290 C 12H6CL 41464-48-6
1,1-Biphenyl, 3,3',4,5'-tetrachloro-

ct

290 CiaHeCL 41464-49-7
l,l'-Biphenyl, 2,3,3',5'-tetrachloro-

ci

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



5838 EPA/NIH MASS SPECTRAL DATA BASE 290

290 Ci2H6Cl4 52663-58-8
l.l'-Biphenyl, 2,3,4',6-tetrachloro-

290 C 12H6CI4 52663-59-9
l.l'-Biphenyl, 2,2',3,4-tetrachloro-

ct

290 C 12Hi808 7208-40-4
1,2,3,4-Butanetetrol, tetraacetate, (R*,S*)~

OAc

I ?
AC

AcOCH 2 CHCHCH 2 OAc

290 Ci2Hi808 49560-29-4
1,2,3,4-Butanetetrol, tetraacetate, [S-(R*Jt*)]~

OAc

I ?
A‘

AcOCH 2 CHCHCH 2 OAc

100

60

60

40

20

0

10 20 30 40 50 60 70 80 00 100 110 120 130 140 150

100

80

60

40

20

0
160 170 180 100 200 210 220 230 240 250 260 270 280 200 300

290 CiaH^OSia 56919-94-9
Silane, [l-[(trimethylsilyi)oxy]butylidene]bis[trimethyl-

Pr

TMSOCTMS
I

TMS

100

80

60

40

20

0

100

80

60

40

20

0
160 170 180 100 200 210 220 230 240 250 260 270 280 200 300

1 J 1 U . 1 1. Li
10 20 30 40 50 60 70 80 00 100 110 120 130 140 150

290 Ci4Hi8Fe03 34808-35-0
Iron, acetyldicarbonyl[(l,2,3,4,

5

-tj)-1,2,3,4,5-pentamethyl-2,4-

cyclopentadien-l-yl]-



290 EPA/NIH MASS SPECTRAL DATA BASE 5839

290 C 16H18N2O4 66190-57-6
2-Propenoic acid, 2-(acetyloxy)-3-phenyl-, l-acetyl-2,2-di=

methylhydrazide

Ac

AcO Me
I I I

PhCH =CCONNMe

290 CieHisOs 57419-60-0
2if-l-Benzopyran-2-one, 6,8-dimethoxy-7-[(3-methyl-2-bu=

tenyl)oxy]-

290 CivHuFeO 1272-44-2
Ferrocene, benzoyl-

COPh

L L e. -Ill J ^
, |J 1 ,l 1,1

,

10 20 30 40 50 60 70 80 00 100 110 120 30 140 160

1

iee 170 iso iso 200 210 220 230 240 2*0 2*0 270 2»o 200 soo

290 C18H 15BO 3 1095-03-0
Boric acid (H 3BO3), triphenyl ester

OPh

PhOBOPh

290 CisHisOSi 1829-41-0
Silane, methoxytriphenyl-

Ph
1

MeOSI Ph
I

Ph

290 C 19H30O2 140-25-0
Dodecanoic acid, phenylmethyl ester

Me ( CH2 ) 1 0 C( O) OCH2 Ph

290 C19H30O2 1963-03-7
Androst-5-ene-3,17-diol, (3/3,17a)-

Me



5840 EPA/NIH MASS SPECTRAL DATA BASE 290

100

80

80

40

20

0M lull i,lllii.J ul 1,1. ,nyiiiiri ijiiiHn.—
| |

|
'

1 | f I I J I I I I

160 170 160 100 200 210 220 230 240 260 260 270 260 290 300

290 C19H30O2 66415-27-8
Benzoic acid, 2,4,6-tris(l,l-dimethylethyl)-

Bu-t

290 C20H18O2 33795-14-1
1,5-Cyclohexadien-l-ol, 4,4-diphenyl-, acetate

Ph

290 C20H34O
.

1227-93-6
lif-Naphtho[2,l-b]pyran, 3-ethenyldodecahydro-3,4a,7,7,10a-
pentamethyl-, [3S-(3a,4aa,6a/3,10aa,10bd)]-

100

80

60

40

20

0

100

80

60

40

20

0
160 170 180 190 200 210 220 230 240 260 260 270 280 260 300

- ... .,1-1- ll Ily .1,1 III ,J ,,

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

il -aL i , - L -

290 C21H22O 74310-23-9
Spiro[cyclobutane-l,16'-estra[l,3,5,7,9]pentaen]-2-one, (13£,14£)-

290 C21H22O 74646-44-9
Naphthalene, [[4-(l,l-dimethylethyl)phenoxy]methyl]-

291 C13H26NO6 36668-35-6
a-D-Galactopyranoside, methyl 2-(acetylmethylamino)-2-

deoxy-3,4,6-tri-0-methyl-

CH2 OMe

MeNAe



292 EPA/NIH MASS SPECTRAL DATA BASE 5841

291 C 16H21NO4 67257-60-7
Pyrrolidine, l-acetyl-2-[2-(3,4-dimethoxyphenyl)-2-oxoethyl]-,

(±)-

DCr~t>

291 C 18H29NO2 64527-03-3
Dodecanamide, 5-hydroxy-N-phenyl-, (S)-

OH
I

PhNHCO( CH 2 ) 3 CH( CH 2 ) e Me

291 C19H 17NS
Pyridine, 2-(ethylthio)-4,6-diphenyl-

74663-73-3

291 C 19H 17NS 74685-35-1
Pyridine, 2-(ethylthio)-3,6-diphenyl-

100

80

60

40

20

0

100

80

60

40

20

0
ISO 170 180 180 200 210 220 230 240 2S0 260 270 280 280 300

292 C7HCI6O2 1012-84-6
Benzoic acid, pentachloro-

ci

292 CsHsClsO 10463-10-2
Benzene, pentachloroethoxy-

ci

ci

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

j JLIj, “1 , . r-U “J- A-r-
160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

292 CioH4Fe07 72339-50-5
Iron, tetracarbonyl[(6,7-7/)-3-oxabicyclo[3.2.0]hept-6-ene-2,4-

dione]-

c = o

100

80

60

40

20

0

100

80

60

40

20

0
160 170 160 190 200 210 220 230 240 260 260 270 260 290 300

1 1 Jl _Ll 1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

1 r



5842 EPA/NIH MASS SPECTRAL DATA BASE 292

292 CnHi4F602 70106-36-4
Cyclopropane, l,l'-[bis(2,2,2-trifluoroethoxy)methylene]bis-

292 C 12H20O8 69502-92-7
D-Xylopyranose, 5-C-(acetyloxy)-2,3,4-tri-0-methyl-, acetate

Y
FC3 CH20COCH2CF3

A

292 CnH23PPd 74811-10-2
Palladium, bis[(l,2,3—ij)-2-methyl-2-propenyl](trimethyl=
phosphine)-

292 CX2H14CI2O4 64185-27-9
Benzoic acid, 3,5-dichloro-2,4-dihydroxy-6-pentyl-

ci

OH

AcO

OMe

OAc

292 Ci 2H28Sn 20525-62-6
Stannane, dibutyldiethyl-

Et
1

Me ( CH2 ) 3 Sn ( CH2 ) 3 Me

Et

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

292 C 13H24O7 75330-98-2
Hexitol, l-deoxy-3,4,5-tri-0-methyl-, diacetate

OMe

OMe

MeO Me
I I I

AcOCH 2 CHCHCHCHOAc



292 EPA/NIH MASS SPECTRAL DATA BASE 5843

292 CuHnBOs 74793-34-3 292 C17H24O4 2181-22-8
l,3,2-Dioxaborolane-4,5-dimethanoI, 2-phenyl-, diacetate, trans- 1,3-Cyclohexanedione, 2,2'-methylenebis[5,5-dimethyl-

\ ,CH 2 OAc

'•X
CH20AC

Me
Me

Me

100 n

80-

60-

40-

| 20-

10 20 30 40 --I. ..

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

80-

60-

40-

J J 20-
1III!

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300 0- -L. ll., .1.J lU—, L
,

-L— h r-L, JL_

292 C 15H16O6 29752—43—0
6H-Dibenzo[5,d]pyran-6-one, 2,3,4,4a-tetrahydro-2,3,7-tri=
hydroxy-9-methoxy-4a-methyl-, (2a,3/?,4ad)-(±)-

160 170 180 180 200 210 220 230 240 250 280 270 280 290 300

292 C 18H16N2O2 2810-68-6
3,5-Pyrazolidinedione, l,2-diphenyl-4-propylidene-

292 CieHuChO 14088-71-2
Benzenemethanol, 4-chloro-a-(4-chlorophenyl)-a-cyclopropyl-

li. - ^ J

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

:1l l , „ . ii_ i

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

0

292 C 18H28O3 6974-04-5
Benzoic acid, 4-methoxy-, decyl ester

C( 0 ) 0 ( CH2 ) 9 Me

292 CisHmOs 69833-38-1
Benzoic acid, 3-methoxy-, decyl ester

OMe

100

80

80

40

20

0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



5844 EPA/NIH MASS SPECTRAL DATA BASE 292

100

so

so

40

20

0
160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

292 C19H32O 2 72088-15-4
Octadecatrienoic acid, methyl ester, labeled with carbon-13

Me
( CH 2 ) 1 a C( 0) OMe -8H

292 C19H20N2O 67134-52-5
Acetic acid, l-(3,4-dihydro-2-naphthalenyl)-2-methyl-2-

phenylhydrazide

Ac

292 C19H20N2O 67134-58-1
Ethanone, l-[3,4-dihydro-2-(2-methyl-2-phenylhydrazino)-l-

naphthalenyl]-

292 C19H32O2 1851-23-6
Androstane-3,17-diol, (3a,5/3,17/3)—

Me

100

80

80

40

20

0

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300
lU L, .J.

,

292 C20H36O 72360-94-2
1-Naphthalenepropanol, a-ethenyldecahydro-a,5,5,8a-tetra=
methyl-2-methylene-, dihydro deriv., [lS-[la(S*),4a/3,8aa]]-

+2H

292 C22H28 27745-90-0
l,5,7,ll-Ethanediylidene-3,5:9,ll-dimethanochrysene, hexade=
cahydro-

100

80

80

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



294 EPA/NIH MASS SPECTRAL DATA BASE 5845

160 170 180 190 200 210 220 230 2*0 250 260 270 280 290 300

292 C22H28 74685-54-4
Benzene, l,l'-[l-(3-methyl-3-butenyl)-l,3-propanediyl]bi8[4-
methyl-

ch2
11

CH 2 CH 2 CMe

293 C 19H36NO 63983-59-5
Pyrrolo[l,2-a]quinoline-l-ethanol, dodecahydro-6-pentyl-,

[li?-(la,3ad,5aa,6a,9aa)]-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

294 CsJLCleSh
Silane, l,2-ethanediylbis[trichlor<>-

2504-64-5

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

Cl Cl
I I

cisich 2 ch 2 sici
I I

Cl Cl

293 C15H19NO3S 66971-98-0
2i/-Pyran-2-one, tetrahydro-6-(2-pentenyl)-3-(2-pyridinyl

=

sulfinyl)-

EtCH=CHCH 2

jir™

293 C 19H23N3 33089-61-1
Methanimidamide, N'-(2,4-dimethylphenyl)-iV-[[(2,4-di~
methylphenyl)immo]methyl]-N-methyl-

Me

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

294 C6H4Br2N202
Benzenamine, 2,6-dibromo-4-nitro-

827-94-1

100

80

80

40

20

0

100

80

60
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0
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

J
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

-JL~ -i

—

^—1

jiliiin I ). 1 J,



5846 EPA/NIH MASS SPECTRAL DATA BASE 294

294 C7H3CI6S
Benzene, pentachloro(methylthio)-

1825-19-0 294 CnHeCLO 74298-69-4
Naphthalene, 2,4,5,8-tetrachloro-l-methoxy-

310 320 330 340 350 300 370 300 390 400 410 420 430 440 460

294 C10H19N2O4PS 3734-95-0
Phosphorothioic acid, S-[2-[(l-cyano-l-methylethyl)amino]-

2-oxoethyl] 0,0-diethyl ester

Me OEt

NCCNHCOCH2 SPOEt
I II

Me 0

294 C10H30O2SL 4342-25-0
3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,5,5,7,7-octamethyl-

Me

Me Me Metill
Me S I OS I S I OS I Me

» I I I

Me I Me Me

Me

100

80

eo

40

20

0
10 20 30 40 60 60 70 80 90 100 110 120 130 140 150

100

80

60

40

20

0

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

294 C 12H19N6OP 1031-47-6
Phosphonic diamide, P-(5-amino-3-phenyl-lif-l,2,4-triazol-

l-yty-NrNJV'^V'-tetramethyl-

nh 2

Ph

Me
1

NMe

I I

_PNMe
II

0

294 C14H30O6 1786-94-3
3,6,9,12,15-Pentaoxanonadecan-l-ol

HOCH 2 CH 2 0CH 2 CH 2 0CH 2 CH 2 0CH 2 CH 2 0CH 2 CH 2 0( CH2 ) 3 Me

100

80

60

40

20

0

100

80

60

40
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0
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

T — i
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i r i
1

i r t "i i . . \



294 EPA/NIH MASS SPECTRAL DATA BASE 5847

294 CieHisOe 4105-92-4
1,3,5-Benzenetricarboxylic acid, triethyl ester

C( 0) OEt

100-

80*

60 -

40-

20-

.il . 1 1 .

10 20 30 40 50 80 70 80 901 00 110 120 130 140 150

80-

60-

40-

20-

L
(

ii. Il
, |

jl
(

1,
.

|

i
,

i.

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

294 CisHisOe 14230-18-3
1,2,4-Benzenetricarboxylic acid, triethyl ester

EtOC(O)

100-

80-

60 -

40

20-

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

80-

60 -

40*

20-

L L
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

294 CisHisOe 62655-15-6
3,6-Methano-8H-l,5,7-trioxacyclopenta[j;]cycloprop[a]azul=:

ene-4,8(3H)-dione, hexahydro-9-hydroxy-8b-methyl-9-(l-
methylethyl)-, [laR-(laa,2ajS,3d,6d,6ad,8aS*,8bd,9R*)]-

111 III llll III! Ill II

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

—)—,—,——,—,—,—,—,—.—,—,—.

—

160 170 100 100 200 210 220 230 240 260 200 270 200 200 900

294 CieHaoSis 61227-81-4
Silane, (l-methyl-l,2-pentadien-4-yne-l,3,5-triyl)tris[trimethyl-

TMSC = CC = C =
I

TMS

Ms
I

CTMS

294 C 16H16B2O 4 38572-02-0
[l,3,2]Dioxaborino[5,4-d]-l,3,2-dioxaborin, tetrahydro-2,6-di=
phenyl-, trans-

~

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

ill, — , ,
pi!

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

294 C 16H 16B2O4 * 71166-92-2
4,4'-Bi-l,3,2-dioxaborolane, 2,2'-diphenyl-, (R*,S*)~



5848 EPA/NIH MASS SPECTRAL DATA BASE 294

294 C16H16B2O4 74841-65-9
[l,3,2]Dioxaborino[5,4-d]-l,3,2-dioxaborin, tetrahydro-2,6-di=
phenyl-, cis-

oYrPh

Ph 0

294 C16H22O5 64018-52-6
/3-D-Ribofuranoside, phenylmethyl 5-0-methyl-2,3-0-(l-

methylethylidene)-

294 C17H14N2O3 6139-79-3
3,5-Pyrazolidinedione, 4-acetyl-l,2-diphenyl-

Ph

294 C17H26O4 68573-21-7
3-Cyclohexen-l-ol, 4-[3-(acetyloxy)-l-butenyl]-3,5,5-trimethyl-,

acetate

Me Me

294 C16H22O5 67549-66-0
Benzeneethanol, 2-[(acetyloxy)methyl]-3-methoxy-a,6-dimethyl-,

acetate, (S)~

240 250 260 270 280 200 300
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80

80

40

20

0

100

80

60
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0

294 C18H14O4 53454-78-7
1,3,4,6-Hexanetetrone, 1,6-diphenyl-

PhCOCH 2 COCOCH2 COPh

100

80

60

40

20

0

100

80

60

40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

A Me
I

CH=CHCHOAc

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

294 C18H18N2O2 1093-68-1
3,5-Pyrazolidinedione, 4-(l-methylethyl)-l,2-diphenyl-

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



294 EPA/NIH MASS SPECTRAL DATA BASE 5849

ISO 170 190 190 200 2)0 220 230 240 250 200 270 280 200 300

294 C18H18N2O2
2,5-Piperazinedione, 3,6-bis(phenylmethyl)-

2308-61-4

o

H2 I

CH2 Ph

10 20 30 40 50 00 70 80 90 100 110 120 130 140 150

294 CigHaoOa 2315-61-9
Ethanol, 2-[2-[4-(l,l,3,3-tetramethylbutyl)phenoxy]ethoxy]-

Me Me
1 1

CCH2 CMe

Me Me

HOCH2CH2OCH2CH2O

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

190 170 160 180 200 210 220 230 240 250 260 270 280 290 300

294 C19H22N2O
Cinchonan-9-ol, (8a,9i?)-

485-71-2

294 C19H22N2O 25390-67-4
l//-Indole-3-ethanamine, Ar^/-dimethyl-5-(phenylmethoxy)-

XA
CH 2 CHj NMe

I

Me

10 20 30 40 50 60 70 80 80 100 110 120 130 140 150

160 170 180 180 200 210 220 230 240 250 260 270 280 290 300

294 C19H22N2O 68160-76-9
Ajmalan-17-ol, 19,20-didehydro-l-demethyl-, (17R.19E)-

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

294 C20H22O 2 69853-74-3
Gona-l,3,5,7,9-pentaen-17-one, 13-ethyl-3-methoxy-, (13a)-

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

M.
. -V .

• .

*l|
| L T-L„

160 170 180 180 200 210 220 230 240 250 260 270 280 290 300



5850 EPA/NIH MASS SPECTRAL DATA BASE 295

295 Ci2HioBrNOS 71338-62-0
Ethanone, l-[2-(4-bromophenyl)-4-methyl-5-thiazolyl]-

295 C17H17N3O2 57488-07-0
3,5-Pyrazolidinedione, 4-(dimethylamino)-l,2-diphenyl-

0

295 CigHnNOs 58422-68-7
Ethaneperoxoic acid, l-cyano-2-phenyl-l-(phenylmethyl)ethyl ester

CH 2 Ph
I

Ac OOCCH2 Ph
I

CN

295 C 19H21NO2 3896-64-8
Estra-l,3,5,7,9-pentaen-17-one, 3-hydroxy-, O-methyloxime

100

80

60

40

20

0

100

80

60

40

20

0

295 C19H21NO2 38291-33-7
4/f-Dibenzo[de^]quinoline, 5,6,6a,7-tetrahydro-10,ll-dimeth=
oxy-6-methyl-, (R)-

MeO

1

Me

295 C19H37NO 63913-37-1
2-Pyrrolidinone, l-(3,7,ll-trimethyldodecyl)-

Me Me Me
I I I

CH 2 CH 2 CH ( CH 2 ) 3 CH ( CH 2 ) 3 CHMe

100

SO

eo

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

100

80

60

40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

Jti iL J ,



296 EPA/NIH MASS SPECTRAL DATA BASE 5851

296 CnH9ClFe04 59688-23-2

Iron, tricarbonyI[(2,3,4,5-7j)-2-chloro-4,5-dimethyl-2,4-cyclo=

hexadien-l-one]-

Fe

o=c
y

I

N
c=o

ll ll 1 1 ll - L i

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

296 C12H23B3O6

Galactitol, cyclic 1,6:2,3:4,5-tris(ethylboronate)

58881-48-4

t t it H . S 1 r-> .
i , .1. ,

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

296 C 12H23B 3O6 59184-36-0
D-Mannitol, cyclic 1,2:3,4:5,6-tris(ethylboronate)

296 C12H23B3OS
D-Glucitol, cyclic 1,3:2,4:5,6-tris(ethylboronate)

74779-72-9

o'^Y°-b-
E *

V'E.

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

296 C 13H16N2O6 2487-01-6
Phenol, 6—(1,l-dimethylethyl)-3-methyl-2,4-dinitro-, acetate (ester)

02N ^ no2

Me

—1— 1,
,

l-l-., J
10 20 30 40 50 80 70 60 90 100 110 120 130 140 150

'

. L ^ L 1
1 1

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

C 14H4N2O2S 2 3347-22-6296
Naphtho[2,3-6]-l,4-dithim-2,3-dicarbonitrile, 5,10-dihydro-

5,10-dioxo-

.CN

UUL.

b .11 1 -1 ll L. 1 -LL
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

'

| ‘
|

1 1

1 W— I r—

>

1 ,
,1 ll

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



5852 EPA/NIH MASS SPECTRAL DATA BASE 296

296 CisHwOe 70219-70-4
5,8-Methano-l,7-dioxacyclopent[cd]azulene-2,6-dione, octa=
hydro-2a,9-dihydroxy-8b-methyl-9-(l-methylethyl)-, [2aR-
(2aa,4aa,5a,8a,8aa,8ba,9.ff*)]-

HO

296 Ci6H802S 2 23667-32-5
Benzo[c]thiophen-l(3if)-one, 3-(3-oxobenzo[c]thien-l(3/f)-yl=:

idene)-, (E)-

100-

80-

60-

40-

20-

10 20 30 40 50 60 70 80 90 100 110 1->0 130 140 150

80 -

60 -

40-

20-

L_
160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

296 Ci7Hi2OS 2 24921-17-3
[l,2]Dithiolo[l,5-6] [l^Joxathiole-Z-S™, 3,5-diphenyl-

Ph

296 Ci?Hi2OS2 74810-11-0
[l,2]Dithiolo[l,5-6] [l,2]oxathiole-7-Srv

, 2,5-diphenyl-

296 CivHi2OS 2 74810-12-1
[l,2]Dithiolo[ 1,5-6] [l^Joxathiole-Z-S™, 2,4-diphenyl-

Ph

100-

80-

60-

40-

20-

i

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

80 -

60-

40-

20-

. 4 L ^ _ L . Lw tftiiiiiiiiiiff
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

296 Ci7Hi 2OS2 74810-13-2
[l,2]Dithiolo[l,5-6] [l^joxathiole-Z-S™, 4,5-diphenyl-

Ph

-H *) 1
— L,

,

..1. i,. ,1L
180 170 180 190 200 210 220 230 240 250 260 270 280 290 300

296 Ci7H32N202 67171-81-7

Acetamide, N-[3-(2-oxoazacyclotridec-l-yl)propyl]-

N
(CH 2 )3NHAc

100

80

80

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



296 EPA/NIH MASS SPECTRAL DATA BASE 5853

100

ao

to

40

20

O'
160 170 1*0 100 200 210 220 230 240 2*0 260 270 260 290 SOO

296 C 18H16O4

1,2-Cyclobutanedicarboxylic acid, 3,4-diphenyl-

HO2C co2 h

..X

4482-52-4

296 C17H32N2O2

l,5-Diazacycloheptadecan-6-one, 1-acetyl-

67171-86-2

296 Ci7H36Si2 61228-15-7
Silane, (3-methyl-l,2-butadienylidene)bis [ (1,1-dimethylethyl)

=

dimethyl-

Me Mo
i i

t-BuSI — C — SI Bu-t

I

I

Me

C= C- Me
I

Me

296 CisHieOe 4462-95-7
1,3-Cyclobutanedicarboxylic acid, 2,4-diphenyl-

1 , , , ,
1

, ,1 , J

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

296 C 18H20N2O 2 19215-52-2
Benzenamine, iV,W-(l,2-dimethyl-l,2-ethanediylidene)bis[4-
methoxy-

Me

296 C 18H32O3 40596-70-1
2,4-Dodecadienoic acid, ll-hydroxy-3, 7,11-trimethyl-, 1-

methylethyl ester, (EJZ)-

Me Me OH
I I I

I -P r OC( 0) CH : CCH = CHCH2 CH ( CH 2 ) 3 CMe

Me

. .1 _ -I .J 1 L Mi jL . il Li
10 20 30 40 50 50 70 80 90 100 110 120 130 140 150

lJLh. 11.,.

.

.,u J l, J
,

i 1 , . 1
,

160 170 180 100 200 210 220 230 240 250 260 270 280 290 300

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



5854 EPA/NIH MASS SPECTRAL DATA BASE 296

296 C18H32O3 63872-94-6
Oxacyclotetradec-lO-en-2-one, 13-hydroxy-14-pentyl-, [135-

(10Z,13fi*,14R*)]-

JCH2)< Me

.
il. .1 .

1

1
,

1,1
.

1
.

1
. »

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

100 170 180 190 200 210 220 230 240 260 200 270 200 290 300

296 C18H33OP
Phosphine oxide, tricyclohexyl-

13689-19-5

90+0

296 C19H24N2O 13941-27-0
Curan-17-ol, 19,20-didehydro-, (19E)-

296 C20H24O 2 57-63-6
19-Norpregna-l,3,5(10)-trien-20-yne-3,17-diol, (17a)-

Me

296 C20H24O2 1818-09-3
Estra-1 ,3,5 (10),6-tetraen-l7-one, 3-hydroxy-l,2-dimethyl-

ch 2 oh

296 C20H24O2 69796—63—0
Estra-1,3,5(10),9(ll)-tetraen-17-one, 3-methoxy-l-methyl-

Me



296 EPA/NIH MASS SPECTRAL DATA BASE 5855

296 C20H24O2 74793—55—8
1,3-Dioxolane, 2-(l,l-dimethylethyl)-2-methyl-4,5-diphenyl-

Ph

296 C21H16N2 70238-85-6
Propanedinitrile, (5,6-diphenylbicyclo[3.1.0]hex-2-ylidene)-,

(la,5a,6a)-

296 C21H 16N2 70286-10-1
Propanedinitrile, (5,6-diphenylbicyclo[3.1.0]hex-2-ylidene)-,

(la,5a,6/3)-

Ph

I

CN

1

10 20 30 40 SO 60 70 80 90 100 110 120 130 140 ISO

1 1 1

1, ,1

ISO 170 ISO 100 200 210 220 230 240 280 2S0 270 280 290 300

296 C21H28O 72101-33-8
1 , 1'-Biphenyl, a/^methoxy-ar'-(2,2,4-trimethylpentyl)-

296 C22H32 74646-30-3
Naphthalene, 2,3-dihexyl-

296 C23H20 14564-86-4
Naphthalene, l,l'-(l,3-propanediyl)bis-

160 170 ISO 100 200 210 220 230 240 250 2*0 270 280 290 300



5856 EPA/NIH MASS SPECTRAL DATA BASE 297

297 C8H9CINO5PS 500-28-7
Phosphorothioic acid, 0-(3-chloro-4-nitrophenyl) 0,0-dimethyl

ester

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0
310 320 330 340 350 380 370 380 390 400 410 420 430 440 450

K—r-“T“ f- T-r—> r k
.. .nn n . .

,
r

f
1"

I

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

297 C11H15N5O5 70723-08-9
9if-Purin-6-amine, 9-[3-C-(hydroxymethyl)-/3-l>-xylofuranosyl]-

100

80

80

40

20

0

297 C19H23NO2 69833-89-2
Estra-l,3,5(10),6-tetraen-17-one, 3-hydroxy-, 0-methyloxime

Me

170 180 190 200 210 220 230 240 250 280 270 280 290 300

. Au . 1. il ll.

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

H 2 N

HOCH 2

297 C 19H23NO2 69834-04-4
Estra-l,3,5(10),7-tetraen-17-one, 3-hydroxy-, O-methyloxime

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

298 CsHaMnOvS 72403-09-9
Manganese, pentacarbonyl(2-propynylsulfonyl)-, (OC-6-22)-

297 C 15H11N3O4 6148-09-0
3,5-Pyrazolidinedione, 4-nitro-l,2-diphenyl-

Ph
I

O2 N 0

.so2 ch 2 c = ch

c=o

•

80*

11 I

60-

ill i) 1. 1 1 1 40-
• 1 1 1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 20- L 1

o

* n iiljlili
,1

,

,
. -I 1

|

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



298 EPA/NIH MASS SPECTRAL DATA BASE 5857

298 CioH2oBr2
Decane, 1,10-dibromo-

Br(CH 2 )ioBr

4101-68-2

10 20 30 40 50 80 70 80 90 100 110 120 130 140 160

100 170 180 100 200 210 220 230 240 260 200 270 280 200 300

298 C 10H20O6P 2 16368-06-2
2,2'-Bi-l,3,2-dioxaphosphorinane, 5,5,5',5'-tetramethyl-, 2,2'-dioxide

100

80

60

40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

298 C 12H16N2O3PS 14816-18-3
3,5-Dioxa-6-aza-4-phosphaoct-6-ene-8-nitrile, 4-ethoxy-7-

phenyl-, 4-sulfide

Ph OEt
I I

NCC s N0P0E t

II

s

298 C12H20B2O7 74779-77-4
a-L-Sorbofuranose, cyclic 2,3:4,6-bis(ethylboronate) 1-acetate

298 CioH28F2N4Si2 66436-31-5
Hydrazine, l-[(l,l-dimethylethyl)difluorosilyl]-l-[(2,2-di=:

methylhydrazino)dimethylsilyl]-2,2-dimethyl-

Me
I

NMs

Me Me F
I ill

MeNNHSI NSI Bu-t
I I

Me F

100

SO-

SO-

40-

T j ^ I
—

» 1 »
1

> > I

* * I * 1 I t' ‘
I

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

298 CnHi 5F6Si2

Disilane, pentamethyl(pentafluorophenyl)-

Me

33558-55-3



5858 EPA/NIH MASS SPECTRAL DATA BASE 298

298 C 12H20B 2O7 74779-80-9
/S-D-Fructopyranose, cyclic 2,3:4,5-bis(ethylboronate) 1-acetate

B-EI

0
j

ch 2 oac

\/°
Et B

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

298 C15H22O6 34114-99-3
Trichothec-9-ene-3,4,8,15-tetrol, 12,13-epoxy-, (3a,4$,8a)-

o )-=“< ch 2 oh

OH Mo

298 C 15H22O6 70219-71-5
3,6-Methano-5/f-oxireno[3,4]cyclopent[l,2-d]oxepin-5-one,
octahydro-2,6a-dihydroxy-la-(hydroxymethyl)-lb-methyl-
8-(l-methylethyl)-, [laR-(laa, lb/8,2a,3/8,6/3,6a/3,7aa,8S*)]-

298 C16H14N2O2S 74810-30-3
Carbamimidothioic acid, N-(oxophenylacetyl)-W-phenyl-, methyl

ester

SMe
I

PhCOCONHCiNPh

298 Ci6H22N2Si2 3284-06-8
Cyclodisilazane, 2,2,4,4-tetramethyl-l,3-diphenyl-

^S\ —

N

M® Me Ph

100

80

60

40

20

0

100

80
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40

20

0

100

80

60

40

20

0
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

J - mill. I- l.l.<- -1 .ihii.il, 1 ..I.

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

1, L
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

298 C17H 14O5 740-33-0
4if-i-Benzopyran-4-one, 5-hydroxy-6,7-dimethoxy-2-phenyl-

100-

00-

60-

40-

20-

u
10 20 30 40 50 80 70 80 90 100 110 120 130 140 150 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

80-

60-

40-

20-

0- -L J , t t , , r-L- 1, r-
160 170 180 100 200 210 220 230 240 250 260 270 280 290 300 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



298 EPA/NIH MASS SPECTRAL DATA BASE 5859

298 CnHuOs 65621-10-5
Benzaldehyde, 4-hydroxy-5-[3-(4-hydroxyphenyl)-l-oxo-2-
propenyl]-2-methoxy-, (E)-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

298 CisHisCU 15982-64-6

1,4-Butanedione , 1 ,4-bis(4-methoxyphenyl)-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

298 CigHisCL
1,4-Butanediol, dibenzoate

PhC( 0) 0( CH 2 ) 4 OC( 0) Ph

19224-27-2

10 20 30 40 50 60 70 80 00 100 110 120 130 140 150

298 CigHssNaO 67139-06-4
Heptanamide, Ar-ethyl-N-[3-(hexylamino)propyl]-

Et
1

M«
( CH 2 ) s NH ( CH 2 ) 3 NC0( CH 2 ) 5 We

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

298 C19H26N2O 10283-68-8
Lff-Indole-3-ethanol, 2-(5-ethyl-l-azabicyclo[2.2.2]oct-2-yl)-,

[lS-(la,2a,4a,5/3)]-

c6—cx

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

298 C 19H38O2

Hexadecanoic acid, 1-methylethyl ester

Me(CH2)i4C(0)0Pr-l

142-91-6

III 1 Jjl. Jil l-T-iilv L. —pj,

—

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300
160 170 160 190 200 210 220 230 240 250 260 270 260 290 300

298 C18H38N 2O 67138-97-0
Heptanamide, N-[3-(ethylamino)propyl]-iV-hexyl-

( CH 2 ) 6 Me

Me ( CH 2 ) 5 CON( CHj ) 3 NHE t

298 C2CH15BO2

1,3,2-Dioxaborole, 2,4,5-triphenyl-

o
Ph \

B -Ph

y\ /

4844-17-1

-I1 H r-



5860 EPA/NIH MASS SPECTRAL DATA BASE 298

298 C20H26O2 1094-07-1
Estra-l,3,5(10)-trien-17-one, 3-hydroxy-l,2-dimethyl-

100j
80-

80 •

40-

20 -

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

1,.
r

.l 1 <-

160
.
170 180 190 200 210 220 230 240 260 260 270 280 290 aoo

298 C20H26O2 1818-13-9
Estra-l,3,5(10),6-tetraene-3,17-diol, 1,2-dimethyl-, (17/3)—

298 C21H14O2 20600-72-0
9,10-Anthracenedione, l-(2-methylphenyl)-

298 C21H14O2 20600-73-1
Anthraquinone, 1-m-tolyl-

298 C21H14O2 20600-74-2
Anthraquinone, 1-p-tolyl-

Me



299 EPA/NIH MASS SPECTRAL DATA BASE 5861

298 C22H34

Naphthalene, tributyldihydro-

74646-42-7 299 CuHioBrNO
3,1-Benzoxazepine, 7-bromo-2-phenyl-

19062-90-9

+ 2H + 3Bu

299 C 13H25N5O3 59824-38-3
L-Omithine, Ar2-[(dimethylamino)methylene]-Ar6-[ [[(dimethyl

=

amino)methylene]amino]carbonyl]-, methyl ester

C(0)0Me

Me NCH : NCONH ( CH 2 ) 3 CHN = CHNMe

11
1 -A-—-**!L^j M , , H »A-r-

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

299 C14H21NO4S 67370-67-6
Hexanoic acid, 6-[[(4-methylphenyl)sulfonyl]amino]-, methyl ester

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

299 C 15H13N3O4 54449-26-2
Pyrrolo[l,2-a]-l,3,5-triazine-7-carboxylic acid, l,2,3,4-tetra=

hydro-2,4-dioxo-8-phenyl-, ethyl ester

180 170 180 190 200 210 220 230 240 250 260 270 280 290 300

299 C 15H25NO5 64018-62-8
1,2-Benzisoxazole, octahydro-2-[2,3-0-(l-methylethylidene)-

/3-D-ribofuranosyl]-, (3ai?-cis)-

Cc

0 0

x
Me Me

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



5862 EPA/NIH MASS SPECTRAL DATA BASE 299

299 C19H26NO2 3342-64-1
Estra-l,3,5(10)-trien-17-one, 3-hydroxy-, O-methyloxime

299 C 16H26NO5 64044-17-3
1,2-Benzisoxazole, octahydro-2-[2,3-0-(l-methylethylidene)-

/3-D-ribofuranosyl]-, (3aS-cis)~

Cc:
HOCHj

299 C18H21NO3 467-14-1
Morphinan-6-ol, 8,14-didehydro-4,5-epoxy-3-methoxy-17-

methyl-, (5a,6a)-

10 20 30 40 50 60 70 90 100 110 120 130 140 160

L. —i" 1*^ 1
^u

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

299 C20H29NO 74810-91-6
2,6-Methano-3-benzazocine, 1,2,3,4,5,6-hexahydro-8-methoxy-

6,1l-dimethyl-3-(3-methyl-2-butenyl)-, (2a,6a, 1LR*)-

MeC = CHCH 2
I

Me

299 C22H21N 18864-77-2
Benzenamine, N-[[4—(1-methylethyl)phenyl]phenylmethylene]-



300 EPA/NIH MASS SPECTRAL DATA BASE 5863

299 C22H21N 19103-10-7
Benzenamine, iV-[[2-(l-methylethyl)phenyl]phenylmethylene]-

310 320 330 340 350 3*0 370 300 390 400 410 420 430 440 460

299 C22H21N 32388-75-3
Benzenamine, JV-[[3-(l-methylethyl)phenyl]phenylmethylene]-

Ph
I

CsNPh

J
- ^ ^ 1 3,, _ __

10 20 30 40 6C 60 70 80 90 100
• •ill

110 120 130 140 160

— 1

,

. i, ,i L - JL
160_ 170 11» 190 200 210 220 230 240 250 260 270 280 290 300

310 320 330 340 360 300 370 300 390 400 410 420 430 440 460

300 C6Cl2F6PS 53327-26-7
Phosphonothioic dichloride, (pentafluorophenyl)-

f s
11

F ,PCI
1

ci

F

I

1 jL. I, L L 1 f 1.
, ,

1-,

10 20 30 40 60 60 70 80 90 100 110 120 130 140 150

100 170 180 190 200 210 220 230 240 260 200 270 280 290 300

310 320 330 340 350 360 370 360 390 400 410 420 430 440 450

300 C15H16N4O3 27355-95-9
Benzimidazolium, 1,2-dimethyl-, 3-(hexahydro-l,3-dimethyl-

2,4,6-trioxo-5-pyrimidinylide)

— C^ N >.Y "

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

180 170 180 190 200 210 220 230 240 250 260 270 280 290 300

300 C 16H28N2O4

L-Alanine, N-(iV-acetyl-L-leucyl)-, butyl ester

62167-77-5

Me NHAc Me
I I I

Me ( CH 2 ) s OC( 0) CHNHCOCHCH 2 CHMe

10 20 30 40 60 60 70 80 90 100 110 120 130 140 150

60

40

20



5864 EPA/NIH MASS SPECTRAL DATA BASE 300

100

60

60

40

20

0
160 170 160 180 200 210 220 230 240 260 260 270 280 280 300

300 C16H12O6 476-53-9
9/f-Xanthene-l-carboxylic acid, 2,8-dihydroxy-6-methyl-9-oxo-,
methyl ester

300 CieHuOe 19206-58-7
4if-Naphtho[2,3-6]pyran-4,6,9-trione, 5,8-dimethoxy-2-methyl-

0

0 OMe 0

300 C16H16N2O4 72088-21-2
Ergoline-8-carboxylic acid, 9,10-didehydro-6-methyl-, dihydroxy

aeriv., (8/3)-

Me

300 CivHieOs 3187-52-8
6if-Benzofuro[3,2-c] [l]benzopyran-6a(llaff)-ol, 3,9-dimethoxy-

(6aR-cis)-

300 CnHieOs 18142-19-3
Cadina-4,6,8,10-tetraene-2,3-dione, 5,ll-epoxy-8-hydroxy-, acetate



300 EPA/NIH MASS SPECTRAL DATA BASE 5865

310 320 330 340 350 360 370 380 390 400 410 420 430 440 460

300 CnHieOe 37308-75-1
2-Propen-l-one, l-(2-hydroxy-4,6-dimethoxyphenyl)-3-(4-
hydroxyphenyl)-, (E)~

300 C18H20O4 58822-02-9
2/7-1-Benzopyran, 3-(2,4-dimethoxyphenyl)-3,4-dihydro-7-
methoxy-

160 170 180 190 200 210 220 230 240 250 250 270 280 290 300

310 320 330 340 350 380 370 380 390 400 410 420 430 440 450

180 170 180 190 200 210 220 230 240 260 280 270 280 290 300

300 C18H20N2.CIH 21535-47-7
Dibenzo[c,/]pyrazino[l,2-a]azepine, l,2,3,4,10,14b-hexahydro-

2-methyl-, monohydrochloride

Me
\

• HCI

100

«

80-

60 *

40*

20*

. _ I.

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

80*

60*

40*

20*

[ i, ,i L - 1III
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

300 C 18H20O4 20362-18-9
Phenol, 2,3-dimethoxy-4-[3-(2-methoxyphenyl)-2-propenyl]-, (Z)-

300 C18H20O4 63898-02-2
Benzoic acid, 2-methoxy-6-[2-(4-methoxyphenyl)ethyl]-, methyl

ester

CH2

C(0]

OMe

100

80

eo

40

20

0

100

80

60

40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

300 C 18H24N2O2 35155-28-3
Ergolme-8-methanol, 10-methoxy-l,6-dimethyl-, (8/3)-

100

60

60

40

20

0

100

80

60

40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

^ ,u.l

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

u *»J—

»

L un L_



5866 EPA/NIH MASS SPECTRAL DATA BASE 300

100 1

80 -

60 -

40 -

20 -

0 1

I I I— »—
I T ' T —

"

'I v-. - r— ..
, , 1'| |

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

300 C 19H24O3 5976-62-5
Estra-1,3,5(10)-trien-17-one, 4-hydroxy-3-methoxy-

300 C 19H24O 3 5976-63-6
Estra-1 ,3 ,5 (10)-trien-l7-one ,

2-hydroxy-3-methoxy-

300 C19H24O3 24721-15-1
Estra-1,3,5(10)-trien-16-one, 17-hydroxy-3-methoxy-, (17/3)-

Me

300 C 19H24O3 74299-14-2
Estra-1,3,5(10)-trien-17-one, 3-hydroxy-6-methoxy-, (6/3)—

Me



301 EPA/NIH MASS SPECTRAL DATA BASE 5867

300 C 19H24O3 74299—15—3
Estra-l,3,5(10)-trien-17-one, 3-hydroxy-15-methoxy-, (150)-

300 C 19H24O3 74299-17-5
Estra-l,3,5(10)-trien-17-one, 3-hydroxy-6-methoxy-, (6a)-

100*

80*

60-

40-

20-

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

80*

60-

40*

20-

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

80-

60-

40-

20-

310 320 330 340 350 360 370 360 390 400 410 420 430 440 450

300 C21H20N2 21136-32-3
Benzaldehyde, bis(phenylmethyl)hydrazone

CH 2 Ph

PhCH =NNCH 2 Ph

100

80

60

40

20

0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

301 C8H4BrN3OS2 57726-54-2
Benzamide, 4-bromo-iV-5/f-l,3,2,4-dithia(3-5IV)diazol-5-ylidene-

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0
310 320 330 340 350 360 370 360 390 400 410 420 430 440 450

301 C 13H11N5O4 64229-79-4
Benzene, l,l'-(3-methyl-l-triazene-l,3-diyl)bis[2-nitro-



5868 EPA/NIH MASS SPECTRAL DATA BASE 301

301 C17H19N3.CIH 2508-72-7
lif-Imidazole-2-methanamine, 4,5-dihydro-iV-phenyl-iV-

(phenylmethyl)-, monohydrochloride

cr
Ph
I

CHj NCH2 Ph

301 C22H23N
Benzenamine, 4-(l-methylethyl)-iV,a-diphenyl-

23431-27-8

Ph
I

CHNHPh

301

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300 60*

20*

1 .ii Jk
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

»

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450 60-

C17H23N3O2 69315-95-3
20-

0- 1 —LL, ji|~ i-4-

ethyl-2,2-dimethyl-6-phenyl-
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

0 H Me Me

•o-or

,
Llllli 1,1 lill

. 1 u| It . ii i.l il' i lil
.

10 20 30 40 SO 70 80 90 100 110 120 130 140 ISO

180 170 180 190 200 210 220 230 240 2S0 280 270 280 290 300

310 320 330 340 350 380 370 380 390 400 410 420 430 440 450

301 C22H23N 19103-11-8
Benzenemethanamine, 2-(l-methylethyl)-iV,a-diphenyl-

Ph
I

CHNHPh

80-

40-

301 C22H23N 32388-78-6
Benzenemethanamine

,
3-(l-methylethyl)-2V,a-diphenyl-

Ph

CHNHPh

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

-i
—

l»i r1—r-“- i -hi—

V

1



302 EPA/NIH MASS SPECTRAL DATA BASE 5869

302 C6H4CUO2S
Benzenesulfonyl chloride, 2-iodo-

63059-29-0

302 CsHgFsGeO 22530-02-5
Germane, trimethyl(pentafluorophenoxy)-

F

100

so

so

40

160 170 160 190 200 210 220 230 240 250 260 270 280 290 300

100 j
—

80-

60-

40-

20-

0 —
1 " l f l

1 1 1—1 1 1 l 1 1 1 1

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

302 CioHeOSea 39827-01-5
Selenolo[3,4-6][l]benzo8elenophen-3(lif)-one

310 320 330 340 350 360 370 380 390 400 410 420
•~r 1 1

430 440 450

302 C10H7CI5 57206-19-6
1,4-Ethenopentalene, l,2,3,7,8-pentachloro-l,3a,4,5,6,6a-hexahydro-

m
; -r ‘- **v 1

1
1 r——r — ^ r—

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

100 j
80 -

60-

40-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

302 C10H7CI5 69743-72-2
1,6-Methano-lif-indene, 2,3,4,5,8-pentachloro-3a,6,7,7a-tetra :=

hydro-

:
1 i. 1. Ll iiilL J in. i.i.L. 11. ijjil liL .ii.

10 20 30 40 50 60 70 80 90 100 110
1 1 V 1

120 130 140 150

:

Lll. 1L il ll iL l-t-
i

160 170 160 190 200 210 220 230 240 250 260 270 280 290 300

ii
310 320 330 340 350 3«0 370 380 300 400 410 420 430 440 450



5870 EPA/NIH MASS SPECTRAL DATA BASE 302

302 C10H7CI5 69743-75-5
1,4-Ethenopentalene, 2,4,5,6,8-pentachloro-l,2,3,3a,4,6a-hexahydro-

/
Cl

100

80

60

40

20

0

100

80

80

40

20

0

100

80

60

40

20

0
310 320 330 340 360 360 370 380 390 400 410 420 430 440 460

AL 1. l.j
10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

jiLjj i 1 L
160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

302 CioHtCIs 69743-76-6
1,4-Ethenopentalene, 2,5,6,7,8-pentachloro-l,2,3,3a,4,6a-hexahydro-

1 J. 1. 1 . ii.. iJ dii.ij.iillL 1..11 .11I11 j
10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

302 C 10H7CI5 69743-79-9
1,6-Methano-lif-indene, 2,3,4,5,7-pentachloro-3a,6,7,7a-tetra=
hydro-

ci

Cl

80 -

60-

40-

20*

11L
10 20 30 40 60 60 70 80 90 100 110 120 130 140 150

80-

60-

40-

20-

il.

t

l.l,i
(

160 170 180 190 >00 210 220 23( 240 250 260 270 280 290 300

80-

80-

40-

20-L
310 320 330 340 360 360 370 380 390 400 410 420 430 440 450

302 C 12H18N2O7 68972-46-3
Uridine, 5-(l-methoxyethyl)-

0

302 C 10H7CI6 69743-78-8
l,4,5-Metheno-lif-cyclopropa[a]pentalene, 1,3,5,5a,6-penta-
chlorooctahydro-



302 EPA/NIH MASS SPECTRAL DATA BASE 5871

100 ——
80-

80 -

40 *

20-

0 1——I r—I
1 r—I 1 I I 1

1 I I

310 320 330 340 350 3«0 370 390 390 400 410 420 430 440 450

302 Ci^zsCLSi 4484-72-4
Silane, trichlorododecyl-

ci

Mo(CH 2 )ii SICI

Cl

302 Ci5HiiBr02 16635-18-0
2-Propen-l-one, 3-(4-bromophenyl)-l-(2-hydroxyphenyl)-

aCOCH = CH

« XI 8r

If' Li

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

i .. JJ L LL

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

l
310 320 330 " 340 350 380 370 380 300 400 410 420 430 440 450

302 C 15HUN2O5 36891-68-6
2-Propenoic acid, 3,3'-{2-oxo-li/-benziniidazole-l,3(ZH)-diyl)bis-,
dimethyl ester, (Ejt)-

CH--CHC( 0) OMe

:CHC(O)0Mo

100 '

30 *

80-

40-

20 -

302 CieHuOe 10493-51-3
[Bi-l,4-cyclohexadien-l-yl]-3,3',6,6'-tetrone, 4,4'-dihydroxy-

2,2',5,5'-tetramethyl-

302 CieHuOe 23315-33-5
2if-Furo[3',2':4,5]furo[2,3-/i]-l-benzopyran-2-one, 7a,10a-di=
hydro-4-(2-hydroxyethyl)-5-methoxy-

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

310 320 330 340 350 360 370 360 390 400 410 420 430 440 450



5872 EPA/NIH MASS SPECTRAL DATA BASE 302

302 CnHuOs 27213-18-9
2if-l-Benzopyran-7-ol, 3,4-dihydro-3-(3-hydroxy-2,4-di=
methoxyphenyl)-

310 320 330 340 350 300 370 380 390 400 410 420 430 440 450

302 C 17H18O5 73353-84-1
2ii-l-Benzopyran-7-ol, 3,4-dihydro-3-(2-hydroxy-3,4-di=
methoxyphenyl)-

302 Ci7H2203Si 74793-83-2
2-Naphthaleneacetic acid, 6-methoxy-a-methyl-, trimethylsilyl

ester, (+)-

Me Me
I I

CHC( 0) OS I Me

Me

302 C 19H26O3 362-07-2
Estra-l,3,5(10)-triene-3,17-diol, 2-methoxy-, (17/3)-

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

302 C19H26O3 1474-53-9
Estra-l,3,5(10)-triene-16,17-diol, 3-methoxy-, (16a,17/3)-

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



302 EPA NTH MASS SPECTRAL DATA BASE 5873

302 C 1&H26O3 5976-66-9
Estra-l,3,5(10>-triene-4.17-diol, 3-methoxy-. (175)-

302 C 19H26O3 7291—47—6
Estra-l,3,5(10)-triene-6a,175-diol, 3-methory-

302 C 19H26O3 10516—35—5
Estra-l,3,5(10)-triene-ll,17-diol, 3-methoxv-, (11a,175)-

Me

302 C 19H26O3 28715-36-8
Estra-1,3,5' 10)-triene-15,17-dioT 3-methoxy—, (15a,175)-

Ue



5874 EPA/NIH MASS SPECTRAL DATA BASE 302

302 C19H26O3 53604-49-2
Androst-4-ene-3,17-dione, 12-hydroxy-, (12/S)—

Me

302 C19H26O3 74312-88-2
Estra-l,3,5(10)-triene-3,17-diol, 6-methoxy-, (6a, 17/3)-

Me

302 C19H26O3 75112-83-3
17-Octadecene-9, 1 1-diynoic acid, 8-oxo-, methyl ester

H2 C = CH ( CH2 ) 4 C :CC: CCO( CH2 )gC(0) OMe

100

80

60

40

20

0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

302 CigHsoOSi 74764-31-1
Silane, ethylmethylphenyl[(l,7,7-trimethylbicyclo[2.2.1]hept-2-

yl)oxy]-

302 C20H11FO2 20600-78-6
Anthraquinone, l-(m-fluorophenyl)-



302 EPA/NIH MASS SPECTRAL DATA BASE 5875

302 C20H 11FO2

Anthraquinone, l-(o-fluorophenyl)-

20760-62-7

302 C20H 11FO2

Anthraquinone, l-(p-fluorophenyl)-

20760-63-8

302 C20H30O2 20316-84-1
Kaur-16-en-18-oic acid, (4/3)-

HOjC Me

302 C22H22O 72361-25-2
Methanone, [2,4-dimethyl-7-(l-methylethyl)azulenyl]phenyl-

Li in i Ml.. -l-« -
10 20 30 40 60 60 70 80 90 100 110 120 130 140 150

III. ..iLll. 1 .. . ..1.

160 170 160 190 200 210 220 230 240 250 260 270 280 290 300

310 320 330 340 350 3«0 370 380 300 400 410 420 430 440 450



5876 EPA/NIH MASS SPECTRAL DATA BASE 302

302 C22H22O 74764-49-1
2,4-Cyclohexadien-l-one, 2,3,4,5-tetramethyl-6,6-diphenyl-

Me

302 C24H14

Dibenzo [fg,op ]
naphthacene

192-51-8

302 C24H14 192-65-4
Naphtho [1 ,2,3,4-def]chrysene

100

80

60

40

20

0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

303 Ci2HioBrN5 67023-55-6
l/f-Purin-6-amine, N-[(4-bromophenyl)methyl]-

Br

303 Ci2HioBrN5 74421-49-1
l/f-Purin-6-amine, [(2-bromophenyl)methyl]-

nh 2

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

100

80

60

40

20

0

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

—L jL,— jJ

J.. . ulu JLj 1



303 EPA/NIH MASS SPECTRAL DATA BASE 5877

303 Ci2HioBrNs 74421-50-4
lif-Purm-6-amine, [(4-bromophenyl)methyl]-

nh 2

303 C13H21NO7 64018-69-5
5-IsoxazoIidinecarboxylic acid, 2-[2,3-0-(l-methylethylidene)-

jS-D-ribofuranosyl]-, methyl ester, (R)-

Me Me

303 C17H21NO2S 74810-23-4
Benzenesulfonamide, 7V,4-dimethyl-iV-(l-methyl-2-phenylethyl)-,

(S)~

303 C17H21NO4 67257-63-0
Pyrrolidine, l-acetyl-2-[2-[4-(acetyloxy)-3-methoxyphenyl]=

ethenyl]-, (E)-(±)~

303 C 19H 15BCIN 17814-63-0

Borane, chloro[(diphenylmethylene)amino]phenyl-

Ph Ph
1 1

PhC=NBCI



5878 EPA/NIH MASS SPECTRAL DATA BASE 303

303 C20H33NO
Androstan-3-one, O-methyloxime, (5a)-

50512-85-1

303 C20H38BN 74810-34-7
Boranamine, iV-l-cyclodecen-l-yl-N-cyclohexyl-l,l-diethyl-

Bfcl

o-'-co

303 C21H21NO
Benzenepropanol, a-phenyl-^-Cphenylamino)-

4566-58-9

Ph Ph
I I

HOCHCH2 CHNHPh

100

80

304 CgHeBrFsSi
Silane, bromodimethyl(pentafluorophenyl)-

23761-73-1

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

304 CioH8OSe2 39857-05-1
Benzo[fe]selenophene-3-carboxaldehyde, 2-(methylseleno)-

310 320 330 340 350 380 370 380 390 400 410 420 430 440 450

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150



304 EPA/NIH MASS SPECTRAL DATA BASE 5879

304 CioHi6CLN2 74779-83-2
l.l'-Biazetidine, 2,2,2',2'-tetrachloro-3,3,3',3 ,-tetrainethyl-

Me Cl 01 Cl Me

304 CioHnFeOsP 74810-97-2
Iron, dicarbonyl [ (1,2,3,4-t;)-1 ,3-pentadiene] (trimethyl phosphite-P)-

H 2 C— \ /o C-Me
*Fe

/ \
P( OMe ) 3

C= 0

310 320 330 340 3M 3« 370 300 300 400 410 420 430 440 430

304 C10HMF4N&U 66436-30-4
Hydrazine, l,l-bis[difluoro(l-methylpropyl)silyl]-2,2-dimethyl-

NMe

F
l

F
I I I

1 -BuSI NSI Bu-S
I I

F F

180 170 180 ISO 200 210 220 230 240 280 280 270 200 200 300

304 CnH24Ge2 61228-12-4
Germane, (3,3-dimethyl-l-propyne-l,3-diyl)bis[trimethyl-

Me

Me Me
I I I

Me Ge C :CCQeMe
1

I

1

Me Me

Me

:

iu
. . .

.

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

180 170 188 ISO 200 210 220 230 240 2S0 280 270 280 200 300

310 320 330 340 350 380 370 380 390 400 410 420 430 440 450

304
Hemoventosin

Cl6Hl 207 32638-04-3

HO 0

M* 0C( JL ,0^ .Me

rxr

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

310 320 330 340 350 300 370 380 390 400 410 420 430 440 450



5880 EPA/NIH MASS SPECTRAL DATA BASE 304

304 C15H21RI1 74810-93-8
Rhodium, (^^^-cyclopentandien-l-yl) (j?4-l,2-diethenylcyclo=

hexane)-, stereoisomer

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

304 Ci6H28N2Si2 74421-43-5
l#-Indole-3-ethanamine, iV,JV(or N,l)-bis(trimethylsilyl)-

304 C19H28O3 63-01-4
Androst-4-en-3-one, 16,17-dihydroxy-, (16a, 17/3)-

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

304 C19H28O3 1232-73-1
Androst-5-en-17-one, 3,16-dihydroxy-, (3/3,16a)-

Me

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

304 C 19H28O3 6084-79—3
17-Octadecene-9,ll-diynoic acid, 8-hydroxy-, methyl ester

OH
I

H 2 C = CH(CH 2 )4C:CC;CCH(CH 2 ) 6 C(0)0Me



304 EPA/NIH MASS SPECTRAL DATA BASE 5881

304 C 19H28O3 75125-35-8
9,11-Octadecadiynoic acid, 8-oxo-, methyl ester

UeOC( 0) ( CHj ) e COC : CC : C( CH 2 ) 5 Me

304 Ci9H320Si 74646-00-7
Silane, ethylmethyl[[5-methyl-2-(l-methylethyl)cyclohexyl]=

oxy]phenyl-

304 CigHsaOSi 74841-58-0
Silane, ethylmethyl[[5-methyl-2-(l-methylethyl)cyclohexyl] =

oxy]phenyl-, (l«,2a,5d)-

Pr-I Ph

Me

304 C20H 13FO 2 58330-0^-9
Benzo[6]benzo[3,4]cyclobuta[l,2-e] [l,4]dioxin, 4b-(4-fluoro=

phenyl)-4b,10a-dihydro-



5882 EPA/NIH MASS SPECTRAL DATA BASE 304

304 C20H32O2 1231-34-1
9i?-Naphtho [2,1-6]pyran-9-one, 3-ethenyldodecahydro-3 ,4a,=

7,7,10a-pentamethyl-, [3i?-(3a,4a/3,6aa,10a/3,10ba)]-

304 C20H32O2 26729-54-4
l#-Naphtho[2,l-6]pyran-8(4ai2)-one, 3-ethenyldecahydro-

3,4a,7,7,10a-pentamethyl-

304 C20H32O2 63908-63-4
1,8-Azulenediol, 7-(l,5-dimethyl-4-hexenyl)-l,3a,4,5,6,7,8,8a-
octahydro-l-methyl-4-methylene-, [LR-[la,3aa,7/3(R*),8d,8aj3]]-

304 C20H33P 74421—36—6
Phosphine, (l-methylethyl)[2(or 5)-methyl-5(or 2)-(l-methyl=

ethyl)cyclohexyl] (phenylmethyl)-

PhCH 2 PPr-l

304 C21H21P 6163-58-2
Phosphine, tris(2-methylphenyl)-



305 EPA/NIH MASS SPECTRAL DATA BASE 5883

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

304 C 21H21P
Phosphine, tris(3-methylphenyl)-

6224-63-1

r I

80

60

40-

20-

1 1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

80*

60*

40*

20*

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

80-

60*

40*

20*

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

304 C21H21P 17420-26-7
Phosphorin, 4—(1,l-dimethylethyl)-2,6-diphenyl-

Ph

305 CsHuPt 63817-36-7
Platinum, bis

[ ( 1 ,2,3-jj)-2-butenyi
j-

Me

'ch
h \ .

HC\~/P '

H2 C \
CH-Me

,CH 2

VCH

305 C 17H23NO4 67257-65-2
Pyrrolidine, l-acetyl-2-[2-[4-(acetyloxy)-3-methoxyphenyl]ethyl]-,

(±)-

MeO

AcO

CH2CH2

305 C 18H 11NO4 55610-01-0
5//-Benzo[^]-l,3-benzodioxolo[6,5,4-de]quinolme-5,6(7/f)-dione,
7-methyl-

0

0
1

Me

100

00

00

40

10 20 30 40 60 60 70 80 90 100 110 120 130 140 150

20



5884 EPA/NIH MASS SPECTRAL DATA BASE 305

305 C20H 19NS 74663-74-4
Pyridine, 2-[(l-methylethyl)thio]-4,6-diphenyl-

306 C2BrFJ 421-70-5
Ethane

,
1-bromo-l ,1 ,2,2-tetrafluoro-2-iodo-

F

1

1

FCCBr
I

1

I

306 C8H20O4P2S2 5935-39-7
Thiohypophosphoric acid ([(HO)2P(S)]2), tetraethyl ester

OEt

I

II

S

s

306 C9H 7CI2F3O2S 15894-29-8
Sulfone, dichloromethyl m-(trifluoromethyl)benzyl

ci
1

CF
I

F

306 C9H8F6N2O3 61709-50-0
2-Imidazolidinone, l-acetyl-3-[3,3,3-trifluoro-l-oxo-2-(tri=

fluoromethyl)propyl]~

.COCHCF3
l

cf 3



306 EPA/NIH MASS SPECTRAL DATA BASE 5885

100

80

60

40

20

O'

310 320 330 340 360 380 370 380 MO 400 410 420 430 440 460

306 CioHgFePS 53327-25-6
Phosphinothioic fluoride, (l,l-dimethylethyl)(pentafluorophenyl)-

F

306 CuHigORh 74810-96-1
Rhodium, carbonyl[(l,2-7j)-cyclooctene](7j&-2,4-cyclopentadien-

l-yl)-

306 C14H10BF3N2O2 22250-22-2
Boron, (3,5-diphenyl-l,2,4-oxadiazole 4-oxide-Ar2)trifluoro-, (T-4)-

F-

. IL j , L
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

. 1

180 170 180 100 200 210 220 230 240 260 280 270 280 200 300

306 Ci5H26FeN20 72142-41-7
Iron, carbonyl[(l, 2,3,4-7?)-2,3-dimethyI-l,3-butadiene] [NJsf'-

1,2-ethanediylidenebis[2-propanamine]-iV,2V' ]-, stereoisomer

Me

Me

// Nr

~-0\x
ch 2 n

'CH
I

,CH

I

I

310 320 330 340 360 380 370 380 380 400 410 420 430 440 460



5886 EPA/NIH MASS SPECTRAL DATA BASE 306

306 Ci7Hi4Fe02 32876-85-0
Ferrocene, l-(2-carboxyphenyl)-

306 C 17H22O5 69745-81-9
Cyclodeca[bjfuran-2(3if)-one, 9-(acetyloxy)-3a,4,5,8,9,lla-
hexahydro-4-hydroxy-6,10-dimethyl-3-methylene-

306 C 19H18N2O 2 17190-80-6
Pyridine, 3-[5-[4-[(3-methyl-2-butenyl)oxy]phenyl]-2-oxazolyl]-

306 C19H30O3 3924-22-9
Androst-5-ene-3,ll,17-triol, (3/9,11/3,17/3)—

Me

100

60

40

20

0

100

60

40

20

0

100

80

60

40

20

0

306 C19H30O 3 6084—80—6
9,11-Octadecadiynoic acid, 8-hydroxy-, methyl ester

OH
I

Me ( CH 2 ) 6 C i CC : CCH ( CH 2 ) e C ( 0 ) OMe

100

80

60

40

160 170 100 190 200 210 220 230 240 250 260 270 280 290 300

20



306 EPA/NIH MASS SPECTRAL DATA BASE 5887

%

100 —
80-

80-

40

20

0 r——i
r 1 1 1 1 i i 1 -i > i i

310 320 330 340 350 380 370 380 390 400 410 420 430 440 450

100 j

—

- — — —
80

60-

40-

20-

0 *
t i-i t 1 T i f— r -i 1 1 1 r-

310 320 330 340 350 380 370 380 390 400 410 420 430 440 450

306 C19H30O3 69833-35-8
Benzoic acid, 3-methoxy-, undecyl ester

306 C 19H30O3 75112-84-4
10,12-Octadecadiynoic acid, 8-hydroxy-, methyl ester

OMe

306 C 19H30O3 69833-36—9
Benzoic acid, 4-methoxy-, undecyl ester

ISO 170 180 190 200 210 220 230 240 2S0 260 270 280 290 300

306 C 19H30O3 72088-19-8
2-Phenanthrenecarboxaldehyde, 1, 2, 3, 4,4a,4b, 5, 6, 7,8,8a,9-

dodecahydro-7-hydroxy-2,4b,8,8-tetramethyl-, monohydroxy
deriv.

OH
I

Me ( CHj ) 4 C:CC :CCH2 CH( CH2 ) e C( 0) OMe

306 C20H34O 2 1231-33-0
10/f-Naphtho[2,l-5]pyran-10-one, 3-ethyldodecahydro-3,4a,=
7,7,10a-pentamethyl-, [3S-(3a,4ad,6aa,10ad,10ba)]-

310 320 330 340 340 300 370 380 390 400 410 420 430 440 4S0

J 1

1

. 1 it ivlllL. Jl 1
,

10 20 30 40 50 80 70 80 80 100 110 120 130 140 150

iLhJjlh, i|IJ,Li
,

,1 ,L y
180 170 180 190 200 210 220 2X 240 2S0 200 270 200 290 300



5888 EPA/NIH MASS SPECTRAL DATA BASE 306

6

306 C20H34O2 69782-87-2
1-Naphthalenepropanol, a-ethenyldecahydro-3-hydroxy-a,5,=
5,8a-tetramethyl-2-methylene-

Me

306 C20H34O2 72347-66-1
1-Naphthalenepropanol, a-ethenyldecahydro-a,5,5,8a-tetra=
methyl-2-methylene-, monohydroxy deriv., [lS-[la(S*),=
4a/3,8aa]]~

H 2 C = CHCCH 2 CH 2

1

HO

1 lL 1 lllii— Ii ltd ulJL
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

:h l]lL lllii., Ii |LL.J||.||| U..l| L—A* _.L1—1
1 | » I I T I

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

306 C22H42 65149-85-1
Cyclohexane

, 1 ,
1 '-

[1,2-bis (1 ,l-dimethylethyl)-l,2-ethanediyl] bis-,

CMfl 3

O-ttO

100

80

60

40

20

0

100

80

80

40

20

0

180 170 180 190 200 210 220 230 240 250 260 270 280 290 300

111 1

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

1

306 C22H42 65149-86-2
Cyclohexane, l,r-[l,2-bis(l,l-dimethylethyl)-l,2-ethanediyl]bis-,

CM© 3

Oir-Q

307 Ci 2H2402.Ag 18268-45-6
Dodecanoic acid, silver(l+) salt

H02 C(CH 2 )i 0M8 • Ag ( I )



307 EPA/NIH MASS SPECTRAL DATA BASE 5889

307 C 18H 17N3O2 6139-74-8
3,5-Pyrazolidinedione, 4-[(dimethylamino)methylene]-l,2-diphenyl-

310 320 330 340 360 360 370 380 390 400 410 420 430 440 460

307 C17H13N3O3 2425-85-6
2-Naphthalenol, l-[ (4-methyl-2-nitrophenyl)azo]-

no2

310 320 330 340 360 360 370 380 390 400 410 420 430 440 460

307 CnHieFsNO 24456-03-9
Acetamide, 2V-(l,2-diphenylethyl)-2,2,2-trifluoro-iV-methyl-

Ph F
1 I 1

PhCH2 CHNCOCF
I

F

310 320 330 340 360 360 370 340 390 400 410 420 430 440 460

Mo
I

CHNMe

310 320 330 340 330 300 370 380 390 400 410 420 430 440 450

307 C 18H33N3O 67171-82-8
Propanenitrile, 3-[[3-(2-oxoazacyclotridec-l-yl)propyl]amino]-

310 320 330 340 350 300 370 360 330 400 410 420 430 440 450

307 C18H33N3O 67171-89-5
1,5-Diazacycloheptadecane-l-propanenitrile, 17-oxa-

CH 2 CH2CN



5890 EPA/NIH MASS SPECTRAL DATA BASE 307

100

80

60

40

20

0
310 320 330 340 360 360 370 380 300 400 410 420 430 440 460

307 C19H17NO3 17948-33-3
Furo[2,3-c]acridin-6(2H)~one, l,ll-dihydro-5-hydroxy-ll-

methyl-2-(l-methylethenyl)-, (-)-

307 C19H21N3O 56634-13-0
4H-Imidazol-4-one, 2-amino-l-( 1 ,l-dimethylethyl)-l ,5-di

=

hydro-5,5-diphenyl-

/ \
Hj>N Bu-t

307 C 19H21N 3O 56954-65-5
4H-Imidazol-4-one, 2-amino-3-(l,l-dimethylethyl)-3,5-di=

hydro-5,5-diphenyl-

308 C4H7Br30 76-08-4
2-Propanol, 1,1,l-tribromo-2-methyl-

Me

iV
MeCCBr

\

1 '

HO

,
,l J. - i - . J

10 20 30 40 60 60 70 80 90 100 110 120 130 140 150

i .

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

308 C5CI6F2 72101-09-8
Pentadiene, hexachlorodifluoro-

+2F

Me ( CH 2 ) 3 Me 46CI

-4H

100

80

60

40

20

0

100

80

60

40

20

0
180 170 180 190 200 210 220 230 240 250 260 270 280 290 300

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

.1



308 EPA/NIH MASS SPECTRAL DATA BASE 5891

100

80

80

40

20

0
310 320 330 340 350 380 370 380 390 400 410 420 430 440 450

308 CsHeFsPSe 60575-50-0
Phosphine selenide, dimethyl(pentafluorophenyl)-

F

308 C 12H8N2O4S 2

Disulfide, bis(2-nitrophenyl)

1155-00-6

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

310 320 330 340 350 380 370 380 390 400 410 420 430 440 460

308 Ci3H2oFeN203 65036-35-3
Iron, tricarbonyl [TV,N'-l,2-ethanediylidenebis[2-methyl-2-
propanamine]-lVJV']-

Bu-t c = o
1 / ^c=o
F©^

308 C14H16N2O6 69974-34-1
2-Oxazolidinone, 3,3'-(l,4-phenylene)bis[4-(hydroxymethyl)-

0

CH2OH

308 C 15H 17O5P 65444-10-2
Phosphoric acid, 2-methoxyethyl diphenyl ester

OPh

M«OCH2 CHi OPOPh
II

0

100

80

60

40

10 20 30 40 50 60 70 80 00 100 110 120 130 140 150

20



5892 EPA/NIH MASS SPECTRAL DATA BASE 308

100

80

60

40

20

0

100

80

60

40

20

0
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

308 Ci6H2403Si2 69782-88-3
Benzenepropanoic acid, a-oxo-/3,/3-bis(trimethylsilyl)-

COCO2H

Me Me
I I I

MeSI CSI Me

Ph

0*

0

0-

0-

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

0*

0-

0-

L.
160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

0-

0-

0-

0-

v I I III 11 II I VI II
310 320 330 340 350 380 370 380 390 400 410 420 430 440 450

308 C 16H20O4S 74366-98-6
Cyclohexenepropanoic acid, a-(phenylsulfonyl)-, methyl ester

SOzPh
I

CHC( O) OMe

-2H

308 CisHsvBOSi 74810-48-3
Borinic acid, (2-cyclohexylidene-l,l-diethylpropyl)ethyl-, tri=

methylsilyl ester

308 CigHieCU 58330-10-2
1,3,4,6-Hexanetetrone, l-(4-methylphenyl)-6-phenyl-

308 C 19H17PS
Phosphine sulfide, diphenyl(phenylmethyl)-

15367-75-6

PhCH 2 P:S

Ph

i

10 20 30 40 50 60 70 8C 90 100 110 120 130 140 150

K ,
190 170 ISO 100 200 210 2JO 230 240 260 260 270 280 290 300



308 EPA/NIH MASS SPECTRAL DATA BASE 5893

310 320 330 340 3S0 300 370 380 300 400 410 420 430 440 480

308 C19H20N2O2 39640-84-1
l,2-Diazetidin-3-one, l-benzoyl-2-(l,l-dimethylethyl)-4-phenyl-

•h

X

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

308 C20H20O3
Estra-l,3,5,7,9-pentaen-17-one, 3-(acetyloxy)-

6030-91-7

308 C20H24N2O 69634-31-7
Methanone, l/f-imidazol-2-yl(l,2,3,4,4a,9,10,10a-octahydro-

l,4a-dimethyl-l-phenanthrenyl)-, [l/?-(la,4aa,10aa)]-

310 320 330 340 350 380 370 380 390 400 410 420 430 440 4S0

308 C20H24N2O 69634-32-8
Methanone, lH-imidazol-4-yl(l,2,3,4,4a,9,10,10a-octahydro-

l,4a-dimethyl-l-phenanthrenyl)-, [li?-(la,4aa,10aa)]-

308 C20H24N 2O 69634-33-9
lif-CyclobutaL/fcJphenanthren-4-ol, 2,3,3a,4,4a,5,9b,9c-octa :=

hydro-4-(l//-imidazol-2-yl)-3a,9b-dimethyl-

100

80

80

40

20

0



5894 EPA/NIH MASS SPECTRAL DATA BASE 308

308 C20H36O2 72401-52-6
1-Naphthalenepropanol, a-ethenyldecahydro-5-(hydroxy=
methyl)-a,5,8a-trimethy1-2-methylene-, [LS-[la(S*),4a|8,«
5a,8aa]]-, dihydro deriv.

H0CH 2 Me

h 2 c = chcch 2 ch 2
I

HO

308 C22H12O 2 65492-95-7
Benzo [o]naphthacene-8,13-dione

0

100

40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

308 C22H12O2 3029-32-1
6,13-Pentacenedione

309 CioH3iN02Si4 74793-29-6
4,6-Dioxa-5-aza-2,3,7,8-tetrasilanonane, 2,2,3,3.7.7.8,8-octamethyl-

Me Me

rl I r
MeSI SI ONHOSI SI Me

Me
j |

Me

Me Me

309 Ci2H23N6OSi2 32958-86-4
7H-Purin-2-amine, 7-methyl-iV-(trimethylsilyl)-6-[(tri=

methylsilyl)oxy]-

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

310 320 330 340 350 380 370 380 390 400 410 420 430 440 450



310 EPA/NIH MASS SPECTRAL DATA BASE 5895

309 C16H13CI2NO 2 3254-79-3
Benzoic acid, 2-[(2,6-dichloro-3-methylphenyl)amino]~, methyl ester

ci

Me

309 C 18H 19N3O 2 6136-32-9
3,5-Pyrazolidinedione, 4-[(dimethylamino)methyl]-l,2-diphenyl-

0

309 C 19H 19NO3 58422-76-7
Ethaneperoxoic acid, l-cyano-l,4-diphenylbutyl ester

Ph
I

AcOOC( CHj ) 3 Ph

CN

100 1 -

90 -

•0-

40-

X 1,1 1,1 ... -pi
10 20 30 40 50 90 70 90 00 100 110 120 130 140 160

100

90-

90-

40 -

2°; I

0 1
1 1 1 1 1 1 1

I it.
, , , , ,

160 170 180 100 200 210 220 230 240 260 260 270 280 290 300

310 C 4H8l2 628-21-7
Butane, 1,4-diiodo-

1 ( CH2 ) 4

1

310 C 11H9CI3O4 75420-32-5
3,5-Methanobenzofuran-7a(2/D_carboxylic acid, 6,7,8-tri=

chIoro-3,3a,4,5-tetrahydro-2-oxo-, methyl ester

ci



5896 EPA/NIH MASS SPECTRAL DATA BASE 310

310 CnHioFeCb 12153-21-8
Iron, tricarbonyl(2,4-hexadienedioic acid)-, dimethyl ester

Me

:'»•

\
Me

310 C12H5F6OP 53381-03-6
Phosphine oxide, fluoro(pentafluorophenyl)phenyl-

F

100

80

60

40

20

0

100

80

00

40

20

0

100

80

60

40

20

0
310 320 330 340 350 380 370 380 300 400 410 420 430 440 450

310 Ci3Hi902Rh 12245-39-5
Rhodium, f(l,2,5,6-7j)-l,5-cyclooctadiene] (2,4-pentanedionato-
0

,
0’)-

310 C13H19O2RI1 74811-15-7
Rhodium, (?7

4-l,2-diethenylcyclobutane)(2,4-pentanedionato-0,0')-,

stereoisomer

HC
C( 0) OMe

310 C14H14O4S2 58751-71-6
Benzene, [ [ [

(phenylmethyl)sulfonyl]methyl]sulfonyl]-

PhS02 CH 2 SO2 CH 2 Ph

100

80

60

40

20

0
10 20 30 40 60 60 70 80 80 100 110 120 130 140 150



310 EPA/NIH MASS SPECTRAL DATA BASE 5897

310 C14H18N2O6 64018—50—4
Acetamide, N-[3-hvdroxy-3-methyl-4-[(4-nitrobenzoyl)oxv]butyl]-,

(R)-

OH
I

C( 0) och 2 cch 2 ch 2 NHAc

Me

100

80

60

40

20

0

100

80

60

20

0

100

80

60

40

20

0
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

310 CuHaoSL 61255-23-0
Silane, 3,4-hexadien-l-yne-l,3,5,6-tetrayltetrakis[dimethyl-

MeSIHCrCC = C:CCH 2 SIHMe

310 C 16H22O6 605-54-9
1,2-Benzenedicarboxylic acid, bis(2-ethoxyethyl) ester

C(0)0CHjCH 2 0et

,C(0)0CM 2 CH2 0EI

,1 ,
1 .L ... L

10 20 30 40 50 60 70 80 90 100 110 120 130 140 50

1 L .

160 170 180 180 200 210 220 230 240 250 280 270 280 290 300

310 C 18H14OS 2 74810-20-1
[l,2]Dithiolo[l,5-b] [l,2]oxathiole-7-Srv

, 2-methyl-3,5-diphenyl-

YyY
100

80

60

40

20

0

100

60

60

40

20

0

100

80

60

40

20

0

310 CisHisOaP 101-02-0
Phosphorous acid, triphenyl ester

OPh
I

PhOPOPh

100

80

60

40

20

0

100

80

80

40

20

0

100

80

80

40

20

0

310 C 18H30O4 849-99-0
Hexanedioic acid, dicyclohexyl ester

wo

80

60

40

20

0

100

80

60

40

20

0
160 170 180 190 200 210 220 230 240 2S0 200 270 280 290 300

,L J 1 .1 -.J. I 1
1 .

J,
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

* 1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

.
,

L L . .
I,

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

ll-t 1 1 1 1 1 1 i 1 1 r—r—

1

1 1

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



5898 EPA/NIH MASS SPECTRAL DATA BASE 310

310 CisHaoZn 74810-57-4
Zinc, bis[2,2-dimethyl-3-(2-methyl-2-propenyl)cyclopropyl]-,

[cis(cts)]-

ch 2

310 CigHaoZn 74842-24-3
Zinc, bis[2,2-dimethyl-3-(2-methyl-2-propenyl)cyclopropyl]-

ch 2

310 CigHiaCU 62395-58-8
7fl-Furo[3,2-g] [l]benzopyran-7-one, 9-(l,l-dimethyl-2-

propenyl)-4-hydroxy-2-(l-methylethenyl)-

310 C19Hi804 64280-21-3
1-Propanone, 3-methoxy-l-(4-methoxy-5-benzofuranyl)-3-phenyl-



310 EPA/NIH MASS SPECTRAL DATA BASE 5899

310 C 19H18O4 65653—67—0
1,3,5-Cyclohexanetrione, 6-(2ff-l-benzopyran-2-ylidene)-2,2,=
4,4-tetramethyl-

310 C19H22N2O2 70509-79-4
Ajmalan-10,17-diol, 19,20-didehydro-, (17i?,19E)-

310 Ci9H26Si2 7351-45-3
Silane, 9if-fluoren-9-ylidenebis[trimethyl-

Me Me

100 j
so-

so*

40*

20-

0 1 ,
— *T f*-!-

f
-V* r t f

310 C19H34O3 75299-45-5
Oxacyclotetradec-lO-en-2-one, 13-methoxy-14-pentyl-, [13S-

(10Z,13i?*,14R*)]-

310 C22H18N2 27802-00-2
Pyridine, l,4-dihydro-l-phenyl-4-(l-phenyl-4(l//)-pyridinyl=

idene)-

^Ph

10 20 30 40 50 SO 70 SO 90 100 110 120 130 140 160



5900 EPA/NIH MASS SPECTRAL DATA BASE 310

310 C24H22
Benzene, l,4-bis[2-(2-methylphenyl)ethenyI]-

13280-61-0

ar

160 170. 180 190 200 210 220 230 240 250 260 270 280 290 300

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

310 C24H22
Naphthalene, 1 ,

1 '-(1,4-butanediyl)bis-

29571-17-3

311 Ci2HioBrN02S 67387-05-7
Ethanone, l-[2-(4-bromophenyl)-4-(hydroxymethyl)-5-thiazolyl]-

H0CH 2

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

311 C17HuN.Br
Pyridinium, 1,4-diphenyl-, bromide

^s.VPh
H

69697-47-8

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Jl L 1 J

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

L 1 .

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

1 l

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

311 C18H37N3O 64414-57-9

1,5-Diazacycloheptadecan-6-one, 5-(3-aminopropyl)-

(CH 2 ) 3 NH 2

310 320 330 340 350 3«0 370 380 390 400 410 420 430 440 450



312 EPA/NIH MASS SPECTRAL DATA BASE 5901

311 C18H37N3O 64414-60-4
Azacyclotridecan-2-one, l-[3-[(3-aminopropyl)amino]propyl]-

310 320 330 340 350 360 370 360 390 400 410 420 430 440 450

311 C20H41NO
Hexadecanamide, Ar-(2-methylpropyl)-

Me ( CH2 ) 1 4 CONHBu -

1

54794-72-8

J 1 J - 11 J ^Jl Lj. . d iL ^
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

L,
160 170 80 190 200 210 220 230 240 250 260 270 280 290 300

310 320 130 340 350 360 370 380 390 400 410 420 430 440 450

460 470 460 490 500 510 520 530 540 550 560 570 560 590 600

312 CeHsBrs
Benzene, 1,2,4-tribromo-

615-54-3

312 CeHsBrs
Benzene, 1,3,5-tribromo-

626-39-1

10 20 30 40 SO 80 70 80 90 100 110 120 130 140 ISO

100 170 180 100 200 210 220 230 240 250 200 270 280 200 300

312 C9Hi2F302Rh 69372-77-6
Rhodium, bis(r/2-ethene)(l,l,l-trifluoro-2,4-pentanedionato-0,0')-

ch 2 ch 2

H 2 C Rh CH 2A
i
1 «/

H 3C"%/%F 3



5902 EPA/NIH MASS SPECTRAL DATA BASE 312

312 C12H2406S2 72150-28-8
D-Mannose, 5,6-O-ethylidene-, diethyl mercaptal

SEt
I

CHSEt
I

HOCH
I

HOCH
I

HCOH
I

HC Ov
CH 2

- o
"CH-Me

312 C 14H24N4O4 21028-09-1
Acetamide, iV,N'-[(3,6-dioxo-2,5-piperazinediyl)di-3,l-pro=

panediyl]bis-, (2S-cis)-

AcNH(CH2

yVX^NH
12)3 I

( CH 2 ) 3 NHAc

312 C 15H20O7 23282-20-4
Trichothec-9-en-8-one, 12,13-epoxy-3,4,7,15-tetrahydroxy-,

(3a,4,d,7a)-

312 C16H16N4O3 27356-02-1
lH-Pyrrolo[l,2-a]benzimidazolium, 2,3-dihydro-4-(l,2,3,4-

tetrahydro-€-hydroxy-l,3-dimethyl-2,4-dioxo-5-pyrimidinyl)-,
hydroxide, inner salt

o
Me\ JL

N N

312 C 16H24O6 57683-64-4
3,7-Octadiene-l,l,8-tricarboxylic acid, 3,7-dimethyl-, trimethyl

ester, (£,£)-

Me Me C( O) OMe

MeOC( 0) CH = CCH 2 CH 2 CH = CCH 2 CHC( 0) OMe



312 EPA/NIH MASS SPECTRAL DATA BASE 5903

312 C 17H12O6 57684-36-3
6ff-Benzofuro[3,2-c] [l]benzopyran-9,10-dione, 3,7-dimethoxy-

MeO

312 C18H29CIO2 65925-28-2
Benzene, l-[2-(2-chloroethoxy)ethoxy]-4-(l,l,3,3-tetramethyl=

butyl)-

Me Me

S10 320 330 M 350 NO S70 W 300 400 410 420 4)0 440 460

312 C 18H33PS 42201-98-9
Phosphine sulfide, tricyclohexyl-

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

312 C 18H36N2O2 67138—91—4
Heptanamide, N-[3-(acetylamino)propyl]-N-hexyl-

( CH2 ) 5 Me

Me ( CH 2 ) 5 CON( CH 2 ) 3 NHAc

100

80

60

40

20

0

100

80

60

40

20

0

100

60

60

40

20

0

312 C 18H36N2O2 67139-03-1
Heptanamide, N-[3-(acetylhexylamino)propyl]-

Ac
I

Me ( CH 2 ) 5 CONH( CH2 ) 3 N( CH 2 ) 5 Me

100

60

60

. 40

20

0

100

60'

60

40

20

0
160 170 180 100 200 210 220 230 240 250 260 270 280 290 300

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

. . 1 1
10 20 30 40 50 60 70 8C 90 100 110 120 130 140 50

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

-

I
f
i

»

rTTTT

—p“—r—r— tfiiiiiiTiiT
310 320 330 840 350 360 370 380 390 400 410 420 430 440 450



5904 EPA/NIH MASS SPECTRAL DATA BASE 312

100

ao

<o

40

20

0
310 320 330 340 350 300 370 330 300 400 410 420 430 440 450

312 C19H20O4 85-68-7
1,2-Benzenedicarboxylic acid, butyl phenylmethyl ester

C(0)0(CH 2 )3M«

312 C19H24N2O2 900-98-1
Curan-17,18-diol, 19,20-didehydro-, (19E)-

CH2OH

CHCH 2 OH

312 C20H24O3 901-93-9
Estra-l,3,5(10)-trien-17-one, 3-(acetyloxy)-

Me

312 C20H41P 74753-31-4
Phosphine, bis(2,2-dimethylpropyl)[2(or 5)-methyl-5(or 2)-(l-

methylethyl)cyclohexyl]-

M83CCH2 pch 2 cm63

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

L 1 i J. i 1. L 1l i _L
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

T" I I I 11 1 f I I I I I I I

310 320 330 340 350 360 370 360 390 400 410 420 430 440 450



313 EPA/NIH MASS SPECTRAL DATA BASE 5905

312 C21H28O2 6885-48-9
19-Norpregna-l,3,5(10),20-tetraen-17-ol, 3-methoxy-, (17a)-

312 C22H16O 2 20600-75-3
Anthraquinone, l-(2,6-xylyl)-

312 C22H16O2 20600-76-4
Anthraquinone, l-(o-ethylphenyl)-

313 CuH2oClN5Si2 72101-44-1
9H-Purin-2-amine, 6-chloro-AT,9-bis(trimethylsilyl)-

ci

1 1

Ms Ms

313 CisHisNOeS 66599-28-8
2-Thiabicyclo[3.2.0]hepta-3,6-diene-4,6,7-tricarboxylic acid, 3-

amino-, 4-ethyl 6,7-dimethyl ester



5906 EPA/NIH MASS SPECTRAL DATA BASE 313

313 C16H15N3O2S 39536-11-3
Carbamimidothioic acid, iV-benzoyl-iV'- [(phenylamino)carbonyl]-,
methyl ester

SMe

PhNHCONHC=NCOPh

313 C18H19NO4 508-54-3
Morphinan-6-one, 7,8-didehydro-4,5-epoxy-14-hydroxy-3-
methoxy-17-methyl-, (5a)-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

313 C 16H15N3O4 55842-28-9
Benzoic acid, 4,4'-(l-triazene-l,3-diyl)bis-, dimethyl ester

MeOC(O) C( 0) OMe

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

313 C18H19NO4

Cephalotaxine, 3-deoxy-3-oxo-
38750-57-1



314 EPA/NIH MASS SPECTRAL DATA BASE 5907

314 C9H10F4S11 23653-74-9

Stannane, trimethyl(2,3,5,6-tetrafluorophenyl)-

F Me

F

» I »
1

I I » » » I I
" T "1 I 1 »

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

314 C10H20O5P2S 16368-07-3
2,2'-Bi-l,3,2-dioxaphosphorinane, 5,5,5\5'-tetramethyl-, 2-oxide

2'-sulfide

314 CwHisOeP 29900-31-0
2-Butenoic acid, 3-[(dimethoxyphosphinyl)oxy]-, 1-phenylethyl

ester, (Z)-

MeCHOC( 0) CH =C0f>0Me

100

80

80

40

20

0

100

60

80

40

20

0

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

.J - ... . i JL L.1J 1 Lll . L 1
10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

100 —
80 -

80 -

40-

20-

0 **
» T™ I I

** *1 r
..-.. r— - |- -

I | | | | |

310 320 330 340 350 380 370 380 390 400 410 420 430 440 450

314 C16H 17F3O3 64129-26-6
Acetic acid, trifluoro-, 5,6,7,8,9,10-hexahydro-7,7-dimethyl-10-

oxo-5-benzocyclooctenyl ester

314 CielLeOe 56085-92-8
Cyclopentaneethanol, 4-(acetyloxy)-2-[(acetyloxy)methyl]-/3,3-

dimethyl-, acetate

AcO

Me

CHCH 2 OAc

Me CH 2 OAc

314 C 16H30N 2O4 69833-62-1
L-Valine, iV-(iV-acetyl-L-valyl)-, butyl ester

Ac NH C( 0) 0( CH 2 ) 3 Me

Me Me
I I I I

MeCHCHCONHCHCHMe

100

80

60

40

20

0
10 20 30 40 50 80 70 60 90 100 110 120 130 140 150



5908 EPA/NIH MASS SPECTRAL DATA BASE 314

314 CitHhOb 520-12-7
4jfiT-l-Benzopyran-4-one, 5,7-dihydroxy-6-methoxy-2-(4-
methoxyphenyl)-

HO 0

314 CnHuOe 25739-41-7
4fl-l-Benzopyran-4-one, 5-hydroxy-2-(4-hydroxy-3-meth=
oxyphenyl)-7-methoxy-

ho 0

314 C17H 14O6 29611-03-8
Cyclopenta[c]furo[3',2':4.5]furo[2,3-h][l]benzopyran-ll(lif)-one,

2,3,6a,9a-tetrahydro-l-hydroxy-4-methoxy-, [IS—(la,6a&9ad)]-

40

20

40

20

310 320 330 340 3S0 360 370 380 390 400 410 420 430 440 450

314 CnHwOe 33982-72-8
Anthraquinone, 2,8-dihydroxy-l,3-dimethoxy-6-methyl-

HO 0 OMe

0

314 CisHisOs 6971-20-6

2-Propen-l-one, l-(2-hydroxy-3,4,6-trimethoxyphenyl)-3-phenyl-

OMe

OMe

100 —
80-

80-

40-

20-

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



314 EPA/NIH MASS SPECTRAL DATA BASE 5909

314 CisHisOs 56247-80-4
1,2-Dibenzofurandicarboxylic acid, l,9b-dihydro-4,9b-dimethyl-,
dimethyl ester

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0
310 320 330 340 360 380 370 380 390 400 410 420 430 440 460

Li ill il • n .i i

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

il . I . Lj J , L
160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

1

314 Ci8H2203Si 74810-90-5
Benzeneacetic acid, a-methyl-3-phenoxy-, trimethylsilyl ester, (±)-

Me
I

CHC(O)

OPh

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0
310 320 330 140 340 380 370 380 300 400 410 420 430 440 480

Mo
I

OS I Me
l

Me

314 CisHwZn 74793-36-5
Zinc, bis[2-(l,l-dimethylethyl)-3,3-dimethylcyclopropyl]-, [la=

(IR*,2R*),20]-

Me

Bu-t Me/

Me / Bu-t
Me

314 C 19H26N2O2 26066-43-3
14bH-3,7-Methanoazacycloundecino[5,4-6]indol-14b-ol, 7-

ethyl-l,2,4,5,6,7,8,9-octahydro-, 3-oxide

Et

0

314 C20H14N 2O2 63546-88-3
1,4-Phthalazinedione, 2,3-dihydro-2,3-diphenyl-

0

^Ph
H
I

Ph

0

100

80

ao

40

20

0
10 20 30 40 80 80 70 80 00 100 110 120 130 140 180



5910 EPA/NIH MASS SPECTRAL DATA BASE 314

314 C20H18N4 69395-28-4
Benzenamine, 2-[2-[2-[(2-aminophenyl)azo]phenyl]ethenyl]-

314 C20H26O3 26624-38-4
Estra-l,3,5(10)-trien-17-one, 3,4-dimethoxy-

314 C21H14O3 20600-77-5
Anthraquinone, l-(m-methoxyphenyl)-

314 C21H14O3 20760-60-5
9,10-Anthracenedione, l-(2-methoxyphenyl)-



315 EPA/NIH MASS SPECTRAL DATA BASE 5911

314 C21H14O3 20760-61-6
Anthraquinone, l-(p-methoxyphenyl)-

OMa

315 C 17H17NO6 65560-24-9
5H-Pyrano[3,2-c]quinolin-5-one, 6-[(acetyloxy)methyl]-2,6-
dihydro-7-hydroxy-2,2-dimethyl-

314 C22H18O2 63839-89-4
9i/-Fluorene-9-methanol, a-phenyl-, acetate

Ph
I

CHOAc

315 C18H21NO4 4829-46-3
Morphinan-6,14-diol, 7,8-didehydro-4,5-epoxy-3-methoxy-17-

methyl-, (5a,6a)-

10 20 30 40 60 60 70 80 00 100 110 120 130 140 160

1 1 Ji 1 in l|> 1 1 >i
160 170 160 100 200 210 220 230 240 260 260 270 260 200 300

310 320 330 340 360 360 370 330 300 400 410 420 430 440 460



5912 EPA/NIH MASS SPECTRAL DATA BASE 315

315 C18H21NO4 54345-98-1
lff-Isoindole-l,3(22f)-dione, 4-(acetyloxy)hexahydro-3a,7a-
dimethyl-2-phenyl-, [3aS-(3aa,4/3,7aa)]~

315 C19H25NO 3 69833-49-4
Estra-l,3,5(10)-trien-17-one, 3,16-dihydroxy-, O-methyloxime,

(16a)-

310 320 330 340 350 330 370 380 390 400 410 420 430 440 450
310 320 330 340 350 380 370 380 390 400 410 420 430 440 450

315 C19H26NO3 69833-44-9
Estra-l,3,5(10)-trien-17-one, 3,15-dihydroxy-, O-methyloxime,

(15a)-

315 C19H25NO3 69833-59-6
Estra-l,3,5(10)-trien-16-one, 3,17-dihydroxy-, O-methyloxime,

(17a)-

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Ill > >1 -I-I K—JU—

-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

310 320 330 340 360 360 370 380 390 400 410 420 430 440 460



315 EPA/NIH MASS SPECTRAL DATA BASE 5913

315 C 19H25NO3 69833-88-1

Estra-l,3,5(10)-trien-17-one, 3,11-dihydroxy-, O-methyloxime,

(110)-

Me

315 C19H25NO3 69834-03-3
E8tra-l,3,5(10)-trien-16-one, 3,17-dihydroxy-, O-methyloxime,

(170)-

315 CigHasNOs 74299-29-9
Estra-l,3,5(10)-trien-17-one, 3,14-dihydroxy-, O-methyloxime

Me

315 C 19H25NO 3 74299-31-3
Estra-l,3,5(10)-trien-17-one, 3,7-dihydroxy-, O-methyloxime, (7a)-

Me

315 C 19H25NO3 74312-89-3
Estra-l,3,5(10)-trien-17-one, 3,15-dihydroxy-, O-methyloxime,

310 320 330 340 350 340 370 340 300 400 410 420 430 440 460

1 mi. . ..il-»
T » » 1 -f— I I" '

» I

10 20 30 40 50 50 70 60 90 100 110 120 130 140 160



5914 EPA/NIH MASS SPECTRAL DATA BASE 315

100*

80

100-

80-

60- 60-

40*
I

40-

20- 20-

1 i, i|, 1,

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300 180 170 180 190 200 210 220 230 240 250 260 270 280 290 300

310 320 330 340 350 360 370 380 390 400 410 420 430 440 460 310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

315 C23H26N 7714-61-6
Benzenemethanamine, a-(l,l-dimethylethyl)-iV,a-diphenyl-

Ph

If
PhNHCCMe

\L
Ph

316 C9H10CI2O4S2 56620-04-3
Benzene, [[[dichloro(methylsulfonyl)methyl]sulfonyl]methyl]-

ci
1

MeS02 CSO2 CH 2 Ph
I

Cl

100

80

80

40

20

0

100

80

80

40

20

0

316 C13H13CIO3S2 72347-57-0
Propanoic acid, 3-[[3-(4-chiorophenyl)-3-hydroxy-l-thioxo-2-

propenyljthio]-, methyl ester

OH
1

C = CHC( S ) SCH 2 CH 2 C( 0) OMe

Cl

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

316 C 13H21BO8 61553-57-9
a-D-Glucopyranoside, methyl, cyclic 4,6-(ethylboronate) 2,3-

diacetate

o-ch 2

OAc

316 C 13H21BO8 74793-01-4
DL-Xylitol, cyclic 2,3-(ethylboronate) 1,4,5-triacetate

CH 2 OAc



316 EPA/NIH MASS SPECTRAL DATA BASE 5915

316 C14H14CI2O4 6463-21-4
Acetic acid, [2,3-dichloro-4-(2-methylene-l-oxobutyl)phenoxy]-,
methyl ester

ch 2
11

ci

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

J -i... L ii i . i,i ,

,

...

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

L__ iL L
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

Li

316 Ci4H36N4Si2 66517-40-6
Cyclodisilazane-1 ,3-diamine, 2-butyl-2-(l,l-dimethylethyl)-

,4,4-hexamethyl-

Me.
Me

SI Bu-t
\

( CH 2 )

3

Me

316 C 16H 12O7 33982-73-9
Anthraquinone, l >2,6,7-tetrahydroxy-8-methoxy-3-methyl-

MeO 0 OH

0

100

80

60

40

20

0

316 Ci6Hi 3Br0 2 51908-41-9
l,4_Butanedione, l-(4-bromophenyl)-4-phenyl-

COCH 2 CH 2 COPh

Br

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0
310 320 330 340 360 360 370 380 390 400 410 420 430 440 450

I

1

1j -i— U -i d L J

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

1 LI _

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

1

316 C18H20O5 3143-21-3
2i2-l-Benzopyran-3-ol, 3,4-dihydro-5,7-dimethoxy-2-(4-
methoxyphenyl)-, (2R-cis)-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



5916 EPA/NIH MASS SPECTRAL DATA BASE 316

316 CisHsoOb 10493-01-3
2/f-l-Benzopyran-4-ol, 3,4-dihydro-5,7-dimethoxy-2-(4-
methoxyphenyl)-

MflO OH

316 C 19H24N2.CIH 113-52-0
5if-Dibenz[6,/]azepine-5-propanamine, 10,11-dihydro-N,N-

dimethyl-, monohydrochloride

1

( CH 2 ) 3 NM«
I

Me

316 C19H24O4 25328-48-7
Estra-l,3,5(10)-trien-17-one, 3,6,7-trihydroxy-l-methyl-, (6a,7a)-

316 C20H16N2O2 34132-44-0
lif-Furo[3,4-cl [llbenzazepin-l-one, 3,3a,4,5-tetrahydro-4-

(lH-indol-3-yl)-

316 C 2CH28O3 3012-76-8
Retinoic acid, 5,8-epoxy-5,8-dihydro-

, ,
—

t t 1 r 1—r 1

—

—r
— t i -i »

1 -t—
310 320 330 340 360 360 370 380 300 400 410 420 430 440 460



317 EPA/NIH MASS SPECTRAL DATA BASE 5917

316 C20H28O3

Retinoic acid, 5,6-epoxy-5,6-dihydro-
13100-69-1 316 C23H40

Benzene, hexadecylmethyl-
72101-31-6

HO2 CCH = CCH : CHCH : CCH : CH
I I

Me Me
Me Me

( CH 2 ) 1

5

Me

10 20 30 40 50 60 70 80 00 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

sJi lilt l.l.l| .Il|lll-. ..J.l.i-I,

100-

80-

60 •

40-

20-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

316 C21H32O2 72361-31-0
2,6-Phenanthrenediol, l,2,3,4,4a,9,10,10a-octahydro-l,l,4a-tri=

methyl-7-(l-methylethyl)-, monomethyl ether, [2S-(2a,4aa,=
1080)]-

+ HOMe

- H 2 0

317 CsHeClsNCUS
Sulfone, p-nitrobenzyl trichloromethyl

15894-01-6

317 C20H31NO 2 3091-89-2
Androst-4-en-3-one, 17-hydroxy-, O-methyloxime, (17/3)-

Me



5918 EPA/NIH MASS SPECTRAL DATA BASE 317

100 —
80 -

60 -

40 -

20 -
|

0 !
i

l, l“i 1 1 r r i i i i i i i i i

310 320 330 340 350 300 370 360 300 400 410 420 430 440 460

318 C4CI5F5 355-19-1
Butane, 1 , 1,2,3,4-pentachloro-l ,2,3,4,4-pentafluoro-

ci

i h
Cl CCCCCI

1
1

1

F Cl

Cl

318 C9H9F5GeS 22529-99-3
Germane

, trimethyl [(pentafluorophenyl)thio]
-

F

318 C9H4M0N2O5 67049-36-9
Molybdenum, pentacarbonyUpyridazine-iV1)-, (OC-6-22)-

0:C CrO

318 C9H9F3O6S2 37891-93-3
Methanesulfonic acid, trifluoro-, [(4-methylphenyl)sulfonyl]methyl

ester

318 CioHgClsFeSi 66035-04-9
Ferrocene, (trichlorosilyl)-

s 1 Cl 3



318 EPA/NIH MASS SPECTRAL DATA BASE 5919

318 CwHuFeOi, 63444-27-9

Iron, tricarbonyl[(4,5,6,7-j;)-3a,3b,7a,7b-tetrahydro-2,2-di=
methylbenzo[3,4]cyclobuta[l,2-d]-l,3-dioxole]-, stereoisomer

318 CieHuO? 480-56-8
Benzoic acid, 2,4-dihydroxy-6-methyl-, 4-carboxy-3-hydroxy-
5-methylphenyl ester

Me

160 170 ISO 1»0 200 210 220 230 240 250 260 270 260 290 300

318 Ci6H28N2OSi2 72101-39-4
l//-Indole-3-acetamide, Ar,l-bis(trimethylsilyl)-

10 20 30 40 50 SO 70 60 »0 100 110 120 130 140 150

318 CisHmOb 17924-92-4
lH-2-Benzoxacyclotetradecin-l,7(8H)-dione, 3,4,5,6,9,10-
hexahydro-14,16^dihydroxy-3-methyl-, [S-(E)]-

Me 0 OH

310 320 330 340 350 360 370 380 380 400 410 420 430 440 450

318 CigHajOs 1236-72-2
Estra-l,3,5(10)-triene-3,16,17-triol, 2-methoxy-, (16a, 17/3)-

Me



5920 EPA/NIH MASS SPECTRAL DATA BASE 318

318 C20H 11CIO2 20600-79-7
Anthraquinone, l-(o-chlorophenyl)-

318 C20H11CIO2

Anthraquinone, l-(p-chlorophenyl)-
20600-81-1

318 C20H 16O2P 65930-87-2
Spiro[5if-benzo [6] phosphindole-5,8'-[2/7,3/i] [ 1 ,2]oxaphospho=

lo[4,3,2-/u'][2,l]benzoxaphosphole]

100

80 -

60*

40-

20 -

0 r 1 1 1 1 1 1 "
I
— - f— i 1 1 1 1 r~

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

318 C20H35BO 2 74421-12-8
Spiro[4if-l ,3,2-benzodioxaborin-4, 1'-cyclohexane]

,
2-ethyl-5,=

6,7,8-tetrahydro-3',3',5,5',7,7-hexamethyl-

318 C21H34O2 901-56-4
Pregn-5-ene-3,20-diol, (3/3,20S)-

Me

100

so

so

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0



319 EPA/NIH MASS SPECTRAL DATA BASE 5921

318 C 21H34O2 72088-13-2
1-Phenanthrenecarboxylic acid, 7-ethenyl-l,2,3,4,4a,4b,5,6,7,8,=

10,10a-dodecahydro-l,4a,7-trimethyl-, methyl ester, [1R-
(la,4a/?,4ba,7a,10aa)]-, dihydro deriv.

310 320 330 340 360 3«0 370 380 390 400 410 420 430 440 460

319 Ci2H26N06Si2 60022-87-9
Pentanedioic acid, 2-(methoxyimino)-, bis(trimethylsilyl) ester

Me NOMe Me
I II I

MeS I OC( 0) CH 2 CH 2 CC( 0) OS I Me

Me Me

319 C 17H14N.BF4 69697-50-3
Pyridinium, 1,4-diphenyl-, tetrafluoroborate(l-)

319 C7HF602.Ag 3796-31-4
Benzoic acid, pentafluoro-, silver(1+) salt

F

F



5922 EPA/NIH MASS SPECTRAL DATA BASE 319

319 C17H21NO6 67257-67-4
Pyrrolidine, l-acetyl-2-[2-[4-(acetyloxy)-3-methoxyphenyl]-

2-oxoethyl]-, (±)-

Ac
I

MeO. /v
'Np'^-COCH,

^ J

100-

80-

60-

40-

20-

li LJ
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

80-

80-

40-

20-

1u IVVIIIIIiiiiiii
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

80-

60-

40-

20-

1

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

319 C20H33NO2 5615-21-4
5a-Androstan-17-one, 3/3-hydroxy-, O-methyloxime

Me

100-

80-

60-

40-

20-

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

80-

80-

40-

20-

. . ..L.,. LL
~ (•(iiiiiiiiii

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

80-

60-

40-

20-

310 320 330 340 350 360 370 360 390 400 410 420 430 440 450

319 C20H33NO2 69854-82-6
Androstan-3-one, 17-hydroxy-, O-methyloxime, (5/3,17/3)-

Me

319 C21H22NP 52364-43-9
Phosphinous amide, iV-methyl-P,P-diphenyl-.ZV-(l-phenylethyl)-,

(S)-

Me

Ph Ph
I I I

PhP -NCHMe

320 C12H17O4PS 2 2597-03-7
Benzeneacetic acid, cr- [(dimethoxyphosphinothioyl)thio]-, ethyl ester

Ph OMe
I I

E t OC( 0) CHSPOMe
II

S

100 ]

80-

SO-

, . r , T 1 l* l'
|

. «
t

. — ,
in., 7——-r—“—I r I

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

100 -

80-

60-

40 -

20-

100

60

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



320 EPA/NIH MASS SPECTRAL DATA BASE 5923

320 C 13H8CL4O
Benzene, trichloro[(chlorophenyl)methoxy]-

67332-31-4

ci
k 1 il . .11 t

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

320 CisHaCUO
l,l'-Biphenyl, 2-methoxy-, tetrachloro deriv.

74312-94-0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

320 CisHsCLiO 74298-93-4
l,l'-Biphenyl, 2,3',4,5'-tetrachloro-4'-methoxy-

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

60 •

40-

20

«

iii L j

1 1 r —r
-^il ll

,

J_ l_l|_*il 11^ jl—
i,
—

1

i| 1 i
f 4 i, il m

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

* i - d 1 1 . J i i i , j in i L

320 C 13H12N4O4S 42141-19-5
2H-l,2,3-Benzothiadiazine, 2-(2,4-dinitrophenyl)-5,6,7,8-

tetrahydro-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

320 CisHgCLO 74312-93-9
l,l'-Biphenyl, 3,5-dichloro-2-methoxy-, dichloro deriv.

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

40

20



5924 EPA/NIH MASS SPECTRAL DATA BASE 320

320 C 14H24O8 75363-16-5
D-Mannitol, l-deoxy-3,5-di-0-methyl-, triacetate

OAc

OMe

MeO Me
I I I

AcOCH 2 CHCHCHCHOAc

320 C 15H17BO7 74825-23-3
a-D-Ribopyranose, cyclic 2,4-(phenylboronate) 1,3-diacetate

Ph

320 Ci5H29Br02 56523-59-2
Pentadecanoic acid, 15-bromo-

HO2 C( CH2 ) 1 4 Br

310 320 330 340 360 380 370 380 300 400 410 420 430 440 460

320 Ci6H29Br02 74685-41-9
Pentadecanoic acid, 14-bromo-

Me
I

HO2 C( CH 2 ) 1 2 CHBr

320 CieH^Rh 31798-33-1
Rhodium, [(l,2,5,6-jj)-l,5-cyclooctadiene] [(l,2,3-J7)-2-cyclo=

octen-l-yl]-

100

80

60

40

20

0

100

80

80
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0
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80

60

40

20

0
310 320 330 340 360 380 370 380 390 400 410 420 430 440 460



320 EPA/NIH MASS SPECTRAL DATA BASE 5925

320 CisHasOSSi 66032-87-9

Silane, [[2,5-dimethyl-l-methylene-2-(phenylthio)-4-hexe=
nyl]oxy]trimethyl-

SPh

ch 2

MeC = CHCH 2 CCOSIMe

320 CisHosOSSi 75332-29-5
Silane, [[2,5-dimethyl-l-[(phenylthio)methyl]-l,4-hexadie=:

nyl]oxy] trimethyl-

CH 2 SPh

Me Me Me
I III

MeC = CHCH 2 C = COS I Me
I

Me

320 C 19H28O 4 67884-37-1
Spiro [cyclobutane-1, 2' (l'aH)-indeno [3a,4-6] oxiren]-2-one,

hexahydro-4,4'a-dimethyl-5'-[(tetrahydro-2H-pyran-2-yl)oxy]-

Me

100-

80*

eo«

40 *

20 «

.1 il|imil liilii.| |iiil

1

1 j i .1 II.
180 170 180 100 200 210 220 230 240 250 280 270 280 200 300

80 -

80*

40

20 *

310 320 330 340 350 360 370 330 300 400 410 420 430 440 450

320 C 2CH17O 2P 51922-82-8
2H,6H-[l,2]Oxaphospholo[4,3,2-6i] [2,l]benzoxaphosphole, 8,8-

dihydro-8,8-diphenyl-

Ph

320 C20H20N2O 2 30748-29-9
3,5-Pyrazolidinedione, 4-(3-methyl-2-butenyl)-l,2-diphenyl-

0

Ph 0

i



5926 EPA/NIH MASS SPECTRAL DATA BASE 320

i

320 C20H20N2O2 34132-45-1
17f-l-Benzazepine-3,4-dimethanol, 2,3-dihydro-2-(LH-indol-3-yl)-

320 C20H32O3

Benzoic acid, 4-methoxy-, dodecyl ester

56954-80-4

320 C20H32O3 57397-06-5
2-Phenanthrenecarboxylic acid, 1,2,3,4,4a,4b,5,6,7,8,8a,9-

dodecahydro-7-hydroxy-2,4b,8,8r-tetramethyl-, methyl ester

100

80

80

40

20

0
10 20 30 40 SO 80 70 80 90 100 110 120 130 140 160

lilt dll II. I-I-. .... I.I.. I.-. Ill 1 L

160 170 160 190 200 210 220 230 240 250 260 270 260 290 300

320 C21H36O2

Pregnane-3,20-diol, (3a,5a,20S)-

566-58-5

310 320 330 340 350 380 370 360 390 400 410 420 430 440
.
450

321 C4HF702.Ag
Butanoic acid, heptafluoro-, silver(l+) salt

3794-64-7

F3CCF2CF2CO2H a8 (I)



321 EPA/NIH MASS SPECTRAL DATA BASE 5927

321 C6HBr2N303 52120-98-6
Benzofurazan, 5,7-dibromo-4-nitro-

Br

321 CigHieNPS 58156-56-2
Phosphinothioic amide, P^P-diphenyl-iV-(phenylmethylene)-

Ph
I

PhCH :NP :S
I

Ph

321 C20H23N3O 54508-07-5
4-Imidazolidinone, 3-(l ,l-dimethylethyl)-2-imino-l-methyl-

5,5-diphenyl-

L 1 1

10 20 30 40 50 SO 70 »0 90 160 110 20 130 140 160

1 L 1 1 S.

ISO 170 180 190 200 210 220 230 240 2<to 260 270 260 290 300

100

so

so

40

20

0 1
1^* 1 1 1

"
1 1 1 1 1 r 1 1 1 1

—

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

321 C21H23NO2 74810-80-3
Carbamic acid, [3-(10,ll-dihydro-5//-dibenzo[a,d]cyclo=:

hepten-5-ylidene)propyl]-, ethyl ester

321 C22H27NO 60727-74-4
19-Norpregna-l,3,5(10),17(20)-tetraene-20-carbonitrile, 3-methoxy-

Me



5928 EPA/NIH MASS SPECTRAL DATA BASE 322

322 C6H6Cl7 707-55-1
Cyclohexane, 1, 1,2,3,4,5,6-heptachloro-

ci

ct

: - . j, . ... in il.i - . ill < ll.i i t.- Jjl
10 20 30 40 60 80 70 80 90 100 110 120 130 140 160

UlL| i,. . i|il-
l-i...

ii. Mil,
T 1, L, j |L-r-

160 170 160 190 200 210 220 230 240 260 260 270 280 290 300

100

80

60

40

20

0
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

322 C9H8F6N2O2S 61709-51-1
2-Imidazolidinethione, l-acetyl-3-[3,3,3-trifluoro-l-oxo-2-

(trifluoromethyl)propyl]-

— CHCF3
1

cf 3

322 C9H8F6N2O4 61687-02-3
1-Imidazolidinecarboxylic acid, 2-oxo-3-[3,3,3-trifluoro-l-oxo-

2-(trifluoromethyl)propyl]-, methyl ester

Me0C(0)

COCHCF 3

I

CFs

100

80

60

40

20

0
10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

322 C9Hi 2Br2OSi 56002-67-6
Silane, (2,4-dibromophenoxy)trimethyl-

Me
1

322 CioHi9BrF4Si 62185-59-5
Silane, (4-bromo-3,3,4,4-tetrafluorobutyl)triethyl-

F

v n
EtSI CH 2 CH 2 CCBr

Et |f

F

,

J, 1
, ,

,f 1 I « 1 • «

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

II
I I i i i • •

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

322 Ci3H23Br04 67587-04-6
Propanedioic acid, (bromomethyl)methyl-, bis(l,l-dimethylethyl)

ester

CH 2 Br

t -Bu OC( O) CC( 0) OBu-

1

Me

100

80

80

40

20

0
10 20 30 40 60 60 70 80 80 100 110 120 130 140 150



322 EPA/NIH MASS SPECTRAL DATA BASE 5929

322 C 17H16B 2O6 74810-33-6
a-D-Ribopyranose, cyclic l,2:3,4-bis(phenylboronate)

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0
310 320 330 340 350 300 370 380 390 400 410 420 430 440 450

J
1

0 20 30 40 50 60 70 80 90 100 110 120 130 140 150

i J

160 17C 180 190 200 210 220 230 240 250 260 270 280 290 300

322 CisHzeOs 26538-44-3
l.H-2-Benzoxacyclotetradecin-l-one, 3,4,5,6,7,8,9,10,11,12-
decahydro-7,14,16-trihydroxy-3-methyl-, [3S-(3R*,7S*)]-

322 C 19H 14O5 69721-63-7
2-Propenoic acid, 3-[2,3-dihydro-3-[(4-methoxyphenyl) =
methylene]-2-oxo-5-benzofuranyl]-

322 CioHaiFOSi 74807-00-4
Silane, ethyl(4-fluorophenyl)methyl[[5-methyl-2-(l-methyl=

ethyl)cyclohexyl]oxy]
-, (la,2/3,5a)-

Me

322 C2oH l804 74685-19-1
Indeno[l,2-6]pyran-5(2//)_one, 3,4-dihydro-2,2-dimethoxy-4-
phenyl-

10 20 30 40 SO 80 70 SO SO 100 110 120 130 140 ISO



5930 EPA/NIH MASS SPECTRAL DATA BASE 322

322 C20H22N2O2 28598-82-3
3,5-Pyrazolidinedione, 4-butyl-4-methyl-l,2-diphenyl-

0

322 C20H34O3 5940-00-1
1,2-Ethanediol, l-(2,3,4,4a,4b,5,6,7,8,8a,9,10-dodecahydro-7-
hydroxy-2,4b,8,8-tetramethyl-2-phenanthrenyl)-, [2S-[2a=
(S*),4aj3,4ba!,7a,8a/3]]-

OH

310 320 330 340 350 360 370 380 390 400 410 420 430 440 460

322 C21H26N 2O 3258-84-2
Acetanilide, N-(l-phenethyl-4-piperidyl)-

Ph
I

PhCH2CH 2

322 C23H46 27519-02-4
9-Tricosene, (Z)-

Me ( CH 2 ) 7 CH =CH( CH2 ) 1 2 Me

323 Cx 3H25N5OSi2 72088-18-7
6if-Purin-6-one, 2-(dimethylamino)-l,7-dihydro-, bis(tri=

methylsilyl) deriv.



324 EPA/NIH MASS SPECTRAL DATA BASE 5931

323 C20H21NO3 58422-77-8

Ethaneperoxoic acid, l-cyano-l,4-diphenylpentyl ester

324 C12H5CI5
l,l'-Biphenyl, 2,3,3',4,4'-pentachloro-

32598-14-4

Ph Ph
I I

MeCHCH 2 CH 2 COOAc

CN

100

80

60

40

20

0

100

80

60

40

20

0

324 C5H10I2 628-77-3

Pentane, 1,5-diiodo-

I ( CH 2 ) 6 1
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60

60

40

20

0

100

80
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20

0

100

80

60

40

20

0

324 C 12F8N2 18232-24-1
Phenazine, octafluoro-

F F

F F

310 320 330 340 360 360 370 380 390 400 410 420 430 440 460

324 C 12H5CI5
l,l'-Biphenyl, 2,2',4,4

,,5-pentachloro-

38380-01-7
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20

0
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0
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20

0
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

1 ii M
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

4 ii tin J lL
160 170 180

IIVIIIiii
190 200 210 220 230 240 250 260 270 280 290 300

j

^ 1 1 1 1 r
- -1 1 r——t—1 1—t

—

324 C12H5CI5 38380-03-9
l,l'-Biphenyl, 2,3,3\4',6-pentachloro~

it. . u 1 ill 1 U 1) 1 hi

10 20 30 0 50 *0 70 80 80 100 110 120 130 140 ISO

J

160 170 180
, ,

«4> , , r-
190 200 210 220 230 240 250

J
»

r i 1

—

260 270 280 290 300



5932 EPA/NIH MASS SPECTRAL DATA BASE 324

100

80

80

40

20

0
310 320 330 340 350 380 370 380 380 400 410 420 430 440 450

324 C 12H5CI6 52663-60-2
l,l'-Biphenyl, 2,2',3,3',6-pentachloro-

ci

Cl Cl

324 C12H5CI5
l,l'-Biphenyl, 2,2',3,5,5'-pentachloro-

52663-61-3

310 320 330 340 350 380 370 380 380 400 410 420 430 440 460

324 C 12H5CI5 52663-62-4
l,l'-Biphenyl, 2,2',3,3',4-pentachloro-

ci ci

324 C 12H5CI5 60145-20-2
l,l'-Biphenyl, 2,2',3,3',5-pentachloro-

ci ci

100

80

80

40

20

0

100
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60

40

20

0
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20

0
310 320 330 340 360 360 370 380 390 400 410 420 430 440 450

:

1 . J 1 1 . ll 1 ill, li ill .li 1 . llllil

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

tlL 1 ll ilu 1 Il_
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

324 C 12H5CI5 68194-06-9

1 , 1 '-Biphenyl, 2,2',4,5,6'-pentachloro-



324 EPA/NIH MASS SPECTRAL DATA BASE 5933

100
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40

20

0
310 320 330 340 350 380 370 380 300 400 410 420 430 440 450

324 C12H 5CU 68194-12—7

l,l'-Biphenyl, 2,3',4,5 t
5'-pentachloro-

1 1 1 i i 1 1
1

» i »
-

i r—1
1 1

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

324 C14H27B3O6 74779—78—5
a-L-Sorbofuranose, cyclic 2,3:4,6-bis(ethylboronate) l-(di~

ethylborinate)
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0
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0
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

* Li J
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llfcT 1 r 1
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,
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, ,
mdm

,

324 C 14H27B3O6 74779-79-6
/3-D-Fructopyranose, cyclic 2,3:4,5-bis(ethylboronate) l-(di~

ethylborinate)

.Vi
\>

CH2 OBE t

Et B

324 C14H27B3O6 74841-63-7
0-L-Gulofuranose, cyclic 2,3:5,6-bis(ethylboronate) l-(diethyl=

boronate)

324 C 16H24N2O3S 67370-70-1

l,5-Diazacycloundecan-6-one, l-[(4-methylphenyl)sulfonyl]-

100

80

60

40

20

0
10 20 30 40 50 60 70 60 90 100 110 120 130 140 150

100 j
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5934 EPA/NIH MASS SPECTRAL DATA BASE 324

100
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20

0
310 320 330 340 360 360 370 380 390 400 410 420 430 440 460

324 C 17H18B2O5 74867-29-1
DL-Xylitol, cyclic l,3:2,4-bis(phenylboronate)

ch 2 oh

324 CitHmOSo 74281-18-8
Cyclopropanol, l-[2,6-dimethyl-l-(phenylseleno)cyclohexyl]-

Me

324 C17H24O4S 63608-59-3
Benzenepropanoic acid, a-(acetyloxy) -/3-butyl-a-(methylthio)-,
methyl ester

OAc

hB

MoOC( 0) CCH( CH2 ) 3 Mo

MeS

100

80
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40

20

0

100 110 120 130 140 160

324 C 18H 16N2O4 4790-22-1
l/f-Indole-3-acetamide, 5-methoxy-a-oxo-6-(phenylmethoxy)-

324 CisHieOs 58330-11-3
1,3,4,6-Hexanetetrone, l-(4-methoxyphenyl)-6-phenyl-

COCH2 COCOCH2 COPh
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324 EPA/NIH MASS SPECTRAL DATA BASE 5935

324 C20H24N2O 2 34441-83-3

Akuammicine, 2/9,16/3-dihydro-
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0

324 C20H24N2O2 38990-06-6
Sarpagan-21-ol, 17,19-epoxy-19,20-dihydro-l-methyl-, (21a)-

324 C21H28N2O 90-93-7
Methanone, bis[4-(diethylamino)phenyl]-

100

80

80

40

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

324 C 21H40O2 27070-40-2
Eicosenoic acid, methyl ester

Me ( CH 2 ) 1 a C( 0) OMe -2H
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324 C21H41P 74764-60-6
Phosphine, methylbis[methyl(l-methylethyl)cyclohexyl]-

l-Pr Pr-I

Me Me

1
, ,] 1. , l Ll
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5936 EPA/NIH MASS SPECTRAL DATA BASE 324

324 C23H17P
Phosphorin, 2,4,6-triphenyl-

13497-36-4

325 C 19H39N3O 67370-90-5
l,5-Diazacycloheptadecan-6-one, 5-[3-(methylammo)propyl]-

10 20 30 40 SO eo 70 80 80 100 110 120 130 140 ISO

310 320 330 340 350 380 370 380 300 400 410 420 430 440 480

325 C11H10CI3NO4 66789-85-3
Glycine, 2V-[(2,4,5-trichlorophenoxy)acetyl]-, methyl ester

OCH2 CONHCHs C( 0 ) GMe

180 170 180 ISO 200 210 220 230 240 250 280 270 280 290 300

-I r-

325 C19H39N3O 67370-91-6

1,5,9-Triazacycloheneicosan-lO-one, 9-methyl-

10 20 30 40 50 80 70 80 SO 100 110 120 130 140 180
100-

80-

60-

40-

20-

1
t

1 1

1

1 1 U 1^1 W 1 1—

1

1
—

—

1
—

1
—

1
— 10 20 30 40 50 60 70 60 90 00 110 120 130 140 150

180 170 180 ISO 200 210 220 230 240 250 280 270 280 2S0 300

.11.1.
|

, L,

310 320 330 340 350 380 370 380 390 400 410 420 430 440 480

325 C 16H27N03Si2 72361-06-9
Benzeneacetamide, 3-methoxy-iV-(trimethylsilyl)-4-[(tri=

methylsilyl)oxy]-

MeSI 0
I

Me

CH2CONHSI

K

I

Me

80

80

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

325 C20H23NO3 75363-20-1
2-Propenamide, AT-[2-ethoxy-2-(4-methoxyphenyl)ethyl]-3-
phenyl-

oet
1

CHCH2 NHCOCH : CHPh

90 100 110 120 130 140 150



326 EPA/NIH MASS SPECTRAL DATA BASE 5937

325 C21H32BNO 74810-36-9
2//-l,3,2-Benzoxazaborine, 3-cyclohexyl-2-ethyloctahydro-8a-
phenyl-

Ph

326 C8H2F12 74367-21-8
Cyclobutene, l,2,3,4-tetraki8(trifluoromethyl)-

326 CnH6N2Se2 39828-50-7
Selenocyanic acid, (3-cyanobenzo[fe]selenophene-2-yl)methyl ester

326 C 12H5F6PS 53327-27-8
Phosphinothioic fluoride, (pentafluorophenyl)phenyl-

F Ph

F

326 Ci 2H24Br2 3344-70-5
Dodecane, 1,12-dibromo-

Br(CH 2 )i 2 Br

100

80-

80-

40 *

20-

0 1
—

i
11

1 1 1 1 1 1 1 1 . i .

180 170 180 100 200 210 220 230 240 260 280 270 280 200 300



5938 EPA/NIH MASS SPECTRAL DATA BASE 326

326 C 13H14N2O4S 2 67—99—2
1OH-3,10a-Epidithiopyrazino[l,2-a] indole-1,4-dione, 2,3,5a,6-

tetrahydro-6-hydroxy-3-(hydroxymethyl)-2-methyl-, [3R-
(3a,5ad,6/3,10aa)]-

326 C 13H14N2O6S 39687-12-2
6H-Furo[2',3':4,5]oxazolo[3,2-a]pyrimidine-6-thione, 3-(acetyl=

oxy)-2-[(acetyloxy)methyl]-2,3,3a,9a-tetrahydro~, [2R-{2a,~
3/3,3a/3,9ad)]-

OAc

326 C14H14O5S2 31081-06-8
Methanol, (phenylsulfonyl)-, 4-methylbenzenesulfonate

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

326 C 14H14O5S2 31081-09-1
Methanol, [(4-methylphenyl)sulfonyl]-, benzenesulfonate

SO2 CH2 OSO2 Ph

Me

326 Ci6H 3o03Si2 74810-85-8
3,6-Dioxa-2,7-disilaoctane, 2,2,7,7-tetramethyl-3-[(2-methyl=
phenoxy)methyl]-



326 EPA/NIH MASS SPECTRAL DATA BASE 5939

326 CnHnBrCh 72361-07-0
Spiro[4/f-cyclopenta[de/]phenanthrene-4,2'-[1.31dioxolane], 8-

bromo-

Br
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326 C17H18N4O3 27356-04-3
Pyrido[l,2-a]benzimidazolium, 1,2,3,4-tetrahydro-5-(l,2,3,4-

tetrahydra-^hydroxy-l,3-dimethyl-2,4-dioxo-5-pyriinidmyl)-,
hydroxide, inner salt

326 CigHisOs 65621-11-6
Benzaldehyde, 2,4-dimethoxy-5-[3-(4-methoxyphenyl)-l-oxo-

2-propenyl]-, (E)-

H ^
^Y^jT-COCHrCH

100

00

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

326 CieHisOs 66322-19-8
Spiro[furan-3(2H),6'-[6H]naphtho[l,8-fec]furan]-2,2'(4'H)-dione,

S-^furanyll-^S^'aJ^^S'a-hexahydro^'-methyl-, [5'aS-
(5’aa,6'/3,7

,a,8'aa)]-

‘

0
'

326 C20H26N2O 2 7267-97-2
Curan-17-oic acid, methyl ester, (16a)-

C( 0) OMe



5940 EPA/NIH MASS SPECTRAL DATA BASE 326

100
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20

0 r..—
, TTT . . « » . . .

310 320 330 340 350 380 370 380 300 400 410 420 430 440 450

326 C20H26N2O2 59630-35-2
Curan-17-ol, 19,20-didehydro-lO-methoxy-, (19E)-

CH2OH

326 C21H26O 3 1843-05-6
Methanone, [2-hydroxy-4-(octyloxy)phenyl]phenyl-

100
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0
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0
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. « .'.riii i"" 1 tt— r"

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

326 C21H26O3 19590-59-1
Estra-l,3,5(10),15-tetraen-17/3-ol, 3-methoxy-, acetate

326 C21H26O3 56440-24-5
Oxetane, 2,2-bis(4-methoxyphenyl)-3,3,4,4-tetramethyl-
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326 C2iH3oOSi 69688-27-3
Silane, (estra-l,3,5(10),16-tetraen-3-yloxy)trimethyl-
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327 EPA/NIH MASS SPECTRAL DATA BASE 5941

326 C21H42O2 72347-46-7
1-Propanol, 3-(l-octadecenyloxy)-

Me ( CH 2 ) 1 s CH : CHO( CH 2 )

3

OH

327 CelLBrsN 52628-37-2
Benzenamine, ar,ar,ar-tribromo-

+ 3Br

+ NH 2

327 C 19H21NO4 64666-23-5
2-Propenoic acid, 2-cyana-3-[4-[3-(l-methylpropoxy)-3-oxo-

1-propenyl]phenyl]-, ethyl ester, [S-(EJZ)]~

8 -Bu OC( O) CH = CH

CN
I

CH:CC(0)0Et

327 C21H29NO 2 58001-83-5
19-Norpregn-4-en-20-yn-3-one, 17-hydroxy-, O-methyloxime,

(17a)-

327 C24H25N 64278-16-6
Pyrrolidine, 3,3-dimethyl-l,2,2-triphenyl-

Ph

100 j
80 -

80-

40-

20-

10 20 30 40 60 60 70 80 00 100 110 120 130 140 160



5942 EPA/NIH MASS SPECTRAL DATA BASE 327

327 C24H26N 64308-83-4
2#-2-Benzazepine, 3,4,5,5a-tetrahydro-5,5-dimethyl-l,2-diphenyl-

310 320 330 340 360 300 370 380 380 400 410 420 430 440 460

328 CeHaBraO
Phenol, 2,4,6-tribromo-

118-79-6

310 320 330 340 360 360 370 380 380 400 410 420 430 440 460

328 C^HzsOsSi 2157-45-1
Silicic acid (H+SiCL), tetrakis(2-methoxyethyl) ester

OCH2 CH 2 OMe
I

M8OCH2 CH 2 OS I OCH 2 CH 2 OMe
I

MeOCH 2 CH 2 0

328 C 14H8N4O6

Sydnone, 3-(2,4-dinitrophenyl)-4-phenyl-
69978-05-8

0 "n

o2 n

no2

328 C17H12O7 6795-23-9
Cyclopenta[c]furo[3',2':4,5]furo[2,3-/i][l]benzopyran-l,ll-dione,

2,3,6a,9a-tetrahydro-9a-hydroxy-4-methoxy-, (6aR-cis)-



328 EPA/NIH MASS SPECTRAL DATA BASE 5943

100
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80
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20

0
310 320 330 340 350 360 370 380 300 400 410 420 430 440 450

328 C 17H12O7 52819-96-2
Cyclopenta[c]furo[3',2':4,5]furo[2,3-/i][l]benzopyran-l,ll-dione,

2,3,6a,9a-tetrahydro-3-hydroxy-4-methoxy-, [3S-(3a,6aa,9aa)]-

0 0

328 C 17H12O7 57684-35-2
6//-Benzofuro[3,2-c] [l]benzopyran-9,10-dione, 4-hydroxy-3,7-
dimethoxy-

MeO

328 Ci7H2oFe03 69815-46-9
Iron, tricarbonyl[(6a,6b,12a,12b-7;)-l,2,3,4,5,6,7,8,9,10,ll,12-

dodecahydrocyclobuta[l,2:3,4]dicyclooctene]-
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60

40

20

0
310 320 330 340 350 360 370 380 390 400 410 420 430 440 460

328 CnHuOe 69502-99-4
Propanoic acid, 2,3-bis(acetyloxy)-, 5-methyl-2-(1-methyl~

ethyl)cyclohexyl ester

Pr-I OAc

100

80

60

40

20

0

100

80

80

40

20

0
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80

80
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0
310 320 330 340 350 360 370 380 390 400 410 420 430 440 460

Me

328 C 17H32N2O4 62167-67-3
L-Valine, N-(iV-acetyl-L-leucyl)-, butyl ester

Me ( CHj ) l OC( 0)

Me NHAc Me
I I I I

MeCHCHNHCOCHCH; CHMe

100

80 *

80*

40*

J

oJ -1 4 4- r-J
10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

60

40

20



5944 EPA/NIH MASS SPECTRAL DATA BASE 328

328 C17H32N2O4 62167-68-4
L-Leucine, iV-(iV-acetyl-L-valyl)-, butyl ester

AcNH C( 0 ) 0 ( CH2 ) 3 Me

rl I r
M0CHCHCONHCHCH2 CHMe

328 C17H32N2O4 69833-63-2
L-Valine, iV-(iV-acetyl-L-isoleucyl)-, butyl ester

AcNH C( 0 ) 0 ( CH2 ) 3 Me

rl I r
MeCH 2 CHCHCONHCHCHMe

328 C18H 13CIO4 58330-12-4
1,3,4,6-Hexanetetrone, l-(4-chlorophenyl)-6-phenyl-

328 CisHieOe 2694-70-4
6H-[ 1 ,3]Dioxolo [5,6]benzofuro[3,2-c] [1 ]benzopyran, 6a,12a-di=

hydro-3,4-dimethoxy-, (GaR-cis)-

328 CisHieOe 19103-54-9
4ff-l-Benzopyran-4-one, 5-hydroxy-6,7-dimethoxy-2-(4-
methoxyphenyl)-



328 EPA/NIH MASS SPECTRAL DATA BASE 5945

100

60

60

40

20

0
310 320 330 940 360 360 370 360 300 400 410 420 430 440 460

328 C18H16O6 65853-07-8
7ii-Furo[3,2-g][l]benzopyran-7-one, 9-[[4-(acetyloxy)-3-

methyl-2-butenyl]oxy]-, (E)-

Me

OCH 2 CH:CCH 2 OAc

0

328 C19H12N4O2 54450-44-1
Pyrrolo[l,2-a]-l,3 I5-triazine-8-carbonitrile, 1,2,3,4-tetrahydro-

2,4-dioxo-3,7-diphenyl-

CN

0

328 C 19H20O5 63878-53-5
2-Propen-l-one, 3-phenyl-l-(2,3,4,6-tetramethoxyphenyl)-

310 320 330 340 360 360 370 360 300 400 410 420 430 440 460

328 C20H8O 5 26171-90-4
Dinaphtho[2,3-6:2',3'-d]furan-5,7,12,13-tetrone

328 C20H8O5 75083-40-8
Dinaphtho[l,2-fc:2',3'-d]furan-5,6,7,12-tetrone

100

60

•0

40

10 20 30 40 60 60 70 80 90 100 110 120 130 140 150

20



5946 EPA/NIH MASS SPECTRAL DATA BASE 328

328 C21H28O3 2456-11-3
E8tra-l,3,5(10)~triene-3,17-diol, 1-methyl-, 17-acetate, (17/3)—

Me

310 320 330 340 360 360 370 380 3S0 400 410 420 430 440 460

328 C2iH32OSi 29755-24-6
Silane, (estra-l,3,5(10)-trien-3-yloxy)trimethyl-

328 C22H32O 2 6903-07-7
1,3-Benzenediol, 5-methyl-2-(3,7,ll-trimethyl-2,6,10-dodeca=:

trienyl)-, (EJ?)-

10 20 30 40 60 60 70 80 60 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 260 260 270 260 290 300

310 320 330 340 360 360 370 380 390 400 410 420 430 440 460

328 C22H32O2 60534-16-9
Spiro[androst-5-ene-17,r-cyclobutan]-2'-one, 3-hydroxy-,

(30,17/3)-

328 C 23H24Si 74630-82-3
Silane, (2-methyl-2-butenyl)triphenyl-

Me Ph
I I

MeCH:CCH 2 SI Ph
I

Ph

100

so

60

40

20

0
10 20 30 40 50 60 70 60 00 100 110 120 130 140 150



329 EPA/NIH MASS SPECTRAL DATA BASE 5947

329 C 10H20NO5PS 2 2595-54-2
7-Oxa-5-thia-2-aza-6-phosphanonanoic acid, 6-ethoxy-2-
methyl-3-oxo-, ethyl ester, 6-sulfide

Me OEt
I I

Et0C(0)NC0CH 2 SP0£t

s

329 CiaHgBrClNOS 41981-07-1
Ethanone, l-[2-(4-bromophenyl)-4-(chloromethyl)-5-thiazolyl]-

329 C17H31NO5 69575-62-8
Isoxazolidine, 5-hexyl-2-[2,3-0-(l-methylethylidene)-/8-D-

ribofuranosyl]-

329 C18H19NO 5 65560-23-8
5if-Pyrano[3,2-c]quinolin-5-one, 6-[(acetyloxy)methyl]-2,6-
dihydro-7-methoxy-2,2-dimethyl-

Me



5948 EPA/NIH MASS SPECTRAL DATA BASE 329

329 C19H27N3O2 69315-96—4
4ff-Imidazole-2 -acetic acid, 5-(dimethylamino)-a-ethyl-4,4-
dimethyl-a-phenyl-, ethyl ester

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

329 C20H11NO4

9,10-Anthracenedione, l-(2-nitrophenyl)-

20600-83-3

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

310 320 330 340 350 360 370 360 390 400 410 420 430 440 450

329 C20H11NO4

Anthraquinone, l-(m-nitrophenyl)-
20770-24-5

329 C20H27NO3 69833-87-0
Estra-l,3,5(10)-trien-16-one, 17-hydroxy-3-methoxy-, 0-

methyloxime, (17/8)-

160 170 180 190 200 210 220 230 240 250 260 270 260 290 300

329 C20H 11NO4

Anthraquinone, l-(p-nitrophenyl)-

NO2

20637-01-8

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

,till 1
,

y. .(ill. nili, J| — i, i,
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



329 EPA/NIH MASS SPECTRAL DATA BASE 5949

329 C20H27NO3 69833-94-9
E8tra-l,3,5(10)-trien-17-one, 3-hydroxy-2-methoxy-, 0-
methyloxime

329 C20H27NO3 74299-26-6
Estra-l,3,5(10)-trien-17-one, 3-hydroxy-6-methoxy~, 0-
methyloxime, (6/3)—

NOMe

xa

329 C20H27NO3 74299-13-1
Estra-l,3,5(10)-trien-17-one, 3-hydroxy-15-methoxy-, 0-
methyloxime, (15/3)-

Me

Me

329 C20H27NO3 74299-28-8
E8tra-l,3,5(10)-trien-17-one, 4-hydroxy-3-methoxy-, 0-
methyloxime

100

80

80

40

20

0

100

80

80
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0
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80

80
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0

Me

1.1 - .
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i_. ...I i lL j „li,. j

180 170 180 190 200 210 220 230 240 260 280 270 280 290 300

L _
>— T "T t Till! < 1 I * * *

310 320 330 340 380 380 370 380 300 400 410 420 430 440 450



5950 EPA/NIH MASS SPECTRAL DATA BASE 329

329 C20H27NO3 74299-30-2
Estra-l,3,5(10)-trien-17-one, 2-hydroxy-3-methoxy-, 0-
methyloxime

100
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0
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0
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0
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J J i.

10 20 io 40 50 60 70 80 90 100 110 120 130 140 150

,

lil|
, , , <,

*|ii-
,

j

- -lL
160 170 160 190 200 210 220 230 240 250 260 270 280 290 300

ii 1

329 C23H23NO 1420-06-0
Morpholine, 4-(triphenylmethyl)-

Ph
I

.CPh

Ph

330 C13H14N2S.CIHO4 42141-12-8
2if-l,2,3-Benzothiadiazine, 5,6,7,8-tetrahydro-2-phenyl-,
monoperchlorate

100
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20

0

100
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20

0
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

1

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

330 C14H22N2O7
Uridine, 5-(4-hydroxypentyl)-

68972-49-6

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 HN

X100
_

80-

60 - HOCH 2

40-
1 0

20-

o-l U M* w

,(CH 2 )3CHMe

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

330 C10H20O4P2S2 16368-08-4
2,2'-Bi-l,3,2-dioxaphosphorinane, 5,5,5',5'-tetramethyl-, 2,2'-

disulfide

,s s.AOpA

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



330 EPA/NIH MASS SPECTRAL DATA BASE 5951

330 CuHmBOs 74779-70-7

L-Mannitol, 1-deoxy-, cyclic 3,4-(ethylboronate) 2,5,6-triacetate

330 C 15H22O8 32970-01-7
D-glycero-h-gulo-Octitol, 2,6:5,7-<iianhy<iro-8-deoxy-7-C-methyl-,

triacetate

ch 2 oac

100

SO

SO

40

20

0

100

SO

so

40

20

0

100

SO

SO

40

20

0
310 320 330 340 350 3SO 370 3S0 390 400 410 420 430 440 460

.1 Jll ,
ll,il J

|

,!!ll ...hi..
1- 1

10 20 30 40 50 SO 7 80 90 100 110 120 130 40 150

1 li h,
1, i.

.

ISO 170 180 190 200 210 220 230 240 250 260 270 280 290 300

330 CisH^OeSi 17903-05-8
2,5,7,10-Tetraoxa-6-silaundecane, 6-(2-methoxyethoxy)-6-phenyl-

OCH2 CH 2 OMe
I

MeOCH 2 CH 2 OS I OCH 2 CH 2 OMe
I

Ph

330 C 16H14N 2O2S2 74793-42-3
Carbamodithioic acid, [(benzoylamino)carbonyl]-, phenylmethyl

ester
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0
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SO
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0
310 320 330 340 360 360 370 380 390 400 410 420 430 440 450

PhCONHCONHC( S) SCH 2 Ph

ISO 170 180 190 200 210 220 230 240 250 260 270 280 290 300

330 C16H14N2O6 2426-89-3
Styrene, 4-(benzyloxy)-5-methoxy-/3,2-dinitro-

110 330 no M ISO 360 370 380 300 400 410 420 430 440 4S0



5952 EPA/NIH MASS SPECTRAL DATA BASE 330

330 C16H26O7 109-17-1
2-Propenoic acid, 2-methyl-, oxybis(2,l-ethanediyloxy-2,l-

ethanediyl) ester

h 2 c CH2
II

MeCC( 0) OCH2 CH2 OCH2 CH2 OCH2 CH 2 OCH2 CH 2 OC( 0) CMe

330 C 17H12CI2N2O 26766-27-8
5-Pyrimidinemethanol, a-(2,4-dichlorophenyl)-a-phenyl-

|

h

J-C—iL

OH

1

,
, , ,lil l| •

.
- y 1 UfLll • “-1 -III' 1 I'M

1 1 1 1 1 1 1 1 « 1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

:

.U.
,

ili., ,..lilll
| g

-
, _ ,

jl Li-., ... .

160 170 160 190 200 210 220 230 240 250 260 270 280 290 300

330 C 17H14O7 6885-57-0
Cyclopenta[c]furo[3',2':4,5]furo[2,3-h][l]benzopyran-l,ll-dione,

2,3,6a,8,9,9a-hexahydro-9a-hydroxy-4-methoxy-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

330 C17H14O7 41093-65-6
2,5-Cyclohexadiene-l ,4-dione, 2-(3,4-dihydro-5-hydroxy-7-
methoxy-4-oxo-2H

r

-l-benzopyran-2-yl)-5-methoxy-, (-)-

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

330 C17H14O7 55446-27-0
Cyclopenta[c]furo[3',2':4,5]furo[2,3-h][l]benzopyran-ll(lif)-one,

2,3,6a,9a-tetrahydro-l,3-dihydroxy-4-methoxy-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



330 EPA/NIH MASS SPECTRAL DATA BASE 5953

330 CisHigOe 69616-74—6

2-Propen-l-one, 3-(4-hydroxyphenyl)-l-(2-hydroxy-3,4,6-
trimethoxyphenyl)-

330 C19H22O5 60478-76-4
2ii-l-Benzopyran, 3,4-dihydro-7-methoxy-3-(2,3,4-trimeth=
oxyphenyl)-

330 CisHisOe 74793-33-2
1,2,3,4-Butanetetrol, 1,4-dibenzoate, (R*,S*)~

330 C20H10O5 56119-07-4
[2,2'-Binaphthalene]-l,l',4,4'-tetrone, 3-hydroxy-

OH

I I

PhC( 0) 0CH 2 CHCHCH 2 OC( 0) Ph

330 CisHisOe 74793-37-6
1,2,3,4-Butanetetrol, 1,4-dibenzoate,

OH

I I

PhC( O) OCH 2 CHCHCH 2 OC( O) Ph

0

OH

0 0

100

so

eo

40

20

0-

100

80

60
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20

0

100

00

60

40

20

0

330 C20H 14N2O3 2652-80-4

3,5-Pyrazolidinedione, 4-(2-furanylmethylene)-l,2-diphenyl-

0
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40

20

0
10 20 30 40 60 60 70 80 00 100 110 120 130 140 160



5954 EPA/NIH MASS SPECTRAL DATA BASE 330

330 C21H14O4 34425-61-1
Anthraquinone, 2-benzyl-l,3-dihydroxy-

330 C21H30O3 7432-30-6
Retinoic acid, 5,6-epoxy-5,6-dihydro-, methyl ester

310 320 330 340 360 360 370 360 390 400 410 420 430 440 460

330 C21H30O 3 10267-15-9
1-Naphthalenecarboxylic acid, 5-[2-(3-furanyl)ethyl]deca~
hyaro-l,4a-dimethyl-6-methylene-, methyl ester, [li?-(la,~
4a/?,5j8,8aa)]-
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0
310 320 330 340 360 360 370 380 380 400 410 420 430 440 450

.1. II.. .1,. .1 L Mil. ill i. 1. i.i. jiL

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

. 1 _

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

330 C21H30O3 26108-40-7
6i/-Dibenzo[6,d]pyran-9-methanol, 6a,7,8,10a-tetrahydro-l-
hydroxy-6,6-dimethyl-3-pentyl-

310 320 330 340 360 360 370 380 390 400 410 420 430 440 450



330 EPA/NIH MASS SPECTRAL DATA BASE 5955

330 C21H30O3 50876-25—0

Retinoic acid, 5,8-epoxy-5,8-dihydro-, methyl ester

Me

330 C22H34O2 72150-74-4
Kauren-18-ol, acetate, (4/3)-

330 C23H38O 69831-76-1
24-Norcholan-16-one, (5a,20£)-

330 C24H42 72101-27-0
Benzene, ethylhexadecyl-

Me CH2OAC

Et (CH 2 )i 6 Me



5956 EPA/NIH MASS SPECTRAL DATA BASE 331

331 C16H25NO7 64018-34-4
5-Isoxazolidinecarboxylic acid, 5-methyl-2- [5-O-methy1-2,3-

0-(l-methylethylidene)-/3-D-ribofuranosyl]-, methyl ester

331 C21H33NO2 69833-65-4
19-Norpregn-4-en-3-one, 17-hydroxy-, O-methyloxime, (17a)-

» , r— f f r 1 1 1 , , 1
—

» 1

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

331 C22H42BN 74793-30-9
Boranamine, Ar-l-cyclododecen-l-yl-A’-cyclohexyl-l,l-diethyl-

Et
1

331 C2oHi7N02Si 53268-81-8
l-Oxa-3-aza-2-silacyclopentan-5-one, 2,2,3-triphenyl-



332 EPA/NIH MASS SPECTRAL DATA BASE 5957

332 C7H3CI7 5202-36-8
Bicyclo[2.2.1]hept-2-ene, 1,2,3,4,5,7,7-heptachloro-

ci

ci

332 C9H9F5S11 1015-53-8
Stannane, trimethyl(pentafluorophenyl)-

F

332 C9H 11CI2FN2O2S 2 1085-98-9
Methanesulfenamide, l,l-dichloro-i'/-[(dimethylamino)sulfo=

nyl]-l-fluoro-iV-phenyl-

Ph

Me F
I I I

MeNS02 NSCCI
I

Cl

10 20 30 40 50 60 70 BO 90 100 110 120 130 140 ISO

332 CnH2iCoSn 74811-06-6
Cobalt, bis^4-!,3-butadiene) (trimethylstannyl)-

h 2 c ch 2

. \\y%
HC -Co. CH

ch 2 h 2 c

332 Ci2Hi 4F6N202 433-30-7
2-Pentanone, 4,4'— ( 1 ,2-ethanediyldinitrilo) bis [ 1 ,1 ,1-trifluoro-

F Me Me FII II
FCC0CH2 c = nch 2 ch 2 n =cch 2 cocf

I I

F F
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1,1 11 ! in l ii 1
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1 1 1
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5958 EPA/NIH MASS SPECTRAL DATA BASE 332

332 CuHisMoOs 12129-92-9
Molybdenum, tricarbonylmethyl[(l,2,3,4,5-?/)-l,2,3,4,5-penta=

methyl-2,4-cyclopentadien-l-ylj-

332 Ci8H2o06 1166-04-7
2H-l-Benzopyran-3,4-diol, 2-(3,4-dimethoxyphenyl)-3,4-di=
hydro-7-methoxy-, [2i?-(2a,3/J,4a)]-

»
* 1 i

"
1 » -r r— 11 t 1 1 t -—! i

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

332 C 18H20O6 22425-60-1
2H-l-Benzopyran-3,4-diol, 3,4-dihydro-7,8-dimethoxy-2-(4-
methoxyphenyl)-, [2R-(2a,3a,4a)]-

MeO

310 320 330 340 3S0 360 370 380 390 400 410 420 430 440 450

332 Ci8H37Br 112-89-0
Octadecane, 1-bromo-

Br ( CH2 ) 1 7 Me

332 C 19H24O5 6379-69-7
Trichothec-9-en-8-one, 12,13-epoxy-4-[(l-oxo-2-butenyl)oxy]-,

(4/3)-



332 EPA/NIH MASS SPECTRAL DATA BASE 5959

100
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80

40

20

0
310 320 330 340 360 360 370 380 300 400 410 420 430 440 450

332 C 19H24O5 21284-11-7
Trichothec-9-en-4-ol, 7,8:12,13-diepoxy-, 2-butenoate, [4/3-

(Z),70,80]-

100

«

80

60

40

20

10 20 30 40 60 60 70 80 00 100 110 120 130 140 160

80-

60

40-

20-

1 1

160 170 180 100 200 210 220 230 240 260 260 270 280 200 300

80-

60-

40-

20-

L

310 320 330 340 360 360 370 380 300 400 410 420 430 440 460

332 C20H26CIP 74645-89-9
Pho8phinou8 chloride, [methyl(l-methylethyl)cyclohexyl]-l-
naphthalenyl-

332 C20H28O4 69494-10-6
1,4-Phenanthrenedione, 4b,5,6,7,8,8a,9,10-octahydro-3,7-di-
hydroxy-4b,8,8-trimethyl-2-(l-methylethyl)-

332 C22H20O3 28924-21-2
Ethanone, l-[3,5-bis(phenylmethoxy)phenyl]-

Ph

OCH 2 Ph

100

80

80

40

20

0

100

60

60

40

20

0

100

80

80

40

20

0
310 320 330 340 360 360 370 380 300 400 410 420 430 440 450

332 C22H40N 2 1241-28-7
1,4-Benzenediamine, N^V'-dioctyl-

NH( CH2 ) 7 Me

Me ( CH2 ) 7 NH

100

•0

•0

40

80

0
10 20 30 40 60 60 70 60 00 100 110 120 130 140 160



5960 EPA/NIH MASS SPECTRAL DATA BASE 332

332 C24H16N2 1662-01-7
1,10-Phenanthroline, 4,7-diphenyl-

Ph

333 C14H9F6N3 7639-93-2
1-Triazene, l,3-bis[2-(trifluoromethyl)phenyl]-

333 Ci7H27N02Si2 74367-50-3
lif-Indole-3-acetic acid, 5-methyl-l-(trimethylsilyl)-, trimethylsilyl

ester

333 C18H23NO3S 67012-87-7
Cyclopentaneacetic acid, 3-oxo-2-(2-pentenyl)-4-(2-pyridmylthio)-,

methyl ester

0

EtCH:CHCH 2

Me0C(0)CH 2

100

80

00

40

20

0

100

80

00

40

20

0

100

80

00

40

20

0
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

333 C20H31NO3 3091-91-6
5j0-Androstane-ll,17-dione, 3a-hydroxy-, 17-O-methyloxime

Me

100

80

60

40

20

0
10 20 30 40 60 90 70 80 80 100 110 120 130 140 150

^— l.lli. Ii.iJiIl.,—

L



334 EPA/NIH MASS SPECTRAL DATA BASE 5961

333 C20H31NO 3 69688—30—8
Androst-5-en-17-one, 3,16-dihydroxy-, O-methyloxime, (3/3,16a)-

Me

100 -

80-

«0-

0 1 1 1 1 1
1—M—l*lJ‘—

10 20 30 40 60 60 70 800>0 100 110 120 130 140 160

»-

W«

w-

ill LJu 1.1 !

160 170 180 190 200 210 220 230 240 250 260 270 60 290 300

»:L

333 C20H31NO3 69688-33-1
Andro8t-4-en-3-one, 16,17-dihydroxy-, O-methyloxime, (16a,17/3)-

333 C22H24NP 61937-85-7
Phosphinous amide, iV-ethyl-P,P-diphenyl-iV-(l-phenylethyl)-,

(S)-

Et

Ph Ph
I I I

PhP -NCHMe

334 C9H7CI5N2O 20856-57-9
Formamide, Ar-[2,2,2-trichloro-l-[(3,4-dichlorophenyl)amino]=

ethyl]-

334 CisHnlO
2-Propen-l-one, l-(4-iodophenyl)-3-phenyl-

1

COCH=CHPh

7466-60-6



5962 EPA/NIH MASS SPECTRAL DATA BASE 334

100

80

60

<0

20

0
310 320 330 340 3S0 360 370 360 390 400 410 420 430 440 460

334 C18H22O6 40785-65-7
lfl-2-Benzoxacyclotetradecin-l,7(8/f)-dione, 3,4,5,6,9,10-
hexahydro-5,14,16-trihydroxy-3-methyl-, [3S-(3R*,5R*

334 CisHnIO
2-Propen-l-one, 3-(4-iodophenyl)-l-phenyl-

14548-42-6

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

60

40

20

334 C20H30O4

1,2-Benzenedicarboxylic acid, butyl octyl ester

C(0)0(CH 2 ) 7 Me

,C(0)0(CH 2 ) 3 Me

84-78-6

334 Ci7H3oN2OSi2 74421-42-4
lif-Indole-3-ethanamine, 5-methoxy-N,N(or AT,l)-bis(tri-

methylsilyl)-

+ 2TMS

100

80

00

40

20

0

100

80

80

40

20

0

100

80

00

40

20

0

100

80

00

40

20

0 r" t” . t—r "T i i i i i i i
1

i i

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

334 C20H30O4 85—69—8
1,2-Benzenedicarboxylic acid, butyl 2-ethylhexyl ester

C(0)0CH 2 CH(CH 2 ) 3 Me

C( 0) 0( CH 2 ) 3 Me



334 EPA/NIH MASS SPECTRAL DATA BASE 5963

334 C20H30O4 1891—39—0
1,2,4-Cyclopentanetrione, 3-isopentyl-5-isovaleryl-3-(3-
methyl-2-butenyl)-

I I I

"
I I I I I 'I *T 'I I

~-1 "

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

334 C2oH340 2Si 74842-22-1
Silane, ethyl(2-methoxyphenyl)methyl[[5-methyl-2-(l-methyl=

ethyl) cyclohexyl] oxy]-, (la,2(8,5a)-

l-Pr OMe

Me

334 C21H 19O 2P 2605-67-6
Acetic acid, (triphenylphosphoranylidene)-, methyl ester

Ph
1

Me OC( 0) CH = PPh

Ph

100

80

eo

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

100

80

60

40

20

0
160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

334 C21H34O3 25859-61-4
8a-Podocarp-12-en-15-oic acid, &-hydroxy-13-isopropyl-, methyl

ester

C( 0) OMe

100-

80-

80-

40-

20-

I. l.lllii.. . I L
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

80*

80-

40-

20-

v IIIIIIIIIIIVIII
160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

80*

80-

40*

20-

1..
v lllllllllllllll

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

334 C21H34O3 69765-29-3
1-Phenanthrenecarboxylic acid, l,2,3,4,4a,4b,5,6,8a,9,10,10a-

dodecahydro-8a-hydroxy-l,4a-dimethyl-7-(1-methyiethyl)-,
methyl ester, [LR-(la,4a/3,4ba,8aa,10aa)]-



5964 EPA/NIH MASS SPECTRAL DATA BASE 334

334 C21H34O3 69833-37-0
“

Benzoic acid, 3-methoxy-, tridecyl ester

C( 0) 0( CH 2 ) 1 2 Me 40

20

0
310 320 330 340 360 360 370 380 390 400 410 420 430 440 450

OMe

334 C21H38N2O 69393-17-5
Cyclobutanol, l-(lf/-imidazol-2-yl)-2-tetradecyl-

( CH 2 ) 1

3

Me

334 C21H38N2O 69393-21-1
Cyclobutanol, l-(lif-imidazol-4-yl)-2-tetradecyl-

( CH 2 ) 1

3

Me

335 C21H26N3O 54508-08-6
4-Imidazolidinone, 3-(l,l-dimethylethyl)-l-ethyl-2-imino-5,5-

diphenyl-

335 C21H25N3O 56954-66-6
4-Imidazolidinone, l-(l,l-dimethylethyl)-3-ethyl-2-imino-5,5-

diphenyl-

Bu-t
I

100

80

80

40

20

0

100

80

80

40

20

0

100

80

60

40

20

0
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



336 EPA/NIH MASS SPECTRAL DATA BASE 5965

335 C22H41NO 69494-15-1
2-Pyrrolidinone, l-(9-octadecenyl)-

q
u^ChaUC^CHfCHjljMe

336 CioHeCle 69743-71-1
l,3,5-Metheno-lH-cyclopropa[a]pentalene, l,la,4,5,5a,6-hexa=

chlorooctahydro-

336 CioHeCle 69743-73-3
1,6-Methano-lH-indene, 2,3,3a )4,5,8-hexachloro-3a,6,7,7a-
tetrahydro-

IL 1 L
I I » 1 I 1 '—

I r 'I I I ' T"*' T
-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300
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60

40

20

0
310 320 330 340 360 360 370 380 390 400 410 420 430 440 450

336 CioHeCle 69743-74-4
1,4-Ethenopentalene, l,2,3,5,7,8-hexachloro-l,3a,4,5,6,6a-hexa=
hydro-

ci

100
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40

20

0

100
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0
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80
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20

0
310 320 330 340 360 360 370 380 390 400 410 420 430 440 460

1
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L
ll ...i- 1 1L
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11 J lLl



5966 EPA/NIH MASS SPECTRAL DATA BASE 336

336 CioHeCle 69743-77-7
l,4,5-Metheno-l/f-cyclopropa[a]pentalene, l,la,3,5,5a,6-hexa=

chlorooctahydro-

C! Cl

Cl

100

80

80

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0
310 320 330 340 380 380 370 380 390 400 410 420 430 440 480

,1 1 JiL 1J djJii JllJii- iii.i-11. ii. ini.

10 20 30 40 60 60 70 80 90 100 110 120 130 140 150

. ..illL i.iln ...iii. .ii 1 III.. i,i..
t

ii l |L
.

,

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

:lJlL

336 Ci4HioBr2 32047-17-9
Benzene ,

1,1'—(1,2-dibromo-l,2-ethenediyl)bis-

Br

I i

PhC=CBr

336 CuHaeOaSis 74685-20-4

3,9-Dioxa-2,10-disilaundecane, 2,2, 10,10-tetramethyl-6- [ (tri

=

methylsilyl)oxy]
-

Me
I

OS I Me

Me | Me Me

Me SI OCH 2 CH 2 CHCH2 CH 2 OS 1 Me
I I

Me Me

100

80

60

40

20

0

310 320 330 340 380 360 370 360 390 400 410 420 430 440 460

336 Ci4H3603Si3 74685-21-5
3,8-Dioxa-2,9-disiladecane, 2,2,4,9,9-pentamethyl-5-[(tri=

methylsilyl)oxy]-

Me

Me Me Me
I I

Me SI OCH 2 CH 2 CHCHOSI Me
I I

336 CuHseOaSia 74685-22-6

3,9-Dioxa-2,10-disilaundecane, 2,2, 10,10-tetramethyl-5-[ (tri

=

methylsilyl)oxy]-

Me
1

OS I Me

Me | Me Me

MeS I OCH 2 CH ( CH 2 ) a OS I Me
I I

Me Me

100

80

60

40

20

0
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80

60

40

20

0
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40

20

0
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80
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0



336 EPA/NIH MASS SPECTRAL DATA BASE 5967

336 Ci7H29FN2Si2 74367-10-5
lif-Indole-3-ethanamine, 5-fluoro-a-methyl-NJV(or JV,l)-bis=

(trimethylsilyl)-

l

nh 2

336 CisHaeSb 61227-83-6
Silane, (1-methyl-l,2-pentadien-4-yne-l ,3,5-triyl)tris [ethyl

=

dimethyl-

Me
i

MeSl Et
Me I Me
I I I

Et SI C = CC = C= CSI Et
1

I

1

Me
|
Me

Me

336 CtjoHieOs 69721-64-8
2-Propenoic acid, 3-[2,3-dihydro-3-[(4-methoxyphenyl) =
methylene]-2-oxo-5-benzofuranyl]-, methyl ester

336 C20HnOPS 58156-55-1
Ethanone, 2-(diphenylphosphinothioyl)-l-phenyl-

Ph
i

PhCOCHj P :

S

I

Ph

10 20 30 40 50 60 70 80 00 100 110 120 130 140 150

190 200 210 220 230 240 260 270 280 290

L

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

336 C20H32O4 65579-91-1
2,5-Cyclohexadiene-l,4-dione, 2-hydroxy-6-(13-hydroxytetra=

decyl)-

OH



5968 EPA/NIH MASS SPECTRAL DATA BASE 336

336 C20H32O4 65580-01—0
2H-l-Benzoxacyclohexadecin-16(18aii)-one, 3,4*5,6,7,8,9,10,=

11,12,13,14-dodecahydro-18,18a-dihydroxy-2-methyl-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 460

336 C20H33O2P 74685-37-3
Phosphinous acid, (4-methoxyphenyl)(l-methylethyl)-, 5-

methyl-2-(l-methylethyl)cyclohexyl ester

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

I 1 . I *
I " I ”

I
1"

I
" I I 1 I

1-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

336 C21H24N2O2 56954-70-2
2,4-Imidazolidinedione, l-(l,l-dimethylethyl)-3-ethyl-5,5-di=
phenyl-

Bu-t

O^A^Ph
\ /"PhM

336 C21H40N2O
lH-Imidazole-2-methanol, a-heptadecyl-

69393-16-4

OH
I

CH( CHa ) 1 e Me

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

336
1H-

C21H40N2O
Imidazole-4-methanol, a-heptadecyl-

69393-20-0

^ CH ( CH2 ) 1 6 Me

HN-



337 EPA/NIH MASS SPECTRAL DATA BASE 5969
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336 C22H40O2

2H-Pyran
,
2-(2-heptadecynyloxy)tetrahydro-

OCH 2 C :C( CH 2 )

1

3 Me

69502-96-1

336 C22H41P 74764-13-9
Phosphine, dicyclohexyl[2(or 5)-methyl-5(or 2)-(l-methyl=

ethyl)cyclohexyl]-

Mo —/
|

P r -

1

O-t-O
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0
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j] L L-M 1 1 L 1.
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L .1 . , L 1 Lvillfllll
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J.

337 C22H43NO 7425-87-8
2-Pyrrolidinone, 1-octadecyl-

q
,,--(CH 2 )i 7 Me

0
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337 C22H43NO 74420-96-5
9-0ctadecenamide, Ar-(2-methylpropyl)-, (Z)-

Me ( CH 2 ) 7 CH :CH (
CH 2 ) 7 CONHBu -

1



5970 EPA/NIH MASS SPECTRAL DATA BASE 338

338 CgHsB^CU 715-33-3
Benzoic acid, 3,5-dibromo-2,4-dihydroxy-6-methyl-, methyl ester

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

338 C9H8F6N2O3S 61687-03-4
1-Imidazolidinecarboxylic acid, 2-thioxo-3-[3,3,3-trifluoro-l-

oxo-2-(trifluoromethyl)propyl]-, methyl ester

MeOC(O)

O'
/
N \

COCHCFa
I

CF3

338 Ci2HsBr2N2
Diazene, bis(4-bromophenyl)-

1601-98-5

jCt~cX

—i 1 I i
" 1

1
1 •'

10 20 30 40 50 80 70

“1 h

338 Ci2H8Br2N2 15426-16-1
^ Diazene, bis(2-bromophenyl)-

338 Ci2H8Br2N2 15426-17-2
Diazene, bis(3-bromophenyl)-

Br Br



338 EPA/NIH MASS SPECTRAL DATA BASE 5971

338 Ci2Hi4Hf 74779-90-1

Hafnium, ( 77-*-!,3-butadiene)

(

77
s-!,3,5,'7-cyclooctfltetraene)-

338 Ci5H2302Rh 74842-26-5
Rhodium, [l,2-bis( 772-ethenyl)cyclohexane](2

,
4-pentanediona :=

to-0,0')-, stereoisomer

HI

HaC
v/V/

CH2

HC-CH

\
Me
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80
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338 CisH^O^h 74810—98—3
Rhodium, (77

4-l,2-diethenylcyclohexane)(2,4-pentanedionato-0,0 1

)-,

stereoisomer

Me

c
\
Me

100

80

60

40

20

0

100
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0

100

80

60

40

20

0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

1 1I1 1 .

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

338 CisHiisOe 3290-92-4
2-Propenoic acid, 2-methyl-, 2-ethyl-2-[[(2-methyl-l-oxo-2-
propenyl)oxy]methyl]-l,3-propanediyl ester

ch 2
11

CH 2 0C(0) CMe

H 2 C ch 2
II I II

MeCC( 0) OCH 2 CCH 2 0C( 0) CMe

Et

338 CigHuOe 64280-22-4

1,3-Propanedione, l-(l,3-benzodioxol-5-yl)-3-(4-methoxy-5-
benzofuranyl)-

OMe

100

so

so

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



5972 EPA/NIH MASS SPECTRAL DATA BASE 338

338 C19H18N2O4 34845-02-8
2-Azabicyclo [4.2.0] octa-3,7-diene-7,8-dicarboxylic acid, 4-
cyano-2-(phenylmethyl)-, dimethyl ester, cis-

MeOC(O)

338 C19H30O5 51-03-6
1,3-Eenzodioxole, 5-[[2-(2-butoxyethoxy)ethoxy]methyl]-6-propyl-

338 C19H30O5 23473-61-2
1,3-Benzodioxole, 5-[l-[2-(2-butoxyethoxy)ethoxy]butyl]-

Me ( CH2 ) 3 OCH2 CH2 OCH2 CH 2

100

80
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0
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*1
1 I I I I 1 I n— , |

338 C20H18O5 75024-15-6
4i/-l-Benzopyran-4-one, 5,7-dihydroxy-3-(4-hydroxyphenyl)-
6-(3-methylbutenyl)-

338 C20H18O5 75311-78-3
5-Benzofuranpropanoic acid, 2,3-dihydro-3-[(4-methoxy :=5

phenyl)methylene]-2-oxo-, methyl ester

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



338 EPA/NIH MASS SPECTRAL DATA BASE 5973

338 C20H34O4 2315—62—0
Ethanol, 2-[2-[2-[4-(l,l,3,3-tetramethylbutyl)phenoxy]eth=

oxyjethoxy]-

hoch 2 ch 2 och 2 ch 2 och 2 ch 2 0

338 C^HiuZn 74793-76-3
Zinc, bis[2-(l,l-dimethyl-2-propenyl)-3,3-dimethylcyclopropyl]-,

[la(lR*,2R*),2a]~

338 C21H 14N4O 61416-96-4
Pyrimido[5,4-a]phenazin-5-ol, l-methyl-3-phenyl-

Ma

338 C21H26N2O2 21019-24-9
Eburnamenine-14-carboxylic acid, 14,15-dihydro-, methyl ester,

(3a, 14/3,16a)-

338 C2iH260 2Si 69833-75-6
Estra-l,3,5,7,9-pentaen-17-one, 3-[(trimethylsilyl)oxy]-

Ma

100

ao

80

40

20

10 20 30 40 SO ao 70 SO »0 100 no 120 130 140 ISO



5974 EPA/NIH MASS SPECTRAL DATA BASE 338

338 C2iH2602Si 75330-99-3
Estra-l,3,5,7,9-pentaen-17-one, 3-[(trimethylsilyl)oxy]-, (14/8)-

Me

338 C23H18N20 69707-19-3
lH-Phenanthro [9,10-d]imidazole-6-ethanol, a-phenyl-

Ph

338
12-Tricosanone

Ci^H^O

Me ( CH2 ) 1 0 CO( CH2 ) 1 0 Me

540-09-0

338 C24Hi802 69395-30-8
Benzaldehyde, 2,2'-(l,2-phenylenedi-2,l-ethenediyl)bis-

338 C26H26 50703-40-7
Bicyclo[8.2.2]tetradeca-5,10,12,13-tetraene, 4,7-diphenyl-,

(4R*,5E,7R*)~

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



339 EPA/NIH MASS SPECTRAL DATA BASE 5975

310 320 330 340 350 380 370 380 300 400 410 420 430 440 450

339 C 12H12CI3NO4 66789-86-4
L-Alanine, Ar-[(2,4,5-trichlorophenoxy)acetyl]-, methyl ester

310 320 330 340 350 380 370 380 390 400 410 420 430 440 450

339 C13H10F5NO4 72347-42-3
Glycine, Ar-benzoyl-Ar-(2,2,3,3,3-pentafluoro-l-oxopropyl)-, methyl

ester

COPh

F

M8 0C(0)CH 2 NC0CCF

If

339 C21H26NO3 3626-55-9
4-Morpholinebutyric acid, /J-methyl-a,a-diphenyl-

I ?
h

.CH 2 CHCCO2 H

339 C22H46NO 54794-73-9
Octadecanamide, JV-(2-methylpropyl)-

Me ( CH 2 ) 1 e CONHBu -

1

100

80

80

40

20

0

100

60

80

40

20

0

100

80

80

40

20

0

100

80

80

40

20

0
480 470 480 480 500 510 520 530 540 580 580 670 580 590 800

339 C24H26BN 74685-77-1
2-Propen-l-amine, 3-(diphenylboryl)-N,N,2-trimethyl-3-phenyl-,

m-
Ph

Me Me Ph
I III

MeNCH 2 C *CBPh

100

•0

•0

40

SO

0

100

00

00

40

SO

0
180 170 180 100 200 210 220 230 240 280 280 270 280 200 300



5976 EPA/NIH MASS SPECTRAL DATA BASE 339

100

80

60

40

20

0

340 CaHeCleO 3369-52—6
4,7-Methanoisobenzofuran, 4,5,6,7,8,8-hexachloro-l,3,3a,4,7,7a-

hexahydro-

310 320 330 340 350 360 370 380 300 400 410 420 430 440 450

340 C15H16O5S2 14894-58-7
Methanol, [(4-methylphenyl)sulfonyl]-, 4-methylbenzenesulfonate

340 C17H16N4O2S 74793-07-0
lff-l,3,5-Triazepine-6,7-dione, 2,3-dihydro-2-(methylthio)-3-
phenyl-2-(phenylamino)-

0

\
Ph

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

340 C18H12O7 16049-49-3
Anthra[2,3-6]furo[3,2-cf]furan-5,10-dione, 2,3,3a, 12a-tetra~

hydro-4,6,8-trihydroxy-, cis-(±)-

o

ho o OH

340 CiaHieOe 67685-31-8

6-Benzofuranol, 2-[4-(acetyloxy)-2-methoxyphenyl]-, acetate

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



340 EPA/NIH MASS SPECTRAL DATA BASE 5977

340 CigHieOe 67699-39-2
1,3-Benzenediol, 4-(6-methoxy-2-benzofuranyl)-, diacetate

340 C19H20N2O4 39713-20-7
2-Azabicyclo[4.2.0]oct-3-ene-7,8-dicarboxylic acid, 4-cyano-2-

(phenylmethyl)-, dimethyl ester

MeOC(O) ^ Ph

MeOC(O)

340 C21H 16N4O 68822-96-8
4ff-Imidazol-4-one, l,5-dihydro-l-phenyl-2-(phenylamino)-

5-(phenylimino)-

0

NPh

PhNH Ph

340 C2iH2802Si 69688-22-8
Estra-l ,3,5( 10),7-tetraen-17-one, 3-[ (trimethylsilyl)oxy]-

Me



5978 EPA/NIH MASS SPECTRAL DATA BASE 340

340 C2iH2s02Si 69688-26-2 340 C22H16N2O2 2652-78-0
Estra-l,3,5(10),6-tetraen-17-one, 3-[(trimethylsilyl)oxy]- 3,5-Pyrazolidinedione, l,2-diphenyl-4-(phenylmethylene)-

Me

340 C2iH2802Si 69833-95-0
Estra-l,3,5(10),9(ll)-tetraen-17-one, 3-[(trimethylsilyl)oxy]-

Me

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

310 320 330 340 360 360 370 380 390 400 410 420 430 440 460

0

340 C22H44O2 646-13-9
Octadecanoic acid, 2-methylpropyl ester

Me ( CH2 ) 1 e C( 0 ) OBu -

1

340 C22H44O2 34656-31-0
Heptadecanoic acid, 4,8,12,16-tetramethyl-, methyl ester, [4R-

(4i?*,8R*,12i?*)]-

Me Me Me Me
I I I I

Me OC( 0 ) CH 2 CH 2 CH ( CH 2 ) 3 CH ( CH 2 ) 3 CH ( CH 2 ) 3 CHMe

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0



341 EPA/NIH MASS SPECTRAL DATA BASE 5979

340 C23H20N2O 58275-51-7
lif-Imidazole-l-ethanol, a,4,5-triphenyl-

341 Ci3Hi2BrNOS2 72347-61-6
Benzenepropanedithioic acid, 4-bromo-d-hydroxy-, 3-cyanopropyl

ester, didehydro deriv.

OH

CHCH 2 C(S)S(CHj)sCN

-2H

341 CisHisNOs 37914-15-1
9H-Carbazole-l,2,4-tricarboxylic acid, trimethyl ester

OMa

C( 0) OMe

«
m
to

4*

20

0 k,
, , ,

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

C( 0) OMe

130

60

60

40

20

0

100

60

60

40

20

0

341 C 18H19N3O 2S 74793-49-0
Carbamothioic acid, [[(3-methylbenzoyl)amino] (phenylamino)=

methylene]-, S-ethyl ester

NPh
it

CONHCNHC(O) SEt

Wa

341 C 20H23NO4 6703-27-1
Morphinan-6-ol, 7,8-didehydro-4,5-epoxy-3-methoxy-17-methyl-,

acetate (ester), (5a,6a)-

. . , J 1 .. 1 A ..L ^ L ,L.
10 20 30 40 50 60 70 60 90 100 110 120 130 140 150

fci ,1 t.,, hh.i,Js L-L.-ij 4- w,
160 170 160 190 200 210 220 230 240 290 260 270 260 290 300



5980 EPA/NIH MASS SPECTRAL DATA BASE 342

342 CTHgBraO 607-99-8
Benzene, 1 ,3,5-tribromo-2-methoxy-

Br

1 I
"‘

I
""

I I 1
"

I »
""1

I I 1 I
~
" I I

310 320 330 340 350 360 370 380 300 400 410 420 430 440 450

342 Ci8H22Fe03 69815-45-8
Iron, tricarbonyl[(5a,5b,lla,llb-J7)-2,3,4,5,6,7,8,9,10,ll-deca=

hydro-l//-cyclohepta[3,4]cyclobuta[ 1 ,2]cyclooctene]-

342 Ci8H37NiP 74421-54-8
Nickel, [dimethyl[5-methyl-2-(l-methylethyl)cyclohexyl]phos=

phine]methyl [( 1 ,2,3-?/)-2-pentenyl]-

Pr-I

Me

342 C19H15CIO4 58330-14-6

1,3,4,6-Hexanetetrone, l-(4-chlorophenyl)-6-(4-methylphenyl)-

342 CigHisOe 69831-77-2
Cyclopenta[c]furo[3',2':4,5]furo[2,3-h][l]benzopyran-ll(lH)-one,

l-ethoxy-2,3,6a,9a-tetrahydro-4-methoxy-

0 OEt



342 EPA/NIH MASS SPECTRAL DATA BASE 5981

342 CwHisOe 75299-43-3
Benzoic acid, 2,3-bis(acetyloxy)-6-(2-phenylethyl)-

co2 h

342 C20H22O6 70522-39-3
6(2ff)-Benzofuranone, 2-(l,3-benzodioxol-5-yl)-3,3a,4,5-tetra=
hydro-5-methoxy-3-methyl-3a-(2-propenyl)-, [2S-(2a,3/3,~
3aa,5/S)]-

CH 2 CH:CH 2

342 C20H26N2O 3 69833-90-5
Estra-l,3,5(10)-triene-6,17-dione, 3-hydroxy-, bis(O-methyloxime)

342 C20H38O4 75299-47-7
9-Octadecenoic acid, 13-hydroxy-12-methoxy-, methyl ester

OMe

I

MeOC(O) ( CH 2 ) 7 CH = CHCH 2 CHCH( CH 2 ) 4 Me

342 C20H38O4 75299-48-8

9-Octadecenoic acid, 12-hydroxy-13-methoxy-, methyl ester

OH

I ?
Me

MaOC( 0) ( CH 2 ) 7 CH = CHCH 2 CHCH( CH 2 ) 4 Me

160 170 160 100 200 210 220 230 240 260 260 270 260 200 300



5982 EPA/NIH MASS SPECTRAL DATA BASE 342

100

80

80

40

20

0
310 320 330 340 350 380 370 380 390 400 410 420 430 440 450

342 C20H38Z11 74792-89-5
Zinc, bis[5-methyl-2-(l-methylethyl)cyclohexyl]-, [la(lR*,~

2i?*,5R*),20,5a]-

Pr-i Pr-I

Me Me

342 C2iH3o02Si 74299-44-8
Silane, [[(160,170)-16,17-epoxyestra-l,3,5(lO)-trien-3-yl]oxy]-

trimethyl-

342 C2iH3o02Si 74312-41-7
Silane, [[(16a,17a)-16,17-epoxyestra-l,3,5(10)-trien-3-yl]oxy]=

trimethyl-

Me

MeSi
I

Me

100

80

80

40

20

0

100

80

80

40

20

0

100

80

60

40

20

0
310 320 330 340 350 380 370 380 390 400 410 420 430 440 450

342 C22Hi8N202 63546-89-4
1,4-Phthalazinedione, 2,3-dihydro-2,3-bis(4-methylphenyl)-

o

Phenol, 3-methoxy-5-methyl-2-(3,7,ll-trimethyl-2,6,10-dode-
catrienyl)-, (EJE)-

100

80

60

40

20

0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



343 EPA/NIH MASS SPECTRAL DATA BASE 5983

342 CiuHasSi 74630-81-2
Silane, (2,3-dimethyl-2-butenyl)triphenyl-

Me

Me
|

Ph

MeC = CCH 2 SI Ph
I

Ph

343 CisHnFeNOs 59080-42-1
Acetic acid, trifluoro-, 3-phenyl-2-[(trifluoroacetyl)amino]propyl

ester, (S)-

F CHjPh F
i i i

FCC(0)0CH 2 CHNHC0CF

F F

343 C7CI7N 2666-66-2
Carbonimidic dichloride, (pentachlorophenyl)-

ci

100

80

80

40

20

0

100

80

80

40

20

0

100

80

80

40

20

0 ..............
310 320 33C 340 350 360 370 330 390 400 410 420 430 440 460

L,
10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

- I I, ..- ill . ll,!. |J|L,
,

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

:— i L Jk

343 C 18H33NO5 64061-18-3
Acetamide, N,N-bis[2-(2,2,4-trimethyl-l,3-dioxolan-4-yl)ethyl]-,

[S-(R*Jt*)]~

Me Ac

CH 2 CH 2 NCH 2 CH 2

343 C20H26NO4 3274-34-8
3,5-Pyridinedicarboxylic acid, l,4-dihydro-l,2,6-trimethyl-4-

phenyl-, diethyl ester

Me

c< 0) oet

310 320 M0 *40 WO 300 370 JIO 3*0 400 410 4» OO 440 460



5984 EPA/NIH MASS SPECTRAL DATA BASE 343

343 C20H26NO4 3861-72-1
Morphinan-6-ol, 4,5-epoxy-3-methoxy-l7-methyl-, acetate (ester),

(5a,6a)-

343 C21H29NO3 74299-27-7
Estra-l,3,5(10)-trien-17-one, 3,4-dimethoxy-, O-methyloxime

Me

344 CeHeFgCUP
Ethanol, 2,2,2-trifluoro-, phosphate (3:1)

358-63-4

OCH 2 CF

F F
I I

FCCH 2 OPOCH 2 CF
I II I

F 0 F

344 C7H2oSn2 16812-43-4
Stannane, methylenebis[trimethyl-

Me Me
I I

MeSnCH 2 SnMe
I I

Me Me

160 170 1B0 190 200 210 220 230 240 2S0 260 270 280 290 300

344 Ci3H28N203Si3
Pyrimidine, 2,4,6-tris[(trimethylsilyl)oxy]-

31111-39-4

Me Me

MeSI 0. N OS 1 Me
1 >
Me fYi

L! . w

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



344 EPA/NIH MASS SPECTRAL DATA BASE 5985

344 CisHa^OaSb
Pyrimidine, 2,4,5-tris[(trimethylsilyl)oxy]-

32865-92-2

M«
I

,N^ _,0S I Me

Me II I Me

MeSI 0'

|
Me

1 I

OS I Me
I

Me

10 20 30 40 SO 80 70 80 90 100 110 120 130 140 150

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

310 320 330 340 350 380 370 380 390 400 410 420 430 440 450

344 CuHi6F4N2Si2 66436-29-1
Hydrazine, l,l-bis(difluorophenylsilyl)-2,2-dimethyl-

Me
I

NMe

Hr
FSI NS I F

I I

F F

344 CuH^NsOe 18928-00-2
Acetamide, iV,iV'-[(3,6-dioxo-2,5-piperazinediyl)di-3,l-pro ::::

panediyl]bis[iV-hydroxy-, (2S-cis)-

AcN( CHj

HN^r(CHj)3

NN

12)3 J

OH
I

NAc

310 320 330 340 360 380 370 380 390 400 410 420 430 440 450

344 Ci4H24N406 69833-34-7
2,5-Piperazinediacetamide, iV^V'-dihydroxy-3,6-dioxo-N^/'-

dipropyl-

o

-jfV
Pr NCOCH 2

[j

OH
I

CH2 CONPr

310 320 330 340 350 380 370 380 390 400 410 420 430 440 450

344 Ci6Hi7C103S2 72347-56-9
Propanoic acid, 3-[[3-(4-chlorophenyI)-3-hydroxy-l-thioxo-2-

propenyl]thio]-, 1-methylethyl ester

OH
I

C = CHC( S ) SCHj CH2 C( 0) OPr - I

10 20 30 40 50 80 70 80 90 100 110 120 110 140 160



5986 EPA/NIH MASS SPECTRAL DATA BASE 344

344 CisHieO? 14221-65-9
4if-l-Benzopyran-4-one, 3,5-dihydroxy-6,7,8-trimethoxy-2-
phenyl-

MeO

344 CisHieO? 63755-82-8
4H-Naphtho[2,3-6]pyran-4-one, 5,10-bis(acetyloxy)-2,3-di=
hydro-3-hydroxy-2-methyl-, trans-

om
Me

OH

OAc 0

344 CisHieCb 75420-29-0
2if-Naphtho[2,3-5]pyran-5,10-dione, 3,4-bis(acetyloxy)-3,4-
dihydro-2-methyl-, [2i2-(2a,3/3,4/3)]-

344 CisHieO? 75420-30-3
2if-Naphtho[2,3-6]pyran-5,10-dione, 3,4-bis(acetyloxy)-3,4~
dihydro-2-methyl-, [2S-(2a,3a,4a)]~



344 EPA/NIH MASS SPECTRAL DATA BASE 5987

344 C20H24O5 55093-68—0
Gibbane-l,10-dicarboxylic acid, 2,3-epoxy-4a-hydroxy-l-
methyl-8-methylene-, l,4a-lactone, 10-methyl ester, (la,2/9,-

3/3,4aa,4b/9, 10/9)-

C( 0) OMe

H 2 C.

LI 1 ll A III.,.!, JJli. ill... iiiL.

10 20 30 40 50 SO 70 SO 90 100 110 120 130 140 150

jL
ISO 170 ISO 190 200 210 220 230 240 250 260 270 280 290 300

.1 L_
310 320 330 340 350 36C 370 3N 390 400 410 420 430 440 450

344 C21H28O4 60371-71-3
3,9-Phenanthrenedione, 4b,5,6,7,8,8a-hexahydro-4-hydroxy-l-
methoxy-4b,8,8-trimethyl-2-(l-methylethyl)-, (4bS-trans)-

100

so

00

40

20

0

100

so

so

40

20

0

100

so

so

40

20

0

344 C22H32O3 744-98-9
Retinol, 5,8-epoxy-5,8-dihydro-, acetate

i j ..Li .ll uii li III J
10 20 30 40 50 SO 70 SO 90 100 110 120 130 140 150

i
ISO 170 ISO 190 200 210 220 230 240 250 260 270 280 290 300

1, r-
i-

310 320 330 34C 350 360 370 360 390 400 410 420 430 440 450

344 C22H32O3
Retinol, 5,6-epoxy-5,6-dihydro-, acetate

801-72-9

li.l i J iilji lljld ll llililiiil|lil i uiUL
i'o 20 30 40 50 SO 70 SO 90 100 110 120 130 140 150

III! ll.l 1 . i .Ll 1 .III LJ 1 , ll t
ISO 170 ISO 190 200 210 220 230 240 250 260 270 280 290 300

. l

310 320 330 340 360 360 370 300 300 400 410 420 430 440 450



5988 EPA/NIH MASS SPECTRAL DATA BASE 344

344 C22H32O3 27216-72-4
Podocarpa-8,1 1 ,13-triene-3/3, 12-diol, 13-isopropyl-, monoacetate

345 CisHigNOe 58189-39-2
Crinan-ll-one, l,2-epoxy-3,7-dimethoxy-, (1/3,2/3,

3

a)-

344 C26H44 72101-17-8
Benzene, hexadecylpropyl-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

345 C2iHi9N02Si 21654-64-8
l-Oxa-3-aza-2-silacyclopentan-5-one, 4-methyl-2,2,3-triphenyl-

o^°N,'Ph

U"

345 C22H19NO3 56440-41—6
4-Oxazolidinone, 2-methoxy-3,5,5-triphenyl-



346 EPA/NIH MASS SPECTRAL DATA BASE 5989

346 C10H 13CI2FN2O 2S2 1087-94-1
Methanesulfenamide, l,l-dichloro-N-[(dimethylamino)sulfo=
nyl]-l-fluoro-N-(2-methylphenyl)-

SO2 NMe

I I

NSCCI
I

Cl

Me

346 CnHi2Br2N20 74987-72-7
l,5-Methano-8.H-pyrido[l,2-a] [l,5]diazocin-8-one, dibromo-

1,2,3,4,5,6-hexahydro-, (li?)-

346 Ci6H27Br03 70038-03-8
2,6-Dodecadienoic acid, 10-bromo-ll-hydroxy-3,7,ll-trimethyl-,
methyl ester

Br

Me Me OH
I I II

Me0C(0)CH:CCH2CH2CH:CCH 2 CH 2 CHCMe

Me

100 170 ISO 190 200 210 220 230 240 250 200 270 280 290 300

346 CnHuOs 3405-53-6
Spiro[l,3-benzodioxan-2,l'-[2,5]cyclohexadiene]-2'-carboxylic acid,

5-hydroxy-6'-methoxy-7-methyl-4,4'-dioxo-, methyl ester

ho o

346 CnHuOg 32638—05—4
Hemoventosin, monoacetate



5990 EPA/NIH MASS SPECTRAL DATA BASE 346

346 CisHisO? 75422-04-7
Benzoic acid, 2,4-dimethoxy-6-methyl-, 4-carboxy-3-hydroxy-
5-methylphenyl ester

346 CisHisCb 500-37-8
Benzoic acid, 2-hydroxy-4-methoxy-3,6-dimethyl-, 4-carboxy-
3-hydroxy-5-methylphenyl ester

Me

Me

j— C( O) 0—

Me

6c

.. Ii 1 in H
1,

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

346 CisHisOt 3207-46-3
3,4-Isoflavandiol, 2',7-dimethoxy-4',5'-(methylenedioxy)-

310 320 330 340 360 360 370 380 300 400 410 420 430 440 460

310 320 330 340 360 360 370 380 390 400 410 420 430 440 460

346 CisHisOt 75422-05-8
Benzoic acid, 2,4-dihydroxy-3,6-dimethyl-, 3-hydroxy-4-(me=
thoxycarbonyl)-5-methylphenyl ester

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

346 C 19H22O6 10496—69—2
2if-l-Benzopyran-4-ol, 2-(3,4-dimethoxyphenyl)-3,4-dihydro-
5,7-dimethoxy-



346 EPA/NIH MASS SPECTRAL DATA BASE 5991

346 C 19H22O6 51079-25-5
2/f-l-Benzopyran-3-ol, 2-(3,4-dimethoxyphenyl)-3,4-dihydro-

5,7-dimethoxy-, (2R-trans)-

MeO

346 C 19H22O6 51196-02-2
27/-l-Benzopyran-3-ol, 2-(3,4-dimethoxyphenyl)-3,4-dihydro-
5,7-dimethoxy-, (2R-cis)-

346 C 20H 14N2O2S 2652-81-5
3,5-Pyrazolidinedione, 1,2-diphenyl-4-(2-thienylmethylene)-

0

346 C20H26O5 10497-40-2
lJf-2-Benzoxacyclotetradecin-l,7(8if)-dione, 3,4,5,6,9,10-
hexahydro-14,16-dimethoxy-3-methyl-, [S-(E)]-

100

80

80

40

20

0

100

80

60

40

20

0

100

80

80

40

20

0
310 320 330 840 360 360 370 360 390 400 410 420 430 440 450

L.
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

r f Ik. 1 1 . L J .

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

. 1

346 C20H26O5 15355-41-6
Gibbane-l.lO-dicarboxylic acid, 4a,7-dihydroxy-l-methyl-8-

methylene-, l,4a-lactone, 10-methyl ester, (la,4aa,4bd,10d)-

C(0;om<

100

•0

60

40

20

0

10 20 30 40 50 60 70 60 60 100 110 120 130 140 ISO



5992 EPA/NIH MASS SPECTRAL DATA BASE 346

346 C20H26O6 19124-90-4
Gibbane-l,10-dicarboxylic acid, 2,4a-dihydroxy-l-methyl-8-

methylene-, l,4a-lactone, 10-methyl ester, (la,2/3,4aa,4b/8,10/3)-

346 C20H26O5 66674-61-1
Spiro[cyclopropane-1 ,2' (1 '/f)-phenanthrene]-l

'
,4' (3'if)-dione,

4'b,5',6',7',8',8'a,9',10'-octahydro-3',9',10'-trihydroxy-2,4'b,7'-

trimethyl-8-methylene-, [2'S-[2'a(i?*),3'a,4'b/3,7'd,8'aa,9'/3,10'a]]-

100

80

80

40

20

0

346 C2oH43ClSi 18643-08-8
Silane, chlorodimethyloctadecyl-

310 320 330 340 360 380 370 380 380 400 410 420 430 440 450

Cl
I

Me ( CH 2 ) i 7 S I Me

Me

346 C21H30O4 4314-54-9
Estra-l,3,5(10)-trien-17-ol, 2,3,4-trimethoxy-, (17/3)-

Me



346 EPA/NIH MASS SPECTRAL DATA BASE 5993

346 C21H34N2O2 3091-35—8
Andro8tane-3,17-dione, bis(O-methyloxime), (5a)-

346 C21H34N2O2 56210-80-1
Andro8tane-3,17-dione, bis(O-methyloxime), (5/3)-

Me

346 C2iH3402Si 6717-72-2
Estr-4-en-3-one, 17-[(trimethylsilyl)oxy]-, (17/3)-

Me
I

OS I Me

100

80

80

40

20

0

100

80

80

40

20

0

100

80

80

40

20

0

346 C 2iH340 2Si 59384-55-3
Estr-5(10)-en-3-one, 17-[(trimethylsilyl)oxy]-, (17/3)—

Me
I

OS I Me

100

80

60

40

20

0

100

80

80

40

20

0

100

80

80

40

20

0

346 C22H 18O4 523-31-9
1,2-Benzenedicarboxylic acid, bis(phenylmethyl) ester

C( 0) OCHj Ph

C(0)0CH 2 Ph

L. J.
10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

{1 i ,,ll L . J, 1 ,

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

—1

1 r* r r ? 1 1 1 1 1 1 1 1 r~
310 320 330 340 360 380 370 380 300 400 410 420 430 440 450

10 20 30 40 60 80 70 80 90 100 110 120 130 140 160

L

.

JilL 1 .- . ^ L . . l
180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

1 - L

310 320 330 340 360 380 370 380 390 400 410 420 430 440 460

100

80

60

40

10 20 30 40 60 60 70 80 90 100 110 120 130 140 150

1
, -A 4* r-*

20



5994 EPA/NIH MASS SPECTRAL DATA BASE 346

346 C22H34O3 83908-64-5
4,7-Azulenediol, 5-(l,5-dimethyl-4-hexenyl)-l,3a,4,5,6,7,8,8a-
octahydro-3-methyl-8-methylene-, 7-acetate, [3aS-[3aa,4a,=
5a(S*),7a,8a/3]]-

346 C22H380Si 69833-86-9
Silane, [[(5a)-androst-3-en-3-yl]oxy]trimethyl-

Me

1

Me

347 C7Hi2ClHgN 75751-69-8
Mercury, chloro(hexahydro-l/7-pyrrolizin-l-yl)-, trans-

HflCI

ob
100

80

60

40

20

0

100

80

60

40

20

0

16C 170 180 190 200 210 220 230 240 250 280 270 280 290 300

347 C 18H21NO6 58189-38-1
Crinan-ll-ol, l,2-epoxy-3,7-dimethoxy-, (1/3,2/3,3a,11R)-

347 C19H25NO5 58422-92-7
Ethaneperoxoic acid, 1-cyan^ -l-[2-(2-phenyl-l,3-dioxolan-2-

yl)ethyl]pentyl ester

( CH 2 )

3

Me

CH 2 CH 2 COOAc
I

CNPh



347 EPA/NIH MASS SPECTRAL DATA BASE 5995

347 C20H25NO2.CIH 50-42-0
Benzeneacetic acid, a-phenyl-, 2-(diethylamino)ethyl ester,

hydrochloride

Et Ph
I I

E t NCH 2 CH 2 OC( 0) CHPh . HCI

347 C22H37NO 2 3091-40-5
5a-Pregnan-20-one, 3/3-hydroxy-, O-methyloxime

Me

347 C22H37NO 2 75112-90-2
Pregnan-20-one, 3-hydroxy-, O-methyloxime, (3/3,5/3)-

Me

100

80 -

so-

40-

20 I

0 J T , 1
, I 1- - ltj i- 1‘- •

-I r-— *“T

10 20 30 40 50 80 70 80 90 100 110 120 130 140 ISO

347 C23H41NO 69830-83-7
Pregnan-3-ol, 2-(dimethylamino)-, (2/3,3a)-

Me

347 C26H21N 5350-59-4
Benzenemethanamine, N-(diphenylmethylene)-a-phenyl-

Ph Ph
I I

PhCHN=CPh



5996 EPA/NIH MASS SPECTRAL DATA BASE 348

348 CioH4Fe207 74381-48-9
Iron, hexacarbonyl[/ii-[(l,2- 77 :3 ,4-?7)-l-hydroxy-l,3-butadiene-

1,4—d.iyl]]di—, (Fe-Fe)

348 C12H20W 11077-54-6
Tungsten, tetrakis^^-propenyl)-

348 Ci3H32N20aSi3 55649-62-2
L-Asparagine, NJV2-bis(trimethylsilyl)-, trimethylsilyl ester

Me
I

NMSIMe

Me Me Me
I I I

MeSi NHCOCH 2 CHC( 0) OS I Me

Me Me

348 Ci4Hi3BrN402 74421-32-2
Benzenamine, 4-[(2-bromo-4-nitrophenyl)azo]-N^V

r

-dimethyI-

1

Me

348 C20H28O3S 63608—51—5

Cyclododecanone, 2-(acetyloxy)-2-(phenylthio)-

SPh

0



348 EPA/NIH MASS SPECTRAL DATA BASE 5997

100

to

to

40

20

0
310 320 330 340 350 360 370 300 390 400 410 420 430 440 *50

348 C21H32O4 3787-85—7
l-Phenanthr“necarboxylic acid, 1, 2, 3, 4,4a,4b, 5,6,8a,9, 10, 10a-
dodecahydro-8a-hydroxy-l,4a-dimethyl-7-(l-methylethyl)-
6-oxo-, methyl ester, [l_ft-(la,4a/?,4ba,8aa,10aa)]-

310 320 330 340 3S0 340 370 380 390 400 410 420 430 440 450

348 C21H32O4 32111-53-8
1-Phenanthrenecarboxylic acid, 1,2, 3,4,4a,4b, 5, 8,8a, 9,10,10a-
dodecahydro-8a-hydroxy-l,4a-dimethyl-7-(l-methylethyl)-
8-oxo-, methyl ester, [l-(la,4ad,4ba,8aa,10aa)]-

C(0)0M«

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Ll.lL L. jL.U| , . 1 . . . 1 ,.
t

1 1 Li L 1 .11 J. .. -J-

160 170 160 190 200 210 220 230 240 250 260 270 260 200 300

;_L_ .
310

« • V T V V

320 330 340 350 360 370 360 390 400 410 420 430 440 450

348 C21H32O4 63608-60-6
Androst-5-en-17-one, 3-hydroxy-16,16-dimethoxy-, (3/3)-

Ms

348 C23H16N4 16672-26-7
Spiro[9/f-fluorene-9,3'(2'//)-[li2,4]triazolo[4,3-a]pyTidine], 2'-

(2-pyridinyl)-

310 320 330 340 360 360 370 380 3»0 400 410 420 430 440 450



5998 EPA/NIH MASS SPECTRAL DATA BASE 348

348 C23H28N2O 75601-29-5
Methanone, [4b,5,6,7,9,10-hexahydro-4b,8-dimethyl-2-(l-

methylethyl)-9-phenanthrenyl]-lH-imidazol-4-yl~, (4bS)-

180 170 160 190 200 210 220 230 240 260 280 270 280 290 300

310 320 330 340 360 380 370 380 390 400 410 420 430 440 460

349 C8H6F3NO7S2 56177-36-7
Methanesulfonic acid, trifluoro-, [(4-nitrophenyl)sulfonyl]methyl

ester

349 C20H35N3O 2 67171-83-9
Acetamide, 2V-(2-cyanoethyl)-iV-[3-(2-oxoazacyclotridec-l-

yl)propyl]-

310 320 330 340 350 380 370 380 390 400 410 420 430 440 460

350 Ci4H3o06Si2 74685-72-6
D-g/uco-Hexodialdodifuranoside, dimethyl 2,5-bis-0-(tri=

methylsilyl)-

160 170 180 190 200 210 220 230 240 260 280 270 280 290 300
100

«

80

60'

40-

20-

1 1

i 1 1

1 . 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

349 C12HF10N 1535-92-8
Benzenamine, 2,3,4,5,6-pentafluoro-N-(pentaflaorophenyl)-

310 320 330 340 350 360 370 360 390 400 410 420 430 440 450

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



350 EPA/NIH MASS SPECTRAL DATA BASE 5999

350 C15H26O9
Mannitol, 2,3,4-tri-O-methyl-, triacetate

19361-38-7

OMe

OMe

MeO OAc
I I I

Ac OCH 2 CMCMCMCMCM 2 OAc
310 320 330 540 350 MO 370 340 190 400 410 420 430 440 460

Jl ilui
,

A
10 20 30 40 60 60 70 60 90 100 110 120 130 140 160

160 170 ISO 190 200 210 220 230 240 250 260 27C 260 290 300

350 CisHasCUS 2312-35-8
Sulfurous acid, 2-[4-(l,l-dimethylethyl)phenoxy]cyclohexyl 2-

propynyl ester

CX0S(0)0CM 2 C:CH^^ Bu-t

350 C21H18O5 72060-16-3
l//,7H-Benzofuro[3,2-c]pyrano[3,2-g] [l]benzopyran-7-one, 2,=
3-dihydro-10-methoxy-3,3-dimethyl-

350 C21H34O4 14029-35-7
8o-Podocarp-13-en-15-oic acid, 8, 12a-dihydroxy- 1 3-isopropyl-,
methyl ester

350 C21H34O4 25859-62-5
8a-Podocarpan-15-oic acid, 12a,13a-epoxy-8-hydroxy-13-iso=

propyl-, methyl ester

310 320 330 340 340 360 370 3«0 300 400 410 420 430



6000 EPA/NIH MASS SPECTRAL DATA BASE 350

350 C21H34O4 32111-52-7
1-Phenanthrenecarboxylic acid, 1,2,3,4,4a,4b,5,8,8a,9,10,10a-

dodecahydro-8,8a-dihydroxy-l,4a-dimethyl-7-(l-methylethyl)-,
methyl ester, [li?-(la,4a/3,4ba,8a,8aa,10aa)]-

350 C21H34O4 34217-14-6
1-Phenanthrenecarboxylic acid, 1,2,3,4,4a,4b,5,8,8a,9,10, 10a-

dodecahydro-8,8a-dihydroxy-l,4a-dimethyl-7-(l-methylethyl)-,
methyl ester, [li2-(la,4a/8,4ba,8/3,8aa,10aa)]-

10 20 30 40 50 60 70 60 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

350 C21H34O4 34217-11-3
1-Phenanthrenecarboxylic acid, 1, 2,3,4,4a,4b,5,6, 7,9,10,10a-
dodecahydro-6,7-dihydroxy-l,4a-dimethyl-7-(1-methylethyl)-,
methyl ester, [li?-(la,4a^,4ba,6a,7a:,10aa)]-

350 C23H30N2O 69634-26-0
Methanone, lif-imidazol-2-yl[l,2,3,4,4a,9,10,10a-octahydro-

l,4a-dimethyl-7-(l-methylethyl)-l-phenanthrenyl]-, [1R-
(la,4a/J,10aa)]-

OH

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

.1.1 1 Ll.1,1

.

Lli. ...Ii Jil. ih

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

1 . . 1 Mill-. 1 . L L

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



351 EPA/NIH MASS SPECTRAL DATA BASE 6001

350 CzaHsoN^ 75601-27-3
Methanone, lLf-imidazol-2-yl[4b,5,6,7,8,8a,9,10-octahydro-
4b,8-dimethyl-2-(l-methylethyl)-9-phenanthrenyl]-, [4bS-
(4ba,8a,8ad)]-

350 C23H30N2O 75601-48-8
Methanone, LH-imidazol-4-yl[4b,5,6,7,8,8a,9,10-octahydro-
4b,8-dimethyl-2-(l-methylethyl)-9-phenanthrenyl]-, [4bS-
(4ba,8a,8ad)]-

H

350 C24H34N2 74685-83-9
Diazene, bis[2,6-bis(l-methylethyl)phenyl]-

Pr-I Pr-I

351 C18H12C11N2O2 10380-28-6
Copper, bis(8-quinolinolato-7Vi,0*)-

310 320 330 340 3S0 360 370 MO 390 400 410 <20 430 *40 4S0



6002 EPA/NIH MASS SPECTRAL DATA BASE 352

352 CioHeCleO 57160-08-4
4,6-Methano-4if-indeno[l,2-5]oxirene, la,lb,2,3,6a,7-hexa=

chloro-la,lb,5,5a,6,6a-hexahydro-

352 Ci2H24Cl2N4Ni 69815-43-6
Nickel, [6,14-dichloro-l,5,9,13-tetraazacyclohexadecanato(2-)-
NiJSTWWK]-, (SP-4-1)-

352 CioHeCleO 69653-75-4
l,4-Ethanopentalen-8-one, l,2,3,5,7,7-hexachloro-l,3a,4,5,6,6a-

hexahydro-

100

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

1 ll

,

. .l.ljl.l .1 |l!. ,.! .i.-, iillLijii. li, h

10 20 30 40 50 60 70 80 90 100 10 120 130 140 150

i.l,i
-i

|l .. Hu iililn ill. ill. . iii

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

La
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

IL

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

352 C14H9CI5 72347-68-3
Benzene, l-chloro-2(or 4)-[2,2,2-trichloro-l-(4-chlorophenyl)ethyl]-

I

+CI

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

352 C18H28N2O5 86-15-7
Morpholine, 4-(2,5-dibutoxy-4-nitrophenyl)-

Me ( CH 2 )

3

O.

02 N* 0(CH 2 )3Me

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



352 EPA/NIH MASS SPECTRAL DATA BASE 6003

352 C20H20N2O4 63950-46-9
6,21-Cydo-4,5-secoakuammilan-17-oic acid, 4,5-epoxy-5-hydroxy-,
methyl ester, (5S,6a)-

C( 0) OMe

352 C20H32O5 67884-42-8
l/f-Indene-5-propanoic acid, 2,3,3a,6,7,7a-hexahydro-3a-
hydroxy-j8,7a-dimethyl-l-[(tetrahydro-2LT-pyran-2-yl)oxy]-,
methyl ester

100

80

60

40

20

0

352 C21H20O6 25414-26-0
9,10-Phenanthrenedione, l,8-dihydroxy-2-methyl-3-(4-
methyl-l-oxopentyl)-

Me
1

COCH2 CH 2 CHMe

Me

OH

HO 0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

310 320 330 340 360 360 370 380 300 400 410 420 430 440 450

310 320 330 340 350 300 370 380 3»0 400 410 420 430 440 450

352 C21H24N2O3 67497-75-0
Alstophyllan-19-one, 4-oxide



6004 EPA/NIH MASS SPECTRAL DATA BASE 352

352 C23H45P 74645-95-7
Phosphine, bis[methyl(l-methylethyl)cyclohexyl]propyl-

353 C9Hi9PPt 74811-16-8
Platinum, bis(?;3-2-propenyl)(trimethylphosphine)-

PMes

h2 Cv L^
//\ V}s \

HC PI CH\/
h 2 c- hJc

,
- II,- . —rJ*LA r~.i..iri..-i M ,

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

310 320 330 340 360 360 370 380 390 400 410 420 430 440 460

310 320 330 340 350 360 370 380 390 400 410 420 430 440 460

352 C23H45P 74779-92-3
Phosphine, (l-methylethyl)bis[methyl(l-methylethyl)cyclohexyl]-

353 CisHisGd
Gadolinium, tris(i76-2,4-cyclopentadien-l-yl)-

1272-21-5

Pr-I Pr -

I

Me Me

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

il_ L i,..L .iii .1 L lh 1.

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

L ll 1

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

L * * ii



354 EPA/NIH MASS SPECTRAL DATA BASE 6005

353 C23H31NO2 1477-40-3
Benzeneethanol, /3-[2-(dimethylamino)propyl]-cr-ethyHJ-phenyl-,

acetate (ester), [S-(i?*^R*)]-

Ph
I

M82NCHCH2 CCHOAc
1

I

1

Me
I
E t

Ph

353 C23H31NO2 17199-58-5
Benzeneethanol, /3-[2-(dimethylamino)propyl]-a-ethyl-/?-phenyl-,

acetate (ester), [R-(R*Ji*)]-

Ph
l

M62NCHCH2 CCHOAc
1

I
1

Me Et

Ph

353 C23IL7NO 74420-94-3
Octadecanamide, N-pentyl-

Me
( CH 2 ) 4 NHCO( CH 2 ) 1 g Me

354 C9H4CI6O2 3868-61-9
4,7-Methanoisobenzofuran-l(3if)-one, 4,5,6,7,8,8-hexachloro-

3a,4,7,7a-tetrahydro-

ci

ci

354 C9H7IN2OS.CIH 58275-68-6
2(3if)-Thiazolimine, 3-hydroxy-4-(4-iodophenyl)-, mono=

hydrochloride

OH
I



6006 EPA/NIH MASS SPECTRAL DATA BASE 354

354 C11H23CIP2RU 74558-74-0 354 Ci2HuFeIO 54804-01-2
Ruthenium, chloro(?/5-2,4-cyclopentadien-l-yl)bis(trimethyl= Ferrocene, (iodoacetyl)-
phosphine)-

354 C12H0CI4O2S 16485-36-2
Benzene, l,2,3-trichloro-5-[(4-chlorophenyl)sulfonyl]-

coch 2 i

1

354 CiaHvClsO 74421-51-5
Benzene, trichloro [(dichlorophenyl)methoxy]

-

ci ci



354 EPA/NIH MASS SPECTRAL DATA BASE 6007

354 C17H22O8 23255-69—8
Trichothec-9-en-8-one, 4-(acetyloxy)-12,13-epoxy-3,7,15-tri=

hydroxy-, (3a,4/3,7/3)-

100

so

60

40

20

0

100

SO

so

40

20

0

354 C20H22N2O2S 63744-02-5
l,r-Spirobi[l,2-benzi80thiazole]-3,3'(2H,2'/D-^ione, 2,2*—bis(l—
methylethyl)-

1 SO 170 80 100 200 210 220 230 240 260 260 270 230 290 300

,L , L l—
1 1 i 1 m 1 1 1 1 ' T ». r » »

310 320 330 340 350 360 370 3S0 390 400 410 420 430 440 460

354 CisHhOt 22897-08-1
7#-Furo[3',2':4,5]furo[2,3-c]xanthen-7-one, 3a,12c-dihydro-8-
hydroxy-6,ll-dimethoxy-, (3aR-cis)-

HO 0 CMe

354 CaHisOe 74978-24-8
5,12-Naphthacenedione, 8-ethyl-7,8,9,10-tetrahydro-l,6,10,ll-

tetrahydroxy-, (8R-cis)-

ho 0 OH OH

6X6.,
0 OH

100*

SO*

so*

40*

20-
,1 1

I

, , ii ,-lH

354 C20H22N2O4 63944-63-8
6^1-Cyclo-4,5-secoakuammi]an-17-oic acid, 4,5-dihydroxy-, methyl

ester, (6a)- ,

C( 0) OMe



6008 EPA/NIH MASS SPECTRAL DATA BASE 354

354 C21H22O3S 63608-53-7
Cyclohexanone, 2-(acetyloxy)-6-(phenylmethyl)-2-(phenylthio)-

OAc

Y 0

CH2 Ph

354 C21H22O6 521-48-2
4H-l-Benzopyran-4-one, 2,3-dihydro-7-hydroxy-2-(4-
hydroxyphenyl)-5-methoxy-8-(3-methyl-2-butenyl)-

Me

MeC:CHCH 2

MeO 0

354 C21H26N2O3 13013-60-0
Curan-17,18-diol, l-acetyl-19,20-didehydro-, (19E)-

354 C21H26N2O3 59630-33-0
Curan-17,18-diol, 19,20-didehydro-, 17-acetate, (19E)-

ch 2 oac

354 C21H38O4 140-03-4
9-Octadecenoic acid, 12-(acetyloxy)-, methyl ester, [i?-(Z)]-

OAc
I

MeOC(O) ( CH2 ) 7 CH s CHCH2 CH ( CH 2 ) 5 Me

j ,
II 1... l 1 1

10 20 30 41 50 60 70 80 90 100 110 120 130 140 150

_ 1

160 170 180 190 200
1 1 1 1 1 * f * • 1 .

210 220 230 240 250 260 270 280 290 300

0 >*
| -7- r T—

—

I
1

1 I I I I 1
—

1 T
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



355 EPA/NIH MASS SPECTRAL DATA BASE 6009

354 C22H28O4 1971-65-9
Estra-l,3,5(10),6-tetraene-3,17-diol, diacetate, (17/3)-

Ue

354 C22H26O4 20592-42-1
Estra-l,3,5(10),16-tetraene-3,17-diol, diacetate

Me

354 C23H46O2 34656-34-3
Octadecanoic acid, 5,9,13,17-tetramethyl-, methyl ester, [5R-

(5R*,9fl*,13/?*)]-

1 1 1 1

MeOC( 0 ) ( CHj ) 3 CH( CHj ) 3 CH ( CHj ) j CH ( CHj ) i CHMe

100

80

80

40

20

0

100

80 -

80 •

40*

20*

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

80 «

80 «

40-

20*J . ,

310 320 330 340 350 380 370 380 390 400 410 420 430 440 460

354 C26H42 74646-41-6
Naphthalene, tetrabutyldihydro-

+ 2H 4- 4Bu

100

80

80

40

20

0

100

80

60

40

20

0

100

80

80

40

20

0

355 C12H12CI3NO5 66789-87-5
L-Serine, Ar-[(2,4,5-trichlorophenoxy)acetyl]-, methyl ester

ch 2 oh
1

0CH 2 CONHCHC( 0) OMe

0*

0-

0*

0*

lib 1 ll ,1 1LUl 1 b, kllh

10 20 3C 40 50 80 70 80 90 100 110 120 130 140 150

0-

0*

0- J 1 ll ill 1

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

0«

0-

o' - ill
, 11,1 , , , , , , , ,t

"
r 1

* *1* » » r 1
1 1 r

———r »—»—»—
310 320 830 840 360 360 370 380 300 400 410 420 430 440 460



6010 EPA/NIH MASS SPECTRAL DATA BASE 356

356 C8F12S
Thiophene, tetrakis(trifluoromethyl)-

651-93-4

F F
I SFC-^/ 'v-.CFw
FC CF

I I

F F

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

356 C8Fi2S 39091-73-1
5-Thiabicyclo[2.1.0]pent-2-ene, l,2,3,4-tetrakis(trifluoromethyl)-

10 20 30 40 50 60 70 80 00 100 110 120 130 140 150

310 320 330 340 350 360 370 360 390 400 410 420 430 440 450

356 Ci5Hi606S 2 31081-05-7
Methanol, [(4-methox>phenyl)sulfonyl]-, 4-methylbenzenesulfonate

356 Ci5Hi606S2 31081-10-4
Benzenesulfonic acid, 4-methoxy-, [(4-methylphenyl)sulfo=

nyl]methyl ester

SO2 och 2 SO2

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

356 Ci8Hi208 62681-87-2
4H-Naphtho[2,3-6]pyran-4,6,9-trione, 5,8-bis(acetyloxy)-2-methyl-

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



356 EPA/NIH MASS SPECTRAL DATA BASE 6011

356 Ci8H28N4Si2 66436-35-9
Cyclodisilazane-1,3-diamine, N,N,N',N\2,4-hexamethyl-2,4-
diphenyl-

Me.
Ph

"SI

Me
I

NMe

JH SI

MeN ph*Me
Me

356 C19H16O7 21179-14-6
5,12-Naphthacenedione, 7,8,9,10-tetrahydro-l,6,7,8,ll-penta=
hydroxy-8-methyl-, (IR-trans)-

0 OH OH
H
Me

HO 0 OH

356 C20H20O6 38822—06—9
2ff-l-Benzopyran-7-ol, 3-[2-(acetyloxy)-4-methoxyphenyl]-

3,4-dihydro-, acetate

100 —
80-

«0-

40-

ao-

0 ^-
1 1 ,

—

—

r |

10 20 30 40 50 80 70 SO 90 100 110 120 130 140 180

356 C20H24N2O4 63944-66-1
6,21-Cyclo-4,5-secoakuammilan-17-oic acid, l,2-dihydro-4,5-

dihydroxy-, methyl ester, (2£,6a)-

356 C20H33CIO3 67025-22-3
Benzene, l-[2-[2-(2-chloroethoxy)ethoxy]ethoxy]-4-(l,l,3,3-

tetramethylbutyl)-

ci ch 2 ch 2 och 2 ch 2 och 2 ch 2 0ja
CCH2 CMe
I I

Me Me

160 170 160 100 200 210 220 230 240 250 260 270 260 290 300



6012 EPA/NIH MASS SPECTRAL DATA BASE 356

356 C21H24O6 72060-15-2
4if-l-Benzopyran -4-one, 2,3-dihydro-7-hydroxy-2-(4-
hydroxyphenyl)-5-methoxy-8-(3-methylbutyl)-

Me

MeCHCH 2 CH 2

MeO 0

100

80

eo

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

356 C2iH2803Si 2786-99-4
Estra-l,3,5(10)-triene-6,17-dione, 3-(trimethylsiloxy)-

Me

356 C22H28O2S 67902-81-2
Benzenecarbothioic acid, 2,4,6-triethyl-, S-(2-hydroxy-l-

methyl-2-phenylethyl) ester

Me

356 C24H24N2O 67134-53-6
Acetic acid, 2-methyl-2-phenyl-l-[2-phenyl-l-(phenylme=

thyl)ethenyl]hydrazide

CH2 Ph

Ac

h"
PhCH =CNNMe

357 C20H23NO5 75444-10-9
l,7-Cycloerythrinan-2,8-dione, 15,16-dimethoxy-, cyclic 2-(l,=
2-ethanediyl acetal)



358 EPA/NIH MASS SPECTRAL DATA BASE 6013

100

80

80

40

20

0
310 320 330 340 3*0 380 370 380 300 400 410 420 430 440 480

357 C21H15N3O3

1,3,5-Triazine, 2,4,6-triphenoxy-

Ph

°Y
N

Y°
Ph

OPh

1919-48-8

357 C21H30B3N3 72088-05-2
1,3,5,2,4,6-Triazatriborine, l,3,5-trimethyl-2,4,6-tris(l-methyl-
2,4-cyclopentadien-l-yl)-

Me

358 C9H8CI6O 2 2157-19-9
Bicyclo[2.2.1]hept-5-ene-2,3-dimethanol, 1,4,5,6,7,7-hexachloro-

HOCH

HOCH

310 320 330 340 380 380 370 380 3»0 400 410 420 430 440 480

358 C12H4CI6
1 ,1'-Biphenyl, 2,2' ,3,4' ,5',6-hexachloro-

38380-04-0

310 320 330 340 360 360 370 300 300 400 410 420 430 440 450

358 C 12H4CU
l,l'-Biphenyl, 2,2',3,3',4,6'-hexachloro-

38380-05-1



6014 EPA/NIH MASS SPECTRAL DATA BASE 358

358 C12H4CI6

l,l'-Biphenyl, 2,3,3',4,4',5-hexachloro-

38380-08-4

1^ L

160 170 160 190 200 210 220 230 240 2S0 200 270 280 290 300

310 320 330 340 360 300 370 380 380 400 410 420 430 440 460

358 C12H4CI6

l,l'-Biphenyl, 2,2',3,4',5,5'-hexachloro-

51908-16-8

L U 111 IlL L U nil 1 11 A

.

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

i|lll
,

lij
•

, ,

Hill
^

1 1 i

160 170 180 190 200 210 220 230 240 250 260 270 280 29< 300

.

ill. L T T T . , T ¥

310 320 330 340 360 380 370 380 390 400 410 420 430 440 460

358 C12H4CI6
l.l'-Biphenyl, 2,2',3,3',4,5'-hexachloro-

52663-66-8

310 320 330 340 360 380 370 380 390 400 410 420 430 440 460

358 C 12H4CI6
1 ,1'-Biphenyl, 2,3' ,4,4',5,5'-hexachloro-

52663-72-6

10 20 30 40 60 80 70 80 90 100 110 120 130 140 150

60 «

^ Cl 40-

T 20

0* 4in
,

¥— ,
.

mi
, ,

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

420 430 440 460

358
1 ,1

'

C12H4CI6
-Biphenyl, 2,2',3,3',5,

6'-hexachloro-

52744-13-5



358 EPA/NIH MASS SPECTRAL DATA BASE 6015

too

80

60

40

20

0
310 320 330 340 3S0 380 370 380 300 400 410 420 430 440 480

358 C12H4CL
l,l'-Biphenyl, 2,2',3,3',4,5-hexachloro-

55215-18-4

358 CisHuOs 57702-03-1
3-Benzofurancarboxaldehyde, 4,7-dihydro-2-(3-hydroxy-2,4-

dimethoxyphenyl)-5(or 6)-methoxy-4,7-dioxo-

358 C 12H4CI6 69782-90-7
l,l'-Biphenyl, 2,3,3',4,4',5'-hexachloro-

358 C 18H 18N2O4S 38353-77-4
Benzenesulfonamide, iV-tS-Cl.S-dihydro-l^-dioxo^H-iso0

indol-2-yl)propyl]-4-methyl-

0

ci ci

Op'N ( CH 2 ) 3 NHSO2

10 20 30 40 50 60 70 80 00 100 110 120 130 140 160

160 170 180 100 200 210 220 230 240 260 260 270 280 200 300

310 320 330 340 360 360 370 380 300 400 410 420 430 440 460

358 C 19H 15CIO5 58368-97-1
1,3,4,6-Hexanetetrone, l-(4-chlorophenyl)-6-(4-methoxyphenyl)-

10 20 30 40 60 60 70 80 00 100 110 120 130 140 150

40

20



6016 EPA/NIH MASS SPECTRAL DATA BASE 358

358 C21H26O5 53-03-2
Pregna-1,4“diene-3 1

1 1,20-trione, 17,21-dihydroxy-

H0CH2CO on

0 Me\

358 C 19H18O7 41093-66-7
2,5-Cyclohexadiene-l,4-dione, 2-(3,4-dihydro-5-hydroxy-7-
methoxy-6,8-dimethyl-4-oxo-2if-l-benzopyran-2-yl)-5-
methoxy-, (-)-

Me 0

ho 0 0

358 C20H38O3S 26510-92-9
Cyclohexanol, 5-methyl-2-(l-methylethyl)-, sulfite (2:1), [1/2-

[la(l/2*,2S*,5/2*),20,5a]]-

Pr-I Pr -

1

|^0 |yjQ

358 C2iH3o03Si 69597-46-2
Estra-l,3,5(10)-trien-17-one, 14-hydroxy-3-[(trimethylsilyl)oxy]-

Me



358 EPA/NIH MASS SPECTRAL DATA BASE 6017

358 C2iH3oOaSi 74299-18—6
E8tra-l,3,5(10)-trien-17-one, 4-hycLroxy-3- [ (trimethylsilyl)oxy]

-

310 320 330 340 330 330 S70 MO 380 400 410 420 430 440 430

358 C22H30O2S 96-66-2
Phenol, 4,4'-thiobis[2-(l,l-dimethylethyl)-6-methyl-

310 320 330 340 360 360 370 380 380 400 410 420 430 440 430

358 C22H30O2S 96-69-5
Phenol, 4,4’-thiobi8[2-(l,l-dimethylethyl)-5-methyl-

.vixxr

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

358 C22H3402Si 18880-67-6
Silane, [[(17/3)-3-methoxyestxa-l,3,5(10)-txien-17-yl]oxy]trimethyl-

Me

100

80

80

40

20

0

100

80

80

40

20

0

100

80

80

40

20

0

310 320 330 340 350 380 370 380 390 400 410 420 430 440 450

358 C23H34O3 60371-74-6
Phenanthrene, l,2,3,4,4a,9-hexahydro-5,6,8-trinaethoxy-l,l,4a-

trimethyl-7-(1-methylethyl)-, (S)-



6018 EPA/NIH MASS SPECTRAL DATA BASE 358

358 C26H30N2 71704-81-9
Benzenamine, AT-(3,4,5,6-tetraethyl-l-phenyl-2(lH)-pyridinyl=

Et

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

358 C26H46 72101-16-7
Benzene, butylhexadecyl-

359 CnHuN.I 69697-48-9
Pyridinium, 1,4-diphenyl-, iodide

1

100

80

60

40

20

0
10 20 30 40 50 60 70 80 80 100 110 120 130 140 150

359 C22H2iN02Si 53268-82-9
l-Oxa-3-aza-2-silacyclopentan-5-one, 4-ethyl-2,2,3-triphenyl-

360 C 11F12 37984-92-2
4,7-Ethano-2H-indene, l,2,2,3,4,5,6,7,8,8,9,9-dodecafluoro-4,7-

dihydro-



360 EPA/NIH MASS SPECTRAL DATA BASE 6019

100

80

60

40

20

0
310 320 330 340 350 360 370 380 300 400 410 420 430 440 450

360 Ci2HsFe206 74381-49—0
Iron, hexacarbonyl[M_ [(l,2-77 :3 ,4-77)-l-ethyl-l,3-butadiene-l,4-

diyl]]di— , (Fe-Fe)

o = u

Fe+

360 C12H20M02 12318-77-3
Molybdenum, tetrakis(?;3-2-propenyl)di-

310 320 330 340 3S0 380 370 380 390 400 410 420 430 440 460

360 C14H 13CIO6S 2 31081-07-9
Methanol, [(3-chlorophenyl)sulfonyl]-, 4-metl ylbenzenesulfonate

ci

360 C 14H13CIO5S 2 31081-11-5
Benzenesulfonic acid, 4-chloro-, [(4-methylphenyl)sulfonyl]methyl

ester

360 CnH24FeN203 54446-63-8
Iron, tricarbonyl[iV,iV'-l,2-ethanediylidenebis[cyclohexan :=

amine]~NyN']-, (TB-5-12)-

c = o

“\l/“
cro-o

100

60-

60 -

40-

20-

0 1 1 , ! ,, L. , 1. 4 -Jil,—i,-
I 7 Till ' I 1 T I 1 1 T

10 20 30 40 60 60 70 60 00 100 110 120 130 140 150



6020 EPA/NIH MASS SPECTRAL DATA BASE 360

360 C20H24O6 10207-58-6
17,18-Dinor-8/?H,9/8H-labda-13(16),14-diene-19,20-dioic acid,

15,16-epoxy-l/?,4,12-trihydroxy-, di-5-lactone

360 C20H24O6 10413-81-7
l,4-Ethano-3/f,7i/-benzo[l,2-c:3,4-c']dipyTan-3,7-dione, 9—(3—

furanyl)decahydro-4-hydroxy-4a,10a-dimethyl-, [lR-( 1a ,
=

4(8,4aa,6aa,9d,10ad,10ba)]-

360 C21H32N2O3 69688-31-9
Androst-4-ene-3,17-dione, 12-hydroxy-, bis(O-methyloxime),

(12/9)-

360 C22H32O4 72361-24-1
Naphthalenecarboxylic acid, l-[2-(3-furanyl)ethyl]-l,2,3,4,4a,=

7,8,8a-octahydro-4a-(methoxymethyl)-l,2-dimethyl-, methyl
ester

CH 2 0Me



360 EPA/NIH MASS SPECTRAL DATA BASE 6021

360 C22H3602Si 5055—42—5

Androst-4-en-3-one, 17-[(trimethylsilyl)oxy]-, (17/3)-

Me
i

OS I Me

360 C22H3602Si 69833-85-8
Androst-3-en-17-one, 3-[(trimethylsilyl)oxy]~, (5a)-

Me

170 180 ISO 200 210 220 230 240 250 280 270 280 290 300

10 20 30 40 50 80 70 80 80 100 110 120 130 140 150

80 *

60 *

40-

1
40

20-

Ji IL iJl L 20-—-—t

—

y i-.— L.
, j310 320 330 340 350 3 SO 370 380 390 400 410 420 430 440 450 0

310 320 330 340 350 380 370 380 390 400 410 420 430 440 450

360 C^HseCbSi 69833-84-7
Androst-3-en-17-one, 3-[(trimethylsilyl)oxy]-, (5/3)-

Me

360 C^HseOs 906-83-2
Pregnan-20-one, 3-(acetyloxy)-, (3/3,5a)-

360 35175-59-8

2,5-Cyclohexadiene-l ,4-dione, 2-octadecyl-

o

o

100

80

80

40

20 30 40 50 60 70 80 90 100 110 120 130 140 150

20



6022 EPA/NIH MASS SPECTRAL DATA BASE 360

360 C24H40O2 74978-19-1
Heptadecanoic acid, phenylmethyl ester

Me ( CH 2 ) 1 s C( 0 ) OCH2 Ph

360 C26H20N2 7510-33-0
Benzenamine, N,N'-(l,2-diphenyl-l,2-ethanediylidene)bis-

PhNsCC=NPh

361 C22H24N3P 34885-68-2
l,3,5-Diazaphosphorine-5(2H)-methanamine, tetrahydro-
N,1,3-triphenyl-

^CH 2 NHPh

9
Ph

100

80

80

40

20

0
10 20 30 40 60 60 70 80 90 100 110 120 130 140 ISO

362 CnH6Fe207 74381-47-8
Iron, hexacarbonyl[/i-[(l,2-7?:3,4-tj)-l-methoxy-l,3-butadiene-

1 ,4—diyl] ]di— , (Fe-Fe)

362 CuHaoOsSis 72361-20-7
Pentanedioic acid, 3-oxo-, tris(trimethylsilyl) ester

H02 CCH 2 COCH2 CO2 H +3 TMS



362 EPA/NIH MASS SPECTRAL DATA BASE 6023

100

80

60

40

20

0
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

362 C19H22O7 22425-59-8
2#-l-Benzopyran-3,4-diol, 2-(3,4-dimethoxyphenyl)-3,4-di~
hydro-7,8-^imethoxy-, [2R-(2a,3a,4a)]-

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

362 CwHnBrCh
Anthraquinone, l-(o-bromophenyl)-

20600-82-2

362 C2oHnBr02 20770-22-3
Anthraquinone, l-(m-bromophenyl)-

362 C2oHnBr02 20770-23-4
Anthraquinone, l-(p-bromophenyl)-

Br

362 CnHsoOsS 57683-67-7

2,6,10-Dodecatrien-l-ol, 3,7,ll-trimethyl-9-(phenylsu)fonyl)-,

(E&-
SO2 Ph

Me Me Me
I III

HOCH2 CH s CCH2 CM2 CH s CCH2 CHCH = CMe



6024 EPA/NIH MASS SPECTRAL DATA BASE 362

100 -

80 -

80 “

40 •

20 *

0 *

t

| | I
' T I* . . . »

' V 1

I I I

160 170 180 100 200 210 220 230 240 260 260 270 280 290 300

362 C22H34O4 3648-21-3
1,2-Benzenedicarboxylic acid, diheptyl ester

362 C21H30O6 72101-51-0
Pregnan-18-oic acid, 3,ll,21-trihydroxy-20-oxo-, 7-lactone,

(3/3,5a,11/3)-

1 1 r v 1 1 1 I 1 1 I 1 1

310 320 330 340 300 360 370 380 300 400 410 420 430 440 460

362 C22H34O4

1,2-Benzenedicarboxylic acid, butyl decyl ester

C( 0) 0( CH 2 ) 9 Mo

^L.C(0)0(CH 2 )3 Mo

89-19-0

362 C22H34O4 63922-54-3
l,5-Hexadiyne-3,4-diol, l,6-bis[3,3-dimethyl-2-(l-methyl=
ethyl)oxiranyl]-3,4-dimethyl-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

362 C22H34O4 63922—56—5
4,8-Dodecadiyne-2,ll-dione, 6,7-dihydroxy-3,6,7,10-tetra=

methyl-3,lO-bis(l-methylethyl)-

MeCO Mo CCMe

Me
|

joH | Me

MeCHCC : CCCC i CCCHMe
I II I

Me Me Me

HO



363 EPA/NIH MASS SPECTRAL DATA BASE 6025

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

362 C22H34O4 69651-45-2
2,5-Hexanedione, 3,4-bis[3-hydroxy-3-methyl-2-(l-methyl=

ethyl)-l-butenylidene]-

Me M«
I I

MeCH COMe CHMe

HO
| |

W3Me
|

OH

Ms CC = C = CC = C = COM®

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

362 C22H3802Si

5$-Androstan-3-one, 17/3-(trimethylsiloxy)-

18880-43-8

10 20 30 40 50 BO 70 80 »0 100 110 120 130 140 150

100 170 150 100 200 210 220 230 240 250 2«0 270 280 200 300

310 320 330 340 350 350 370 350 300 400 410 420 430 440 460

362 C23H38O3

Benzoic acid, 4-methoxy-, pentadecyl ester

56954-74-6

362 C23H38O3

Benzoic acid, 3-methoxy-, pentadecyl ester

C( 0) 0( CH 2 ) 1

4

Me

56954-75-7

10 20 30 40 50 SO 70 SO 00 100 110 120 130 140 150

ISO 170 180 100 200 210 220 230 240 250 260 270 2S0 200 300

363 C 16H29NO8 74410-42-7
D-Galactitol, 2-(acetylmethylamino)-2-deoxy-3,4,6-tri-0-methyl-,

1,5-diacetate

OMe

Me OMe
I I I

Ac NCHCHCHCHCH 2 OMe
I I

AcOCH 2 OAc

310 320 330 340 350 350 370 350 300 400 410 420 430 440 450



6026 EPA/NIH MASS SPECTRAL DATA BASE 363

100 '

80-

60-

40-

20-

0 t -
i
—

i i
‘

i r i |
-
T -r— - r,,M' i i i

—
i

460 470 480 490 500 510 520 530 540 560 560 570 560 590 600

363 C20H25NO3.CIH 57-37-4
Benzeneacetic acid, a-hydroxy-a-phenyl-, 2-(diethylamino)ethyl

ester, hydrochloride

Et Ph
I I

E t NCH 2 CH 2 OC( 0) COH

Ph

• HCI

363 C23H25NO3 54781-87-2
Dibenzo [f.h] pyrrolo[1,2-6] isoquinoline, 9,ll,12,13,13a,14-hexa=

hydro-3,6,7-trimethoxy-, (S)-

363 C23H29N3O 54508-12-2
4-Imidazolidinone, l,3-bis(l,l-dimethylethyl)-2-imino-5,5-di=
phenyl-

Bu-t
I

t
, ,

1

10 20 30 40 50 60 70
• •iiiii
80 90 100 110 120 130 140 150

L L ^ . 1 1 i
1 1 1 1 1 1 1

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

:_ll 1

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

363 C24H4SNO 63913-39-3
2-Pyrrolidinone, l-[3,7-dimethyl-9-(2,2,6-trimethylcyclo=

hexyl)nonyl]-

0



364 EPA/NIH MASS SPECTRAL DATA BASE 6027

364 CioHi6Be40i2 38999-30-3

Beryllium, pentakis[/i-(acetato-0 :0')]-M-bydroxy-M4-oxotetra-
364 C 13H16F3O 2RI1 74810-94-9
Rhodium, (j/*-l,2-diethenylcyclobutane)(l,l,l-trifluoro-2,4-

pentanedionato-0
,
0')-

Me

Me

r«-o
. I A../-
O-Be BerO
/ +‘\ 2/l /

\
-C 0 / / C
^ +*/ \ 1+2 11

0 — Be OBe-O

—Me

364 C13H16F3O2RI1 32610-46-1
Rhodium, [(l,2,5,6-?;)-l,5-cyclooctadiene](l,l,l-trifluoro-2,4-

pentanedionato-0 ,0 ')-

90

SO

40

20

H,
,CH 2 CFj

eC
c; i+^o=c^_
RhC ^CH

* CH>CH 2 Me

364 Ci4H3205Si3 10589-34-1
D-Ribonic acid, 2,3,5-tris-0-(trimethyIsilyl)-, 7-lactone

CH 2 OTMS

TMSO OTMS

100

80

80

40

20

0

100

80

80

40

20

0

100

80

80

40

20

0

"
‘f I*

""
1 > —“1

i 1 1 ,
... -

T | 1 » 1

310 320 330 340 350 380 370 380 300 400 410 420 430 440 450



6028 EPA/NIH MASS SPECTRAL DATA BASE 364

364 Ci4H3205Si3 10589-36-3
Xylonic acid, 2,3,5-tris-0-(trimethylsilyl)-, 7-lactone, D-

364 Ci4H3205Si3 32384-58-0
Arabinonic acid, 2,3,4-tris-0-(trimethylsilyl)-, lactone, D-

ch 2 otms

TMS

100

80

80

40

20

0

100

80

60

40

20

0

100

80

80

40

20

0

364 Ci4H3205Si3 32384-55-7
D-Arabinonic acid, 2,3,5-tris-0-(trimethylsilyl)-, 7-lactone

100

4^ 80

80

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

310 320 330 340 350 380 370 380 390 400 410 420 430 440 450

CH 2 OTMS

TMSO TMS

II . Jl- L Li . L
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

,

i, -i- ii. i

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

.... i...,

OTMS

364 Ci4H3205Si3 32384-59-1
Xylonic acid, 2,3,4-tris-0-(trimethylsilyl)-, 6-lactone, D-

OTMS

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

LI-

160 170 180 190 200 210 220 230 240 250 260 270 260 290 300



364 EPA/NIH MASS SPECTRAL DATA BASE 6029

364 Ci4H3206Si3 74742-31-7

Arabinonic acid, 2,3,5-tris-0-(trimethylsilyl)-, 7-lactone

Me
1

OS I Me

100

80

80

40

20

0

100

80

80

40

20

0

100

80

80

40

20

0

364 Ci4H3206Si3 74742-38-4
Ribonic acid, 2,3,5-tris-0-(trimethylsilyl)-, 7-lactone

364 C14H32P2RU 74792-85-1
Ruthenium, bis[(l,2 ,3-J7

)-2-methyl-2-propenyl]bis(trimethyl=
phosphine)-

Me 3 P

Mes P

-"1*- r- J ll+ *t—
160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

310 320 330 340 350 380 370 380 390 400 410 420 430 440 450

364 C 15H9IO3 68903-74-2
2i/-l-Benzopyran-2-one, 3-iodo-4-phenoxy-



6030 EPA/NIH MASS SPECTRAL DATA BASE 364

364 C17H21BO8 74793-44-5

DL-Xylitol, cyclic 2,3-(phenylboronate) 1,4,5-triacetate

CH2 OAc

100

80

60

40

20

0

100

80

80

40

20

0

100

80

60

40

20

0

364 Ci7H2602Rh 74810—99—4
Rhodium, bis[5,6-bis(7j2-ethenyl)cyclooctene] (2,4-pentanedion=

ato-0 ,
0')-, stereoisomer

364 Ci7H2502Rh 74825-25-5
Rhodium, [l,2-bis(»;2-ethenyl)-4-ethenylcyclohexane] (2,4-pen=

tanedionato-0,0' )-

h 2 c=ch

Me

0=c^_
^CH

0= C

CH2 Me

364 CisHnClOe 12772-57-5

6if-Oxireno[e] [2]benzoxacyclotetradecin-6,12(7fl)-dione, 8-

chloro-la,14,15,15a-tetrahydro-9,ll-dihydroxy-14-methyl-

ci



364 EPA/NIH MASS SPECTRAL DATA BASE 6031

364 Ci9H2sBr02 16373-36-7
Estra-l,3,5(10)-triene-3,17-diol, 2-bromo-l-methyl-, (17/3)-

310 320 330 340 360 3«0 370 300 390 400 410 420 430 440 460

364 C21H32O5 34217-21-5
Phenanthro[l,2-fe]oxirene-4-carboxylic acid, tetradecahydro-

lb-hydroxy-4,7a-dimethyl-9a-(l-methylethyl)-9-oxo~, methyl
ester, [laR-(laa, lb/3,3a/3,4/3,7aa,7b/3,9aa)]-

310 320 330 340 360 300 370 300 390 400 410 420 430 440 460

364 C21H32O5 34226-18-1
lhT-3,10a-Epoxyphenanthrene-8-carboxylic acid, dodecahydro-
2-hydroxy-4a,8-dimethyl-2-(l-methylethyl)-l-oxo-, methyl
ester, [2S-(2a,3a,4aa,4b/3,8a,8aa,10ao!)]-

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

100 170 100 190 200 210 220 230 240 260 260 270 200 290 300

310 320 330 340 360 360 370 380 390 400 410 420 430 440 450

364 C21H40N4O 67171-91-9
Propanenitrile, 3-[[3-[[3-(2-oxoazacyclotridec-l-yl)propyl] =
amino] propyl]amino]-

364 • C22H24N2O3

Alstophyllan-19-one, 4-acetyl-4-demethyl-

67497-76-1

10 20 30 40 60 60 70 00 90 100 110 120 130 140 160



6032 EPA/NIH MASS SPECTRAL DATA BASE 364

364 C23H28N2O2 53000-03—6
2,4-Imidazolidinedione, l,3-bis(l,l-dimethylethyl)-5,5-diphenyl-

Bu-t

365 C14H14CI3NO4 66789-88-6
L-Proline, l-[(2,4,5-trichlorophenoxy)acetyl]-, methyl ester

365 C21H23N3O3 23402-09-7
Spiro[5if,6ff-5a,9a-(iminomethano)-l/f-cyclopent[/] indolizine-

7(8H),2 ,-[2H]indole]-3',5,10(l ,H)-trione, 2,3,8a,9-tetrahydro-

8,8-dimethyl-, [5a/?-(5aa,7|8,8aj3,9aa:)]-

364 C24H32N2O 75601-28-4
Methanone, (l-methyl-lif-imidazol-2-yl)[4b,5,6,7,8,8a,9,10-

octahydro-4b,8-dimethyl-2-(l-methylethyl)-9-phenanthrenyl]-
[4bS-(4ba,8a,8aj8)]-

100

80

eo

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0
310 320 330 340 350 360 370 380 300 400 410 420 430 440 450

365 C24H47NO 63913-38-2
2-Pyrrolidinone, l-(3,7,ll,15-tetramethylhexadecyl)-

Me Me Me Me
I I I I

CH 2 CH 2 CH ( CH 2 ) 3 CH ( CH 2 ) 3 CH ( CH 2 ) 3 CHMe

100

80

60

40

20

0
10 20 30 40 50 80 70 80 90 100 110 120 130 140 150



366 EPA/NIH MASS SPECTRAL DATA BASE 6033

366 Ci8H2306P 74498-93-4
Phosphoric acid, 2,2-diethoxyethyl diphenyl ester

EtO OPh
1 1

Et OCHCH2 OP OPh
II

0

366 C 19H20B2O6 74793-45-6
DL-Xylitol, cyclic l,3:2,4-bis(phenylboronate) 5-acetate

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

366 C 19H26O7 51292-55-8
Azuleno[6,5-fe]furan-2(3/f)-one, 6,7-bis(acetyloxy)decahydro-

5-hydroxy-4a,8-dimethyl-3-methylene-, [3ai?-(3aa,4aj8,5|8,~

6a,7a,7aa,8a,9aa:)]-

366 C21H22N2O4 63964-36-3
6,21-Cyclo-4,5-secx)akuammilan-17-oic acid, 4,5-epoxy-5-methoxy-
methyl ester, (5S,6a)-

C( 0 ) OMe

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

310 320 330 340 MO 360 370 380 300 400 410 420 430 440 460



6034 EPA/NIH MASS SPECTRAL DATA BASE 366

366 C21H34O5 25594—18—7
8a-Podocarpan-15-oic acid, 8,12a-epoxy-13a,14a-dihydroxy-

13-isopropyl-, methyl ester

ILJi llll. III lllll.l . . II. 1 JJjL..
,ij . .. .

.
,

. .. . rj .
.

ji.. r

ISO 170 180 190 200 210 220 230 240 250 280 270 280 290 300

1 —1 T*-—r “ 1 "1 1 1 1——1 1 1 1 1
1 1

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

366 C21H34O5 34217-20-4
Phenanthro[l,2-fe]oxirene-4-carboxylic acid, tetradecahydro-

lb,9-dihydroxy-4,7a-dimethyl-9a-(l-methylethyl)-, methyl ester,

[laR-(laa,lbd,3a/3,4/3,7aa,7bj3,9d,9aa)]-

OH

100

80

80

40

20

0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

366 C22H21B 2C0 70181-49-6
Cobalt, [(2 ,

3
,
5 ,6

-
7j)-l,4-dihydro-l-phenylborin] [(1 ,2,3,4,5,6

-
17)-

1-phenylboratabenzene]-

310 320 330 340 350 3S0 370 380 390 400 410 420 430 440 450

366 C22H21B2C0 70181-50-9
Cobalt, [(3,4,5,6-7?)-l,2-dihydro-l-phenylborin] [(1,2,3,4,5,6-77)-

1-phenylboratabenzene]-

100-

80-

80-

40-

20-

1 1 1 1 U 1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

80-

60-

40-

20-

li 1 i 1

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

80-

60-

40*

20-

0-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



367 EPA/NIH MASS SPECTRAL DATA BASE 6035

367 C 14H16CI3NO4 66789-89-7
L-Valine, iV-[(2,4,5-trichlorophenoxy)acetyl]-, methyl ester

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

367 CiTHisChNChSi 74810-88-1
Benzoic acid, 2-[(2,6-dichloro-3-methylphenyl)amino]-, tri=

methylsilyl ester

6c Me
I

MeSI OC(O)

Me

X)

367 Ci7H26ClN02Si2 74367-57-0
lH-Indole-3-acetic acid, 5-chloro-2-methyl-l-(trimethylsilyl)-,

trimethylsilyl ester

Me
1

SI Me

Me\

Me
I

CH 2 C( 0) OS 1 Me

190 170 180 190 200 210 220 230 240 250 290 270 280 290 300

367 C20H21N3O4 63944-64-9
6,21-Cyclo—4,5-secoakuammilan-17-oic acid, 4-hydroxy-5-(hy~

droxyimino)-, methyl ester, (6a)-

C( 0) OMe

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

367 C 22H29N0 2Si 69833-43-8
Estra-l,3,5,7,9-pentaen-17-one, 3-[(trimethylsilyl)oxy]-, O-
methyloxime



6036 EPA/NIH MASS SPECTRAL DATA BASE 368

368 Ci4H28N402Si3 18551-03-6
ftff-Purine, 9-(trimethylsilyl)-2,6-bis[(trimethylsilyl)oxy]-

Me
I

MeSI 0

368 Ci6Hi2N8S2 25746-68-3
1/f-Tetrazole, 5,5'-[methylenebis(thio)]bis[l-phenyl-

Ph

N SCHsS <r N
V / W //

N— N N—

N

\
Ph

368 C20H16O7 14016-29-6
2,6-Epoxy-2ff-anthra[2,3-&]oxocin-8,13-dione, 3,4,5,6-tetra=

hydro-7,9,1l-trihydroxy-2-methyl-

ho 0 HO

368 C20H16O7 29376-69-0
4iJ-l-Benzopyran-4-one, 7-(acetyloxy)-2-[4-(acetyloxy)~
phenyl]-5-methoxy-

MeO 0

368 C17H20O9 74742-36-2
Tricyclo[5.2.0.025

]nonane-3,4,8,9-tetracarboxylic acid, 6-oxo-,
tetramethyl ester

100 -

80

60

40

20

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0



368 EPA/NIH MASS SPECTRAL DATA BASE 6037

368 C20H20N2O6 63999-23-5

Oxonareline

368 C20H21BO6 74793-13-8
l,3,2-Dioxaborinane-4-methanol, 5-(benzoyloxy)-2-ethyl-, benzoate

(ester), trans-

MS C20H21BO6 74793-25-2
1,3,2-Dioxaborolane-4,5-dimethanol, 2-ethyl-, dibenzoate, (4S-

trans)-

/ Nv,CH 2 OC(0)Ph

CH 2 0C(0)Ph

100'

aO'

60

40

10 20 30 40 60 60 70 80 00 100 110 120 130 140 150

368 C21H20O6 69682-23-1
Benzeneacetic acid, 2-hydroxy-5-(3-methoxy-3-oxo-l-prope c:

nyl)-a-[(4-methoxyphenyl)methylene]-, methyl ester

CH=CHC(0)0Me

368 C 2iH4o0 3Si 75299-44-4
Oxacyclotetradec-lO-en-2-one, 14-pentyl-13-[(trimethylsilyl)oxy]-,

[13S-(10Z,13i?*,14i?*)]-

100

80

80

40

20

0

100

80

80

40

20

0

100

80

80

40

20

0

20



6038 EPA/NIH MASS SPECTRAL DATA BASE 368

368 C21H44N4O 67171-93-1
l,5,9,13-Tetraazacyclopentacosan-14-one

368 C21H44N4O 67473-75-0
Azacyclotridecan-2-one, l-[3-[[3-[(3-aminopropyl)amino]°

propyl]amino]propyl]-

( CH 2 ) 3 NH ( CH 2 ) 3 NH ( CH 2 ) 3 NH 2

0

100

60

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0
310 320 330 340 350 360 370 380 300 400 410 420 430 440 450

368 C22H44N2O2 74420-93-2
Octadecanamide, iV-(2-methylpropyl)-iV-nitroso-

NO
I

Me ( CH 2 ) 1 e CONBu -

1

368 C23H45OP 74645-96-8
Phosphine oxide, bis[methyl(l-methylethyl)cyclohexyl]propyl-

Me Me

Pr-I Pr-I

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

II L.
10 20 30 40 60 60 70 80 80 100 110 120 130 140 150

..1 1.1 1 1 1 .ill 1.
,

..... 1

160 170 180 190 200 210 220 2310 240 250 260 270 280 290 300

369 C13H14CI3NO5 66789-90-0
L-Threonine, JV-[(2,4»5-trichlorophenoxy)acetyl]-, methyl ester



369 EPA/NIH MASS SPECTRAL DATA BASE 6039

369 Ci7H36N02Si3 68595-60-8
Silanamine, l,l,l-trimethyl-iV-[2-[(trimethylsilyl)oxy]-2-[4-

[
(trimethylsilyl)oxy ]phenyl] ethyl]

-

369 C20H19NO6 4825-86-9
L-Phenylalanine, N-[(3,4-dihydro-8-hydroxy-3-methyl-l-oxo-

lif-2-benzopyran-7-yl)carbonyl]-, (R)-

369 C22H27NO4 42972-38-3
3,5-Pyridinedicarboxylic acid, l,4-dihydro-l,2,6-trimethyl-4-

(2-phenylethenyl)-, diethyl ester

100

SO

SO

40

20

0

v
N
A^ c( °> oe '

CH = CH P h

C( 0) OE I

10 20 30 40 SO 60 70 80 SO 100 110 120 ISO 140 ISO

369 C22H29N2O3 69306-89-4
Corynanium, 19,20-didehydro-16-(hydroxymethyl)-17-meth=
oxy-4-methyl-17-oxo-, (4a,19E)-

100

80

80

40

20

0

100

80

80

40

20

0

100

80

80

40

20

0

CH 2 OH

i

10 20 30 40 50 80 70 80 00 100 110 120 130 140 150

1 1 1 1

180 170 180 100 200 210 220 230 240 250 280 270 280 200 300

1 i L

310 320 330 340 350 380 370 380 390 400 410 420 430 440 450

369 C22H3iN0 2Si 69833-42-7
Estra-l,3,5(10),7-tetraen-17-one, 3-[(trimethylsilyl)oxy]-, 0-
methyloxime

Me



6040 EPA/NIH MASS SPECTRAL DATA BASE 369

369 C22H3iN02Si 69833-99-4
Estra-l,3,5(10),6-tetraen-17-one, 3-[(trimethylsilyl)oxy]-, 0-
methyloxime

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

370 C20H38N2O4 67456-23-9
1,4-Dioxa-7 ,

10-diazacyclododecane-6,1 1-dione, 7 ,10-dihexyl-

r"vA,

( CH 2 ) 6 Me

( CH 2 ) 6 Me

100

80

370 C21H22O6 64272-50-0
1,3-Benzodioxole, 6-[2,3-dihydro-5-methoxy-3-methyl-6-(2-
propenyloxy)-2-benzofuranyl]-4-jnethoxy-, (2S-trans)-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

370 C21H22O6 64272-49-7
6(2if)-Benzofuranone, 3,5-dihydro-5-methoxy-2-(7-methoxy-

l,3-benzodioxol-5-yl)-3-methyl-5-(2-propenyl)-, [22?-(2a,=
3a,5a)]-

370 C21H22O6 64272-51-1
1,3-Benzodioxole, 6-[2,3-dihydro-5-methoxy-3-methyl-6-(2-
propenyloxy)-2-benzofuranyl]-4-methoxy-, (2R-cis)-

H 2 C ! CHCH2 0 o

10 20 30 40 50 60 70 90 100 110 120 130 140 150



370 EPA/NIH MASS SPECTRAL DATA BASE 6041

370 C21H22O6 69721-91-1
Benzenepropanoic acid, 4-hydroxy-3-[l-(methoxycarbonyl)-2-

(4-methoxyphenyl)ethenyl]-, methyl ester, (E)-

CH 2 CH 2 C(0) OMe

370 C21H26N2O4 69862-18-6
Yohimban-16-carboxylic acid, 17,18-dihydroxy-, methyl ester,

(16a,17a,18a)—

370 C21H38O6 62722-96-7
Butanedioic acid, (15-hydroxyhexadecyl)methylene-

C02 H

HO CH 2
I I H

M®CH( CH 2 ), 4 CHCC02 H

tN

M'

«'

4t‘

M'

10 20 30 40 50 60 70 SO 60 100 110 120 130 140 ISO

ii.
.
Hi k i

100-

80-

60*

40

20

1 , . 1
1

|

i|

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

80 •

60*

40

20-

310 320 330 340 350 380 370 380 390 400 410 420 430 440 450

370 C22H26O 5 1247-70-7
Estra-l,3,5(10)-trien-17-one, 3,16-bis(acetyloxy)-, (16/3)-

Me

100

80

80

40

20

^ . i.

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

80 •

80

40 *

20*
•

.... I. _ i * L ~
180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

80

60

40

20-

L ,

310 320 330 340 350 380 370 380 390 400 410 420 430 440 450

370 C22H26O5 3434-45-5
Estra-l,3,5(10)-trien-6-one, 3,17-bis(acetyloxy)-, (17/3)-

M«

100

80

60

40

20

0

100

80

80

40

20

0

100

80

80

40

20

0

0

10 20 30 40 50 80 70 80 90 100 110 120 130 140 160

1
,

-1
,

-L —J- , ,

180 170 go 1)0 200 2 10 220 230 240 250 260 270 260 2*0 300

310 320 330 340 350 380 370 380 390 400 410 420 430 440 450



6042 EPA/NIH MASS SPECTRAL DATA BASE 370

370 C22H28O5 60297-83-8
Benzofuran, 2,3-dihydro-7-methoxy-3-methyl-5-(l-propenyl)-

2-(3,4,5-trimethoxyphenyl)-, [2fi-[2a,3/5,5(E)]]-

OMe

100-

80-

60

40

20

10 20 30 40 50 60 70 80 00 100 110 120 130 140 150

80 -

60-

40

20-

_i lJ 1 1 n . . . .V IlllldfllVIlIIII
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

SO-

60-

40

20-

1 li

310 320 330 340 350 360 3 0 380 390 400 410 420 430 440 450

370 C22H26O6 69744-63-4
Estra-l,3,5(10)-triene-3,17-diol, 16,17-epoxy-, diacetate, (16a,17/3)-

100-

80-

60-

40-

20-

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

80-

60-

40-

20-

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

80-

60-

40-

20-

1*

310 320 330 340 350 380 370 380 390 400 410 420 430 440 450

370 C22H26O5 75299-49-9
6(2if)-Benzofuranone, 2-[(3,4-dimethoxyphenyl)methyl]-3,3a-
dihydro-5-methoxy-3-methyl-3a-(2-propenyl)-, [2S-(2a,=
3a,3aa)]-

> > ' I I > I I I T

—

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

370 C22H26O6 75299-50-2
6(2if)-Benzofuranone, 2-[(3,4-dimethoxyphenyl)methyl]-3,5-

dihydro-5-methoxy-3-methyl-5-(2-propenyl)-, [2S-(2a,3a,5/3)]-

100

80

60

40

20

0

100

80

80

40

20

0

100

80

60

40

20

0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

370 C23H30O2S 67902-79-8
Benzenecarbothioic acid, 2,4,6-triethyl-, S-(2-hydroxy-2-

phenylbutyl) ester



371 EPA/NIH MASS SPECTRAL DATA BASE 6043

370 C^HwCLSi 28426-43-9
19-Norpregn-4-en-20-yn-3-one, 17-[(trimethylsilyl)oxy]-, (17a)-

OTMS

370 C23H3402Si 38631-87-7
19-Norpregn-5(10)-en-20-yn-3-one, 17-[(trimethylsilyl)oxy]-,

(17a)-

370 C23H 4GO 55282-66-1
9-Octadecene, l-(2,3-dimethoxypropoxy>-,

OMe
1

Me ( CH 2 ) 7 CH =CH( CH 2 ) s OCH 2 CHCH 2 OMe

370 C28H34 72121-37-0
Benzene, 1 ,4-bis [

l-(dimethylphenyl)ethyl]dimethyl-

OTMS

CH

100

80

60

40

20

0

100

80

80

40

20

0

100

80

60

40

20

0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

U ^ ll . .

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

: , , ^ ,1-
.

> 1, 1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

. 1 ... 1.1

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

u*“
t r- » T f ““ » T" *r* 1 1 —» 1 1 1 r—

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

371 C 14H 13NO7S2 31081-08-0
Methanol, [(4-nitrophenyl)sulfonyl]-, 4-methylbenzenesulfonate



6044 EPA/NIH MASS SPECTRAL DATA BASE 371

371 C14H13NO7S2 31081-12-6
Benzenesulfonic acid, 4-nitro-, [(4-methylphenyl)sulfonyl]methyl

ester

SO2 och 2 SO2

02 NA^

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

371 C23H21N3O2 13787-70-7
s-Triazine-2,4(1/7,3if)-dione, l-ethyldihydro-3,5,6-triphenyl-

pv X s*
N N

Ph 7
0

Et

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

372 Ci8Hi3Br04 58330-13-5
1,3,4,6-Hexanetetrone, l-(4-bromophenyl)-6-phenyi-

COCH 2 COCOCH2 COPh

371 C22H33N02Si 69688-21-7
Estra-l,3,5(10)-trien-17-one, 3-[(trimethylsilyl)oxy]-, 0-
methyloxime

Me

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0
310 320 330 340 350 360 370 380 390 400 410 420 430 440 460

„ -
,

- i‘| , 1
_ ,

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

1 . ..Hi.iiiiviiii
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

L i-

.

.—,—,—.—.—.—.—n-

372 C20H20O7 2306-27-6
4/7-l-Benzopyran-4-one, 2-(3,4-dimethoxyphenyl)-5,6,7-tri=
methoxy-



372 EPA/NIH MASS SPECTRAL DATA BASE 6045

100

00-

00

40-

20-

0 i-f*i l
L 1

I I I l
1 » »

—
» » 1 »

310 320 330 340 350 300 370 360 390 400 410 420 430 440 450

372 C20H24N2O3S 65838-71-3

Benzamide, 2,2'-sulfmylbis[Ar-(l-methylethyl)-

372 C20H36O6 16069-36-6
Dibenzo[6,fc] [l,4,7,10,13,16]hexaoxacyclooctadecin, eicosahydro-

HI L liJ
10 20 30 40 50 00 70 00 90 100 110 120 130 140 150

|J

100 170 00 190 200 210 220 230 240 250 200 270 200 290 300

310 320 330 340 350 MO 370 380 380 400 410 420 430 440 460

372 C21H24O6 69721-65-9
Benzenepropanoic acid, 4-hydroxy-3-[2-methoxy-l-[(4-meth=

oxyphenyl)methyl]-2-oxoethyl]-, methyl ester

CH2CH2C(0) OMe

100-

60-

60-

40-

20-

372 C21H24O6 70561-33-0
6(2H)-Benzofuranone, 2-(l,3-benzodioxol-5-yl)-3,3a,4,5-tetra :=

hydro-5,7-dimethoxy-3-methyl-3a-(2-propenyl)-, [2S-(2a,=
3ft3aa,5j8)]-

372 C22H3203Si 29825-40-9
Estra-l,3,5(10)-trien-17-one, 2-methoxy-3-[(trimethylsilyl)oxy]-

10 20 30 40 50 00 70 00 90 100 110 120 130 140 150



6046 EPA/NIH MASS SPECTRAL DATA BASE 372

372 C22H3203Si 29825-41-0
Estra-l,3,5(10)-trien-17-one, 3-methoxy-2-[(trimethylsilyl)oxy]-

Me

372 C 22H3203Si 51497-41-7
Estra-l,3,5(10)-trien-17-one, 3-methoxy-4-[(trimethylsilyl)oxy]-

Me

372 C22H3203Si 69688-17-1
Estra-l,3,5(10)-txien-16-one, 3-methoxy-17-[(trimethylsilyl)oxy]-,

(17/3)—

100

80

60

40

20

0

100

80

60

40

20

0

100

80
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40

20

0

L
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

i.i|- ,iiii ill ..|i ,nl.
ll

1 1- 1.

160 170 180 190 200 210 22C
1 1 1 1 1 V 1

230 240 250 260 270 280 290 300

u
i i i i ——i

—
i i i i i » i i

310 320 330 340 350 360 370 380 300 400 410 420 430 440 450

372 C22H3203Si 74299-20-0
Estra-l,3,5(10)-trien-17-one, 6-methoxy-3-[(tximethylsilyl)oxy]~,

(6a)-

Me



372 EPA/NIH MASS SPECTRAL DATA BASE 6047

372 C22H3203Si 74290-21-1
E6tra-l,3,5(10)-trien-17-one, 6-methoxy-3- [ (trimethylsilyl)oxy]

(60)-

310 320 330 340 350 300 370 380 390 400 410 420 430 440 450

372 C22H3203Si 74299-22-2
Estra-l,3»5(10)-trien-17-one, 15-methoxy-3-[(trimethylsilyl)oxy]-

(150)-

310 320 330 340 360 300 370 380 300 400 410 420 430 440 460

372 C28Hi6OS2 74810-15-4
[l,2]Dithiolo[l,5-6] [l,2]oxathiole-7-5rv

, 2,3,4-triphenyl-

.0^ ^Ph
s

310 320 330 340 360 380 370 380 390 400 410 420 *30 440 450

372 C28H160S2 74810-16-5

[1 ,2] Dithiolo[ 1 ,5-6] [
1,2]oxathiole-Z-S™, 2,3,5-triphenyl-

^ ^Ph

XXX

310 320 330 340 360 380 370 380 300 400 410 420 430 440 460

372 C28H160S2 74810-17-6
[l^JDithiolotl.S-feHl^Joxathiole-Z-Srv, 2,4,5-triphenyl-

.0^ ^Ph
8yyy

1 .

.

L

10 20 30 40 60 60 70 60 00 100 110 120 130 140 150

U_
180 170 180 180 200 210 220 230 240 280 280 270 280 290 300



6048 EPA/NIH MASS SPECTRAL DATA BASE 372

li

310 320 330 340 350 360 37C 380 390 400 410 420 430 440 450

372 C23H16OS2 74810-18-7
[l,2]Dithiolo[l,5-6] [l,2]oxathiole-7-Siv

,
3,4,5-triphenyl-

PA

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

310 320 330 340 350 360 370 3SO 390 400 410 420 430 440 450

372 C23H36N2O2
Pregn-4-ene-3,20-dione, bis(O-methyloxime)

26432-00-8

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

1 - .iiiiiiiiiiiiiii
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

Ill ,

372 C24H24N2O2 72088-32-5
Pyridine, l,l'-([l,l'-biphenyl]-ar,ar'-diyldicarbonyl)bi8[l,2,3,4-

tetrahydro-

O—

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

372 C25H40O2 55130-16-0
9-Octadecenoic acid (Z)-, phenylmethyl ester

PhCH 2 OC( 0 ) ( CH 2 ) 7 CH :CH( CH 2 ) 7 Me

ll. l-ll 1—

P

Lbljy ^
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

372 C26H44O
A-Norcholestan-2-one, (5a)-

2310-36-3

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

10 20 30 40 50 60 70 80 90 100 110 120 130 140 ISO



373 EPA/NIH MASS SPECTRAL DATA BASE 6049

372 C27H48 72101-15-6
Benzene, hexadecylpentyl-

Me ( CH2 ) 4 ( CH 2 ) 1 s Me

100

so

60

40

20

0

100

60

60

40

20

0

100

80

60

40

20

0 I » *1 “
I I ‘"‘I —

T

""
I I I

»'
I
!! f

310 320 330 340 360 360 370 380 390 400 410 420 430 440 460

373 C 14H20N3O5PS 13457-18-6
Pyrazolo[l,5-a]pyrimidine-6-carboxylic acid, 2-[ (diethoxy

=

phosphinothioyl)oxy]-5-methyl-, ethyl ester

OEt

.. . J. I|l Jl . 1. .11. .1 L -1,

10 20 30 40 50 60 70 60 90 100 110 120 130 140 160

1 1 1 L.

160 170 160 100 200 210 220 230 240 260 260 270 280 200 300

. l

373 C 16H19NO10 23140-98-9
2if-l,4-Benzoxazin-3(4ff)-one, 4-(/S-D-glucopyranosyloxy)-2-
hydroxy-7-methoxy-

373 C18H25CI2NO3 66087-83-0
1-Piperidinecarboxylic acid, 4-(3,3-dichloro-2-hydroxypropyl)-

3-ethyl-, phenylmethyl ester, [3a,4a(S*)]-(db)~

0H

PhCH 2 0C(0)

310 320 330 340 360 360 370 380 300 400 410 420 430 440 460



6050 EPA/NIH MASS SPECTRAL DATA BASE 373

373 C21H27NO5 42972-34-9
3,5-Pyridinedicarboxylic acid, l,4-dihydro-4-(4-methoxy=

phenyl)-!,2,6-trimethyl-, diethyl ester

Me

374 CeHeClsO 127-90-2
Propane,1,1'-oxybis [2 ,3 ,3,3-tetrachloro-

Cl 3CCHCH2OCH2 CHCCI 3

Cl Cl

374 Ci3Hi4FeNi02 71900-00-0
Nickel, [(l,4,5-?/)-4-cycloocten-l-yl](l,l,l,5,5,5-hexafluoro-2,4-

pentanedionato-0,0')-, stereoisomer

374 C16H30P2RU 74573-19-6
Ruthenium, ( 776

-2 ,4-cyclopentadien-l-yl) (2-methyl-2-prope=
nyl)bis (trimethylphosphine)-

ii jili . J
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

...iijl.i. ...i|ll.L
,

,lil|lll.i
, , , ,

. nll.|

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

.-Illll-
. r—r— '*

1 1 a 1 1 1 1 1 1 1 -i— . 1

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



374 EPA/NIH MASS SPECTRAL DATA BASE 6051

374 C20H14B2CI2N2 35704-34-8
Naphtho[2,l-e]-l,3,2,4-diazadiborine, 2,4-dichloro-l,2,3,4-

tetrahydro-3-(l-naphthalenyl)-

ci

B
HN N

I

374 C20H14N4O4 69395-32-0
Benzene, l-[(2-nitrophenyl)azo]-2-[2-(2-nitrophenyl)ethenyl]-

374 C 22H 14O6 17734-93-9
[2^'-Binaphthalene]-l,l',4,4'-tetrone, 8,8'-dihydroxy-6,6'-dimethyl-

ho 0 0 OH

0 0

100

80

80

40

20

0

10 20 30 40 50 80 70 80 90 100 110 120 130 140 ISO

1 1 ,—, 1.1

,

1 u Ju 1 1
> , 4.1, _

374 C22H14O6 20175-84-2
[l,2'-Binaphthalene]-5,5',8,8'-tetrone, l',4-dihydroxy-2,3'-di=
methyl-, (-)-

l_jL Jllj .

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

i
i
i
t
i
i

m
1

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

1 id U_li |L Jj

310 320 330 340 3S0 380 370 380 390 400 410 420 430 440 450

374 C22H 14O6 20175-85-3

[2,2
,

-Binaphthalene]-5,5',8,8'-tetrone, l,l'-dihydroxy-6,6'-dimethyl-

310 )20 UO 340 3M 360 )70 310 W 400 410 420 4)0 440 4i0



6052 EPA/NIH MASS SPECTRAL DATA BASE 374

374 C22H14O6 24456-79-9
[2,2'-Binaphthalene]-l,l',4,4'-tetrone, 5,5'-dihydroxy^7,7'-dimethyl-

ho 0 0 OH

310 320 330 340 3S0 360 370 360 390 400 410 420 430 440 460

374 C22H14O6 58274-95-6
[2,2'-Binaphthalene]-l,4,5',8'-tetrone, l\8-dihydroxy-3,6'-dimethyl-

V
HO 0

f

HO 0

160 170 160 190 200 210 220 230 240 250 260 270 280 290 300

374 C 22H3403Si 61103-05-7
Androst-4-ene-3,17-dione, 7-[ (trimethylsilyl)oxy ]

-, (7a)-

374 C22H3403Si 69688-13-7
Androst-4-ene-3,17-dione, 2-[(trimethylsilyl)oxy]-, (2/3)—

310 320 330 340 360 360 370 380 390 400 410 420 430 440 460

374 C22H3403Si 69688-28-4
Androst-4-ene-3,17-dione, 12-[(trimethylsilyl)oxy]-, (12/3)-



374 EPA/NIH MASS SPECTRAL DATA BASE 6053

374 C22H340aSi 69833-67-6
Androst-4-ene-3,17-dione, 6-[(trimethylsilyl)oxy]-, (6/3)-

Me

100

80

60

40

20

0

100

80

00

40

20

0

100

80

80

40

20

0
310 320 330 340 350 360 370 380 300 400 410 420 430 440 450

. Li . ... i...

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Ji

160 170 180 100 200 210 220 230 240 250 260 270 280 200 300

-L-h—

1

l| .,L J.
,

...u
374 C23H34O4 60371-72-4
9(5/f)“Phenanthrenone, 4b,6,7,8,8a,10-hexahydro-l,3,4-tri~

methoxy-4b,8,8-trimethyl-2-(l-methylethyl)-, (4bS-trans)-

OMe

374 C23H3802Si 6689-89-0
19-Nor-17a-pregn-4-en-3-one, 17-(trimethylsiloxy)-

OTMS

374 C24H26N2O 2 72088-33-6
Pyridine, l^^^-tetrahydro-l-lfar'-d-piperidinylcarbonyOfl,-

l'-biphenyl]-ar-yl]carbonyl]-

o—00--0

310 320 330 340 350 360 370 380 300 400 410 420 430 440 450



6054 EPA/NIH MASS SPECTRAL DATA BASE 375

375 CioHigAsFeNaCL 32697-25-9
Iron, tetracarbonyl[tris(dimethylamino)arsine]-

Me
I

375 C15H21NO0S2 67257-64-1
Pyrrolidine, 2-[2-[3-methoxy-4-[(methylsulfonyl)oxylphenyl] =

ethenyl]-l-(methylsulfonyl)-, (E)-(±)~

MeO

Me SO: 0

SO2 Me

376 CsCls 29082-74-4
Benzene, pentachloro(trichloroethenyl)-

ci

ci

i
111, ilil

,

"
T
— - "r T“ T-*——I r— t

in, »
,

yu 1 1
l
UU—1

—

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

376 Ci3Hi203Se2 58751-61-4
Acetic acid, [(3-formylbenzo[b]selenophene-2-yl)seleno]-, ethyl ester

Se .SeCH 2 C(0) OEt

376 CioH3206Si3 72378-92-8
Hexanedioic acid, 3-oxo-, tris(trimethylsilyl) deriv.

HO2 CCH 2 CH 2 COCH 2 CO2 H + 3TMS



376 EPA/NIH MASS SPECTRAL DATA BASE 6055

376 C 18H 16O9 61451-85-2
4if-l-Benzopyran-4-one, 2-(3,4-dihydroxyphenyl)-5,7-di=

hydroxy-3,6,8-trimethoxy-

MeO

HO 0

376 Ci9Hi6FeN203 54515-24-1
Iron, tricarbonyl[Ar^/V'-(l,2-dimethyl-l,2-ethanediylidene)bi9=:

[benzenaminel-AT^V']-, (TB-5-12)-

Me Ph

100

80

80

40

20

O'

100

80

ao

40

20

0

100

to

ao

40

20

0

376 C20H24O7 3143-37-1
2if-l-Benzopyran-3-ol, 3,4-dihydro-5,7-dimethoxy-2-(3,4,5-
trimethoxyphenyl)-, (2R-cis)-

OMe

Ma 0

376 C20H24O7 24268-45-9
2-Butenoic acid, 4-hydroxy-2-(hydroxymethyl)-, 3,3a,4,5,6a,

=

7,9a,9b-octahydro-9-methyl-3-methylene-2-oxospiro[azule=
no[4,5-fc]furan-6(2i/).2'-oxiran]-4-yl ester, [3aR-[3a«,4/3=
(E),6/3,6aa,9aa,9b/3]]-

Me

HOCH 2

100

«

so •

so-

40-

20-

10 20 30 40 50 60 70 80 60 100 110 120 130 140 150

80 -

60 -

40*

20*

l, . .

180 170 180 100 200 210 220 230 240 250 250 270 280 200 300

376 C20H24O7 49776-54-7
2-Butenoic acid, 2-(hydroxymethyl)-, la, 5a, 7,8,8a,9, 10, 10a-
octahydro-4-(hydroxymethyl)-10a-methyl-8-methylene-7-
oxooxireno[5,6]cyclodeca[l,2-6]furan-9-yl ester, (la/Z-

[la/?*,2Z,4E,5a/?*,8ai?*,9R*(Z),10a/?*]]-

HOCHi
1

MeCH >CC( 0) 0

CHjOH

100

80

ao

40

20

0
10 20 ao 40 ao ao 70 ao ao 100 no 120 130 140 iso

iij^i

—

mJ_

—

T—



6056 EPA/NIH MASS SPECTRAL DATA BASE 376

376 C22H16O6 60548-82-5
5,12-Methano-5/f-benzo [4,5] cyclohepta[ 1 ,2-6]naphthalene-

6,11,13(12H)-trione, 1,5,7-trihydroxy-3,9-dimethyl-, (±)-

HO 0 OH

376 C22H20N2O4 34221-68-6
lif-l-Benzazepine-3,4-dicarboxylic acid, 2,3-dihydro-2-(LH-

indol-3-yl)-, dimethyl ester

376 C23H36O 4 60371-73-5
9-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro-l,3,4-trimeth=

oxy-4b,8,8-trimethyl-2-(l-methylethyl)-, [4bS-(4ba,8ad,9a)]-

OMe

376 C23H36O4 60371-75-7
9-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro-l,3,4-trimeth=

oxy-4b,8,8-trimethyl-2-(l-methylethyl)-, [4/3S-(4ba,8ad,9/3)]-

OMe



376 EPA/NIH MASS SPECTRAL DATA BASE 6057

376 C23H«o02Si 74806-98-7

Silane, ethenylmethylbis [(1,7,7-trimethylbicyclo [2 . 2. 1 ]hept-2-
yl)oxyj-

osi
I

376 C24H28N2O2 72088-31-4
Piperidine, 1,1'—([1,1 '-biphenyl]-or,ar'-diyldicarbonyl)bis-

O—CrO—o

376 C24H40O3 434-13-9
Cholan-24-oic acid, 3-hydroxy-, (3a,5/8)-

376 C26H32O2 74708-33-1
Androst-5-en-17-one, 3-hydroxy-16-(phenylmethylene)-

Me

376 C26H36N 2 74663-75-5
Benzenamine, N/7'-l,2-ethanediylidenebi8[2,6-bi8(l-methylethvl)-

Pr-I Pr-I

100

to

to

40

10 20 30 40 50 60 70 00 00 100 110 130 130 140 150
, . .1

, V -4
20



6058 EPA/NIH MASS SPECTRAL DATA BASE 376

100

80

60

40

20

0 t -T ”
i i i

Mm
i i“““ i i—

r

i

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

377 C24H19N5 66389-00-2
ll-Azatricyclo[12.2.2.26 »8]eicosa-5,7,ll,14,16,17,19-heptaene-

2,2,13,13-tetracarbonitrile, 12-methyl-

377 C24H42B3N 65953-33-5
9-Borabicyclo[3.3.1]non-9-amine, iV,iV-bis(9-borabicyclo~

[3.3.1]non-9-yl)-

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

Hi., .ijii j.niil..,

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

378 C9H10CI4S11 15725-06-1
Stannane, trimethyl(2 ,3,4,5-tetrachlorophenyl)-

ci

1- l.l.-l.. hill .1.1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

378 CnHi8Be40i2 39335-38-1
Beryllium

,
pentakis(acetato)methoxyoxotetra-

Jbo 4 0( 0C( 0) Me ) 5 0Me^°

378 Ci5H3406Si3 74778-25-9
arabino-Hexonic acid, 2-deoxy-3,5,6-tris-0-(trimethylsilyl)-,

7-lactone

Me
I

OS I Me

OS I Me
I

Ms

100

80

80

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



378 EPA/NIH MASS SPECTRAL DATA BASE 6059

378 C16H26N2O4S.CIH 67370-69-8
Hexanoic acid, 6-[(3-aminopropyl)[(4-methylphenyl)sulfonyl] =

amino]-, monohydrochloride

( CH 2 )3NH 2

S02N(CH2)sC02H HCI

378 CisHisCIOt 38629-31-1
llH-Dibenzo[b,e][l,4]dioxepin-7-carboxylic acid, 9-chloro-8-
hydroxy-3-methoxy-l,4,6-trimethyl-l1-oxo-

378 C 18H30N6O3 67969-48-6
Triimidazo[l,5-a:l',5'-c:l",5"-e][l,3,5]triazine-l,5,9(2if,6//,=

10H)-trione, hexahydro-2,3,3,6,7,7,10,ll,ll-nonamethyl-

378 C22H32AI2N2 12406-75-6
Aluminum, bis[^-(benzenemethaniminato)

]
tetraethyldi-

Et'

PhCH- . |

^N— Al +3V-
. L

Et — Al — n:

Et



6060 EPA/NIH MASS SPECTRAL DATA BASE 378

378 C22H34O6 62655-12-3
Kaurane-3,7,18-triol, 15,16-epoxy-, 3-acetate, (3a,4/3,7/3,15a)-

160 170 180 190 200 210 220 230 240 260 280 270 280 290 300

310 320 330 340 350 380 370 380 390 400 410 420 430 440 460

379 C15H10INO3 75332-30-8
Iodonium, (l,2-dihydro-l,4-dihydroxy-2-oxo-3-quinolinyl)phenyl-,

hydroxide, inner salt

379 C17H21N3OS3 23971-99-5
Spiro[furo[2,3-d]thiazole-2(3H),4'-imidazolidine]-2',5'-dithione,

tetrahydro-1
'
,3

'
,3a-trimethyl-3-(phenyImethyl)-

Me

379 C 1sH22NO3.Br 125-23-5

Morphinanium, 7,8-didehydro-4,5-epoxy-3,6-dihydroxy-17,17-

dimethyl-, bromide, (5a,6a)-

100

80

60

40

20

0

100

60

60

40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

;

. ..1Li.
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

379 C23H25NO4 571-70-0
Dibenzo[/,h]pyrrolo[l,2-fe]isoquinolin-14-ol, 9, 11,12, 13,13a,14-

hexahydro-3,6,7-trimethoxy-, (13aS-cis)-

100 j
80-

60-

40-

20 -

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



380 EPA/NIH MASS SPECTRAL DATA BASE 6061

379 C23H25NO4 75331-71-4
Dibenzo[/,h]pyrrolo[l,2-6]isoqumolinol, 9,ll,12,13,13a,14-hexa=:

hydro-3,6,7(or 3,7,14)-trimethoxy-, (13a5-ircms)-

100

so

so

40

20

0

380 CioHsNsO^S.ClHCU 57954-48-0
2ff-l,2,3-Thiadiazine, 2-(2,4-dinitrophenyl)-6-methyl-, mono=

perchlorate

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

..xxrOr hcio4

+ HOMe

- h 2 0

379 C26H21NO2 74810-79-0
l#-Isoindole-l,3(2H)-dione, 2-[3-(10,ll-dihydro-5/7-dibenzo=

[a,d]cyclohepten-5-ylidene)propyl]-

380 C 13H 18F6N2O4 2804-68-4
L-Ornithine, iV2^V5-bis(trifluoroacetyl)-, butyl ester

C( 0) 0( CH 2 ) 3 Me

FCCONH( CH 2 )

3

CHNHCOCF

F F

1 .1 1,1 . ill i i L i .. .1
10 20 30 40 5C 80 70 80 90 100 110 120 130 140 150

: J J

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

1

310 320 330 340 350 380 370 380 390 400 410 420 430 440 450

380 Ci4H2sS4Si2 72088—23—4
2,4,6,&-Tetrathiatricyclo[3.3.1.13 -7]decane, 9,10-dimethyl-, bis=

(trimethylsilyl) deriv.

+2TMS

100

so

so

40

20

0
10 30 30 40 SO 80 70 80 »0 100 110 120 ISO 140 ISO



6062 EPA/NIH MASS SPECTRAL DATA BASE 380

380 CisHaeOsSia 20561-78-8
Xylopyranose, 2-0-methyl-l,3,4-tri9-0-(trimethylsilyl)-, D-

380 C22H24N2O4 22029-96-5
16,19-Seco8trychnidine-10,16-dione, 14-hydroxy-19-methyl-

380 C22H28N202Si 74810-87-0
3if-Pyrazol-3-one, 4-butyl-l,2-dihydro-l,2-diphenyl-5-[(tri~
methylsily1)oxy]

-

100

80

eo

40

20

0

100

80

80

40

20

0

100

80

80

40

20

0
310 320 330 340 350 380 370 380 300 400 410 420 430 440 460

.i.L -.! i. ^ j ... i

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

180 170 180 190 200 210 220 230 240
, ...

250 280 270 280 290 300

380 C23H4402Si 59632-82-5
Silane, ethenylmethylbis[[5-methyl-2-(l-methylethyl)cyclo~

hexyl]oxy]-, [la(li?*,2S*,5i?*),2/3,5a]-

l-Pr

Me



381 EPA/NIH MASS SPECTRAL DATA BASE 6063

380 C2&H44 74646-45-0

Naphthalene, trihexyl-

381 CnHaaPPt 74811-08-8
Platinum, bis

[ ( 1 ,2 ,3
-

7?)-2-methyl-2-propenyl] (trimethylphosphine)-

pm« 3

1 j LluJili
10 20 30 \0 50 80 70 80 90 100 110 120 130 140 150

,1

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

,,Jl

310 320

1 (1

330 340 350 380 370 380 390 400 410 420 430 440 450

381 C13Hi7F6N06 74367-29-6
Pentanoic acid, 2-[(trifluoroacetyl)amino]-5-[(trifluoroacetyl)oxy]-,

butyl ester

C(0)0(CH 2 )»M«

f
I

F
1 I 1

FCC( 0) 0( CHs ) j CHNHCOCF

F F

100

80

•0

10 20 30 40 50 60 70 80 #0 100 110 120 130 140 160

100

80

60

40

20

0
160 170 180 100 200 210 220 230 240 260 260 270 260 280 300

381 C 15H18CI3NO4 66789-91-1
L-Leucine, N-[(2,4,5-trichlorophenoxy)acetyl]-, methyl ester

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

381 C15H18CI3NO4 66789-92-2
L-l8oleucine, iV-[(2,4,5-trichlorophenoxy)acetyl]-, methyl ester

C( 0) OMe

100

80

80

40

20

0

100

80

80

40

20

0

100

80

80

40

20

0
310 320 330 340 350 380 370 380 390 400 410 420 430 440 450

il 1 lLI 1 1 1

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

in U J_1 ulj
180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

1 U .

40

20



6064 EPA/NIH MASS SPECTRAL DATA BASE 381

381 C26H40BNO 74810-35-8
Borinic acid, diethyl-, [2-(cyclohexylimino)cyclc>octyl]phenylmethyl

ester

Ph Et
I I

CHOBEt

381 C26H39NO 60727-73-3
Pregna-5,17(20)-diene-20-carbonitrile, 3-(l,l-dimethylethoxy)-,

(30)-

Me

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

381 C26H55N 5910-75-8
1-Tridecanamine, N-tridecyl-

100

80

60

40

20

0
10 20 30 40 60 60 70 80 00 100 110 120 130 140 160

Me ( CH 2 ) 1 2 NH ( CH2 ) 1 2 M©

‘t
^ - r -JlL., r

310 320 330 340 360 360 370 380 390 400 410 420 430 440 460

382 Ci7H26N206Si 40732-67-0
Propaiioic acid, 2,2-dimethyl-, [2,3,3a,9a-tetrahydro-6-oxo-3-

[(trimethylsilyl)oxy]-6if-furo[2 ,

,3
,:4,5]oxazolo[3,2-a]pyrimi-

din-2-yl]methyl ester, [2R-(2a,30,3a0,9a0)]-

382 C22H26N2O4 67491-63-8
Benzeneacetic acid, a-(l-oxopropoxy)-, 2-benzoyl-l-(l,l-di~

methylethyl)hydrazide

Ph Bu-t
I I

E t C( 0 ) OCHCONNHCOPh

100

80

80

40

20

0

100

80

60

40

20

0

100

80

80

40

20

0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



383 EPA/NIH MASS SPECTRAL DATA BASE 6065

382 C22H38O5 2315—63—1

Ethanol, 2-[2-[2-[2-[p-(l,l,3,3-tetramethylbutyl)phenoxy]eth=

oxy]ethoxy]ethoxy ]

-

382 C24H3402Si 28426-34-8
Silane, [(3-methoxy-19-nor-17a-pregna-l,3,5(10)-trien-20-yn-

17-yl)oxy] trimethyl-

M« Me

10 20 30 40 50 80 70 80 90 100 110 120 130 140 160

100

60

60

40

310 320 330 340 350 360 370 360 390 400 410 420 430 440 450

382 C23H46N2O2

Octadecanamide, -/V-nitroso-N-pentyl-

N0
1

Me ( CH2 ) 1 e CON ( CH2 ) 4 Me

74420-95-4

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

460 470 480 490 500 510 520 530 540 550 560 670 580 590 600

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

383 C 13H12CI3NO6 66789-93-3
L-Aspartic acid, N-[(2,4,5-trichlorophenoxy)acetyl]-, 1-methyl ester

CH2CO2H

383 C18H37N3O.2CIH 67171-84-0
1,5,9-Triazacycloheneicosan-lO-one, dihydrochloride

100

60

60

40

20

0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



6066 EPA/NIH MASS SPECTRAL DATA BASE 383

383 C26H29N3 69687-74-7
Methanimidamide, iV,iV'-bis(2,4-dimethylphenyl)-iV-[[(2,4-

dimethylphenyl)imino]methyl]-

Me

100-

80-

60*

40-

20-

Ll jL J i 1
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

80-

60-

40-

20-

. i
, ,V 1 1. I 1’ : - . ' i ' ' ' 1 V k ft

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

80-

60-

40-

20-

i.

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

383 C26H41NO 62623-47-6
Pregn-5-ene-20-carbonitrile, 3-(l,l-dimethylethoxy)-, (3/3)-

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

384 CioHeCleOa 59473-46-0
l,4-Epoxy-5,7-methano-lff-2,3-benzodioxepin, l,4,8,9,9a,10-

hexachloro-4,5,5a,6,7,9a-hexahydro-

ci

* 1

1 1 1 1*1 1 1 1
- r 1 1

310 320 330 340 350 360 370 380 300 400 410 420 430 440 450

384 CioH6Cl603 75420-31-4
l,4-Epoxy-5,7-methano-l.ff-2,3-benzodioxepin, 1,4,6,8,9,9a-

hexachloro-4,5,5a,6,7,9a-hexahydro-

ci



384 EPA/NIH MASS SPECTRAL DATA BASE 6067

384 Ci2H3e04Si6 3555-47-3

Trisiloxane, 1,1,1 ,5,5,5-hexamethyl-3,3-bis [ (trimethylsilyl)oxy
]

-

Me SI OS I OS I Me
I I

Me Me

Me

MeSI 0

Me

384 CnH^OeSi 72347-48-9
a-D-Glucofuranose, 6-0-(trimethylsilyl)-, cyclic l,2:3,5-bis(bu=

tylboronate)

ch 2 otms
l

•

O-CH

100 ^

80-

li

r , h,
60-

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 40-

20-

ISO 170 180 180 200 210 220 230 240 2S0 280 270 280 280 300

384 CiTHwBaOeSi 72347-47-8
a-D-Galactopyranose, 6-0-(trimethylsilyl)-, cyclic l,2:3,4-bis=

(butylboronate)

1

Iv-uL H M- 1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

310 320 330 340 350 360 370 360 390 400 410 420 430 440 450

384 C21H20O7 62498-98-0
[2,6'-Bi-2iJ-l-benzopyran]-4(3if)-one, 3,5,7-trihydroxy-5'-
methoxy-2',2 ,-dimethyl-, (2S-trans)-

CH2OTMS

100

60

60

40

20

0

100

80

60

40

20

0

100

60

60

40

20

0



6068 EPA/NIH MASS SPECTRAL DATA BASE 384

384 C21H20O7 75112-86-6

1,3-Benzenediol, 4- [7-(acetyloxy)-3,4-dihydro-2H-l-benzo=:

pyran-3-yl]-, diacetate

384 C21H22O3P2 34204-53-0
Phosphonic acid, [(triphenylphosphoranylidene)methyl]-, dimethyl

ester

OMe Ph
I I

MeOPCH = PPh
II I

0 Ph

384 C22H24O2S2 72360-98-6
6if-l-Benzothiocin-6-one, 2,3,4,5-tetrahydro-3,5,5-trimethyl-

3-[2-(methylthio)benzoyl]-

100

so

so

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

384 C22H28N 2O4 65025-21-0
Yohimban-16-carboxylic acid, 17-hydroxy-ll-methoxy-, methyl

ester, (16a,17a)-

OMe

384 C23H46O2P 74630-15-2
Phosphonous acid, (1-methylethyl)-, bis[5-methyl-2-(l-

methylethyl)cyclohexyl] ester

Me Me



385 EPA/NIH MASS SPECTRAL DATA BASE 6069

384 CMHwChSi 55517-59-4
Hexadecanoic acid, 3,7,11,15-tetramethyl-, trimethylsilyl ester

Me Me Me Me Me
I I I I I

MeCH ( CH 2 ) 3 CH ( CH 2 ) 3 CH ( CH 2 ) 3 CHCH 2 C( 0 ) OS I Me

Me

100

00

00

40

20

0

100

00

00

40

20

0

100

00

00

40

20

0

I... .1 J. .. l.< . L. 1 ..

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

L ^ .

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

I -
310 320 330 340 350 360 370 380 390 400 410 420 430 440 460

384 C26H36O3 75113-21-2
Phenol, 3-methoxy-5-methyl-2-(3,7,ll-trimethyl-2,6,10-dode :=

catrienyl)-, acetate, (EJ?)-

384 C27H44O 14214-69-8
Cholesta-4,6-dien-3-ol, (3/3)-

1 1 4 >, ..11
,

ill, d j

.

ll
,
.ill,. ljJ|Li. J|LliL.JLL

10 20 30 40 SO SO 70 80 »0 100 110 120 130 140 160

384
Pyrazine, tetraphenyl-

C28H20N2 642-04-6

Ph

;V
Ph

|

Ph

385 C25H38B3N 65953-34-6
9-Borabicyclo[3.3.1]non-9-amine, iV-9-borabicyclo[3.3.1]non-

9-yl-)V-(2,3-dihydro-3-methyl-l/7-l-benzoborol-l-yl)-

40

20



6070 EPA/NIH MASS SPECTRAL DATA BASE 386

386 C9H4CI6O4 115—28—6
Bicyclo[2.2.1]hept-5-ene-2,3-dicarboxylic acid, 1,4, 5,6,7,7-

hexachloro-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

386 CioH6Te2 52875-49-7
Naphtho [ 1 ,8-cd]-1 ,2-ditellurole

Te— To

386 C21H22O7 62499-03-0
[2,6'-Bi-2if-l-benzopyran]-4(3/f)-one, 3',4'-dihydro-3,5,7-tri=
hydroxy-5'-methoxy-2',2'-dimethyl-, (2S-trans)-

ho 0

386 C22H18N4O3 69395-31-9
Acetamide, iV-[2-[[2-[2-(2-nitxophenyl)ethenyl]phenyl]azo]phenyl]-

386 C22H18N4O3 69395-33-1
Acetamide, [2—[2—[2— [

(2-nitrophenyl)azo]phenyl]ethenyl]phenyl]-



386 EPA/NIH MASS SPECTRAL DATA BASE 6071

386 C22H26O6 75363-17-6
6(2if)-Benzofuranone, 3,3a-dihydro-3a-methoxy-3-methyl-5-

(2-propenyl)-2-(3,4,5-trimethoxyphenyl)-, [2S-(2a,3a,3aa)]-

OMe

386 C22H26O6 75363-18-7
6(2ff)-Benzofuranone, 3,3a-dihydro-3a-methoxy-3-methyl-5-

(2-propenyl)-2-(3,4,5-trimethoxyphenyl)-, [2<S-(2a,3a,3a/?)]-

OMe

1 * t » i 1 * 1 > 1 t 1 t - t r- —1 —T -

310 320 330 340 350 360 370 360 390 400 410 420 430 440 460

386 C22H28O6 75363-19-8
6(2//)-Benzofuranone, 3,3a-dihydro-3a-methoxy-3-methyl-5-

(2-propenyl)-2-(3,4,5-trimethoxyphenyl)-, [2R-(2a,3j8,3a/3)]-

OMe

100 -

60-

386 C24H34O4 71-58-9
Pregn-4-ene-3,20-dione, 17-(acetyloxy)-6-methyl-, (6a)-

100-

80-

60*

40*

20-

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

80 -

60 •

40-

20-

»- .L» J j ^ II L .

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

80 •

60*

40-

20-

I. j. .i

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

386 C24H51OP 78-50-2

Phosphine oxide, trioctyl-

( CH 2 ) 7 M«

Me ( CH 2 ) 7 P ( CH 2 ) 7 Me

0

so

40

20

10 20 30 40 SO eo 70 *0 90 100 110 120 130 140 ISO



6072 EPA/NIH MASS SPECTRAL DATA BASE 386

386 C26H43P 74792-91-9
Phosphine, bis[methyl(l-methylethyl)cyclohexyl]phenyl-

l-Pr Pr-I

Me Me

386 C27H46O 74985-65-2
Cholest-3-en-6-ol, (5a)-

I I I" I » ' I I " I I I ' I
' 11 *

I 1 » »

310 320 330 340 360 360 370 380 390 400 410 420 430 440 450

386 C27H46O 28398-76-7
Cholest-2-ert-6-ol, (5a,6a)-

Me

387 C18H29NO8 64018-57-1
5-Isoxazolidinecarboxylic acid, 2-[2,3:5,6-bis-0-(l-methyl=

ethylidene)-a-D-mannofuranosyl]-5-methyl-, methyl ester, (R)-•

Me 0— CH 2X •

Me O-CH

l<£i>i

x
Me Me

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0



387 EPA/NIH MASS SPECTRAL DATA BASE 6073

387 C 18H29NO8 69494-10-5
5-Isoxazoiidinecarboxylic acid, 5-methyl-2-[2,3:5,6-bis-0-(l-
methylethyhdene)-a-I>-mannofuranosyl]-, methyl ester, (S)-

MeOC(O)

Me

387 C21H38CINO3 75332-35-3
4-Tetradecenamide, N-(2-chloro-4-oxopentyl)-7-methoxy-N-
methyl-

MeO Me Cl
I I I

Me ( CH2 ) • CHCH2 CH=CHCH 2 CH 2 CONCH 2 CHCH2 COMe

387 C22H33N03Si 74299-35-7
Estra-l,3,5(10)-trien-17-one, 15^hydroxy-3-[(trimethylsilyl)oxy]-,
O-methyloxime, (15/9)-

387 C22H33N03Si 74299-40-4
Estra-l,3,5(10)-trien-17-one, 14-hydroxy-3-[(trimethylsilyl)oxy]-,

O-methyloxime

Me

100

80

80

40

20

0

100

80

80

40

20

0

100

80

80

40

20

0
310 320 330 540 360 380 370 880 300 400 410 420 430 440 460



6074 EPA/NIH MASS SPECTRAL DATA BASE 387

387 C23H33NO4 74299-11-9
Acetic acid, [[[(17d)-17-hydroxy-17-methylandrosta-l,4-dien-

3-ylidene]amino]oxy]-, methyl ester

Me

100-

80-

60-

40

20*

10 20 30 40 50 60 70 80 00 100 110 12*0 130 140 160

80

60

40-

20-

- ...1I1L I.li J JlL- jllL

160 170 180 100 200 210 220 230 240 250 260 270 280 200 300

80-

60-

40-

20-

. L , L

310 320 330 340 350 360 370 380 300 400 410 420 430 440 450

388 C6Br2F5PS 53327-33-6
Phosphonothioic dibromide, (pentafluorophenyl)-

F

100

80

80

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0
310 320 330 340 360 360 370 380 300 400 410 420 430 440 450

5

-1 - ^ u
10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

I
i^i 1. II l.l,

160 170 180 100 200 210 220 2 i0 240 250 260 270 280 200 300

1*
r , , t t , ,

L J , r—, r t 1-

388 Ci2Hi6Cr2N202S2 12215-16-6
Chromium, bis(776-2,4-cyclopentadien-l-yl)bis[M-(methane=

thiolato)]dinitrosyldi-, (Cr-Cr

)

388 CisHeCleO 74421-52-6
Benzene, trichloro[(trichlorophenoxy)methyl]-

ci ci



388 EPA/NIH MASS SPECTRAL DATA BASE 6075

388 CieHieHf 39292-59-6
Hafnium, bis(l,3,5,7-cyclooctatetraene)-

Hf

388 C20HMN2O4S 65838-72-4
Benzamide, 2,2'-sulfonylbis[iV-(l-methylethyl)-

388 C20H24N2O6 69796-14-1
3,5-PyTidinedicarboxylic acid, l,4-dihydro-l,2,6-trimethyl-4-

(4-nitrophenyl)-, diethyl ester

C(0>oei

100

90

80

40

20

0

10 20 30 *0 50 90 70 80 90 100 110 120 130 140 150

388 C21H24O7 70447-99-3
5,10b-(Epoxymethano)-10bH-naphtho[2,l-c]pyran-7-carboxylic

acid, 2-(3~furanyl)dodecahydro-7-methyl-4,ll-diox(>-, methyl
ester, (2a,4aa,5a,6a/?,7a,10a/?,10ba)-(+)-

Me C( 0) OMe

100

80

60

40

20

0

100

80

60

40

20

0

100

80

00

40

20

0

388 C2iH4iC10 2Si 17202-01-6
Silane, chlorobis(p-menth-3-yloxy)methyl-

Pr-i Pr-i

10 20 30 40 50 00 70 80 90 100 110 120 130 140 150

100 170 180 190 200 210 220 230 240 250 200 270 280 290 300

310 320 330 340 350 3«0 370 380 300 400 410 420 430 440 450



6076 EPA/NIH MASS SPECTRAL DATA BASE 388

388 C22H28O2S2 72360-99-7
2H-l-Benzothiocin-3-methanol, 3,4,5,6-tetrahydro-6-hydroxy-

3,5,5-trimethyl-a-[2-(methylthio)phenyl]-

HO Me

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

388 C22H28O6 66610-37-5
Spiro[cyclopropane-l,2'(r.H

r

)-phenanthrene]-r,4'(3'.ff)-dione,
10'-(acetyloxy)-4'b,5',6',7',8',8'a,9',10'-octahydro-3',9'-di=

hydroxy-2,4'b,7'-trimethyl-8'-methylene-, [2'S-[2'a(R*),3'a, :=

4'b/8,7'/3,8'aa,9'/3,10'a])-

10 20 30 40 50 60 70 80 00 100 110 120 130 140 150

388 C22H28O6 69833-77-8
Estra-l,3,5(10)-triene-3,16,17,17-tetrol, 3,17-diacetate, (16a,17/3)—

Me AcO OH

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

388 C23H20N2O4 39713-26-3
2-Butenedioic acid, 2-[4-cyano-l,4-dihydro-l-(phenylmethyl)-

3-quinolinyl]-, dimethyl ester, (Z)-

CH2 Ph

388 C23H32O5 16597-57-2
Androst-5-en-17-one, 3,16-bis(acetyloxy)-, (3/3,16/3)-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



388 EPA/NIH MASS SPECTRAL DATA BASE 6077

388 C23H3603Si 50876-23-8
Retinoic acid, 5,6-epoxy-5,6-dihydro-, trimethylsilyl ester

Me

Me
i

MeSI OC(0)CH:CCH:CHCH:CCH:CH
I I I

Me Me Me
Me

388 C23H3603Si 50876-24-9
Retinoic acid, 5,8-epoxy-5,8-dihydro-, trimethylsilyl ester

Me Me Me
I I I

C : CHCH ! CHC : CHC( 0 ) OS I Me

388 CwHseChSi 74298-79-6
Silane, [[(16a,17/?)-16,17-dimethoxyestra-l,3,5(10)-trien-3-yl]=:

oxy]trimethyl-

Me

100

80

80

40

20

0

100

80

80

40

20

0

100

80

60

40

20

0

388 C24H36O4 69688-15-9
Pregnane-3,20-dione, 17-(acetyloxy)-6-methyl~, (5/3,6a)-

Me AcO Ac

i— »
"T i - 1 — 1 1

11
1 —

t

1 1 i r 1 1

310 320 330 340 650 360 370 380 300 400 410 420 430 440 450

I



6078 EPA/NIH MASS SPECTRAL DATA BASE 388

388 C25H40O3 1173-32-6
Cholan-24-oic acid, 3-oxo-, methyl ester, (5/3)-

388 C25H40O3 15074-03-0
Cholan-24-oic acid, 3-oxo-, methyl ester, (5a)-

Me

388 C26H28O3 51209-86-0
Estra-l,3,5(10)-trien-17-one, 3-(benzoyloxy)-2-methyl-

PhC( 0) 0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

388 C28H20O2

2-Butene-l,4-dione, 1,2,3,4-tetraphenyl-

Ph

l ?
PhCOC=CCOPh

7510-34-1

389 C16H23NO10 14086-90-9
D-Glucopyranose, 2-(acetylamino)-2-deoxy-, 1,3,4,6-tetraacetate

ch 2 oac

NHAc

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

4—L,



390 EPA/NIH MASS SPECTRAL DATA BASE 6079

100

80

80

40

20

0
180 170 180 100 200 210 220 230 240 280 280 270 280 200 300

389 C23H39N02Si 56210-83-4
Andro8t-4-en-3-one, 17-[(trimethylsilyl)oxy]-, O-methyloxime,

(170)-

390 C7H4I2O3 618-76-8
Benzoic acid, 4-hydroxy-3,5-diiodo-

1

390 CsHsBrCle 1715-40-8
Bicyclo[2.2.1]hept-2-ene, 5-(bromomethyl)-l,2,3,4,7,7-hexachloro-

390 C20H22BF3N 2O2 20434-89-3
Boron, [3,5-bis(2,4,6-trimethylphenyl)-l,2,4-oxadiazole 4-

oxide-N2
]trifluoro-, (T-4)-

310 320 330 340 380 360 370 380 300 400 410 420 430 440 480



6080 EPA/NIH MASS SPECTRAL DATA BASE 390

390 C20H22O8

Glucitol, 1,6-dibenzoate, D-
5346-88-3

HO OH OH
I I I I

PhC( 0) OCH 2 CHCHCHCHCH 2 OC( 0) Ph
160 170 130 190 200 210 220 230 240 250 230 270 230 290 300

100

«

80-

60-

40-

20 °

l ii

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150 310 320 330 340 350 380 370 330 3 JO 400 410 420 430 440 450

390 C22H30O4S 57683-66-6
2,6,10-Dodecatrienoic acid, 3,7,ll-trimethyl-9-(phenylsulfonyl)-,
methyl ester, (EJE)-

180 170 180 190 200 210 220 230 240 250 280 270 200 290 300
SO2 Ph
I

Me Me
1 1

Me

310 320 330 340 350 330 370 380 390 400 410 420 430 440 450

390 C21H26O7 71594-01-9
2H-l-Benzopyran, 3,4-dihydro-6,7-dimethoxy-3-(2,3,4,5-
tetramethoxyphenyl)-, (S)-

180 170 180 190 200 210 220 230 240 250 260 270 230 290 300

310 320 330 340 350 380 370 380 390 400 410 420

390
Euclanone

C22H14O7 62996-97-8

-i—

b

Me OC ( O ) CH = CCH 2 CH 2 CH = CCH 2 CHCH : CMe

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

390 C24H38O4 131-15-7
1,2-Benzenedicarboxylic acid, bis(l-methylheptyl) ester

Me

C( O) OCH( CH 2 ) 5 Me

Me
I

C( O) 0CH( CH 2 ) 5 Me

310 320 330 340 350 300 370 380 390 400 410 420 430 440 450

10 20 30 40 50 00 70 80 90 100 110 120 130 140 160



392 EPA/NIH MASS SPECTRAL DATA BASE 6081

390 C28H22O2 34733-52-3
1,4-Butanedione, l,4-bis([l,l’-biphenyl]-4-yl)-

310 320 330 340 350 360 370 340 390 400 410 420 430 440 450

391 C23H4iN02Si 32206-63-6
5or-Androstan-17-one, 3/3-(trimethylsiloxy)-, O-methyloxime

310 320 330 340 350 360 370 380 390 400 410 420 430 440 460

391 CoHuNOaSi 69833-83-6
Androstan-3-one, 17-[(trimethyUilyl)oxy]-, O-methyloxime,

(5/3,17/3)—

160 170 180 180 200 210 220 230 240 280 260 270 280 290 300

310 320 330 340 360 360 370 380 380 400 410 420 430 440 460

392 C 12H3CI7

l,l’-Biphenyl, 2,2',3,3',4,4',5-heptachloro-

35065-30-6

310 320 330 340 360 360 370 380 390 400 410 420 430 440 460

392 C 12H3CI7

l,l'-Biphenyl, 2,2',3,3',4,5,6
,-heptachloro-

38411-25-5

310 320 330 340 360 360 370 360 380 400 410 420 430 440 460

10 20 30 40 50 80 70 80 80 100 110 120 130 140 160



6082 EPA/NIH MASS SPECTRAL DATA BASE 392

392 C12H3CI7

l.l'-Biphenyl, 2,3,3',4,4',5,5'-heptachloro-

39635-31-9

160 170 160 100 200 210 220 230 240 250 260 270 280 290 300

M r——*1 , r-

310 320 330 340 350 300 370 300 390 400 410 420 430 440 450.

392
1 ,1

'-

C12H3CI7

Biphenyl, 2,2',3,3',5,5',6-heptachloro-

52663-67-9

100 170 180 190 200 210 220 230 240 260 200

i

100-

80-

60-

40-

! 1
20-

,! 1.
1

0 T t T 7 , T ,4—r r. ,, II, ,11,
,

111,
,

310 320 330 340 350 300 370 380 390 400 410 420 430 440 450 120 130 140 150

392 C12H3CI7

1,1'-Biphenyl, 2,2' ,3,3',5,6,6'-heptachloro-

52663-64-6

270 280 290 300

420 430 440 450

392
1 ,1

'

C 12H3CI7

-Biphenyl, 2,2' ,3,4' ,5,5',6-heptachloro-
52663-68-0

310 320 330 340 350 300 370 380 390 400 410 420 430 440 450

392 C12H3CI7

l,l'-Biphenyl, 2,2',3,3',4,6,6'-heptachloro-

52663-65-7

1 It UL. Il| |.i ll li ll



392 EPA/NIH MASS SPECTRAL DATA BASE 6083

392 C12H 3CI7 52663-69-1
l,l’”Biphenyl, 2,2',3,4,4

,,5',6-heptachloro-

ci

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

392 C 12H3CI7

1,1-Biphenyl, 2,2',3,3
,

,4,5',6
,-heptachloro-

ci

Cl Cl

52663-70-4

392 C 12H3CI7 52663-71-5
1,1-Biphenyl, 2,2',3,3’,4,4',6-heptachlora-

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

392 C 12H3CI7 52663-74-8
l,l'-Biphenyl, 2,2',3,3

, ,4,5,5'-heptachloro-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

392 C12H3CI7 69782-91-8
l,l’-Biphenyl, 2,3,3

, ,4',5,5',6-heptachloro-

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

Cl

Cl

.1 11,. 1.

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

ill . . 1I1 11

180 170 180 190 200 210 220 230 240 250 260 270 280 290 300

ill, l U
T

1
T 1 1 » 1

UIUUH » 1 1
» 1

-
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



6084 EPA/NIH MASS SPECTRAL DATA BASE 392

392 Ci2H2oBe40i2 12562-30-0
Beryllium, pentakis(acetato)ethoxyoxotetra-

392 Ci6H3206Si3 52842-26-9
D-Glucofuranuronic acid, l,2,5-tris-0-(trimethylsilyl)-, 7-lactone

(Be40(0C(0)Me)50Et]°

392 C16H20F3O2RI1 74811-04-4
Rhodium, (jj

4-l,2-diethenylcyclohexane)(l,l,l-trifluoro-2,4-
pentanedionato-0,0')-, stereoisomer

C(0)0

I

/-CH /

kq>-

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

310 320 330 340 350 360 370 380 390 400 410 420 430 440 460

cc
.ch 2 cf 3

."cfl^o-4.
RhC.

H^CH 2 \le

160 170 180 160 200 210 220 230 240 250 260 270 280 290 300

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

392 Ci9H36N2OSi3 69937-46-8
lif-Indole-3-ethanamine, N,l-bis(trimethylsilyl)-5-[(tri=

methylsilyl)oxy]-

,H
,

,

<

t 4-.
80-

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160 80-

40-

20 -

o 1

ii,-
80-

Sl Me

M«\

MaSI O
I

Me

CH2 CH 2 NHS I Me
I

310 320 330 340 360 360 370 380 390 400 410 420 430 440 460



392 EPA/NIH MASS SPECTRAL DATA BASE 6085

392 C24H40O4

Cholan-24-oic acid, 3,6-dihydroxy-, (3a,5/3,6a)-
83-49-8

310 320 330 340 350 360 370 380 300 400 410 420 430 440 450

392 C24H40O4 4075-03-0
2,5-Cyclohexadiene-l,4-dione, 2,5-dihydroxy-3-octadecyl-

310 320 330 340 350 380 370 380 390 400 410 420 430 440 450

392 C26H20N2O2 3073-87-8
Oxazole, 2,2'-(l,4-phenylene)bis[4-methyl-5-phenyl-

"P
°vHi

10 20 30 40 SO 80 70 80 90 100 110 120 130 140 150

392 C 2&H28N2 65659-99-6
2H-Azirin-3-amine, iVJV-diethyl-2-methyl-2-(l,2,3-triphenyl-

2-cyclopropen-l-yl)-

N

NEt
I

Et

392 C28H28N2 65660-26-6
2-Pyridinamine, Ar^/-diethyl-3-methyl-4,5,6-triphenyl-

Et



6086 EPA/NIH MASS SPECTRAL DATA BASE 393

393 C16H12INO3 68903-79-7
2(lH)-Quinolinone, 3-iodo-4-(4-methoxyphenoxy)-

160 170 180 190 200 210 220 230 240 260 260 270 260 290 300

310 320 330 340 360 360 370 360 390 400 410 420 430 440 460

393 CisHsiNOsSis 74367-47-8
lH-Indole-2-carboxylic acid, l-(trimethylsilyl)-5-[(trimethyl=

silyl)oxyj-, trimethylsilyl ester

Me
I

S! Me

393 Ci9H3iN04Si2 74367-46-7
lH-Indole-3-carboxylic acid, 2-ethoxy-l-(trimethylsilyl)-5-

[(trimethylsilyl)oxy]-, ethyl ester

i

SI Me

Me\

Me
I

MeSI 0
I

Me

N,

LJ
C( 0) OEt

310 320 330 340 360 360 370 360 390 400 410 420 430 440 460

393 C22H39N03Si 69796-06-1
Decanamide, N-

[

[3-methoxy-4- [(trimethylsilyl)oxy ]phenyl]=
methyl]-9-methyl-

MeO

Me

MeSI 0
I

Me

I

CH 2 NHC0( CHj

)

7 CHMe

310 320 330 340 350 360 370 380 390 400 410 420 430 440 460



394 EPA/NIH MASS SPECTRAL DATA BASE 6087

393 C24H27NO4 482-20-2
Dibenzo[/^]pyTTolo[l,2-b]i8oqumoIine, 9,ll,12,13,13a,14-hexa=

hydro-2,3,6,7-tetramethoxy-, (S)-

394
Methane, triiodo-

CHI3 75-47-8

1

1

I CHI

394 CieHi2Br202 2461-83-8
1,4-Butanedione, l,4-bis(4-bromophenyl)-

100

ao

eo

40

20

0

394 CisHisOio 70723-13-6
cr-D-Xylofuranose , 3-C-[(carboxyoxy)methyl]-, intramoL 3,3-ester,

1,2-diacetate 5-benzoate

-I 1 1 » f 1 f 1 » —I -I 1 . 1

310 320 330 340 360 360 370 300 300 400 410 420 430 440 460

CH2 OC( 0 ) Ph

100

00

60

40

20

0

100

00

60

40

20

0

100

00

60

40

20

0

394 C18H22N2O4S2 17046-84-3
Piperazine

, 1 ,4-bis [(4-methylphenyl)sulfonyl]-



6088 EPA/NIH MASS SPECTRAL DATA BASE 394

394 C 18H38B4O6 58881-47-3
Galactitol, cyclic 2,3:4,5-bis(ethylboronate) l,6-bis(diethylborinate)

Et
I

CH 2 OBEt

394 C21H15.I 58090-79-2
Cyclopropenyliam, triphenyl-, iodide

394 C22H22N2O5 63944-62-7
6,21-Cyclo-4,5-secoakuammilan-17-oic acid, 5-(acetyloxy)-4,5-

epoxy-, methyl ester, (5S,6a)-

394 C24H460 2Si 74841-55-7
Silane, methylbis[[5-methyl-2-(l-methylethyl)cyclohexylloxyl-

2-propenyl-, [la(li?*,2S*,5R*),2/3,5a]-

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0



395 EPA/NIH MASS SPECTRAL DATA BASE 6089

394 C25H22N4O 66389-01-3
ll-Oxatricyclo[12.2.2.25 -8]eicosa-5,7,14,16,17,19-hexaene-2,2,=

13,13-tetracarbonitrile, 12,12-dimethyl-

394 CseHxSia 1172-76-5
Disilane, 1 ,2-dimethyl-1 ,1 ,2,2-tetraphenyl-

I 1

PhSI SI Me
|

I

Ph

394 CZ7H38O2 66556-68-1
8,10,12,14,16,18,20-Doco8aheptaene-2,7-dione, 6,6,10,14,19-

pentamethyl-, (all-E)-

MeCH :CHC:CHCH SCHCH =CCM :CHCH :CCH SCHCOCI CHs ) j COMe

310 320 330 340 360 MO 370 360 360 400 410 420 430 440 450

395 C2iH37NOeSi 72101-40-7
1-Cyclopentene-l-propanoic acid, 5-(methoxyimino)-2-[3-

[(trimethylsilyl)oxy]-l-octenyl]-, methyl ester, [S—(?^E7)]—

CH 2 CHjC( 0) OMe

( CH2 ) 4 Me

: -i j . „
10 20 30 40 50 60 70 80 00 100 110 120 130 140 150

r .......
,

L
1

160 170 160 100 200 210 220 230 240 250 260 270 260 290 300

•
...

,

L . L
, ,

.
310 320 330 340 350 360 370 360 390 400 410 420 430 440 450

395 C26H37NO2 66415-35-8
Benzamide, iV-(2-hydroxy-l-methyl-2-phenylethyl)-iV-

methyl-2,4,6-tris(l-methylethyl)-, (R*Ji*)-

^/L^CONCHCHOH



6090 EPA/NIH MASS SPECTRAL DATA BASE 395

395 C27H26NP 74952-81-1
Phosphinous amide, P,P-diphenyl-iV-(l-phenylethyl)-2V-(phe=

nylmethyl)-, (S)-

CH2 Ph

Ph Ph
I ! I

PhP-NCHMe

396 C22H48Si3 61255-24-1
Silane, (1-methyl-l,2-propadien-l-yl-3-ylidene) tris [ (1 ,l-di=

methylethyl)dimethyl-

Me

j
Me Me

I I I

SI C= C= CSI -E
1

I
I

Me Me

MeSI Bu-t
I

Me

396 C2iH28N202Si2 63435-72-3
2,4-Imidazolidinedione, 5,5-diphenyl-l,3-bis(trimethylsilyl)-

1

Me

396 C22H24N205 22029-99-8
16,19-Secostrychnidine-10,16-dione, 21,22-epoxy-21,22-di=
hydro-14-hydroxy-19-methyl-, (21a,22a)-

100

80

60

40

20

0
10 20 30 40 50 00 70 80 90 100 110 120 130 140 150

396 C25H3202S 63608-49-1
Androst-5-en-17-one, 3-hydroxy-16-(phenylthio)-, (3/3)-

Me



397 EPA/NIH MASS SPECTRAL DATA BASE 6091

396 C25H3602Si 74842-23-2

Silane, ethyl(2-methoxyphenyl) [
[5-methyl-2-( 1-methylethyl)

=

cyclohexyl]oxy]phenyl-, ( 1 a,28,5a)-

l-Pr OMo

Me

397 C 19H39N3O.2CIH 67370-89-2
Azacyclotridecan-2-one, l-[3-[[3-(methylamino)propyl] =

amino]propyl]-, dihydrochloride

• 2HCI

397 C22H23NO6 18420-71-8
L-Phenylalanine, N-[(3,4-dihydro-8-hydroxy-3-methyl-l-oxo-

l.ff-2-benzopyran-7-yl)carbonyl]-, ethyl ester, (R)-

397 C24H31NO4 62623-55-6
19-Norpregna-l ,3,5( 10)-triene-20-carbonitrile, 20-(acetyldi

=

oxy)-3-methoxy-

Me
I

100

80

80

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0
310 320 330 340 360 360 370 380 380 400 410 420 430 440 450

397 C26H27N30 54508-0977
4-Imidazolidinone, 3-(l,l-dimethylethyl)-2-imino-5,5-di~
phenyl-l-(phenylmethyl)-

10 20 30 40 SO 60 70 60 80 100 110 120 130 140 150



6092 EPA/NIH MASS SPECTRAL DATA BASE 397

397 C26H27N3O 56954-67-7
4-Imidazolidinone, l-(l,l-dimethylethyl)-2-imino-5,5-di=
phenyl-3-(phenylmethyl)-

0

398 Ci4H24N6NiS2 69815-44-7
Nickel, [6,14-dii8othiocyanato-l,5,9,13-tetraazacyclohexade=

canato(2-)-2Vi^V5
>iV9 f

^Vi3]-
> (SP-4-1)-

1^1

v„/ \-_y

100

80

80

40

20

0

100

80

80

40

20

0
160 170 180 190 200 210 220 230 240 250 200 270 280 290 300

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

. In

398 CnHuFsP 69688-62-6
5H-Benzo[fe]phosphindole, 5-(2,2-dimethylpropyl)-l,2,3,4,6,7,=

8,9-octafluoro-

Me
I

CH 2 CMe

398 CnHsrBKh 60004-36-6
Propanedioic acid, (bromomethyl)methyl-, di-5-heptynyl ester

CH 2 Br

MeC:C( CH 2 ) 4 OCj 0) CC( 0) 0( CH2 ) 4 C = CMe

Me



398 EPA/NIH MASS SPECTRAL DATA BASE 6093

398 C2iHi4FeN203 74764-11-7

Iron, tricarbonyl[iV-(phenyl-2-pyridinylinethylene)benzena=
mine-A^N1]-

Ph

c=o

398 C21H18O8 21794—55—8
5,12-Naphthacenedione, 8-acetyl-7,8,9,10-tetrahydro-6,8,10,~

11-tetrahydroxy-l-methoxy-, (8S-cis)-

MeO 0 OH OH

0 OH

398 C21H 18O8 38554-25-5
5,12-Naphthacenedione, 7,8,9,10-tetrahydro-6,8,ll-trihydroxy-
8-(hydroxyacetyl)-l-methoxy-, (/?)-

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

398 C24H22N4O 2 69395-27-3
Acetamide, A/-[2-[2-[2-[[2-(acetylamino)phenyl]azo]phenyl]-

ethenyl]phenyl]-

398 C26H26N2O 2 56954-71-3
2,4-Imidazolidinedione, l-(l,l-dimethylethyl)-5,5-diphenyl-3-

(phenylmethyl)-

CH 2 Ph

100

80

80

40

20

0

100

80

80

40

20

0

100

80

80

40

20

0



6094 EPA/NIH MASS SPECTRAL DATA BASE 398

398 C29H22N2 74792-94-2
Benzenamine, AT-(l,3,4-triphenyl-2(lH)-pyridinylidene)-

Ph
I

NPh

Ph

Ph

399 C23H29NO5 69833-92-7
Estra-l,3,5(10)-trien-17-one, 3,16-bis(acetyloxy)-, 17-(0-

methyloxime), (16j8)-

>o O

Y°
ac

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

•
llll. alL .1.1.. ..III.. lIiIIIII. ..,1. I.... -111. ... u

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

- -ii- *
310 320 330 340 350 360 370 360 360 400 410 420 430 440 450

399 C23H29NO5 69833-93-8
Estra-l,3,5(10)-trien-6-one, 3,17-bis(acetyloxy)-, 6-(0-

methyloxime), (17/S)—

160 170 160 190 200 210 220 230 240 250 260 270 260 290 300

u ,
-

, ,

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

399 C24H37N02Si 69834-05-5
19-Norpregn-4-en-20-yn-3-one, 17-[(trimethylsilyl)oxy]-, 0-
methyloxime, (17a)-

OTMS

100

60

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0



400 EPA/NIH MASS SPECTRAL DATA BASE 6095

399 C26H41NO2 62623-51-2
Pregn-5-ene-20-carbonitrile, 3-( 1 ,

l-dimethylethoxy)-20-hydroxy-,

(3/3)-

OH

400 CgHaFisO 307-30-2
1-Octanol, 2,2,3,3,4,4,5,5,6,6,7,7,8,8,8-pentadecafluoro-

100

so

so

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

Thhk
HOCH2 CCCCCCCFm

F F F

400 CoHnBrsOSi
Silane, trimethyl(2,4,6-tribromophenoxy)-

Br

XX

55454-60-9

10 20 30 40 SO 60 70 80 »0 100 110 120 130 140 ISO

400 C12F 11OP 22474-69-7
Phosphinic fluoride, bis(pentafluorophenyl)-

F F

F F

400 ChHi60 2W 12131-26-9
Tungsten, dicarbonylbis[(l,2,3,4-ij)-l,3-cyclohexadiene]-

100

80

60

40

20

0

100

80

60

40

20

0

160 170 160 100 200 210 220 230 240 260 260 270 280 200 300

X |IL ... 1

10 20 30 40 60 60 70
IflllVsi
80 00 100 110 120 130 140 160

J



6096 EPA/NIH MASS SPECTRAL DATA BASE 400

100

60

60

40

20

0
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

400 CisJfciOeRh 14284-92-5
Rhodium, tris(2,4-pentanedionato-0,0')-, (OC-6-11)-

400 C23H45O3P 74630-11-8
Phosphonic acid, (1-methylethyl)-, bis[5-methyl-2-(1-methyl-

ethyl)cyclohexyl] ester

Me

Me

400 C21H20O8 68729-09-9
Oct-2-enonic acid, 2,3,5-trideoxy-2-methyl-6-C-methyl-8-0-

(7-oxo-7if-furo[3,2-g] [l]benzopyran-9-yl)-, 7-lactone

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

400 C24H20N2O4 69974-31-8
2-Oxazolidinone, 5,5'-(l,4-phenylene)bis[3-phenyl-

0

/
Ph

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

u LI U i Ml

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

170 180 190 200 210 220 230 240 250 260 270 280 290 300

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

400 C24H20N2O4 69974-32-9
2-Oxazolidinone, 3,3'-(l,4-phenylene)bis[5-phenyl-

k-CrH



400 EPA/NIH MASS SPECTRAL DATA BASE 6097

400 C24H20N2O4 69974-33-0
2-Oxazoiidinone, 3,3'-(l,4-phenylene)bis[4-phenyl-

400 C24H3603Si 69688-05-7
E8tra-l,3,5(10)-triene-16,17-diol, 3-[(trimethylsilyl)oxy]-, cyclic

1-methylethylidene acetal, (16/3,17/3)-

1

Me

400 CwHseOsSi 69688-14-8
Estra-l,3,5(10)-triene-16,17-diol, 3-[(trimethylsilyl)oxy]-, cyclic

1-methylethylidene acetal, (16a,17a)-

Me
I

Me

100

80

60

40

20

0

100

80

60

40

20

0

100

80

80

40

20

0

400 C27H45P 74779-93-4
Phosphine, bis[methyl(l-methylethyl)cyclohexyl] (phenylmethyl)-

l-Pr Pr-I

Me CH 2 Ph Me

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

310 320 330 840 360 360 370 380 300 400 410 420 430 440 460

- -li LLl 1 !_i
10 20 3< 40 50 60 fO 80 90 100 110 120 130 140 150

, 1 „ ,1 1 L__i_
160 170 180 100 200 210 220 230 240 250 260 270 280 290 300

L_ 1 1



6098 EPA/NIH MASS SPECTRAL DATA BASE 401

401 C16H24N5O6P 62246-44—0
D-eryi/iro-Pentofuranoside, methyl 5-(6-amino-3H-purin-3-

yl)-2,5-dideoxy-, 3-(diethyl phosphate)

401 C19H31NO8 64044-15—1
5-Isoxazolidinecarboxylic acid, 2-[2,3:5,6-bis-0-(l-methyl=

ethylidene)-a-D-mannofuranosyl]-3,5-dimethyl-, methyl ester,

(3R-trans)-

nh 2

k
'l

Cr

401 C19H31NO8 64018-58-2
5-Isoxazolidinecarboxylic acid, 2-[2,3:5,6-bis-0-(l-methyl=

ethylidene)-a-D-mannofuranosyl]-3,5-dimethyl-, methyl ester,

(3S-cis)-

401 C22H27NO6 14028-91-2
Rheadan-8-ol, 2,3,10,ll-tetramethoxy-16-methyl-, (6a,8a)-



401 EPA/NIH MASS SPECTRAL DATA BASE 6099

401 CasHssNOsSi 69833-51-8

Estra-l,3,5(10)-trien-17-one, 2-methoxv-3-[(trimethylsilyl)oxy]-,

O-methyloxim?

Me

100-

80

60

40*

20*

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

00*

60*

40*

20*

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

00*

60*

40*

20*

_ iL .

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

401 C^H^NOaSi 69833-96-1
Estra-l,3,5(10)-trien-16-one, 3-methoxy-17-[(trimethylsilyl)oxy]-,

O-methyloxime, (17/3)—

Me

_j 1VIVIIVVIVIiiiii
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

L 1 4 _ . .ll 1 .

160 170 100 190 200 210 220 230 240 250 260 270 280 290 300

:——T—•,—,

—

r-u-n—iL . 1. Jl
310 320 330 340 350 3«0 370 330 390 400 410 420 430 440 450

401 C23H3sN03Si 74299-32-4
Estra-l,3,5(10)-trien-17-one, 3-methoxy-4-[(trimethylsilyl)oxy]-,

O-methyloxime

Me

Me

401 CsaHssNOaSi 74299-33-5
Estra-l,3,5(10)-trien-17-one, 15-methoxy-3-[(trimethylsilyl)oxy]-,

O-methyloxime, (15/3)—

Me

100

80

80

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0



6100 EPA/NIH MASS SPECTRAL DATA BASE 401

401 C23H36NOaSi 74299-34—6
Estra-l,3,5(10)-trien-17-one, 6-methoxy-3-[(trimethylsilyl)oxy]-,

O-methyloxime, (6/3)-

Me

401 C23H35N03Si 74299-37-9
Estra-l,3,5(10)-trien-17-one, 6-methoxy-3-[(trimethylsilyl)oxy]-,
O-methyloxime, (6a)-

Me

402 C 16H36O7P2 72101-07-6
Diphosphoric acid, diisooctyl ester

H2O3POPO3H2 +2 ( I SO-C* Hi 7 ) OH
-2H2 0

402 C21H22O8 22425-51-0
Flavanone, 3-hydroxy-2',4',5,7-tetramethoxy-, acetate, trans-

310 320 330 340 360 360 370 380 390 400 410 420 430 440 450

402 C21H22O8 22469-40-5
4if-l-Benzopyran-4-one, 3-(acetyloxy)-2-(3,4-dimethoxy=

phenyl)-2,3-dihydro-5,7-dimethoxy-, trans-

its 320 330 340 350 380 370 390 390 400 <10 420 430 *40 460



402 EPA/NIH MASS SPECTRAL DATA BASE 6101

402 C21H22O8 74793-09-2

Xylitol, 1-acetate 2,5-dibenzoate

OH

OH CH2 OAc
I I I

PhC( 0) OCH 2 CHCHCHOC( 0) Ph

402 C24H34O5 81-23-2
Cholan-24-oic acid, 3,7,12-trioxo-, (5/3)—

Me

402 C22H26O7 34829-00-0
2-Butenoic acid, 2-methyl-, 5-(acetyloxy)-2,3,3a,4,5,7,7a,8a,=

8b,8c-decahydro-6,8a-dimethyl-3-methylene-2-oxooxireno=
[2,3]azuleno[4,5-6]furan-4-yl ester, [3a*S-[3aa,4a(Z),5/S,7aj3,=

8a/3,8ba,8c/3]]- 10 20 30 40 50 *0 70 80 »0 100 110 120 130 140 150

Me 0A.C

1
i
>
1

TT

i—i.l|Lk. ., 1 . 1 . 1 .... 1
1 r-1

“‘l
1 i 1. 1.

ISO 170 180 190 200 210 220 730 240 250 200 270 280 290 300

310 320 330 340 350 360 370 380 380 400 410 420 430 440 450

402 C24H34O5 18089-32-2
Pregna-l,4-dien-3-one, ll/3,17,20a,21-tetrahydroxy-, cyclic

20,21-acetal with acetone

310 320 330 340 350 300 370 380 3*0 400 410 420 430 440 450

402 CaaHaoOe 25425-12-1
2H-Pyran-2-one, 4-methoxy-5-methyl-6-[7-methyl-&-(tetra=
hydro-3,4-dihydroxy-2,4,5-trimethyl-2-furanyl)-l,3,5,7-oc=:

tatetraenyl]-, [2R-[2a(l£,3£,5E,7E),3/9,4a,5a]]-

10 20 30 40 50 60 70 80 00 100 110 120 130 140 150

100

80

80

40

180 170 180 100 200 210 220 230 240 250 260 270 280 290 300
40

20

20



6102 EPA/NIH MASS SPECTRAL DATA BASE 402

100

80

60

40

20

0
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

402 C24H38N2O3 69833-68-7
Pregn-4-ene-3,20-dione, 17-hydroxy-6-methyl-, bis(0-

methyloxime), (6a)-

Me

402 C25H38O4 1174-86-3
Cholan-24-oic acid, 3,12-dioxo-, methyl ester, (5a)-

Me

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

402 C26H38O4 1175-04-8
Cholan-24-oic acid, 3,6-dioxo-, methyl ester, (5/?)-

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

Me

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

ij
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

1 1. ... l. . L 1

310 320 330 340 350 360 370 380 390 4<>0 410 420 430 440 450

402 C25H38O4 69633-06-3
Chol-5-en-24-oic acid, 12-hydroxy-3-oxo-, methyl ester, (12ar)-



404 EPA/NIH MASS SPECTRAL DATA BASE 6103

403 CajHigCINOe 303-47-9
L-Phenylalanine, N-[(5-chloro-3,4-dihydro-8-hydroxy-3-

methyl-l-oxo-li/-2-benzopyran-7-yl)carbonyl]- (R)-

H02C HO 0 20 -

Ph CH 2 CHNHCOAA 0 J

L J . JL 100

T 80-

Cl 60 -

40*

20 -

0 J

1 ‘ d
, 1 -111 -... 1 .4 . J J Ll il__ 404

10 20 30 40 50 80 70 80 90 100 110 120 130 140 ISO

ISO 170 ISO 100 200 210 220 230 240 250 260 270 280 200 300

160 170 180 100 200 210 220 230 240 250 280 270 260 280 300

310 320 330 340 350 3«0 370 380 390 400 410 420 430 440 450

C9H4N2O5W 65761-20-8
Tungsten, pentacarbonyl(pyridazine-iVi)-, (OC-6-22)-

0

02c c=o

\/
c_.^ w c = 0

..

*7\
i| o= c c= 0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

403 C24H21NO 5 71641—33—3
Propanal, 2,3-bis(benzoyloxy)-, l-[0-(phenylmethyl)oxime], (±)-

OC( 0) Ph

PhCH 2 ON =CHCHCH 2 OC( 0) Ph

10 20 30 40 SO 60 70 80 80 100 110 120 130 140 ISO

160 170 160 180 200 210 220 230 240 250 260 270 280 280 300

310 320 330 340 3S0 360 370 380 380 400 410 420 430 440 450

403 C^iNOaSi 69834-06-6
19-Norpregn-4-en-3-one, 17-[(trimethylsilyl)oxy]-, O-methyloxime,

(17a)-

160 170 180 180 200 210 220 230 240 2SO 260 270 280 280 300

310 320 330 340 350 360 370 380 380 400 410 420 430 440 450

404 CisHsFsP 36284-12-5
5H-Benzo[6]phosphindole, l,2,3,4,6,7,8,9-octafluora-5-phenyl-

F Ph
I 1

F

F

IT
f^Y

F F

J
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

. _ j

180 170 180 190 200 210 220 230 240 250 260 270 280 290 300

*
1

1 i i-
1 1

310 320 330 340 360 360 370 380 380 400 410 420 430 440 480

10 20 30 40 SO SO 70 80 90 100 110 120 130 140 ISO



6104 EPA/NIH MASS SPECTRAL DATA BASE 404

404 C20H24N2O7 63646-87-7

1,4-Cyclohexadiene-l-butanol, 2-methoxy-<5,4-dimethyl-, 3,5-

dinitrobenzoate

404 C2iHi6Ni03P 14917-13-6
Nickel, tricarbonyl(triphenylphosphine)-, (T-4)-

C:0

Ph

0:C N I
0 — PPh

Ph

0:C

404 C21H24O8 71594-03-1
4iJ-l-Benzopyran-4-one, 2,3-dihydro-6,7-dimethoxy-3-(2,3,=

4,5-tetramethoxyphenyl)-, (S)-

OMa

100 —
80 -

60 -

40-

20-

0 1 T 1'" " "
>

" '
'I I 1 I 1 1 I I

1 1
1 I

L ^ U L 1

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

310 320 330 340 360 360 370 360 390 400
Till

410 420 430 440 460

404 C21H24O8 73694-32-3
Benzoic acid, 3-[(2,4-dihydroxy-6-propylbenzoyl)oxy]-2-
hydroxy-4-methoxy-6-propyl-

OMe Pr

COjH

404 C22H28O7 66584-96-1
9(lH)-Phenanthrenone, 7-[2-(acetyloxy)-l-methylethyl]-2,3,=

4,4a-tetrahydro-5,6,8,10-tetrahydroxy-l,l,4a-trimethyl-, [R-

Me

OAc

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160



405 EPA/NIH MASS SPECTRAL DATA BASE 6105

404 C22H28O7 66584-97-2
9,10-Phenanthrenedione, 7-[2-(acetyloxy)-l-methylethyl]-l,2, :=

3,4,4a,10a-hexahydro-5,6,8-trihydroxy-l,l,4a-trimethyl-,
[4aS-[4aa,7(S*),10a£]]-

OH Me

404 C 28H40N2 74663-77-7
Benzenamine, N,iV ,

-(l,2-dimethyl-l,2-ethanediylidene)bis[2,6-
bis( 1-methylethyl)-

405 C 19H35N3OSU 74367-08-1
lb-Indole-3-acetic acid, bis(trimethylsilyl)hydrazide, mono=

(trimethylsilyl) deriv.

404 CzzHszOsSi 72060-11-8
l#-2-Benzoxacyclotetradecin-l,7(8/f)-dione, 3,4,5,6,9,10-
hexabydro-14-methoxy-3-methyl-16-[(trimethylsilyl)oxy]-,
[S-(E)]~



6106 EPA/NIH MASS SPECTRAL DATA BASE 406

406 C12H10N4O4S.CIHO4 57954-46-8
Cyclopenta[e]-l,2,3-thiadiazine, 2-(2,4-dinitrophenyl)-2,5,6,7-

tetrahydro-, monoperchlorate

i k. LlUjiL IJ -1 1 -
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

406 Ci3H22Be40i2 39335-45-0
Beryllium, pentakis(acetato)oxopropoxytetra-

[Be4 0(0C(0)Me) s 0PrJ
0

406 Ci8Hi2BrC104 58330-15-7
1 ,3,4,6-Hexanetetrone, l-(4-bromophenyl)-6-(4-chlorophenyl)-

90 100 110 120 130 140 ISO

100

80

60

40

20

0

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

100 j-

80 -

60-

40-

20 -

0 J I » . . i .
“

» I I I I

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

406 C22H30O7 66584-98-3
Spiro[cyclopropane-l,2'(l'.H)-phenanthrene]-r,4'(3'.H

r

)-dione,
7'-(acetyloxy)-4'b,5',6',7',8',8'a,9',10'-octahydro-3',9',10'-tri=:

hydroxy-2,4'b,8',8'-tetramethyl-, [2'S-[2'a(R*),3'a,4'bd,7'a:,=

8'aa,9'd,10'“]]-

406 C24H26N2O4 808-24-2
Morphinan-6-ol, 4,5-epoxy-3-methoxy-17-methyl-, 3-pyridi=

necarboxylate (ester), (5a,6a)-



406 EPA/NIH MASS SPECTRAL DATA BASE 6107

406 C 24H26N2O4 34132—43—9
li/-l-Benzazepme-3,4-dicarboxylic acid, 2,3,4,5-tetrahydro-l-

methyl-2-(l-methyl-U/-indol-3-yl)-, dimethyl ester

406 C25H26O5 18483-64-2
2if-l-Benzopyran-2-one, 5,7-dihydroxy-8-(3-methyl-2-bute=
nyl)-6-(3-methyl-l-oxobutyl)-4-phenyl-

u«

MeC:CHCH 2

"wUeCHCHjCO
A. HO Ph

406 C^HteNoO:- 75601-38-6
lif-Imidazole-2-methanol, a-heptaaecyi-ar-v dro-2-furanyl)-

406 C26H30O4 31642—63—4
Spiro[3-cyclohexene-l,2'-[2H]furo[3,2-/][l]benzopyran]-2,5-dione,

l',7'-dihydro-3,4,4',5',7',7'-hexamethyl-l'-(2-methylpropenyl)-



6108 EPA/NIH MASS SPECTRAL DATA BASE 406

406 C27H51P 74792-88-4
Phosphine, (cyciohe^imfethyObisimethyUl-methylethyLcyclo^

hexyl]-

10 20 30 40 60 60 70 80 90 100 110 120 130 140 150

.1 L 1 . 1

160 17C 160 190 200 210 220 230 240 250 260 270 280 290 300

1 L , L_ L
310 320 330 340 360 360 370 380 300 400 410 420 430 440 450

406 C30H46 63934-83-8
Benzene, l,l'-(l,l,10,10-tetramethyl-l,10-decanediyl)bis[3,4-
dimethyl-

407 C23H37NO5 70001-18-2
2-Pyridineundecanol, 4-(acetyloxy)-5-methoxy-a,6-dimethyl-,

acetate (ester), (S)-

Me

,(
CH2 ) 1 0 CHOAc

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

160 170 180 100 200 210 220 230 240 250 260 270 280 200 300

310 320 330 340 350 360 370 380 390 400 410 420 430 440 460

407 C26H2iN02Si 57954-42-4
l-Oxa-3-aza-2-silacyclopentan-5-one, 2,2,3,4-tetraphenyl-



408 EPA/NIH MASS SPECTRAL DATA BASE 6109

408 CisHwFeO? 69632-92-4
Iron, carbonyl[(2,3,4,5-ij)-diethyl 2,4-hexadienedioate][(2,3,4,5-

?7
)-methyl 2,4-hexadienoate]-

EtOC(O) C(0)CMe

CH CH

100

00

60

40

20

0

100

60

60

40

20

0

100

80

60

40

20

0

408 C 19H16FeN2C>5 54446-64-9
Iron, tricarbonyl[N,AT'-l,2-ethanediylidenebis[4-methoxy=
benzenamineJ-A^N']-, (TR-5-12)-

160 170 160 100 200 210 220 230 240 2S0 260 270 280 290 300

810 320 330 340 360 360 370 360 390 400 410 420 430 440 460

408 C19H20O2S4 17435-01-7
Carbonodithioic acid, S^S'-(diphenylmethylene) 0,0'-diethyl ester

Ph
1

EtOC(S)SCSC(S)OE!

Ph

408 C20H24O9 70723-03-4
a-D-Xylofuranose, 3-C-[(acetyloxy)methyl]-l,2-0-(l-methyl=

ethylidene)-, 3-acetate 5-benzoate

Ac OCH 2 OO
s\

Me Me

408 C22H20N2O6 57488-08-1
Propanedioic acid, (3,5-dioxo-l,2-diphenyl-4-pyrazolidinylidene)-,

diethyl ester



6110 EPA/NIH MASS SPECTRAL DATA BASE 408

310 320 330 340 350 360 370 360 300 400 410 420 430 440 460

408 C22H36N2O3S 67370-84-7
Benzenesulfonamide, 4-methyl-iV-[3-(2-oxoazacyclotridec-l-
yDpropyl]-

so2 nh(ch 2 )3 —

160 170 180 100 200 210 220 230 240 250 260 270 280 290 300

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

408 C24H24O6 62326-62-9
2J

tf,6if-Pyrano[3,2-fc]xanthen-6-one, 5,8-dihydroxy-9-meth=
oxy-2,2-dimethyl-10-(3-methyl-2-butenyl)-

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

180 170 180 190 200 210 220 230 240 250 260 270 280 290 300

408 C26H24N4O 69395-35-3
2-Cyclohexen-l-one, 2-[[2-[2-[2-[(2-aminophenyl)azo]phe=

nyl]ethenyl]phenyl]amino]-

nh 2

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

408 C28H40O2 74978-25-9
2,5-Cyclohexadien-l-one

,
4-[2,6-bis(1 ,

l-dimethylethyl)-4-oxo-
2,5-cyclohexadien-l-ylidene]-2,6-bis(l,l-dimethylethyl)-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



410 EPA/NIH MASS SPECTRAL DATA BASE 6111

409 CztHuBNO 74810-37-0
Borinic acid, diethyl-, [2-(cyclohexylimino)cyclodecyl]phenyhnethyl

eater

Ph Et
i i

CHOBEt

310 320 330 340 350 360 370 360 390 400 410 420 430 440 450

410 C 12F 14 37984-91-1
1,4-Ethanonaphthalene, l,2,3,4,5,6,6,7,7,8,9,9,10,10-tetradeca=

fluoro-1 ,4,6,7-tetrahydro-

410 C18H28CI2O6 74810-54-1
Ethanol, 2,2'-[l,2-phenylenebis[(2-chloro-2,l-ethanediyl)oxy-

2,l-ethanediyloxy]]bis-

CHCHj OCHj CHj OCHj CH 2 OH

CHCH 2 OCH 2 CH 2 och 2 CH 2 OH

410 C22H22N2O6 6139-70-4
Propanedioic acid, (3,5-cfioxo-l,2-diphenyl-4-pyrazolidinyl)-,

diethyl ester

410 C23H28N2O6 62421-68^-5

16,19-Secostrychnidine-10,16-dione, 21,22-epoxy-21,22-di=
hydro-4-methoxy-19-methyl-, (21a,22a)-

100

•0

00

40

10 20 30 40 00 00 70 00 00 100 110 120 130 140 ISO

20



6112 EPA/NIH MASS SPECTRAL DATA BASE 410

410 C23H26N2O5 70509-80-7
Oxayohimban-16-carboxylic acid, 16, 17,19,20-tetradehydro-

10,ll-dimethoxy-19-methyl-, methyl ester, (3/3)—

OMe

410 C24H30N2O4 59630-34-1
Curan-17-ol, l-acetyl-19,20-didehydro-10-methoxy-, acetate

(ester), (19E)-

100

80

80

40

20

0
310 320 330 340 3S0 380 370 380 380 400 410 420 430 440 450

410 C25H30O6 64960-69-6
1-Anthracenecarboxaldehyde, 5,8,8a,9,10,10a-hexahydro-2,3-
dihydroxy-10a-methyl-4-(l-methylethyl)-6-(4-methyl-3-
pentenyl)-9,10-dioxo-, cis-

410 C27H38O3 57951-40-3
10'-Apo-/3,^-carotenal, 5,6-dihydro-5,6-dihydroxy-, (5i?,6R)-

CH :CHC : CHCH = CHC = CHCH : CHCH = CCH =CHCHO
OH



411 EPA/NIH MASS SPECTRAL DATA BASE 6113

410 C28H«N2
2'/i-Cholest-2-eno[3,2-c]pyrazole, (5a)-

28895-41-2 411 CnHizBrsNO 56619-92-2
Propanamide, 2,2-dimethyl-N-(2,4,6-tribromophenyl)-

Me

Me
I

CHMa

ili LliLi jiJl
10 20 30 40 50 60 70 80 00 100 110 120 130 140 150

160 170 180 100 200 210 220 230 240 250 260 270 280 200 300

i.
.

310 320 330 340 350 360 370 360 300 400 4 0 420 430 440 450

410 CaiHas 74685-55-5
Benzene, l,l',l"-[l-(3-methyl-3-butenyl)-l,3,5-pentanetriyl] =

tris[4-methyl-

10 20 30 40 50 SO 70 80 90 100 110 120 130 140 150

180 170 180 100 200 210 220 230 240 260 280 270 280 i«0 300

310 320 330 340 350 380 370 380 3S0 400 410 120 430 440 450

411 CieHieClaNOe 75627-01-9
L-Glutamic acid, Ar-[(2,4,5-trichlorophenoxy)acetyl]-, dimethyl ester

C(O)0Ma

ISO 170 180 ISO 200 210 220 230 240 250 280 270 280 200 300

411 CnsH24Pt 12130-66-4
Platinum, bis[(l,2,5,6-77)-l,5-cyclooctadiene]-

L L 1 jJ
,

,
i! . | ,il J

10 20 30 40 60 60 70 80 00 100 110 120 130 140 150

180 170 180 180 200 210 220 230 240 250 280 270 280 2S0 300



6114 EPA/NIH MASS SPECTRAL DATA BASE 411

100 j
- —

80

60 •

40 -

20 -

,> *| i— t r"**T i i i i r- -i r i i

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

411 C23H33N02Si2 74841-68-2
4ff-Dibenzo[de,g]quinoline, 5,6,6a,7-tetrahydro-6-methyl-

10,ll-bis[(trimethylsilyl)oxy]-, (R)-

Me
I

412 C24H3602Si2 69833-45-0
Silane, [[(17a)-estra-l,3,5,7,9-pentaene-3,17-diyl]bis(oxy)]bis=

[trimethyl-

Me
I

OS I Me

412 C 24H360 2Si2 75268-15-4
Silane, [[(17/3)-estra-l,3,5,7,9-pentaene-3,17-diyl]bis(oxy)]bis=

[trimethyl-

Me
I

OS I Me

412 C25H5202Si 74367-36-5
Docosanoic acid, trimethylsilyl ester

Me

Me ( CH2 ) 2 o C( O) OS I Me

Me



414 EPA/NIH MASS SPECTRAL DATA BASE 6115

412 C 26H36O4 52104-23-1
1,3-Benzenediol, 5-methyl-2-(3,7,ll-trimethyl-2,6,10-dodeca=

trienyl)-, diacetate, {EyE)~

OAc Me Me Me

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

412 C27H24S 2 29055-89-8
Benzene, l,l'-[bis[(phenylmethyl)thio]methylene]bis-

Ph CH 2 SCSCH 2 Ph
I

Ph

413 CisHieNsS.Br 298-93-1
2/f-Tetrazolium, 2-(4,5-dimethyl-2-thiazolyl)-3,5-diphenyl-,
bromide

• Br

100

so

so

40

20

0

100

so

so

40

20

0
160 170 180 ISO 200 210 220 230 240 250 280 270 280 290 300

.1 -ill. llll. Li li 1. 1 I..LI ii li 1l _L .

10 20 30 40
(lIVVVIVVi
50 60 70 80 90 100 110 120 130 140 160

_J 1

414 CeHieLOSb 74499-00-6
Disiloxane, hexamethyl-, diiodo deriv.

TMSOTMS + 2!

414 C21H 18O9 24385-10-2
5,12-Naphthacenedione, 7,8,9,10-tetrahydro-6,8,10,ll-tetra=:

hydroxy-8-(hydroxyacetyl)-l-methoxy-, (8S-cis)-

MeO 0 OH OH

414 C22H22O8 74792-93-1
1,2,3,4-Butanetetrol, 2,3-diacetate 1,4-dibenzoate, (R*,R*)~

OAc

I ?
A‘

PhC( 0) OCH 2 CHCHCH2 OC( 0) Ph



6116 EPA/NIH MASS SPECTRAL DATA BASE 414

100

80-

60*

40-

20 -

0 i i i r i ‘ i i " » r 'i » i i i i

310 320 330 340 350 360 370 380 300 400 410 420 430 440 450

414 C22H22O8 74793-35-4
1,2,3,4-Butanetetrol, 1,4-diacetate 2,3-dibenzoate, [S-(iZ*^R*)]-

OC( 0) Ph

|

CH 2 OAc

ACOCH 2 CHCHOC( 0) Ph

414 C22H22O8 74793-38-7
1,2,3,4-Butanetetrol, 2,3-diacetate 1,4-dibenzoate, (R*,S*)~

414 C23H34N203Si 69833-98-3
Estra-l,3,5(10)-triene-6,17-dione, 3-[(trimethylsilyl)oxy]-, bis=

(O-methyloxime)

Me
l

MeSI
I

Me

414 C23H34N203Si 75113-02-9
Estra-l,3,5(10)-triene-16,17-dione, 3-[(trimethylsilyl)oxy]-,

bis (O-methyloxime)

OAc

I
?“

PhC( 0) OCH 2 CHCHCH2 0C( 0) Ph

Me

I

Me

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

310 320 330 340 350 360 370 360 390 400 410 420 430 440 450



414 EPA/NIH MASS SPECTRAL DATA BASE 6117

414 C23H46O4S1 40707-93—5

9-Octadecenoic acid, 12-methoxy-13-[(trimethylsilyl)oxy]-, methyl

ester

OMe

( CH* ) 4 Mo

Me
I

MeOC( 0 ) ( CH2 ) 7 CH : CHCH2 CHCHOS I Me

Me

414 C2<H3o06 6626-42-2
Estra-l,3,5(10)-triene-3,6,7-triol, triacetate, (6a, 17/3)-

310 320 330 W 350 360 370 380 390 400 410 420 430 440 460

414 C24H30O6 2284-32-4
Estra-l,3,5(10)-triene-3,16,17-triol, triacetate, (16a,17/3)-

10 20 30 40 50 90 70 80 »0 100 110 120 130 140 160

180 170 180 1»0 200 210 220 230 240 250 240 270 280 290 300

310 320 330 340 350 380 370 380 390 400 410 420 430 440 450

310 320 330 340 350 380 370 380 380 400 410 420 430 440 450

414 C24H30O6 6944-48-5
Estra-l,3,5(10)-triene-3,6,17-triol, triacetate, (6/3,17/3)-



6118 EPA/NIH MASS SPECTRAL DATA BASE 414

414 C24H30O6 74299-23-3
Estra-l,3,5(10)-triene-3,15,17-triol, triacetate, (15/3,17/8)-

Me

414 C24H30O6 74299-24-4
Estra-l,3,5(10)-triene-3,ll,17-triol, triacetate, (11/8,17/8)-

414 C24H3s02Si2 69688-20-6
Silane, [[(17a)-estra-l,3,5(10),7-tetraene-3,17-diyl]bis(oxy)] =

bis[trimethyl-

Me

OS I Me

Me
I

MeSI 0
I

Me

160 170 ISO 190 200 210 220 230 240 250 260 270 280 2*0 300

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

414 C27H42O3
Spirostan-24-one, (5a,25R)-

69688-42-2

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

415 C 18H16CI3NO4 66789-96-6
L-Phenylalanine, iV-[(2,4,5-trichlorophenoxy)acetyl]-, methyl ester

CH 2 Ph



415 EPA/NIH MASS SPECTRAL DATA BASE 6119

415 C20H33NO8 64018-59-3
5-Isoxazolidinecarboxylic acid, 2-[2,3:5,6-bis-0-(l-methyl=

ethylidene)-a-D-mannofuranosyl]-3,3,&-trimethyl-, methyl ester,

(S)-

Me

Me CH

X
Me Me

415 C21H21NO8 74810-22-3
2,5-Etheno-l/f-l-benzazepine-3,4,10,ll-tetracarboxylic acid,

2,5-dihydro-l-methyl-, tetramethyl ester

MeOC(O)

MeOC(O)

100

•O'

•0 -

40

20 -

o t
, , , , ,

— r , ,,,,,, , ,

10 20 30 40 50 80 70 80 90 100 110 120 130 140 ISO

415 C23H29NO6 14028-90-1
Rheadan, 2,3,8,10,1 l-pentamethoxy-16-methyl-, (6a,8/3)-

MeO OMe

415 C29H63N 62057-64-1
Cholestan-2-amine, N^V-dimethyl-, (2a)-

Me



6120 EPA/NIH MASS SPECTRAL DATA BASE 416

416 C12F11PS 53327-22-3
Phosphinothioic fluoride, bis(pentafluorophenyl)-

416 Ci6H2iClN205SSi 74793-84-3
Benzoic acid, 4-chloro-2-[(2-furanylmethyl)amino]-5-[[(tri=

methylsilyl)amino]sulfonyl]-, methyl ester

1

Me

416 C23H28O7 64343-02-8
6(2ff)-Benzofuranone, 3,5-dihydro-5,7-dimethoxy-3-methyl-

5-(2-propenyl)-2-(3,4,5-trimethoxyphenyl)-, [2S-(2a,3/3,5/3)]-

OMe

too J
80-

60-

40-

416 C24H21BO6 74793-48-9
1,3,2-Dioxaborolane-4,5-dimethanol, 2-phenyl-, dibenzoate, trans-

\^CH 2 0C(0)Ph

°-T
CH 2 OC(0) Ph

416 C24H21BO6 74810-26-7
l,3,2-Dioxaborinane-4-methanol, 5-(benzoyloxy)-2-phenyl-,

benzoate, cis-

y ^UOC( 0) Ph

10 20 30 40 SO 60 70 80 90 100 110 120 130 140 150



416 EPA/NIH MASS SPECTRAL DATA BASE 6121

416 CwHioChSh 74299—36—8
Silane, [[(lejSl-estra-l^.SUOl-triene-S.ie-diylJbisloxyllbis0

[trimethyl-

416 C2sH4o03Si 69833-55-2
Pregn-4-ene-3,20-dione, 6-methyl-17-[(trimethylsilyl)oxy]-, (6a)-

416 C29H20O3 67073-68-1
2,4(3if,5//)-Furandione, 5-(diphenylmethylene)-3,3-diphenyl-

1—1 I 1 f I I I f
" - I -1 — I I » I

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

416 C29H37P 74793-19-4
Phosphine, [2-[bis(2,4,6-trimethylphenyl)methyl]-4,6-di =

methylphenyl]dimethyl-

Me

> r » 1 1 r T— r—1 — 'r" -i——i 1 r—
310 320 330 340 360 360 370 380 390 400 410 420 430 440 460

416 CaoH2402 63839-87-2
9/f-Fluorene-9-methanol, 9-(9H-fluoren-9-ylmethyl)-, acetate

100

80

80

40

20

0
10 20 30 40 SO 60 70 80 00 100 110 120 130 140 ISO



6122 EPA/NIH MASS SPECTRAL DATA BASE 416

417 C24H36NO5 69688-32-0
Androst-5-en-l7-one, 3 ,16-bis(acetyloxy)-, 17-(0-methyloxime),

(3/3,16/3)-

Me

100

80

00

40

20

0

100

80

80

40

20

0

100

80

00

40

20

0

310 320 330 340 350 300 370 380 300 400 410 420 430 440 450

. .iL
10 20 30 40 50 00 70 80 90 100 110 120 130 140 150

L i l _
100 170 180 190 200 210 220 230 240 250 200 270 280 290 300

! ii- i l

418 CisHisFeOaRh 32610-47-2
Rhodium, [(l,2,5,6-7/)-l,5-cyclooctadiene](l,l,l,5,5,5-hexa-

fluoro-2,4-pentanedionato-0,0')-

418 C13H13F6O 2RI1 74810-95-0
Rhodium, (^4-1,2-diethenylcyclobutane) (1 ,1 ,1 ,5,5,5-hexafluoro-

2,4-pentanedionato-0,0
'

)-

eC
B
cfl

ch 2 cf 3

o=c^_

i \T 0= C
x

H>„.. V-CH;
CH 2 CF3

417 C25H39NO4 69833-69-8
Pregnane-3,20-dione, 17-(acetyloxy)-6-methyl-, 3-(0-methyl~

oxime), (5/3,6a)-

Me AcO Ac

100

80

60

40

20

0

100

80

eo

40

20

0

100

80

60

40

20

0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

i. lL t.i . ..

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

1. 1

100 170 180 190 200 210 220 230 240 250 260 270 280 290 300

L_»wi » »



418 EPA/NIH MASS SPECTRAL DATA BASE 6123

418 C14H18O3W 34807—90—4
Tungsten, tricarbonylmethylld^Sd.S-Tjl-l^.S^S-penta^
methvl-2,4-<yclopentadien-l-yl]-

418 C22H26O8 69563—43—5
Benzoic acid, 2-hydroxy-3-[(4-hydrory-2-methoxy-6-propyl :=

benzoyl)oxy]-4-methoxy-6-propyl-

-
o=

c Jy
*°

o=c c=o

ISO 170 180 190 200 *10 220 230 240 250 2S0 270 280 290 300

418 C22H42O7
ar-D-Glucopyranose, 6-hexadecanoate

17651-09-1

310 320 330 540 35C 360 370 18C 3#C 40C «10 42C *3C *40 *50

CH 2 0C(0)(CH 2 ),4Me

ii
OH

418 C22H21F3N2O3 67510—47—8
Alstophyllan-10-one, 4-demethyl-4-(trifluoroacetyl)-

10c

8C

90

40

20

0

100

90

90

40

20

0

100

90

90

40

20

0

100

90

90

40

20

0

100

90

90

40

20

0
9*0 920 930 940 950 99C 970 990 09C TOO 7 >0 720 730 740 75©



6124 EPA/NIH MASS SPECTRAL DATA BASE 418

418 C22H42O7 39848-71-0
/8-D-Glucopyranose, 1-hexadecanoate

H0CH2

J_ 0 OC(0)(CH 2 )i4Me

OH

418 C22H42O7 59473-41-5
a-D-Glucopyranose, 1-hexadecanoate

418 C23H3406Si 75311-70-5
Gibbane-l,10-dicarboxylic acid, 4a-hydroxy-l-methyl-8-

methylene-9-[(trimethylsilyl)oxy]-, l,4a-lactone, 10-methyl ester,

(la,4aa,4b/3,9/8,10/8)-

h 2 c

418 C24H3804Si 74298-87-6
Silane, trimethyl[[(17/3)-2,3,4-trimethoxyestra-l,3,5(10)-trien-

17-yl]oxy]-

Me
I

OS I Me

-1 —1
> r I 1 T— “

I I r-
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



419 EPA/NIH MASS SPECTRAL DATA BASE 6125

100

80

80

40

20

0
310 320 330 340 350 380 370 380 390 400 410 420 430 440 450

418 C26H43O2P 58359-50-5
Phosphonous acid, phenyl-, bis[5-methyl-2-(l-methylethyl)~

cyclohexyl] ester, [lR-[la(li?*,2S*,5/?*),2/3,5a]]-

418 C25H38O5 60371-76-8
9-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro-l,3,4-trimeth=
oxy-4b,8,8-trimethyl-2-(l-methylethyl)-, acetate, [4bS-
(4ba,8a/3,9a)]-

OMe

100

80

60*

40*

20*

0 I » -1 1
" ~1

> 1 1 1 1 » 1 t T - "
1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

418 C26H42O4

1,2-Benzenedicarboxylic acid, decyl octyl ester

C( 0) 0( CH 2 ) t Me

„C( 0) 0( CH 2 ) 7 Me

119-07-3

419 C22H29NO 7 24945-93-5
4,15:5,10-Dimethanobenzofuro[3',2':7,8] [l,4]dioxonino[6,7-c] =

pyridin-4a/3(5if)-ol, l,2,3,4,7,8,10,10a/3-octahydro-10-(2-
hydroxyethoxy)-12-methoxy-3-methyl-

Me

MeO OCH 2 CH 2 OH



6126 EPA/NIH MASS SPECTRAL DATA BASE 420

420 C13H12N4O4S.CIHO4 42141-11-7
2fl-l,2,3-Benzothiadiazine, 2-(2,4-dinitrophenyl)-5,6,7,8-

tetrahydro-, monoperchlorate

420 C 16H31B2O9P 58634-44-9
a-D-Glucofuranose, cyclic l,2:3,5-bis(butylboronate) 6-(dimethyl
phosphate)

0
• HCI O4 I!

CHj OP ( OMe ) 2

420 CieHioFioSi 35369-97-2
Silane, diethylbis(pentafluorophenyl)-

, , , , 1 J .
III. I. 1 1.1. 1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

420 C16H31B2O9P 58634-46-1
/3-D-Fructopyranose, cyclic 2,3:4,5-bis(butylboronate) l-(dimethyl

phosphate)

_
—

( CH2 ) 3 Me

0
II

CH2OP ( OMe ) 2

C*
0

B — ( CH 2 ) 3 Me

100-

80-

60-

40-

1 1

—r—^-i .
L

‘i 1 1——i 1*1 • 1 l——

r

1*

—

1U,, .
1

0-
i

, . J . 1——r t 1 ‘ 1 * M—t— 1—i—

^

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

100-

80-

60-

40-

20-
1 i

.
L

. , rJ-H *• , ,
I*

, 1 , r-
0- L ,.-L,

1 . J. ,
...L,

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



420 EPA/NIH MASS SPECTRAL DATA BASE 6127

420 CisHsFsOP 36126-97-3
5tf-Benzo[b]pho8phindole, l,2,3,4,6,7,8,9-octafluoro-5-phenyl-,

5-oxide

F

F

420 C21H36N6O3 67960-49-7
Triimidazo[l,5-a:l',5 ,-c:l",5"-e][l,3,5]triazine-l,5,9(2H,6H,=

10H)-trione, 2,6,10-triethylhexahy<lro-3,3,7,7,ll,ll-hexamethyl-

420 C22H28O8 68244-81-5
Dicyclobuta[6^]naphthalene-2a,4a,6a,8a(3/f,7H)-tetracarboxylic

acid, 1,2,4,5,6,8-hexahydro-, tetramethyl eater

MeOC(O) C( 0) OMe

MeOC(O) C( O) OMe

100-

»o

•0-

40-

20-

0

420 CmHmOs 71594-02-0
2H-l-Benzopyran, 3,4-dihydro-6,7,8-trimethoxy-3-(2,3,4,5-
tetramethoxyphenyl)-, (S)-

420 C24H4402Si2 75113-13-2
Silane, [[(3a,17/3)-e8tr-5(10)-ene-3,17-diyl]bis(oxy)]bis[trimethyl-

Me
I

10 20 30 40 50 80 70 80 90 100 110 120 130 140 ISO 110 320 330 340 350 300 370 300 300 400 410 420 430 440 450



6128 EPA/NIH MASS SPECTRAL DATA BASE 420

420 CwILaSia 61227-86-8
Silane, (l-methyl-l,2-pentadien-4-yne-l,3,5-triyl)tri8[(l,l-di=
methylethyl)dimethyl-

Ma
l

MaSI Bu-t

Ma
|

t-BuSI CSCC
I

Me

Me
I

C«C8I Bu-t
I

Ma
Ma

420 C26H44O4 75083-36-2
2,5-Cyclohexadiene-l,4-dione, 2,5-dihydroxy-3-(2,6,10,14-
tetramethylhexadecyl)-

u Me Me Me Me
II 1 l l l

CH( CH2 ) 3 CH( CHs ) a CH( CH* ) » CHCH* Ma

V-

421 Ci9H27N304SSi 50617-61-3
4-Thia-l-azabicyclo[3.2.0]heptane-2-carboxylic acid, 6-[(ami=

nophenylacetyl)amino]-3,3-dimethyl-7-oxo-, trimethylsilyl ester,

[25-[2a,5a,6d(S*)]]-

1*0 170 ISO 180 200 210 220 230 240 250 2«0 270 280 290 300

420
Cyclotriacontane

CwHeo 297-36-8

421 C26H27NO6 62057-93-6
Dibenzo[/,h]pyrrolo[ 1,2-6] isoquinolin-14-oI, 9, 11, 12,13,13a,14-

hexahydro-3,6,7-trimethoxy-, acetate (ester), (13aS-cis)-

10 20 30 40 50 SO 70 SO 90 100 110 120 ISO 140 ISO



422 EPA/NIH MASS SPECTRAL DATA BASE 6129

422 C8H23l04Si4
Cyclotetrasiloxane, (iodomethyl)heptamethyl-

Me M,

0 SI Me

17882-88-1

Me —SI a
/ \ /

Me 0 SI

422 C22H46SL 61227-84-7
Silane, 3,4-hexadien-l-yne-l,3,5,6-tetrayltetrakis[ethyldimethyl-

Et SI CSCC= C= CCH 2 SI Et
I I

I

MeSI Et
I

310 320 330 340 360 340 370 3M 3SO 400 410 420 430 440 4M

422 C23H38N2O3S 67370-85-8
Benzenesulfonamide, iV,4-dimethyl-^V-[3-(2-oxoazacyclo=:

tridec-l-yl)propyl]-

422 C26H48P2 23743-26-2
Phosphine, l,2-ethanediylbis[dicyclohexyl-

422 C32H38 38412-20-3
Naphthalene, 1 ,

1
'-( 1 , 12-dodecanediy1)bis-



6130 EPA/NIH MASS SPECTRAL DATA BASE 422

100

80 *

80 *

40-

20 '

ol. t— i r T t— -i
"

—

-i r r i i
1

i * i

310 320 330 340 860 380 370 380 390 400 410 420 430 440 450

423 C22H33NO7 72101-41-8
1-Cyclopentene-l-propanoic acid, 2-[3,8-bis(acetyloxy)-l-oc=
tenyl]-5-(methoxyimino)-, methyl ester, [S-(?^E)J-

CH 2 CH2 C(O)0Me

Me ON CH « CHCH ( CH 2 ) 5 OAc

100

80

00

40

20

0

100

80

60

40

20

0

100

80

80

40

20

0
310 320 330 340 3S0 360 370 380 380 400 410 420 430 440 460

J. - - .1

10 20 30 40 50 80 70 80 90 100 110 120 130 140 160

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

.—*+—i* L_r_1, L-r L- 1 ,L

423 CkHmNOs 66512-91-2
2-Propenoic acid, 3-(4-hydroxyphenyl)-, octahydro-4-(3-
hydroxy-4-methoxyphenyl)-2H-quinolizin-2-yl ester, [2a-
(E),40,9a/J]-(±)-

424 Ci7H4404Si4 33648-72-5
D-erythro-Pentitol, 2-deoxy-l ,3,4,5-tetrakis-0-(trimethylsilyl)-

Me
i

OS I Me

OS I Me
I I

MeSI 0CH 2 CH 2 CHCHCH 2 OS I Me
I I

Me Me

424 C17H44O4SU 74742-37-3
3,9-Dioxa-2,10-disilaundecane, 2,2,10,10-tetramethyl-5,6-bis-

[(trimethylsilyl)oxy]-

Me
I

OS I Me
I

Me

Me
I

OS I Me

Me |
Me Me

MeSI OCH2 CH 2 CHCHCH2 OS i Me
I I

Me Me

100

80

80

40

20

0

100

80

80

40

20

0

100

80

60

40

20

0

\

i. J. . i-. . . 1.

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

i I I i i i *

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

310 320 330 340 3S0 380 370 380 390 400 410 420 430 440 450



424 EPA/NIH MASS SPECTRAL DATA BASE 6131

424 Ci9H36N203Si3 72088—03—0
Benzenebutanoic acid, 7-oxo-a,2-bis[(trimethylsilyl)amino]-,

trimethylsilyl ester

Me Me
I I

NHSIMe NHSIMe

424 C22H32O8 26934-87-2
Trichothec-9-ene-3,4,8,15-tetrol, 12,13-epoxy-, 15-acetate 8-

(3-methylbutanoate), (3a,4/3,8a)-

424 C23H40N2O3S 67138-92-5
Heptanamide, N-hexyl-iV-[3-[[(4-methylphenyl)sulfonyl] :=

amino]propyl]-

( CM2 ) 5 Me

100*

80-

80 *

40

20-

_l 1 . 11 1

160 170 160 100 200 210 220 260 240 260 260 270 260 200 300

80*

80 -

40

20 «

l .

310 320 330 340 360 3M 370 360 3M 400 410 420 430 440 480

424 C23H4o05Si 67884-43-9
l/f-Indene-5-propanoic acid, 2,3,3a,6,7,7a-hexahydro-/3,7a-di=
methyl-l-[(tetrahydra-2//-pyran-2-yl)oxy]-3a-[(trimethyl=
silyl)oxy]-, methyl ester

424 CsoHigO 1812-63-1
A'-Neogammacer-22(29)-en-3-one, (21/8)-



6132 EPA/NIH MASS SPECTRAL DATA BASE 424

100

80

60

40

20

0 I 1
""

I I l I *l I* , V -
r
ilM -T I I

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

424 C3iH62 72101-29-2

Naphthalene, ar,ar 1,ar
’'-methylidynetris[decahydro-

CO^pCO

425 C22H19NO8 49616-74-2
2,4-Cyclopentadiene-l,2,3,4-tetracarboxylic acid, 5-(2-quinolinyl)-,

tetramethyl ester

MeOC(O) C( 0) OMe

425 C24H43NO5 2482-37-3
Acetamide, JV-[2-(acetyloxy)-l-[(acetyloxy)methyl]-3-hepta—

decenyl)-, [R-[R*,S*-(E)]]~

|

NHAc

M#(CH 2 )i 2 CH:CHCHCHCH 2 OAc

310 320 330 340 360 360 370 360 300 400 410 420 430 440 460

426 C12H2CI8
l,l'-Biphenyl, 2,2',3,3',4,5',6,6'-octachloro-

40186-71-8

426 C12H2CU 42740-50-1

1 ,1'-Biphenyl, 2,2' ,3,3
'
,4,4' ,5,6'-octachloro-

ci



426 EPA/NIH MASS SPECTRAL DATA BASE 6133

100*

60-

40 *

20-

t - JHu jU JL
160 170 160 190 200 10 220 230 240 260 260 270 260 260 900

60*

60*

40*

20*

,
1 ,11, 1 j,

310 320 330 340 360 160 370 380 360 400 410 420 430 440 460

426 C12H2CU 52663-73-7
l,l'-Biphenyl, 2,2\3,3\4,5,6,6'-octachloro-

310 320 330 340 350 360 370 3<0 390 400 410 420 490 440 460

426 C12H2CU 52663-75-9
l,l'-Biphenyl, 2,2',3,3

,

,4,5,5
, ,6'-octachlora-

ci

ci ci

100

ao

60

40

20

0

100

«0

60

40

20

0

100

•0

60

40

20

0

310 320 930 340 360 300 370 360 300 400 410 420 490 440 460

1 1 • J J L_

10 20 30 40 50 60 70 60 90 100 110 120 190 140 160

l . i „ Ji
160 170 160 190 200 10 220 290 240 260 260 270 260 290 900

,

1
li . .

.illu . .
1

426 C 21H 18N 2O8 74367-28-5
Bicyclo[2.2.1]heptane-2,7-diol, bis(4-nitrobenzoate)

C(0)0—er
OC(O)

XL.

426 C23H26N 2O6 62421-69-6
16,19-Secostrychnidine-10,16-dione, 21,22-epoxy-21,22-di c:

hydro-14-hydroxy-4-methoxy-19-methyl-, (21a,22a)-

100

60

60

40

20

0

100

80

60

40

20

0

100

60

60

40

20

0 i i
1

r r i*i * i 1 » » i i » » i

310 320 330 940 360 360 370 360 300 400 410 420 490 440 450

426 C24H18N4O4 74779-64-9
2,5-Cyclohexadien-l-one, 4,4-diphenyl-, (2,4-dinitrophenyl)=
hydrazone

100

60

60

40

20

0

100

60

60

40

20

0

100

60

60

40

20

0



6134 EPA/NIH MASS SPECTRAL DATA BASE 426

426 C24H18N4O4 74966-82-8
Phthalazino[2,3-a]cinnoline-8,13-dione, 5-(3,4-dihydro-4-

hydroxy-l-oxo-2(l//)-phthalazinyl)-5,6-dihydro-

0 0

100

80

80

40

20

0

100

80

80

40

20

0

100

80

60

40

20

0
310 320 330 340 360 380 370 380 390 400 410 420 430 440 450

426 C24H30N2O5 65025-23-2
Yohimban-16-carboxylic acid, 17-(acetyloxy)-ll-methoxy-, methyl

ester, (3/3,16a,17a)-

OMe

AcO

100

80

80

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0
310 320 330 340 350 360 370 380 390 400 410 420 430 440 460

426 C24H42O6 2315-64-2
3,6,9,12-Tetraoxatetradecan-l-ol, 14-[4-(l,l,3,3-tetramethyl=
butyl)phenoxy]-

10 20 30 40 SO 60 70 60 80 100 110 120 130 140 ISO

100-

80-

80-

40-

20-

180 170 180 190 200 210 220 230 240 250 280 270 280 390 30C

80 j

80 j

40 j

20 J
L i

310 320 330 340 350 38C 370 380 390 400 410 420 430 440 450

426 C24H42O6 69494-17-3
Propanedioic acid, [12-[(tetrahydro-2/f-pyran-2-yl)oxy]-3-

dodecenyl]-, diethyl ester, (Z)-

C( 0) OEt

0( CH2 ) S CH : CHCHz CH S CHC( 0) OE t

100

80

80

40

20

0
10 20 30 40 60 80 70 80 90 100 110 120 130 140 150

426 C27H4202Si 74806-99-8
Silane, methylphenylbis [ ( 1 ,7 ,7-trimethylbicyclo [2.2.l]hept-2-

yl)oxy]-

Me Me



426 EPA/NIH MASS SPECTRAL DATA BASE 6135

426 C29H46O2
A'-Neo-30~norgammacerane-3,22-dione

1177-74-8 426 C30H50O
Lup-20(29)-en-3-ol, (3/3)-

545-47-1

426 C30H50O 127-22-0

310 320 330 340 3*0 300 370 3*0 3*0 400 410 420 *30 440 4*0



6136 EPA/NIH MASS SPECTRAL DATA BASE 426

426 C30H50O
Urs-12-en-3-ol, (3/3)—

638-95-9 426 C30H50O 35012-08-9
19-Norlanosta-5,24-dien-3-ol, 9-methyl-, (3/3,9/3,10a)-

Me

100

60

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

426 C30H50O 4575-73-9
Z):C-Friedo-B':A'-neogammacer-8-en-3-ol, (3/3)-

Me

426 C30H50O 52647-78-6
Z):A-Friedooleanane, 25,26-epoxy-



428 EPA/NIH MASS SPECTRAL DATA BASE 6137

426 C30H50O 69081-88-5
27-Norstigmasta-5,24(28)-dien-3-ol, 25-ethyl-, (3/S,24Z,25S)-

426 C30H50O 74310-24*0
Spfro[chole8tane-3,r-cyclobutan]-2'-one, (3/3)-

Me

Me Me
I I

100-—
•0-

.L .1 ill Jill . JiL iikiJi ,ui ,i.iw ••••••tlVVVIl
10 20 80 40 40 60 70 80 «0 100 110 120 180 140 180

h.... . i

180 170 180 100 200 210 220 230 240 280 280 270 280 200 300

•0-

00-

40 *

20 -

.4 1, ,

310 820 380 340 380 840 370 880 390 400 410 420 430 440 450

426 C30H50O 74345-22-5
Spiro[cholestane-3,r-cyclobutan]-2'-one, (3a)-

100

80

80

40

20

0

100

80

80

40

20

0

100

80

80

40

20

0
310 320 330 340 350 380 370 380 390 400 410 420 430 440 460

l LI llil.il A Lljl UL .III .III, 4

10 20 30 40 60 80 70 80 90 100 110 120 130 140 150

H ll

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

Ti

n

n
i
i
r

il t

427 C22H37NO7 72150-75-5
Cyclopentanepropanoic acid, 3,5-bis(acetyloxy)-2-[3-(methoxy~

imino)octyl]-, methyl ester, [li?-(la,2/3,3a,5/3)]-

UAC
( CHs ) 4 M«

CH 2 CH 2 C«N0M6

CH 2 CH 2 C(0) OMe

428 C21H21CIS11

Stannane, chlorotri8(phenylmethyl)-

CH2 Ph
I

PhCHt 8nCH 2 Ph
I

Cl

3151-41-5

100

80

80

40'

00'

O'
10 20 80 40 50 80 TO 80 80 100 110 120 1*0 140 180



6138 EPA/NIH MASS SPECTRAL DATA BASE 428

100-

80 -

60-

:ii
iL. . _ J jj. . ... . till

160 170 180 100 200 210 220 230 240 260 260 270 280 200 300

80-

80 -

40-

20-

... hll

310 320 330 340 360 360 370 380 300 400 410 420 430 440 460

428 C22H20O9 74978-23-7
5,12-Naphthacenedione, 7-(acetyloxy)-8-ethyl-7,8,9,10-tetra :=:

hydro-1,4,6,8,1 1-pentahydroxy-

HO 0 OH OAc

HO 0 OH

428 C24H3603Si2 69833-76-7
Estra-l,3,5(10),6-tetraen-17-one, 3,6-bis[(trimethyl8ilyl)oxy]-

428 C27H20N6 61416-97-5
1,2-Benzenediamine, iV-(l-methyl-3-phenylpyrimido[5,4-a] =
phenazin-5-yl)-

J pr^Ph

sr
N

NH

428 C28H44O3 53481-64-4
Cholest-4-en-26-oic acid, 3-oxo-, methyl ester

Me

ll.., ill ll, III in ,11

10 20 30 40 60 60 70 80
i V t 1 1 V V

30 100 110 120 130 140 150

. ill .il.. i i. i

160 170 180 100 200 210 220 230 240 260 260 270 280 200 300

iL 1 ..n. toll ll illl.. lull L U

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



429 EPA/NIH MASS SPECTRAL DATA BASE 6139

428 C29H48O 2 69081-93-2
3,5-Cyclo-27-norstigmastan-25-one, 6-methoxy-, (3/3,5a,6/3,24£)-

310 320 330 340 350 360 370 3«0 390 400 410 420 430 440 450

428 C30H52O 51414-68-7
Cyclopropa[5,6]cholestane, 3-ethoxy-3',6-dihydro-, (3/3,5a,6/3)-

429 C 14H9F 10NO3 72347-70-7
Propanamide, 2,2,3,3,3-pentafluoro-N-[2-(2-hydroxyphenyl)ethyl]-,

mono(2,2,3,3,3-pentafluoro-l-oxopropyl) deriv.

aCHjCHjNHi

.
+ 2HOj CCFj CF j

- 2Hj 0

10 20 30 40 SO 80 70 80 *0 100 110 120 130 140 ISO

l
,

l 1

160 170 180 180 200 210 220 230 240 2S0 280 270 200 200 300

C 14H9F 10NO3 72347-71-8
Propanamide, 2,2,3,3,3-pentafluoro-N-(2-(3-hydroxyphenyl)ethyl]-,

mono(2,2,3,3,3-pentafluoro-l-oxopropyl) deriv.

CH 2 CH 2 NH 3

+ 2HO2 CCF 2 CFs

- 2H 2 O

10 20 30 40 50 60 70 00 90 100 110 120 130 140 150

160 170 100 100 200 210 220 230 240 250 200 270 200 200 300

429 C 14H9F10NO3 72347-72-9
Propanamide, 2,2,3,3,3-pentafluoro-iV-(l-hydroxy-2-phenylethyl}-,

mono(2,2,3,3,3-pentafluoro-l-oxopropyl) deriv.

NH ,
+ 2HO2 CCF 3 CF 4

l

HOCHCH2 Ph _ 2H2O

L- 1 11. -lLl J. J i

10 20 30 40 50 00 70 •0 90 100 110 120 130 140 100

1 , L 1 ,1
ISO 170 180 1»0 200 210 220 230 240 240 2*0 270 2*0 200 300



6140 EPA/NIH MASS SPECTRAL DATA BASE 429

100

80

60

40

20

0
310 320 330 340 350 360 370 380 390 400 410 420 430 440 460 310 320 330 340 360 360 370 380 390 400 410 420 430 440 460

80

60-

40-

20-

0-

429 C14H9F10NO3 72347-73-0
Propanamide, 2,2,3,3,3-pentafluoro-iV-[2-(4-hydroxyphenyl)ethyl]-,

mono(2,2,3,3,3-pentafluoro-l-oxopropyl) deriv.

+ 2HO2 CCF2CF3

- 2Hj

0

430 C6HioBr402 32739-60-9
Allitol, l,3,4,6-tetrabromo-l,3,4,6-tetradeoxy-

Br

HO Br OH
I I I I

Br CH 2 CHCHCHCHCH2 Br

430 C6HioBr402 74987-90-9
2,4-Hexanediol, 1,3,5,6-tetrabromo-, (2R*,3R*,4R*,5R*)-(±)~

OH

Br

Br OH
I I I

Br CH 2 CHCHCHCHCH 2 Br

.. II .ill 1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

:

i ill Lli_J
160 170 180 100 200 210 220 230 240 250 260 270 280 290 300

430 C22Hi6Fe04P 14649-69-5
Iron, tetracarbonyl(triphenylphosphine)-

c=o
Ph
I

0: C C:0

430 CmHsoOt 641-68-9
Benzoic acid, 2,4-dihydroxy-6-pentyl-, 4-carboxy-3-hydroxy-

5-pentylphenyl ester



430 EPA/NIH MASS SPECTRAL DATA BASE 6141

430 C^HaiNaOsSi 74299-06-2
Androstane-2-carbonitrile, 4,5-epoxy-3-(methoxyimino)-17-

[(trimethylsilyl)oxy]-, (2a,4a,5a,17/S)-

430 CwHasOsSh 28416-72-0
E8tra-l,3,5(10)-trien-17-one, 3,16a-bi8(trimethylsiloxy)-

310 320 330 340 350 360 370 360 390 400 410 420 430 440 440

430 CmHmOsSu 25876-84-0
Estra-l,3,5(10)-trien-16-one, 3,17/S-bis(trimethylsiloxy)-

,OS I Me
I

Mo

310 320 330 340 380 300 370 300 380 400 410 420 430 440 4S0

430 CwHsaOsSh 51497-38-2
E8tra-l,3,5(10)-trien-17-one, 2,3-bi8[(trimethylsilyl)oxy]-

310 3*0 330 340 300 300 370 300 300 400 410 420 430 440 400



6142 EPA/NIH MASS SPECTRAL DATA BASE 430

430 C24H3803Si2 51497-39-3 430 CwHasOsSh 69688—25—1
Estra-l,3,5(10)-trien-17-one, 3,4-bis[(trimethylsilyl)oxy]- Estra-l,3,5(10)-trien-17-one, 3,6-bis[(trimethylsilyl)oxy]-, (6/3)-

so

40

20

430 C24H3803Si2 69688-01-3
Estra-l,3,5(10)-trien-17-one, 3,15-bi8[(trimethylsilyl)oxy]-, (15a)-

60

40

20

0

10 20 30 40 SO 60 70 80 80 100 110 120 130 140 150

80-

80-

40

20-

160 170 180 ISO 200 210 220 230 240 260 260 270 260 280 300

80-

60 -

40-

20-

l
, ,

310 320 330 3^W 350 360 370 380 390 400 410 420 4,JO 440 450

430 C24H3803Si2 69688-38-6
Estra-l,3,5(10)-trien-17-one, 3,ll-bis[(trimethylsilyl)oxy]-, (11/3)-

b , ^ . i

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

. 1.1 -1 l1 Jli 11 L j1 1 al uL illLL
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

-5. L . 1* J i
J . t— i

u
,

ifiu
, ,

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



430 EPA/NIH MASS SPECTRAL DATA BASE 6143

430 C^HasOaSh 69688-39-7 430 CwHasOaSh 74231-49-5
E8tra-l,3,5(10)-trien-17-one, 3,12-bis[(trimethylsilyl)oxy]-, (12/3)- Estra-l,3,5(10)-txien-17-one, 3,15-bis[(trimethylsilyl)oxy]-, (15/8)—

430 Ca^HasOaSia 69688-40-0
Estra-l,3,5(10)-trien-€-one, 3,17-bis[(trimethylsilyl)oxy]-, (17/8)—

430 Ca^aaOaSia 74299-19-7
E8tra-l,3,5(10)-trien-17-one, 3,14-bis[(trimethylsilyl)oxy]-

100

80

80

40

20

0

100

80

80

40

20

0

100

80

60

40

20

0
310 820 330 840 860 360 370 380 380 400 410 420 430 440 460

360 420



6144 EPA/NIH MASS SPECTRAL DATA BASE 430

430 C27H42O4 2242-12-8
Chol-ll-en-24-oic acid, 3-(acetyloxy)-, methyl ester, (3a,5/?)-

Me

430 C27H42O4 31823-53-7
Chol-5-en-24-oic acid, 3-(acetyloxy)-, methyl ester, (3/3)-

430 C27H42O4 21152-87-4
24-Norchol-22-ene-3,12-diol, diacetate, (3a,5/3,12a)-

430 C27H42O4 57071-90-6
24-Norchol-22-ene-3,7-diol, diacetate, (3a,5/8,7a)-

100

60

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

310 320 330 340 360 360 370 380 390 400 410 420 430 440 450

IU ii .ii,y.L .i

10 20 30 40 60 60 70 80 90 100 110 20 130 140 160

.. -i.llll

160 170 180 190 200 210 220 230 240 250 260 270 260 290 300

—1«—i
—

i
—

i
—

i
—

i
—

i
—

i
—

i
—

i—.—.

—

i
—

i
—i—



430 EPA/NIH MASS SPECTRAL DATA BASE 6145

430 C27H42O4 60354-34—9
Chol-3-en-24-oic acid, 12-(acetyloxy)-, methyl ester, (5/3,12a)-

430 C2?H4602Si 68269-74-9
Silane, methylbis[[5-methyl-2-(l-methylethyl)cyclohexyl]oxy] =

phenyl-, [la(lJ?*,2S*,5/?*),2/3,5a]-

Pr-I Pr-I

Me Me

430 C2?H4602Si 74764-48-0
Silane, methylbis[[4-methyl-2-(l-methylethyl)cyclohexyl]oxy] =

phenyl-, [la(LR*,2R*,4R*),2a,4/3]-

430 C28H46O3 75023-18-6
A-Norcholestane-3-carboxylic acid, 2-oxo-, methyl ester, (3a)-

C( 0) OMe

100

ao

60

40

20

0

100

60

60

40

20

0

100

60

60

40

20

0
310 320 330 340 3«0 3«0 STO SM *80 400 410 4» 430 440 430

1 II L.,u li , IIL A .Jib lU.

10 20 30 40 50 60 70 60 00 100 110 120 130 140 150

;

.1(1 i iifci ln
r

^lL. .. III., \ , i .. .

160 170 160 100 200 210 220 230 240 260 260 270 260 200 300

'
.

-n
1.

.
» .

-|I jL
J * l.



6146 EPA/NIH MASS SPECTRAL DATA BASE 431

431 C22H22CINO6 4865-85-4
L-Phenylalanine, iV-[(5-chloro-3,4-dihydro-8-hydroxy-3-

methyl-l-oxo-LH-2-benzopyran-7-yl)carbonyl]- ethyl ester, (R)-

ci

431 C25H26N3O4 36253-36-8
Butanedioic acid, [[2-[[(dimethylamino)methylene]amino] =

phenyl]methylene](lff-indol-3-ylmethylene)-, dimethyl ester

431 C26H37NO6 74299-08-4
Pregn-4-ene-3,20-dione, 17-(acetyloxy)-21-hydroxy-6-methyl-,
3-(0-methyloxime), (6/3)—

Me

432 CeHChFe 72101-28-1
Hexane, heptachlorohexafluoro-

Me ( CH2 ) 4 Me
+7 Cl

+6F



432 EPA/NIH MASS SPECTRAL DATA BASE 6147

432 C8H12M02O8 14221-06-8

Molybdenum, tetrakis[M-(acetato-0:0')]di-, (Mo-Mo)
432 C12CIF10PS 53327-28-9
Phosphinothioic chloride, bis(pentafluorophenyl)-

1 1 _
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 260 290 300

fc_
310 320 330 340 350 360 370 390 390 400 410 420 430 440 450

432 C9H6I2O4 41072-98-4
Benzoic acid, 4-(acetyloxy)-3,5-diiodo-

1

310 330 330 340 360 360 370 300 300 400 410 420 430 440 460

100

•0

60

40

20

0

100

60

60

40

20

0

100

60

60

40

20

0
310 320 330 340 360 360 370 360 390 400 410 420 430 440 450

i L i i l L L — L.

10 20 30 40 60 60 70 80 90 100 110 120 130 140 150

_l m-L- . ,

160 170 160 190 200 210 220 230 240 250 260 270 280 290 300

4 r-^-, , i— 4 1 , r

432 C14H 10I2 74752-96-8
Benzene, l,l'-(l,2-diiodo-l,2-ethenediyl)bis-

I Ph
1 1

PhCsCI

432 Ci5H3oGe3 61227-86-9
Germane, (l-methyl-l,2^)entadien-4-yne-l,3,&-txiyl)tris[tximethyl-

M6s06CSCC«C«CQ6M6 3

I I

M63G6 M«

110 120 130 140 150



6148 EPA/NIH MASS SPECTRAL DATA BASE 432

80*

60*

40*

20* ..A
160 170 180 190 200 210 220 230 240 280 280 270 280 290 300

80-

60*

40-

20*

. I.|J||iL.

310 320 330 340 360 360 370 380 390 400 410 420 430 440 450

432 C23H24FeN203 74764-10-6
Iron, tricarbonyl[iV^V'-(l,2-dimethyl-l,2-ethanediylidene)bi8=

[2,6-dimethylbenzenamine]-NJV']-

c=o

100

80

80

40

20

0

100

80

60

40

20

0

100

80

80

40

20

0

432 C24H4oN203Si 69688-35-3
Androst-4-ene-3,17-dione, 12-[(trimethylsilyl)oxy]-, bis(0-

methyloxime), (12/3)-

100

80

80

40

20

0

100

80

80

40

20

0

10 20 30 40 50 60 70 80 80 100 110 20 130 140 ISO

180 170 180 190 200 210 220 230 240 280 280 270 280 260 300

100

80

80

40

20

0
310 320 330 340 360 380 370 380 390 400 410 420 430 440 450

432 C24H4oN203Si 69833-73-4
Androst-4-ene-3,17-dione, 7-[(trimethylsilyl)oxy]-, bis(0-

methyloxime), (7a)-

432 CwH^OsSh 69688-16-0
Estra-l,3,5(10)-trien-14-ol, 3,17-bis[(trimethylsilyl)oxy]-, (17/3)-

Me
I

OSIMe



432 EPA/NIH MASS SPECTRAL DATA BASE 6149

432 C24H4o03Si2 75113-11-0
Estra-l,3,5(10)-trien-3-ol, ll,17-bis[(trimethylsilyl)oxy]-, (11/8,17/3)—

MeSI 0
I

Me

1 L_l_ L
10 20 30 40 50 60 70 60 90 100 110 120 130 140 150

160 170 160 10C 200 210 220 230 240 250 260 270 260 200 300

j u i .L.
,

310 320 330 340 350 340 370 380 300 400 410 420 430 440 4*0

432 C24H4o03Si2 75113-12-1
Estra-l,3,5(10)-trien-7-ol, 3,17-bis[(trimethylsilyl)oxy]-, (7a,17/3)-

-T— i f r i * i * 1 1 1 »
i i — i »

310 320 330 340 350 300 370 380 300 400 410 420 430 440 450

432 C26H4o04Si 74298-96-7
Pregn-4-ene-3,20-dione, 17-hydroxy-6-methyl-21-[(trimethyl :=

8ilyl)oxy]-, (6a)-

Me

MeSI OCH2CO

100

80

00

40

20

0

100

80

80

40

20

0

100

80

•0

40

20

0
310 320 330 340 360 380 370 380 380 400 410 420 430 440 460

.
,

>1 L . |.JI . Hi.,

10 20 30 40 80 60 70 60 00 100 110 120 130 140 150

160 170 180 100 200 210 220 230 240 250 260 270 260 200 300

li- 1 L- i-

432 C26H4402Si2 25495-26-5
Silane, [[(17/3)-androsta-3,5-diene-3,17-diyl]bis(oxy)]bis[trimethyl-

Me
i

OS I Me



6150 KPA/NIH MAH8 SPECTRAL DATA BASK 432

432 C27H44O4 3253-69-8
Cholnn 24 oie add, 3 (acetyloxy)

,
methyl enter, (3a,60)-

432 C27H 44O4 7898-69-3
Cholest 7 on 6 one, 2,3,14 trihydroxy

, (20,30,60)

432 C27H44O4 7698-67-1
Choleat 7 en 6 one, 2,3,14 trihydroxy

, (20,30,6a)- 432 CnH4l0|
Benzoic acid, 3 methoxy

, eicoayl ester

0M«

56964 77-9

432 C2HH48O3 56964-79-1
Benzoic acid, 4 methoxy

,
eicoayl ester



434 EPA/NIH MASS SPECTRAL DATA BASE 6151

432 C29H28N 4 36150-14-8
17-Norcorynan, 19,20-didehydro-16-(9//-pyrido[3,4-6]indol-l-yl)-,

(19E)-

100

ao

60

40

20

0

100

60

60

40

20

0

100

60

60

40

20

0

434 C18H26O12
D-Glucitol, hexaacetate

OAc

OAc

AoO OAc
I I T

A0OCH2 CHCHCHCHCHa OAc

7208-47-1

100

60

60

40

20

0

100

60

60

40

20

0

100

60

60

40

20

0
310 320 630 340 360 360 370 360 300 400 410 420 430 440 460

434 C21H22O10 3682-03-9
4H-l-Benzopyran-4-one, 6-/9-D-glucopyrano8yl-2,3-dihydro-

5,7-dihydroxy-2-(4-hydroxyphenyl)-, (S)~

434 CUH14N4O4S.CIHO4 42141-14-0
Cyclohepta[e]-l,2,3-thiadiazine, 2-(2,4-dinitrophenyl)-2,5,6,7,=

8,9-hexahydro-, monoperchlorate



6152 EPA/NIH MASS SPECTRAL DATA BASE 434

434 C22H28O9 71594-04-2
4if-l-Benzopyran-4-one, 2,3-dihydro-6,7,8-trimethoxy-3-(2,=

3,4,5-tetramethoxyphenyl)-, (S)-

434 CMH26N2O4S 1 33546-23-5
1,2-Hydrazinedicarboxylic acid, l-(triphenylsilyl)-, diethyl ester

C( 0) OEt

h
Et 0C( 0) NHN8I Ph

Ph

434 C26H4e02Si2 69833-82-5
Silane, [[(5j8,17/3)-andro8t-3-ene-3,17-diyl]bis(oxy)]bis[trimethyl-

10 20 30 40 SO SO 70 ao »0 100 110 120 130 140 ISO

434 C26H26O6 63317-78-2
1,3-Isobenzofurandione, 5,5'-(l,l,6,6-tetramethyl-l,6-hexane=

diyl)bis-

434 C29H30N4 36150-15-9
17-Norcorynan, 19,20-didehydro-16-(4,9-dihydro-3//-pyrido=

[3,4—6]indol—1—yl)—
,
(19E)-



436 EPA/NIH MASS SPECTRAL DATA BASE 6163

436 Ci2HigBr2Ni2 32877-98-8
Nickel, di-/i-bromobiB[(l,2,3-77)-2-cyclohexen-l-ylJdi-

310 320 330 340 300 300 370 300 300 400 410 420 430

435 CctH33NO4 57186-25-1
2//-l-Benzopyrano[5',6':6,7]indeno[l,2-6]indol-3(4b//)-one, 5,=
6,6a,7,12,12b,12c,13,14,14a-decahydro-4b-hydroxy-2-(l-
hydroxy-l-methylethyl)-12b,12c-dimethyl-, [2ft-(2ar,4b/3,=

6aa,12b/3,12ca,14a0)]-

310 320 330 340 300 300 370 300 300 400 410 420

436 CiiHisNsOeW 35419-59-1
TungBten, pentacarbonyl(l,4-diazabicyclo[2.2.2]octane-N1 )-,

(OC-6-22)-

436 CoiHwBOio 74810-61-0
D-Glucitol, cyclic 3,4-(phenylboronate) 1,2,5,6-tetraacetate

(Mlou
hcoa

«

T
0(^CM

I
'8 -Ph

MCO
I

MCOAc
r
CMjOAc

CiSC CSC

)1« t» MC MC MC no MO M 4t« 4X 446 4M



6154 EPA/NIH MASS SPECTRAL DATA BASE 436

436 C2iH2oFeN2C>6 65016-01-5
Iron, tricarbonyl[N,iV'-(l,2-dimethyl-l,2-ethanediylidene)bi8®

[4-methoxybenzenamine]-iV^V']-

I i 1 1

10 20 30 40 50 60 70 80 90 100 110 120 190 140 ISO

. . . . i

160 170 80 190 20C 210 220 230 240 260 260 270 280 200 300

0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 480

436 C24H20O8 64280-48-4
7H-l,4-Dioxino[2,3-c]xanthen-7-one, 2,3-dihydro-3-(4-
hydroxy-3-methoxyphenyl)-2-(hydroxymethyl)-5-methoxy-,
trans-(±)~

ch 2 oh

436 C29H66O2 58141-94-9
12,14-Nonacosanedione

436 C21H24O2S4 26564-33-0
Carbonodithioic acid, S,S'-(diphenylmethylene) 0,0'-bis(l-

methylethyl) ester

Ph
1

I -Pr 0C( S) SCSC( S) OPr -

1

Ph

Me ( CH 2 ) 1 4 COCH2 CO( CH2 ) 1 0 Me

438 C7H3Br4Cl 39569-21-6
Benzene, 1,2,3,4-tetrabromo-5-chloro-6-methyl-

Me



438 EPA/NIH MASS SPECTRAL DATA BASE 6155

310 320 330 340 350 300 370 360 390 400 410 420 430 440 4S0 460 470 460 490 600 610 520 530 540 550 560 570 580 590 600

438 CioHsN^S.Bk 57954-51-5
2/f-l,2,3-Thiadiazine, 2-(2,4-dinitrophenyl)-6-methyl-, compd.

with bromine (1:1)

438 C17H42O&SU
Arabinose, 2,3,4,5-tetrakis-0-(trimethylsilyl)-

1768-95-2

r 1 »

•

02N' N02

OTMS
I

TMSOCH 2 CHCHCHCHO
I I

TMSO OTMS

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

438 Ci5HnCrMnN207 74779—85—4
Chromium, pentacarbonyl[dicarbonyl(7?6-2,4-cylcopentadien-l-

yl)manganese][M-(3,3-dimethyl-3/r-idiazirine-iV’1:iV'2)]-

8 -

Mn C = 0

^C= 0

N 0=C C=0

/\
Cr C = 0

\
o=c c=o

10 20 30 4C 50 60 70 80 00 100 110 120 130 140 150

;

1.
1.

,

160 170 180 100 200 210 220 230 240 250 260 270 280 200 300

-

310 320 330 340 350 360 370 360 300 400 410 420 430 440 450

438 C17H42O5SU 74742-30-6
erythro-Pentonic acid, 2-deoxy-3,4,5-tris-0-(trimethylsilyl)-,

trimethylsilyl ester

Me

OS I Me
I

Me

Me
I

OS I Me

Me Me
I

MeS I 0C( 0) CH 2 CHCHCH 2 OS I Me

Me Me



6156 EPA/NIH MASS SPECTRAL DATA BASE 438

438 CuHuOiSu 74779-61-6
3,8-Dioxa-2,9-disiladecane, 2,2,9,9-tetramethyl-5,6-bis[[(tri :=

methylsilyl)oxy]methyl]-

CH2OTMS
l

TMSOCH 2 CHCHCH2 OTMS

CH 2 OTMS

100

80

60

40

20

0

438 C24H26N2O6 63944-65-0
6,21-Cyclo-4,5-secoakuammilan-17-oic acid, 4,5-bis(acetyloxy)-
methyl ester, (6a)-

310 320 330 340 350 300 370 380 300 400 410 420 430 440 450

438 C2oH4oBr2 14296—16—3
Eicosane, 1,20-dibromo-

Br ( CH2 ) 2 o Br

438 C22H24B2O8 74825-22-2
D-Glucitol, cyclic l,3:2,4-bis(phenylboronate) 5,6-diacetate

chch 2 oac
1

OAc

100

80

60

40

20

0

100

60

60

40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

4 -J 1
1 1 J 1

1 1 r r —t i

438 C24H4205Si 65147-48-0
Prosta-5,13-dien-l-oic acid, 9,ll-epidioxy-15-[[(4-methyl ;=5

phenyl)sulfonyl]oxy]-, methyl ester, (5Z,9a,lla,13£,15S)-

MeOC(O) ( CH 2 ) 3 CH =CHCH

Me
I

MeSi OCHCH *CH

0

0

Me ( CH 2 ) 4



439 EPA/NIH MASS SPECTRAL DATA BASE 6157

438 CzsHaoN^s 24182-67-0

Curan-17,18-diol, l-acetyl-19,20-didehydro-, diacetate (ester),

(19E)-

438 C29H34N4 51820-25-8
17-Norcorynan, 16-(2,3,4,9-tetrahydro-lif-pyrido[3,4-6]indol-

1-ylK [16(S),20ffl-

438 C29H34N4 51820-26-9
17-Norcorynan, 16-(2,3,4,9-tetrahydro-lif-pyrido[3,4-6]indol-

l-yl)-, [16(A),200]-

439 C22H29N7O3 34597-43-8
Benzenepropanamide, Qr-amino-Ar-[3-[6-(dimethylamino)-9/f-
purin-9-yl]-2-hydroxycyclopentyl]-4-methoxy-, [lA-[la=
(S*),2a,30]]-

Me
I

NMe

NH OH

CO
I

Hj NCH
I

CHj

OMe



6158 EPA/NIH MASS SPECTRAL DATA BASE 439

439 C22H37NOeSi 69502-89-2
1-Cyclopentene-l-propanoic acid, 5-(methoxyimino)-2-[8-

methoxy-8-oxo-3-[(trimethylsilyl)oxy]-l-octenyl]-, methyl ester

CH 2 CH2 C( 0) OM*

<CH 2 )«C(0)<

I V
CH • CHCH08 1 Me

I

440 C 10H40N12SU 34665-55-9
Cyclodisilazane-2,2,4,4-tetramine, Nfl^N'^N'-tetramethyl-l,3-

bis[tris(methylamino)silyl]-

MeNH/*— S^i NHMe

MeNHSi NHM®
I

MeNH

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

440 Ci2H2oCl2Rh2 12090-11-8
Rhodium, di-M-chlorotetrakis(i73-2-propenyl)di-

310 320 330 340 360 3«0 370 380 390 400 410 420 430 440 460

440 C24H23B3O6 6638-74-0
D-Glucitol, cyclic 1,3:2,4:5,6-tris(phenylboronate)

/D ~-Ph

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



440 EPA/NIH MASS SPECTRAL DATA BASE 6159

440 C24H24O8 68725—64—4
7/f-Furo[3,2-g][l]benzopyran-7-one, 9-[[5-[(2,5-dihydro-4-
methyl-5-oxo-2-furanyl)methyl]-2,2,5-trimethyl-l,3-di=
oxolan-4-yl]methoxy

]

-

440 C24H28N2O6 62421-67-4
16,19-Secostrychnidine-10,16-dione, 21,22-epoxy-21,22-di=
hydro-3,4-dimethoxy- 19-methyl-, (21a,22a)-

440 C24H40N4SU 66436-36-0
Cyclodisilazane-1,3-diamine, 2,4-bis(l,l-dimethylethyl)-N^,=
N'^V'-tetramethyl-2,4-diphenyl-

t -Bu
Ph

''SI —H

Me
I

NMe

I I

x
N— Sl^

MeN pJ^Bu-t
Me

440 CmHwOt 68727-55-9
a-D-Glucopyranose, 6-(9,12,15-octadecatrienoate), (Z,Z,Z)-

CHj 0C(0)(CH 2 )7CH = CHCH 2 CH *CHCH 2 CH »CMEl

OH

•10 *30 00 eeo eeo eeo *70 eeo eeo 700 710 730 730 740 7so



6160 EPA/NIH MASS SPECTRAL DATA BASE 440

440 C24H40O7 68780-13-2
jS-D-Glucopyranose, 6-(9,12,15-octadecatrienoate), (Z,Z,Z)-

CH 2 OC ( 0 ) ( CH 2 ) 7 CH = CHCH2 CH = CHCH 2 CH = CHE t

-0 OH

440 C24H4803Si2 72361-09-2
Octadecadienoic acid, [(trimethylsilyl)oxy]-, trimethylsilyl ester

+ OTMS

Me ( CH 2 ) 1 e C( O) OTMS

-4H

100

80

80

40

20

0

100

80

80

40

20

0

100

80

60

40

20

0
310 320 330 340 350 380 370 380 390 400 410 420 430 440 460

-Ll.l «lJllil.« . . 1.1J,. 1. 1 1 ll. . 1 lull-. 1 1 J., 111.! 1.

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

. 1 . In.... Ih. ... 1 L . .«li

160 170 180 190 200 210 220 230 240 250 260 270 280 200 300

ll

440 C26H22ASP 23637-67-4
Phosphine, [2-(diphenylarsino)ethenyl]diphenyl-, (E)-

Ph Ph
I I

PhPCH = CHAs Ph

440 C26H4o02Si2 28426-35-9
19-Norpregna-l,3,5(10)-trien-20-yne, 3,17-bis[(trimethylsilyl)oxy]-,

(17a)-

440 C27H5602Si
Tetracosanoic acid, trimethylsilyl ester

Me
I

Me (
CH2 ) 2 2 C( 0 ) OSI Me

Me

74367-37-6

100

80

60

40

20

0
J 1, .L.

-1 1 1 1 I —

I

"*
I
1 ' 1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



442 EPA/NIH MASS SPECTRAL DATA BASE 6161

ISO 170 160 190 200 210 220 230 240 250 200 270 280 290 900

310 320 330 340 350 360 370 360 390 400 410 420 430 440 450

440 C30H48O2 68654-81—9
9,19-Cyclocholest-24-en-3-ol, 14-methyl-, acetate, (3/S,5a)-

T T T , T K , Jn r
1

310 320 330 340 350 360 370 360 360 400 410 420 430 440 450

441 C21H 19N3O8 36891-64-2
5if-Azepino[l,2-a]benzimidazole-7,8,9,10-tetracarboxylic acid,

6-cyano-9,10-dihydro-, tetramethyl ester

Mo OC(

M*OC( (

MeOC(O) C( 0) OMe

310 320 330 340 350 360 370 360 360 400 410 420 430 440 450

442 C 1&H5F10P
Phosphine, bis(pentafluorophenyl)phenyl-

5074-71-5

310 320 330 340 350 360 370 360 360 400 410 420 430 440 450

440 C30H48O2 71298-27-6
Lup-20(29)-en-3-one, 11-hydroxy-, (11a)-

N
MeC

100

60

60

40

20

0

100

60

60

40

20

0

160 170 160 190 200 210 220 230 240 280 200 270 260 260 300



6162 EPA/NIH MASS SPECTRAL DATA BASE 442

442 C22H42N205Si 72101-42-9
Cyclopentanepropanoic acid, 5-(methoxyimino)-2-[3-(methoxy=

imino)octyl]-3-[(trimethylsilyl)oxy]-, methyl ester, [LR-(la,=
2/3,3a)]-

Me
I

OSi Me

&
(CH 2 )«Me

CH 2 CH 2 C^NOMe

CH 2 CH 2 C(0) OMe

442 C23H22O9 68725—66—6
7 JHr

-Furo[3,2-g] [l]benzopyran-7-one, 9-[2-(acetyloxy)-4-(2,5-
dihydro-4-methyl-5-oxo-2-furanyl)-3-hydroxy-3-methyl=
butoxy]-

442 C23H26N2O7 62421-66-3
16,19-Secostrychnidine-10,16-dione, 21,22-epoxy-21,22-di :=

hydro-4,14-dihydroxy-3-methoxy-19-methyl-, (21a,22a)-

442 C24Hi5F5OSi 22529-93-7
Silane, (pentafluorophenoxy)triphenyl-

F Ph

I I
"—

t » 1 I 1 1 1 1 » I '! ' T"
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

442 C24H26O8 74842-25-4
D-Glucitol, l,3:2,4-bis-0-(phenylmethylene)-, diacetate

CHCH 2 OAc
I

OAc

1 l.l l I. 1. . . 1 . ILa_ L
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



442 EPA/NIH MASS SPECTRAL DATA BASE 6163

1<0 170 180 100 200 210 220 730 240 260 200 270 280 200 300

310 320 330 340 380 380 870 380 300 400 410 420 430 440 480

442 C24H42O7 68727-56-0
a-D-Glucopyranose, 6-(9,12-octadecadienoate), (Z,Z)~

CH 2 0C(0)(CH2) 7 CH 3 CHCH 2 CH *CH( CH 2 ) 4 M8

-0

HO
f
OH

OH

e 10 620 630 040 060 900 670 660 600 700 710 720 730 740 760

610 620 630 640 660 660 670 660 600 700 710 720 730 740 760

442 C24H42O7 68780-14-3
/3-D-Glucopyranose, 6-(9,12-octadecadienoate), (ZJZ)-

CH2«X(0)(CH 2 ) 7 CH «CHCH 2 CH«CH(CH2)4M8

OH

100

60 ‘

60-

40-

20-

0
I l »

i . I » —r l t » f I »

10 20 30 40 60 60 70 60 00 100 110 120 130 140 160

442 C2fiH23Fe02P 74710-06-8
Iron, dicarbonyl[(l, 2, 3,4-?;)-2-methyl-l,3-butadiene] (tri=

phenylphosphine)-

Mt
/

CH-C
-A/°V

H 2 C— Fe — CH2

05C |'pPhj

cao

442 CmHmAsP 23582-06-1
Phosphine, [2-(diphenylar8ino)ethyl]diphenyl-

Ph Ph
I I

PhPCHiCHt A$Ph



6164 EPA/NIH MASS SPECTRAL DATA BASE 442

100

80

00

40

20

0

442 C26H34O6 5234-56-0
Pregna-4,6-diene-3,20-dione, 2a,17-dihydroxy-6-methyl-, diacetate

100

80

00

40

20

0

100

80

00

40

20

0

100

80

00

40

20

0

442 C26H34O6 6113-79-7
Pregna-4,6-diene-3,20-dione, 2/3,17-dihydroxy-6-methyl-, diacetate

100

80

00

40

20

0

100

00

00

40

20

0

100

80

60

40

20

0
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

1 1 1
" -* r -T" 1 1

' —i 1 *
1 1 1

^ 1

1

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

442 C30H50O2

Cholest-5-en-3-ol (3/3)-, propanoate
633-31-8

310 320 330 340 350 360 370 380 380 400 410 420 430 440 450

442 C30H60O2 43206-44-6
29,30-Dinorgammaceran-3-one, 22-hydroxy-21,21-dimethyl-,

(8a,9/3,13a, 14/8,17a,18/8,22a)-



444 EPA/NIH MASS SPECTRAL DATA BASE 6165

443 C28H37NO6 62623-52-3
Pregn-5-ene-20-carbonitrile, 20-(acetyldioxy)-3,3-[l,2-

ethanediylbis(oxy) ]-

444 CisHgOeW 37823-96-4
Tungsten, pentacarbonyl(methoxyphenylmethylene)-, (OC-6-21)-

osc

443 C31H28NS 74630-02-7
Pyridine, 2-(ethylthio)-3,4,5,6-tetraphenyl-

310 MO WO *40 3S0 MO 370 MO 300 *00 410 420 430 440 4S0

444 CmHuFbOsP 36357-20-7
5if-Benzo[fe]phosphindole, l,2,4,6,8,9-hexafluoro-3,7-dimeth=

oxy-5-phenyl-, 5-oxide

%
100

•0

•0

40

20

0

100

00

00

40

20

0

100

00

00

40

20

0

M 1M 4 1 1 1 «

10 20 30 40 60 60 70 00 OO 100 110 120 100 140 160

i i . u u . i i

160 170 100 100 200 210 220 230 240 260 260 270 200 200 000

M -X 1MJ 111 i i L
1,

i. k 1)

910 020 030 040 360 MO 070 060 300 400 410 420 490 440 460



6166 EPA/NIH MASS SPECTRAL DATA BASE 444

444 C24H44O7 68727-57-1
a-D-Glucopyranose, 6-(9-octadecenoate), (Z)-

CH 2 OC( 0) ( CH 2 ) 7 CH =CH( CH 2 ) 7 Me

OH OH

100

80

60

40

20

0

100

80

80

40

20

0

100

80

60

40

20

0

100

80

80

40

20

0

100

80

60

40

20

0

444 C24H44O7 68780-15-4
j8-D-Glucopyranose, 6-(9-octadecenoate), (Z)-

610 620 630 840 #50 MO 670 660 660 700 710 720 730 740 760

i

CH 2 0C(0) (CH 2 ) 7 CH =CH(CH2 )7Me

OH

100

«

80-

60-

40-

20-

460 470 460 460 500 510 620 630 540 660 570 56C 660 600

80-

60-

40-

20-

610 620 630 640 660 66» «70 660 660 700 710 720 730 740 760

444 CwHszOaSh 74367-66-1
Octadecanoic acid, 2-[(trimethylsilyl)oxy]-, trimethylsilyl ester

( CH 2 ) i s M«

Me
|

Me

MeSI OC( 0) CHOSI Me

Me Me

460 470 480 490 500 510 620 530 540 550 660 670 580 590 600

444 C25H32O7 64185-31-5
Benzoic acid, 2,4-dihydroxy-6-pentyl-, 3-hydroxy-4-(meth

=

oxycarbonyl)-5-pentylphenyl ester



445 EPA/NIH MASS SPECTRAL DATA BASE 6167

444 C30H62O2 21688-72-2
29,30-Dinorgammacerane-3,22-diol, 21,21-dimethyl-, (3/3,8a,=

9/3,13a, 14/3,17a, 18/3,22a)-

444 C3oH6202 71298-20-9
Lupane-3,6-diol, (3/3,6a)-

I -Pr

444 C30H52O2 33522-52-0
19-Norlano8t-24-ene-3,5-diol, 9-methyl-, (3/3,9/3,10a)-

445 C24H66N02Si2 72088-28-9
1,3-Octadecanediol, 2-amino-, bis(trimethylsilyl) deriv., [R-(fl*,S*)]-

OH
I

HOCH2 CHCH( CHa ) 1 4M0 +2TMS

NHj



6168 446EPA/NIH MASS SPECTRAL DATA BASE

446 CuHioO<Ru2 12132-87-5
Ruthenium, di-^-carbonyldicarbonylbis (7/5-2,4-cyclopentadien-

l-yl)di-, (Ru-Ru)

446 C23H28O9 72150-29-9
2if-l-Benzopyran-3,4-diol, 2-(3,4-dimethoxyphenyl)-3,4-di=

hydro-7,8-dimethoxy-, diacetate, [2R-(2a,3a,4a)]-

MeO

310 320 330 340 360 360 370 300 390 400 410 420 430 440 460

446 C24H30O8 69563-44-6
Benzoic acid, 2-hydroxy-3-[(4-hydroxy-2-methoxy-6-propyl=
benzoyl)oxy]-4-methoxy-6-pentyl-

0M* Pr

COjH

446 C24H3602Zr 67108-82-1
Zirconium, [2-butene-2,3-diolato(2-)-0,0'

]
bis [ ( 1,2,3,4,5-tj)-1 ,=

2,3,4,5-pentamethyl-2,4-cyclopentadien-l-yl]-



446 EPA/NIH MASS SPECTRAL DATA BASE 6169

446 C24H46O7 18268-70-7
Hexanoic acid, 2-ethyl-, oxybis(2,l-ethanediyloxy-2,l-ethanediyl)

ester

Et Et
1 1

Me ( CH 2 ) 3 CHC( 0) OCH 2 CHj OCH 2 CH2 OCH2 CH 2 OCH 2 CH2 0C( 0) CH( CH 2 ) j Me

446 C26H4203Si2 18880-86-9
Silane, [(3-methoxyestra-l,3,5(10)-trien-16a,17/9-ylene)di=
oxy] bis [trimethyl-

Me
I

OS I Me

446 C2sH4203Si2 29825-47-6
Silane, [[(17/3)-2-methoxyestra-l,3,5(10)-triene-3,17-diyl]bis=:

(oxy)
]
bis

[
trimethyl-

Me
i

OSI Me

446 C26H4203Si2 51497-45-1
Silane, [[(17/3)-3-methoxyestra-l,3,5(10)-triene-4,7-diyl]bis :=

(oxy) ]bis[trimethyl-

Me
i

, , r r * 1 1 “i ,
***"*!

i

310 320 330 340 350 300 370 360 300 400 410 420 430 440 450

446 C25H4203Si2 69688-29-5
Androsta-3,5-dien-17-one, 3,12-bis[(trimethylsilyl)oxy]-, (12/9)-



6170 EPA/NIH MASS SPECTRAL DATA BASE 446

446 C25H4203Si2 74298-81-0
Silane, [[(6a,17/5)-3-methoxyestra-l,3,5(10)-triene-6,17-diyl] =

bis(oxy) ]bis[trimethyl-

Me
I

OSIMe

100 110 120 130 140 ISO

—3 i. . j.| L. !,
180 170 180 190 200 210 220 230 240 250 260 270 280 290 300

: * . l

310 320 330 340 350 360 370 380 300 400 410 420 430 440 460

446 C25H420sSi2 74298-82-1
Silane, [[(6a,17/J)-6-methoxyestra-l,3,5(10)-triene-3,17-diyl]~

bis(oxy) ]bis[trimethyl-

Me
i

OSIMe

too

80

60

40

20

0

100

80

80

40

20

0

100

80

60

40

20

0
310 320 330 340 350 380 370 380 300 400 410 420 430 440 450

446 C26H4203Si2 74298-83-2
Silane, [[(16/J,17/3)-3-methoxyestra-l,3,5(10)-triene-16,17-

diyl]bis(oxy) ] bis[trimethyl-

Me

OSIMe

310 320 330 340 350 360 370 380 300 400 410 420 430 440 450

446 C26H4203Si2 74299-25-5
Silane, [[(17/3)-l-methoxyestra-l,3,5(10)-triene-3,17-diyl]bis :=:

(oxy) ] bis[trimethyl-

ioo

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



446 EPA/NIH MASS SPECTRAL DATA BASE 6171

446 C26H42N2O4 69833-58-5
Pregnane-3,20-dione, 17-(acetyloxy)-6-methyl-, 3,20-bis(0-

methyloxime), (5/8,6a)-

Me
l

Me ON =C

100

80

60

40

20

0

100

80

60

40

20

0

100

so

60

40

20

0
310 320 330 340 350 360 370 380 380 400 410 420 430 440 450

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 180 200 210 220 230 240 250 260 270 280 280 300

l»., Ji- , 1-

446 C27H42O5 7753-75-5
Cholan-24-oic acid, 12-(acetyloxy)-3-oxo-, methyl ester, (5/3,12a)-

Me

ill. I.ll till ll. il.l I.ll ,1••iiiVVVIII
10 20 30 40 50 60 70 80 80 100 110 120 130 140 150

i . . 1 1.1.1 1. . a. . . . Li L ... ll. .

8 » 170 180 1#0 200 210 220 230 240 250 200 270 280 280 300

[

i
A f —i» *

*i*"
1 * » *

i
• 1

i r——i——j r 1 r—
310 320 330 340 350 380 370 380 300 400 410 420 430 440 450

446 C27H42O5 10452-65-0
Cholan-24-oic acid, 3-(acetyloxy)-7-oxo--, methyl ester, (3a,5/3)-

Me

446 C27H42O 5 60354-41-8
Cholan-24-oic acid, 7-(acetyloxy)-3-oxo-, methyl ester, (5/3,7/3)-

Me

iiiiiiL ill 1 l ill. Jill ll,

10 20 30 40 50 60 70 80 80 100 110 120 130 140 150

|l.l l . ljllll.1.
|

-Llll l ^l .1.1.1 1.. . Illjil.l.l . ... 1 I. !..
1

1

1 U. 1 |||

160 170 100 180 200 210 220 230 240 250 260 270 260 280 300

100

80

60

40

20

0
310 320 330 340 350 360 370 380 380 400 410 420 430 440 450



6172 EPA/NIH MASS SPECTRAL DATA BASE 446

446 C27H42O6 60354-43-0
Cholan-24-oic acid, 12-{aeetyloxy)-3-oxo-, methyl ester, (5a,12a)-

80-

60-

40-

20-

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

80*

60-

40-

20-

-.1-1.1 l.l - >~LJ lb .1

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

80-

80-

40-

20-

It-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

446 C28H46O4 28405-03-0
5a-Ergost-7-en-6-one, 2/S,3/3,14-trihydroxy-, (24i?)-

10 20 30 40 SO 60 70 80 90 100 110 120 130 140 150

160 170 180 100 200 210 220 230 240 250 260 270 280 290 300

310 320 330 340 380 360 370 380 380 400 410 420 430 440 450

446 C28H46O4 26761-40-0
1,2-Benzenedicarboxylic acid, diisodecyl ester

C( O) 0( Ci 0 H 2

1

- ISO)

446 C28H46O4 29673-97-0
Ergost-7-en-6-one, 2,3,14-trihydroxy-, (2/3,3/8,5/8,24R)-

.C( O) 0( Ci 0 H 2

1

- I SO)

80-

60-

40-

20-

, lI L III 111 - -6-1 - J. - i

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

80-

60-

40-

20-

L .

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

80-

60-

40-

20-

310 320 330 340 350 360 370 380 380 400 410 420 430 440 460



447 EPA/NIH MASS SPECTRAL DATA BASE 6173

446 C28H50N2O 2 75083-37-3
2,5-Cyclohexadiene-l,4-dione, 2 >

5-bis(aminomethyl)-3-(2,6,~
10,14-tetramethylhexadecyl)-

310 320 330 340 350 360 370 380 300 400 410 420 430 440 460

446 C35H26 2519-10-0
Benzene, 1, l',l

M
,l

,M
,l""-(l,3-cyclopentadiene-l, 2,3,4,5-penta-

yl)pentakis-

Ph Ph

447 C26H25NO6 24616-99-7
2(li/)-Pyridinone, l-[2-deoxy-3,5-bis-0-(4-methylbenzoyl)-

a-D-eryt/iro-pentofuranosyl]-

100

80

80

40

20

0

100

80

80

40

20

0

100

60

80

40

20

0
310 320 330 340 360 380 370 380 390 400 410 420 430 440 450

447 C26H25NO6 24617-00-3
2(lif)-Pyridinone, l-[2-deoxy-3,5-bis-0-(4-methylbenzoyl)-/3-

D-ery£/iro-pentofuranosyl]-

310 320 330 340 350 380 370 380 390 400 410 420 430 440 450



6174 EPA/NIH MASS SPECTRAL DATA BASE 448

448 CisHeCoFsO 51509-31-0
Cobalt, carbonyl(jj5-2,4-cyclopentadien-l-yl)(3,3',4,4',5,5',6,6'-

octafluoro[l,l'-biphenyl]-2,2'-diyl)-

310 320 330 340 360 360 370 380 390 400 410 420 430 440 460

448 C24H32O6S 57683-65-5
2,6-Decadienedioic acid, 3,7-dimethyl-9-(2-methyl-l-prope~

nyl)-9-(phenylsulfonyl)-, dimethyl ester, (EJ?)-

C( 0) OMe

Me Me Me
I ill

Me OC( 0) CH : CCH 2 CH 2 CH = CCH 2 CCH : CMe

S02 Ph

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

448 C24H32O8 66584-99-4
Spiro[cyclopropane-l,2'(l'H)-phenanthrene]-l',4'(3'/f)-dione,

7',9'-bis(acetyloxy)-4'b,5',6',7',8',8'a,9',10'-octahydro-3',10'-

dihydroxy^^'b.S'.S'-tetramethyl-, [2'S-[2'a(R*),3'a,4 ,

b/3,7'=

a,8'aa,9'/3,10'a]]-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

448 C25H4403Si2 23261-29-2
Androst-4-en-3-one, 16a,17/3-bis(trimethylsiloxy)-

Me
I

OS I Me



448 EPA/NIH MASS SPECTRAL DATA BASE 6175

448 CmH^OsSL 40822-67-1 448 C29H20OS2 74810-21-2
Androst-5-en-17-one, 3,16-bis[(trimethylsilyl)oxy]-, (3/3,16/3)- [l,2]Dithiolo[l,5-b][l,2]oxathiole-7-SIV

, 2,3,4,5-tetraphenyl-

Me

310 320 330 340 S50 360 370 380 390 400 410 420 430 440 450

448 C27H4sF02Si 74841-57-9
Silane, (4-fluorophenyl)methylbis[[5-methyl-2-(l-methyl=

ethyl)cyclohexyl]oxy]-, [la(LR*,2S*,5i?*),2/3,5a]-

F

100

ao

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

460 470 480 490 500 510 520 530 540 560 560 570 580 590 600

448 C30H32N4 65660-06-2
2/f-l,2,3-Triazol-4-amine, 2-[l,2-bis(4-methylphenyl)-3-
phenyl-2-cyclopropen-l-yl]-N,N-diethyl-5-methyl-



6176 EPA/NIH MASS SPECTRAL DATA BASE 448

448 C30H40O3 74464-42-9
2-Propen-l-one, l-[(3/3,5j8,17/3)-3-(acetyloxy)androstan-17-
yl]-3-phenyl-

Me

= CHPh

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

80

40

20

0
460 470 480 490 500 510 520 530 540 550 580 570 580 690 600

449 C22H27NO9 22855-03-4
lif-Indole, 2,3-dihydro-l-(2,3,4,6-tetra-0-acetyl-/?-D-gluco ;:::

pyranosyl)-

450 CioHi4Br4 70168-60-4
Cyclohexene, 4,5-dibromo-l-(l,2-dibromo-l-methylethyl)-4-

methyl-, [!(/?*),4a,50]-(±)-

450 C10H30N2O10SU 34118—46—2
Cyclodisilazane, 2,2,4,4-tetramethoxy-l,3-bis(trimethoxysilyl)-

Me0 M®0 SI OMe
/I
; OMe

MeO.N— SJ,

Me OS I

OMe' OMe

I

MeO

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0



450 EPA/NIH MASS SPECTRAL DATA BASE 6177

450 C 17H33B2O10P 58634—47—2
D-Gluconic acid, methyl ester, cyclic 2,3:4,5-bis(butylboronate)

6-(dimethyl phosphate)

C( 0) OMe

w
B—

0

0 .(CH 2 ) S Me

Me ( CH j ) 3 MeOPOCHj

MeO

450 C18H46N2O3SL 72361-02-5
L-Lysine, iV2,iV6-bis(trimethylsilyl)-5-[(trimethylsilyl)oxy]-,

trimethylsilyl ester

450 C23H30O9 66584-95—0
Spiro [cyclopropane-1,2'(l'Jcf)-phenanthrene]-l',4'(3'//)-dione,

8'-[(acetyloxy)methyl]-7'-(formyloxy)-4'b,5',6 ,

,7',8',8'a,9',10'-

octahydro-3',9',10'-trihydroxy-2,4'b,8'-trimethyl-, [2'S—[2’ot=
(R*),3 ,

a,4'b(8,7
,

a,8'a,8'aa,9'/3,10'a]]-

MeS I NHCH 2 CHCHj CH 2 CHC( O) OS I Me

450 CseHxs 191-48-0
Diacenaphtho [ 1 ,2-;:

1
'
,2 '-/]fluoranthene

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

80

40

20

0
460 470 480 490 600 610 620 680 640 550 660 570 560 680 800



6178 EPA/NIH MASS SPECTRAL DATA BASE 451

451 Ci8H4iNOeSi3 74410-43-8
D-Galactopyranoside, methyl 2-(acetylamino)-2-deoxy-3,4,6-

tris-O-(trimethylsilyl)-

CHj OTMS

T«oL0
KotmsX^c

NHAc

451 C23H17NO9 37914-17-3
4/f-Pyrido[3,2,l-;7e]carbazole-l,2,3,6-tetracarboxylic acid, 4-oxo-,

tetramethyl ester

M* 0C
(
0)

C( O) OMe

,C( 0) OMe

310 320 330 340 350 380 370 380 300 400 410 420 430 440 450

451 C26H42CINO3 75332-38-6
Tetradecanamide

,
N- [2-chloro-3-(2-hydroxy-3-methylphe

=

nyl)-2-propenyl]-8-methoxy-iV-methyl-

Cl Me OMe
l l l

CH : CCH 2 NCO( CH 2 ) e CH ( CH 2 ) 6 Me

1 1 1
1

i " 1
1

1
1

1 r 1 " r"' 1 1
m,-i—-" r - t’

460 470 480 490 600 610 620 530 640 560 560 570 680 600 600

452 CioHi6Br4 70168-62-6
Cyclohexane, l,2,5-tribromo-4-(l-bromo-l-methylethyl)-l-

methyl-, (la,2$,4o!,5a)-(±)-

1 - 1

1 'T
460 470 460 490 600 510 620 530 640 660 560 570 660 590 600



452 EPA/NIH MASS SPECTRAL DATA BASE 6179

452 CioHi6Br4 70223-04-0
Cyclohexane, l,2,4,5-tetrabromo-l-methyl-4-(l-methylethyl)-,

(la,2/3,4a,5/3)-(±)-

440 470 MO W 500 510 520 530 540 550 5*0 570 580 590 #00

452 C21H24O11 70723-04-5
ar-D-Xylofuranose, 3-C-[(acetyloxy)methyl]-, 1,2,3-triacetate

5-benzoate

AcOCH 2 OAc

452 C24H20O9 64280-46-2
7H-l,4-Dioxino[2,3-c]xanthen-7-one, 2,3-dihydro-8-hydroxy=
(3-hydroxy-4-methoxyphenyl)(hydroxymethyl)-5-methoxy-,
(2S-trans)-

480 470 480 400 500 510 520 530 540 550 580 570 580 5»0 600

452 C27H2oN2Se 70238-99-2
Propanedinitrile, [5,6-diphenyl-3-(phenylseleno)bicyclo[3.1.0] =

hex-2-ylidenej-

Ph

CCN
I

CN

110 320 330 340 380 380 370 340 380 400 410 420 410 440 450



6180 EPA/NIH MASS SPECTRAL DATA BASE 452

460 470 460 490 500 510 520 530 540 550 660 570 580 590 600 460 470 480 490 500 510 620 530 540 550 560 570 580 590 600

453 C 19H19NO10S 66385-68-0
Benzo[6]thiophene-3,4,5,6,7-pentacarboxylic acid, 2-amino-, 3-ethyl

4,5,6,7-tetramethyl ester

454 C4F8I2

Butane, l,l,2,2,3,3,4,4-octafluoro-l,4-diiodo-

375-50-8

MeOC(O)
MeOC(O) S. MHi

MeOC(O)
|

C( 0) OE t

C( 0) OMe

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

453 C24H39NO7 545-56-2
Aconitane-l,7,8,14-tetrol, 20-ethyl-6,16-dimethoxy-4-(meth=:

oxymethyl)-, (la,6/3,14a, 16/3)-

460 470 480 490 600 610 620 630 540 650 560 570 580 590 600

454 Ci8H4207Si3 74685-73-7
Hexopyranosid-3-ulose, methyl 2,4,6-tris-0-(trimethylsilyl)-,

dimethyl acetal

Me
I

OS I Me



454 EPA/NIH MASS SPECTRAL DATA BASE 6181

454 C20H38O 11 57174-13-7
D-Fructose, l,4,5,6-tetra-0-methyl-3-0-(2,3,4,6-tetra-0-
methyl-a-D-glucopyranosyl)-

454 C2oH«07Si2 72347-78-5
Silicic acid (HeShO), dibutyl tetrapropyl ester

CH2OM9

J—

0

1—0 OMe

iH I"
0 [

OCHCHO

OMe
I

OCHCHCHCH 2 OMe

M«0 COCH 2 OMe

+ 4H0Pr
HO OH

I I

HOS I OS I OH + 2HO(CH 2 )jMe
I I

HO OH
- 8 H 2 O

454 C20H38O11 60618-00-0
D-Fructose, l,3,4,6-tetra-0-methyl-5-0-(2,3,4,6-tetra-0-

methyl-a-D-glucopyranosyl)-

CH 2 OMe

-0 OMe

I OMe

I I

OCHCHCHCOCH 2 OMe
I

CH 2 OMe

454 C22H17F6N2P 36126-96-2
5H-Benzo[5]phosphindole-3,7-diamine, 1,2, 4,6,8,9-hexafluoro-
iV^V^/V'^’-tetramethyl-5-phenyl-

F F

100

80

eo

40

20

0

100

80

80

40

20

0

100

to

to

40

20

0

100

80

80

40

20

0
440 470 440 400 800 810 820 830 840 880 540 570 540 5»0 800



6182 EPA/NIH MASS SPECTRAL DATA BASE 454

454 C23H4206Si2 69502-87-0
1-Cyclopentene-l-propanoic acid, 2-[3,8-bis[(trimethylsilyl)=

oxy]-l-octenyl]-5-oxo-, methyl ester

CH 2 CH 2 C(O)0Me

460 470 480 490 500 510 520 530 S40 550 660 570 580 690 000

454 CuIbsOsSis 69502—88—1
1-Cyclopentene-l-propanoic acid, 2-[3,7-bis[(trimethylsilyl)=

oxy]-l-octenyl]-5-oxo-, methyl ester

CH 2 CH 2 C(O)0Me

Me
i

OSI Me

|

Me Me Me

CH =CHCH( CH 2 )

3

CHOSI Me

Me

480 470 480 400 500 610 620 530 540 550 560 670 680 600 600

454 C26H3803Si2 74299-05-1
19-Norpregna-l,3,5,7,9-pentaen-21-al, 3,17-bis[(trimethyl=

silyl)oxy]-, (17a)-

ch 2 cho

454 C26H48O2P2 74685-86—2
Phosphinous acid, dicyclohexyl-, 1,2-ethanediyl ester

ch 2
1

ch 2

Cr’-O
100 -

80-

60-

40-

20*

0 1 1 r 1—— 1
‘“1 ‘i

1* ***
t

* *****
1 1 1

»— r
» t

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

100
^

80 -

60-

40-

20 -

0

1

* 1 - r ......
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

100

80-

60-

40-

20

0 1 1 1
*

1 1 1*^--1
1 t - 1 ‘ 1 * 1 ‘i r

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



455 EPA/NIH MASS SPECTRAL DATA BASE 6183

100

80

60

40

20

0
460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

454 C 31H50O2 1179-91-5
3,4-Secolupa-4(23),20(29)-dien-3-oic acid, methyl ester

CMe
II

ch 2

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

460 470 460 490 500 510 520 530 540 550 560 570 580 590 600

454 C31H60O 2 59076-77-6
3,4-Secooleana-4(23),12-dien-3-oic acid, methyl ester

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0
460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

454 C31H50O2 40286-37-1
3,4-Secoursa-4(23),12-dien-3-oic acid, methyl ester

455 C 19H21NO10S 75314-23-7
Benzo[6]thiophene-3,4,5,6,7-pentacarboxylic acid, 2-amino-

4,5-dihydro-, 3-ethyl 4,5,6,7-tetramethyl ester

MeOC(O)
M»0C(0) 1 s NH 2

m*oc( 0) |
C(0)oet

C( 0) OMe



6184 EPA/NIH MASS SPECTRAL DATA BASE 455

100

80*

80 *

40*

I

0 1
I

- 1

I
11

I I »
"

I
' *

'

I » I I
' ! I T' -1 ~'"1

480 470 480 490 500 510 520 530 640 550 580 570 580 690 800

100-1 —
80*

80-

40*

20 -

0
1

» » . . 1 r~ i
”

i i

480 470 480 490 500 510 520 530 540 550 580 570 580 590 800

455 CmHmNOs 34845-04-0
2-Azabicyclo[4.2.0]octa-3,7-diene-7,8-dicarboxylic acid, 4—[3—

methoxy-l-(methoxycarbonyl)-3-oxo-l-propenyl]-2-(phe=
nylmethyl)-, dimethyl ester, [la,4(Z),6a]-

100

so

so

40

20

0

100

80

80

40

20

0

100

80

80

40

20

0

310 320 330 340 350 380 370 380 390 400 410 420 430 440 450

100

80

80

40

20

0

460 470 480 490 500 510 520 530 540 550 580 570 580 590 800

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

1 il il

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

1

456 C24H24O9 70774-27-5
0-D-Xylofuranose

,
3-C-methyl-, 1,2-diacetate 3,5-dibenzoate

CH 2 OC( 0) Ph

C( 0) Ph

456 C25H28O8 75332-12-6
Bicyclo[3.2.1]oct-3-en-2-one, 3,8-bis(acetyloxy)-7-(l,3-benzo=
dioxol-5-ylmethyl)-l-methoxy-6-methyl-5-(2-propenyl)-

H 2 C = CHCH2

456 C26H32N2O6 2182-14-1
Aspidospermidine-3-carboxylic acid, 4-(acetyloxy)-6,7-di=
dehydro-3-hydroxy-16-methoxy-l-methyl-, methyl ester,

(2d,3/3,4/3,5a, 12/3,19a)-



456 EPA/NIH MASS SPECTRAL DATA BASE 6185

456 C26H2sFe02P 74753-27-8
Iron, dicarbonyl[(l,2,3,4-7j)-2,3-dimethyl-l,3-butadiene] (tri=

phenylphosphine)-

M* ^Me

c—

c

//\/o\
HjC— Fe— CH2

Os/|\phj

460 470 4*0 480 600 610 620 530 540 660 6«0 670 6*0 580 900

456 C3oH620Si 27281-76-1
Silane, trimethyl(9,10-secocholesta-5(10),6,8-trien-3/3-yloxy)-, (E)-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

460 470 480 490 500 610 520 530 540 650 580 570 580 590 800

456 C3iH28Si2

Disilane, methylpentaphenyl-
1450-22-2

Me

I V
PhSI SI Ph

I

Ph

460 470 460 480 600 610 520 530 540 660 660 670 560 580 600

456 C31H62O 2 40286-43-9
3,4-Secolup-4(23)-en-3-oic acid, methyl ester



6186 EPA/NIH MASS SPECTRAL DATA BASE 456

457 CioFnN 67700-18-9
Tricyclo[3.3.1.13 -7]decan-l-amine, iV,A/,2,2,3,4,4,5,6,6,7,8,8,9,9,=

10,10-heptadecafluoro-

457 C26H39N03Si2 69833-97-2
Estra-l,3,5(10),6-tetraen-17-one, 3,6-bis[(trimethylsilyl)oxy]-,

O-methyloxime

460 470 480 490 SOO 810 520 530 540 550 560 570 580 590 600
480 470 480 490 500 510 520 530 540 550 580 570 580 590 600

457 C26H31NO7 74299-47-1
Estra-l,3,5(10)-trien-6-one, 3,16,17-tris(acetyloxy)-, 6-(0-

methyloxime), (16a,17/3)-

100

80

80

40

20

0
10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

457 C32H27NS 74630-10-7
Pyridine, 2-[ (l-methylethyl)thio]-3,4,5,6-tetraphenyl-



458 EPA/NIH MASS SPECTRAL DATA BASE 6187

100-1 100-

80 • 80-

60 *

[
60-

40-

, 1 i

40-

20-

-j . j. Li 20-

jJ .

310 320 330 340 350 360 370 380 380 400 410 420 430 440 460 310 320 330 340 350 360 370 380 380 400 410 420 430 440 450

400 470 440 400 600 510 520 530 540 560 540 570 MO 690 000

458 CwHi&FsSSi
Silane, [(pentafluorophenyl)thio]triphenyl-

22530-03-6

SSI Ph
I

Ph

458 CnHioFeFeC^ 74792-81-7
Iron, carbonyl[(2,3,4,5-7?)-diethyl 2,4-hexadienedioate]bis=

(phosphorous trifluoride)-

CH— CM

//W\
EtO( 0)C-CH-Fo— CH-C( 0 ) 0E»

460 470 4<0 490 500 610 520 530 540 S60 550 670 580 500 600

458 CisH^FsSn 1045-56-3
Stannane, tributyl(pentafluorophenyl)-

F

458 CwHaoOPRh 12203-88-2
Rhodium, carbonyl(7;5-2,4-cyclopentadien-l-yl)(triphenyl=:

phosphine)-

F

F

F (CH 2 )iM4

Sn ( CHj ) a Mo

(CHj ) jMo

. ,
1 . l J

. _ ...
10 20

IVTVVVVVVVVI
H> 40 50 60 70 60 90 100 110 120 130 140 150

.... ill

<60 in IH tM iOO 110 ao W 110 ito HO iTO iio DO 100



6188 EPA/NIH MASS SPECTRAL DATA BASE 458

;

100-

80-

60 -

40*

20*

460 470 460 490 600 610 620 630 640 660 660 670 660 590 600 160 470 460 490 600 610 620 630 640 550 660 670 660 590 600

458 C27H38O4S 74367-17-2
2,6,10,14-Hexadecatetraenoic acid, 3,7,ll,15-tetramethyl-9-

(phenylsulfonyl)-, methyl ester, (EJEJE)-

S02 Ph

Me Me Me Me
I III I

Me0C( 0) CH s CCH 2 CH 2 CH : CCH2 CHCH : CCH 2 CH2 CH : CMe

100

80

60

40

20

0

100

60

60

40

20

0

100

60

60

40

20

0

100

80

60

40

20

0
460 470 460 490 600 610 620 630 640 660 660 670 660 690 600

458 C28H26O6 75083-43-1
1,4-Naphthalenedione, 2-methyl-3-[(l,2,4a,9b-tetrahydro-
4a,8-dihydroxy-4,7,9,9b-tetramethyl-2-oxo-l-dibenzofura~
nyl)methyl]-

OH

458 CaoHsoOa 34336-09-9
3,4-Secodammara-4(28),24-dien-3-oic acid, 20-hydroxy-

CH 2 CH = CMe
I

Me

459 Ci3H7Br2N306 13181-17-4
Benzaldehyde, 3,5-dibromo-4-hydroxy-, 0-(2,4-dinitrophe-

nyl)oxime

CH:

Br

100

60

60

40

20

0

100

60

60

40

20

0

100

80

60

40

20

0

100

60

60

40

20

0
460 470 460 490 500 610 620 630 540 550 560 570 660 590 600



459 EPA/NIH MASS SPECTRAL DATA BASE 6189

459 C 26H4iN03Si2 69833-46-1
Estra-l,3,5(10)-trien-17-one, 3,16-bis[(trimethylsilyl)oxy]-, 0-
methyloxime, (16a)-

459 C25H4iN03Si2 69833-48-3
Estra-l,3,5(10)-trien-16-one, 3,17-bis[(trimethylsilyl)oxy]-, O-
methyloxime, (17/3)-

Me

OS I Me

80-

60-

40-

1 1
20-

1 1

10 20 30 40 50 60 70 80 00 100 110 120 130 140 150 0- 1 1 1 1 i—i —r ‘A 1

i -t-L—,
HI.

,

—

10 20 30 40 60 00 70 60 00 100 110 120 130 140 160

. L l

80

60

40

20-
I

160 170 180 100 200 210 220 230 240 250 260 270 280 200 300 o J—L,—JL-h—,

—

¥ r-W L, Ju,
160 170 180 100 200 210 220 230 240 250 260 270 260 200 300

460 470 480 400 500 510 520 530 540 550 560 570 580 500 600
460 470 480 400 500 510 620 530 540 660 560 670 580 500 600

459 C25H4iN03Si2 69833-47-2
E8tra-l,3,5(10)-trien-17-one, 3,15-bis[(trimethylsilyl)oxy]-, 0-
methyloxime, (15a)-

459 C26H4iN03Si2 69833-50-7
Estra-l,3,5(10)-trien-17-one, 3,12-bis[(trimethylsilyl)oxy]-, O-
methyloxime, (12/3)-

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

Me

l_
10 20 30 40 50 60 70 80 00 100 110 120 130 140 150

. .. .
1,

,x _
,

160 170 180 100 200 210 720 230 240 250 260 270 280 200 300

.Li - ,1-
310 320 330 340 350 360 370 380 300 400 410 420 430 440 450



6190 EPA/NIH MASS SPECTRAL DATA BASE 459

100 ]

80-

60*

40-

20 -

o l “T" I
" "

I I I I I I I I 1 1 I 1 I

460 470 480 490 500 510 520 530 540 550 560 570 680 590 600

459 C26H4iN03Si2 69834-00-0
Estra-l,3,5(10)-trien-17-one, 3,1 1-bis [ (trimethylsilyl)oxy ]

-, 0-
methyloxime, (11/S)—

Me

459 C26H4iN03Si2 69834-01-1
Estra-l,3,5(10)-trien-16-one, 3,17-bis[(trimethylsilyl)oxy]-, 0-
methyloxime, (17a)-

Me
i

OS I Me

459 C^iNOsSii! 69834-02-2
Estra-l,3,5(10)-trien-17-one, 3,6-bis[(trimethylsilyl)oxy]-, 0-
methyloxime, (6/3)—

Me

459 C26H4iN03Si2 74299-16-4
Estra-l,3,5(10)-trien-17-one, 3,4-bis[(trimethylsilyl)oxy]-, O-
methyloxime

Me

Me

100

80-

60-

40-

20 -

o I I I
1

1 > I I I
* I * 1

*
1 l

‘ *
I *» *1"

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

20



459 EPA/NIH MASS SPECTRAL DATA BASE 6191

459 C25H4iN03Si2 74299-39-1
E9tra-l,3,5(10)-trien-17-one, 3,15-bis[(trimethylsilyl)oxy]-, 0-
methyloxime, (15/3)-

Me

459 C26H4iN03Si2 74299-41-5
Estra-l,3,5(10)-trien-17-one, 2,3-bis[(trimethylsilyl)oxy]-, 0-
methyloxime

460 470 460 490 500 510 520 530 540 550 560 670 560 590 600

459 C26H«N03Si2 74299-43-7
Estra-l,3,5(10)-trien-17-one, 3,7-bi9[(trimethylsilyl)oxy]-, 0-
methyloxime, (7a)-

Me

100

•0

60

40

20

-S . . . . 1—

>

460 470 460 490 500 510 620 630 540 560 560 570 560 590 600



6192 EPA/NIH MASS SPECTRAL DATA BASE 459

459 C25H4iN03Si2 74299-46-0
Estra-l,3,5(10)-trien-17-one, 3,14-bis[(trimethylsilyl)oxy]-, 0-
methyloxime

Me

459 C26H4iN04Si 74299-10-8
Acetic acid, [[[(17j8)-17-methyl-17-[(trimethyl8ilyl)oxy]andros c:

ta-l,4-dien-3-ylidene]amino]oxy]-, methyl ester

460 (Ci2H2302P)2 74793-78-5
Phosphinic acid, dicyclohexyl-, dimer

o

100

80

60

40

20

0

100

80

60

40

20

0

100

60

60

40

20

0

100

60

60

40

20

0

460 470 460 490 600 510 520 530 540 550 560 570 560 590 600

460 C26H4oN205 74299-01-7
Pregn-4-ene-3,20-dione, 21-(acetyloxy)-17-hydroxy-6-methyl-,

3,20-bis(0-methyloxime), (6a)-

MeON
II

Ac OCH 2 C



460 EPA/NIH MASS SPECTRAL DATA BASE 6193

100-

80-

100-

80-

60- 60-

40- 40-

20-

J- , , Jill 20-

400 470 480 400 500 510 520 530 540 550 580 570 580 500 600 480 470 480 400 500 510 520 530 540 550 580 570 580 500 800

460 C26H<oN205 74299-07-3
Pregn-4-ene-3,20-dione, 17-(acetyloxy)-21-hydroxy-6-methyl-

3,20-bis(0-methyloxime), (6a)-

hoch 2

l

Me

460 C27H28N2O5 34845-01-7
2-Azabicyclo[4.2.0]octa-3,7-diene-7,8-dicarboxylic acid, 4-

[(ethylphenylamino)carbonyl]-2-(phenylmethyl)-, dimethyl ester,

cis-

460 C27H40O6 7753-73-3
Cholan-24-oic acid, 3-{acetyloxy)-7,12-dioxo-, methyl ester, (3a,5/3)-

Me

460 C27H40O6 60354-42-9
Cholan-24-oic acid, 7-(acetyloxy)-3,12-dioxo-, methyl ester, (5/3,7a)-

Me

J1U1
10 20 30 40 50 80 70 80 00 100 110 120 130 140 160

1 ,K 1, U*. 1 .L. .

180 170 180 100 200 210 220 230 240 260 280 270 280 200 300

A. .L.. J. ,« .... L J—, J T
310 320 330 340 3N 360 370 UO 390 400 410 420 430 440 460



6194 EPA/NIH MASS SPECTRAL DATA BASE 460

100

80

60

40

20

0
460 470 480 490 500 510 520 530 540 550 560 570 580 590 600 460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

460 C27H4404Si 69833-72-3
Pregn-3-en-20-one, 17-(acetyloxy)-6-methyl-3-[(trimethyl~

silyl)oxy]-, (6a)-

Me AcO Ac

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

460 C28H4803Si 74841-56-8
Silane, (4-methoxyphenyl)methylbis[[5-methyl-2-(l-methyl=

ethyl)cyclohexyl]oxy]-, [la(li?*,2S*,5i?*),2/3,5a]-

OMe

460 C29H48O4 28405-05-2
Stigmast-7-en-6-one, 2/3,3/3,14-trihydroxy-, (2/3, 3/3,5/3)-

460 C30H52O 3 43206-43-5
29,30-Dinorgammacerane-2,3,22-triol, 21,21-dimethyl-, (2a,

=

3/3,8a,9/3,13a, 14/3,17a, 18/3,22a)-

OH



461 EPA/NIH MASS SPECTRAL DATA BASE 6195

100

80

80

40

480 470 480 4»0 500 510 520 530 540 550 580 570 580 580 800

460 C33H32O2 67437—03—0
Benzene, l,l'-(3,3-dimethyl-5,5-diphenyl-l,4-pentadienylid=

ene)bis [
3-methoxy-

460 C33H32O2 67437-10-9
Benzene, l,r-[(2,2-dimethyl-3,3-diphenylcyclopropyl)ethenyl=

idene
]
bis

[3-methoxy-

460 C33H32O2 67437-11-0
Benzene, l,l'-[3-(2,2-diphenylethenyl)-2,2-dimethylcyclo=

propylidene] bis[3-methoxy-

Ph
I

CHtCPh

Ph

J 1 L
10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

,11 . . .1. Ll 1
.

1
,

1
.

180 170 180 180 200 210 220 230 240 250 280 270 280 280 300

461 C14H 11N3O 11S2 56177-35-6
Benzenesulfonic acid, 2,4,6-trinitro-, [(4-methylphenyl)sulfo=:

nyl]methyl ester

100

so

•0

40

20

0

100

80

00

40

20

0

NO}



6196 EPA/NIH MASS SPECTRAL DATA BASE 461

461 C25H39N3O3S 67171-88—4
1,5-Diazacycloheptadecane-l-propanenitrile, 5-[(4-methyl=
phenyl)sulfonylj-17-oxo-

— SO2

NCCH2CH2

462 Ci7H3oBe40i2 70225-64-8
Beryllium, /i-ethoxy-jU4-oxopentakis[M-(propanoato-0:0')]tetra-

E,
s ,

E ‘

C 0— Be 0-=-C

\ I

1
u— o=

1/ E» „
Be 0 ; Be

0 0

kj

Be 0—

C

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

462 Ci9H27Br08 60004-37-7
Propanedioic acid, (bromomethyl)methyl-, bis(5,6-dioxoheptyl) ester

CH 2 Br
I

Me COCO ( CH 2 ) 4 OC( O) CC( O) 0( CH 2 )

4

COCOMe

Me

462 C24H3806Si2 74841-67-1
lH-2-Benzoxacyclotetradecin-l,7(8Zf)-dione, 3,4,5,6,9,10-
hexahydro-3-methyl-14,16-bis[(trimethyl8ilyl)oxy]-, (E)-

100

80

60

40

20

0

100

80

60

40

20

0

100

80

80

40

20

0

100

80

60

40

20

0
460 470 480 490 600 510 520 530 540 550 580 570 580 590 600



462 EPA/NIH MASS SPECTRAL DATA BASE 6197

462 C24H42N6O3 67969—50—0
Triimidazo[l,5-a:l',5'—c:l",5"-e] [l,3,5]triazine-l,5,9(2/f,6//,~

10H)-trione, hexahydro-3,3,7,7,ll,ll-hexamethyl-2,6,10-tris=

(1-methylethyl)-

462 C27H42O6 60354-44-1
Pregnane-20-carboxylic acid, 3,12-bis(acetyloxy)-, methyl ester,

(3a,50,12a,2OS)-

. NV
r

^N^N'^N^
==(

J—'

v

111 I U 1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

100 n

80* 80-

80- 80-

40 *

40-
1

20*

Ji l 1 1 . . ,1
20-

1

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300 160 170 180 190 200 210 220 230 240 250

L-, ,d. 1
,

,

280 270 280 290 300

100

310 320 330 340 350 360 370 380 300 400 410 420 430 440 450 310 320 330 340 350 380 370 360 390 400 410 420 430 440 450

462 C^HsoOsSi 59953-47-8
Cholan-24-oic acid, 3-[(trimethylsilyl)oxy]-, methyl ester, (3a,5/3)-

440 470 440 490 500 S10 520 530 540 550 550 570 580 580 800

462 C27H30N2O5 39713-19-4
2-Azbicyclo[4.2.0]oct-3-ene-7,8-dicarboxylic acid, 4-[(ethyl=
phenylamino)carbonyl]-2-(phenylmethyl)-, dimethyl ester

MeOC(O)
CH 2 Ph

M«OC( 0)
Ph

1 . .

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

.

180 170 180 190 200 210 220
, , ,

230 240 250 280 270 280 290 300

1 L .

310 320 330 340 350 380 370 380 390 400 410 420 430 440 460

L

480 470 480 480 500 510 620 530 640 560 680 670 680 680 800



6198 EPA/NIH MASS SPECTRAL DATA BASE 462

462 C29H60O4 1180-24-1
2,3-Secocholestane-2,3-dioic acid, dimethyl ester, (5/3)—

464 CuH6Fi2PS 65132-59-4
Phosphorane, (ethylthio)difluorobis(pentafluorophenyi)-

JLuLL 1 IL, I ll,> J|L .llilj
,

1 ill,

: JiljL A |‘ lil|. JjllLlliy JLBL i-ixl
160 170 180 190 200 210 220 230 240 260 260 270 260 290 300

1 J| A
B

L
,

*

310 320 330 340 360 360 370 380 390 400 410 420 430 440 460

C23H29NO9 26386-08-3
Indoline, l-|8-i>-glucopyranosyl-2-methyl-, 2 f

,3
,,4',6'-tetraacetate

310 320 330 340 360 360 370 360 390 400 410 420 430 440 460

464 C24H32O9 66607-73-6
SpiroIcyclopropane-l^’U^-phenanthrenel-r^’^'/^-dione,

7 ,-(acetyloxy)-8 ,-[(acetyloxy)methyl]-4 ,

b,5',6
,

,7
,

,8
f

,8
,

a,9
, ,10’-

octahydro-S’^'jlO'-trihydroxy^^'bjS'-trimethyl-, [2'S-[2'a~
(R*) >3'otyA'bPJ'a,8'a,8'

8

lol>9'(3>10'a]]-

100

60

60

40

20

0

100

60

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0
460 470 460 490 600 610 620 630 640 660 660 570 660 590 600

1 lLL
10 20 30 40 60 60 70 60 90 100 110 120 130 140 160

1 J

160 1 70 160 190 200 210 220 230 240 260 260 270 280 290 300

310 320 330 340 360 360 370 360 390 400 410 420 430 440 460



466 EPA/NIH MASS SPECTRAL DATA BASE 6199

464 CajH^Os 74841-64-8
DL-Xylitol, 1,2,5-tribenzoate

OH

HO
|

OC( 0) Ph

PhC( 0) OCH 2 CHCHCHCH 2 0C( 0) Ph

100

•0

•0

40

20

0

100

80

00

40

20

0

100

80

80

40

20

0
310 320 330 340 350 380 370 380 390 400 410 420 430 440 450

464 C28H32O6 75659-59-5
5,12b-Epoxy-3,6a-methano-l/f-azuleno[5,4-d][l,3]dioxocin-

10(9/f)-one, 2,3,9a,12a-tetrahydro-9a-hydroxy-8-(hydroxy=
methyl)-l,ll-<limethyl-3-(l-methylethenyl)-5-(phenylmethyl)-,
[li?-(la,3a,5a,6aa,9a/3,12ao!,12ba)]—

ch 2 oh

465 C26H40CINO4 69121-75-1
4-Tetradecenamide, N-[2-chloro-3-(3-methyl-2-oxo-7-oxabi=

cyclo[4.1.0]hept-3-€n-l-yl)-2-propenyl]-7-methoxy-7V-methyl-

CH : CCH 2 NCOCH 2 CH 2 CH =CHCH 2 CH ( CH 2 ) g Me
‘ JO

466 CieHioC^OeZn 55493-74-8
Chromium, hexacarbonylbis(7;6-2,4-cyclopentadien-l-yl)(zinc)di-,

(2Cr-Zn)

100

80

ao

40

20

0

100

80

80

40

20

0

100

80

80

40

20

0

100

80

80

40

20

0
480 470 480 490 500 510 620 530 540 550 560 670 580 590 800

0=C C50



6200 EPA/NIH MASS SPECTRAL DATA BASE 466

466 C 16H12F10OS 12 19091-32-8
Disiloxane, l,l,3,3-tetramethyl-l,3-bis(pentafluorophenyl)-

F

F

466 C 18H42O6SU 32384-64-8
D-Galactonic acid, 2,3,5,6-t trakis-O-(trimethylsilyl)-, 7-lactone

OTMS

HCOTMS
I

CH 2 OTMS

0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

,1 L ....

10 20 30 40 50 60 70 80 90 100 110 1 20 130 140

...

150

1,. i L L « .
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

L, mp* X ,

100 J-
80-

80 -

40-

20-

0 " i « i » f » r 1 1 1 1 1 1 1 1

—

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

466 Ci8H4206Si4 74685-70-4
2-Furanacetaldehyde, tetrahydro-a,3,4,5-tetrakis[(trimethyl~

silyl)oxy]-

466 C 22H2603S4 26416-50-2
Carbonodithioic acid, S,S'-[(4-methoxyphenyl)phenylmethylene]

0,0'-bis(l-methylethyl) ester

SC( S) OPr -

1



467 EPA/NIH MASS SPECTRAL DATA BASE 6201

466 C24H28B2O8 74793—53—6
D-Glucitol, cyclic 2,4:3,5-bis(ethylboronate) 1,6-dibenzoate

CH 2 0C( 0) Ph

466 C24H34O9 21259-20-1
Trichothec-9-ene-3,4,8,15-tetrol, 12,13-epoxy-, 4,15-diacetate

8-(3-methylbutanoate), (3a,4/3,8a)-

100

•0

M
40

20

0
400 470 400 490 500 $10 520 530 540 550 500 570 500 590 000

466 CsoHss 74663-70-0
Naphthalene, tetrahexyldihydro-

+ 2H + 4 — ( CH 2 ) e Me

100-

80-

80 •

40-

20-

L 1. 1 ,

10 20 30 40 50 60 70 60 00 100 110 120 130 140 150

80-

60 -

40-

20-

160 170 180 190 200 210 220 230 240 250 260 270 260 200 300

80-

60-

40 •

20-

. 1

310 320 330 340 350 360 370 380 300 400 410 420 430 440 450

467 C 18H45NO6SU 74978-27-1
D-Glucose, 2-amino-2-deoxy-3,4,5,6-tetrakis-0-(trimethylsilyl)-

TMSO NH 2

I I

TMSOCH 2 CHCHCHCHCHO
I I

TMS0 OTMS



6202 EPA/NIH MASS SPECTRAL DATA BASE 467

467 C23H21N3O8 49616-82-2
3a,4,6,6a(3if,4if)-Cyclopentapyrazoletetracarboxylic acid, 5-(2-

quinolinyl)-, tetramethyl ester

468 (CH3F3NP)4

Phosphorimidic trifluoride, methyl-, tetramer
69782-83-8

[MeN=PFsJ

460 470 480 490 500 S10 520 530 640 550 SOO 670 560 S»0 600

310 320 330 340 350 360 370 360 390 400 410 420 430 440 450

468 CnHeFuCU 22116-90-1
Nonanedioic acid, tetradecafluoro-, dimethyl ester

iVkh
M«OC( 0) CCCCCCCC( 0) OMe

I
|

I I
|

1

f
I

fH f

F F F

467 CaJLsNOaSh 70001-17-1
Pyridine, 3-methoxy-2-methyl-4- [ (trimethylsilyl)oxy]-6-[11—

[(trimethylsilyl)oxy]dodecyl]-f (S)-

460 470 460 490 600 610 620 630 540 660 560 570 560 690 600

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

468 C2iHo807Si2 72347-77-4
Silicic acid (HsShCb), tributyl tripropyl ester

HO OH
I I

HOS I OS I OH
I I

HO OH

+ 3H0Pr

+ 3HO(CH 2 )3»

- 8H2O

10 20 30 40 50 50 70 80 90 100 110 120 130 140 150



468 EPA/NIH MASS SPECTRAL DATA BASE 6203

160 170 180 100 200 210 220 230 240 250 260 270 280 200 300 310 320 330 340 350 360 370 360 300 400 410 420 430 440 450

;

100-

80 •

• 60-

40-

:

. L .. L V

20-

..
,

L,
,

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450 460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

468 C25H36N203Si2 74793-80-9
3if-Pyrazol-3-one, l,2-dihydro-l,2-diphenyl-5-[(trimethyl=

silyl)oxy]-4-[3-[(trimethylsilyl)oxy]butyl]-

468 C30H45O2P 74645-99-1
Phosphonous acid, 1-naphthalenyl-, bis[5-methyl-2-(l-

methylethyl)cyclohexyl] ester

Ph

Me Me
I I

CH2CH2CHOSI Me
l

Me

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

60

60

40

20

0
480 470 480 490 500 510 520 530 540 550 560 570 580 580 600

468 C25H36N203Si2 74793-81-0
3#-Pyrazol-3-one, 4-butyl-l,2-dihydro-2-phenyl-5-[(tri-

methylsilyl)oxy]-l-[4-[(trimethylsilyl)oxy]phenyl]-

Ph
i

468 C32H52O 2 863-76-3
Urs-12-en-3-ol, acetate, (3/3)-

100 —
80 -

60 -

40 -

20-

0 1 1" I I I I I I I » T T ? T—T—T—
10 20 30 40 50 60 70 60 90 100 110 120 130 140 150



6204 EPA/NIH MASS SPECTRAL DATA BASE 468

468 C32H52O2 1259-10-5
9,19-Cyclolanost-24-en-3-ol, acetate, (3/3)—

468 C32H52O2 1616-93-9
01ean-12-en-3-ol, acetate, (3/3)—

Me

468 C32H52O2 1617—68—1

Lup-20(29)-en-3-ol, acetate, (3/3)-

h 2 c
11

MeC



468 EPA/NIH MASS SPECTRAL DATA BASE 6205

100 j
80 -

80-

40 -

20-

0 I
*

I > i—

r

t 1 1 1 1 » »
""

» 1 r—
480 470 480 490 500 510 520 530 540 550 580 570 580 590 800

468 C32H52O 2 2189—80—2
D-Friedoolean-14-en-3-ol, acetate, (3/3)-

468 C32H52O2 10376-42-8
9,19-Cycloergost-24(28)-en-3-ol, 4,14-dimethyl-, acetate, (3/3,-

4a,5a)-

468 C32H52O 2 53298-81-0
D:C-Friedoolean-7-en-3-ol, acetate, (3/3)-

Me

100

80

80

40

20

0

100

80

80

40

20

0

100

80

80

40

20

0

100

80

80

40

20

0

468 C32H62O 2 55866-28-9
Ergosta-8,24(28)-dien-3-ol, 4,14-dimethyl-, acetate, (3/3,4a,5a)-

Me

480 470 480 490 500 510 520 530 540 550 580 570 580 590 800

100

80

80

40

20

0
10 30 30 40 SO SO 70 SO *0 100 110 120 130 140 ISO



6206 EPA/NIH MASS SPECTRAL DATA BASE 468

100*

80-

60-

20-
1 . Ill 1

0- . i . ' . i .I... J ,J
.

1
. .

1
. 1 .

ISO 170 ISO 190 200 210 220 230 240 2S0 260 270 280 290 300 ISO 170 180 190 200 210 220 230 240 260 280 270 280 290 300

310 320 330 340 360 360 370 380 390 400 410 420 430 440 480

480 470 480 490 500 610 620 630 640 660 680 670 680 690 800 480 470 480 490 600 610 620 530 640 550 580 570 580 690 800

468 C32H62O2 64543-37-9
Ergosta-8,24-dien-3-ol, 4,14-dimethyl-, acetate, (3/3,4a,5a)-

469 C26H32BrN02 63983-57-3
Benzoic acid, 4-bromo-, 2-[dodecahydro-6-(2-penten-4-ynyl)=

pyrrolo[l,2-a]quinolin-l-yl]ethyl ester, [lR-[la,3a/3,5aa,6a=
(Z),9aa]]~

480 470 480 490 600 510 520 530 540 660 580 670 680 690 800

469 CzsHssNsOs 67370-66-5
Hexanamide, 6-[acetyl[3-[acetyl[3-(acetylamino)propyl] -
amino]propyl]amino]-iV-[3-(acetylamino)propyl]-

Ac Ac
I I

AcNH( CH2 ) 3 NHC0 ( CH2 ) 6 N( CH2 ) 3 N( CH2 ) 3 NHAc

CH2

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160



470 EPA/NIH MASS SPECTRAL DATA BASE 6207

470 C23H38N2O8 69502-86-9
Cyclopentanepropanoic acid, 3-(acetyloxy)-2-[8-(acetyloxy)-3-

(methoxyimino)octyl]-5-(methoxyimino)-, methyl ester

NOMe

CHj ) s OAc

NC

>/N^CH2CH2C(

Me ON
7

CH 2 CH 2 C( 0) OMe

10 20 30 40 SO 60 70 80 00 100 110 120 130 140 ISO

160 170 180 100 200 210 220 230 240 2S0 260 270 280 200 300

-I
1 * L L

310 320 330 340 350 360 370 380 300 400 410 420 430 440 450

460 470 480 400 500 510 520 530 540 560 560 570 580 500 600

470 C25H25B3O7 41356-05-2
cr-D-Galactopyranoside, methyl, cyclic 4,6-(phenylboronate), cyclic

2,3-ester with phenylboronic acid bimol. monoanhydride

470 C25H25B3O7 41356-06-3
a-D-Glucopyranoside, methyl, cyclic 4,6-(phenylboronate), cyclic

ester with phenylboronic acid bimol. monoanhydride

v— unj

100

80

60

40

20

0

100

80

80

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0
460 470 480 490 600 610 620 530 540 550 660 570 560 500 600

470 C27H18O8 39657-83-5
Difuro[2',3':5,6;3",2":7,8]perylo[l,12-de/][l,3]dioxepin-8,15-dione,

10,11, 12,13-tetrahydro-l,7-dihydroxy-10,13-dimethyl-



6208 EPA/NIH MASS SPECTRAL DATA BASE 470

100

80 -

SO-

40-

20-

0 *—
I

4" 1 1 1 1 1 1 1 . 1 1 1 r I

460 470 480 490 500 510 520 530 540 550 580 570 580 590 600

470 CasHssOe 63646-82-2
Furan, 2,2'-[l,2-ethanediylbis(oxy)]bis[tetrahydro-5-(2-meth=:

oxy-4-methylphenyl)-5-methyl-

470 CsiHMOSi 69688-07-9
Silane, trimethyl[[ (3/3,5E,7E,22E)-9,10-seeoergosta-5,7,22-

trien-3-yl]oxy]-

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

1 1 1.1 -1.1- ill J i.i- -i.L

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

1..
(

l.

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

470 C32H22O4 61549-17-5
2-Anthraeenecarboxylic acid, 1,2-ethanediyl ester

471 C27H4iN04Si 75113-25-6
Pregna-4,6-diene-3,20-dione, 17-(acetyloxy)-6-methyl-, 3-[0-

(trimethylsilyl)oxime]

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0
460 470 480 490 500 510 520 530 540 550 560 570 580 590 600



472 EPA/NIH MASS SPECTRAL DATA BASE 6209

472
Phenol, 2,4,6-triiodo-

100

so

60

40

20

0

100

80'

60

40

20

0

100

60<

60'

40'

20-

0<

100 '

60<

60'

40 •

20 -

0<

472 C11H9NO2.V2H2O4S 57130-91-3
Ethanone, l-(8-hydroxy-5-quinolinyl)-, sulfate (2:1) (salt)

X , ,
1

160 170 160 190 200 210 220 230 240 250 260 270 260 290 300

310 320 330 340 350 360 370 360 390 400 410 420 430 440 450

,
1

460 470 460 490 500 510 520 530 540 550 560 570 560 590 600

CeHsIaO 609-23-4

i

HO

• 1/2 H 2 SO4

Ac

100

60

60

40

20

0

100

80

60

40

20

0 ...............
160 170 160 190 200 210 220 230 240 250 260 270 260 290 300

.1 J l . .4 L. L . t . L .

10 2030405060 70 6090 100 110 120 130 140 150

: L .

472 CuHsFesOs 74398-33-7
Iron, octacarbonyl[M3-[(l,2-7?:l,2,3,4-7;:l,2,3,4-ij)-l-ethyl-l,3-

butadiene-l,4-diyl]]tri-, (2Fe-Fe)

cso
OHC- ' ~C20

Fe +

100

80

60

40

20

0

100

60

60

40

20

0

100

80

60

40

20

0

100

60

60

40

20

0

472 C25H520«Si2 75299-46-6
9-Octadecenoic acid, 12,13-bis[(trimethylsilyl)oxy]-, methyl ester

Me

OS I Me

tto 4T0 <« «M SOO 510 S» S30 M SiO SM 570 SH 5M KO

( CHj ) 4 Me

MeOC(O) ( CHj ) 7 CH:CHCH 2 CHCHOSI Me

Me

110 3J0 SSO »40 MO sec J70 J*0 J#0 400 «io «» *» «o «sc



6210 EPA/NIH MASS SPECTRAL DATA BASE 472

100

80

60

40

20

0 i »
1

i
- —

i i i it ""T » r -
i t i r—

460 470 480 490 600 610 620 530 640 650 560 570 580 690 600

472 C26H32O8 7323-92-4
Estra-l,3,5(10)-triene-3,6a,7j3,17|8_tetrol, tetraacetate

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

10 20 30 40 60 60 70 80 90 100 110 120 130 140 150

160 170 80 190 200 210 220 230 240 250 260 270 280 290 300

l L— ,,— , t
i«

, , , 1
.

t
—r 1 1

—
1 i— 1 1 1 r—r—

1

i t
310 320 330 340 360 360 370 380 390 400 410 420 430 440 450

472 C26H32O8 66610-36-4
Spiro[cyclopropane-l,2’(17f)-phenanthrene]-r,4’(3 ,.H)-dione,

3 ,

,9
, ,10'-tris(acetyloxy)-4 ,b,5 ,

,6
,

,7
,

,8',8
, a,9 ,

,10
,-octahydro-

2,4
,

b,7 ,-trimethyl-8’-methylene-, [2'S-[2'a(R*),3'a 94'bfl fTfl 9
~

8'a.a,9'li,10'a]]-

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

310 320 330 340 360 360 370 380 390 400 410 420 430 440 450

472 C26H32O8 69688-24-0
Estra-l,3,5(10)-triene-3,6,7,17-tetrol, tetraacetate, (6/3,7a,17/3)-

472 C26H32S4 74744-59-5
1,3-Dithiane, 2,2'-[(3,4-diphenyl-l,2-cyclobutanediyl)bis(me=

thylene)]bis-

CP’T^’-rj
Ph



472 EPA/NIH MASS SPECTRAL DATA BASE 6211

472 C28H40O6 32450-26-3
Cochlioquinone A, 20-de(acetyloxy)-ll-deoxy-20-oxo-

MeCHj CHCOCH

472 C 31H62O3 56393-87-4
3,4-Secodammara-4(28),25-dien-3-oic acid, 20-hydroxy-, methyl

ester

450 470 450 4#0 600 510 520 530 540 550 560 570 550 500 500

450 470 450 4M 500 510 620 530 540 550 550 570 550 590 500

472 C30H48O4 64543-32-4
D.A-Friedooleanan-28-oic acid, 21-hydroxy-3-oxo-, (21a)-

Me

450 470 450 400 500 510 520 530 640 550 550 670 550 500 500

472 C32H24O4 74978-29-3
Methanone, l,2,3,4-cyclobutanetetrayltetrakis[phenyl-, (la,2a,=

3a,4/3)-

X
100

80

80

40

20

0

100

80

80

40

20

0

100

80

80

40

20

0

100

80

80

40

20

0
480 470 480 480 SOO 510 620 530 S40 860 580 870 880 800 800



6212 EPA/NIH MASS SPECTRAL DATA BASE 472

472 C34H48O 74421-21-9
Cholest-4-en-3-one, 2-(phenylmethylene)-

Me

473 C27H43N04Si 74299-45-9
Pregn-4-ene-3,20-dione, 17-(acetyloxy)-6-methyl-, 3-[0-(tri~

methylsilyl)oxime], (6a)-

100

80

60

40

20

0

100

80

30

40

20

0

700

80

80

40

20

0

100

60

60

40

20

0
460 470 460 400 500 510 520 530 540 550 660 670 560 500 000

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

160 170 180 190 200 210 220 230 240 250 260 270 2 JO 290 300

-J L ulI L 1^ u

310 320 330 340 350 360 3 ro 380 390 400 410 420 430 440 450

•—L— 1l

474 C22HioF8Ti 12278-18-1
Titanium, bis(if^2 94-cyclopentadien-l-yl)(3,3S4,4

,

,5,5
l

,6,6
1 --

octafluoro[1,1'-biphenyl]-2,2'-diyl)-

100

60

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

460 470 460 490 600 610 520 530 540 550 560 570 560 590 600

474 C26H34O8 30220-45-2
lif-2,8a-Methanocyclopenta[a]cyclopropa[e]cyclodecen-11-one,

5,6-bis(acetyloxy)-4-[(acetyloxy)methyl]-la,2,5,5a,6,9,10,10a-
octahydro-5a-hydroxy-l,l,7,9-tetramethyl-, [la/?-(laa,2a,-
5/J,5a/J,6/3,8aa,9a,10aa)]-

AcO

100-

80-

60-

40-

20-

Mi .. .li 1.1 1, 1,1.1., ill,, .Jll.. ,,l. l. ,Jlli..,l,lHi

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

00-

60-

40-

20-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

80-

60-

40-

20-—,,,1... —Jl_ H—, ,1.. L
,

310 320 330 340 360 360 370 360 390 400 410 420 430 440 460



474 EPA/NIH MASS SPECTRAL DATA BASE 6213

474 C27H4205Si 69833-71-2
Pregn-4-ene-3,20-dione, 17-(acetyloxy)-6-methyl-6-[(tri=

methylsilyl)oxy]-, (6/3)-

Me Ac 0 Ac

4«0 470 440 490 500 510 520 530 540 550 540 570 580 590 400

474 C27H4206Si 74299-00-6
Pregna-3,5-dien-20-one, 21-(acetyloxy)-17-hydroxy-6-

methyl-3-[(trimethylsilyl)oxy]-

COCH 2 OAc

310 320 330 340 360 340 370 340 390 400 410 420 430 440 480

440 470 440 490 500 610 620 630 640 660 640 670 640 590 400

474 C27H46N 203Si 69833-56-3
Pregn-4-ene-3,20-dione, 6-methyl-17-[(trimethylsilyl)oxy]-,

bis(O-methyloxime), (6a)-

460 470 460 480 500 610 620 530 640 560 660 570 660 500 800

474 C30H60O4
1,2-Benzenedicarboxylic acid, diundecyl ester

C( 0) 0( CHj ) 1 0 Me

,C( 0) 0( CHj ) 1 0 Me

3648-20-2

10 20 30 40 60 60 70 60 00 100 110 120 130 140 160

160 170 160 160 200 210 220 230 240 260 260 270 260 260 300



6214 EPA/NIH MASS SPECTRAL DATA BASE 474

100 3

dO-

60*

40-

20-

0 —T— 1^ "I
1, 1 -| r*—T---y—— t I I I I T" ' r— I

"

310 320 330 340 360 360 370 300 390 400 410 420 430 440 460

100 —
80-

60*

40*

20*

0 *****
»

1 ,*Lt“ 1 1 1 1 1 1 1 1 1 1 1 »—
460 470 480 490 600 510 520 530 640 550 560 570 580 590 600

474 C30H50O4 21671-00-1
3,4-Secodammar-4(28)-en-3-oic acid, 20,24-epoxy-25-hydroxy-

(245)-

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

Me

476 C4Br204Rh2
Rhodium, di-M“bromotetracarbonyldi-

'Br —

0= C

u = u

/^ c = 0
Rh +

21475-96-7

476 Ci2BrFioPS 53327-34-7
Phosphinothioic bromide, bis(pentafluorophenyl)-

476 C28H44O6 60354-47-4
24-Norcholan-23-oic acid, 3,12-bis(acetyloxy)-, methyl ester,

(3a,5j8,12a)-

Me

100

80

60

40

20

0
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



477 EPA/NIH MASS SPECTRAL DATA BASE 6215

100

80

60

40

20

0
460 470 480 490 500 510 520 530 540 550 560 570 580 590 600 460 470 480 490 500 610 520 530 540 550 560 570 580 590 600

476 C28H44O6 60354-48-5
24-Norcholan-23-oic acid, 3,ll-bis(acetyloxy)-, methyl ester,

(3a,5£,lla)-

Me

100

80

60

40

20

0

100

80

80

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

1

—,—,—,—,—,—,—,—,—,—M* Liii luL J1L4I liL_-1 1 1 1 —1
i

1 1 r < y— '

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

.jji |i L L| Jll L
|

L IlLi^ll Ll. |l. 1 . 1 . 1.

1

, 1,

1

1 ... Ll

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

1 .L ^ . 1

310 320 330 340 350 380 370 380 390 400 410 420 430 440 450

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

476 C30H28N4O 2 30563-73—6
Tetrabenzo[e,i,o,s][l,4,7,ll,14,18]dioxatetraazacycloeicosine,

11,12,13,14,26,27-hexahydro-

476 C34H52O 74420-83-0
Cholest-7-ene, 3-(phenylmethoxy)-, (3/3,5a)-

Me

477 C26H47N03Si2 69597-48-4
Androst-5-en-17-one, 3,16-bis[(trimethylsilyl)oxy]-, 0-
methyloxime, (3/3,16/3)-

Me



6216 EPA/NIH MASS SPECTRAL DATA BASE 477

477 C26H47N03Si2 69688-34-2
Androst-4-en-3-one, 16,17-bis[(trimethylsilyl)oxy]-, 0-
methyloxime, (16a,17/8)—

160 170 180 190 200 210 220 230 240 250 260 270 260 290 300

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

460 470 480 490 500 510 520 530 540 650 560 670 680 690 600

477 C30H27N3O3 61417-00-3
Benzenecarboximidamide, iV-[2-(2,2-dimethyl-l-oxopropyl)-

3,6-dioxo-4-(phenylamino)-l,4-cyclohexadien-l-yl]-iV-phenyl-

478 C 12H18F4S112 23653-79-4
Stannane, (3,4,5,6-tetrafluoro-o-phenylene)bis[trimethyl-

100 110 120 130 140 150

L i ijI— r i r •
i

160 170 180 190 200 210 220 230 240 250 260 270 260 290 300

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

478 Ci2Hi8F4Sn2 23653-80-7
Stannane, (2,3,5,6-tetrafluoro-p-phenylene)bis[trimethyl-

10 20 30 40 60 70 80 90 100 110 120 130 140 150

100-1

80-

60-

1 40-

|
,

I 1 20-
1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 0-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

100-]

80-

60-

1 1

40-

U l 20-

ll 1
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450 0-J

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

460 470 460 490 500 510 520 530 540 550 560 570 560 590 600



480 EPA/NIH MASS SPECTRAL DATA BASE 6217

478 C2iH23BrN204S 75444-62-1
Benzenesulfonamide, N-(3-bromopropyl)-iV-[3-(l,3-dihydro-

l,3-dioxo-2#-isoindol-2-yl)propyl]-4-methyl-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

478 C28H24N4P2 66055-14-9
Cyanamide, [l,2-ethanediylbis(diphenylphosphoranylidyne)]bis-

Ph Ph

NCN:PCH 2 CH 2 P:NCN
I I

Ph Ph

480 470 480 480 600 510 520 530 540 560 580 570 580 580

479 C27H33N3O5 12626-17-4
5/f,14/f-Pyrrolo[l",2":4',5']pyrazino[l',2':l,6]pyrido[3,4-6] =

indole-5, 14-dione, l,2,3,5a,6,ll,12,14a-octahydro-5a,6-di=:

hydroxy-9-methoxy-ll-(3-methyl-2-butenyl)-12-(2-
methyl-l-propenyl)-, [5aR-(5aa,6a,12/3,14aa)]-

Mfl

1

CH =CMe

160 170 180 180 200 210 220 230 240 250 260 270 280 280 300

310 320 330 340 350 380 370 380 380 400 410 420 430 440 450

480 470 480 480 500 510 520 530 540 550 580 570 580 580 600

480 C30H28N2O4 65591-24-4
Benzoic acid, 2,2'-([l,l'-biphenyl]-4,4'-diyldiimino)bis-, diethyl

ester

EtOC(O)C( 0) OEt



6218 EPA/NIH MASS SPECTRAL DATA BASE 481

481 CirftaNOfiSU 74420-76-1
D-Galactopyranoside, methyl 2-deoxy-3,4,6-tris-0-(trimethyl~

silyl)-2-[(trimethylsilyl)amino]-

NHTMS

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

80

40

20

0
460 470 480 490 500 510 520 530 540 550 560 570 580 690 600

482 Ci9H4€06Si4 74725-78-3
a-D-Galactoside, methyl tetrakis-O-(trimethylsilyl)-

( Ci a H 4 3 Os SI 4 )
OMe

100

80

60

40

20

0

100

80

60

40

20

. §

100

80

80

40

20

0

482 C25H22O10 64200-47-3
7/f-l,4-Dioxino[2,3-c]xanthen-7-one, 2,3-dihydro-8-hydroxy~

(5-hydroxy-2,4-dimethoxyphenyl)(hydroxymethyl)-5-methoxy-,
(2S-trans)~

481 C28H51NO5 69121-68-2
Tetradecanamide, N-[3-[4-(acetyloxy)-3-methyl-7-oxabicyclo~

[4.1.0]hept-l-yl]propyl]-7-methoxy-N-methyl-

Me OMe
I I

( CH 2 ) 3 NCO( CH 2 ) 5 CH ( CH 2 ) e Me

OAc

100

80

60

40

20

0

100

80

60

40

20

0

100

80

80

40

20

0

100

80

60

40

20

0
460 470 480 490 500 510 520 530 540 560 560 570 680 590 600



482 EPA/NIH MASS SPECTRAL DATA BASE 6219

482 C26H30N2O7 63944-68-3
6,21-Cyclo-4,5-secoakuammilan-17-oic acid, l-acetyl-4,5-bis~

(acetyloxy)-l,2-dihydro-, methyl ester, (2£,6a)-

C( 0) OMe

CH 2 OAc

100

80

eo

40

20

0

100

80

80

40

20

0

100

80

80

40

20

0

100

80

80

40

20

0 . . . I . t I
1

'

I T '
1 - » I—T—

I

l

400 470 480 480 500 610 620 630 540 660 580 670 680 580 600

482 C27H14O9 65556-47-0
Wikstrosin

-h2 o

100

80

80

40

20

0

100

80

80

40

20

0

100

80

80

40

20

0

480 470 400 400 500 610 520 530 640 550 580 670 550 500 500

482 C27H38N202SSi 74793-82-1
Ethanone, l-[10-[3-[4-[2-[(trimethylsilyl)oxy]ethyl]-l-piperi=

dinyl]propyl]-10f/-phenothiazin-2-yl]-

Me
i

CH2CH2OSI Mo

450 470 450 400 500 610 520 530 540 660 550 670 580 500 800

482 CctHmNbO 75422-10-5
Azacyclotridecan-2-one, l-(19-amino-4,8,12,16-tetraazanona=

dec-l-yl)-



6220 EPA/NIH MASS SPECTRAL DATA BASE 482

100

80 *

60 -

40 -

20-
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i 1 I'l i i » i 1 r r m

460 470 460 490 600 510 520 530 540 550 560 570 660 690 600
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460 470 460 490 500 510 620 530 540 550 560 570 560 590 600

482 C28H64N2O4 67456-25-1
l,4-Dioxa-7,18-diazacycloeico8ane-6,19-dione, 7,18-dihexyl-

100

60

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0 1 " r 1 1 'i 7—

—

i i
' l

"
i ' i 1 r - r 1

460 470 460 490 500 510 520 530 540 550 560 570 580 590 600

482 C33H64O2 14787-39-4
Lanost-8-en-3-ol, 24-methylene-, acetate, (3/8,13a,14j8,17a,20S)-

483 C24H21NO10 37914-22-0
9JJ-Carbazole-l,2,4-tricarboxylic acid, 9-[3-methoxy-l-(meth~

oxycarbonyl)-3-oxo-l-propenyl]-, trimethyl ester, (E)-

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

480 470 480 490 600 610 620 530 640 550 560 570 580 590 600

483 C27H4iN03Si2 74299-04-0
19-Norpregna-l,3,5,7,9-pentaen-21-al, 3,17-bis[(trimethyl=

silyl)oxy]-, O-methyloxime, (17a)-

CH 2 CH=NOMo

—

. j 1 Jill lillll. Jll.l-. . ..1.1.1 .Jllll,.- -I.

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

l.li

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



484 EPA/NIH MASS SPECTRAL DATA BASE 6221

484 CeHBrsO 608-71-9
Phenol, pentabromo-

Br

Br

484 CuHeFioSn 801-79-6
Stannane, dimethylbis(pentafluorophenyl)-

F F

F F

484 C25H24O10 68725-65-5
7/f-Furo[3,2-£] [l]benzopyran-7-one, 9-[2,3-bis(acetyloxy)-4-

(2,5-dihydro-4-methyl-5-oxo-2-furanyl)-3-methylbutoxy]-

484 C31H4SO4 67594-78-9
A(l)-Norlup-20(29)-en-28-oic acid, 2-formyl-3-hydroxy-, methyl

ester

o=ch



6222 EPA/NIH MASS SPECTRAL DATA BASE 484

484 C32H52O3 43206-65-1
29,30-Dinorgammaceran-3-one, 22-(acetyloxy)-21 ,21-dimethyl-,

(8a,9/3,13a, 14/3,17a, 18(8,22a)-

485 C24H47N06Si2 72121-38-1
Cyclopentanepropanoic acid, 5-(methoxyimino)-3-[(trimethyl=

silyl)oxy]-2-[3-[(trimethylsilyl)oxy]-l-octenyl]-, methyl ester,

[li?-[la,2/8(l£,3S*),3a]]-

Me
l

OS I M«
1 I ( CH2 ) * Me

h 1 v
CH : CHCHOS i M*

Me

CH2 CH2 C( 0 ) OMe

100

00

©0

40

20

0

10 20 30 40 50 00 70 80 80 100 110 120 130 140 150

485 C24H47N0 5Si2 74367-64-9
5-Heptenoic acid, 7-[2-[3-(methoxyimino)butyl]-3,5-bis[(tri=

methylsilyl)oxy] cyclopentyl]-, methyl ester, [lR-(la,2/3,3a,5a)]-

OSI Me
I

Me

486 (C4HioO.Li)6 14322-83-9
2-Propanol, 2-methyl-, lithium salt, hexamer

(t-BuOH • U )

e



486 EPA/NIH MASS SPECTRAL DATA BASE 6223

486 CiuHaoCnCL 37299—12—0
Chromium, tetracarbonylbis[(l,2,3,4,5-j/)-l,2,3,4,5-penta=

methyl-2,4-cyclopentadien-l-yl]di-, (Cr-Cr)

0=C CsO

o=c c=o

4«0 470 4*0 400 500 510 $20 530 $40 $50 S#0 570 5*0 580 *00

486 C25H28O10

DL-Xylitol, 1,3,4-triacetate 2,5-dibenzoate

74810-28-9

OAc

OAc

|

CHj OAc

PhC( 0) OCH 2 CHCHCHOC) 0) Ph

ISO 170 180 180 200 210 220 230 240 250 2*0 270 280 280 300

310 320 330 340 360 3*0 370 380 380 400 410 420 430 440 450

486 C26H30N2O6S 67370-68-7
Hexanoic acid, 6-[[3-(l,3-dihydro-l,3-dioxo-27f-isoindol-2-

yl)propyl][(4-methylphenyl)sulfonyl]amino]-, methyl ester

480 470 480 480 500 510 520 630 540 650 580 670 6*0 580 800

486 C27H38N2O6 72101-38-3
4,25-Secoobscurinervan-4-ol, 25-ethyl-15,16-dimethoxy-, 25-

acetate, (4/8,22a)-

1 l-.--

10 20 30 40 60 80 70 80 80 100 110 120 130 140 ISO

L.i ^
180 170 180 180 200 210 220 230 240 280 280 270 2*0 280 300

10 20 30 40 60 80 70 80 80 100 110 120 130 140 160



6224 EPA/NIH MASS SPECTRAL DATA BASE 486

310 320 330 340 3S0 300 370 380 380 400 410 420 430 440 480

480 470 480 480 600 610 620 630 840 660 680 870 680 680 600

486 C37H42N4O4 64408—09—9
Butanamide, 2-(dimethylamino)-3-methyl-7V-[3-(l-methyl=

ethyl)-7-(2-methylpropyl)-5,8-dioxo-2-oxa-6,9-diazabicyclo=:

[10.2.2]hexadeca-10, 12,14,15-tetraen-4-yl]-

Me
i

NMo

180 170 180 180 200 210 220 230 240 260 280 270 280 280 300

310 320 330 340 360 380 370 380 380 400 410 420 430 440 460

480 470 480 480 600 510 520 630 640 550 680 670 680 880 800

486 C30H46O6 21302-79-4
A(l)-Norlup-20(29)-en-28-oic acid, 2-carboxy-3-hydroxy-, (2a,3/3)-

480 470 480 480 500 510 520 530 540 660 560 570 680 580 600

486 CsiHsoCU 6831-09-0
Lup-20(29)-en-28-oic acid, 2,3-dihydroxy-, methyl ester, (2a,3/3)-

h 2 c
ii

MeC

460 470 480 490 600 610 520 530 540 550 560 570 580 590 600

10 20 30 40 60 60 70 80 90 100 110 120 130 140 150



487 EPA/NIH MASS SPECTRAL DATA BASE 6225

486 C31H50O4 69140-08-5
Cholest-8(14)-ene-3,15-diol, diacetate, (3/3,5a,15a)-

ii| J I-

,

'lll Jiili-L

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

486 C31H50O4 69140-09-6
Cholest-8(14)-ene-3,15-diol, diacetate, (3/8,5a, 15/3)-

486 C 31H60O4 74420-84-1
Cholest-8(14)-ene-3,7-diol, diacetate, (3/8,5a,7/3)-

486 C32H64O3 43206-38-8
29,30-Dinorgammacerane-3,22-diol, 21,21-dimethyl-, 3-acetate,

(3/3,8a,9(3,13a, 14/3, 17a, 18/3,22a)-

480 470 480 400 500 810 620 630 640 660 680 670 680 600 600

487 C 11H 18N3O5PW 19976-82-0
Tungsten, pentacarbonyl(hexamethylphosphorous triamide-P)-,
(OC-6-22)-

Me
I

NMe

„PNMe

NMe

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150



6226 EPA/NIH MASS SPECTRAL DATA BASE 487

488 CiwHisFsGeO 22529-94-8
Germane, (pentafluorophenoxy)triphenyl-

F

488 C29H44O6 2284-36-8
Chol-ll-en-24-oic acid, 3,7-bis(acetyloxy)-, methyl ester, (3a,=

5/3,7a)-

Me

ill... ill.i . .ill li.llln.
• • • I I • • 1 1 1 I I 1 1 1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

1 . ... .. L,“I 1 r- —— I T r^ T
”’"—T -I , | |

|
|

|

160 170 180 190 200 210 220 230 240 250 260 270 200 200 300

100

80

60

40

20

0
310 320 330 340 350 380 370 380 390 400 410 420 430 440 450

488 C29H44O6 60354-36-1
Chol-8(14)-en-24-oic acid, 3,12-bis(acetyloxy)-, methyl ester,

(3a,5(3,12a)-

Me

488 C29H44O6 60354-49-6
24-Norchol-22-ene-3,7,12-triol, triacetate, (3a,5/3,7a,12a)-

Me



490 EPA/NIH MASS SPECTRAL DATA BASE 6227

488 C34H48O2 25485-34-1
Cholesta-4,6-dien-3-ol, benzoate, (3/3)-

Me

490 CisHioOsW 50276-12-5
Tungsten, pentacarbonyl(diphenylmethylene)-, (OC-6-21)-

490 CisHsoBe^Oia 36593-61-0
Beryllium, M4-oxohexakis[/i-(propanoato-0:0' ) ] tetra-

ussv

'w=
».^/\

-2
: CPh 2

osc c=o

490 C26H42N 206Si 72088-34-7
Pregn-4-ene-3,ll,20-trione, 17,21-dihydroxy-, bis(O-methyloxime),

mono(trimethylsilyl) ether

COCH2OH

+2 H 2 NOMe

+HOTMS

-3H 2 0

L ! .

310 320 330 340 350 MO 370 MO )»0 400 410 4» 4)0 440 - 4M

l —1—,—,—,—,— —,—,—,—r-
440 470 440 440 600 (10 »» *30 4*0 MO 540 870 540 540 *00



6228 EPA/NIH MASS SPECTRAL DATA BASE 490

490 C27H4eN204Si 74298—98—9
Pregn-4-ene-3,20-dione, 17-hydroxy-6-methyl-21-[(trimethyl~

silyl)oxy]-, bis(O-methyloxime), (6a)-

Me Me ON
I II

MeSI OCH 2 C

490 C29H46O6 1181-65-3
Cholan-24-oic acid, 3,6-bis(acetyloxy)-, methyl ester, (3a,5/3,6a)-

Me

100

80

60

40

20

0

100

80

40

0

100

80

60

40

20

0

490 C29H46O6 1181-44-8

Cholan-24-oic acid, 3,12-bis(acetyloxy)-, methyl ester, (3a,5/3,12a)-

490 C29H46O6 2616-71-9
Cholan-24-oic acid, 3,7-bis(acetyloxy)-, methyl ester, (3a,5/3,7a)-

Me

100

80

60

40

20

0

100

80

60

40

20

0

100

80

80

40

20

0
310 320 330 340 360 360 370 380 390 400 410 420 430 440 450

ill 1.1. l!

10 20 30 40 50 60 70 80 00 100 110 20 130 140 150

2

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



490 EPA/NIH MASS SPECTRAL DATA BASE 6229

490 C 29H46O6 60354-35-0 490 C 29H46O6 60384-34-1
Cholan-24-oic acid, 3,6-bis(acetyloxy)-, methyl ester, (3a,5/3,6/3)- Cholan-24-oic acid, 3,12-bis(acetyloxy)-, methyl ester, (3/3,5a,12a)-

Me

310 320 330 340 350 360 370 330 390 400 410 420 430 440 450

Me

100

60

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

JiAl min ., ii ii. .mu
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

L ,

160 170 180 190 200 210 220 230 240 250 260 270 260 290 300

1 i. _L . 1

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

490 C29H46O6 60384-30-7
ChoIan-24-oic acid, 3,7-bis(acetyloxy)-, methyl ester, (3a,50,78)-

Me

490 C30H34O6 63322-28-1
1,3-Isobenzofurandione, 5,5'-(l,l,10,10-tetramethyl-l,10-de=

canediyl)bis-



6230 EPA/NIH MASS SPECTRAL DATA BASE 490

490 C3oH6iC10Si 69688-10-4
Silane, (chloromethyl)dimethyl[[(3/3,6E)-9,10-secocholesta-5=

(10),6,8(14)-trien-3-yl]oxy]-

ci ch 2 si 0

Me

490 C31H54O4 21671-02-3
3,4-Secodammaran-3-oic acid, 20,24-epoxy-25-hydroxy-, methyl

ester, (24S)-

OH
I

CMe
i

Me

10 20 30 40 SO 60 70 80 90 100 110 120 130 140 150

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

490 C31H26N2O2S 67845-18-5
Benzeneacetic acid, a-phenyl-, 2,2-diphenyl-l-(2-thioxo-l-

imidazolidinyl)ethenyl ester 492 C16H24CI2RI12 12092-47-6
Rhodium, di-M-chlorobis[(l,2,5,6-7?)-l,5-cyclooctadiene]di-

Ph
I

CPh Ph
II I

COC( 0) CHPh



492 EPA/NIH MASS SPECTRAL DATA BASE 6231

492 Ci6H24Cl2Rh2 74825-26-6
Rhodium, di-M-chlorobis(»r*-l,2-diethenylcyclobutane)di-

492 CigHsFsORh 51509-32-1
Rhodium, carbonyl(77&-2,4-cyclopentadien-l-yl)(3,3',4,4',5,5',6,=

6'-octafluoro[l,l'-biphenyl]-2,2'-diyl)-

492 CaiHseN^ 75363-58-5
4//-l,16-Etheno-5,15-(propaniminoethano)furo[3,4-/] [1,5,10] =

triazacyclohexadecine-4,21-dione, 3,3a,6,7,8,9, 10, 11, 12,13,14,=
15-dodecahydro-3-(4-hydroxyphenyl)~

492 C29H26N4P 2 66055-15-0

Cyanamide,
[ 1 ,3-propanediylbi8(diphenylphosphoranylidyne) ]

bis—

Ph Ph
i i

NCN:P(CH 2 )jP:NCN

Ph Ph



6232 EPA/NIH MASS SPECTRAL DATA BASE 492

100

80-

80-

40-

20 -

0 1 T^~ I I I I I I 1 1 1 1 1—
480 470 480 490 500 510 620 530 540 650 680 670 580 690 800

100

60-

BO-

40-

20
-

|

o i i
1

1 H 1 1 1 1
1 i i

"
i 1 i i

480 470 480 490 500 610 520 530 540 550 580 570 580 590 800

492 C35H30BP 74646-16-5
Phosphine, [l-[(diphenylboryl)phenylmethylene]-2-methyl-2-

propenyl]diphenyl-

- -i— 1 1 1 1 1 1 1 1 1 1 1—
460 470 480 490 500 510 520 530 540 550 560 570 580 590 800

493 C22H35N304SSi2 26508-25-8
4-Thia-l-azabicyclo[3.2.0]heptane-2-carboxylic acid, 3,3-di=

methyl-7-oxo-6-[[phenyl[(trimethylsilyl)amino]acetyl]amino]-,
trimethylsilyl ester, [2S-[2a,5a,6/?(S*)]]-

Me Ph

4S3 C36H27NO 2 64187-60-6
2-Azetidinone, l-(diphenylacetyl)-3,3,4-triphenyl-

Ph

494 C17H20F6N2O6S 67845-11-8
lJT-Thieno[3,4-d]imidazole-4-pentanoic acid, hexahydro-1-
(methoxycarbonyl)-2-oxo-3-[3,3,3-trifluoro-l-oxo-2-(tri=
fluoromethyl)propyl]-, methyl ester

/
MeOC(O)



494 EPA/NIH MASS SPECTRAL DATA BASE 6233

100_
00 *

00-

40 *

20

0 I
i * ,, , « | 1 1 1 1 » ' T ’ " 1 » » 1—

400 470 460 490 600 510 520 530 540 550 500 670 500 590 000

494 CisF13P 69688-63-7
5Jf-Benzo[6]phosphindole, l,2,3,4,6,7,8,9-octafluoro-5-(penta :=:

fluorophenyl)-

F

100

00

00

40

20

0

100

00

00

40

20

0

100

00

00

40

20

0

100

00

00

40

20

0
460 470 460 490 500 510 520 530 540 550 500 670 560 590 000

494 C20H39B5O10 74792-96-4
DL-Xylitol, cyclic l,4:2,3-bis(ethylboronate) 5,5'-(ethylboronate)

494 C22H26N 2O 11 26386-09-4
lH-Indole, 2,3-dihydro-5-nitro-l-(2,3,4,6-tetra-0-acetyl-/3-D-
glucopyranosyl)-

OAc

100

60

00

40

20

0

100

80

60

40

20

0

100

80

00

40

20

0

100

80

00

40

20

0
400 470 400 490 500 510 520 530 540 550 500 570 500 690 600

494 C26H22O 10 74810-25-6
2,6-Epoxy-2#-anthra[2,3-b]oxocin-8,13-dione, 7,9,ll-tri8(ace :=:

tyloxy)-3,4,5,6-tetrahydro-2-methyl-

Ac O 0 Ac O

100

00

00

40

20

0
10 20 30 40 50 00 70 00 90 100 110 120 130 140 100



6234 EPA/NIH MASS SPECTRAL DATA BASE 494

494 C27H27CrN202P 75520-17-1
Chromium, carbonyl(?;&-2,4-cyclopentadien-l-yl) [N-methyl-
P^-diphenyl-N-(l-phenylethyl)phosphinous amide-PJnitrosyl-,

stereoisomer

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0
460 470 460 400 600 610 520 530 540 550 560 570 580 500 600

494 C27H60N4O4 67473-76-1
Acetamide, AT-[3-(acetylamino)propyl]-N-[3-[acetyl[3-(2-oxo-

azacyclotridec-l-yl)propyl]amino]propyl]-

494 C33H60OS 63608-48-0
Cholestan-3-one, 2-(phenylthio)-, (5a)-

Me

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0



496 EPA/NIH MASS SPECTRAL DATA BASE 6235

495 C26H41NO8 50676-21-6
Aconitane-l,7,8,14-tetrol, 20-ethyl-6,16-dimethoxy-4-(meth~

oxymethyl)-, 14-acetate, (la,6/3, 14a, 16/3)-

100

80

80

40

20

0

100

80

80

40

20

0

100

80

80

40

20

0

100

80

60

40

20

0
480 470 480 460 500 510 520 530 540 550 560 570 580 560 800

496 CsHsBrs 85-22-3
Benzene, pentabromoethyl-

Br

496 Ci6H28Cl2Rh2 12308-60-0
Rhodium, tetrakis[(l,2,3-r;)-2-butenyl]di-^--chlorodi-

Me

C= CH

H,C\U
+s Rh

<{\
h^ch

Ma
I

CH

//

'/K'r I — r

CH

\
: CHj

Cl

HsC^Is-CH.

496 C23H28O4S4 26416-51-3
Carbonodithioic acid, S,S'-[bis(4-methoxyphenyl)methylene]

0,0'-bis(l-methylethyl) ester

SC( S ) OP r -

1

SCI S) OPr - I



6236 EPA/NIH MASS SPECTRAL DATA BASE 496

496 C29H33FO6 22298-29-9
Pregna-l,4-diene-3,20-dione, 17-(benzoyloxy)-9-fluoro-ll,21-
dihydroxy-16-methyl-, (1 1/3,16/3)—

0C( 0) Ph

Me I XOCH 2 OH

496 C32H32O5 74367-04-7
Furan, tetrahydro-2,3,4,5-tetrakis(methoxyphenyl)-

a L 1 1 II ... .a -^
10 20 30 40 SO SO 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

310 320 330 340 3S0 360 370 380 390 400 410 420 430 440 460

480 470 480 490 600 510 520 530 540 550 560 570 580 690 800

496 C30H57O3P 74793-74-1
Cyclohexanol, 5-methyl-2-(l-methylethyl)-, phosphite (3:1),

stereoisomer

40

20

I
»' ‘ 1

460 470 480 490 600 510 520 530 540 550 560 570 580 590 600

498 C32H50O4
Urs-12-en-28-oic acid, 3-(acetyloxy)-, (3/3)—

7372-30-7

80

80



502 EPA/NIH MASS SPECTRAL DATA BASE 6237

498 C32H50O4 35928—16—6
3,4-Secolupa-4(23),20(29)-diene-3,28-dioic acid, dimethyl ester

100

so

60

40

20

0

100

60

SO

40

20

0

100

SO

60

40

20

0

100

SO

SO

40

20

0

400 470 480 490 500 510 520 530 540 550 580 670 580 590 800

500 C31H48O5 69140—11—0
Cholest-8(14)-en-3-one, 7,15-bis(acetyloxy)-, (5a,7a,15a)-

Me

10 20 30 40 50 80 70 SO 90 100 110 120 130 140 160

1 J
1 . . . - .,1 L . i >1-

ISO 170 ISO 190 200 210 220 230 240 250 280 270 280 290 300

100

80

80

40

20

0

310 320 330 340 350 380 370 380 390 400 410 420 430 440 450

500 C33H66O 3 74420-87-4
Cholestan-15-one, 3-(acetyloxy)-14-butyl-, (3/3,5a)-

Me

.
, 4 ,

I.i, nl|il, .ji
10 20 30 40 50 00 70 80 90 100 110 120 130 140 150

1 J 1 L .
. r

180 170 ISO 190 200 210 220 230 240 250 280 270 280 290 300

502 C17H43O7PSU 69688-43-3
D-eryt/iro-Pentofuranose, 2-deoxy-l ,3-bis-0-(trimethylsilyl)-,

bis(trimethylsilyl) phosphate

OTMS

100

SO

80

40

20

0

100

SO

SO

40

20

0

100

SO

SO

40

20

0

100

SO

SO

40

20

0
480 470 480 490 500 S 10 520 530 540 580 580 570 580 S90 800



6238 EPA/NIH MASS SPECTRAL DATA BASE 502

502 C27H34O9 3148-09-2
Verrucarin A

un
Me

|
0

rnu^°

460 470 480 490 600 510 520 530 540 550 560 670 580 590 600

502 C27H4603Si3 74298—80—9
Silane, [[(ll|8,17/3)-estra-l,3,5(10),6-tetraene-3,ll,17-triyl]tris~

(oxy) ] tris[trimethyl-

Me

OSiMe

100y —
80 *

60 -

40 -

20 -

0*111 “
*i l**

1"
1 1 r— 1 1 r

— -1
1 1 1

460 470 480 490 500 610 520 530 540 650 560 570 560 590 600

502 C30H22N4O4 3474-99-5
^^'-BipyrazolidineJ-S^'jSjS'-tetrone, l,l',2,2'-tetraphenyl-

503 C 22Hi8BrN08 49616-73-1
2,4-Cyclopentadiene-l,2,3,4-tetracarboxylic acid, 5-(4-bromo-

2-quinolinyl)-, tetramethyl ester

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0
460 470 480 490 500 510 620 530 540 550 580 570 580 590 600



504 EPA/NIH MASS SPECTRAL DATA BASE 6239

503 CiadLsNOsSi 69833-70-1
Pregn-4-ene-3,20-dione, n-CacetyloxyJ-e-methyl-e-^tri^

methylsilyl)oxy]-, 3-(0-methyloxime), (6/3)—

Me

100

80

60

40

20

0

100

60

60

40

20

0

100

60

60

40

20

0

100

80

60

40

20

0 T ! i
"

i i i i
- r — - i i » i i

"r
460 470 460 490 500 510 520 530 540 550 560 570 560 500 600

503 CajHesNOsSi 74312-90-6
Pregn-4-ene-3,20-dione, 17-(acetyloxy)-6-methyl-21-[(tri=:

methylsilyl)oxy]-, 3-(0-methyloxime), (6a)-

Me
i

MeSI OCH 2 CO

L .hlll.Ji

10 20 30 40 50 60 0 80 90 100 110 120 130 140 150

160 170 180 180 200 210 220 230 240 250 260 270 260 290 300

U.1, -1
,

m,-

310 320 660 340 350 360 370 360 380 400 410 420 430 440 460

100

60

60

40

20

0

504 CiuHisFsGeS 2034-07-3
Germane, [(pentafluorophenyl)thio]triphenyl-

F Ph

F

F

F

100

00

00

40

20

0

100

00

00

40

20

0

100

00

00

40

20

0

504 C^H^OsSh 69833-66-5
Pregn-4-en-18-al, 3,20-dioxo-ll^l-bis[(tximethylsilyl)oxy]-, (11/3)-

100

60

60

40

20

0

100

60

60

40

20

0

100

60

60

40

20

0

100

60

60

40

20

0
«eo «7o *eo *»o see sio »so mo mo mo seo sto see seo eoo

L



6240 EPA/NIH MASS SPECTRAL DATA BASE 504

504 C27H48N6O3 67969-51-1
Triimidazo[l,5-a:l',5'-c:l",5"-e][l,3,5]triazine-l,5,9(2Rr

,6/f,=:

10H)-trione, 2,6,10-tris(l,l-dimethylethyl)hexahydro-3,3,7,=

7,11,11-hexamethyl-

504 C 27H4803Si3 69597-47-3
Silane, [[(12j9,17/3)-estra-l,3,5(10)-triene-3,12,17-triyl]tris=

(oxy) ]tris [trimethyl-

Me Me
I I

MeSIO OSIMe

460 470 480 490 500 510 620 530 540 650 560 570 580 690 600

504 C27H4803Si3 18888-17-0
Silane, [[(16a,17/3)-estra-l,3,5(10)-triene-3,16,17-triyl]tris=:

(oxy) ] tris[trimethyl-

Me
I

OSIMe

Me

OS I Me
I

Me

I

Me

100

60

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0
460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

i
. .

1-
, ,

-
,i

,
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

ll.

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

LilJl L L a II.

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

v

504 C27H4s03Si3 69688-19-3
Silane, [[(6/J,17d)-estra-l,3,5(10)-triene-3,6,17-triyl]tris(oxy)]=

tris[trimethyl-



504 EPA/NIH MASS SPECTRAL DATA BASE 6241

460 470 480 490 500 510 520 530 540 550 560 570 560 690 600

504 C^tLoOsSia 69688-23-9
Silane, [[(17^)-estra-l,3,5(10)-triene-3,14,17-triyl]tri8(oxy)]=:

tris[trimethyl-

460 470 460 4*0 S00 $10 $20 $30 $40 SSO $60 $70 $80 $00 600

504 C27H4803Si3 69688-36-4
Silane, [[(ll/3,17/8)-estra-l,3,5(10)-triene-3,ll,17-triyl]tris=:

(oxy) ] tris [
trimethyl-

504 CmH^OsSis 69688-37-5
Silane, [[(7a,17/3)-e8tra-l,3,5(10)-triene-3,7,17-triyl]tri8(oxy)]:=

tris[trimethyl-

10 20 30 40 50 60 70 60 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 260 290 300

310 320 330 340 350 360 370 360 390 400 410 420 430 440 450

460 470 460 490 500 510 620 530 540 550 560 670 560 590 600

504 C27H4s03Si3 69833-61-0
Silane, [[(15a,17|9)-estra-l,3,5(10)-triene-3,15,17-triyl]tri8=

(oxy)] tris[trimethyl-

Me
i

OS I Me

10 20 30 40 SO 60 70 60 60 100 110 < 20 130 140 160



6242 EPA/NIH MASS SPECTRAL DATA BASE 504

504 C27H4803Si3 69833-74-5
Silane, [[(15/3,17/8)-estra-l,3,5(10)-triene-3,15,17-triyl]tris=

(oxy) ]tri8[trimethyl-

Me
I

OS I Me

460 470 460 490 500 510 520 530 640 650 660 670 680 690 600

504 C28H12N2O8 75083-39-5
[l,l'-Bianthracene]-9,9',10,10'-tetrone, 4,4'-dinitro-

0 NO2V
VN^
0 N02

100

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

460 470 460 490 600 610 620 630 640 660 660 670 660 690 600

504 C29H44O7 4947-65-3
Cholan-24-oic acid, 7,12-bis(acetyloxy)-3-oxo-, methyl ester,

(5/3,7a,12a)-

Me

100

80

60

40

20

0

100

60

60

40

20

0

100

60

60

40

20

0
310 320 330 340 360 360 370 360 390 400 410 420 430 440 460



506 EPA/NIH MASS SPECTRAL DATA BASE 6243

504 C29H44O7 21066-20-6
Cholan-24-oic acid, 3,12-bis(acetyloxy)-7-oxo-, methyl ester,

(3a,5/3,12a)-

Ue

504 C29H44O7 28535-81-1
Cholan-24-oic acid, 3,7-bis(acetyloxy)-12-oxo-, methyl ester,

(3a,5/3,7a)-

100

•0

60

40

20

0
310 320 330 340 360 360 370 360 390 400 410 420 430 440 460

504 CaiHssClOSi 69688-08-0
Silane, (chloromethyl)dimethyl[[(3/3,5Z,7£,22£)-9,10-seco :=

erg08ta-5,7,22-trien-3-yl]oxy]-

100

80

60

40

20

0

100

60

60

40

20

0

100

60

60

40

20

0

100

60

60

40

20

0

506 C24H2oPRhS2 50563-05-8
Rhodium, (carbon disulfide-S)(77&-2,4-cyclopentadien-l-yl)(tri=

phenylphosphine)-

460 470 460 490 500 610 520 530 540 560 560 570 560 590 600



6244 EPA/NIH MASS SPECTRAL DATA BASE 506

100

80

30

40

20

0
480 470 480 490 600 610 620 630 640 650 560 570 580 590 600

506 C29H38N4O4 69721-60-4
4H-l,16-Etheno-5,15-(propaniminoethano)furo[3,4-Z] [1,5,10]=

triazacyclohexadecine-4,21-dione, 3,3a,6,7,8,9,10,11,12,13,14,=
15-dodecahydro-3-(4-methoxyphenyl)-

506 C30H28N4P2 66055-16-1
Cyanamide, [l,4-butanediylbis(diphenylphosphoranylidyne)]bis-

Ph Ph
I I

NCN s P ( CH2 ) 4 P 1 NCN

Ph Ph

506 CaoHsoOe 70237-87-5
9,19-Cycloergostan-3-one, 22,24,25,28-tetrahydroxy-4-(hydr=
oxymethyl)-14-methyl-, (5a)-

460 470 480 490 500 510 520 530 540 550 560 570 580 590 800

507 C17H26N5O 13 19396-06-6
d-D-Allofuranuronic acid, 5-[[2-amino-5-0-(aminocarbonyl)-

2-deoxy-L-xylonoyl]amino]-l,5-dideoxy-l-[3,4-dihydro-5-
(hydroxymethyl)-2,4-dioxo-l(2//)-pyrimidinyl]-

100

80

80

40

20

0

100

eo

60

40

20

0
160 170 ISO 100 200 210 220 230 240 250 260 270 260 290 300

.

J.L

J
U

JL.,1

i

1,

, .1 j
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



508 EPA/NIH MASS SPECTRAL DATA BASE 6245

507 C22H25BIrN 69910-64-1 508 CieHeFioSn 1247-12-7

Iridium, [(2 ,
3

,
4

,
5 ,6-r/)-l-cyano-l-phenylboratabenzene] [(1,2,3,- Stannane, bis(pentafluorophenyl)divinyl-

4,5-t;)-l,2,3,4,5-pentamethyl-2,4-cyclopentadien-l-yl]-

100

60

60

40

20

0

100

60

60

40

20

0

100

60

60

40

20

0

100

60

60

40

20

0
460 470 460 490 500 510 520 530 540 550 560 570 560 590 600

100

60

60

40

20

0

100

60

60

40

20

0

100

60

60

40

20

0

100

60

60

40

20

0
460 470 460 490 500 510 520 530 540 550 560 570 560 590 600

508 C23H44N2O3SU 74367-80-9
Tryptophan, 5-hydroxy-, tetrakis(trimethylsilyl) deriv.

508 CioHasSm 56177-42-5
Stannane, methylidynetris[trimethyl-

M© 3 Sn CHSnMe3
I

Sn Me 3



6246 EPA/NIH MASS SPECTRAL DATA BASE 508

508 C30H28N4S2 29423-82-3
Tetrabenzo[e,i,o,s][l,4,7,ll,14,18]dithiatetraazacycloeicosine,

11,12,13,14,26,27-hexahydro-

508 C31H26O3P2 22400-41-5
Phosphonic acid, [(triphenylphosphoranylidene)methyl]-, diphenyl

ester

OPh Ph
I 1

PhOPCH = PPh
II I

508 CsiHeoOsSi 74685-38-4
Silane

, methyltris [ [5-methyl-2-(l-methylethyl)cyclohexyl]oxy]

-

460 470 460 480 600 610 620 530 540 550 560 570 560 590 600

508 C33H24N4O 2 22531-81-3
7fl-Acenaphtho [1,2-c]pyrazole-7 ,8(9/7)-dicarboxanilide, 9-phenyl-



510 EPA/NIH MASS SPECTRAL DATA BASE 6247

508 C34H52O3 74420—81—8
Cholestan-7-ol, 8,9-epoxy-3-(phenylmethoxy)-, (30,5a,7a,8a)-

Me

509 C27H6iN04Si2 72150-31-3
Prosta-8(12),13-dien-l-oic acid, ^-(methoxyiminoJ-lS-^tri^

methylsilyl)oxy]-, trimethylsilyl ester

Ms
1

( CHi ) s C( 0) OS I Me

Me

( CH 2 ) 4 Me

MeON CH : CHCHOS I Me

\_J Me

508 C34H52O3 74420-82-9
Cholestan-7-ol, 8,14-epoxy-3-(phenylmethoxy)-, (30,5a,7a,8a)-

Me

510 C24H42N6S3 67969-53-3
Triimidazo[l,5-a:l’,5 ,-c:l M ,5"-e][l,3,5]triazine-l,5,9(2if,6/f, :=

10/f)-trithione, hexahydro-3,3,7,7, 1 1 , 1 l-hexamethyl-2,6,10-

tris(l-methylethyl)-

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

60

60

40

20

0



6248 EPA/NIH MASS SPECTRAL DATA BASE 510

510 CsrcHaAsSh 74985-64-1
Prosta-7,13-dien-l-oic acid, 6,9-epoxy-1 1 ,15-bis [(trimethyl=

silyl)oxy]-, methyl ester

TYYV( CH2 ) 4 C( 0 ) OMe

Me Si OCHCHsCH

> ( CH2 )

4

100

80

60

40

20

0

100

60

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

460 470 480 490 500 510 520 530 540 650 560 670 660 690 600

510 C35H30N2O2 67437-14-3
Benzonitrile, 4,4'-[3-[2,2-bis(4-methoxyphenyl)ethenyl]-2,2-

dimethylcyclopropylidene]bis-

OMe

100 ' -

80 -

60-

40- ,

I ,
:

0 f

1
‘t

1

. . T I I I
'

I I I I

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

510 C36H30N2O2 74367-26-3
Benzonitrile, 4,4

l-[5,5-bis(4-methoxyphenyl)-3,3-dimethyl-l,4-
pentadienylidene]bis-

512 C25H30CI2O7 64185—14—4
Benzoic acid, 3,5-dichloro-2,4-dihydroxy-6-pentyl-, 4-carb=
oxy-3-methoxy-5-pentylphenyl ester

310 320 330 340 350 3«0 370 380 380 400 410 420 430 440 450



514 EPA/NIH MASS SPECTRAL DATA BASE 6249

512 C30H60N2O4 67456-22-8
Acetamide, 2,2'-[l,2-ethanediylbis(oxy)]bis[iV,N-dihexyl-

Me ( CH 2 ) 9 ( CH 2 ) s Me

Me( CH 2 )s NCOCH 2 OCH 2 CH 2 OCH 2 CON ( CH 2 ) s Me

514 C^HmOsSL 74842-21-0
Prostan-l-oic acid, 6,9-epoxy-ll,15-bis[(trimethylsilyl)oxy]-, methyl

ester, (9a)-

Me

Mo SI 0
I

Me
Me
I

Me Si OCHCH 2 CH2

Me
|

Me ( CH 2 ) 4

0 (
CH 2 ) 4 C( 0) OMe

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

460 470 480 490 500 510 520 530 540 550 560 570 560 590 600

512 CsiH^O^Si 56051-70-8
10'-Apo-d,^-carotenoic acid, 5,6-dihydro-6-hydroxy-5-[(tri==

methylsilyl)oxy]-, methyl ester, (5R,6R)~

MeSI 0
I \
Me \ Me

aWm«
Me Me Me
I I I

CH s CHC sCHCH • CHC S CHCH sCHCH • CCH ’ CHC( 0) OMe
OH

100

80

60

40

20

0

100

80

80

40

20

0

100

80

60

40

20

0

100

80

80

40

20

0
460 470 480 490 500 510 520 530 540 550 560 570 560 590 600

514 C30H34N4O4 42244-31-5
PyrrolotS^-clpyrroloIS'^'^^lpyrazolofl^-alpyrazole-l^^jS-

(2H,3aH,5H,7/f)-tetrone, 2,7-dibutyltetrahydro-5,10-diphenyl-

Ph

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

80

40

20

0



6250 EPA/NIH MASS SPECTRAL DATA BASE 514

514 CaaHssC^Si 69774-02-3
29,30-Dinorgammaceran-3-one, 21,21-dimethyl-22-[(tri i=:

methylsilyljoxy]-, (8a,9/J,13a,14|8,17a,18/J,22a)-

10 20 30 40 50 60 70 60 90 100 110 120 130 140 160

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

516 C24H2oPb
Plumbane, tetraphenyl-

595-89-1

Ph
I

PhPbPh
I

Ph

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

516 C26H4oN204Si3 72088-26-7
2,4-Imidazolidinedione, 5-(3,4-dihydroxy-l,5-cyclohexadien-l-

yl)-5-phenyl-, methyl tris(trimethylsilyl) deriv.

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

515 C^H^.CeHaNaO? 18930-76-2
Chrysene, ll-(3-butenyl)-l,2,3,4-tetrahydro-, monopicrate

100

80

60

40

20

0

100

80

80

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

, .., 1 -

310 320 330 340 350 360 370 380 390 400 410 429 430 440 450

460 470 460 490 600 610 620 630 640 660 660 670 660 690 600



518 EPA/NIH MASS SPECTRAL DATA BASE 6251

516 C29H40O6S 57683—69—9
2,6,10-Tetradecatrienedioic acid, 3,7,ll-trimethyl-13-(2-
methyl-l-propenyl)-13-(phenylsulfonyl)-, dimethyl ester,

(EJEJ?)-

C( 0) OMe

Me Me Me Me
I I III

MeOC( 0) CH = CCH» CH 2 CH : CCH 2 CH 2 CH = CCH 2 CCH = CMe

SOsPh

516 C30H12O9 50838-55—6
5,6,11,12,17,18-Trinaphthylenehexone, 1,7,13-trihydroxy-

518 C24H16F6S11 1058-08-8
Stannane, (pentafluorophenyl)triphenyl-

F

100

so

so

40

20

0

100

80

60

40

20

0

100

80

80

40

20

0

100

80

80

40

20

0

518 C26H27C0S11 74811-07-7
Cobalt, bis^4-!,3-butadiene) (triphenylstannyl)-

SnPhj

1°/^
HC -Co CH

ch 2 h 2 c

100

80

80

40

20

0

100

80

80

40

20

0

100

80

60

40

20

0

100

80

80

40

20

0



6252 EPA/NIH MASS SPECTRAL DATA BASE 518

518 C27H42N4O6 42920-02-5
Benzenepropanamide, JV-[4-[acetyl[3-(acetylamino)propyl] =
amino]butyl]-iV-[3-(acetylamino)propyl]-4-(acetyloxy)-

518
Disilane, hexaphenyl-

40

20

400 470 480 490 500 S10 S20 S30 540 550 600 570 500 550 600

518 C27H4604Si3 69833-52-9
Estra-l,3,5(10)-trien-6-one, 3,16,17-tris[(trimethylsilyl)oxy]-,

(16a,170)-

Me
I

OS I Me

L 1 1 L.

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

L_

C36H30Si2

Ph

I

PhSI SI Ph

I

^
Ph

1450-23-3

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

100 170 180 190 200 210 220 230 240 250 200 270 280 290 300

400 470 480 490 500 510 520 530 540 550 500 570 580 590 000

520 C26Hi8Br202 55517-98-1
9,10-Anthracenediol, 9,10-bis(4_bromophenyl)-9,10-dihydro-, cis-

400 470 400 490 600 510 620 530 540 650 600 670 580 590 000

460 470 480 490 600 510 620 530 540 550 500 570 580 590 600



520 EPA/NIH MASS SPECTRAL DATA BASE 6253

520 C27H4s04Si3 74298-85-4
Estra-l,3,5(10)-trien-ll-ol, 3,6,17-tris[(trimethylsilyl)oxy]-,

(6a,110,170)-

Me
I

OS I Me

100

80

00

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0
400 470 480 490 500 510 520 530 540 560 560 570 580 590 600

1 ll

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

1 .
II

160 170 180 190 20C 210 220 230 240 250 260 270 280 290 300

k L,i n ,
•

.

i,-
.

-ll-
,

L l.

310 320 330 340 35C 360 370 380 390 400 410 420 430 440 450

,—-> H

520 C28H5203Si3 69705-66-4
Silane, [[(16a,170)-androste-3,5-diene-3,16,17-triyl]tris(oxy)]~

tris[trimethyl-

lUi
,
111,, Lift** A.

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

100

80

60

40

20

0
460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

520 C 29H44O8 60354-46—3
Pregnane-20-carboxylic acid, 3,7,12-tris(acetyloxy)-, methyl ester,

(3a,5/3,7a, 12a,20S)-

Me

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

JlL jJil. .1 Ll.. Jj.. .L i 1 [ . 1 .

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

:
1 1,, I

310 320 330 34W 350 360 370 380 390 400
• 1 1 V V

410 420 430 440 450

480 470 480 490 500 510 520 530 540 550 560 570 580 590 600

520 C30H40N4O4 69721-88-6
4ff-l,16-Etheno-5,15-(propaniminoethano)furo[3,4-/] [1,5,10] =

triazacyclohexadecine-4,21-dione, 3,3a,6,7,8,9, 10, 11,12, 13,14,=
15-dodecahydro-3-(4-hydroxyphenyl)-10,14-dimethyl-

110 IK 110 M ISO MO 170 no DO m 410 (» *J0 «o *so



6254 EPA/NIH MASS SPECTRAL DATA BASE 520

100

30

30

40

20

0
430 470 430 490 600 610 620 630 640 550 530 570 630 690 300

520 C30H48O7 69779-06-2
Cholan-24-oic acid, 7,12-bis(acetyloxy)-3-methoxy-, methyl ester,

(3a,50)-

Mfl

520 C36H36O4 67437-09-6
Benzene, l,l'-[[2,2-bis(3-methoxyphenyl)-3,3-dimethylcyclo=

propyl]ethenylidene]bis[3-methoxy-

520 CseHseS 69841-47-0
Cholest-2-ene, 4,4-dimethyl-3-[(phenylmethyl)thio]-, (5a)-

Me

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

522 Ci9H3iBrN408 60004-38-8
Propanedioic acid, (bromomethyl)methyl-, bis[5,6-bis(hydroxy=

imino)heptyl] ester

480 470 430 490 500 510 620 530 640 550 530 670 580 590 300

Me
I

H0N = CC(CH 2 )4 0C(0)

NOH

CHjBr Me
I I

CC(0)0(CH 2 )4 CC= NOH

Me NOH



524 EPA/NIH MASS SPECTRAL DATA BASE 6255

100

80

60

40

20

0
480 470 480 490 500 510 520 530 540 550 580 570 580 590 800

100 -

80 -

80

40 -

20*

0-

480 470 480 490 500 510 520 530 540 550 580 570 580 590 600

522 C3oH2oN6Ni 72101-34-9
Nickel, [5,6,17,18-tetrahydrotetrabenzo[6,/j,n][l,5,9,13]tetraa-

zacyclohexadecine-6,18-dicarbonitrilato(2-)-iV5^Vi 1^V17^V23]-,

(SP-4-1)-

100

80

80

40

20

0

100

80

80

40

20

0

100

80

80

40

20

0

1- l l.ll Ljhi
10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

-M- 1 r—

^

, , , , , . r* , , ,*t I
-•***

» » I
-

I 1 i i t ‘—r--
r 1 i

310 320 330 340 350 380 370 380 390 400 410 420 430 440 450

522 C32H28O 3P2 57356-83-9
Phosphonic acid, [l-(triphenylphosphoranylidene)ethyl]-, diphenyl

ester

OPh

Me

- . -1 1 Li JllL 1

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

-L- . 1 L .. 1 L t
180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

310 320 330 340 350 380 370 380 390 400 410 420 430 440 450

522 CssHsoOsSi 74793-60-5
Silane, (2-methoxyphenyl)bis[[5-methyl-2-(l-methylethyl) :=

cyclohexyl] oxy]phenyl-, [la(li?*,2i?*,5/f*),2/3,5a]-

100

80

80

40

20

0

100

80

80

40

20

0

100

80

80

40

20

0

100

80

80

40

20

0 r * 1 -r 1 i
""

1 1
1

1 1 1
1

1 ~~r t—
480 470 480 490 500 610 520 530 540 550 580 570 580 590 800

524 C12F20 36481-20-6
Tricyclo[3.3.1.1 3 -7]decane, l^^.S^^.e.e.S.S^^.lO.lO-tetradeca^

fluoro-5,7-bis(trifluoromethyl)-

CFs



6256 EPA/NIH MASS SPECTRAL DATA BASE 524

524 CwHioFsGe 10380-43-5
5if-Dibenzogermole, l,2,3,4,6,7,8,9-octafluoro-5,5-diphenyl-

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0
460 470 480 490 500 510 520 530 540 550 560 570 560 590 600

524 CaoHsoChOSi 69688-11-5
Silane, (dichloromethyl)dimethyl[[(3j8,6E)-9,10-secocholesta-5~

(10) ,6,8(14)-trien-3-yl]oxy]-

525 C28H44CINO6 69121-74-0
4-Tetradecenamide, iV-[3-[4-(acetyloxy)-3-methyl-2-oxo-7-

oxabicyclo[4.1.0]hept-l-yl]-2-chloro-2-propenyl]-7-meth~
oxy-N-methyl-

CH = CCH 2 NCOCH2 CH2 CH = CHCH2 CH ( CH 2 ) e Me
,0

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

310 320 330 340 350 380 370 380 390 400 410 420 430 440 450

480 470 480 490 500 510 520 530 540 550 580 570 580 590 600

526 C25H29F7O4 18072-27-0
Androsta-3,5-diene-3,17a-diol, 17-acetate heptafluorobutyrate

Me

1 . ,ll ill l J h 1.I 1L 1U1 IL hi iL
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



526 EPA/NIH MASS SPECTRAL DATA BASE 6257

526 C25H29F7O4 49768-58-3
Androeta-3,5-diene-3,17-diol, 3-acetate 17-(heptafluorobutanoate),

(17/3)-

F

526 C26H4208Si2 74299-12-0
Trichothec-9-ene-4,8-diol, 12,13-epoxy-3, 15-bis [ (trimethyl

=

silyl)oxy]-, diacetate, (3a,4/3,8a)-

iL_ lu 1 1 ll<
i r 1 1 i 1 1 1 i f

—r ‘i‘ 'i 1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

111 11 iill 11 hi I/Lllll lull ilLi li 1 III in Hill .lilU.
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

:

li L J 1 llli 1 il L 1 u

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

526 C26H26M0N2O 2P 75520-16-0
Molybdenum, carbonyl(7/6-2,4-cyclopentadien-l-yl)[P,P-di=
phenyl-lV-(l-phenylethyl)phosphinous amide-P]nitrosyl-,
stereoisomer



6258 EPA/NIH MASS SPECTRAL DATA BASE 526

100

80

80

40

20

0

526 C28H35F502Si 57691-91-5
Androst-4-en-3-one, 17—

[
[dimethyl(pentafiuorophenyl)silyl] -

oxy]-17-methyl-, (17/3)-

460 470 480 490 600 510 520 530 540 550 560 570 580 580 600

528 Ci2H2oBr2Rh2 12307-73-2
Rhodium, di-M-bromotetrakis(7/3-2-propenyl)di-

527 C 25H3iC12N05S 66087-85-2
1-Piperidinecarboxylic acid, 4-[3,3-dichloro-2-[ [(4-methyl

=

phenyl)sulfonyl]oxy]propyl]-3-ethyl-, phenylmethyl ester,

[3a,4a(S*)]-(±)-

PhCH 2 0C(0)
ir

ch 2 choso2

460 470 480 490 500 510 520 530 540 550 550 570 580 590 600

528 Ci8H44N 204S2Si4 69688-44-4
L-Cystine, A^^V'-bis(trimethylsilyl)-, bis(trimethylsilyl) ester

MeSi NH
I I

Me Me

Me
I

NHSI Me

Me S I OC( 0) CHCH 2 SSCH 2 CHC( 0) OS i Me

Me Me

L iL —L L _iL
90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



528 EPA/NIH MASS SPECTRAL DATA BASE 6259

528 CisHsdW^Sis 67277-83-2
1,3,2,4-Diazadiphosphetidme, 4-[bis(trimethylsilyl)amino]-2,2,=

4,4-tetrahydro-2,2,2-trimethyl-l,3-bis(trimethylsilyl)-4-

[
(trimethylsilyl)imino]-

TMS
I

TMS NTMS
N- pl
| | NTMS

Me-P-N

M« tlte
TMS

528 C24H36N2O9S 2520-21-0
D-eryf/iro-a-D-ga/ac£o-Octopyranoside, 2-[(2-hydroxybenzo=

yl)oxy] ethyl 6,8-dideoxy-7-0-methyl-6-[[(l-methyl-2-
pyrrolidinyl)carbonyl]amLno]-l-thio-, (S)-

528 C29H24N2O8 39713-27-4
1,2,3,4-Phenanthridinetetracarboxylic acid, 6-cyano-5,6-di=
hydro-5-(phenylmethyl)-, tetramethyl ester

M® 0C
(
01

C( 0) OMe

,C( 0) OMe

100

so

so

40

10 20 30 40 50 SO 70 80 SO 100 110 120 130 140 150

20



6260 EPA/NIH MASS SPECTRAL DATA BASE 528

528 C33H30CI2O2 67437-04-1
Benzene, 1,1 '-[5,5-bis(4-chlorophenyl)-3,3-dimethyl-1,4-pen

=

tadienylidene] bis[4-methoxy-

528 C34H56O4 43206-35-5
29,30-Dinorgammacerane-3,22-diol, 21,21-dimethyl-, diacetate,

(3/8,8a,9/3,13a, 14/3,17a, 18/8,22a)-

160 170 180 180 200 210 220 230 240 260 260 270 260 290 300

460 470 480 490 500 610 520 630 540 560 660 570 680 690 600

530 CnH32FeOnP2 74792-82-8
Iron, carbonyl[(2,3,4,5-7j)-diethyl 2,4-hexadienedioate]bis(trimethyl

phosphite-P)-

HC CH

//W\
EtOC(O) -CH-Fe—CH— C(0)0Et

(MoO)3P
/ INP ( OMe )

3

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

480 470 480 490 600 610 520 530 540 650 560 670 580 690 600

530 C26H34N404Zn 69782-63-4
Zinc, bis[[5,5'-methylenebis[3,4-dihydro-4,4-dimethyl-2ff-

pyrrol-2-onato] ]
(l-)-iV1JV1 ']-, (T-4)-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



532 EPA/NIH MASS SPECTRAL DATA BASE 6261

460 470 460 490 500 510 520 530 S40 S6C 560 570 560 590 600

530 C28H34O10 75379—00—9
9(Lff)-Phenanthrenone, 5,6,8-tris(acetyloxy)-7-[2-(acetyloxy)-

l-methylethyl]-2,3,4,4a-tetrahydro-10-hydroxy-l,l,4a-tri~
methyl-, [R-(R*Ji*)]-

460 470 460 490 500 510 520 530 540 550 560 570 560 590 600

53 1 CnHiaAsNaOsW 32697-31-7
Tungsten, pentacarbonyl[tris(dimethylamino)arsine]-

I

NMe

CEO
|

Me

As NMe
I

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

532 C28H36O 10 66584-89-2
Spiro [cyclopropane-1,

2

, (l'/f)-phenanthrene]-l',4' (3'if)-dione,
3',7 , ,9',10 ,-tetrakis(acetyloxy)-4'b,5',6',7

,

,8
,

,8
,

a,9
,

,10'-octa ::::

hydro-2,4'b, 8’,8-tetramethyl-, [2
,S-[2'a(R*),3 ,a,4 ,

b/3,7'a,8
, =:

aa,9'/3,10'a]]-

100

80

60

40

20

0

100

00

60

40

20

0

100

00

60

40

20

0

100

00

60

40

20

0
460 470 460 490 500 510 520 530 540 550 560 570 560 590 600

20



6262 EPA/NIH MASS SPECTRAL DATA BASE 532

532 CsaH^OsSi 74298-99-0
Pregn-4-ene-3,20-dione, 17-(acetyloxy)-6-methyl-21-[(tri=

methylsilyl)oxy]-, 3,20-bis(O-methyloxime), (6a)-

Me Me ON
I II

MeSI OCH 2 C

310 320 330 340 350 3«0 370 380 380 400 410 420 430 440 460

480 470 480 490 500 510 620 530 640 550 580 670 680 680 800

532 C29H48N206Si 74299-02-8
Pregn-4-ene-3,20-dione, 21-(acetyloxy)-6-methyl-17-[(tri=

methylsilyl)oxy]-, 3,20-bis(0-methyloxime), (6a)-

480 470 480 490 500 610 520 530 540 550 580 570 580 590 800

532
Cochlioquinone A

C30H44O8 32450-25-2

310 320 330 340 360 380 370 380 390 400 410 420 430 440 450

480 470 480 490 500 510 520 530 540 560 580 570 580 590 800

532 C32H62O6 60354-52-1
Cholestan-26-oic acid, 3,7-bis(acetyloxy)-, methyl ester, (3a,5/8,7a)-

310 320 330 340 360 360 370 360 390 400 410 420 430 440 460



534 EPA/NIH MASS SPECTRAL DATA BASE 6263

100

80 -

80-

40 *

20 -

o r—

r

i i r—

r

t i i rr—i
—

i 1 »

400 470 460 490 500 510 520 530 540 660 500 670 680 590 600

532 C33H28N2O3S 67845-16-3
Benzeneacetic acid, a-phenyl-, l-(3-acetyl-2-thioxo-l-imida~

zoiidinyl)-2,2-diphenylethenyl ester

o
Ph
I

CPh Ph
II I

N
-C0C(0)CHPh

—1—1
1

M
i

1

1 1 1
1 1 1 1 1 1

1 1

1 1

310 320 330 340 350 3«0 370 380 380 400 410 420 430 440 450

533 C31H35NO7 64018-66-2
0-Alanine, Ar-hydroxy-Ar-[2,3-0-(l-methylethylidene)-5-0-

(triphenylmethyl)-0-D-ribofuranosyl]-, methyl ester

PI^COCH,
CH 2 CHj C( 0) OMe

NOH

534 CmHisF6OSn 22529-95-9
Stannane, (pentafluorophenoxy)triphenyl-

F Ph

F

480 470 480 400 500 610 620 530 640 550 580 570 580 500 800

534 C28H5o04Si3 51497-48-4
Silane, [[(16a,170)-2-methoxyestra-l,3,5(lO)-triene-3,16,17-

triyl]tris(oxy) ] tris[trimethyl-

Me
i

OS I Mo



6264 EPA/NIH MASS SPECTRAL DATA BASE 534

534 C29H26O10 35082-49-6
Perylo[1,12-def]-1,3-dioxepin-5,1 1-dione, 6 ,12-dihydroxy-8,9-

bis(2-hydroxypropyl)-7,10-dimethoxy-, stereoisomer

534 C31H50O7 69779-07-3
Cholan-24-oic acid, 7,12-bis(acetyloxy)-3-ethoxy-, methyl ester,

(3a,50)-

HO

534 C31H42N4O4 69721-61-5
4if-l,16-Etheno-5,15-(propaniminoethano)furo[3,4-Z] [1,5,10]-

triazacyclohexadecine-4,21-dione, 3,3a,6,7,8,9,10,11,12,13,14,-
15-dodecahydro-3-(4-methoxyphenyl)-10,14-dimethyl-

Me^

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0
460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

j U ll
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

ll
,

1 1 I Ju_Jil II

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

: 1

310 320 330 340 350 360 370 380 390 *00 410 420 430 440 450

1 1

Me

100-

80-

80-

40-

20*

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

80

80*

40-

20-

iilili. . ... Iilii. ... ..lii.. . . j 1 L 1 1 li 1 1 .. i L
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

80-

80-

40-

20-

,
- L .... Jj L _l 1

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

534 C34H33P3 23582-02-7
Phosphine, bis[2-(diphenylphosphino)ethyl]phenyl-

Ph Ph Ph
I I I

PhPCH 2 CH 2 PCH 2 CH 2 PPh

100

80

80

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0
460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

: ii i Ji
10 2 30 40 50 60 70 80 90 100 110 120 130 140 150

J .Ll . 111

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

310 320 330 340 350 380 370 380 390 400 410 420 430 440 450

1
1 1 1 r—

1

1 1 1
1

1 1 1 1 1 1 1



535 EPA/NIH MASS SPECTRAL DATA BASE 6265

534 C42H30 4997-62-0
Benzene, l,l',l",l'",l"",l'""-[bi-2-cyclopropen-l-yl]-l,l',2,2',=

3,3'-hexaylhexakis-

535 CasHssNOsSis 69833-81-4
Androst-5-en-17-one, 3,16-bis[(trimethylsilyl)oxy]-, 0-(tri=

methylsilyl)oxime, (3/3,16/3)-

Ph

"7*
Ph

100

60

60

40

20

0

100

80

60

40

20

0

100

60

60

40

20

0

100

80

60

40

20

0
460 470 480 490 500 610 520 530 540 550 560 570 580 590 600

535 CmHmNOsSu 72021-24-0
Piperidine, l-[2,3,4,6-tetrakis-0-(trimethylsilyl)-i3-D-gluco-

pyranosyl]-

100

60

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

60

60

40

20

0 I 1 T -' !» 1

»
1

| f I |

460 470 480 490 500 510 520 530 540 550 560 570 560 590 600

o
TMS0CH2

OTMS

460 470 460 490 500 510 520 530 540 550 560 670 560 590 600

535 C37H29NO3 74764-45-7
2-Azetidinone, l-(l,3-dioxo-2,2-diphenylbutyl)-3,3,4-triphenyl-

Ph

Ph

100

60

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

60

60

40

20

0
460 470 460 490 500 510 520 530 540 550 560 670 560 590 600



6266 EPA/NIH MASS SPECTRAL DATA BASE 536

536 CioHioFsL 74779-66-1
1-Decene, 7,7,8,8,9,9,10,10-octafluoro-5,10-diiodo-

-

i hi;
h 2 c : chch 2 ch 2 chch 2 ccccf

I'l'
F F

dL L ll . -1,1.1, .1 .1 .I--.-

80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

480 470 480 490 500 510 520 530 540 550 560 570 580 590 600

536 C27H20O12 27267-69-2
l//-2-Benzopyran-3-carboxylic acid, 6-[2-(4,9-dihydro-8-
hydroxy-5,7-dimethoxy-4,9-dioxonaphtho[2,3-b]furan-2-yl)~
ethyl]-7,8-dihydroxy-l-oxo-, methyl ester

ho 0

MeO 0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

80

40

20

0

480 470 480 490 500 510 520 530 540 550 580 570 580 590 600

Mill iiLii
1 1 1 1 1 • I 9

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

» 1 » » i IT'I 1 1 " 1 1 1 1 1

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

L

536 C30H40N4O5 64408-10-2
Butanamide, 2-(dimethylamino)-iV-[7-[(4-hydroxyphenyl)=

methyl]-3-(l-methylethyl)-5,8-dioxo-2-oxa-6,9-diazabicy=
clo[10.2.2]hexadeca-10,12,14,15-tetraen-4-yl]-3-methyl-

Me

537 CsaHsiNOsSh 72088-35-8
Pregnane-11,20-dione, 3,17,21-trihydroxy-, mono(O-methyloxime),

bis(trimethylsilyl) ether, (3a,5/3)-

+H 2 NOMe

+2HOTMS

-3Hj 0



538 EPA/NIH MASS SPECTRAL DATA BASE 6267

; 80-

80-
‘

40-

l 20-

Ii
,

_
*

460 470 480 490 500 510 520 530 540 550 560 570 560 590 600 310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

537 CasHsiNOsSb 75113-26-7

Pregnane-1 1,20-dione, 17-hydroxy-3,21-bis[(trimethylsilyl)oxy]-,

20-(O-methyloxime), (3a,5/3)—

480 470 480 490 500 510 520 530 540 550 580 570 580 690 800

480 470 480 490 500 510 520 530 540 550 580 570 580 590 800

538 CsoHisOio 568-42-3
[l,r-Bianthracene]-9,9',10,10'-tetrone, 4,4',5,5',8,8'-hexa=

hydroxy-7 ,7'-dimethyl-

i-pJt-t-i 11,1 u u 1,1 1 n i,mi u 141 u ii .iniiiumuuumii 11
1 q

10 20 30 40 SO 80 70 80 90 100 110 120 130 140 150

o Hi i u ,ui ubH—pi i i|ui i 11,1 I I ii,ill iU)inmui,U » |i dM ‘ 1|
mu y mp

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

538 CaoHisOio 602-06-2
[l,l'-Bianthracene]-9,9',10,10'-tetrone, 2,2',4,4',5,5'-hexa=

hydroxy-7 ,7'-dimethyl-

480 470 480 490 600 610 520 630 640 650 580 570 580 590 800

538 CmHisOio
3,3"-Biflavone, 4' ,4'

" ,5,5",7,7"-hexahydroxy-

27090-20-6

10 20 30 40 50 SO 70 80 90 100 110 120 130 140 150



6268 EPA/NIH MASS SPECTRAL DATA BASE 538

538 CsoHsslNfcSu 21116-67-6
Cyclodisilazane, 2,2,4,4-tetramethyl-l,3-bis(methyldiphenylsilyl)-

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0 —r—T T - "
I » t I""' I I I

1

I I I
" TP 1

460 470 480 490 600 610 620 630 640 560 660 570 580 590 600

538 C3iH62Cl2OSi 69688-09-1
Silane, (dichloromethyl)dimethyl[[(3/3,5Z,7E,22E)-9,10-seco=

ergosta-5,7,22-trien-3-yl]oxy]-

u 1j.1 i,L,

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

310 320 330 340 360 360 370 380 390 400 410 420 430 440 460

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

538 C 36H2703P
[l,r-Biphenyl]-2-ol, phosphite (3:1)

2752-19-4



540 EPA/NIH MASS SPECTRAL DATA BASE 6269

100

80

60

40

20

0

538 C40H30N2 74810-58-5
Pyridazine, l,2-dihydro-l,2,3,4,5,6-hexaphenyl-

Ph

Ph

i
T ‘ i

1

i
‘ i-

---v — | i i r- 1 1 1 »

460 470 480 490 600 510 520 530 540 550 580 570 580 690 800

‘ M,
l 1

,
—V 1

|
| f T » »

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

540 C2iH520eSi5 6736-97-6
D-Glucose, 2,3,4,5,6-pentakis-0-(trimethylsilyl)-

TMSO OTMS
I I

TMSOCH2 CHCHCHCHCHO
I I

OTMS
|

OTMS

540 C2iH520eSi5 6736-99-8
Mannose, 2,3,4,5,6-pentakis-0-(trimethylsilyl)-, D-

TMSO OTMS
I I

TMSOCH2 CHCHCHCHCHO

540 C2iH5206Si5 6736-94-3
D-Galactose, 2,3,4,5,6-pentakis-0-(trimethylsilyl)-

OTMS
TMSO OTMS I

I I I

TMSOCH2 CHCHCHCHCHO
I

OTMS



6270 EPA/NIH MASS SPECTRAL DATA BASE 540

540 C2iH520eSi6 19126-98-8
D-Fructose, l,3,4,5,6-pentakis-0-(trimethylsilyl)-

541 C34H39NO5 64018-63-9
1,2-Benzisoxazole, octahydro-2-[2,3-0-(l-methylethylidene)-

5-0-(triphenylmethyl)-/3-D-ribofuranosyl]-, (3aR-cis)-

TMSO
I

TMSOCH2 COCHCHCHCH2 OTMS
I I

TMSO OTMS

540 C27H27M0N2O2P 59657-12-4
Molybdenum, carbonyl(7j&-2,4-cyclopentadien-l-yl) [AT-methyl-
P/’-diphenyl-AM1-phenylethyl)phosphinous amide-P]nitrosyl-,

stereoisomer

Cc
Ph 3 COCH2

Me Me

100

60

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0 i - 1 1 r—r——r-

—

t" 1 1 1 1 »

460 470 480 400 500 510 520 530 540 550 560 570 580 590 600

542 C12H18CI4S112 15725-05-0
Stannane, (3,4,5,6-tetrachloro-o-phenylene)bis[trimethyl-

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

:|i JjJ .1.1, 1.1 .1 . .1 .......

160 170 180
ilIVliiii

190 200 210 220 230 240 250 260 270 280 290 300

jlLLl»



542 EPA/NIH MASS SPECTRAL DATA BASE 6271

i
—-—

I I
-r 1 i 1 i 1 I I r—

460 470 460 490 500 510 620 530 540 550 560 570 580 590 600

542 C 12H18CI4S112 18689—05—9
Stannane, (2,3,5,6-tetrachloro-p-phenylene)bi9[trimethyl-

Cl Me

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0 - r * 1 -i 1 t— i —

r

1 1 » 11
460 470 480 490 500 510 520 530 540 550 580 670 580 590 600

542 C28H2oNiS4 28984-20-5
Nickel, bisIl^-diphenyl-l^^thenecbthiolato^-J-SjS']-, (SP-4-1)-

542 C30H22O10 23537-16-8
Rugulosin

Benzene, l,l’,l",l
,n-(l,4-dimethoxy-l,2,3,4-butanetetrayl)te-

trakis[methoxy-

MeO

OMe

OMe



6272 EPA/NIH MASS SPECTRAL DATA BASE 542

100

80

60

40

20

0
460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

100

80

60

40

20

0
460 470 480 490 500 510 520 530 540 550 580 570 580 590 600

542 C40H62 540-05-6
^-Carotene, 7,7’,8,8

,,ll,12-hexahydro-

Me Me Me
I I I

Me 2 C = CHCH 2 CH 2 C = CHCH 2 CH 2 C= CHCH =CHC= CHCH = CH

Me 2 C = CHCH 2 CH 2 C= CHCH 2 CH 2 C= CHCH 2 CH 2 C= CH
I I I

Me Me Me

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

20

0 “‘I —
1
—

i
" 1

r r t i—" 1 t —r-
1 1 r-

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

543 C26H26NO12 37914-07-1
2iJ-Carbazole-l,2,3,4-tetracarboxylic acid, 3,9-dihydro-3-[3-

methoxy-l-(methoxycarbonyl)-3-oxo-l-propenyl]-, tetramethyl

ester, cis-

Me

C( 0) OMe

C(0)0Me
C : CHC( 0) OMe

C( 0) OMe

C( 0) OMe

543 C26H26NO12 37914-18-4
LH-Carbazole-l,2,3,4-tetracarboxylic acid, 4,9-dihydro-l-[3-
methoxy-l-(methoxycarbonyl)-3-oxo-l-propenyl]-, tetramethyl
ester

543 C26H25NO 12 38420-55-2
lH-Carbazole-l^.S^-tetracarboxylic acid, 2,9-dihydro-l-[3-
methoxy-l-(methoxycarbonyl)-3-oxo-l-propenyl]-, tetramethyl
ester

Me OC(O)

Me0C(0)CH=C

OMe

C( 0) OMe

C( 0) OMe

C( 0) OMe

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



544 EPA/NIH MASS SPECTRAL DATA BASE 6273

l 1

100*

80*

60*

40*

20*

V i- v l,
460 470 460 490 500 610 520 530 540 550 560 670 560 590 600 460 470 460 490 500 610 520 530 540 550 560 570 560 590 600

543 C26H25NO12 38420—56—3
2-Butenedioic acid, 2-[3,9-dihydro-l,2,3,4-tetrakis(methoxy=

carbonyl)-2i/-carbazol-3-yl]-, dimethyl ester, trans-

mit C27H28O8S 2 75332-40-0
l,3-Dioxolane-4,5-dimethanol, 2-(2-phenylethenyl)-, bis(4-
methylbenzenesulfonate)

C( 0) OMe

„C( 0) OMe

160 170 ISO 190 200 210 220 230 240 250 260 270 260 290 300

310 320 330 340 350 360 370 360 390 400 410 420 430 440 450

460 470 460 490 500 510 520 530 540 650 560 570 560 590 600

544 C19H3Fi6Si 18920-98-4
Silane, methyltris(pentafluorophenyl)-

F

100

60

60

40

20

0

100

SO

60

40

20

0

100

60

60

40

20

0

544 C27H54Fe03P2 49655-14-3
Iron, tricarbonylbis(tributylphosphine)-, (TB-5-11)-

Me ( CH2 ) 3
< CH2 )aMe

CEO
Me ( CH2 ) 3 \o/

OEC CEO

( CH 2 ) 3 Me

P-(CH 2 ) 3 Me

(CH 2 ) 3 Me



6274 EPA/NIH MASS SPECTRAL DATA BASE 544

544 C33H52O6 69140—10—9
Cholest-8(14)-ene-3,7,15-triol, triacetate, (3/3,5a,7a,15a)-

Me

544 C40H64 540-04-5
^-Carotene, 7,7',8,8',ll,ll',12,12'-octahydro-

Me Me Me
I I I

Me 2 C = CHCH2 CH 2 C = CHCH2 CH2 C = CHCH2 CH 2 C = CHCH = CH
I

Me 2 C = CHCH2CH2C = CHCH 2 CH2 C= CHCH 2 CH 2 C = CH
I I I

Me Me Me

545 C28H20CI2C 11N4 69815-52-7
Copper, [6,18-dichloro-5,6,17,18-tetrahydrotetrabenzo[6,/J,re] =

[l,5,9,13]tetraazacyclohexadecinato(2-)-N5 ,iV1 i
)
iVi7

)
JV23]-

)

(SP-4-1)-

545 C32H35NO7 64018-64-0
5-Isoxazolidinecarboxylic acid, 2-[2,3-0-(l-methylethylidene)-

5-0-(triphenylmethyl)-/3-D-ribofuranosyl]-, methyl ester, {S)~

400 470 460 490 600 610 620 630 640 560 660 670 660 690 600

Me Me



546 EPA/NIH MASS SPECTRAL DATA BASE 6275

100

80

80

40

20

0
480 470 480 490 500 510 520 530 540 550 580 570 580 590 800

546 CaoHsoOsSh 69833-57-4
Pregna-2,4-dien-20-one, 17-(acetyloxy)-6-methyl-3,6-bis-

[(trimethylsilyl)oxy]-, (6/3)-

Me Ac 0 Ac

Me

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

il lllll,

180 170 180 190 200 210 220 230 240 250 260 270 280 290 300

310 320 330 340 350 380 370 380 390 400 410 420 430 440 450

480 470 480 490 500 510 520 530 540 550 580 570 580 590 800

546 CaoHsoOsSh 74298-95-6
Pregna-3,5-dien-20-one, 17-(acetyloxy)-6-methyl-3,21-bis~

[(trimethylsilyl)oxy]-

.1 . ,1, J l.l
310 320 330 340 350 380 370 380 390 400 410 420 430 440 450

480 470 480 490 500 510 520 530 540 550 580 570 580 590 600

546 CjjoHsoOsSh 74299-09-5
Pregna-3,5-dien-20-one, 21-(acetyloxy)-6-methyl-3,17-bis=:::

[(trimethylsilyl)oxyj-

COCH 2 OAc

546 C33H3402Si3 3390-61-2
Trisiloxane, l,3,5-trimethyl-l,l,3,5,5-pentaphenyl-

Ph Me P

h

I I I

MeSi OSi OS l Me
I I I

Ph Ph Ph

100

80

60

40

20

0

100

80

80

40

20

0

160 170 160 100 200 210 220 230 2*0 2SO 260 270 280 200 300

.. L . l, „
L A-v-LJ

10 20 30 40 50 80 ro 80 9< 100 110 120 130 140 50

... L. .u L—v-J T A k—1 7 r—j



6276 EPA/NIH MASS SPECTRAL DATA BASE 546

547 C27H25N6O8 75314-21-5
Benzamide, JV-[6-[2-0-acetyl-5-0-benzoyl-3-C-(hydroxy=

methyl)-|8-i>-xylofuranosyl]-9H-purin-9-yl]-

NHCOPh
548 C2oH32Cl2Rh2 74811- 1-1

Rhodium, di-^-chlorobisCjj^-l^-diethenylcyclohexaneJdi-, ster=
eoisomer

310 320 330 340 350 300 370 300 300 400 410 420 430 440 450

547 C28H49N04Si3 69855-54-5
Estra-l,3,5(10)-trien-6-one, 3,16,17-tris[(trimethylsilyl)oxy]-,

O-methyloxime, (16a,17/3)-

Me
I

OS I Me

480 470 480 490 500 510 520 530 540 550 560 570 580 590 600

10 20 30 40 50 80 70 80 100 110 120 130 140 150



548 EPA/NIH MASS SPECTRAL DATA BASE 6277

548 C2oH32Cl2Rh2 74842-27-6
Rhodium, bis [ 1 ,2-bis(7;2-ethenyl)cyclohexane] di-M-chlorodi-,

stereoisomer

HjC

548 CaiH^Og 2616-70-8
Cholan-24-oic acid, 3,6,7-tris(acetyloxy)-, methyl ester, (3a,

=

5/8,6a,7a)-

Me

1 il

r
. I.i l|Li.. ,i|iL 1 1 i.lillLi,

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

60-

60-

40

“La. L li i

310 320 MO 340 350 3M 370 380 390 400 410 420 430 440 480

100

80 -

BO-

40-

20-

0 I
i 1 i 7—— i

—
i 1 1 1 1 1 1 1 1 r—

480 470 480 490 800 610 820 830 840 880 580 870 580 500 800

548 C30H28O10 74793-67-2
DL-Xylitol, 2,3-diacetate 1,4,5-tribenzoate

OAc

AcO
|

OC( 0) Ph

PhC( 0) OCHj CHCHCHCH 2 OC( 0) Ph

548 C3iH«08 6818-44—6
Cholan-24-oic acid, 3,7,12-tris(acetyloxy)-, methyl ester, (3a,=

5/3,7a,12a)-

Me

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

L

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

Jl i t

310 320 330 340 380 380 370 380 380 400 410 420 430 440 480



6278 EPA/NIH MASS SPECTRAL DATA BASE 548

548 C31H48O8 60354-37-2
Cholan-24-oic acid, 3,6,7-tris(acetyloxy)-, methyl ester, (3a,

=

50,60,7«)-

548 C31H48O8 60384-31-8
Cholan-24-oic acid, 3,7,12-tris(acetyloxy)-, methyl ester, (30,=

50,7a,12a)-

310 320 330 340 360 360 370 380 390 400 410 420 430 440 480

548 C31H48O8 60354-38-3
Cholan-24-oic acid, 3,6,7-tris(acetyloxy)-, methyl ester, (3a,

=

50,60,70)-

310 320 330 340 360 360 370 380 390 400 410 420 430 440 450
f

548 C31H48O8 60384-32-9
Cholan-24-oic acid, 3,7,12-tris(acetyloxy)-, methyl ester, (3a,

=

50,70,12a)-

310 320 330 340 360 380 370 380 390 400 410 420 430 440 450

310 320 330 340 360 380 370 380 390 400 410 420 430 440 460



550 EPA/NIH MASS SPECTRAL DATA BASE 6279

548 C31H4808 60384-35-2
Cholan-24-oic acid, 3,7,12-tris(acetyloxy)-, methyl ester, (3a,=

5a,7a, 12a)-

Me

4«0 470 400 490 $00 $10 $20 $30 $40 SSO $60 $70 $00 $90 600

548 C35H20N2O5 75083-42-0
Benzamide, N-[4-[(9,10-dihydro-9,10-dioxo-l-anthracenyl) =
amino]-9,10-dihydro-9,10-dioxo-l-anthracenyl]-

100

60

60

40

20

0

550 C22H39B6O12 64780-49-0
d-D-Fructopyranose, l,l'-(ethylboronate) cyclic 2,3:2',3':4,5:4',=

5'-tetrakis(ethylboronate)

' ' » » » > T " "
I I

- 1

l l i

460 470 460 400 600 610 620 630 640 550 660 570 560 590 600

460 470 460 490 600 510 620 530 640 650 660 570 660 590 600

550 C24H15F5SS11
Stannane, [(pentafluorophenyl)thio] triphenyl-

17314-31-7

. J ... 4 „
10 20 30 40 60 60 70 60 90 100 110 120 130 140 160

:1 J l - » , ^1
I

m
1

? 1

I '"T T > r 1—
1
—"

I r— I » r

160 170 160 190 200 210 220 230 240 250 260 270 260 290 300



6280 EPA/NIH MASS SPECTRAL DATA BASE 550

550 C27H460eSi3 72060-12-9
ljFf-2-Benzoxacyclotetradecin-l,7(8if)-dione, 3,4,5,6,9,10-

hexahydro-3-methyl-5,14,16-tris[(trimethyl8ilyl)oxy]-, [3S-
(3i?*,5i?*,llE)]-

550 C41H30N2 71704-80-8
Benzenamine, AT-(1,3,4,5,6-pentaphenyl-2(lH)-pyridinylidene)-

160 170 180 100 200 210 220 230 240 260 260 270 280 200 300

310 320 330 340 350 360 370 380 300 400 410 420 430 440 460

460 470 460 480 600 510 620 530 640 660 660 670 680 680 600

550 C29H42O10 72173-04-7
Pregn-5-ene-3,8,ll,12,14,20-hexol, 3,11,12,20-tetraacetate,

(3/8,11«, 12/3,14/3)-

a jJi

10 20 30 40 50 do 70 80 90 100 110 120 130 140 150

i
1 *111 " ““—‘I-1

1 1
"|t — | ‘1— l

•
l

Ph
I

N. ^.NPh

; 0

li lill 1. ll

,

|i
1, ,_lt li, , , . L. JUl,

§
§
§

460 470 480 480 500 610 520 530 540 550 560 570 580 580 600

550 C42H30O 74645-97-9
2,4-Cyclohexadien-l-one, 2,3,4,5,6,6-hexaphenyl-

160 170 180 180 200 210 220 230 240 260 260 270 280 280 300



554 EPA/NIH MASS SPECTRAL DATA BASE 6281

100

80

60

40

20

0<

460 470 480 400 500 510 520 530 540 550 560 670 580 590 600

551 C33H29NO7 71646-95-2
D-ery£/iro-Pentose, 2-deoxy-, 0-(phenylmethyl)oxime, 3,4,5-

tribenzoate

0C( 0) Ph

|

0C( 0) Ph

PhCH 2 ON =CHCH 2 CHCHCH 2 0C( 0) Ph

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0
460 470 460 490 500 510 520 530 540 550 560 570 580 590 600

T I I f I » I 1 » I 1T-I 1 I

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

'I I I
' »

"-
1

~ ~ -1
1 I "I I I V- T I

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

552 C40H56O 1923-89-3

/?,/3-Carotene, 5,6-epoxy-5,6-dihydro-

554 C2iH5o07Si5 52783-57-0
D-Glucofuranuronic acid, l,2,3,5-tetrakis-0-(trimethylsilyl)-,

trimethylsilyl ester

C( 0) OTMS

TMSOCH

OTMS

TMS

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

554 C28H29M0N2O2P 75657-54-4
Molybdenum, carbonyl(7?5-2,4-cyclopentadien-l-yl)[iV-ethyl-

P,P-diphenyl-N-(l-phenylethyl)phosphinous amide-P] nitrosyl-,

stereoisomer

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

Ph



6282 EPA/NIH MASS SPECTRAL DATA BASE 554

554 C28H36CI2O7 64185-28-0
Benzoic acid, 3,5-dichloro-2,4-dimethoxy-6-pentyl-, 3-meth=
oxy-4-(methoxycarbonyl)-5-pentylphenyl ester

556 C2oH48N204S2Si4 69688-45-5
Butanoic acid, 4,4'-dithiobis[2-[(trimethylsilyl)amino]-, bis=

(trimethylsilyl) ester, [S-(i?*,R*)]-

Me Me
I 1

MeSINH NMSIMe

Me Me
| |

Me Me

Me Si 0C( 0) CHCH 2 CH 2 SSCH 2 CH 2 CHC( 0) OS I Me

Me Me

100

80

60

40

20

0

556 C26H3eN4O4 .2Cl.H2O 72060-08-3
4,4'-Bipyridinium, l,l'-bis[2-(3,5-dimethyl-4-morpholinyl)-2-

oxoethyl]-, dichloride, dihydrate

"'I
* *

I I T~ l — . . .
1

I I I ' I I
1

I I

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

558 C 2iH4iB30nSi2 72347—76—3
D-Glucose, 6-O-a-D-gakctopyranosyl-, bis-O-(trimethylsilyl) deriv.,

cyclic tris(methylboronate)

ch 2 oh

HO
I

OH
I

och 2 chchchchcho
I I

HO OH

+ 2HOTMS

+ 3HOBOH
I

Me

- 8H 2 0

1.1 . Jill. L.

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

l|.- ]L ill 1 r
—*““1 1—

160 170 160 190 200 210 220 230 240 2S0 260 270 280 290 300



560 EPA/NIH MASS SPECTRAL DATA BASE 6283

100 I
—

so-

60 *

40-

20-

0 ‘ I I
"T , i , , , ,

310 320 330 340 350 360 370 360 390 400 410 420 430 440 450

558 C22H54O8SL 74685-71-5
arafemo-Hexos-2-ulose, 3,4,5,6-tetrakis-0-(trimethylsilyl)-,

bis(dimethyl acetal)

TMSO
TMSO

|
OMe

I I I

TMSOCH 2 CHCHCHC— CHOMe
1

I

1

™S0 MeO ^

u i J 1 i- 1 L
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

, 1 .
.

,

L.
,

,

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

310 320 330 340 350 360 370 360 390 400 410 420 430 440 450

558 C35H6203Si 69774-01-2
29,30-Dinorgammaceran-3-ol, 21,21-dimethyl-22-[(trimethyl :=

silyl)oxy]-, acetate, (3/3,8a,9/3,13a, 14$,17a, 18/3,22a)-

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0
460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

558 C28H30O 12 74741-51-8
Hexitol, 1,3,4,6-tetraacetate 2,5-dibenzoate

AcOCH 2 OAc
1 l

PhC( 0) OCHCHCHCHOC( 0) Ph

OAc CH 2 OAc

560 C25H28CIF7O4 49842-24-2
Androsta-3,5-diene-3,17-diol, 17-(chloroacetate) 3-(hepta~

fluorobutanoate), (17/3)—

Me



6284 EPA/NIH MASS SPECTRAL DATA BASE 560

100-

80*

60*

40*

L
, , ,

20-

0- • i i i
1

i i
. | nilii.. . ... ,

460 470 480 490 500 510 520 530 540 660 560 570 560 590 600 310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

560 C26Hs207Si3 74367-63-8
Cyclopentanebutanoic acid, 2-(7-methoxy-7-oxo-2-heptenyl)-

a,3,5-tris[(trimethylsilyl)oxy]-, [lR-[la(R*),2{3(Z),3P,5fi]]-

Me
I

OS I Me
II CO2H

h
|

mo

CH 2 CH 2 CHOS I Me

Me

MeSI O CH 2 CH = CH( CH 2 ) 3 C( O) OMe

Me

l ill . ... 1.1 illl L
,

L
,

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

i. . . i . .. i .i

160 170 180 190 200 210 220
1 1 1 1 V 9

230 240 250 260 270 280 290 300

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

560 C30H36P2RU 74558-73-9
Ruthenium, (j/5-2,4-cyclopentadien-l-yl)(2-methyl-2-prope=

nyl) (trimethylphosphine)(triphenylphosphine)-

8-

»

—

R
.
u :PhaP"
|
''PMea

-CH 2 CMe
II

ch 2

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

560 C33H20O9 61774-50-3
[l,2 ,

:7
,

,2
,,-Ternaphthalene]-l",4n

,5,5',8,8
,-hexone, r,4,8"-tri~

hydroxy-2,3’,6"-trimethyl-

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 160 190 200 210 220 230 240 250 260 270 280 290 300

310 320 330 340 350 360 370 360 390 400 410 420 430 440 450

480 470 480 490 500 510 520 530 540 550 580 570 580 590 600

562 Ci5Hi2F906Rh 14652-54-1
Rhodium, tris(l,l,l-trifluoro-2,4-pentanedionato-0,0')-

y
y<

-CH F

Hf

^0 F

tRh +3

V
"O F

\Y_A,

CH F

10 20 30 40 50 60 70 60 90 100 110 120 130 140 150

60

40

20



562 EPA/NIH MASS SPECTRAL DATA BASE 6285

562 C29H5oN205Si2 69855-55-6
Pregn-4-en-18-al, 3-(methoxyimino)-20-oxo-ll

)
21-bis[(tri=

methylsilyl)oxy]-, 18-(0-methyloxime), (11/3, 17a)-

100

80

80

40

20

0
10 20 30 40 50 80 70 80 00 100 110 120 130 140 150

100

80

60

40

20

0
160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

; iLnil4>*>itiui|iL»iui^iJuiiJ4*i

100

80

60

40

20

0
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

562 CwHsoNeOs 72088-17-6
L-Alanine, ^-[^-[^-(l-oxodecy^-iV^-pyrimidinyl-L-orni-

thyl]-L-leucyl]-, methyl ester

Me
I

CH 2 CHMe

I

Me ( CH 2 ) e CONH CHCONH CHCONHCHC( O) OMe

(CH 2 ) 3 NH

562 C3oH6oOeSi2 69833-78-9
Pregn-4-ene-3,20-dione, l^MacetyloxyJ-e-methyl-e^l-bis^

[(trimethylsilyl)oxy]-, (6/3)-

Me
I

MeS I OCH 2 CO

Me460 470 480 490 500 510 520 530 540 550 560 570 560 590 6C0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

i . . L

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 200 270 280 290 300

u —
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



6286 EPA/NIH MASS SPECTRAL DATA BASE 562

100

80

80

40

20

0
480 470 480 490 600 510 520 530 540 550 580 570 580 690 800

562 C3oH54N204Si2 74299-03-9
Pregn-4-ene-3,20-dione, 6-methyl-17,21-bis[(trimethylsilyl)oxy]-,

bis(O-methyloxime), (6a)-

Me Me ON Me
I II I

MeSI OCH 2 C OSIMe

565 C25H43N304SSi3 74231-50-8
4-Thia-l-azabicyclo[3.2.0]heptane-2-carboxylic acid, 6-[[[bis=

(trimethylsilyl)amino]phenylacetyl]ammo]-3,3-dimethyl-7-oxo-,
trimethylsilyl ester, [2S-[2a,5a,6/S(S*)]]-

TMS
I

TMSN —CHCONH
I

Ph yt
8

y:
A— N k

0
' N

C( 0) OTMS

565 CsoHsiNOio 39277-41-3
Spiro[2-cyclohexene-l,2'(l'/f)-cyclopenta[de]naphthacene]-9'-
carboxamide, 7',7 , a,8',ll',ll'a,12'-hexahydro-5',6',7'a,10',ll'=::

a, 1 2'-hexahydroxy-3'-methoxy-2,6,6-trimethyl-7
'
,8'-dioxo-,

(2'a,7'ad,n'a/3,12'/3)-(-)-

566 C29H260i2 74978-22-6

5 , 12-Naphthacenedione , 6,8,1 1-tris(acetyloxy)-8-[ (acetyloxy)
-

acetyl]-7,8,9,10-tetrahydro-l-methoxy-, (R)-

AcO 0 OMe



568 EPA/NIH MASS SPECTRAL DATA BASE 6287

566 C32H38O9 69883-99-4
Benzeneacetic acid, 4-(acetyloxy)-, 3-[(acetyloxy)methyl]-

l,la,lb,4,4a,5,7a,7b,8,9-decahydro-4a,7b-dihydroxy-l,l,6,8-
tetramethyl-5-oxo-9afl

r

-cyclopropa[3,4]benz [ 1,2-e]azulen-9a-yl
sster, [laR-(laa,lbd,4a/J,7aa,7ba,8a,9aa)]-

566 C40H54O2 23984-55-6
d,f-Caroten-3'-one, 3-hydroxy-, (3R,6'R)~

10 20 30 40 50 60 70 80 »0 100 110 120 130 140 ISO

ISO 170 ISO ISO 200 210 220 230 240 250 230 270 280 290 300

310 320 330 340 3S0 380 370 3S0 390 400 410 420 430 440 450

430 470 480 480 500 510 520 530 540 550 530 570 530 590 BOO

568 C20H18FioSn
Stannane, dibutylbis(pentafluorophenyl)-

1059-35-4



6288 EPA/NIH MASS SPECTRAL DATA BASE 568

100

80

60

40

460 470 460 490 500 510 520 530 540 550 560 570 560 590 600

100

80 -

60*

40-

20 -

0 I ‘ l l l*l l l ' I i i
u

f
1

i i i i

460 470 460 490 500 510 520 530 540 550 560 570 580 590 600

568 C22H56N205Si5 74367-65-0 568 C40H56O2 52842-48-5
D-Glucose, 2-deoxy-3,4,5,6-tetrakis-0-(trimethylsilyl)-2-[(tri= /3,e-Carotene-3,3'-diol, (3R,3'S,6'R)~

methylsilyl)amino]-, O-methyloxime

Me ON = CH OTMS
I I

TMSNHCHCHCHCHCH 2 OTMS
I i

i
OTMS

OTMS

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

310 320 330 340 350 380 370 380 390 400 410 420 430 440 450

480 470 480 490 500 510 520 530 540 550 680 570 580 690 600

568 C29H5606Si3 74842-20-9
Prosta-7,13-dien-l-oic acid, 6,9-epoxy-ll,15-bis[(trimethyl=

silyl)oxy]-, trimethylsilyl ester

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 . 300

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

Me ( CH 2 )

4

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

569 C28H27NO12 49616-72-0
Benzo[/]cyclopenta[a]qumolizme-6,7,7a,8,9,10(8i?)-hexacarboxylic

acid, 6,7-dihydro-, hexamethyl ester

MeOC(O)



570 EPA/NIH MASS SPECTRAL DATA BASE 6289

570 CisFnP 22474-72-2
Phosphorane, difluorotris(pentafluorophenyl)-

F

100

80

80

40

20

0

100

80

80

40

20

0

100

80

60

40

20

0

100

80

80

40

20

0
460 470 480 490 500 510 520 530 S40 560 580 570 580 590 600

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

460 470 480 490 500 510 520 530 540 550 580 570 580 590 600

570 C40H58O 2 75442-64-7
/
8-Carotene, 5,6-dihydro-5,6-dihydroxy-, 9'-cis-

10 20 30 40 50 60 70 60 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

570 C40H58O2 75442-63-6
/3,0-Carotene, 5,6-dihydro-5,6-dihydroxy-

40

20



6290 EPA/NIH MASS SPECTRAL DATA BASE 571

571 CiuHssNsNi 69815-42-5
Nickel, [NjiV.lS-triethyl-S^lV.lS-tetrahydrotetrabenzol^,/,;,0

n][l,5,9,13]tetraazacyclohexadecin-6-aminato(2-)-N5,iVii
>
=

mjfM]-, (SP-4-2)-

pJll n u\i ,-JiL, H \—+ ll, , , , r—i i - 1
-

i r -
i i i

1
i r—

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

572 C20H30F6N2O6S2 69779—40—4
Butanoic acid, 4,4'-dithiobis[2-[(trifluoroacetyl)amino]-, dibutyl

ester, [S-(R*JR*)]-

Me ( CH 2 ) 3 0C( 0) C( 0) 0( CH 2 ) 3 Me

i I I 1
FCC0NHCHCH2 ch 2 ssch 2 ch 2 chnhcocf

I I

F F

100-

80 -

60-

40*

20-

, 1, , .... .
. ,.

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

80-

60-

40-

20-

, , l
1 1 1 1

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

80-

60*

40-

20-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

573 C28H3iN0 12 49616-75-3
Benzo [/]cyclopenta[a] quinolizine-6,7 ,7a,8,9,10 (8H)-hexacarboxylie

acid, 6,7,9,10,11,12-hexahydro-, hexamethyl ester

MeOC(O)

100

80

60

40

20

0

10 20 30 40 50 90 70 80 90 100 110 120 130 140 150

574 C30H22O12 1685-91-2
[8,8'-Bi-lif-naphtho[2,3-c]pyran]-l,l',6,6 , ,9,9'-hexone, 3,3\4,~
4 ,-tetrahydro-10,10'-dihydroxy-7,7 ,-diinethoxy-3,3 ,-dimethyl-,

0 OH 0 0 OH 0

0 O

100

80

60

40

20

0
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20

0
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0
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0

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



578 EPA/NIH MASS SPECTRAL DATA BASE 6291

574 C30H22O 12 21884—44—6
Rugulosin, 8,8'-dihydroxy-, (iS,l'S,2R,2'R,3S,3'S,9aR,9'aR)-

HO

575 C28H33NO12 49616-76-4
Benzo[/]cyclopenta[a]quinolizine-6,7,7a,8»9,10(8if)-hexacarboxylic

acid, 6,7,9,10,10a,10b,ll,12-octahydro-, hexamethyl ester

MeOC(O)

100

80

80

40

20

0 *—I 1
I

' I I ’ I *T 1
1

•*
I I 1— 1 l

"
1

480 470 480 490 500 510 520 530 540 550 560 570 580 500 600

576 CaiHseCUSis 74298-97-8
Pregna-3,5-dien-20-one, 6-methyl-3,17,21-tris[(trimethylsilyl)oxy]-

Me Me
I I

Me S I OCH2 CO OS I Me

578 C31H46O 10 70717-94-1
5a,8-Methano-5aif-cyclohepta[5,6]naphtho[2,l-b]furan-

12(3biT)-one, 4,5,6,7,8,9,10,10a,10b,ll-decahydro-7-hydroxy-
7-(methoxymethyl)-10b-methyl-10-[(2,3,4,6-tetra-0-
methyl-(8-D-glucopyranosyl)oxy]-, [3bS-(3ba,5a/3,7/3,8|8,=
10aa,10b/3)]-



6292 EPA/NIH MASS SPECTRAL DATA BASE 578

580 Ci6H24Br2Rh2 12092-45-4
Rhodium ,

di-jt-bromobis [ (1 ,2,5,6
-

77)-!,5-cyclooctadiene]di-

580 C25H26F10O4 49842-27-5
Androsta-3,5-diene-3,17-diol, 17-(heptafluorobutanoate) 3-

(trifluoroacetate), (17/3)—

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0
460 470 480 490 500 510 520 530 540 550 580 570 580 590 600

.n!i ii u

160 170 180 190 200 210 2210 230 240 250 260 270 280 290 300

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

:

i. i. i.

580 C25H26F10O4 49842-29-7
Androsta-3,5-diene-3,17-diol, 3-(heptafluorobutanoate) 17-

(trifluoroacetate), (17/3)—

100

80

80

40

20

0
20 30 40 50 60 70 80 00 100 110 120 130 140 15010



582 EPA/NIH MASS SPECTRAL DATA BASE 6293

580 C27H32O 14 10236-47-2
4i/-l-Benzopyran-4-one, 7-[[2-0-(6-deoxy-a-L-manno~

pyranosyl)-/3-l>-glucopyranosyl]oxy]-2,3-dihydro-5-hydroxy-
2-(4-hydroxyphenyl)-, (S)-

CH2OH

.1 ... . 1 .

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

1 | 1 _J . - r-* t-Ji—
160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

580 C30H28O12 15039-66-4
Rhododactynaphin-yc-1

581 C30H31NO 11 50939-70-3
1,2,3-Benzenetricarboxylic acid, 5-[3-methoxy-l-(methoxy=
carbonyl)-3-oxopropoxy]-4-(4,6,8-trimethyl-2-quinolinyl)-,
trimethyl ester

C( 0) OMe

Me C( 0) OMe

100

80

60

40

20

0

100

80

60

40

20

0

100

80

80

40

20

0

100

80

60

40

20

0
460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

582 Ci8H6F8IrO 51509-33-2
Iridium, carbonyK^^^-cyclopentadien-l-ylKS^'^^'^^'^je'-

octafluoro[l,l ,-biphenyl]-2,2'-diyl)-



6294 EPA/NIH MASS SPECTRAL DATA BASE 582

i i i i i i i i— i i i i r i i

400 470 460 490 500 510 520 530 540 650 560 570 580 590 600

582 C33H54N6O3 67969-52-2
Triimidazo[l,5-a: l',5'-c: 1' ',5"-e] [ 1,3,5]triazine-l ,5,9(2#,6/f,=

10H)-trione, 2,6,10-tricyclohexylhexahydro-3,3,7,7,ll,ll-
hexamethyl-

583 C23H57N06Si6 19127-02-7
D-Glucitol, 2-(acetylamino)-2-deoxy-l,3,4,5,6-pentakis-O-

(trimethylsilyl)-

AcNH OTMS
I I

TMSOCH 2 CHCHCHCHCH 2 OTMS
I I

TMSO OTMS

310 320 330 340 3S0 360 370 380 390 400 410 420 430 440 450

583 C23H57N06Si5 74464-41-8
D-Mannitol, 2-(acetylamino)-2-deoxy-l,3,4,5,6-pentakis-O-

(trimethylsilyl)-

AcNH OTMS
I I

TMSOCH 2 CHCHCHCHCH 2 OTMS
I I

TMSO OTMS

582 C42H30O3 57438-11-6
l,3-Dioxan-4-one, 2,6-bis(diphenylmethylene)-5,5-diphenyl-

Ph Ph

0

480 470 480 490 500 510 520 530 640 660 580 670 680 590 800

583 C29H29NO12 49616-80-0
Cyclobut[4,5]azepmo[l,2-a]quinoline-7,7a,8,9,9a,10-hexacarboxylic

acid, 10,11-dihydro-l-methyl-, hexamethyl ester

C(0)0Mo

100

80

80

40

-20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



584 EPA/NIH MASS SPECTRAL DATA BASE 6295

583 C29H29NO12 49679-09-6
Benzo[/]cyclopenta[a]qumolizine-6,7,7a,8,9,10(8H)-hexacarboxyIic

acid, 6,7-dihydro-4-methyl-, hexamethyl ester

MeOC(O)

100

80

80

40

20

0

100

80

80

40

20

0

100

80

80

40

20

0

100

80

80

40

20

0 ...............
480 470 480 480 500 510 S20 530 540 560 580 570 580 500 800

584 C29H37F5N203Si 57691-90-4
Androst-4-ene-3,17-dione, ll-[[dimethyl(pentafluorophenyl)si=

lyl]oxy]-, bis(O-methyloxime), (11/3)-

480 470 480 490 500 510 520 530 540 550 580 570 580 580 800

584 C40H56O 3 512-29-8
/3,e-Carotene-3,3'-diol, 5,&-epoxy-5,8-dihydro-, (3S,3'i?,5fi,67?,8i?)-

100

80

80

40

20

0

100

80

80

40

20

0

1 1 .. i 1

10 20 X 40 50 80 70 80 90 100 110 120 130 140 150

i 1
i II

i
1

.
1

.
1,

180 170 180 180 200 210 220 230 240 250 280 270 280 280 300



6296 EPA/NIH MASS SPECTRAL DATA BASE 584

584 C40H66O3 27780-11-6
/3,e-Carotene-3,3'-diol, 5,8-epoxy-5,8-dihydro-, (3S,3'R,5R,6'R,8S)-

310 320 330 340 350 360 370 380 300 400 410 420 430 440 450

460 470 460 490 500 510 520 530 540 550 560 570 580 590 600

584 C40H56O 3 28368-08-3
0,e-Carotene-3,3'-diol, 5,6-epoxy-5,6-dihydro-, (3S,3'R,5RfiS,6'R)-

10 20 30 40 60 80 70 80 90 100 110 120 130 140 160

ISO 170 180 190 200 210 220 230 240 250 260 270 280 290 300

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

584 C40H56O3

/?,e-Carotene-3,3',4-triol, (3S,3'R,6'R)-

68474-24-8

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



586 EPA/NIH MASS SPECTRAL DATA BASE 6297

586 C23H15O5PW 15444-65-2
Tungsten, pentacarbonyl(triphenylphosphine)-, (OC-6-22)-

586 C36H58O6 43206-36-6
Gammacerane-2,3,22-triol, triacetate, (2a,3/3,8a,9/3,13a,14/3,=

17a,18/J,22a)-

100

80

60

40

20

0

100

80

80

40

20

0

100

80

80

40

20

0

100

80

60

40

20

0

10 20 30 40 50
VIIVVIVII
80 70 80 90 100 110 120 130 140 150

L. Jl L
180 170 180 190 20C 210 220 230 240 250 280 270 280 290 300

,

,
..,ill

310 320 330 340 35C 380 370 380 390 400 410 420 430 440 450

L_J1
. .

.
, ,

llll.
. .

nil,

480 470 480 400 500 510 520 530 540 550 580 570 580 590 800

586 CaoHaoNeNiSs 72378-93-9
Nickel, [5,6,17,18-tetrahydro-6,18-diisothiocyanatotetrabenzo~

[6/j»^][l>5,9,13]tetraazacyclohexadecinato(2-)-N6^V11^V17^V23]-,
(SP-4-1)-

OAc

480 470 480 490 500 510 520 530 540 550 580 570 580 590 800

100

80

80

40

20

0
10 20 30 40 50 80 70 80 90 100 110 120 130 140 180



6298 EPA/NIH MASS SPECTRAL DATA BASE 587

587 C29H48O6S.C5H5N 74420-86-3
Cholest-8-en-15-one, 14-ethyl-3-(sulfooxy)-, (3a,5a)-, compd. with

pyridine (1 : 1 )

Me

588 C34H52O8 20839-10-5
Laurie acid, 9-ester with l,laa,lb/3,4,4a,7aa,7b,8,9,9a-deca=

hydro-4a/3,7ba,9/3,9aa-tetrahydroxy-3-(hydroxymethyl)-l,l,=
6,8a-tetramethyl-5if-cyclopropa[3,4]benz

[ 1 ,2-e]azulen-5-one
9a-acetate

OC(O) ( CH2 ) 1 0 Me

588 CaeHesChSh 75601-37-5
Silane,

[ [(3/3,8a, 9/3, 13a, 14/3, 17a, 18/3,22a)-(21,21-dimethyl-
29,30-dinorgammacerane-3,22-diyl)

] bis(oxy) ] bis [trimethyl-

Me
I

OS I Me

Me

589 CsoHsiNaOsSfc 69833-80—3
Pregna-l,4-dien-18-al, 3,20-bis(methoxyimino)-ll,21-bis[(tri=

methylsilyl)oxy]-, O-methyloxime, (11/3)-

CH NOMe



590 EPA/NIH MASS SPECTRAL DATA BASE 6299

100-

80*

60 •

40*

20*

Lie. lie- J 1, 1,. , 1,

460 470 460 490 500 510 520 530 540 550 560 570 580 590 600

590 C2oH5l08PSi6 55520-85-9
D-t/ireo-2-Pentulose, l,3,4-tris-0-(trimethylsilyl)-, 5-[bis(tri=

methylsilyl) phosphate]

100

eo

so

40

20

0
460 470 460 490 600 510 620 530 540 550 560 570 580 590 600

590 C2oH5i08PSi5 69688-46-6
D-Ribofuranose, 2,3,5-tris-0-(trimethylsilyl)-, bis(trimethylsilyl)

phosphate

Me

Me Me OS I Me
I I I

MeSI O OSI Me Me
1

I I

1

Me Me Me Me

Me S I OCH 2 COCHCHCH 2 OP OS I Me
I II I

Me 0 Me

590 ClioHsiOgPSis 55520-87-1
D-eryt/iro-2-Pentulose, l,3,4-tris-0-(trimethylsilyl)-, 5-[bis=

(trimethylsilyl) phosphate]

ch 2 otms

0
ll

OPOTMS
1

OTMS

TMSO OTMS

I

MeSI 0 OSIMe

MeS I OCH 2 C0CHCHCH 2 OP OS I Me
I II I

Me O Me

590 CzoHsiOsPSis 69688-47-7
D-Xylopyranose, 2,3,4-tris-0-(trimethylsilyl)-, bis(trimethylsilyl)

phosphate

OTMS

0
II

OPOTMS
I

OTMS

100

80

60

40

20

0

100

80

60

40

20

O'

160 170 180 190 200 210 220 230 240 250 260 270 260 290 300

. i i ii ,n
, ,

i,.i
,
—

L,
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

L
. -L,— 1



6300 EPA/NIH MASS SPECTRAL DATA BASE 590

590 C2oH5i08PSi5 69744-64-5
D-Ribofuranose, l,2,3-tris-0-(trimethylsilyl)-, bis(trimethylsilyl)

phosphate

0
n

ch 2 opotms
1

OTMS

Vi^°
Tr

TMSO OTMS

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

590 C30H38O12 66584—90—5
Spiro [cyclopropane-1 ,2' ( 1 'if)-phenanthrene]-l

'
,4’ (3

1

'H)-dione,

S^^O^O'-tetrakistecetyloxyJ-S’-ttecetyloxy^ethyl^'b^’,-
e^^^'a^^lO'-octahydro^^'bjS'-trimethyl-, [2'S-[2 ?a:~

(/?*),3'a,4*b(3,7'a,8'a,8'eLa,9'0,10'ot]]-

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
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0
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80
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0
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80
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0
460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

590 C33H42N4O6 69721-59-1
4//-l,16-Etheno-5,15-(propaniminoethano)furo[3,4-/] [1,5,10] -

triazacyclohexadecine-4,21-dione, 10,14-diacetyl-3,3a,6,7,8,~

9,10,ll,12,13,14,15-dodecahydro-3-(4-methoxyphenyl)-

590 C34H54O8 60354-53-2

Cholestan-26-oic acid, 3,7,12-tris(acetyloxy)-, methyl ester,

(3a,50,7a,12a)-

Me

100

80

60

40

20

0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



591 EPA/NIH MASS SPECTRAL DATA BASE 6301

100 j
-

80-

80-

40-

. i.
,

i. i .

480 470 480 400 500 610 620 530 540 550 580 570 580 500 800

591 CsoHssNaOsSh 69833-79-0
Pregn-4-en-18-al, 3,20-bi8(methoxyimino)-ll,21-bis[(tri=

methyl8ilyl)oxy]-, O-methyloxime, (11/3)-

CH:N0M«

591 C 17H8F15NO5 59785-38—5
Propanoic acid, pentafluoro-, 4—[2— [(2,2,3,3,3-pentafluoro-l-

oxopropyl)amino] ethyl]-l ,2-phenylene ester

591 C30H49N5O7 55466-29-0
Roseotoxin B

STRUCTURE UNDEFINED

591 CaoHssNsOsSh 69854-81-5
Pregn-4-en-18-al, S^O-bisImethoxyiminoJ-ll^l-bisKtri^

methylsilyl)oxy]-, O-methyloxime, (11/3,17a)-

CH=N0Me

100

80

80

40

20

0

100

80

80

40

20

0
180 170 180 100 200 210 220 230 240 250 280 270 280 200 300

1

10 20 30 40 50 80 70 80 00 100 110 120 130 140 150

|lL, II.,„



6302 EPA/NIH MASS SPECTRAL DATA BASE 591

310 320 330 340 360 380 370 380 380 400 410 420 430 440 460

460 470 480 490 600 610 620 630 640 660 660 670 680 680 600

592 CaoHwCUSu 69833-54-1
Silane, [[(6/3 )

16a,17/3)-e8tra-l,3,5(10)-triene-3,6,16,17-tetrayl]=
tetrakis(oxy) ]tetrakis[trimethyl-

Me
i

OS I Mo

Jll .mil-
.

»
l

—

592 CsoHseC^Su 74298-86-5
Silane, [[(6a,ll/3,17/3)-estra-l,3,5(10)-triene-3,6,ll,17-tetrayl]=

tetrakis(oxy) ]tetrakis[trimethyl-

Me
i

OS I Me

10 20 30 40 60 60 70 80 90 100 110 120 130 140 160

100

«

80-

60-

40-

20-

-1
,

1, !
, ,

1
1| , ,

Irtl ..ill, Hill
,
UllL, 0-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300 10 20 30 40 50 60 70 90 100 110 120 130 140 160

100-

80- 80-

60- 60-

40- . 40-

20 «

i

20-
1 ll

iL_i i Li

310 320 330 340 360 360 370 380 390 400 410 420 430 440 460 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

80 • 80-

60 60-

40 40-

20
1

L
20-

1 1

li I.
,

.
*

0

480 470 480 490 600 510 520 530 640 560 560 670 580 690 600 310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

592 C30H66O4SU 74298-84-3
Silane, [[(6j8,7a,17/3)-estra-l,3,5(10)-triene-3,6,7,17-tetrayl]te~

trakis(oxy) ]tetrakis[trimethy1-

100

60

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 160



596 EPA/NIH MASS SPECTRAL DATA BASE 6303

592 CsoHwOeSU 74298-88-7

Silane, [[(17/3)-e8tra-l,3,5(10)-triene-3,4,5,17-tetrayl]tetrakis=

(oxy) ]tetraJkis[trimethyl-

Me
I

I

Me

100

80-

eo-

40-

20*

0 ”
i

1

» 1 1 1 » 1 1 1
I,

,
.r .

f

400 470 460 400 600 610 620 660 640 660 560 670 660 500 600

592 C37H28N4O4 2652-72-4
3,5-Pyrazolidinedione, 4,4’-(phenylmethylene)bis[l,2-diphenyl-

100

60

60

40

20

0

100

60

60

40

20

0

100

60

60

40

20

0

100

60

60

40

20

0
460 470 460 400 500 510 620 530 640 560 560 570 660 690 600

592 C33H44N4O6 69721-68-2
l,6,10,22-Tetraazatricyclo[9.7.6.1 12 »16]pentacosa-12,14,16(25)-

triene-18,23-dione, 6,10-diacetyl-15-hydroxy-17-[(4-meth-
oxyphenyl)methyl]-

/Ah

596 C25H26CIF9O4 49842-33-3
Androsta-3,5-diene-3,17-diol, 3-(chlorodifluoroacetate) 17-

(heptafluorobutanoate), (17/3)—

F



6304 EPA/NIH MASS SPECTRAL DATA BASE 596

596 C25H26CIF9O4 74825-21-1
Androsta-3,5-diene-3,17-diol, 17-(chlorodifluoroacetate) 3-

(heptafluorobutanoate), (17/9)-

597 C30H31NO12 49616-84-4
Cyclobut[4,5]azepino [

1,2-a ]quinoline-7 ,7a,8,9,9a,10-hexacarboxylic

acid, 10,11-dihydro-l,3-dimethyl-, hexamethyl ester

MeOC(O) C( 0) OMe

597 C30H31NO12 49616-85-5
Benzo[/]cyclopenta[a]quinolizine-6,7,7a,8,9,10(8H)-hexacarboxylic

acid, 6,7-dihydro-2,4-dimethyl-, hexamethyl ester

MeOC(O)

100 j
80-

80

40-

20-

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

,i ,ln
,

1 ll,
, , , |

,1

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

in_i U _1 oJ 1

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

100 j-i

80-

80 -

40-

20 -

0 I
i i 1

' r - 1 1 l 1 *i 1 l I 1
‘ l*l'

480 470 480 490 500 510 520 530 540 550 560 570 580 590 600

597 CsoHsgNOsSis 72377-56-1
Prosta-5,13-dien-l-oic acid, 9-(methoxyimino)-ll,15-bis[(tri=

methylsilyl)oxy]-, trimethylsilyl ester, (8£,12|)-

( CH 2 )

4

Me

I V
CH = CHCHOS i Me



599 EPA/NIH MASS SPECTRAL DATA BASE 6305

400 470 UO 410 too 610 520 630 540 660 600 570 660 680 600

598 C34H30O10
Glucitol, 1,2,5,6-tetrabenzoate, D-

PhC( 0) 0 OH
|

OC( 0) Ph

PhC( 0) OCH 2 CHCHCHCHCH 2 OC( 0) Ph

20963-95-5

460 470 460 480 600 510 520 530 540 550 660 570 560 580 600

598 C42H62O2 75284-23-0
^-Carotene, 3,4-didehydro-l,2,7',8'-tetrahydro-l,?-dimethoxy-

Me Me Me
I I I

M02C = CHCH2CH 2 C = CHCH 2 CH2 c = chch =chc = chch=ch
1 + OMe

M02 CCH 2 CH =CHC = CHCH = CHC = CHCH =CHC = CH
I I I I

OMo Mo Mo M?

599 CaoHeiNOsSia 72150-30-2
Pro9t-13-en-l-oic acid, 9-(methoxyimino)-ll,15-bis[(tri~

methylailyljoxy]-, trimethylsilyl ester, (8£,12£)-

OSI Me
. ,,

|
l ( CH 2 ) 4 Me

Jr 1 r/\^ CH : CHCHOS I Mo

H “
Me ON \ Me

( CH 2 ) 0 C ( 0 ) OS I Mo

Me



6306 EPA/NIH MASS SPECTRAL DATA BASE 600

600 C24H36CI2RI12 74811-02-2
Rhodium, [l,2-bis(7j2-ethenyl)-4-ethenylcyclohexane]di-M-chlorodi-

i ^CHj
:c*i

Cl . ^CH r'^Y'

rry^- >\vu
ch=ch 2

h 2 c=ch

100

80*

60 *

40-

20*

ll, I.|. 4--iv.lL III -III., 4 , 1 1
,

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

80 -

60-

40-

20-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

80-

60-

40-

20-

310 320 330 340 350 360 370 360 390 400 410 420 430 440 450

80-

dO-

40-

20-

460 470 460 490 500 510 520 530 540 550 560 570 580 590 600

80

60-

40-

20-

0-

610 620 630 640 650 660 670 880 890 700 710 720 730 740 750

600 C24H36Cl2Rh2 74811-03-3
Rhodium, bis[5,6-bis(7j2-ethenyl)cyclooctene]di-M-chlorodi-,

stereoisomer

600 C34H46N2P2Si2 66055-17-2
Silanamine, iV,iV'-[l,4-butanediylbis(diphenylphosphoranyli=
dyne) ] bis [ 1 ,1 ,1-trimethyl-

Me Ph Ph MeII II
MeSI N:P ( CH 2 ) 4 P : NSI MeII II

Me Ph Ph Me

602 C36H76O4P 3037-89-6
Phosphoric acid, dioctadecyl ester

0
11

Me ( CH 2 ) 1 7 OPO( CH 2 ) i 7 Me

HO



605 EPA/NIH MASS SPECTRAL DATA BASE 6307

100

SO-

SO-

SO-

SO-

0 J
l l 1- | 1 1 1 1 1 1 1 r——i 1 1—

460 470 *80 480 500 510 520 530 MO 560 5SC 570 580 560 SOO

602 C42H42Si2 15931-53-0
Disilane, hexakis(4-methylphenyl)-

Me Mo

100-

80

60 «

40 •

20-

L ..

160 170 160 190 200 210 220 230 240 250 260 270 280 290 300

80

60 «

40 *

20-

Id L L - . _ .

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

80

60*

40-

20-

460 470 460 490 500 610 520 530 540 550 560 570 560 590 600

605 CigHioFisNOs 72347-75-2
Propanamide, Ar-[2-(3,4-dihydroxyphenyl)-l-metnylethyl]-2,=

2,3,3,3-pentafluoro-, bis(2,2,3,3,3-pentafluoro-l-oxopropyl) deriv.

604 CssHseOg 60354-50-9
Cholestane-3,7,12,25-tetrol, tetraacetate, (3a,5/3,7a,12a)-

+ 3HO2CCF2CF3

- 3H 2 0
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80

80

40

20

0
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80
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0
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80
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0
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0
460 470 460 490 600 510 520 S30 640 560 560 570 560 590 600

605 CigHioFisNOs 74231-47-3
Propanoic acid, pentafluoro-, 4— [2— [(2, 2,3,3,3-pentafluoro-l-

oxopropyl)amino]propyl]-l,2-phenylene ester

100

80

60

40

20

0

10 20 30 40 60 60 70 80 90 100 110 120 130 140 ISO



6308 EPA/NIH MASS SPECTRAL DATA BASE 605

606 C34H46N4O6 69721-62-6
l,6,10,22-Tetraazatricyclo[9.7.6.1 12 »16]pentacosa-12,14,16(25)-

triene-18,23-dione, 6,10-diacetyl-15-methoxy-17-[(4-meth :=5

oxyphenyl)methyl]-

607 CaiHsvNOsSia 72101-52-1
Pregn-4-ene-3-one, 18,20-epoxy-ll,20^1-tris[(trimethylsilyl)oxy]-,

0-methyloxime, (11/3)-

608 C24H10F10S11 1062-67-5
Stannane, bis(pentafluorophenyl)diphenyl-

100

80

60

40

20

0
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80

90

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0
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608 EPA/NIH MASS SPECTRAL DATA BASE 6309

100

00

00

40

20

0

608 C30H24M0O4P 2 15444—66—3
Molybdenum, tetracarbonyl[l,2-ethanediylbi8[diphenylphos=

phine]-PrP'}~, (OC-6-22)-

M ,
i 1

1 1 1 1 1 1 1 1 1
"

1 1 1 1

010 020 030 040 000 000 070 000 060 700 710 720 700 740 700

P
£ /

Ph CSO
/«,c= o

HjC Mo^- C = 0

H 2 C-P C = 0
/ \

Ph Ph

608 C37H40N2O6 31944-97-5
Tubocuraran- 1

2'-ol
,
6,6',7'-trimethoxy-2,2'-dimethyl-, (1/3)—

MeO

100t

oo-

00 -

40-

20-

oj 1 1 , , , . , , , , , , 1—lL-_
10 20 30 40 50 60 70 ao 00 100 110 120 130 140 160
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0
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0

608 C^HseSh 74630-36-7
Disilane, (diphenylmethyl)pentaphenyl-

Ph

Ph Ph
I I I

PhCHSI SI Ph

I

^
Ph

100

00

00

40

20

0

100

00

00

40

20

0

100
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40
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0
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40
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0
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00
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40

20

0
610 620 630 640 660 660 670 660 600 700 710 720 730 740 750

> I I I 1 I 1 1 I
- "

'I fill
610 620 630 640 660 660 670 660 600 700 710 720 730 740 760



6310 EPA/NIH MASS SPECTRAL DATA BASE 610

610 CseHsiFsOSi 57691-88-0
Silane, [ [(3/3)-cholest-5-en-3-yl]oxy ]dimethyl(pentafluorophenyl)-

40 -

20 -

010 020 ©30 040 050 000 070 000 090 700 710 720 730 740 750

611 C31H33NO12 49616-87-7
Cyclobut[4,5]azepino[l,2-a]quinoline-7,7a,8,9,9a,10-hexacarboxylic

acid, 10,11-dihydro-l,3,5-trimethyl-, hexamethyl ester

MeOC(O) C( 0) OMe

612 C3iH4iF6N 203Si 57691-93-7
Pregn-4-ene-3,20-dione, 17-[ [dimethyKpentafluorophenyllsi^

lyl]oxy]-, bis(O-methyloxime)



613 EPA/NIH MASS SPECTRAL DATA BASE 6311

612 CasHssFsOSi 57691—87—9
Silane, [[(3/J,5a)-cholestan-3-yl]oxy]dimethyl(pentafluorophenyl)-

F

F

Me
I

SI 0
I

Me

Me
I

CHMe

r- “ 7 » . i i i i i r \ 1 » i
" ~r

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

612 C42H60O3 75284-24-1
^-Carotene, 3,4-didehydro-l,2,7',8'-tetrahydro-l,?-dimeth=
oxy-2-oxo-

613 CwHesNOsSie 74420-75-0
D-Mannitol, 2-deoxy-l ,3,4,5,6-pentakis-0-(trimethylsilyl)-2-

[(trimethylsilyl)amino]-

OTMS

TMS0 NHTMS
I I I

TMSOCH2 CHCHCHCHCH2 OTMS
I

OTMS

100

60

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
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0
160 170 ISO 190 200 210 220 230 240 250 260 270 260 290 300
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310 320 330 340 350 360 370 360 390 400 410 420 430 440 450

Me Me Me
I I I

Me 2 C = CHCH2 ch 2 c = chch 2 ch 2 c = chch = chc = chch =ch
1

+ OMe
Me 2 CCOCH =CHC = CHCH = CHC = CHCH =CHC = CH

I I I I

OMe Me Me Me

100

80

60

40

20

0

100

80

60

40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

613 C39H67NO4 72087-99-1
L-Phenylalanine, N-(3-methoxy-l-oxo-4-octacosenyl)-, methyl

ester

MeO CHjPh
1 1

Me ( CH 2 ) 2 j CH :CHCHCH 2 CONHCHCf 0 ) OMe



6312 EPA/NIH MASS SPECTRAL DATA BASE 613

615 C26H49NO8SL 72088-06-3

i
8-D-Glucopyranosiduronic acid, 4-(acetylamino)phenyl 2,3,4-

tris-O-(trimethylsilyl)-, trimethylsilyl ester

616 C3iH45F503Si2 69745-69-3
Spiro[androstane-17,4'-[l,3]dioxa[2]silacyclopentane], 3-[[di~

methyl(pentafluorophenyl)silyl]oxy]-2',2 , ,5'-trimethyl-, (3a,

=

5/3,5'S)-

TMSOC(O)

100

80

60

40

20

0

100

60

60

40

20

0

100

60

60

40

20

0

100

60

60

40

20

0

100

80

60

40

20

0
610 620 630 640 650 660 670 660 690 700 710 720 730 740 760

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

L . L , i

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

. .1. . 1.

310 320 330 340 350 360
••IVIIII

370 360 390 400 410 420 430 440 460

460 470 480 490 500 510 620 630 540 550 560 670 560 690 600

616 CseH^Os 16561-29-8
Tetradecanoic acid, 9a-(acetyloxy)-la,lb,4,4a,5,7a,7b,8,9,9a-
decahydro-4a,7b-dihydroxy-3-(hydroxymethyl)-l, 1,6,8-
tetramethyl-5-oxo-lif-cyclopropa[3,4]benz[l,2-e]azulen-9-yl
ester, [lai?-(laa, lb/3,4a/3,7aa,7ba,8a,9/3,9aa)]-



619 EPA/NIH MASS SPECTRAL DATA BASE 6313
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0
610 620 630 640 660 660 670 680 690 700 710 720 730 740 750

616 C41H57CIO2 74420-79-4
Cholest-8(14)-ene, 7-chloro-3,15-bis(phenylmethoxy)-, (3/3,-

5a,7a,15a)-

Me

... 1 L . ^ L l.

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

• illllIVVIllill
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

460 470 460 490 500 510 520 530 640 560 560 570 560 590 600

618 C34H42N4O 7 69755-30-2
4if-l,16-Etheno-5,15-(propaniminoethano)furo[3,4-/] [1,5,10]-

triazacyclohexadecine-4,21-dione, 10,14-diacetyl-3-[4-(ace=
tyloxy)phenyl]-3,3a,6,7,8,9,10,ll,12,13,14,15-dodecahydro-

100

80

60

40

20

0
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80

60

40

20

0
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80

60
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20

0

100

80

60

40
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0
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80

60

40
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0
610 820 630 640 650 660 670 680 690 700 710 720 730 740 750

619 C26H22BrNOi2 74978-18-0
9H-Carbazole-l,2,3,4-tetracarboxylic acid, 6-bromo-9-[3-

methoxy-l-(methoxycarbonyl)-3-oxo-l-propenyl]-, tetramethyl

ester, (Z)-

C( 0) OMe

C = CHC( 0) OM©

C( 0) OMe



6314 EPA/NIH MASS SPECTRAL DATA BASE 619

619 C32H49N3O5S2 65545-59-7
Benzenesulfonamide, 4-methyl-iV-[3-[[(4-methylphenyl)=

sulfonyl]amino]propyl]-iV-[3-(2-oxoazacyclotridec-l-yl)propyl]-

Me

S02
l

620 C36H49F6OSi 57691-89-1
Silane, [[(3/3,22E)-ergosta-5,7,22-trien-3-yl]oxyldimethyl=:

(pentafluorophenyl)-

621 C 18H10F15NO6 66582-82-9
Propanoic acid, pentafluoro-, 2-methoxy-4-[l-(2,2,3,3,3-penta=
fluoro-l-oxopropoxy)-2-[(2,2,3,3,3-pentafluoro-l-oxopro=
pyl)amino] ethyl]phenyl ester

100

80

60

40

20

0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



624 EPA/NIH MASS SPECTRAL DATA BASE 6315
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0

621 CsoHtiNC^Su 72088-27-8
1,3,4,5-Octadecanetetrol, 2-amino-, tetrakis(trimethylsilyl) deriv.

H 2 N OH OH
I I I

HOCH 2 CHCHCHCH(CH 2 )i 2 Me +4TMS
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0
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622 C27H28Br205S 76-59-5
Phenol, 4,4'-(3/f-2,l-benzoxathiol-3-ylidene)bis[2-bromo-3-

methyl-6-(l-methylethyl)-, S,S-dioxide

624 Ci2H2ol2Rh2 12307-77—6
Rhodium, di-M-iodotetrakis(7j3-2-propenyl)di-

a ch 2

7|Y
h 2c^^ch

CH

A
ch 2

100

80

60

40

20

0

100

80

60

40

20

0
180 170 180 100 200 210 220 230 240 260 260 270 280 290 300

J . i . , i i i i
10 20 30 40 50 60 70 80 90 100 110 120 130 140

,

160

L, ^—i 1 > 1 !*
i

1 1 1 1—



6316 EPA/NIH MASS SPECTRAL DATA BASE 624

624 C31H28O14 24385-09-9
5,12-Naphthacenedione, 6,8,10,ll-tetrakis(acetyloxy)-8-[(ace-

tyloxy)acetyl]-7,8,9,10-tetrahydro-l-methoxy-, (8S-cis)-

MeO 0 OAc OAc

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

624 C38H76N2O4 67615-89-8
Acetamide, 2,2'-[l,2-ethanediylbis(oxy)]bis[N^V-dioctyl-

Me ( CH 2 ) 7 ( CH 2 ) 7 Me

Me ( CH 2 ) 7 NCOCH2 OCH 2 CH 2 OCH 2 CON( CH 2 ) 7 Me
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0

624 C42H56O4 71176-02-8
2,4,6,8,10,12-Tridecahexaenoic acid, 13-(4-methoxyphenyl)-, 2-

decyl-3-methoxy-5-pentylphenyl ester

MeO
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630 EPA/NIH MASS SPECTRAL DATA BASE 6317

626 C27H27N2O2PW 75520-18-2
Tungsten, carbonyl( 77

5-2
,
4-cyclopentadien-l-yl) [iV-methyl-

P,P-diphenyl-iV-(l-phenylethyl)pho8phinous amide-P]nitrosyl-,

stereoisomer

630 C28H26F12O4 49842-28—6
Androsta-3,5-diene-3,17-diol, 17-(heptafluorobutanoate) 3-

(pentafluoropropanoate), (17/3)-

F

100
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80

40

20

O'

100

80

80

40

20

O'

,.l .ll ill ll L J h id
, ,nl
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L L

610 620 6sW 640 650 660 670 680 690 700 710 720 730 740 750

630 C26H26F12O4 49842-30-0
Androsta-3,5-diene-3,17-diol, 3-(heptafluorobutanoate) 17-

(pentafluoropropanoate), (17/3)-

F
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6318 EPA/NIH MASS SPECTRAL DATA BASE 630

630 C33H54N6S3 67969-54-4
Triimidazo[l,5-a:l ,

,5'-c:l
M
,5

M-e][l,3,5]triazine-l,5,9(2/f,6H,-
10ff)-trithione, 2,6,10-tricyclohexylhexahydro-3,3,7,7,ll,ll-
hexamethyl-

631 C31H29N5O10 75332-24-0
Benzamide, N-[6-[2,3-di-0-acetyl-3-C-[(acetyloxy)methyl]-5-

0-benzoyl-j8-D-xylofuranosyl]-9H-purin-9-yl]-

NHCOPh

632 C40H56O6 75363-15-4
Urs-12-en-28-oic acid, 2-hydroxy-3-[[3-(4-hydroxyphenyl)-l-

oxo-2-propenyl]oxy]-, methyl ester, (2a,3/3)-
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0
610 620 630 640 660 660 670 680 690 700 710 720 730 740 750

633 C33H61N3O5S2 67370-88-1
Benzenesulfonamide, iV,4-dimethyl-iV-[3-[ [(4-methylphenyl)

-

sulfonyl][3-(2-oxoazacyclotridec-l-yl)propyl]amino]propyl]-



635 EPA/NIH MASS SPECTRAL DATA BASE 6319

634 C32H58N206Si3 69688-41-1
Pregna-3,5-dien-18-al, 20-(methoxyimino)-3,ll,21-tri8[(tri-

methylsilyl)oxy]-, O-methyloxime, (11/3,17a)-

CH=NOMe
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ro 480 490 500 610 620 530 640 660 «K> 670 680 590 800

» i i
1 »' » i t r 1 T" 1

i » i

634 C35H46N 4O7 69721-69-3
l,6,10,22-Tetraazatricyclo[9.7.6.1 12 *16]pentacosa-12,14,16(25)-
triene-18,23-dione, 6,10-diacetyl-15-(acetyloxy)-17-[(4-
methoxyphenyl)methyl]-
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80

80

40

20

0
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80
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80
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0
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0
610 620 830 840 860 880 670 680 690 700 710 720 730 740 760

635 C 19H12F16NO6 66582-81-8
Propanoic acid, pentafluoro-, 2-methoxy-4-[2-[methyl(2,2,3,3, c:

3-pentafluoro-l-oxopropyl)amino]-l-(2,2,3,3,3-pentafluoro-
l-oxopropoxy)ethyl]phenyl ester

100

80

80

40

20

0
10 20 30 40 60 80 70 80 90 100 110 120 130 140 180

100 —
80-

80-

40

20

f" I t t T » » 1
- I

-—! r-
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6320 EPA/NIH MASS SPECTRAL DATA BASE 635

610 820 630 640 6S0 660 670 680 880 700 710 720 730 740 750

636 C19H3F16S11

Stannane, methyltris(pentafluorophenyl)-

1062-71-1

, 11 1 ,li IL Ijjj illil, - . i|i i -i-
,

lii
,1

1

hi

10 20 30 40 SO 60 70 60 90 100 110 120 130 140 150

310 320 330 340 350 360 370 380 380 400 410 420 430 440 460

—1
*—1 1 1 1 1

1 1 1
" r r 1

1 1

610 620 630 640 660 660 670 680 690 700 710 720 730 740 760

636 C32H6oN205Si3 69833-64-3
Pregn-4-ene-3,20-dione, ll,18,21-tris[(trimethylsilyl)oxy]-,

bis(O-methyloxime), (11/3)-

Me
i

CH 2 OS I Me

, , , “1; UfL 1/
_

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

ill .-II.
,

J Ik, ,1u
!

ulll
|

|
, 111—, ,1

460 470 480 490 500 510 520 530 540 550 560 570 580 590 800

610 620 830 640 650 860 670 880 690 700 710 720 730 740 750

636 C42H68O4 71142-40-0
Benzenetridecanoic acid, 4-methoxy-, 2-decyl-3-methoxy-5-

pentylphenyl ester

310 320 330 340 350 380 370 380 390 400 410 420 430 440 450



642 EPA/NIH MASS SPECTRAL DATA BASE 6321

638 C32H62N20sSi3 63503—03—7
Pregnan-18-al, 20-(methoxyimino)-3, 11,21-tris [(trimethyl

=

silyl)oxy]-, O-methyloxime, (3/3,5a,1 1/3)-

CH • NOMe

«0 <70 MO 190 500 SIO S20 S30 5« 5SO SM J70 SM SM (OO

639 C28H«P2Pt 59765-06-9
Platinum, bis[bis(l,l-dimethylethyl)phenylpho8phine]-

Ph Ph
I o I

t-BuP — Pt — PBu-t
I I

t-Bu Bu-t

100

00

•o

40

20

•

100

80

80

40

00

0
180 170 180 100 200 210 220 230 240 2S0 280 270 280 2*0 800

642 C2sH6207Si6 74978-26-0
D-a/tro-2-Heptulose, l,3,4,5,6,7-hexakis-0-(trimethylsilyl)-

TMSO OTMS
I I

TMSOCH2 COCHCHCHCHCH2 OTMS
I I

TMSO OTMS

642 C4oH4sN«Ni 74779-91-2
Nickel, bis[iV,iV'-(l,2-dimethyl-l,2-ethanediylidene)bi3[2,6-
dimethylbenzenaminej-NJV']-, (T-4)-

100

o
80

40

20

•
10 20 30 40 50 80 70 80 SO 100 110 120 130 140 150



6322 EPA/NIH MASS SPECTRAL DATA BASE 642
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610 620 630 840 850 660 670 680 690 700 710 720 730 740 750

644 C41H48N4O3 66408-47-7
l,16-Cyclocorynan-17-oic acid, 2-alstophyllan-18-yl-19,20-di=
dehydro-2,7-dihydro-, methyl ester, (2a,7a,16S,19.E)-

646 C41H50N4O3 66408-48-8
l,16-Cyclocorynan-17-oic acid, 19,20-didehydro-2-(20,21-dih=

ydroalstophyllan-18-yl)-2,7-dihydro-, methyl ester, {2<x,la,~

16S,19£)-

648 C36H56O10 60354-51-^)

Cholestan-26-oic acid, 3,7,12,24-tetrakis(acetyloxy)-, methyl ester,

(3a,5/8,7a,12a)—



650 EPA/NIH MASS SPECTRAL DATA BASE 6323

100-
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80-

40 -

20-

IL -. L L- <* \ ,
- .

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

80*

60 -

40-

20*

480 470 480 490 500 510 520 530 540 550 580 570 580 590 600

650 C31H70O6SU 35437—02—6
Octadecanoic acid, 5,6,8,9-tetralds[(triinethylsilyl)oxy]-, methyl ester

650 C3iH7oOeSi4 35437-04-8
Octadecanoic acid, 8,9,ll,12-tetrakis[(trimethylsilyl)oxy]-, methyl

ester

TMSO OTMS
I I

Me ( CH 2 ) e CHCHCH 2 CHCH ( CH 2 ) 3 C( O) OMe

TMSO OTMS

OTMS OTMS
I I

Me ( CH 2 ) 5 CHCHCH 2 CHCH( CH 2 ) e C( O) OMe

TMSO OTMS

650 C31H70O6SL 35437—03—7
Octadecanoic acid, 7,8,10,ll-tetrakis[(trimethylsilyl)oxy]-, methyl

ester

650 C3iH7oOeSi4 35437-06—0
Octadecanoic acid, 10,ll,13,14-tetrakis[(trimethylsilyl)oxy]-, methyl

ester

TMSO OTMS

Me ( CH 2 ) 6 CHCHCH 2 CHCH( CH 2 ) 5 C( 0) OMe
OTMS
1

OTMS
1

OTMS OTMS Me ( CH 2 ) 3 CHCHCH 2 CHCH( CH 2 )eC(0)0Me

TMSO OTMS

160 170 180 180 200 210 220 230 240 250 260 270 280 280 300



6324 EPA/NIH MASS SPECTRAL DATA BASE 650

650 CaiHvoOeSu 35437-07-1
Octadecanoic acid, 13,14,16,17-tetrakis[(trimethyl8ilyl)oxy]-, methyl

ester

650 CsiHToOeSu 35437-09-3
Octadecanoic acid, 8,9,12,13-tetrakis[(trimethylsilyl)oxy]-, methyl

ester

i

os I Me

Me

(CH 2 )1

1

C(0)0Me

| Me

Me S I OCHCHCH 2 CHCHOS I Me
I I

Me Me

OTMS OTMS
I I

Me ( CH2 ) 4 CHCH( CH 2 ) 2 CHCH( CH2 ) gC( 0 ) OMe

TMSO OTMS

100

so

60

40

20

0

100

80

80

40

20

0

100

80

80

40

20

0

100

80

80

40

20

0
480 470 480 490 500 510 520 530 540 550 580 570 580 590 800

650 CsiHvoOeSu 35437-08-2
Octadecanoic acid, 14,15,17,18-tetrakis[(trimethylsilyl)oxy]-, methyl

ester

Me S I OCH2 CHCH2 CHCHOS I Me
l I

Me Me

650 C31H70O6SL 35437-10-6
Octadecanoic acid, ll,12,15,16-tetrakis[(trimethylsilyl)oxy]-, methyl

ester

Me

MeSI 0
l

Me

Me Et
l l

MeSI OCHCHCH2CH2

Me

Me
I

OS I Me
I

Me

( CH2 ) 9 C( 0 ) OMe

I T
CHCHOS I Me

I

Me



650 EPA/NIH MASS SPECTRAL DATA BASE 6325

650 C31H70O6SL 35437-11-7
Octadecanoic acid, 6,7,ll,12-tetrakis[(trimethylsilyl)oxy]-, methyl

ester

650 CaiHToOeSu 35437-13-9
Octadecanoic acid, 5,6,12,13-tetrakis[(trimethylsilyl)oxy]-, methyl

ester

OTMS OTMS
I I

Me ( CH 2 ) 5 CHCH( CH 2 ) 9 CHCH( CHj ) 4 C( 0) OMe

TMSO OTMS

460 470 460 460 500 510 520 S30 540 550 560 570 560 590 600

650 CsilLoOeSu 35437-12-8
Octadecanoic acid, 7,8,12,13-tetrakis[(trimethylsilyl)oxy]-, methyl

ester

OTMS OTMS
I I

Mt ( CH2 ) 4 CHCH( CH 2 ) 3 CHCH( CHt ) s C( 0) OMe

TMSO OTMS

OTMS OTMS
I I

Me ( CH 2 ) 4 CHCHt CH 2 ) e CHCH( CH 2 ) 3 C( 0) OMe

TMSO OTMS

650 C31H70O6SU 35437-14-0

Octadecanoic acid, 6,7,12,13-tetrakis[(trimethylsilyl)oxy]-, methyl

ester

100

80

60

40

a>'

0

100

60

60

4*

20

•
160 170 160 190 200 210 220 260 240 260 260 270 280 290 300

OTMS OTMS
I I

Me ( CH 2 ) 4 CHCM( CH 2 ) 4 CHCH( CH 2 ) 4 C( 0) OMe

TMSO OTMS

100

60

60

40

20

0
10 20 30 40 60 60 70 60 90 100 110 120 130 140 160



6326 EPA/NIH MASS SPECTRAL DATA BASE 650

650 C3iH7oOeSi4 35508-15-7
Octadecanoic acid, 6,7,10,ll-tetrakis[(trimethylsilyl)oxy]-, methyl

ester

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

OTMS
I

OTMS
I

Me ( CH 2 ) e CHCH (
CH 2 ) 2 CIHCH ( CH 2 ) 4 C( 0) OMe

TMSO OTMS

650 CsiHtoOsSu 35605-50-6
Octadecanoic acid, 12,13,15,16-tetrakis[(trimethylsilyl)oxy]-, methyl

ester

850 CsiHvoOeSu 35508-17-9
Octadecanoic acid, 8,9,15,16-tetrakis[(trimethylsilyl)oxy]-, methyl

ester

Me
i

MeSI 0

Me

Me
I

OS I Me

Me

( CH 2 ) 6 C( O) OMe

Me Et MeII I I

Me S I OCHCH ( CH 2 )

5

CHCHOS I Me
I

Me
I

Me

100

80

60

40

20

0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Me
I

MeSI 0
I

Me

OS I Me
I

Me

( CH 2 ) i o C( 0) OMe

MeMe Et
I I

MeSI OCHCHCH 2 CHCHOSI Me
I I

Me Me

170 180 190 200 210 220 230 240 250 260 270 280 290 300

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600



650 EPA/NIH MASS SPECTRAL DATA BASE 6327

650 C33H46O13 72101-43-0

0-D-Glucopyranoside, [5-[2-(2,5-dihydro-2-oxo-3-furanyl) =

ethyl]decahydro-1,4a-dimethyl-6-ox<>-l-naphthalenyl ]
methyl,

tetraacetate, [l.R-(la,4aa,5a,8a/3)]-

650 C36H22Fe206 74421-53-7
Iron, hexacarbonyl[M-[(l,2,3,4-rj:l,5—»7)-l,2,3,4-tetraphenyl-l,3-

pentadiene-l,5-diyl]]di-, CFe-Fe)

OS c

650 C44H68O4 71246-59-8
2,4,6,8,10, 12,14-Pentadecaheptaenoic acid, 15-(4-methoxyphenyl)-,
2-decyl-3-methoxy-5-pentylphenyl ester

Me ( CH 2 )

4

100

80

60

40

20

0

100

80

80

40

20

0

100

80

80

40

20

0

100

80

80

40

20

0

100

60

80

40

20

0



6328 EPA/NIH MASS SPECTRAL DATA BASE 651

651 C4vH36Cr 74811-14-6
Chromium, (??E-2,4-cyclopentadien-l-yl)[(l',2',3',4',5 ,

,6
,-»j)-3',=

4' ,5' ,6'-tetraphenyl-l, l':2' ,

1' '-terphenylj-

610 620 630 640 650 660 670 680 690 700 710 720 730 740 760

652 C44H60O4 71142-35-3
2,4,6,8,10,12-Tridecahexaenoic acid, 13-(4-methoxyphenyl)-, 3-

methoxy-2-(9-methyldecyl)-5-(4-methylpentyl)phenyl ester

Me2CH(CH 2 ) 3

100

60

60

40

20

0

100

60

60

40

20

0

100

60

60

40

20

0

100

80

60

40

20

0

656 C31H54N4P2SL 57016-88-3
1,3,2,4-Diazadiphosphetidine, 4-[bis(trimethylsilyl)amino]-2,2,=
4,4-tetrahydro-l-methyl-2,2,2-triphenyl-3-(trimethylsilyl)-
4-[(trimethylsilyl)imino]-

TMS
I

TMS NTMS

n-p!
Ph. | I^NTMS
''P-Nv/ ^

''Me
Ph Ph

1 " 1
• M

i 1 i 1 r 1 1 1 "T '-~
i t 1 »

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750



662 EPA/NIH MASS SPECTRAL DATA BASE 6329

658 C42H55CIO4 71142-32-0

2,4.6,8.10,12-Tridecahexaenoic acid, 13-(3-chloro-4-methoxy=
phenyl)-, 2-decyl-3-methoxy-5-pentylphenyl ester

( CH 2 ) 9 Me

Me ( CH 2 ) 4
” ^ OC(0)CH=CHCH=CHCH = CH

C
'

I

y' >— CH = CHCH = CHCH = CH

610 620 630 640 650 660 670 660 600 700 710 720 730 740 750

660 C37H32N4O8 6139-71-5
Propanedioic acid, bis(3,5-dioxo-l,2-diphenyl-4-pyrazolidinyl)-,

diethyl ester

C(0)oet

-c
I

C(0)0Et >—

N

10 20 30 40 50 eo 70 80 »0 100 110 120 130 140 ISO

010 e20 030 640 640 600 070 680 680 700 710 720 730 740 7S0

662 C34H30O 14 35483-50-2
[8,8'-Bi-lH-naphtho[2,3-c]pyran]-3,3'-diacetic acid, 3,3',4,4’-

tetrahydro-9,9' ,10,10'-tetrahydroxy-7 ,7'-dimethoxy-1 , 1 '-dioxo-,

dimethyl ester

160 170 180 100 200 210 220 230 240 250 260 270 260 290 300



6330 EPA/NIH MASS SPECTRAL DATA BASE 662

662 C36H46N4O8 69721-67-1
l,6,10,22-Tetraazatricyclo[9.7.6.1 12 »16]pentacosa-12,14,16(25)-

triene-18,23-dione, 6,10-diacetyl-15-(acetyloxy)-17-[[4-(ace :=;

tyloxy)phenyl]methyl]-

100

80

60

40

20

0

100

80

80

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0
610 620 630 640 660 660 670 680 690 700 710 720 730 740 750

664 C36H48N4O8 69721-70-6
Acetamide, N-[3-(acetylamino)propyl]-iV-[4-[15-(acetyloxy)-

2-[[4-(acetyloxy)phenyl]methyl]-3,9-dioxo-4,8-diazabicyclo-
[10.3.1]hexadeca-l(16),12,14-trien-4-yl]butyl]-

OAc

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

664 C 39H3oFe03P2 14741-34-5
Iron, tricarbonylbis(triphenylphosphine)-

C:0
Ph
I

PPh
I

Ph

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0 —i i —r—i—tt—

—

i i i » i—i i

610 620 630 640 650 860 670 680 690 700 710 720 730 740 750



668 EPA/NIH MASS SPECTRAL DATA BASE 6331

664 C44H72O4 71142-41-1

Benzenetridecanoic acid, 4-methoxy-, 3-methoxy-2-(9-
methyldecyl)-5-(4-methylpentyl)phenyl ester

100

80

60

40

20

0

100

80

80

40

20

0

100

80

80

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

Me
I

664 C44H72O4 71142-43-3
Benzenepentadecanoic acid, 4-methoxy-, 2-decyl-3-methoxy-

5-pentylphenyl ester

460 470 480 400 500 510 520 530 540 550 560 670 560 500 600

100

60

60

40

20

0
610 620 630 640 650 660 670 660 690 700 710 720 730 740 750

667 C42H25N3O6 129-28-2
Benzamide, N,N'-[iminobis(9,10-dihydro-9,10-dioxo-5,l-

anthracenediyl) ]bis-

1 i 1 i 1 i
1

1 1 I ? i 1 » 1 1

810 620 630 640 650 660 670 660 690 700 710 720 730 740 750

668 C45H80O3 58870-28—3

Cholest-5-ene-3,7-diol, 7-octadecanoate, (3/3,7a)-

1 . J .

10 20 30 *0 50 80 70 80 »0 100 110 120 ISO 140 ISO



6332 EPA/NIH MASS SPECTRAL DATA BASE 668

670 C42H67CIO4 71142-38-6
Benzenetridecanoic acid, 3-chloro-4-methoxy-, 2-decyl-3-
methoxy-5-pentylphenyl ester

OMe

100

80

60

40

20

0

100

60

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

671 C40H33NO9 71641-36-6
D-Xylose, 0-(phenylmethyl)oxime, 2,3,4,5-tetrabenzoate

0C(0)Ph

OC( 0) Ph

|

OC( 0) Ph

PhCH 2 ON •CHCHCHCHCH 2 OC( 0) Ph

100

80

60

40

20

0

100

80

60

40

20

0
160 170 180 100 200 210 220 230 240 260 260 270 280 290 300

671 C40H33NO9 71641-37-7
D-Ribose, 0-(phenylmethyl)oxime, 2,3,4,5-tetrabenzoate

OC( 0) Ph

OC( 0) Ph

|

OC( 0) Ph

PhCH 2 ON sCHCHCHCHCH 2 OC( 0) Ph

671 C40H33NO9 71641-38-8
D-Arabinose, 0-(phenylmethyl)oxime, 2,3,4,5-tetrabenzoate

OC( 0) Ph

OC( 0) Ph

|

0C( 0) Ph

PhCH 2 ON =CHCHCHCHCH 2 0C( 0) Ph

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



672 EPA/NIH MASS SPECTRAL DATA BASE 6333

tio UO )30 M eso MO «70 UO NO 700 710 720 730 740 750

671 C40H33NO9 75422-14-9
D-t/weo-2-Pentulose, 0-(phenylmethyl)oxime, 1,3,4.5-tetrabenzoate

0C( 0) Ph

PhC( 0) 0 NOCH 2 Ph
I I II

PhC( 0) OCH 2 CHCHCCH 2 0C( 0) Ph

672 CisHaeSm
Stannane, methanetetrayltetrakis[trimethyl-

SnMoj
I

Mo 3 Sn CSnMaj
I

SnMo j

56177-41-4

510 520 830 540 550 000 #70 630 580 700 710 720 730 740 750

672 C35H52N4O5S2 67171-90-8
Benzenesulfonamide, iV-(2-cyanoethyl)-4-methyl-iV-[3-[[(4-

methylphenyl)sulfonyl] [3-(2-oxoazacyclotridec-l-yl)propyl] =
amino]propyl]-

SO2
1

NCH2CH2CN

310 320 330 340 360 300 370 300 3»0 400 410 420 430 440 460



6334 EPA/NIH MASS SPECTRAL DATA BASE 672

100J" —

—

80-

80-

40-

20 -

o i
-

I
——I-——

t

-
i" ? » i

* i
1 r i* * i i i i

460 470 480 400 600 610 620 630 640 660 660 670 680 590 600

672 C40H32O10 71658-20-3
Ribitol, pentabenzoate

0C( 0) Ph

PhC( 0) 0
|

OC( 0) Ph

PhC( 0) OCH 2 CHCHCHCH 2 0C( 0) Ph

672
Xylitol, pentabenzoate

C40H32O10

OC( 0) Ph

36030-82-7

PhC( 0) 0
I

0C( 0) Ph

PhC( 0) OCH 2 CHCHCHCH 2 0C( 0) Ph

460 470 480 460 600 610 620 630 640 660 660 670 680 660 800

676 C35H56N4O5S2 75422-06-9
Benzenesulfonamide, iV-(3-aminopropyl)-4-methyl-N-[3-[[(4-

methylphenyl)sulfonyl] [3-(2-oxoazacyclotridec-l-yl)propyl]=
amino]propyl]-

480 470 480 490 600 610 620 630 640 660 660 670 680 690 800

672 C40H32O10 71641-43-5
D-Arabinitol, pentabenzoate

OC( 0) Ph

PhC( 0) 0
|

OC( 0) Ph

PhC( 0) OCH 2 CHCHCHCH 2 OC( 0) Ph

100

so

60

40

20

0

100

80

80

40

20

0

100

80

80

40

20

0

!_ 1 1 1 i

10 20 30 40 50 60 70 80 90 100 110 120 130 140 160

_L_ 1 1 1 J u 1 1

180 170 180 190 200 210 220 230 240 260 280 270 280 290 300

1

i 1 r-T 1 1 r—r— 1 i t—

1

310 320 330 340 360 360 370 380 390 400 410 420 430 440 460



678 EPA/NIH MASS SPECTRAL DATA BASE 6335

676 C46H60O4 69505-95-9
2,4,6,8,10,12,14,16-Heptadecaoctaenoic acid, 17-(4-methoxyphenyl)-,
2^decyl-3-methoxy-5-pentylphenyl ester

»(CH 2 ).

676 CssHveOsSis 71899-28-0
Silane, [[(2a,3d,8a,9/3,13a,14d,17a,18/8,22a)-gammacerane-

2,3,22-triyl] tris(oxy) ]
tris[trimethyl-

Me
1

OS I Me

610 820 630 640 460 660 870 880 800 700 710 720 730 740 750

678 C22H9FisSn 1182-53-2
Stannane

,
butyltris(pentafluorophenyl)-

F

1 l J .1
l

i-l,i • ij- y Jj.| II ,ii

10 20 30 40 SO 80 70 80 00 100 110 120 130 140 150

1 1 . .,j_1_
ISO 170 180 100 200 210 220 230 240 250 280 270 280 200 300



6336 EPA/NIH MASS SPECTRAL DATA BASE 678

610 620 630 640 650 660 670 680 690 700 710 720 730 740 760

678 CmHmOw 126-14-7
a-D-Glucopyranoside

,
l,3,4,6-tetra-0-acetyl-/8-D-fructofuranosyl,

tetraacetate

310 320 330 340 350 360 370 380 390 400 410 420 430 440 460

678 CmHssOw 23846-69-7
D-Glucopyranose, 6-0-(2,3,4,6-tetra-0-acetyl-a-D-galacto=

pyranosyl)-, tetraacetate

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

; (Ui

—

U (U.-,--*.- J

678 C30H26F12O4 49842-32-2
Androsta-3,5-diene-3,17-diol, 3-(heptafluorobutanoate) 17-

(pentafluorobenzoate), (17/3)-

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750



683 EPA/NIH MASS SPECTRAL DATA BASE 6337

678 C46H62O4 71394-73-5
2,4,6,8,10,12,14-Pentadecaheptaenoic acid

i
l5-(4-methoxyphenyl)-

3-methoxy-2-(9-methyldecyl)-5-(4-methylpentyl)phenyl ester

M«2 CH( CH 2 ) 3

«10 820 830 MO 950 WO #70 880 800 700 710 720 730 740 7S0

680 C27H26F 14O4 18072-22-5
Androsta-3,5-diene-3,17a-diol, bis(heptafluorobutyrate)

F

llhl 1 J ll I. iii. jiL ii h ii i.ilhn

10 20 30 40 50 eo 70 80 90 100 110 120 130 140 160

it> ,LU
,

11., 1V r—k J .
. .

180 170 1*0 100 200 210 220 230 240 250 2#0 270 280 200 300

683 C36H4oClFeN404 14126-91-1
Iron, chloro[dimethyl 7,12-diethyl-3,8,13,17-tetramethyl-

21If,23/f-porphine-2,18-dipropanoato(2-)-N21^V22JV23jV24]-,

(SP-5-13)-



6338 EPA/NIH MASS SPECTRAL DATA BASE 684

684 C33H68N4P2SL 67277-82-1
1,3,2,4-Diazadiphosphetidine, 4-[bis(trimethylsilyl)amino]-2,2,=

4,4-tetrahydro-2,2,2-triphenyl-l-propyl-3-(trimethylsilyl)-
4-[(trimethylsilyl)immo]-

TMS
N-
I

Ph -P -
/I

Ph Ph

TMS
I

,NTMS

I %ITMS

610 620 630 640 850 6«0 670 660 660 700 710 720 730 740 7S0

684 C40H33BO10 74810-65-4
D-Glucitol, cyclic 3,4-(phenylboronate) 1,2,5,6-tetrabenzoate

CH 2 OC( 0) Ph

HCOC( 0) Ph

I

HCOC( 0) Ph

CHsOC( 0) Ph

684 C44H57CIO4 71142-36-4
2,4,6,8,10,12,14-Pentadecaheptaenoic acid, 15-(3-chloro-4-
methoxyphenyl)-, 2-decyl-3-methoxy-5-pentylphenyl ester

Ms(CH 2 )4

( CH 2 ) 9 Me

OC( 0) CH =CHCH =CHCH =CHCH =CH
I— CH = CHCH=CHCH=CH

MeO,XJ



685 EPA/NIH MASS SPECTRAL DATA BASE 6339

685 C41H36NO9 71641-39-9
L-Galactose, 6-deoxy-, 0-(phenylmethyl)oxime, 2,3,4,5-tetra=

benzoate

0C( 0) Ph

OC( 0) Ph

0C( 0) Ph

I r
PhCHj ON »CHCHCHCHCHOC( 0) Ph

685 C41H35NO9 71641-40-2
L-Mannoee, 6-deoxy-, 0-{phenylmethyl)oxime, 2,3,4,5-tetrabenzoate

0C( 0) Ph

0C( 0) Ph

0C( 0) Ph

I T
Ph CH 2 ON * CHCHCHCHCHOC( 0) Ph

100 —— —
80-

00 *

40

20*

0 » l I
"

'
l I

'*
l

~ l l*l I I
-

t i i i

010 020 030 040 000 000 070 000 000 700 710 720 730 740 750

685 C41H36NO9 71641-41-3
D-arabino-Hexose, 2-deoxy-, 0-(phenylmethyl)oxime, 3,4,5,6-

tetrabenzoate

0C( 0) Ph

0C( 0) Ph

|

0C( 0) Ph

PhCHj ON = CHCH 2 CHCHCHCHj 0C( 0) Ph

685 C41H36NO9 71641-42-4
D-iyxo-Hexose, 2-deoxy-, 0-(phenylmethyl)oxime, 3,4,5,6-

tetrabenzoate

0C( 0) Ph

0C( 0) Ph

|

0C( 0) Ph

PhCHj ON :CHCH 2 CHCHCHCHj 0C( 0) Ph

100

so

so

40

20

0
10 20 30 40 SO SO 70 SO SO 100 110 120 130 140 150



6340 EPA/NIH MASS SPECTRAL DATA BASE 685

686 C44H59CIO4 71142-33-1
2,4,6,8,10,12-Tridecahexaenoic acid, 13-(3-chloro-4-methoxy=

phenyl)-, 3-methoxy-2-(9-methyldecyl)-5-(4-methylpen

=

tyl)phenyl ester

Me 2 CH(CH 2 )

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0
610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

1 L.

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

_L, i 1 i 1 i.

160 170 180 190 200 210 220 230 240 260 260 270 280 290 300

In

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

111

690 CnHMS&i 68216-38-6
Prost-14-en-l-oic acid, 19-[[(l,l-dimethylethyl)dimethylsilyl]-

oxy]-9-oxo-13-(phenylsulfinyl)-ll-[(tetrahydro-2/f-pyran-
2-yl)oxy]-, methyl ester, (lla,13S,142£,19i?)-(±)-

S( 0) Ph Me Me

691 C24H62N08PSi6 55530-82-0
D-Glucose, 2-deoxy-3,4,5-tris-0-(trimethylsilyl)-2-[(trimethyl-

silyl)amino]-, 6-[bis(trimethylsilyl) phosphate]

0 TMSO NHTMS
II I I

TMSOPOCH 2 CHCHCHCHCHO
1 I I

TMSO TMSO OTMS

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60
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20

0
460 470 480 490 500 510 520 530 540 550 580 570 580 590 600



692 EPA/NIH MASS SPECTRAL DATA BASE 6341

100 —
80*

60*

40*

20*

0 i *r ' i r r i

11
i » —i

1
1

i
""

i » »

610 620 830 840 650 660 670 680 800 700 710 720 730 740 750

691 C27H6iN3C>6Si6 72360—96—4
lH-Pyrazole-5-carboxamide, N,l-bis(trimethylsilyl)-4-[(tri~

methylsilyl)oxy]-3-[2,3,5-tris-0-(trimethylsilyl)-/3-D-ribo=

furanosyl]-

692 C24H6i09PSi6 28176-73-0
Glucopyrano8e, l,2,3,4-tetrakis-0-(trimethylsilyl)-, bis(tri-

methylsilyl) phosphate, D-

o
II

TMSOPOCH2

OTMS

TMSOCH2

TMSO OTMS

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0
610 620 630 640 650 660 670 680 600 700 710 720 730 740 750

692 C24H6i09PSi6 69688-48—8
D-Galactofuranose, l,2,3,5-tetrakis-0-(trimethylsilyl)-, bis=

(trimethylsilyl) phosphate

HCOTMS 0
I II

CH20-POTMS
I

OTMS

40

20



6342 EPA/NIH MASS SPECTRAL DATA BASE 692

692 C^HeiOaPSie 69744-65-6
D-Mannopyranose, l,2,3,4-tetrakis-0-(trimethylsilyl)-, bis(tri=

methylsilyl) phosphate

692 C^HeiOaPSie 69744-66-7
D-Galactopyranose, l,2,3,4-tetrakis-0-(trimethylsilyl)-, bis-

(trimethylsilyl) phosphate

100

60

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

60

60

40

20

0

100

80

60

40

20

0
610 620 630 640 650 660 670 680 600 700 710 720 730 740 750

il 1. L.

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

i L. .... lb, .

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

692 CaTHesNeOe 75422-11-6
Acetamide, N-[3-[acetyl[3-(acetylamino)propyl]amino]propyl]-
N-

[
3- [acetyl

[
3-

[
acetyl [

3-(2-oxoazacyclotridec-l-yl)propyl]-
amino]propyl]amino]propyl]-



694 EPA/NIH MASS SPECTRAL DATA BASE 6343

692 C«sH7604 63953-41-3
Benzenepentadecanoic acid, 4-methoxy-, 3-methoxy-2-(9-

methyldecyl)-5-(4-methylpentyl)phenyl ester

Me
I

692 C46H76O4 69506-03-2
Benzeneheptadecanoic acid, 4-methoxy-, 2-decyl-3-methoxy-

5-pentylphenyl ester

OMe

694 C40H46N4O7 69721-72-8
4if-l,16-Etheno-5,15-(propaniminoethano)furo[3,4-/] [1,5,10] =

triazacyclohexadecine-4,21-dione, 10,14-diacetyl-22-benzoyl-
3,3a,6,7,8,9,10,ll,12,13,14,15-dodecahydro-3-(4-methoxyphenyl)-

100

80

60

40

20

0

100

60

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

60

60

40

20

0



6344 EPA/NIH MASS SPECTRAL DATA BASE 696

696 Ci6HioHgMo206 12194-13-7
Molybdenum, hexacarbonylbis(7j5-2,4-cyclopentadien-l-yl) =

(mercury)di-, (2Hg-Mo)

c = o c = o

698 C24H5FiSSn 1262-57-3
Stannane, tris(pentafluorophenyl)phenyl-

F

X L ^ lll.l- . ill

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

. . . 1

. 1
•i.i 1

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

698 C40H50N4O7 69721-76-2
Benzamide, iV-[3-[10,14-diacetyl-3a,4,6,7,8,9,10,ll,12,13,14,15-

dodecahydro-15-(2-hydroxyethyl)-3-(4-methoxyphenyl)-4-
oxo-1, 16-ethenofuro[3,4-Z] [1,5, 10] triazacyclohexadecin-5=
(3H)-yl] propyl]-



700 EPA/NIH MASS SPECTRAL DATA BASE 6345

698 C44H71CIO4 71142-39-7
Benzenetridecanoic acid, 3-chloro-4-methoxy-, 3-methoxy-2-

(9-methyldecyl)-5-(4-methylpentyl)phenyl ester

698 C44H71CIO4 71142-42-2
Benzenepentadecaiioic acid, 3-chloro-4-methoxy-, 2-decyl-3-
methoxy-5-pentylphenyl ester

IQO
j

so -

so

40-

20

0 1 1 1 1 1 1 1 1 1 *-| 1 1— I 1 1—
610 620 830 640 650 660 670 680 690 700 710 720 730 740 750

700 C39H6eFe03P2 40697-14-1
Iron, tricarbonylbis(ti’icyclohexylphosphine)-, (TB-5-11)-



6346 EPA/NIH MASS SPECTRAL DATA BASE 704

704 C36H48O14 71976-86-8
4H-l-Benzopyran-4-one, 5,7-dimethoxy-2-(4-methoxyphe=

nyl)-6-(tetra-0-methyl-/8-D-glucosyl)-8-(tri-0-methyl-o!-L-
arabinosyl)-

t r I met hy

I

ar ab I nos y

I

(CsHi 5O4 )

g I ucos y

I

704 C36H48O 14 75284-21-8
4if-l-Benzopyran-4-one, 5,7-dimethoxy-2-(4-methoxyphe=

nyl)-6-(2,3,4,6-tetra-0-methyl-/3-D-glucopyranosyl)-8-(tri-
O-methylarabinosyl)-

t r I methy I

ar ab I nos y

I

CsHi sO«



706 EPA/NIH MASS SPECTRAL DATA BASE 6347

704 C36H48O14 75284-22-9
4if-l-Benzopyran-4-one, 5,7-dimethoxy-2-(4-methoxyphe

—

nyl)-8-(2,3,4,6-tetra-0-methyl-/3-D-glucopyranosyl)-6-(tri-
O-methylarabinosyl)-

t r I me t hy

I

ar ab I nosy I

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

610 820 630 640 650 660 870 680 890 700 710 720 730 740 750

706 CwHsaOioPSie 69727-23-7
D-Glucopyranuronic acid, 2,3,4-tris-0-(trimethylsilyl)-, tri=

methylsilyl ester, bis(trimethylsilyl) phosphate

TMSOC(O)

/V °

|f OTMS WOPOTMS
TMSO ’ / OTMS

10 20 30 40 SO 60 70 SO SO 100 110 120 130 140 150

460 470 480 480 500 510 520 530 540 550 560 570 580 590 600

100-

80 •

80-

, , jl U r-

1 1

40-

20*

L - . L
^—X nX r- 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

610 620 630 640 650 860 670 680 690 700 710 720 730 740 750

704 C48HmC>4 69505-98-2
2,4,6,8,10,12,14,16-Heptadecaoctaenoic acid, 17-(4-methoxyphenyl)-,
3-methoxy-2-(9-methyldecyl)-5-(4-methylpentyl)phenyl ester

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

Me 2 CH(CH 2 ) 3

(CH 2 ) 8 CHM«2

OC( 0) CH = CHCH = CHCH = CHCH = CH

I

CH = CHCH = CHCH = CHCH = CHXT
460 470 460 490 500 510 520 530 540 550 560 570 560 590 600

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



6348 EPA/NIH MASS SPECTRAL DATA BASE 706

706 C24H690ioPSi6 69745-86-4
D-Galactopyranuronic acid, 2,3,4-tris-0-(trimethylsilyl)-, tri=

methylsilyl ester, bis(trimethylsilyl) phosphate

C( 0) OTMS

ioj— 0 0

/OTMsVv-opr

0
II

« OP OTMS

[
OTMS

OTMS

310 320 330 340 350 300 370 380 390 400 410 420 430 440 450

460 470 480 480 600 610 520 530 640 650 580 670 580 590 800

40 50 80 70 80 90 100 110 120 130 140 150

i—.

—

1
,—^^i—

^

Lr. l‘.|. f !• »u h

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

709 C24H33F6N7O9S 72060-17-4
Glycine, N-[iV6-[imino

[
(trifluoroacetyl)amino] methyl]-N2-

[
1-

[S-(2-methoxy-2-oxoethyl)-N-(trifluoroacetyl)-L-cysteinyl]-
L-prolyl]-L-ornithyl]-, methyl ester

CH2SCH2C(0)0Me

COCHNHCOCF
I

F

CONHCH 2 C(0) OMe

NH
II

100 n

80-

60-

40-

1 -1

310

lli.,. 1
, -i

•! -lii|- •
1
—1

- — r- *i

—

320 330 340 350 360 370 380 390 400 410 420 430 440 450

20-

0

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

810 620 630 640 650 660 670 680 690 700 710 720 730 740 750

90 100 110 120 130 140 150

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

708 C33H7606Sie 35508-16-8
Octadecanoic acid, ll,12,15,16-tetrakis[(trimethylsilyl)oxy]-,

trimethylsilyl ester

Me
I

OS I Me
I

Me

MeSI 0
I

Me

Me Et
I I

Me
I

OS I Me

lie Me
I

MeSI OCHCHCH 2 CH 2 CHCH( CH 2 ) 9 C( O) OS I Me

Me Me

460 470 480 490 500 510 520 530 540 550 580 570 580 590 600

810 620 830 640 650 660 870 680 890 700 710 720 730 740 750



712 EPA/NIH MASS SPECTRAL DATA BASE 6349

710 C46H59CIO4 69505-91-5
2,4,6,8,10,12,14,16- Heptadecaoctaenoic acid, 17-(3-chloro-4-
methoxyphenyl)-, 2-decyl-3-methoxy-5-pentylphenyl ester

Me ( CH2 ) 4

(CH 2 )»Me

OC( 0) CH =CHCH =CHCH =CHCH =CH

XX"CHCH =CHCH =CHCH =CH

712 C46H61CIO4 71246-77-0
2,4,6,8,10,12,14-Pentadecaheptaenoic acid, 15-(3-chloro-4-
methoxyphenyl)-, 3-methoxy-2-(9-methyldecyl)-5-(4-
methylpentyl)phenyl ester

Me 2 CH(CH 2 ) j

(CH 2 ) a CHMe 2

OC( 0) CH = CHCH = CHCH = CHCH = CH

a
CH = CHCH = CHCH = CH

100

80

eo

40

20

0-

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

80

40

20

0

712 C56H40 2041-08-9
1,3,5,7-Cyclooctatetraene, 1,2,3,4,5,6,7,8-octaphenyl-

Ph Ph

Ph Ph

100

80

80

40

20

0

100

80

80

40

20

0

100

80

60

40

20

0

100

60

60

40

20

0

100

80

60

40

20

0
810 820 830 840 650 6«0 870 660 600 700 710 720 730 740 750



6350 EPA/NIH MASS SPECTRAL DATA BASE 717

717 CaeHeaMoNOsP 75442-65-8
Molybdenum, carbonyl(776-2,4-cyclopentadien-l-yl)nitrosyl=

[tris[5-methyl-2-(l-methylethyl)cyclohexyl] phosphite-P]-,
stereoisomer

718 C32H48CI2N4O8S 27959-98-4
1,2-Pyridazinedicarboxylie acid, 4,4'-[thiobis(3-isopropenyltri=

methylene)] bis[5-chloro-3,6-dihydro-, tetraethyl ester

ch 2
11

CMe

C( 0) oet

EtOC(O) '

CH 2 EtOC(O) J
C( 0) OEt

N' 'S— CH 2 CH 2 CHSCHCH 2 CH 2

o;,

IIj
,

llll lilliiilil ll

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

ilLjiiiLu L n iiim|i i'|iiiu
,

ill]i_—if b
,

1-iJli1—,—Si
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

100

80

80

40

20

0
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

L_h T , L 1
, ,

720 C35H44O16 11141-17-6
Azadirachtin

STRUCTURE UNDEFINED

720 C36H48O15 75311—69—2
4H-l-Benzopyran-4-one, 5,7-dimethoxy-2-(4-methoxyphe=

nyl)-8-[(2,3,4,6-tetra-0-methyl-j8-D-glucopyranosyl)oxy]-6-

[(tri-O-methylarabinosyl)oxy]
-

t r i mBt hy I

ar ab I nosy I

100 3

80 -

eo -

40 -

20-

0 ^ —
i 1 i 1 1 1 1

1 r ,m
1 1

'*
. . i 1 1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



726 EPA/NIH MASS SPECTRAL DATA BASE 6351
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0
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0
610 820 630 640 650 660 870 880 690 700 710 720 730 740 750

720 C48H80O4 69506-06-5
Benzeneheptadecanoic acid, 4-methoxy-, 3-methoxy-2-(9-

methyldecyl)-5-(4-methylpentyl)phenyl ester

Me

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

722 C 51H54N4 38310-09-7
Phenazine, l,2-dihydro-2,2,4-trimethyl-3-[3,7,12,16-tetra ::::

methyl-18-( 1 , 1 ,3-trimethyl-l/f-cyclopenta [6]quinoxalin-2-
yl)-l,3,5,7,9,ll,13,15,17-octadecanonaenyl]-, (all-trans)-

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

610 620 630 640 650 660 870 880 690 700 710 720 730 740 750

726 C32H62N207Si5 74421-39-9

D-Glucose, 2-0-[3-acetyl-l-(trimethylsilyl)-l//-indolyl]-3,4,=

5,6-tetrakis-0-(trimethylsilyl)-, l-(O-methyloxime)

CH = NOMe
TMSO 1

1 1

TMS

TMSO OTMS H,

. a.

10 20 30 40 50 60 70 60 90 100 110 120 130 140 160

ISO 170 180 100 200 210 220 230 240 2S0 2S0 270 2S0 2B0 300



6352 EPA/NIH MASS SPECTRAL DATA BASE 726

726 C32H62N207Si5 74421-40-2
D-Glucose, 4-0-[3-acetyl-l-(trimethylsilyl)-lH-indolyl]-2,3,=

5,6-tetrakis-0-(trimethylsilyl)-, l-(O-methyloxime)

TMS
I

TMSOCHCH 2 OTMS

726 C32H62N207Sis 74421—41—3
D-Glucose, 6-0-[3-acetyl-l-(trimethylsilyl)-lif-indolyl]-2,3,~

4,5-tetrakis-0-(trimethylsilyl)-, l-(O-methyloxime)

TMSO OTMS
I I

Me ON =CHCHCHCHCHCH 2 0

TMSO OTMS

TMS
I

726 C41H60N4O8 69721-75-1
l,16-Ethenofuro[3,4-/] [l,5,10]triazacyclohexadecine-15-acetic acid,

10,14-diacetyl-5-[3-(benzoylamino)propyl]-3,3a,4,5,6,7,8,9,=
10,ll,12,13,14,15-tetradecahydro-3-(4-methoxyphenyl)-4-oxo-,
methyl ester

726 C46H75CIO4 63953-40-2
Benzenepentadecanoic acid, 3-chloro-4-methoxy-, 3-methoxy-

2-(9-methyldecyl)-5-(4-methylpentyl)phenyl ester



734 EPA/NIH MASS SPECTRAL DATA BASE 6353

726 C46H76CIO4 69505—99—3
Benzeneheptadecanoic acid, 3-chloro-4-methoxy-, 2-decyl-3-
methoxy-5-pentylphenyl ester

100

80
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40

20

0

100

80

80
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20

0
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0
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0
610 620 830 840 650 880 670 680 890 700 710 720 730 740 750

OMe

r
—

1 1 i 1 i 1 1 1 1 1 i- 1 1 1

10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

l l l l f " f I l » f l 1 > 1 1

180 170 180 190 200 210 220 230 240 250 280 270 280 290 300

, . .1
310 320 330 340 350 380 370 380 390 400 410 420 430 440 450

480 470 480 490 500 510 520 530 540 550 580 570 680 590 800

730 C24Fi6GeS2 19739-94-7
10,10'-Spirobi[10i/-phenothiagermanm], 1,1',2,2

,

,3,3
,

,4,4
,

,6,6',-

^J^S'^^'-hexadecafluoro-

731 C4oH680io.Na 34052-60-3
Nigericin, 30-deoxy-, monosodium salt

100

80

60

40

20

0

100

80

80

40

20

0
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80

60

40

20

0

100

80

80

40

20

0

100

80

80

40

20

0

734 C48H94O 4 69688-49-9

Octadecanoic acid, l-[(tetradecyloxy)carbonyl]pentadecyl ester

( CH 2 )

i

3 Me

Me ( CH 2 ) 1 e C( 0) OCHC( 0) 0( CH 2 ) i 3 Me

100

80

80

40

20

0
to 20 30 40 50 60 70 80 #0 100 110 120 130 140 150



6354 EPA/NIH MASS SPECTRAL DATA BASE 734
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610 620 630 640 650 660 070 680 690 700 710 720 730 740 750

736 C31H43F3N4O11S 69782-85-0
L-Glutamic acid, iV-[iV-[iV-[S-(2-methoxy-2-oxoethyl)-iV-

(trifluoroacetyl)-L-cystemyl]-0-methyl-L-tyrosyl]-L-isoleucyl]-,

dimethyl ester

CH 2 SCH2 C( 0 ) OMe

! I

NHCOCHNHCOCF

610 620 630 640 650 680 670 680 690 700 710 720 730 740 750

738 C48H63CIO4 69505-94-8
2,4,6,8,10,12,14,16-Heptadecaoctaenoic acid, 17-(3-chloro-4-
methoxyphenyl)-, 3-methoxy-2-(9-methyldecyl)-5-(4-
methylpentyl)phenyl ester

Me 2 CH(CH 2 ) 3

740 C42H52N4O 8 69721-77-3
Benzamide, iV-[3-[10,14-diacetyl-15-[2-(acetyloxy)ethyl]-3a, :=

4,6,7,8,9,10,ll,12,13,14,15-dodecahydro-3-(4-methoxyphe=
nyl)-4-oxo-l,16-ethenofuro[3,4-/][l,5,10]triazacyclohexade=
cin-5(3//)~yl] propyl]-



752 EPA/NIH MASS SPECTRAL DATA BASE 6355

742 C42H54N4O8 69721-74-0
3,7,12-Triazabicyclo[13.3.1]nonadeca-l(19),15,17-triene-2-acetic

acid, 3,7-diacetyl-12-[3-(benzoylamino)propyl]-16-methoxy-
14-[(4-methoxyphenyl)methyl]-13-oxo-, methyl ester

746 C46H60CI2O4 71246-78-1
2,4,6,8,10, 12,14-Pentadecaheptaenoic acid, 15-(3,5-dichloro-4-
methoxyphenyl)-, 3-methoxy-2-(9-methyldecyl)-5-(4-
methylpentyl)phenyl ester

Me 2 CH ( CH 2 )

3

(CH 2 (eCHMez

OC ( 0 ) CH = CHCH = CHCH = CHCH = CH

C'^
%. I— CH = CHCH = CHCH = CH

752 C36H 2oF8Ge2 19638-32-5
Dibenzo[fc,e] [l,4]digermanin, l,2,3,4,6,7,8,9-octafluoro-5,10-di=

hydro-5,5,10,10-tetraphenyl-



6356 EPA/NIH MASS SPECTRAL DATA BASE 752

752 C45H32N6O6 3812-22-4
[4,4':4',4"-Terpyrazolidine]-3,3',3",5,5',5"-hexone, l,V ,1" ,2,2',~

2"-hexaphenyl-

Ph
I

754 C48H79CIO4 69506-02-1
Benzeneheptadecanoic acid, 3-chloro-4-methoxy-, 3-methoxy-

2-(9-methyldecyl)-5-(4-methylpentyl)phenyl ester

Me

760 C46H74CI2O4 71142-48-8
Benzenepentadecanoic acid, 3,5-dichloro-4-methoxy-, 3-meth=

oxy-2-(9-methyldecyl)-5-(4-methylpentyl)phenyl ester

ci



767 EPA/NIH MASS SPECTRAL DATA BASE 6357

767 C21H9F20NO7 59785-42-1
Propanoic acid, pentafluoro-, 4-[2-[methyl(2,2,3,3,3-penta-
fluoro-l-oxopropyl)amino]-l-(2,2,3,3,3-pentafluoro-l-oxo-
propoxy)ethyl]-l,2-phenylene ester, (/?)-

OC( 0) CCF

767 C21H9F20NO7 72347-74-1
Propanamide, iV-[2-(3,4-dihydroxyphenyl)-2-hydroxy-l-

methylethyl]-2,2,3,3,3-pentafluoro-, tris(2,2,3,3,3-penta-
fluoro-l-oxopropyl) deriv.

nh 2

I

CHCHMe
I

OH

+ 4 HO2 CCF 2 CF 3

- 4H 2 0

100

80
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0
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0
610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

767 C21H9F20NO7 74231-48-4
Propanoic acid, pentafluoro-, 4-[ 1—(2, 2,3,3,3-pentafluoro-l-

oxopropoxy)-2-[(2,2,3,3,3-pentafluoro-l-oxopropyl)amino]~
propyl]-!,2-phenylene ester

F

F

OC( 0) CCF

. . » ...... 1

10 20 30 40 50 60 0 80 90 100 110 120 130 140 150

,
1

,

160 170 180 1 K) 200 210 220 230 240 250 260 270 260 290 300



6358 EPA/NIH MASS SPECTRAL DATA BASE 767

767 C40H61N7O8 31944-47-5
Alanine, N-[N-[l-[N-[N-(N-pTopiony\-L-tryptophyl)-L-

leucyl]-L-valyl]-L-prolyl]-L-leucyl]-, methyl ester, L-

-CH 2 CHCONHCHCONHCHCO-

Me MeOC( 0) CHNHCOCHNHCO

Me Me
j

MeCHCH 2
I

Me

P

770 C2H6F2oFe2P7S 39733-63-6
Iron, [^-(difluorophosphino) j [^-(ethanethiolato)]hexakis(phos=
phorous trifluoride)di-, (Fe-Fe)

PFa

p-V-p
1.*'" 1

k/1
F 3 P — Fe— S'

F,P
/

|

PF 3

770 C34H41F3N4O11S 69782-86-1

L-Glutamic acid, iV-[iV-[iV-[S-(2-methoxy-2-oxoethyl)-Ar-
(trifluoroacetyl)-L-cysteinyl]-0-methyl-L-tyrosyl]-L-
phenylalanyl]-, dimethyl ester

CH 2 Ph C( 0) OMe
I I

CONHCHCONHCHCH 2 CH 2 C( 0) OMe

! CH 2 SCH 2 C( 0) OMe

I I 1
ch 2 chnhcochnhcocf

1

F

760 770 780 790 800 810 820 830 840 850 880 870 880 890 900

70 80 90 100 110 120 130 140 150



776 EPA/NIH MASS SPECTRAL DATA BASE 6359

770 CseKLoNi 61483-84-9
Nickel, bis[l,r,l",l'"-(r/4-l,3-cyclobutadiene-l,2,3,4-tetrayl)te :=

trakis[benzene]]-

100

80

80

40

20

0
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80

80

40

20

0
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80

80

40

20

0

100

80

80
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0

776 C24F16S2S 11 52910-18-6
10,10'-Spirobi[10/f-phenothia8tannin], 1, 1',2,2',3,3',4,4' ,6,6',7,

=

7',8,8',9,9'-hexadecafluoro-



6360 EPA/NIH MASS SPECTRAL DATA BASE 778

778 CwHioFsGeb 69688-61-5
Germane, diphenylbis(2,3,4,5-tetrafluoro-6-iodophenyl)-

F

F
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60
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80
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0
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760 770 780 790 800 810 820 830 840 850 860 870 880 890 900

780 C38H52O17 75299-51-3
4H-l-Benzopyran-4-one, 2-(3,4-dimethoxyphenyl)-5-meth=

oxy-6,7-bis[(2,3,4,6-tetra-0-methyl-/3-D-glucopyranosyl)oxy]-

100

80

80

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

780 C38H52O17 75299-52-4
4/i-l-Benzopyran-4-one, 5,7-dimethoxy-2-[3-methoxy-4-[(2,=
3,4,6-tetra-0-methyl-/?-D-glucopyranosyl)oxy]phenyl]-6-

[ (2 ,3,4,6-tetra-0-methyl-/3-D-glucopyranosyl)oxy ]
-



794 EPA/NIH MASS SPECTRAL DATA BASE 6361

780 C38H52O17 75299-53-5
4H-l-Benzopyran-4-one, 5,7-dimethoxy-2-[4-methoxy-3-[(2,=
3,4,6-tetra-0-methyl-j8-D-glucopyranosyl)oxy]phenyl]-6-
[(2,3,4,6-tetra-0-methyl-/3-D-glucopyranosyl)oxy]-

760 770 780 790 800 810 820 830 840 850 860 870 880 890 600

792 C50H 100N 2O4 67615-90-1
Acetamide, 2,2'-[l,2-ethanediylbis(oxy)]bis[N^/-diundecyl-

Me ( CHj ) 1 0 ( CH 2 ) t 0 Me

Me ( CH 2 ) , o NCOCH2 OCH 2 CH 2 OCH 2 C0N< CH2 ) 1 0 Me

794 C43H56Br204 74432-02-3
Cholest-8-ene-3,15-diol, 14-ethyl-, bis(4-bromobenzoate),

(3d,5a,15a)-



6362 EPA/NIH MASS SPECTRAL DATA BASE 804

804 C48H36O12

myo-Inositol, hexabenzoate

OC( O) Ph

PhC( 0) 0> JL,0C< 0)Ph

PhC( 0) O'^V^OCf 0) Ph

0C( 0) Ph

4099-90-5

805 C48H39NO11 71641-44-6
D-Fructose, 0-(phenyImethyl)oxime, 1,3,4,5,6-pentabenzoate

0C( 0) Ph

0C(0) Ph

PhCH 2 0N 0C( 0) Ph
II I I

PhC( 0) 0CH 2 CCHCHCHCH 2 0C( 0) Ph

805 C48H39NO 11 71641-45-7
D-Glucose, 0-(phenylmethyl)oxime, 2,3,4,5,6-pentabenzoate

PhC( 0) 0

OC( 0) Ph

OC( 0) Ph

|
0C( 0) Ph

Ph CH 2 ON :CHCHCHCHCHCH2 OC( 0) Ph

805 C48H39NO11 71641—46—8
D-Galactose, 0-(phenylmethyl)oxime, 2,3,4,5,6-pentabenzoate

0C( 0) Ph

OC( 0) Ph

PhCH 2 ON = CHCHCHCHCHCH 2 0C( 0) Ph

400 470 480 490 500 510 520 530 540 550 580 570 580 590 800



806 EPA/NIH MASS SPECTRAL DATA BASE 6363

805 C48H39NO11 71641-47-9
D-Mannose, 0-(phenylmethyl)oxime, 2,3,4,5,6-pentabenzoate

9C(0)Ph

OC( 0) Ph

PhC( 0) 0
|

OC( 0) Ph

Ph CH2 ON -CHCHCHCHCHCH2 0C( 0) Ph

100

so

so

40

20

0
760 770 780 790 800 810 820 830 840 850 860 870 880 890 900

806 C48H38O12
D-Mannitol, hexabenzoate

PhC( 0) 0

0C( 0) Ph

0C( 0) Ph

|
0C( 0) Ph

PhC( 0) 0CH2 CHCHCHCHCH2 0C( 0) Ph

7462-41-1

806 C48H38O12
D-Glucitol, hexabenzoate

PhC( 0) 0

0C( 0) Ph

0C( 0) Ph

0C( 0) Ph

PhC( 0) OCH 2 CHCHCHCHCH2 0C( O) Ph

20869-38-9

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



6364 EPA/NIH MASS SPECTRAL DATA BASE 806

806 C48H38O12

Iditol, hexabenzoate, L-

PhC( 0) 0

0C( 0) Ph

0C( 0) Ph

|
0C( 0) Ph

PhC( 0) 0CH 2 CHCHCHCHCH 2 0C( 0) Ph

21238-34-6

82 1 CasHevNC^Sis 52092-53-2
i8-D-Glucopyranosiduronic acid, (5a,6a)-7,8-didehydro-4,5-ep ::::

oxy-17-methyl-6-[(trimethylsilyl)oxy]morphinan-3-yl 2,3,4-

tris-O-(trimethylsilyl)-, trimethylsilyl ester

100

80

60

40

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
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0
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0
760 770 780 790 800 810 820 830 840 850 860 870 880 890 900

830 C42H62N4O7S3 75422-07-0
Benzenesulfonamide, 4-methyl-iV-[3-[[(4-methylphenyl) ;=:

sulfonyl]amino]propyl]-iV-[3-[[(4-methylphenyl)sulfonyl][3-
(2-oxoazacyclotridec-l-yl)propyl]amino]propyl]-

100

80

60

40

20

0

100

80

60

40

20

0
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20

0
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0
460 470 480 490 500 510 520 530 540 550 500 570 580 590 600



868 EPA/NIH MASS SPECTRAL DATA BASE 6365

850 C52H82O9 75311-71-6
9,12-Octadecadienoic acid (Z,Z)-, [9a-(acetyloxy)-la,lb,4,4a,~
5,7a,7b,8,9,9a-decahydro-4a,7b-dihydroxy-l,l,6,8-tetras
methyl-5-oxo-l//-cyclopropa[3,4]benz [1,2-e]azulen-3-yl]methyl
ester, [lai?-(laa,lb/3,4aj8,7aa,7ba,8a,9/3,9aa)]-
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80

60

40

20

0
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0
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0
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0
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0

CH 2 OC( 0) ( CH 2 ) 7 CH : CHCH 2 CH :CH ( CH 2 ) 4 Me

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

460 470 460 490 500 510 520 530 540 550 560 570 560 590 600

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

760 770 780 790 800 810 820 830 640 650 860 870 860 890 900

867
Wilforine

C43H49NO 18 11088-09-8

STRUCTURE UNDEFINED

10 20 30 40 50 60 70 60 90 100 110 120 130 140 150

i| liL— l—“P-—r-*4

160 170 160 180 200 210 220 230 240 260 260 270 280 280 300

310 320 330 340 360 360 370 380 380 400 410 420 430 440 460

760 770 780 780 800 810 820 830 840 850 880 870 880 880 800

868 CasHseP.CisHisBrCISn 15652-38-7
Phosphonium, decyltriphenyl-, (Tfi-5-12)-bromochlorotri=:

phenylstannate (1-)

. PhjP(CH 2 )eMe



6366 EPA/NIH MASS SPECTRAL DATA BASE 873

873
Wilfortrine

C41H47NO20

STRUCTURE UNDEFINED

37239-48-8

‘‘ 1 1 S “H A | .illl. .il

10 20 30 40 SO 00 70 80 90 100 110 120 130 140 160

l i-^-i H (—*—
i

! 1 . , , r-l
160 170 160 190 200 210 220 230 240 260 260 270 280 290 300

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

460 470 480 490 500 510 520 530 540 550 560 570 660 590 600

610 620 630 640 850 680 670 680 890 700 710 720 730 740 760

760 770 780 790 800 810 820 830 840 650 870 880 890 900

880 C31H26F22O4 49842-25-3
Androsta-3,5-diene-3,17-diol, 3-(heptafluorobutanoate) 17-

(pentadecafluorooctanoate), (17/3)—

760 770 780 790 600 610 820 830 640 650 860 670 880 890 900

883 C43H49NO19 37239-51-3
Evonimine, 8-(acetyIoxy)-02-benzoyl-02-deacetyl-8-deoxo-26-
hydroxy-, (8a)-

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

li - » Ji....—^

—

1—,—,—,—,—

^

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

610 620 830 640 650 660 670 680 690 700 710 720 730 740 750

760 770 780 790 800 810 820 830 840 850 860 870

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



1054 EPA/NIH MASS SPECTRAL DATA BASE 6367

940 C31H35F15N4O12 59275-67-1
5-Undecenedioic acid, 5-[[[6-methoxy-6-oxo-5-[(trifluoro =:

acetyl)amino]-2-[(trifluoroacetyl)oxy] hexyl] (trifluoroacetyl) =
amino]methyl]-2,10-bis[(trifluoroacetyl)amino]-, dimethyl ester

C( 0) OMe

I ^
CH(CH 2 ) 3 CHNHCOCF

F

C< 0) OMe

F

FCC( 0) 0 F
I I

F COCF

F Me0C(0)
I I

FCCONHCMCHj CH 2 CHCH 2 NCH 2 CCH 2 CH 2 CHNHCOCF
I I

• 10 MO 830 #40 B50 960 970 980 990 1000 1010 1020 1030 1040 1060

1022 CesHssOe 11094-59-0
Docoaahexaenoic acid, 1,2,3-propanetriyl ester

OC( 0) ( CH 2 ) 2 oMe

Me ( CH 2 ) 2 o C( 0) OCH 2 CHCH 2 0C(0) (CH 2 ) 20 Me -36H

610 620 830 840 650 860 670 680 690 700 710 720 730 740 760

1054 C6oH780Sn2 13356—08—6
Distannoxane, hexakis(2-methyl-2-phenylpropyl)~

Me 2 CCH 2 CH 2 CMe 2

I I

Me 2 CCH 2 — Sn — 0 — Sn — CH 2 CMe 2

1 I I I

Ph CH 2 CM6 2 1
Ph

I CH 2 CMe 2Ph
|

Ph

10 20 30 40 SO 80 70 80 90 100 110 120 130 140 160



6368 EPA/NIH MASS SPECTRAL DATA BASE 1054

1083 CwHsiNaOaSie 74523-73-2
myo-Inositol, tris-0-[3-acetyl-l-(trimethylsilyl)-lif-indolyl] -

tris-O-(trimethylsilyl)-

OH OH TMS

°n +3 HOTMS

-6 H 2 0

1098 C55H82N6O9S4 75422-09-2
Benzenesulfonamide, iV-[3-[(3-aminopropyl)[(4-methylphe :::::

nyl)sulfonyl]amino]propyl]-4-methyl-iV-[3-[ [(4-methyl-
phenyl)sulfonyl] [3-[[(4~niethylphenyl)siilfonyl] [3-(2-oxoaza-
cyclotridec-l-yl)propyl]amino]propyl]amino]propyl]-

100
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20

0
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80
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0
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0
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0

1 168 C12O16OS4 29994-93-2
Osmium, dodecacarbonyltetra-/u3-oxotetra-
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40

20

0
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80
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0

100
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80
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20

0
310 320 330 340 350 380 370 380 390 400 410 420 430 440 450

1080 1070 1080 1090 1100 1110 1120 1130 1140 1150 1160 1170 1180 1190 1200



1182 EPA/NIH MASS SPECTRAL DATA BASE 6369

iooo loro looo iooo noo mo 1120 1130 u«o 1150 1100 1170 noo 1100 1200

1174 C68H54O 19 2425-84-5
a-D-Glucopyranoeide, l,3,4,6-tetra-0-benzoyl-/3-D-fructofuranosyl,

tetrabenzoate

CH 2 OC( 0) Ph

PhC(O)

PhC(O) 0

PhC(O) 0

PhC( 0) OCH 2

rCH2 0C(0)Ph

PhC( 0) 0 C( 0) Ph

100

80

60

40

20

0
460 470 480 490 500 510 520 530 540 550 560 570 560 590 600

1174 C<»HmOi9 71658-21-4
a-D-Glucopyranoside, 2,3,4,6-tetra-O-benzoyl-a-D-glucopyranosyl,

tetrabenzoate

PhC( 0) OCH 2

-0 ,

^
oc(0)pk;

PhC(O) 0
PhC(O) 0

PhC( 0) OCH 2

PhC( 0) < >

PhC(O) 0

1182 CeHisFisNizPgSns 52708-48-2
1,3,5,2,4,6-Triazatriphosphorine, 2,2',2"-(2,2,4,4,6,6-hexa =

methyl-l,3,5,2,4,6-triazatristannine-l,3,5-triyl)tris[2,4,4,6,6-

pentafluoro-2,2,4,4,6,6-hexahydro-

100

so

•0

40

20

O'
10 20 30 40 SO SO 70 SO 90 100 110 120 130 140 ISO



6370 EPA/NIH MASS SPECTRAL DATA BASE 1182
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1184 C78H156N2O4 67615-91-2
Acetamide, 2,2'-[l,2-ethanediylbis(oxy)]bis[iV^V-dioctadecyl-

Me ( CH 2 ) 1 7 ( CH2 )

1

7 Me

Me ( CH 2 ) 1 7 NCOCH2 OCH 2 CH 2 OCH2 CON ( CH 2 ) 1 7 Me
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1185 C24F45N3 21674-38-4
1,3,5-Triazine, 2,4,6-tris(pentadecafluoroheptyl)-

F F F F F F
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**** EPA/NIH MASS SPECTRAL DATA BASE 6371
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1228 C63H84N6OiiS4 75422-08-1
Benzenesulfonamide, N-[3-[[3-(l,3-dihydro-l,3-dioxo-2H-iso~

indol-2-yl)propyl][(4-methylphenyl)sulfonyl]amino]propyl]-
4-methyl-iV-[3-[[(4-methylphenyl)sulfonyl][3-[[(4-methyl=
phenyl)sulfonyl][3-(2-oxoazacyclotridec-l-yl)propyl]amino] =
propyl]amino] propyl]-

Me

760 770 780 790 800 810 820 830 840 850 860 870 880 890 900

****

Aroclor 1232
11141-16-5

STRUCTURE UNDEFINED

****

Chlordane
12789-03-6

STRUCTURE UNDEFINED
100

80

80

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0



NBS-114A (REV. 2-8C)

U.S. DEPT. OF COMM. 1. PUBLICATION OR 2. Performing Organ. Report No. 3. Publication Date

BIBLIOGRAPHIC DATA
SHEET (See instructions)

NWW63,
Suppl . 2

December 1983

4. TITLE AND SUBTITLE

EPA/NIH Mass Spectral Data Base
Supplement 2, 1983

5. AUTHOR(S)
S. R. Heller, G. W. A. Milne, and L. H. Gevantman

S. PERFORMING ORGANIZATION (If joint or other than NBS, see instructions) 7 . Contract/Grant No.

NATIONAL BUREAU OF STANDARDS
DEPARTMENT OF COMMERCE 8. Type of Report & Period Covered

WASHINGTON, D.C. 20234

9.

SPONSORING ORGANIZATION NAME AND COMPLETE ADDRESS (Street. City. State. ZIP)

Same as item 6

10.

SUPPLEMENTARY NOTES

Library of Congress Catalog Card Number: 78-606175

| |

Document describes a computer program; SF-185, FIPS Software Summary, is attached.

11.

ABSTRACT (A 200-word or less factual summary of most significant information. If document includes a significant
bibliography or literature survey, mention it here)

This second Supplement to the EPA/NIH Mass Spectral Data Base (NSRDS-NBS 63)

presents an additional collection of 6557 verified mass spectra of individual

substances compiled from the EPA/NIH mass spectral file. The spectra are given

in bar graph format over the full mass range. Each spectrum is accompanied by a

Chemical Abstracts Index substance name, molecular formula, molecular weight,

structural formula, and Chemical Abstracts Service Registry Number. A

cumulative index has also been issued which provides access to the entire file

of mass spectra.

12.

KEY WORDS (Six to twelve entries; alphabetical order; capitalize only proper names; and separate key words by semicolons)

analytical data; mass spectra; organic substances; verified spectra

13.

AVAILABILITY

X 1

Unlimited

| |

For Official Distribution. Do Not Release to NTIS

PH Order From Superintendent of Documents, U.S. Government Printing Office, Washington, D.C.
20402.

Q3] Order From National Technical Information Service (NTIS), Springfield, VA. 22161

14. NO. OF
PRINTED PAGES

1110

15. Price

USCOMM-DC 6043-P80



Announcement of New Publications in

National Standard Reference Data Series

Superintendent of Documents,

Government Printing Office,

Washington, D.C. 20402

Dear Sir:

Please add my name to the announcement list of new publications to be issued

in the series: National Standard Reference Data Series — National Bureau of

Standards.

Name

Company

Address

City State Zip Code

(Notification Key N-519)



.

.

.










