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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 also

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.

This is a continuing program; both an expansion of the size of the mass spectral data base and an enhancement

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

format and utility of the data, are strongly encouraged.

David R. Tide, Jr., Chief

Office of Standard Reference Data

National Bureau of Standards

IV



Contents

I'a^e

1. Introduction VII

2. Presentation of Spectra VII

3. Acknowledgments VIII

4. References IX

Mass Spectral Data Base 2975

V





EPA/NIH Mass Spectral Data Base

S. R. Heller

Environmental Protection Agency, Washington, D.C. 20460

and

G. W. A. Milne

National Institutes of Health, Bethesda, Maryland 20014

This publication presents a collection of 25,556 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.

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

1. Introduction

During the last seven years, two agencies of the United States

Government, the Environmental Protection Agency (EPA) and the

National Institutes of Health (N1H), have developed a mass

spectrometry data base together with computer software to search

this data base. The Mass Spectrometry Data Centre (MSDC),

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 of 25,556 different

compounds. This EPA/NIH Mass Spectral Data Base is available in

two ways: through lease of a magnetic tape from the National

Bureau of Standards (NBS)
[ 1]

1 and through interactive access via an

international time-sharing computer network [2]. The magnetic tape

contains the same data listed herein. They include the spectrum, and

indexes listing name, formula, molecular weight, and the CAS
Registry Number.

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, we undertook to prepare this book of mass spectra in bar-

graph format derived from the EPA/NIH Mass Spectral Data Base.

This publication, which has been produced by the

Photocomposition System APS-IV [3] of the Chemical Abstracts

Service (CAS) under contract to EPA (Contract 68-01-2731), 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]. The 25,556 mass spectra herein are of different

substances; there are no duplicate spectra. Neither are there any

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

deuterium, oxygen-18).

The current data base was derived from an initial file of about

48,000 mass spectra. This larger file was processed by CAS, which

identified the CAS Registry Number for every substance. These

CAS Registry Numbers are unique numerical identifiers assigned to

chemical substances in the CAS Chemical Registry System [7]. The

Chemical Registry System identifies a chemical substance on the

basis of an unambiguous, computer-language description of its

molecular structure. Currently, there are some 4 million chemical

substances in the master file of the Registry System which was

begun in 1965. Approximately 8,000 of these substances were first

entered into the Registry System during the processing of the

EPA/NIH Mass Spectral Data Base, i.e., these substances had not

previously been reported in the open literature.

Once the Registry Numbers for all substances in the file of

48,000 spectra were identified, all the duplicate entries in the file

were found using these Registry Numbers. Finally, the best

spectrum from each group of duplicate spectra was selected and the

resultant data base is presented in this book. The Quality Index of a

mass spectrum is calculated using an algorithm devised by

McLafferty [8] which detects common errors in mass spectra. This

index takes account of 9 different parameters including such items

as ionization conditions, impurity peaks, etc.

All the 25,556 substances whose spectra are given in this book

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 from the CAS Registry System, 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 [9].

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.
figures in brackets indicate literature references.
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CAS Registry Number

Molecular Formula—
Molecular Weight

Substance Name

Structural Formula

Mass Spectrum

173 C 10H7NO2 86-57-7

Naphthalene, 1-nitro-

no2
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FlGUKK 1. Typical mass spectrum.

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

[10], 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 [11].

The spectra reported in this book do not contain any

metastable or multiple-charge 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

according to molecular formula and, if necessary, further ordered by

CAS Registry Number, in increasing order of the first set of digits.

The mass spectra themselves have been checked before entry

into the file, and many further corrections have been made as a

result of the registration processing by the CAS. In addition, a large

number of changes have been made as a result of comments from

the many users of the computerized Mass Spectral Search System

and users of the tape copies of the data base supplied by NBS.

The four indexes provided in the final volume of this book may

be used to find the spectrum of a specific substance, as opposed to

finding the substance that might give a specific mass spectrum. 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 this compilation as the data

base increases in size. When this is done, completely new indexes

will be produced and may be used 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 book and the subsequent additions to it

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.
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381 Ci8H23N06S 49656-65-7
2,5-Methanofuro[3,2-b]pyridine-4(2/f)-carboxylic acid, hexa=

hydro-8-[[(4-methylphenyl)sulfonyl]oxy]~, ethyl ester, (2a,=
3a/3,5a,7ad,8P*)-

381 C 20H 27NO 4.CIH 19713-28-1
Benzeneethanamine, ^-[^-(S^-dimethoxyphenyllethyll-S^-
dimethoxy-, hydrochloride
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381 Ci8H23N06S 55905-56-1
2-Oxa-7-azatricyclo[4.4.0.03

'
8]decane-7-carboxylic acid, 4-[[(4-

methylphenyl)sulfonyl]oxy]-, ethyl ester, stereoisomer
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381 C 22H24FN 3O 2 2062-84-2
27/ Benzimidazol-2-one, l-[l-[4-(4-fluorophenyl)-4-oxo=

butyl]-4-piperidinyl]-l,3-dihydro-

381 C 22H 27N 3O 3 56847-12-2
Acetamide, N-[(8a,9/?)-9-hydroxy-6'-methoxycinchonan-5'-yl]-
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381 C25H35NO 2 16373-57-2
6-Azaandrostan-7-one, 6-benzyl-17/3-hydroxy-

381 C 25H 51NO 55282-35-4
Formamide, N,iV-didodecyl-

( CHa ) 1

1

Me
1

Me ( CH 2 ) 1

1

NCH = 0

381 C 27H 27NO 15183-49-0
Spiro[fluorene-9,2'-oxetan]-4'-imine, iV-sec-butyl-3'-ethyI-3'-
phenyl-

. . lull. .,,.1.1 11.1l , ....III, 1 1

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

382 C 4H 4F4I2 755-95-3
Butane, 1 ,1 ,2,2-tetrafluoro-l ,4-diiodo-

I CF 2 CF 2 CH 2 CH 2 I

382 C 7F 14O2 42133-36-8
Acetic acid, trifluoro-, undecafluoropentyl ester

F3CC(0)0CF2CF2CF2CF2CF3
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382 Ci2Hi 3BrMo03 12215-00-8
Molybdenum, (4-bromobutyl)tricarbonyl-ir-cyclopentadienyl-

H

oc

Br(CH2)3CH2

382 CisffaBrSn 55429-10-2
Stannane, bromobutylcyclohexyl(l-methylethyl)-

^/\^SnBr(Pr-l ) (CH2)3Me

382 CivHnChRh 24151-56-2
Rhodium, dicarbonyl(l,3-diphenyl-l,3-propanedionato-0,0')-

Ph
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382 CnH26N206Si 40732-69-2
Propanoic acid, 2,2-dimethyl-, 2,3,3a,9a-tetrahydro-6-oxo-2-

[[(trimethylsilyl)oxy]methyl]-6H-furo[2',3':4,5]oxazolo[3,2-
a]pyrimidin-3-yl ester, [2/?-(2a,3/3,3a/3,9a/3)]-
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382 Ci8H34N203Si2 52937-71-0
2,4,6(l/f,3/7,5//)-Pyrimidinetrione, 5-(l-methylbutyl)-5-(2-

propenyl)-l,3-bis(trimethylsilyl)-
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382 C 19H 17ASP2 38234-82-1
l/f-l,3,2-Benzodiphospharsole, 2,3-dihydro-2-methyl-l,3-di :=

phenyl-, (la,2d,3a)-

Ph
I

382 C21H19O3PS 23861-42-9
Phenothiaphosphine, 2,8-dimethyl-10-p-tolyl-, 5,5,10-trioxide

Me

382 C21H 22N 2O5 36763-89-0
Benzoic acid, 4-(phenylazo)-, 2-[2-(tetrahydro-2-oxo-3-

furanyl)ethoxy] ethyl ester
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382 C21H26N4O3 55401-78-0
Benzamide, 4-[(4-nitrophenyl)azo]-/V-pentyl-/V-propyl-

Me ( CH2 ) 4 NP r CO

382 C 21H 34O6 27642-30-4
Pregn-5-ene-3,8,ll,12,14,20-hexol, (3/3,11a, 12/3, 14/?)-

Me
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382 C 22H 26N2O2S 51581-20-5
1-Naphthalenesulfonamide, 5-(dimethylamino)-lV-(l,l-di=:

methyl-2-phenylethyl)-

SO2 NHCM62 CH2 Ph

Me 2 N
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382 C 22H26N2O 2S 55837-07-5
1-Naphthalenesulfonamide, 5-(dirnethylamino)-/V-(4- phenylbutyl) -

SO2 NH ( CH2 ) 4 Ph

Me 2 N
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Minovincine, 16-methoxy-

C( 0 )
OMe
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Voachalotine oxindole

Me
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Talbotine, O-methyl-
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382 C22H 26N 2O4 56114-74-0
Curan-17-oic acid, 19-(acetyloxy)-2,16-didehydro-, methyl ester,

(20?)-

“1 r““—1
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382 C 22H26N 2O4 56293-11-9
2,5-Ethano-2//-azocino[4,3-6]indole-6-carboxylic acid, 6-

[(acetyloxy)methyl]-4-ethylidene-l,3,4,5,6,7-hexahydro^, methyl
ester
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382 C 23H30N2O3 6878-72-4
Aspidofractinine, l-acetyl-6,17-dimethoxy-, (6/3)—
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382 C23H30N2O3 55103-45-2
Aspidofractinine-3-methanol, 17-methoxy-, acetate (ester),

(2a,3a,5a)-

MeO CH2OAC

382 C23H30N2O3 55208-84-9
Aspidospermidin-21-ol, 1-acetyl-, acetate (ester)
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382 C23H30N2O3 56053-24-8
Curan-17-ol, 1-acetyl-, acetate (ester), (16a)-

Ac CH2OAC

382 C 24H2oGe 1048-05-1
Germane, tetraphenyl-

GePtu

382 C25H34O3 17429-43-5
D-Homo-5a-androstan-17a-one, 17-furfurylidene-3/3-hydroxy-

382 C 25H50O2 2442-49-1
Tetracosanoic acid, methyl ester

Me(CH2)22C(0)0Me

382 C25H50O2 55334-67-3
Heneicosanoic acid, 18-propyl-, methyl ester

P r 2 CH { CH 2 ) 1 6 C( 0) OMe
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382 C 25H50O 2 55334-68-4
Octadecanoic acid, 12-hexyl-, methyl ester

( CH2 ) 5 Me
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382 C 25H50O2 55334-76-4
Docosanoic acid, 3,4-dimethyl-, methyl ester, (R*,S*)-

MeOC( 0) CH2 CHMeCHMe ( CH2 ) 1 7 Me
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382 C 25H 50O 2 55334-79-7
Heneicosanoic acid, 3,20,20-trimethyl-, methyl ester

Me3 C( CH2 ) 1 6 CHMeCH2 C( 0) OMe
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382 C25H50O2 55334-80-0
Heneicosanoic acid, 3-ethyl-3-methyl-, methyl ester

Me ( CH2 ) 1 7 CE t Me CH2 C( 0) OMe

382 C 25H50O 2 55334-81-1
Docosanoic acid, 4,4-dimethyl-, methyl ester

Me OC( 0) CH2 CH2 CMe 2 ( CH2 ) 1 7 Me

382 C25H 50O 2 55373-97-2
Docosanoic acid, 3,4-dimethyl-, methyl ester

MeOC( 0) CH 2 CHMeCHMe ( CH 2 ) 1

7

Me



382 EPA/NIH MASS SPECTRAL DATA BASE 2983

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

382
1-Hexacosanol

C26H54O 506-52-5

Me ( CH2 ) 2 5 OH

382 C 27H 42O 566-91-6
Cholesta-l,4-dien-3-one

Me

382 C27H42O 567-72-6
Cholesta-3,5-dien-7-one

Me

382 C27H42O 41083-97-0
Cholesta-5,20,24-trien-3-ol, (3/3)-

Me



2984 EPA/NIH MASS SPECTRAL DATA BASE 382

382 C27H42O 56362-83-5
Cholesta-5, 17(20),24-trien-3-ol, (3/3)-

Me

382 C28H 18N2 5656-26-8
lff-Isoindole, 3-phenyl-l-(3-phunyl-l/f-isoindol-l-ylidene)-

382 C28H46 55334-18-4
9,9'-Biphenanthrene, octacosahydro-

382 GesHi 2 15587-39-0
Pentagermane

H3 GeGeH2 GeH2 GeH2 GeH 3

100-1

80-

80-

40-

20-

. i.Ih. I.ll l

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

80-

60-

40-

20-

__ Jll III.,
,

Jilllll

160 170 180 190 200 210 22C 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

383 CnHisFeNOsSi 52558-90-4
L-Threonine, N-(trifluoroacetyl)-, trimethylsilyl ester, tri-

fluoroacetate (ester)

NHCOCF 3

1

F3CC( O) OCHMe CHC( O) OSi Me3

80-

60-

40-

20-

ill J 1 .III- i I. -

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

80-

60-

40-

20-

L .
l l l l l l l l l l l i

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

80-

60-

40-

20-

0 ^
1 [ 1 1 1 1 K 1 1 1 1 1 1 1 I

310 320 330 340 350 360 370 380 390 400 410 420 ^30 440 450



383 EPA/NIH MASS SPECTRAL DATA BASE 2985

383 CuHasNOaPSia 53044-40r9
Phosphonic acid, [l-[(trimethylsilyl)amino]pentyl]-, bis(tri—

methylsilyl) ester

NHSi Me 3

OS i Me 3

I I

Me ( CH 2 )

3

CHPOS i Me 3

0

383 C 16H 25N5O 4S 55334-61-7
9//-Purin-6-amine, N-(3-methylbutyl)-2-(methylthio)-9-

pentofuranosyl-

Me 2 CHCH 2 CH 2 NH

HO OH

383 C 17H 15CI2NO5 50649-05-3
L-Tyrosine, N-[(2,4-dichlorophenoxy)acetyl]-

100-1 ——

80-

60-

40-

20-

0 1 1
1

L |
|

1 l

“
l 1

***
I

1
1 I

1
1 I

—

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

383 C 17H28F3NO5 57983-12-7
L-Glutamic acid, TV-(trifluoroacetyl)-, bis(l-methylbutyl) ester

C( 0) OCHPr Me

P r CHMe 0C( 0| CH2 CH2 CHNHCOCF

3

383 C21H21NO6 2718-25-4
Rheadan, 8-methoxy-16-methyl-2,3:10,ll-bis[methylenebis(oxy)]-,

(8/3)-

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

383 C 21H21NO6 6014-62-6
Bis[l,3]benzodioxolo[4,5-c:5',6'-g]azecin-13(5i/)-one, 4,6,7,14-

tetrahydro-12-methoxy-5-methyl-

1

Me



2986 EPA/NIH MASS SPECTRAL DATA BASE 383

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

...III.- - -Iill. .-- Jj I. Mil

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

383 C 21H 21NO6 34084-34-9
Spiro[7/f-indeno[4,5-d]-l,3-dioxole-7,r(2'.?f)-isoquinolin]-8=

(6H)-one ,

3
'

,4'-dihydro-6-hydroxy-6 1

,7 '-dimethoxy-2 '-methyl-,
cis—(+)—

383 C22H 25NO5 24176-13-4
Isoquinoline, 3-(a-ethoxyveratryl)-6,7 dimethoxy-

383 C22H 26FN3O 2 510-74-7
l,3,8-Triazaspiro[4.5]decan-4-one, 8-[3-(4-fluorophenoxy) =
propyl]-l-phenyl-

Ph
/

383 C 25H 22NOP 14796-89-5
Benzenamine, 4-methoxy-lV-(triphenylphosphoranylidene)-

OMe

Ph 3 P : N

383 C 27H29NO 14316-99-5
Propylamine, N-lS-ethyl-S^^-triphenyl^-oxetanylidene)-!-
methyl-

.1 , i 1 1 L , 111 J, 1

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

u iul L 1—U * ^-i—u-i—v* i“ 1

" "
1 1 1 1-

1

IM I-
1

—
-h r—11—1 r-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



384 EPA/NIH MASS SPECTRAL DATA BASE 2987

100

80

80

40

20

0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450 310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

383 C 27H 29NO 22592-76-3

Ketone, 4-biphenylyl l-£er£-butyl-3-methyl-2-phenyl-3-azetidinyl,

cis-

t -Bu

384 CsCleFe 55975-93-4
Pentane, 1,1,2,3,4,5-hexachloro-l, 2,3,4,5,5-hexafluoro-

Cl 2 CFCCI FCCI FCCI FCCI F2

384 C 5H 8Br4 3229-00-3
Propane, 1 ,3-dibromo-2,2-bis(bromomethyl)-

CH2 Br
I

Br CH2 CCH2 Br
I

Br CH2

384 C9H 22O4P 2S4 563-12-2
Phosphorodithioic acid, S,S'-methylene 0,0,0',0'-tetraethyl ester

E t O OE t

I I

E t OPSCH2 SPOE t

II II

384 Ci2Hi5lr02 32660-96-1
Iridium, dicarbonyl(pentamethyl-7r-cyclopentadienyl)-



2988 EPA/NIH MASS SPECTRAL DATA BASE 384

384 Ci2H2906PSi3 55334-82-2
2-Propenoic acid, 2-[(trimethylsilyl)oxy]-, anhydride with bis=

(trimethylsilyl) hydrogen phosphate

H2C 0SIM63
II I

Me 3 S I OCC( 0) OPOSI M63

0

384 CuHsFeaOe 56943-70-5
Iron, [£i-(jj4:)7

4-7-methylene-T,3,5-cycloheptatriene)]hexacarbonyldi-

c-o

384 Ci4H29l02Si 55334-59-3
Undecanoic acid, 11-iodo-, trimethylsilyl ester

I ( CH 2 ) i o C( 0) OSI Mes

1,1.1, . L 1 ..

.

„ . ,1.1. . 1 1.

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

l , . L L
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

100 1 —
80-

60-

40-

20-

1 1 1 1 1
I T 1

—**—l
1 1 1 1

i
1

—

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

384 CieHioChO? 26891-81-6
Spiro[benzofuran-2(3/f),r-[2,5]cyclohexadiene]-2'-carboxylic acid,

5,7-dichloro-4-hydroxy-6'-methoxy-6-methyl-3,4'-dioxo-

HO2C

384 Ci6H28N20sSi2 55334-60-6
Acetic acid, 2,3,3a,9a-tetrahydro-7-methyl-3-[(trimethylsilyl)=

oxy]-2-[[(trimethylsilyl)oxy]methyl]-, [2P-(2a,3d,3a/3,9a/3)]-

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
1 1 1 1 1 1 1 1 1

70 80 90 100 110 120 130 140 150

L
l I l 1 1 1

160 170 180 190 200 210
iiiiiiiii

220 230 240 250 260 270 280 290 300

1
.



384 EPA/NIH MASS SPECTRAL DATA BASE 2989

384 C 17H32O4SU 37148-62-2
Benzeneacetic acid, 3,4-bis[(trimethylsilyl)oxy]-, trimethylsilyl ester

—i
1 1 1 1 1 1 p 1 1 1 1 1—

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

384 C 17H32O4S 13 37148-64-4
Benzeneacetic acid, a,4-bis[(trimethylsilyl)oxy]-, trimethylsilyl ester

OS i Me 3

I

Me 3 S i O'

384 CnH3204Si3 55334-62-8
Benzeneacetic acid, 2,5-bis[(trimethylsilyl)oxy]-, trimethylsilyl ester

OSi Me 3

CH 2 C( 0 ) OS i Me 3

OSi Me 3

,
1- -) .1

,

,i.

,

L.

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

p—,—

-

- L i J,“i r-—i “i 1——i—-“i 1—'-“*1 r 1
——i—

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

10 0

80-

60-

40-

20
;

I.

0 —P“—I —I pi1*
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

384 Ci7H34B206Si 55712-55-5
Mannopyranose, l-O-(trimethylsilyl)-, 2,3:4,6-dibutaneboronate

384 CaoHieOs 56437-92-4
Arianciamycinone

STRUCTURE UNDEFINED



2990 EPA/NIH MASS SPECTRAL DATA BASE 384

384 C 20H 32O 5S 42550-38-9
Dodecanoic acid, 5-[[(4-methylphenyl)sulfonyl]oxy]-, methyl ester,

(R)~

( CH2 ) e Me

384 C21H 24N2O3S 5282-83-7
1-Naphthalenesulfonamide, 5-(dimethylamino)-iV-[2-(4-meth-
oxyphenyl) ethyl]-

Me 2
N

384 C21H27F3O3 10589-83-0
Testosterone, trifluoroacetate

Me

100

so

60

40

20

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

384 C 21H36O6 3080-22-6
Pregnane-3,8, 12, 14, 17,20-hexol, (30,5a, 120, 140,17a,20S)-

100

80

60

40

20

0

100

80

60

40

20

0

100

60

60

40

20

0

384 C21H 36S3 55334-77-5
7,14,21-Trithiatrispiro[5.1.5.1.5.1]heneicosane, 3,11,18-trimethyl-

1 II, ll

|

llll iillilil ll iliij l l lllli Iiii

10 20 30 4C 50 60 70 80 90 100 110 120 130 140 150

1 ll 1 1 , J llll 1

160 17 180 19 200 210 220 230 240 250 260 270 280 290 300

1"
i

1
i U-4 1

1 r 1
i
111—k-1—1 —h

1— 1 1 1 1 1 1 1 r-
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

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

i !•



384 EPA/NIH MASS SPECTRAL DATA BASE 2991

100 ——
80-

60-

40 -

20-

0 J
1 1 1 1 1 1 1 1—1—I

1 1 1 1 1 I—
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

384 C 22H24O6 25253-30-9
Naphtho[2,3-e]furan-l

(

3H)-one
,
4-(3,4-dimethoxyphenyl)-3a,=

4,9,9a-tetrahydro-6,7-dimethoxy-, (3aa,4a,9aa)-

OMe

384 C 22H24O6 25925-39-7
Naphtho[2,3-c]fuian-l(3/f)-one, 4-(3,4-dimethoxyphenyl)-3a,-

4,9,9a-tetrahydro-6,7-dimethoxy~, (3a«,4«,9a/l)--(-)-

384 C 22H28N2O4 1850-26-6
Indole-2-acetic acid, a-(l-acetyl-3-ethylidene-4-piperidyl)-3-

(methoxymethyl)-, methyl ester, stereoisomer

Ac

384 C22H 28N 2O4 2494-58-8
Aspidospermidin-17-ol, 1-acetyl-19,21-epoxy-16-methoxy-

384 C 22H 28N2O4 3909-55-5
Aspidodasycarpine, N-methyl-



2992 EPA/NIH MASS SPECTRAL DATA BASE 384

384 C22H28N2O4 4752-37-8
Eburnamenine-14-carboxylic acid, 14,15-dihydro-14-hydroxy-
11-methoxy-, methyl ester, (3a, 14/3,16a)-

“t—1—
i
11""

1
— r“-—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

384 C22H 28N2O4 21451-71-8
Aspidodispermine, O-methyl-, acetate (ester)

384 C22H 28N 2O 4 22222-81-7
Cylindrocarine, 1-formyl-

384 C22H 28N2O4 27123-64-4
Voachalotine oxindole, 19,20-dihydro-

Me

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

384 C 22H28N2O4 28415-48-7
Alanine, N-[N-( l-adamantylcarbonyl)glycyl] -3 --phenyl-, l-

PhCH2CH(C02H) NHCOCH2

100

80

60

40

20

0

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



384 EPA/NIH MASS SPECTRAL DATA BASE 2993

384 C22H29BO5 30888—62—1
Pregn-4-ene-3,ll,20-trione, 17,21-[(methylborylene)bis(oxy)]-

384 C 22H28N2O4

Talbotine, 19,20-dihydro-A^methyl-
30867-56-2

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

384 C 22H28N2O4 56259-11-1
2,4(lH)-Cyclo-3,4-secoakuammilan-17-oic acid, 16-(hydroxy=
methyl)-10-methoxy-, methyl ester

XW C( 0) OMe

CH 2 OH

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

384 C23H32N2O3

Aspidospermidine, l-acetyl-16,17-dimethoxy-

639-26-9

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

384 C 23H 32N2O3 5516-66-5
Aspidospermidin-17-ol, 16-methoxy-l-(l-oxopropyl)-



2994 EPA/NIH MASS SPECTRAL DATA BASE 384

384 C 23H 44O 4 39033-40-4
2-Heptadecanone, l-[(2,2-dimethyl-l,3-dioxolan-4-yl)methoxy]-

CH20CH2CO(CH2)i4Me

384 C 24H 20N2O3 42919-58-4
2(lfL)-Pyrimidinone, 4-(4-methoxyphenyl)-5-(4-methylphen=
oxy)-6-phenyl-

Me

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

1 L 1 11 Ji

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

: . . . . _l 1 U—

384 C24H 20N 2O3 42919-59-5
2( l/f)-Pyrimidinone, 4-(3-methoxyphenyl)-5-(4-methylphen

=

oxy)-6-phenyl-

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

384 C 24H20N2O3 51431-04-0
l/f-Pyrazole-4-acetic acid, 3-(4-methoxyphenyl)-l,5-diphenyl-

384 C 24H 20N2O3 51431-05-1
l//-Pyrazole-4-acetic acid, 5-(4-methoxyphenyl)-l,3-diphenyl-

CH2CO2H

100

80

60

40

20

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

-1 lil - d|li Li,Li, -LlJ-j
,



384 EPA/NIH MASS SPECTRAL DATA BASE 2995

384 C24H32O4

Bufa-20,22-dienolide, 14 hydroxy-3-oxo—, (5/3)-

4029-65-6

384 C 24H32O4 465-39-4
Bufa-20,22-dienolide, 14,15-epoxy-3-hydroxy-, (3/3,5/3,15/3)-

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

..JL . 1 , bill. ii j i.iiln.i.. i.lililiiin iihll li L 1. ullilil*. .jmiliiH.i i. . i,. ... ...I.. i..

.

310 320 330 340 350 360 370 380 390 400 410 420 430 440 460

384 C 24H 32O4 468-86-0
Bufa-20,22-dienolide, 3-hydroxy-15-oxo-, (3/3,5/3,14«)—

60-

40-

20-

160 170 180 190 200 210 220 230 240 250 260 270 260 290 300

illlll |. Lilli. IL^- 1 ^ 1 1 1 1 1 1 1

310 320 330 340 350 360 370 360 390 400 410 420 430 440 450

384 C24H48O3

Hexadecanoic acid, 2-butoxy-, butyl ester

40924-26-3

( CH 2 ) 1 3 Me

Me ( CH2 ) 3 0C( 0) CHO( CH2 ) 3 Me

60-

40-

20-

o J

—,— .1.,—l!

—

K—i

—

*

j—
i
—,—,—,—,—,

—

J

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

384 C25H36O3 52493-14-8
6H-Dibenzo[6,d]pyran-l-ol, 3-(l,l-dimethylpentyl)-6a,7,=

10,10a-tetrahydro-6,6,9-trimethyl-, acetate, (6aR-trans)-

CMe2(CH2)3Me

10 20 30 40 50 60 70



2996 EPA/NIH MASS SPECTRAL DATA BASE 384

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

384 C 26H 16N4 21589-18-4
Benzo[l,2-a:4,3-a']diphenazine, 16,17-dihydro-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

384 C27H44O 67-97-0
9,10-Secocholesta-5,7,10( 19)-trien-3-ol, (30,5Z,7£)-

CHMe ( CH2 )

3

CHMe 2

CH
I

CH

384 C27H 44O
Cholesta-8,24-dien-3-ol, (30,5a)-

128-33-6

CHMerCH2CH2CH:CMe2

i
,.

1 . 1 , l|L_L.li|u ]|i iJil|lllii JililliLjJilli
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
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60-

40 -

20-

, 11, 11 1 1
'1

0 J

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

100 n

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

384 C27H44O
Cholesta-5,24-dien-3-ol, (3/3)—

313-04-2



384 EPA/NIH MASS SPECTRAL DATA BASE 2997

384 C27H44O
Cholesta-5,7-dien-3-ol, (3/3)-

434-16-2 384 C27H 44O
Cholesta-7,9( 1 1 )-dien-3-ol, (30,5a)-

566-96-1

100
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20

0

100

80

60

40

20

0
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384 C27H44O 566-89-2 384 C 27H44O 601-11-6

J ..1.1.1. ill 11. ...iiin ,i.lii„ ,jiLn
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..hi. I.,. 1,1,
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1
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1.. .1.1,1 i.lj, II..,

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

Jl
,
L. ,i.
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\l

Cholesta-5,22-dien-3-ol, (3/3)— Cholest-2-en-l-one, (5a)-



2998 EPA/NIH MASS SPECTRAL DATA BASE 384

384 C 27H44O
Cholest-l-en-3-one, (5a)-

601-55-8

CHMe ( CH2 )

3

CHMe 2

384
Cholest-4-en-3-one

C 27H44O 601-57-0

CHMe (CH2) 3 CHMe

2

384 C27H44O
5a-Cholest-22-en-16-one, (Z)~

14949-13-4

CHMe CH=CHCH2CHMe2

.O

384 C27H44O
5/3-Cholest-24-en-l2-one

14949-29-2

CHMe CH2 CH2 CH • CMe 2

384 C27H44O
Cholest-7-en-3-one, (5a)-

15459-85-5

CHMe (CH2) 3 CHMe 2

lL l .il IjJ iL_,i JiL^ llllll. -1. )iii. jjJiL , -i.i, i.i,

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



384 EPA/NIH MASS SPECTRAL DATA BASE 2999

384 C27H44O
Cholest-8(14)-en-3-one, (5a)-

15477-87-9

CHMe ( CH2 ) 3 CHM62

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

384 C 27H44O
Cholesta-8, 14-dien-3-ol, (3/3,5a)-

19431-20-0

384 C27H44O
Cholest-8(14)-en-17-one, (5a)-

20853-61-6

CHMe(CH2)3CHMe2

-t 1 1 r

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

384 C27H 44O
Cholesta-5,20(22)-dien-3-ol, (30)-

21903-21-9

CMe=CHCH2CH2CHMe2

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

100

CHMe ( CH2 ) 3 CHMe 2
00

;

60
:

40-

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

..i>i.l|i . . i.i.. . i.i, i.. Il . i.iii. ,

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



3000 EPA/NIH MASS SPECTRAL DATA BASE 384

384 C27H44O 40071-66-7
Cholest-8(14)-en-15-one, (5a)-

384 C27H44O 41083-90-3
Cholesta-5,20-dien-3-ol, (3/3)-

100

80-

60-

40-

20-

0 li—dV ^ 1
— l-V r—-1 -i r

1*'
1 1 «t—
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100
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, ,
, , r-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

384 C 27H44O 54482-50-7
Cholest-24-en-16-one, (5a,20£)-

Me

384 C27H44O 54725-43-8
Cholest-14-en-16-one, (5a)-

Me

384 C27H 44O 58072-43-8
27-Norergosta-5,22-dien-3-ol, (3/3,22Z)-

Me



384 EPA/NIH MASS SPECTRAL DATA BASE 3001

i. ill, i.l, l,i. i.i.i Li uU u ulJ L
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ii i. .
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i 1 i
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310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

384 C 28H48 6673-69-4

5a-Ergost-8(14)-ene

CHMe CH2 CH2 CHMe CHMe 2

384 C 28H48 6785-18-8
Cholest-3-ene, 4-methyl-, (5a)-

Me

100

80

80

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

384
5/3-Ergost-24-ene

C28H48 14949-17-8

384 C 28H48

5a-Cholest-3-ene, 2a-methyl-

CHMe { CH2 ) 3 CHMe2

Me.

20997-53-9

384 C 28H48

Cholest-2-ene, 2-methyl-, (5a)-

22599-90-2

CHMe (CH2) 3 CHMe

2



3002 EPA/NIH MASS SPECTRAL DATA BASE 384

384 C28H48 28113-76-0
5a-Cholestane, 4-methylene-

Me

384 C 28H48

Ergost-14-ene, (5a)-

CHMe CH2 CH2 CHMe CHMe 2

40446-05-7

1.1. ,ll
1 1 I 1 1 1 1 1 1 1 1 1 1

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

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

384 C 28H48 55724-44-2
Cholest-2-ene, 4-methyl-, (4a,5a)-

Me

i. i. Ill, .11 i.l.l J, .1 l-l.lil- lllll.l- ililll . i.l.. . . I.L

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

i i i i

160 170 180 190
i i i i i i i i i i

200 210 220 230 240 250 260 270 280 290 300

4 1. 1, 1,.

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

384 C29H20O
2,4-Cyclopentadien-l-one, 2,3,4,5-tetraphenyl-

479-33-4

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

385 CioHisFeNCLSSi 57207-35-9
L-Cysteine, lV,S-bis(trifluoroacetyl)-, trimethylsilyl ester

NHCOCF 3
I

F3CC( 0) SCH2 CHC( 0) OS i M03



385 EPA/NIH MASS SPECTRAL DATA BASE 3003

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

385 Ci5H27N305Si2 41547-77-7
3,6-Epoxy-2//,8ff-pyrimido[6,l-6] [l,3]oxazocin-8-one, 3,4,5,=

6,9,10-hexahydro-10-imino-4,5-bisr(trimethylsilyl)oxy]-,
[3ft-(3a,4j8,5/?,6a)]-

/IYy
Me 3SiO^\y

Me 3 S i 0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

385 Ci7H32N03PSi2 55108-69-5
Phosphonic acid, [l-[(l-methylethylidene)amino]-2-phenylethyl]-,

bis(trimethylsilyl) ester

CH2 Ph

OS i Me 3
I I

Me 2 C=NCHP 0Si Me

3

II

. 0

385 C 21H23NO6 2255-44-9
Rheadan-8-ol, 2,3-dimethoxy-16-methyl-10,ll-[methylene=

bis(oxy)]-, (6a,8a)-

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

li i-i.. 1

160 170 180 190 200 210 220 230 240 250 260 270 260 290 300

385 C21H24NO 2PS 23855-76-7
Quinuclidine, 3-[(2,8-dimethylphenothiaphosphin-10-yl)oxy]-,

10-oxide

f$>

385 C 22H27NC>5 2292-20-8
Dibenz[c,g]azecin-13(6/7)-one, 5,7,8, 14-tetrahydro-3,4, 10,11-
tetramethoxy-6-methyl-

,
T -1 V' 1 ' I'.,.-—

»

t
ii-—i i

—
1 4

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



3004 EPA/NIH MASS SPECTRAL DATA BASE 385

385 C22H27NO5 19778-06-4
13aa-Berbine-8aa(9H)~carboxylic acid, 10,ll-dihydro-2,3-di=
methoxy-ll-oxo-, ethyl ester, (±)-

EtOC(O)

385 C 25H 23NO3 56335-89-8
Ethanone, 2-[4,5 dihydro-5-(4-methoxyphenyl)-3-(4-methyl-

phenyl)-5-isoxazolyl]-l-phenyl-

385 C 26H43NO 5226-43-7
6-Azacholest-4-en-7-one

Me

385 C28H 19NO 19968-81-1
Dispiro[fluorene-9,4'-[2]oxazoline-5',9"~fluorene], 2'-methyl-



386 EPA/NIH MASS SPECTRAL DATA BASE 3005

386 C9H4CI6O4 21678-54-6
Bicyclo[2.2.1]hept-5-ene-2,3-dicarboxylic acid, 1,4, 5,6,7,7-

hexachloro-, (endo,endo)~

386 CioHeChFio 35208-02-7
Cyclobutane, l,r-(l,l,2,2-tetrafluoro-l,2-ethanediyl)bis[2-

chloro-2,3,3-trifluoro-

F

F

386 C 15H22F8O2 18798-10-2
Decanoic acid, 2,2,3,3,4,4,5,5-octafluoropentyl ester

F2CHCF2CF2CF2CH2 0C( O) ( CH2 ) 8 Me

100

80

60

40

20

0

100

80

80

40

20

0

.ill ,1

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

L >
i i i —i

1 1 4-—“*r“ H “i

—

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

100

80

60

40

20

0

386 Ci5H26N 206Si2 41547-72-2
3,6-Epoxy-2//,8//-pyrimido[6,l-6][l,3 1.oxazocine-8,10(97f)-dione,

3,4,5,6-tetrahydro-4,5-bis[(trimelhylsilyl)oxy]-, [3R-(3a,4^»0
50,6a)]-

i r * V“ 1 1
'

“f --“V i
1 1 1 1 1 r—

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

386 CieHigBrOe 20853-47-8
Glucopyranoside, methyl 4,6-0-benzylidene-2-bromo-2-deoxy-,

acetate, a-D-

Br

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, ,ll

,

ii..,,,. L
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

,'.i 1, 1,
,

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

ul



3006 EPA/NIH MASS SPECTRAL DATA BASE 386

386 CnHieCLOe 55555-63-0
Spiro[benzofuran-2(3H),l'-[2]cyclohexene]-3,4'-dione, 5,7-di°

chloro-2',4,6-trimethoxy-6'-methyl-, (2S-trans)-

386 C 19H 14O9 20426-13-5
7//-Isobenzofuro[4,5-6][l,4]benzodioxepin-ll-carboxaldehyde,

l,3-dihydro-l,4-dihydroxy-10-methoxy-5,8-dimethyl-3,7-dioxo-

HO

386 C 2oHi808 17514-43-1
5,12-Naphthacenedione, 8-ethyl-7,8,9,10-tetrahydro-l,6,7,8,=

10,11-hexahydroxy-, [7R-(7a,8d,10a)j-

386 C20H 18O8 52941-92-1
1 ,3(2//,9b/7)-Dibenzofurandione, 2,6-diacetyl-9-(acetyloxy)-7-
hydroxy-8,9b-dimethyl-

d-i61
r T 1

Me
1

-'HI'-t— 1 ,1.1 ,1 1.ljl [Illiu. r..illlll|. ...llllj

AcO

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

100-

80-

60-

40-

20-

illli. - 1 . 1 . 11 . J li l

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

386 C 19H 18N2O7 15298-42-7
[2]Benzopyrano[7,6-/]indazole-8-acetic acid, 2,4,6,8,9,ll-hexa°
hydro-5, 10-dihydroxy-2,6-dimethyl-4,ll-dioxo-, methyl ester

HO 0

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



386 EPA/NIH MASS SPECTRAL DATA BASE 3007

386 C 20H 18O8 54725-41-6
5,12-Naphthacenedione, 8-ethyl -7,8,9, 10 -tetrahydro -1,4,6,7,8,=

10-hexahydroxy-

HO 0 OH OH
H

El

HO 0 OH

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

386 C2oH2604Si2 31396-31-3
4,4'-Biphenyldicarboxylic acid, bis(trimethylsilyl) ester

Me 3 S I OC( 0)
C{ O) OS i Me3

386 C 2oH35Br02 17941-22-9
2-Naphthalenol, 6-bromodecahydro-l-(5-hydroxy-3-methyl-

3-pentenyl)-2,5,5,8a-tetramethyl-, [lS-[la(£),2a,4a/3,6a,8aa]]-

Me

Br

HOCH 2 CH : CMeCH 2 CH 2

386 C21H 22O7 4723-32-4
ll//-Dibenzo[6,e][l,4]dioxepin-7-carboxylic acid, 3,8-dimeth=
oxy-l,4,6,9-tetramethyl-ll-oxo-, methyl ester

0

Me Me

L 1 ill Jli, 1

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

, ,„L, ill 1 L ..i., l. .i.ii., 11I1L JiL jjiiil.

160 170 1 30 190 200 210 220 230
1 1 1 1 1 1 1

240 250 260 270 280 290 300

L jL L 1 . .11 1 . A .

310 320 330 340 350
1 1 1

360 370 380 390 400 410 420 430 440 450

386 C21H 22O7 14184-26-0
[2]Benzopyrano[4,3-b] [l]benzopyran-7-ol, 5,6a,7,12a-tetra=
hydro-2,3,10-trimethoxy-, acetate

OMe



3008 EPA/NIH MASS SPECTRAL DATA BASE 386

386 C21H 29F3O3 2600-38-6
5/3-Androstan-3-one, 17/3-hydroxy-, trifluoroacetate

0C( 0) CF

3

386 C21H29F3O3 3959-78-2
Androstan-17-one, 3-[(trifluoroacetyl)oxy]-, (3/3,5a)-

386 C 21H 38O6

Hexanoic acid, 1,2,3-propanetriyl ester

OC( 0) ( CH2 ) 4 Me

Me ( CH2 ) 4 C( 0) OCH2 CHCH2 OC( 0) ( CH2 ) 4 Me

621-70-5

,
. .1, . 1,-1 - i-tjlil.l -i.,- iji 1- ... .1. - Ii. .

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

;

- - 1.
,

-
, _ _ .

160 170 80 190 200 210 220 230 240 250 260 270 280 290 300

386
Myristin, l,3-diaceto-2-

C21H38O6 14290-23-4

CH2 OAc
I

Me ( CH2 ) 1 2 C( 0) OCHCH2 OAc

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
Myristin, 2,3-diaceto-l-

C21H38O6 14473-55-3

OAc
I

Me ( CH2 ) 1 2 C( O) OCH2 CHCH2 OAc



386 EPA/NIH MASS SPECTRAL DATA BASE 3009

386 C21H 38O6 56554-54-2
Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester

OC( 0) CHE t 2
I

E t 2 CHC( 0) OCH2 CHCH2 0C( 0) CHE t 2

386 C21H 38O6 56554-55-3
Pentanoic acid, 2-methyl-, 1,2,3-propanetriyl ester

OC( 0) CHPrMe

PrCHMeC(O) OCH2 CHCH2 OC( 0) CHP r Me

386 C 22H 26O6 526-06-7
l/f,3//-Furo[3,4-c]furan, l,4-bis(3,4-dimethoxyphenyl)tetrahydro-,

[lR-(la,3ac*,4a:,6aa:)] _

OMe

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

386 C 22H26O6 4375-03-5
l//,3/f-Furo[3,4-c]furan, l,4-bis(3,4-dimethoxyphenyl)tetrahydro-,

( lo:,3aa,4/3,6aa:)-(-)-

OMe

386 C22H26O6 16499-02-8
l//,3//-Furo[3,4-c]furan, l,4-bis(3,4-dimethoxyphenyl)tetrahydro-,

(la,3a/3,4a,6a/3)-(+)-

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

1 1 1 1 1 1 1 1 1 1 1 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

T 1 1 1 r



3010 EPA/NIH MASS SPECTRAL DATA BASE 386

386 C 22H30N 2O4 36459-00-4
Aspidospermidine-20,21-diol, l-acetyl-17-methoxy-

386 C 22H30N2O4 55283-40-4
3,9-Methano-10-f/-furo[3,2-d]azonine-10,ll-dione, 9-[2-(di=
methylamino)-3-methoxyphenyl]decahydro-2,6-dimethyl-,
[2R-(2R*,M*,3aS*,9R*,10aR*)]-

386 C22H 31BO5 30888-67-6
Pregnane-3, 11,20-trione, 17,21-[(methylborylene)bis(oxy)]-, (5/1)-

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 45C

d LLi llhLi iL 1 Mil.. .-Mil IL . bill.

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

160 170 180 19 200 210 220 230 240 250 80 270 280 290 300

-1 , , 1

386 C 22H31BO5 31012-57-4
Pregn-4-ene-3,20-dione, ll-hydroxy-17,21-[(phenylborylene)=

bis(oxy)]-, (11/3)—



386 EPA/NIH MASS SPECTRAL DATA BASE 3011

386 C 22H31BO5 35314-78-4
Pregn-4-ene-3,20-dione, 1 l-hydroxy-17,21 [(methylborylene) =

bis(oxy)]-, (11a)-

386 C22H4603Si 56196-58-8
Octadecanoic acid, 2-[(trimethylsilyl)oxy]-, methyl ester

OSi M93
1

MeOC( 0) CH( CH2 ) 1 5 Me

386 C22H4603Si 56630-48-9
Hexadecanoic acid, 3-

[(trimethylsilyl)oxy]propyl ester

Me ( CH2 } 1 4 C( 0) 0( CH2 )3 OSi Me3

100

80-

80-

40-

20-

0 I

*
1 1 r 1 1 !»•

I

“
I

1 1 1 1 1 1—
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

386 C23H 18N 2O4 29972-21-2
Acetophenone, 2-[5-(m-nitrophenyl)-3-phenyl-2-isoxazolin-5-ylj-

N "°

386 C 23H 18N 2O 4 56804-93-4
Ethanone, 2-[4,5-dihydro-3-(4-nitrophenyl)-5-phenyl-5-isox=

azolyl]-1-phenyl-



3012 EPA/NIH MASS SPECTRAL DATA BASE 386

386 C 23H 34N2O3 54725-07-4
Aspidospermidine-l-ethanol, 17-hydroxy-16-methoxy-a-methyl-

386 C 23H 46O4 55334-78-6
Eicosanoic acid, 2-hydroxy-l-(hydroxymethyl)ethyl ester

CH2OH
1

Me(CH 2 )i 0 C(0)0CHCH2 0H

386 C 24H22N2O3 55780-96-6
Oxazolo[5,4-d] isoxazol-5(2/f)~one, tetrahydro-3a,6a-dimethyl-

2,3,6-triphenyl-

Ph

Me

386 C 24H34O4 465-21-4
Bufa-20,22-dienolide, 3,14-dihydroxy-, (3/3,50)-

386
^
C 23H 46O 4 56555-06-7

Docosanoic acid, 8,9-dihydroxy-, methyl ester

MeOC(O) ( CH2 ) 6 CH ( OH ) CH ( OH ) (CH2)i2Me

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

Li
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

in, .I.. I'l' —T X t-Jh T T T T T r-



386 EPA/NIH MASS SPECTRAL DATA BASE 3013

386 C 24H34O4 2504-36-1
Pregn-4-ene-3,20-dione, 17-(acetyloxy)-16-methyl-, (16a)-

Me Ac 0 Ac

386 C 24H 34O4 18326-15-3
2,6-Phenanthrenediol, l,2,3,4,4a,9,10,10a-octahydro-l,l,4a-tri=

methyl-7-(l-methylethyl)-, diacetate, [2S-(2a,4aa,10a/3)]~

OAc

386 C 24H34O4 55349-94-5
Pregn-5-en-20-one, 3-(acetyloxy)-16,17-epoxy-6-methyl-,

(3/3,16a)-

386 C24H3802Si 55449-68-8
6ff-Dibenzo[6,d]pyran, 6a,7,8,10a-tetrahydro-6,6,9-trimethyl-

3-pentyl-l-[(trimethylsilyl)oxy]-, (6aR-trans)-

386 C 24H50O3 56324-80-2
2,4,22-Docosanetriol, 3,5-dimethyl-

MeCH( OH) CHMe CH( OH) CHMe ( CH2 ) 1 7 OH

100

80

60

40

20

0

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



3014 EPA/NIH MASS SPECTRAL DATA BASE 386

386 C 25H38O3 55335-04-1
Pregn-5-en-20-one, 3-(acetyloxy)-6,16-dimethyl-, (3/3, 16a)-

Me

386 C26H30N2O 36528-88-8
1,21-Cycloaspidospermidine, 17-methoxy-21-phenyl-, (21S)-

MeO

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

386 C 26H46N2 27769-11-5
Pregn-5-ene-3a,20a~diamine, N^-ethyl-iV3,lV20,N20-trimethyl-

Me

386 C 26H46N2 27802-32-0
5a-Pregnane-3/3,20a-diamine, 7V3-isopropylidene-iV20r/V2&-dimethyl-

Me



386 EPA/NIH MASS SPECTRAL DATA BASE 3015

386 C 27H46O
Cholest-5-en-3-ol (3/3)—

57-88-5 386
Cholestan-7-one, (5a)-

C27H46O 567-71-5

CHMe(CH2)3CHMe2

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

‘l*
t

—^—1

1

“im
-

1

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450 310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

386 C 27H46O
ChoIest-7-en-3~ol, (3/3,5«)-

80-99-9 386 C 27H46O
Cholestan-6-one, (5a)-

570-46-7

CHMe ( CH2 ) 3 CHM6 2

iL jJj III ,
lilii

.
. 'I

i
iii

.
i.iii..

,

-i.l.'

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

1

ll

I'

llLiUiU 1L, L L-J LyJilL -liill-

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

ll.
,

.'.ll, i
,
L , ,j ,Ji

, ^
170 180 190 200 210 220 230 240 250 260 270 280 290 300



3016 EPA/NIH MASS SPECTRAL DATA BASE 386

386 C 27H46O
5a-Cholestane, 3a,4a-epoxy-

1249-56-5 386 C27H46O
Cholest-7-en-3-ol, (3/3)-

6036-58-4

CHMe { CH2 ) 3 CHMe 2

386 C27H46O
Cholestane, 2,3-epoxy-, (2a,3a,5a)-

1753-61-3
386 C27H46O
Cholestane, 4,5-epoxy-, (4a,5a)-

6079-19-2



386 EPA/NIH MASS SPECTRAL DATA BASE 3017

386 C27H46O
Cholest-8-en-3-ol, (3/3)—

7199-91-9 386 C27H46O
5a-Cholest-22-en-16/3-ol, (Z)-

14949-11-2

386 C27H46O
Cholestan-6-one, (5/3)—

13713-79-6 386 C27H46O
Cholestan-3-one

15600-08-5

Me

! Jl 111 .lie

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

1 -i.in 1 Jl
160 170 100 190 200 210 220 230 240 250 260 270 280 290 300

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

386 C27H46O 19548-94-8
R Homo-A-norcholestan -6 -one, (5a)-



3018 EPA/NIH MASS SPECTRAL DATA BASE 386

386 C 27H46O 20230-22-2
Cholestane, 5,6-epoxy-, (5a,6a)-

Me

386 C27H46O 22033-82-5
Cholestan-6-one

386 C 27H46O 23044-74-8
Cholestane, 4,5-epoxy-, (4/3,5/3)-

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

- L .1. .Hi. ,il

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

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

—i— .11- Lt li
,

.

386 C27H 46O 26758-20-3
Cholest-8( 14)-en-3a-ol

CHMe ( CH2 ) 3 CHMe2

.1 i.l,i , 1

,

.1 1 . 1 ,L 1, il,. ,.l|ln. .
.
,1.1,1 i.L,

10 20 30 40
,

50 60 70 8 90 100 110 120 130 140 150

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



386 EPA/NIH MASS SPECTRAL DATA BASE 3019

386
5a-Cholest-2-en-19-ol

C27H46O 28809-51-0

CHMe ( CH2 ) 3 CHMe 2 11 1,

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

386 C27H46O
Cholestan-7-one, (5a, 14/3)—

40072-53-5

*. C'
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

I

"
I

1
1 I —I k 1 1 1 1 1

1 I

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

386
5a-Cholest-l-en-19-ol

C27H46O 30950-89-1

CHMe ( CH2 ) 3 CHMe 2

CHMe (CH2) 3 CHMe

2

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

386 C27H46O
Cholest-14-en-7-ol, (5a,

1

70)-

54411-69-7

- jT'
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

386 C27H46O
Cholestan-15-one, (5a)-

40071-71-4

CHMe ( CH2 ) 3 CHMe 2

CHMe ( CH2 )

3

CHMe2

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



3020 EPA/NIH MASS SPECTRAL DATA BASE 386

386 C27H46O
Cholest-22-en-16-ol, (5a,160,22E)~

54411-86-8

CHMeCH = CHCH2 CHM6 2

OH

386 C27H46O
Cholest-7-en-14-ol, (5a)-

54423-70-0

t T T iLr*- <U-1 i 1L-, lii[i jjll .-l.lli t.lll|

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

100
1

100-1

80- 80-

00- 60-

40- 40

20-

1. . 1... . .. . ... .1 .., 1 ..1

20-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300
II11111II1

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

386 C27H46O
Cholestane, 23,24-epoxy-, (50)-

54411-90-4 386 C27H46O
Cholest-8(14)-en-7-ol, (5a)-

54482-42-7

CHMe ( CH2 ) 3 CHMe2

1.1, .
.1

,

ll,i .ij.l. 1,1.1,. .1.1,1., .,,1.1,1.. . ,1,1.,,

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

J.I.I- i-l.i-h- 1 .I. 1 .I- Jli-. .. i.ilii, -ii-i 1, ... 1W i-l— 1 1.

160 170 180 190 200 210 220 230 240 250 260 270 280 290 5-0

386
Furostan, (5a)-

C27H46O 54515-00-3

M62CHCH2CH

20-



386 EPA/NIH MASS SPECTRAL DATA BASE 3021

386 C27H46O 54593-98-5
Cholestan-16-one, (5a)-

Me

386 C27H46O 55700-37-3
Cholestan-l-one

386 C 27H 46O 56272-02-7
Cholestan-16-one

386 C28H50

Cholestane, 14-methyl-

Me

52474-84-7

386 C28H50

Cholestane, 14-methyl-, (5a)-

CHMe(CH2)3CHMe2

54482-34-7

100

80-

60-

40-

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

20-



3022 EPA/NIH MASS SPECTRAL DATA BASE 386

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

386 C28H50 55334-71-9
1H-Indene, 5,5'-(l,10-decanediyl)bis[octahydro-

( CH 2 ) 1

0

386 C28H50

Benzene, (2-decyldodecyl)-

55334-72-0

CH2 Ph
I

Me ( CH2 ) 9 CH ( CH2 ) 9 Me

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

387 C 8H7CI6N 3S 24481-68-3
1 ,3,5-Triazine, 2-[ (l-methylethyl)thio]-4,6-bis(trichloromethyl)-

Cl 3C
\^-

N
55^-

SPr -
1

N^N
cci 3

-^r-4- rb“-.‘ 1---111 II,- 1-1
1

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

il. 11 1

80-

60-

40-

20-

10 20 30 40 50 60 70 8 90 100 110 120 130 140 150 0 -

387 C8H 7CI6N3S 24504-17-4
1 ,3,5-Triazine, 2-(propylthio)-4,6-bis(trichloromethyl)-

CI3C. .N. .SPrY Y
“Y"

CCI 3

I. .lil. III..,
1

l.l | |lL.. l.lfli....

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

387 C 12H 16F3N 3O4S2 55670-17-2
2H-l,2,4-Benzothiadiazine-7-sulfonamide, 3,4-dihydro-./V,./V,~

2,4-tetramethyl-6-(trifluoromethyl)-, 1,1-dioxide



387 EPA/NIH MASS SPECTRAL DATA BASE 3023

100

80

60

40

20

0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

387 Ci 5H26N0 3PSSi2 55108-94r6
Phosphonic acid, (l-isothiocyanato-2-phenylethyl)-, bis(tri~

methylsilyl) ester

OSi Mes
I

PhCH2 CH( NCS) POSi M63
II

0

387 Ci6H 3oN04PSi2 55108-86-6
Phosphonic acid, [l-(acetylamino)-2-phenylethyl]-, bis(tri—

methylsilyl) ester

CH2 Ph

OSi Me 3
I I

AcNHCHPOSi M63

O

387 CisHisFsNOSi 55334-63-9
Benzeneethanamine, N-[(pentafluorophenyl)methylene]-/3-

[(trimethylsilyl)oxy]-

F =NCH2 CHPhOS i Me3

F

1

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

L —
160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

310 320 330 340 350 360 370
1 1 1 1 1 1 1 1

380 390 400 410 420 430 440 450

387 CisHisFsNOSi 55334-64-0
Benzeneethanamine, 2V-[(pentafluorophenyl)methylene]-4-

[(trimethylsilyl)oxy]-

F

387 C22H 33N3O3 55836-44-7
Androst-4-en-19-al, 3,17-bis(methoxyimino)-, O-methyloxime

Me

100

80

60

40

2C

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



3024 EPA/NIH MASS SPECTRAL DATA BASE 387

387 C24H 19CINP 14796-87-3

Benzenamine, 3-chloro-/V-(triphenylphosphoranylidene)-

ci

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

387 C 26H45NO 5226-42-6

6-Azacholestan-7-one

(CH2 ) 3 CHMe 2

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

388 C4Cl204Rh2 14523-22-9
Rhodium, tetracarbonyldi-/u-chlorodi-

388 C7F16 335-57-9

Heptane, hexadecafluoro-

F3CCF 2 CF2CF2CF2CF2CF3

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

388 CioHuCl204Sn 16919-65-6

Tin, dichlorobis(2,4-pentanedionato-0,0')-, (OC-6-22)-

UL i -X- —i

—

i—

J

hi. ji 1 ii..iii,—

—

|

my i|n iim
,

i iiy 4-11—, 1

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



388 EPA/NIH MASS SPECTRAL DATA BASE 3025

388 ChH804W 12129-25-8
Tungsten, [(2,3,5,6-7j)-bicyclo[2.2.1

]
hepta -2,5-diene] tetracarbonyl-

388 C11H8O4W 55282-19-4
Tungsten, tricarbonyl(?) 5-2,4-cyclopentadien-l-yl)(l-oxo-2-

propenyl)-

oc

H 2 C=CHC0 \ 'COV

388 C12H12O3W 12129-69-0
Tungsten, tricarbonyl[(l,2,3,4,5,6-»j)-l,3,5-trimethylbenzene]-

Me

n \
Me

0

CO CO

388 Ci4Hi2Fe206 12245-44-2
Iron, hexacarbonyl[Ai-[(l,2,3,4-?):l,4-)7)-l,2,3,4-tetramethyl-l,3-

butadiene-l,4-diyl]]di-, (Fe-Fe)

co

0 L 1 LL, - 1
I 1 1 1 1 1 1 1 1

10 20 30 40 50 60 70 80 90 100 1 0 120 130 140 150

‘1.
|

III . .1, . . 1 1

160 170 180 190 200 210 2 >0 230 240 250 280 270 280 290 300

:j i i i

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



3026 EPA/NIH MASS SPECTRAL DATA BASE 388

388 C 18H 13IO 2 55281-96-4
Methanone, (5-iodo-6-methoxy-2-naphthalenyl)phenyl-

1

OMe

PhCO

388 C 19H24N4O 5 34783-36-3
L-Prolinamide, 5-oxo-L-prolyl-L-phenylalanyl-4-hydroxy-

CH2Ph
H0

'~C
X

N COCHNHCOM
CONH2

-cr

388 C 20H 20O8 479-90-3
4H-l-Benzopyran-4-one, 2-(3,4-dimethoxyphenyl)-5-hydr=

oxy-3,6,7-trimethoxy-

ll... 1

310 320 330 340 350 360 370 380
''ii l 1 1

390 400 410 420 430 440 450

388 C21H24O 7 30657-54-6
3-Flavanol, 3',4,4',7-tetramethoxy-, acetate, trons-2,3,cis-2,4-(+)-

OMe

388 C 22H33BO5 30888-28-9
Pregnane-ll,20-dione, 3-hydroxy-17,21-[(methylborylene)bis=

(oxy)]-, (3a,5/3)-



388 EPA/NIH MASS SPECTRAL DATA BASE 3027

388 C 23H 16S3 16094-76-1
[l,2]Dithiolo[l,5-6][l,2]dithiole-7-Srv, 2,3,5-triphenyl-

Ph

388 C 23H 16S3 34283-92-6
[l,2]Dithiolo[l,5-6] [l,2]dithiole-7-SIV

,
2,3,4~tnphenyl~

388 C 23H 17CIN2O2 42919-56-2
2(lff)-Pyrimidinone, 4-(4-chlorophenyl)-5-(4-methylphen=
oxy)-6-phenyl-

Me

80-

60-

40-

20-

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

388 C 23H 17CIN 2O2 42919-61-9
2( 17f)-Pyrimidinone, 4-(4-chlorophenyl)-6-(4-methylphenyl)-
5-phenoxy-

100

80

60

40

ill
10 20 30 40

1 r 1 r
50 60 70 80 90 100 110 120 130 140 150

:

, 4 1 lL
160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

:

, „ . l„ t
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

C23H17O.Br 13179-84-5
Pyrylium, 2,4,0-triphenyl-, bromide

Ph



3028 EPA/NIH MASS SPECTRAL DATA BASE 388

388 C23H 32O5 468-20-2 388 C 23H32O5 14231-06-2
Card-20(22)-enolide, 3,14-dihydroxy-19-oxo-, (3/3,5a)- Pregnan-20-one, 3-(acetyloxy)-5,6:16,17-diepoxy-, (3/3,5a,6a,16a)-

388 C 23H 32O5 546-03-2
Carda-5,20(22)-dienolide, 3,14,19-trihydroxy-, (3/3)-

388 C23H32O5 28444-97-5
Pregn-5-en-20-one, 21-(acetyloxy)-16,17-epoxy-3-hydroxy-,

(3/3,16a)-

388 C 24H36O4 18793-33-4
/3-Resorcylic acid, 3-(3,7-dimethyl-2,6-octadienyl)-6-pentyl-, ethyl

ester, (E)-

E t OC( 0 )0) i

yV CH2 CH : CMe CH2 CH2 CH = CMe 2

Me ( CH2 ) 4



388 EPA/NIH MASS SPECTRAL DATA BASE 3029

160 170 160 190 200 210 220 230 240 250 260 270 280 290 300

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

388 C 24H 36O4 18793-34-5

/3-Resorcylic acid, 5-(3,7-dimethyl-2,6-octadienyl)-6-pentyl-, ethyl

ester, (

E

)-

(CH2UM0
E ’ °C( CH = CMeCH2 CH2 CH = CM0 2

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

388 C 24H40O 2S 1 18919-58-9
Pregn-5-en-20-one, 3-[(trimethylsilyl)oxy]-, (3/3)—

388 C 25H 40O3 26654-77-3
24-Nor-5a-cholan-22-one, 3/3-hydroxy-, acetate, (20S)-

388 C 24H 36O4 55320-51-9
Pregn-5-en-20-one, 3-(acetyloxy)-16-methoxy-, (3/3,16a)-

Me

J , , , , , 1
—

1

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

Wf-
150

'
-l.lllll .l.lll.L-l.lllIl -Illl- Illll l.-l.l ill 1.

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

-L
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450
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0
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0

100
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0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

4 ii 1,1 Ill ll II,... ,.l|lil.. .7 J 1 I.. ill,

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

l|lll 1. Mi. • l.y . In 1 1

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

- L T T 1 T K T T T T , r-



3030 EPA/NIH MASS SPECTRAL DATA BASE 388

388 C 25H40O3 54411-72-2
Chol-7-en-24~oic acid, 12-hydroxy-, methyl ester, (5/3,12a)-

Me

388 C 25H40O3 55870-39-8
Cholan-24-oic acid, 12-oxo-, methyl ester

Me

388 C26H12O4 3604-49-7
Dinaphtho[l,2-d:l',2'-d']benzo[l,2-6:4,5-6']difuran-8,16-dione

100

80

60

40

20

0

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

388 C 26H 20N4 17433-13-5
2-Quinazolinamine, 3,4-dihydro-iV,3-diphenyl-4-(phenylimino)-

NHPh

Ph

NPh

388 C26H44O2 35882-85-0
26,27-Dinorergost-5-ene-3,24-diol, (3/3)-

Me



388 EPA/NIH MASS SPECTRAL DATA BASE 3031

388 C 27H48O
Cholestan-3-ol, (3/3,5a)-

80-97-7

CHMe ( CH 2 ) 3 CHM6 2

388
Cholestan-3-ol, (3a)-

C27H48O 18769-46-5

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450 310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

388 C27H48O
Cholestan-3-ol, (3a,5a)-

516-95-0 388
Cholestan-6/3-ol

C27H48O 32477-81-9



3032 EPA/NIH MASS SPECTRAL DATA BASE 388

388 C27H48O
Cholestan-7-ol, (5a, 7/1, 14/3)-

40071-69-0

160 170 ISO 190 200 210 220 230 240 250 260 270 280 290 300

388 C28H52 55334-73-1
Cyclohexane, l,l'-[4-(3-cyclohexylpropyl)-l,7-heptanediyl]bis-

(CH2)3

(CH 2 ) 3 CH( CH2 ) 3

1 1 1 “*T J H1 ll
"l ^1 ^ —1—J “»i

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

388 C28H 20S
Thiophene, tetraphenyl-

Ph ~-v
/S
V' Ph^ //

1884-68-0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

388 C28H52 55334-74-2
4,7-Methano-l//-indene, octahydro-5-(2-octyldecyl)-

Me( CH 2 ) 7 CHCH 2

I

Me( CH 2 )7

30

1 1
1 "l

_J| T-J Ij Jili.i -.i.iiLi.., Jii,.
1 u -It -

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

80

60

40-

L 20-
I

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450 0

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

388 C 28H 24N2 30506-03-7
Ethanone, 1,2-diphenyl-, l,2-(diphenylethylidene)hydrazone

PhCH 2 CPh =NN = CPhCH2Ph

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



389 EPA/NIH MASS SPECTRAL DATA BASE 3033

389 BrClsNsPa 14740-93-3
1,3,5,2,4,6-Triazatriphosphorine, 2-bromo~2,4,4,6,6-penta =:

chloro-2,2,4,4,6,6-hexahydro-

Br

389 C 16H 23NO 10 7784-54-5
a-D-Glucopyranose, 2-(acetylamino)-2-deoxy-, 1,3,4,6-tetraacetate

389 C 16H 23NO 10 10385-50-9
a-D-Galactopyranose, 2-(acetylamino)-2-deoxy-, l,3,4,6-tetra=

acetate

AcNH

NHAc

389 C 20H 23NO7 34213-75-7
Glucofuranose, 6-deoxy-l,2:3,5-di-0-isopropylidene~6-phthal=

imido-, «-D-

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 .~ilr ... . -ii
1

.. l 1,

10 20 30 40 50 60 70 80 90 100 110
1 1 l l

120 130 140 150

|l

|

.11 In .

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



3034 EPA/NIH MASS SPECTRAL DATA BASE 389

389 C 23H39NO2S 1 57305-05-2

Androst-9( 1 1)-en-17-one, 3-[(trimethylsilyl)oxy]-, O-methyloxime,

(3a,5a)-

390 Br2Fe2N404
Iron, di-/i-bromotetranitrosyldi-, (Fe-Fe)

N = 0+

15696-30-7

389 C 26H31NO2 55281-49-7

Morphinan, 3-methoxy-6-methyl-17-(phenylacetyl)-, (6a)-

Me

390 CioH 4Cl6Fe 33306-55-7

Ferrocene, 1,1' ,2,2' ,3,3'-hexachloro-



390 EPA/NIH MASS SPECTRAL DATA BASE 3035

390 Ci2HsBr205 30113-88-3
4//-l-Benzopyran-2-carboxylic acid, 6,8-dibromo-7-hydroxy-

4-oxo-, ethyl ester

O) OE t

390 Ci 2H2204Se2 22676-35-3

Hexanoic acid, 6,6'-diselenodi-

H02 C( CH2 )s SoSe( CH2 )5 CO2H

390 CisHaoOeSia 55887-88-2
l-Propene-l,2,3-tricarboxylic acid, tris(trimethylsilyl) ester

c( 0 ) osi Mes
i

Me 3 S i OC( 0 )
CH 2 C = CHC( 0 |

OS i Me

3

390 Ci2H2204Se2 3709-10-2
Butyric acid, 4,4'-diselenobis[2,2-dimethyl-

HO2 CCMe2 CH2 CH2 SeSeCH2 CH2 CMe2 CO2 H

390 C 16H22O 11 604-68-2
a-D-Glucopyranose, pentaacetate

390 Ci 2H2204Se2
Butyric acid, 4,4'-diselenobis[3,3-dimethyl-

HO2 CCH2 CMe 2 CH2 SeSeCH2 CMe2 CH2 CO2

H

3709-12-4 CHnOAc



3036 EPA/NIH MASS SPECTRAL DATA BASE 390

10o

80-

60-

40-

20-

0 -*
1 i 1

1,
i l

1 1 1
1 l —

T

i
1 1 1

—

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

390 C 16H22O 11 604-69-3
/3-D-Glucopyranose, pentaacetate

390 C 16H22O 11

/1-D-Mannopyranose, pentaacetate
4026-35-1

OAc

390 C 16H 22O 11 3891-59-6
D-Glucose, 2,3,4,5,6-pentaacetate

ikl jJl ! , \.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

310 320 330 340 350 360 370 380 390
1 1

400 410 420 430 440 450

390 C 16H22O 11 4163-60-4
/3-D-Galactopyranose, pentaacetate

OAc

AcO OAc
I I I

Ac OCH (
CHO) CHCHCHCH2 OAc

40-

20-

0

1

; ijl . „l 1, Jl
100 -r

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

60-

40-

20-

0 J

1. 1, 1 ,
100

-j

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300 80 -

60 -

, , !
. . 1 .III .

.

1
1 Jjj. lli. ill.

|

j J- M 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

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



390 EPA/NIH MASS SPECTRAL DATA BASE 3037

390 C16H22O11
a-D-Mannopyranose, pentaacetate

4163-65-9

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

390 C16H22O11
D-Fructose, 1 ,3,4,5,6-pentaacetate

6341-07-7

Ac OCH 2 COCHCHCHCH 2 OAc

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

390 C16H22O11
/3-D-Fructopyranose, pentaacetate

AcO CH20Ac

OAc

20764-61-8

390 C16H22O11
D-Glucofuranose, pentaacetate

CHoOAc

I

AcOCH

55123-31-4

fc-0Ac

—I,. III.
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

390 Ci7H3iClN 204Si 57397-44-1
2,4,6(177,3H,5/D~Pyrimidinetrione, 5-[3-chloro-2-[(trimethyl=

silyl)oxy]propyl]-l,3-dimethyl-5-(l-methylbutyl)-

„ CH2 Cl
o I

CH2CHOSiMe3
- CHP r Me

O' N O
I

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

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



3038 EPA/NIH MASS SPECTRAL DATA BASE 390

390 C 18H 14O 10 529-50-0

Benzoic acid, 3-formyl-2,4-dihydroxy-6-methyl-, (2-carboxy-
4-formyl-3,5-dihydroxyphenyl)methyl ester

Me

390 C 19H 18O9 18398-74-8
47/-l-Benzopyran-4-one, 5,7-dihydroxy-2-(3-hydroxy-4,5-di=
methoxyphenyl)-6,8-dimethoxy-

OMe

390 Ci9H4204Si2 1116-64-9

Decanoic acid, 2,3-bis(trimethylsiloxy)propyl ester

OSi Me3
I

Me ( CH2 ) 8 C( 0) OCH2 CHCH2 OS i Me

3

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
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

390 Ci9H 4204Si2 55268-48-9
Decanoic acid, 2 [(trimethylsilyl)oxy]-l-[[(trimethylsilyl)oxy] =

methyl] ethyl ester

CH2 OS I Me 3
I

Me ( CH2 ) e C( O) OCHCH2 OSI Me3

390 C20H22O8 32237-59-5
lH^/i-Sa^ShT-Bislepoxymethanol-Sa^a-ethano-as-indac0

ene-13,14-dicarboxylic acid, hexahydro-10,12-dioxo-, dimethyl

ester



390 EPA/NIH MASS SPECTRAL DATA BASE 3039

390 C 20H22O8 32237-60-8
8a,5-(Epoxymethano)-3,5a-methano-3a,8b-propano-6H-

indeno[4,5-6]furan-4,14-dicarboxylic acid, hexahydro-2,13-
dioxo-, dimethyl ester

xj -^VC( O) OMe

0
X

C( 0) OMe

390 C 21H 26O7 18450-95-8
4aa,4b/l-Gibbane-l,l,10

l

8-tricarboxylic acid, 4a,7-dihydroxy-8-
methylene-, la,4a-lactone, dimethyl ester

C( 0) OMe

H 2 C

0 C( 0) OMe

100-1 100-1

80- 80-

60-
60-

40- 40-

20- 20-

1 11 .I1I1JL, i..llll|l .... iiii.i.i-iiLin.ij. iliiJj iliiiL-iJiliij^-
0 -J

310 320 330 340 350

li
i 1 1 1 1 1 1 1 1 1

—

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

390 C 20H22O8 55570-93-9
2-Benzofuranbutanoic acid, 7-acetyl-4,6-dihydroxy-a-(l-

hydroxyethylidene)-3,5-dimethyl-/3-oxo-, ethyl ester

C( OH) Me

390 C21H 18N4O 4 55591-20-3
1,2-Ethanediol, l-(l-phenyl-lH-pyrazolo[3,4-6]quinoxalin-3-yl)-,

diacetate (ester), (S)~

CHCH2 OAc
I

OAc

.1||L||LJ.I|1|||Ii1.,..iI|Ii1iIii.i
|

|i..IiI|I|iii.,.IiI|I.Im.i..
|

. 1111111,1.. i.i.i.lllli,. ^ll llli

,

li

,

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

390 C 22H30O 2S2 1620-66-2
Phenol, 2,2'-dithiobis[6-(l,l-dimethylethyl)-4-methyl-

Me Bu-t

lLj L . . l.Ji alii

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

:

..l, .IL . .

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

;

L-, T , T , ^
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



3040 EPA/NIH MASS SPECTRAL DATA BASE 390

390 C 22H30O6 6980-45-6
4aa,4b0-Gibbane-la,lO0-dicarboxylic acid, 4a-formyl-7-
hydroxy-l-methyl-8-methylene-, dimethyl ester

390 C22H35BO5 30888-49-4
Pregnan-ll-one, 3,20-dihydroxy-17,21-[(methylborylene)bis(oxy)]-,

(3a,50,2OS)-

100

so

80

40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

100

80

60

40

20

0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

;

ii, bn L—lI—
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..inlli.i— . .—t-
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—
1

—
1

—
1

—
1

—
1
—

390 C 22H35BO5 30888-33-6
Pregnan-20-one, 3,11- dihydroxy 17,21 [(methylborylene)bis(oxy)]-,

(3a,50,11/?)-

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

390 C 23H31FO4 55268-50-3
Pregn-20-yn-6-one, 17-(acetyloxy)-3-fluoro-5-hydroxy-, (30,=

50,17a)-



390 EPA/NIH MASS SPECTRAL DATA BASE 3041

390 C 23H31FO4 57194-88-4
Pregn-'20-yn-6 one, 17-(acetyloxy)-3-fluoro-5-hydroxy-, (3)3,17a)-

390 C 23H34O5 468-19-9
Card-20(22)-enolide, 3,14,19-trihydroxy-, (3)3,5a)-

390 C 23H34O3S 54498-67-8
Androst-5-en-17-one, 3-(acetyloxy)-, cyclic 17-(l,2-ethanediyl

monothioacetal), (3/3)-

390 C23H34O5 514-39-6
Card-20(22)-enolide, 3,5,14-trihydroxy-, (3/3,5/3)-

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 .. 11 . 1 . -i.l. li. ...II L jii.i.u- i.iiiiii ijiiiii, ijiii i..,.niiiii

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

J
fj r4Ji., , 1 ,

« I—
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



3042 EPA/NIH MASS SPECTRAL DATA BASE 390

390 C 23H 34O5 24211-63-0
Card-20(22)-enolide, 2,3,14-trihydroxy-, (2a, 3/3,5a)-

80

60

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

390 C23H34O5 55282-26-3
Kauran-18-oic acid, 7-(acetyloxy)-15,16-epoxy-, methyl ester,

(4a,7/3,15a)-

390 C 23H34O5 56009-15-5
Androstane-17-carboxylic acid, 3-(acetyloxy)-5,6-epoxy-, methyl

ester, (30,5a,6a, 17/3)-

Me

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

390 C 24H 38O4 117-81-7
1,2-Benzenedicarboxylic acid, bis(2-ethylhexyl) ester

C( 0) OCH2 CHE t ( CH2 ) 3 Me

C( 0) OCH2 CHE t (CH2 )3Me

,1. .. ,1 , 1, 1.1,1 , ill , Uili. ,'!

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

iii.ln L L_
160 170 180 190 200 210 220 230 240

1 1 I 1 1 1

250 280 270 280 290 300

:1.
,

IlL, .

1 1 r 1 I- 1 1 1 1 1 1
—

1
1 1 1 —i H r 1

1‘ 1 1 1 1 1 1

—

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

100

80
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0
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80
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0

390 C 24H38O4 117-84-0
1,2-Benzenedicarboxylic acid, dioctyl ester

C( 0) 0( CH2 ) 7 Me

C(0)0(CH2 )7Me

, 11.1 ,.,l , ... !

1 r 1
1 *1

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

_ 1 , , , 1 L1

1
i r- —

1

1

*r —
1 1 r T“ 1 1

—
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



390 EPA/NIH MASS SPECTRAL DATA BASE 3043

390 C 24H 38O4 21940-27-2
Chol-7-en-24-oic acid, 3,12-dihydroxy-, (3a, 5/3, 12a)-

CHMeCH 2 CH 2 COzH

310 320 330 340 350 360 370 300 390 400 410 420 430 440 450

390 C 24H38O4

1,2-Benzenedicarboxylic acid, diisooctyl ester

C(0)0(C8Hl7-lS0)

,C( 0) 0( Ca Hi 7 — I SO)

27554-26-3

390 C 24H38O 4 54725-67-6
Androstane-3,17-diol, 7-methyl-, diacetate, (3a,5a,17/3)-

Me

Ui llliL jill—I
1

1

[inn .|iiin ii. ji i . t i u ij i |i u ., 1 1m ..
|

.i.m iij i—uiiijiM..

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

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

1L uiik*.

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

-l,-.

390 C 24H38O4 56053-08-8
Pregnan-18-oic acid, 20,20-[l,2-ethanediylbis(oxy)]-, methyl ester,

(5a)-

390 C24H38O4 56599-86-1
Tetradecanoic acid, 2-phenyl-l,3-dioxan-5-yl ester

OC( O) (CH 2 )1

2

Mo

Ph



3044 EPA/NIH MASS SPECTRAL DATA BASE 390

390 C 25H42O3 1249-70-3

Cholan-24-oic acid, 12-hydroxy-, methyl ester, (5/3,12a)-

CHMeCH2 CH2 C( 0) OMe

390 C 25H42O3 1249-75-8

Cholan-24-oic acid, 3-hydroxy-, methyl ester, (3a,5/3)—

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

390 C27H 34O2 57289-44-8
2(l/f)-Phenanthrenone, 3,4,4a,9,10,10a-hexahydro-l,l,4a-tri=
methyl-8-(l-methylethyl)-7-(phenylmethoxy)-, (AaS-trans)-

PhCH20

390 C 28H22O2

1,4-Butanedione, 1,2,3,4-tetraphenyl-

10516-92-4

Ph COCHPh CHPh COPh

390 C28H 22O2

Anthracene, l,4-bis(phenylmethoxy)~

41201-49-4

OCH2Ph

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



391 EPA/NIH MASS SPECTRAL DATA BASE 3045

390 C 28H22O2 50616-99-4
9,9'-Bi-9//-fluorene, 9,9'-dimethoxy-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

390 C28H54 55255-74-8
Cyclohexane, 1 , 1 (2—tridecyl— 1 ,3-propanediyl)bis-

( CH 2 )1

— CH2CHCH2

390 C30H30 2819-41-2
Benzene, l,l',l",l n '-(l,6-hexanediylidene)tetrakis-

Ph 2 CH ( CH2 ) 4 CHPh 2

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

100

80-

80-

40-

20-

0 l i 1 i
1 1 1 r r l

"
' T l l r

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

390 C30H30 55255-72-6
l,r:3',l"-Terphenyl, 4,4"-diethyl-5'-(4-ethylphenyl)-

391 CnHuBrNOaS 20426-62-4
5/f-l-Benzazepin-5-one, 4-bromo-l,2-dihydro-l-(p-tolylsulfonyl)-



3046 EPA/NIH MASS SPECTRAL DATA BASE 391

391 C 17H29NO9 52959-68-9
D-Glucitol, 2-(acetylmethylamino)-2-deoxy-3,6-di-0-methyl-,

1,4,5-triacetate

Me N ( Ac } OAc
I I I

ACOCH2 CHCH ( OMe ) CHCHCH2 OMe
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

100-

80-

60-

40-

1 III
1 1 1

20-

1 b llli L. Ll
ll

, , r A lI
|
—lllk; ,i|lllll illll... iljk dill 310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

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

391 C 19H 21NO8 10380-87-7
57f-Pyrano[3,2-d]oxazole-6,7-diol, 5-[(acetyloxy)methyl]-3a,°

6,7,7a-tetrahydro-2-phenyl-, diacetate (ester), (3aa,5a,6ft7a,7aa)-

OCH? OOP
XX-TAcO

391 C 20H 22CINO5 26881-67-4
Spiro [benzofuran-2(3/f),l'-[2] cyclohexene] -3,4'-dione, 7-

chloro-2',6-dimethoxy-6'-methyl-4-(l-pyrrolidinyl)-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

1—
r
- 14, , , , , r- , ,

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

391 C20H 22CINO5 26891-71-4
Spiro [benzofuran-2 (377), l'-[3]cyclohexene]-2',3-dione, 7-

chloro-4',6-dimethoxy-6'-methyl-4-(l-pyrrolidinyl)-

391 C 20H 22CINO5 26881-66-3
Spiro[benzofuran-2(3H),1 '-[2] cyclohexene] -3,4'-dione, 7-

chloro-4,6-dimethoxy-6'-methyl-2'-(l-pyrrolidinyl)-

100

eo

60

40

20

0

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

, ,
,

ijm , niil.

,

,_4
,

11 . i., i.i. rjJ_| 1l_



391 EPA/NIH MASS SPECTRAL DATA BASE 3047

391 C20H22CINO5 26942-69-8
Spiro[benzofuran-2(3H),i'-[3]cyclohexene]-2',3-dione, 7-

chloro-4,6-dimethoxy-6'-methyl-4'-(l-pyrrolidinyl)-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

391 C 23H 25N3O 3 25644-25-1
Piperazinetrione, [[2-(l,l-dimethyl-2-propenyl)-6-(3-methyl-

2-butenyl)-l/f-indol-3-yl] methylene]-, (Z)-

391 C23H41NO2S1 13443-47-5
5a-Androstan-17-one, 3a-(trimethylsiloxy)-, O-methyloxime

1 r h_ Jml.i “V—J»«i-
i

I""
1 ' 1 "!

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

391 C23H4iN02Si 32206-62-5
5/3-Androstan-17-one, 3a-(trimethylsiloxy)-, O-methyloxime

Me 3 S i 0

, , ,

l.l.l , l.l.M. I . l.ll 1 l|llil- 1.. I.llli-
|.

I'll!.. . l|l- l|l.l.i
'

,

- I.'-,

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

391 C23H4iN02Si 57305-08-5
Androstan-16-one, 3-[(trimethylsilyl)oxy]-, O-methyloxime,

(3d,5a)-

I-. 1 L- illL -i-i.l.i Ill j.i
i i 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

1 i I.. . I. L_. l

i i i i i i i i i

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

J. - uL L
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



3048 EPA/NIH MASS SPECTRAL DATA BASE 391

391 C24H 25NO4 20970-65-4
3,5-Pyridinedicarboxylic acid, l,4-dihydro-4-methyl-2,6-diphenyl-,

diethyl ester

C( 0 ) OE t

391 C24H 25NO4 49620-08-8
7if-Pyrano[2,3-c]acridin-7-one, 3,12-dihydro-6,ll-dihydroxy-

3,3,12-trimethyl-5-(3-methyl-2-butenyl)-

391 C26H33NO2 51624-51-2
lH-Dicyclooct[e,g] isoindole-1,3(2H)-dione, 3a,3b,4,5,6,7,8,9,=

10,ll,12,13,14,15,15a,15b-hexadecahydro-2-phenyl-, (3aa,=
3ba,15aa,15ba)~

391 C26H33NO 2 55268-49-0
Morphinan-14-ol, 3-methoxy-6-methyl-17-(2-phenylethyl)-, (6a)-

Me

391 C 26H49NO 56600-11-4

Pyrrolidine, l-(l-oxo-13-docosenyl)-

^\^CO| CH2 ) 1 1 CH=CH( CH2 ) 7 Me

100

80

60

40

20

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



392 EPA/NIH MASS SPECTRAL DATA BASE 3049

391 C 27H21NO2 42589-27-5
4,9-Methano-l//-benz[/]isoindole-l,3(2H)-dione, 10-(di=

phenylmethylene)-3a,4,9,9a-tetrahydro-2-methyl-, (3aa,4a,=
9cr,9aa)-

0

392 CioHeFu 35208-08-3
3-Decene, 1,1,1,2,2,5,5,6,6,9,9,10,10,10-tetradecafluoro-

F3CCF2CH = CHCF2CF2CH2CH2CF2CF3

392 C 12H 3CI7 52712-05-7
l,l'-Biphenyl, 2,2',3,4,5,5',6-heptachloro-

ci ci

392 CnHeCleCh 52745-99-0
2,7:3,6-Dimethanonaphth[2,3-6]oxiren-8-one, 3,4,5,6,9,9-hexa=

chloro-la,2,2a,3,6,6a,7,7a-octahydro-, (laa,2/3,2aa,3|3,6/3,6aa,=

7/3,7aa)-

ci Cl

Cl

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

iJllliL u
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

392 Ci2HioBrI02 25315-13-3
Naphthalene, l-bromo-5-iodo-2,6-dimethoxy-

Br

100

80

60

40

20

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



3050 EPA/NIH MASS SPECTRAL DATA BASE 392

100

80

60

40

20

0

100

80

60

40

20

0

392 Ci3Hi4Br204 56701-11-2

a-D-Galactopyranose, 2,3-dibromo-2,3-dideoxy-4,6-0~(phe~
nylmethylene)-

Br

392 Ci 4Hi6Fe202S2 12087-63-7

Iron, dicarbony lbis(?;5-2,4-cyclopentadien-l-y 1 )bis[/4-(methane-
thiolato)]di-

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

392 CisHszOeSia 55556-97-3
D-Glucuronic acid, 2,4,5-tris-0-(trimethylsilyl)-, lactone

Y)
ip|CH(OTMS)CHO

TMSO OTMS

392 C 15H40N2O2SU 55281-99-7

Alanine, 3-[bis(trimethylsilyl)amino]-N-(trimethylsilyl)-, tri-

methylsilyl ester

NHSi M63

Si Me 3

I I

Me 3 S i OC( O) CHCH 2 NS i Me3

392 Ci6Hi2N2Se2
Indole, 5,5'-diselenodi-

22129-92-6

40

20



392 EPA/NIH MASS SPECTRAL DATA BASE 3051

392 C 17H32N2O6S 2256-16-8
D-erythro-a-D-gafacto-Octopyranoside, methyl 6,8-dideoxy-6-

[[(4-propyl-2-pyrrolidinyl)carbonyl]amino]-l-thio-, (2S-trans)-

392 Ci9H36N 2OSi3 56145-11-0
lH-Indol-5-ol, 3-(2-aminoethyl)-, tris(trimethylsilyl) deriv.

ch2ch2nh2

CONHCHCH(OH)Me

OH

392 C 17H32N2O6S 2520-24-3
D-ery£/iro-a-D-gadac£o-Octopyranoside, methyl 6,8-dideoxy-6-

[[(4-ethyl-l-methyl-2-pyrrolidinyl)carbonyl]amino]-l-thio-,
(2S-trans)-

Me
I

CONHCHCH(OH)Me

392 C21H20S 11 76-63-1

Stannane, triphenyl-2-propenyl-

H2 C = CHCH2 SnPh3

100

80

60

40

20

0

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



3052 EPA/NIH MASS SPECTRAL DATA BASE 392

392 C 21H32N2O5

L-Tyrosine, iV-(iV-acetyl-L-leucyl)-, butyl ester

C( O) 0( CH 2 ) 3 Me

NHAc
I

,CH 2 CHNHCOCHCH 2 CHM02

55723-91-6

392 C22H29FO5 33547-20-5
Estr-5-en-7-one, 3(3-fluoro-10,17|8-dihydroxy-7 diacetate

100-

80-

60-

40-

20-

1 ,,

10 20 30 40 50 &0 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-

j, 1 . 1

310 320 330 340 3 50 360 370 380 390 400 410 420 430 440 450

392 C 22H32O6 24148-77-4
Picras-2-ene-l,16-dione, ll-hydroxy-2,12-dimethoxy-, (1 la, 12/3)-

OMe

392 C22H36N2O 4 40572-21-2
Benzene, l,3,5-tris(2,2-dimethylpropyl)-2-methyl-4,6-dinitro-

310 320 330 340 350 360 370 360 390 400 410 420 430 440 450

392 C 22H37BO5 55331-86-7
Pregnane-3, 11, 17,20,21-pentol, cyclic 17,21-(methylboronate),

(3a,5d,20R)-



392 EPA/NIH MASS SPECTRAL DATA BASE 3053

392 C 23H33FO4 28344-48-1

Androst-5-ene-17/3,19- diol, 3a-fluoro-, diacetate

392 C23H 33FO 4 28344-66-3
Androst-5-ene-17,19-diol, 3-fluoro-, diacetate, (3/3,17/3)-

392 C 23H33FO4 28344-53-8
Estr-5(10)-ene-6/l-methanol, 3a-fluoro-17/l hydroxy-, diacetate

Me

392 C 23H33FO4 28344-73-2
Estr-5(10)-ene-6-methanol, 17-(acetyloxy)-3^fluoro-, acetate,

(3/3,6/3,17/3)-

Me



3054 EPA/NIH MASS SPECTRAL DATA BASE 392

392 C 23H36OS2 7718-52-7
5a-Pregnane-12,20-dione, cyclic 12-(ethylene mercaptole)

-L ...... ill, 1.1.1,.. .1

t
i-‘ i-i-i.

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

392 C23H36O5 2900-98-3
Androstane-17-carboxylic acid, 3-(acetyloxy)-14-hydroxy-, methyl

ester, (3/3,5/3,14/3,17/3)—

C( O) OMe

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

60-

40-

20 -
,

l

392 C 23H36O5 21174-88-9
Prosta-8,13-dien-l-oic acid, 15-(acetyloxy)-9-oxo-, methyl ester,

(13E,15S)-

( CH 2 ) e C( 0) OMe

OAc
I

CH = CHCH ( CH 2 ) 4 Me

392 C 23H 36O5

5a-Cardanolide, 2a,30,14-trihydroxy-
24211-69-6

;

100-1

80-

iu L —.—. „ L_ j 60-

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

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

392 C 23H36O5

5a-Cardanolide, 30,14,19-trihydroxy-

24211-70-9

10 20 30 40 50 60 70 80 90 100 110 120 130 14u 150



392 EPA/NIH MASS SPECTRAL DATA BASE 3055

392 C 23H 36O5 53122-03-5
Prosta-10,13-dien-l-oic acid, 15-(acetyloxy) 9 oxo-, (13E.15S)-

OAc
I

ft'"*”'"'
0 (CH2 ) 6 C(0)0Me

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

392 C 23H36O5 55956-03-1
Androstane-17-carboxylic acid, 3-(acetyloxy)-5-hydroxy-, methyl

ester, (3/3,5/3,17/3)—

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

60-

40-

20-

L
|

uillJL ii{ui i* T
iiiii>..

,
iii

l

li...i...|iin,..
,

.lliuii,— —.
. y

—

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

392 C24H40O4

Cholan-24-oic acid, 3,12-dihydroxy-, (3a,5/3, 12a)-

CHM0CH2CH2CO2H

83-44-3

Li LL *L*i ll|' nl|L. .|lilil 1. i.lill,

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

392 C 24H40O4 57156-93-1
9,12,15-Octadecatrienoic acid, 2,2-dimethyl-l,3-dioxolan-4-ylmethyl

ester, (Z,Z,Z)-

le 0

-Kr
CH 2 0C(0) (CH 2 ) 7 CH = CHCH 2 CH : CHCH 2 CH =CHE t

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300 100-

60-

40

20-

0 -
1

1

l
t L iUJiILjL

L ul , L
10 20 30 40 50 60 70 80 90 100 110 120 30 140 150

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

392 C 24H28N2O3 56053-27-1
2,20-Cycloaspidospermidine-3-methanol, l-acetyl-6,7-didehydro-,

acetate (ester), (2a, 3/3,5a, 12/3,19a,207?)-

Ac CH2OAC



3056 EPA/NIH MASS SPECTRAL DATA BASE 392

392 C 25H32N 2O2 357-56-2

Pyrrolidine, l-[3-methyl-4-(4-morpholinyl)-l-oxo-2,2-di=
phenylbutyl]-, (S)~

^*\l— COCPh 2 CHMe CH2

392 C28H56

Cyclohexane, (2-decyldodecyl)-

( CH2 )

9

Me

6704-00-3

392 C 26H20N2O2 55282-01-4

Benzo[c]cinnoline-5(6H)-acetic acid, a,a-diphenyl-

100

80

60

40

20

0

100

80

60

40

20

0

392 C 26H 20N 2S 36358-10-8

1,3,4-Thiadiazole, 2,3-dihydro-2,2,3,5-tetraphenyl-

ph -^/ s\/ ph

\\ r- ph

N-N
\
Ph

392 C 28Hs6 55255-73-7

6-Tridecene, 2,2,4,10,12,12-hexamethyl-7-(3,5,5-trimethylhexyl)-

CH2 CH2 CHMeCH2 CMe 3
I

Me 3 CCH2 CHMe CH2 CH2 C = CHCH2 CHMe CH2 CMe

3

392 C31H20 55255-71-5

13/f-Dibenzo[a,i]fluorene, 13-(l-naphthalenyl)-

100

80

60

40

20

0

100

80

60

40

20

0



393 EPA/NIH MASS SPECTRAL DATA BASE 3057

100

80

60

40

20

0
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

393 CieHaiNsOSis 55649-43-9
2-Pteridinamine, 6-methyl-N,7V-bis(trimethylsilyl)-4-[(tri~

methylsilyBoxy]-

Sl M63
I

OS i Me

3

393 CieHssNOeSh 56196-90-8
a-D-Glucopyranoside, methyl 2-(acetylamino)-2-deoxy-6-0-

methyl-3,4-bis-0-(trimethylsilyl)-

393 Ci6H 35N06Si2 56196-91-9
a-D-Galactopyranoside, methyl 2-(acetylamino)-2-deoxy-3-0~

methyl-4,6-bis-0-(trimethylsilyl)-

393 CieHssNOeSL 56196-89-5
a-D-Glucopyranoside, methyl 2-(acetylamino)-2-deoxy-3-0-

methyl-4,6-bis-0-(trimethylsilyl)-



3058 EPA/NIH MASS SPECTRAL DATA BASE 393

393 CieHasNOeSh 56196-92-0
a-D-Glucopyranoside, methyl 2-(acetylamino)-2-deoxy-4-0-

methyl-3,6-bis-0-(trimethylsilyl)-

ch2otms

ft
MeO I OMe

NHAc

393 CuHssNOaSu 56196-93-1
a-D-Galactopyranoside, methyl 2-(acetylamino)-2-deoxy-6-0-

methyl-3,4- bis-O-(trimethylsilyl)-

NHAc

393 CuHuNOeSis 56196-94-2
a-D-Galactopyranoside, methyl 2-(acetylamino)-2-deoxy-4-0-

methyl-3,6-bis-0-(trimethylsilyl)-

NHAc

393 Ci9H35N02Si3 56114-64-8
177-Indole, l-(trimethylsilyl)-5-[(trimethylsilyl)oxy]-3-[2-

[(trimethylsilyl)oxy]ethyl]-

Si M63
I

393 C 21H 27N7O 17297-78-8

Butanamide, N-[3-[3-[(aminoiminomethyl)amino]propyl]-5-
( l/f-indol-3-yl)pyrazinyl] -2-methyl-

cmx“N
( CH2 ) 3 NHC( NH2 ) =NH

-1 1 1
1

11111
1 1 “r-1

1 1—“—1
1 1— 1 1 -nr-

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



393 EPA/NIH MASS SPECTRAL DATA BASE 3059

100

80

60

40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

393 C22H19NO4S 23145-78-0
11-Morphanthridinone, 5,6-dihydro-8-methoxy-5-(p-tolyl~

sulfonyl)-

Me

0

393 C 22H20NO4P 55282-00-3
Phosphinic acid, diphenyl-, 2-methyl-l-(3-nitrophenyl)-l-propenyl

ester

CMe 2

II

C0PPh2 =0

NO2

393 C 22H23N3O2S 13285-17-1
1-Naphthalenesulfonamide, 5-(dimethylamino)-N-[2-(l/f-in=

dol-3-yl)ethyl]

-

so2nhch 2 ch 2

393 C 23H 27N3O3 39809-23-9
2(l//)~Pyrimidinone, 4-amino-l-[4-(phenylmethoxy)-3-[(phe~
nylmethoxy)methyl] butyl]

-

CH2 OCH2 Ph
I

CH2 CH2 CHCH2 OCH2 Ph

H2N 0



3060 EPA/NIH MASS SPECTRAL DATA BASE 393

393 C 25H 35N3O 14960-80-6
2,2' Bi-l/C pyrrole, 4-methoxy-5-[(5-undecyl-2/f-pyrrol-2-yl=

idene)methyl]-

393 C 26H51NO 56630-41-2
9-Octadecenamide, N,N-dibutyl-

( CH2 ) 3 Me

Me ( CH2 ) 7 CH = CH ( CH2 ) 7 CON ( CH2 ) 3 Me

393 C 27H 20CIN 36843-26-2
Quinoline, l-(4-chlorophenyl)-l ,4-dihydro-2,3-diphenyl-

ci

100

80

60

40

20

0

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

393 C27H23NO2

Benzanilide, 2-(2-hydroxy-2,2-diphenylethyl)-

CH 2 CP h 2 OH

XONHPh

21868-83-7

393 C27H 27N3 37707-66-7
lLT-Indole, 3,3'-[l-(4-pyridinyl)-l,2-ethanediyl]bis[2-ethyl-



394 EPA/NIH MASS SPECTRAL DATA BASE 3061

393 C 27H 39NO 16420-52-3

Benzamide, 2,4,6-tris(l,l-dimethylethyl)-lV-methyl-lV-(phe ::::

nylmethyl)-

Bu-t

394 CioHsFu 35278-79-6
Decane, 1,1,1,2,2,5,5,6,6,9,9,10,10,10-tetradecafluoro-

F3CCF2 CH 2 CH 2 CF 2 CF 2 CH 2 CH 2 CF2 CF3

394 C 11H20AS2N2S 2 51678-02-5
Arsinothious acid, dimethyl-, 6-propyl-2,4-pyrimidinediyl ester

Pr

100

80

60

40

20

0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

394 Ci2H8Cl602 26946-01-0
2,7:3,6-Dimethanonaphth[2,3-6]oxiren-8-ol, 3,4,5,6,9,9-hexa°

chloro-la,2,2a,3,6,6a,7,7a-octahydro-, stereoisomer

394 C 12H 18O3W 12090-24-3
Tungsten, tris[(2,3,4,0-r/)-3-buten-2-one]-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



3062 EPA/NIH MASS SPECTRAL DATA BASE 394

394 Ci 4H5F7Fe02 33010-27-4
Iron, dicarbonyl(jj 5-2,4-cyclopentadien-l-yl)[2,3,5,6-tetra=

fluoro-4-(trifluoromethyl)phenyl]-

394 C 14H 20F6N2O4 55429-20-4
L-Lysine, /V^A^-bisitrifluoroacetyl)-, butyl ester

(CH 2 I 4 NH 2

C0CF 3

I 1

M0 ( CH2 ) 3 0C( 0) CHNCOCF 3

394 C 14H20F6N2O4 58072-47-2
L-Lysine, A^Ns-bisltrifluoroacetyl)-, 1-methylpropyl ester

NHCOCF 3

I

F3CC0NH(CH2)4CHC(0)0Bu-s

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

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

n n.i .... 1—.— —,
.

, , , ,
.

.1

100

80

60

40

20

0

310 320 330 340 350 380 370 380 390 400 410 420 430 440 450

394 C15H22O8S2 40733-16-2
D-Arabinose, cylic 1,2-ethanediyl mercaptal, tetraacetate

OAc

OAc

OAc
I I

CHCHCHCH2 OAc

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

394 Ci5H 3o08Si2 55591-00-9
1,2,3-Propanetricarboxylic acid, l,2-bis[(trimethylsilyl)oxy]-,

trimethyl ester

C( O) OMe

OSi Me 3
I I

MeOC( O) CH2 CCHC( O) OMe

Me 3 S i

O

394 C 16H 23FO 10 34339-84-9
Glucitol, 2-deoxy-2-fluoro-, pentaacetate, D-

OAc

OAc

OAc
I I

Ac OCH2 CHF CHCHCHCH2 OAc

100-1

80 -

60-

40-

20
: I

|

I

0 1 1 1 r-b—

|

1 1

—

puJll^ L^i lit
|

—

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



394 EPA/NIH MASS SPECTRAL DATA BASE 3063

160 170 180 190 200 210 220 230 240 250 260 270

394 CieHasOsSia 56227-31
r
7

a-L-Galactofuranoside, methyl 6-deoxy-2,3,5-tris-0-(tri=
methylsilyl)-

310 320 330 340 350 360 370 380 390 400 410 420

394 C16H23FO10
Glucitol, 6-deoxy-6-fluoro-, pentaacetate, D-

34339-89-4

AcO
I

AcOCH2CHCHCHCHOAc

OAc
40

OAc

CH2 f

20

.i .. 1 ,l. . i.

10 20 30 40 50 60 70 80 90 100 110 120 130 140 1501 1

100 -]

80-

60

40-

j—— ...
. ,
—q-t uy-L—|-i JiL il»|* » 1,

—

L_
20-

0 - 1 1 1 T l

1
1

160 170 180 190 200 210
“t 1“ 1 1 1 1 1 1

220 230 240 250 260 270 280 290 300

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

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

394 C 16H 23FO 10

Glucitol, 4-deoxy-4-fluoro-, pentaacetate, D-
34401-81-5

AcO OAc
I I I

ACOCH 2 CHCHFCHCHCH 2 OAC

394 CieHasOsSis 56271-58-0
a-L-Galactopyranoside, methyl 6-deoxy~2,3,4-tris-0-(tri=

methylsilyl)-

-09^e

(MeOJ

TMSO I TMS
OTMS

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

394 CieHasOsSia 56271-59r l

/J-L-Galactopyranoside, methyl 6-deoxy-2,3,4-tris-0-(tri=
methylsilyl)-

4—o JMS

TMSO 1

V °Me

100

80

60

40

20

0

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



3064 EPA/NIH MASS SPECTRAL DATA BASE 394

394 CieHasOsSL 56271-60-4
a-L-Mannopyranoside, methyl 6-deoxy-2,3,4-tris-0-(tri =

methylsilyl)-

TM SO j 0 0Me

TMSO OTMS

394 Ci 8H3404Se 22676-19-3
Nonanoic acid, 9,9'-selenodi-

H02 C( CH2 ) 8 Se ( CH2 ) e C02 H

j
, ! r- v 1 ‘1 “-1 -1- r 4 .

,

. !.,

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

394 C 18H20F2N4O4 51306-40-2
D-arabino -Hexos-2-ulose, bis[(2-fluorophenyl)hydrazone]

CH( OH! CH( OH) CH( OH) CH2OH

ex ^

394 C22H35BrO
Pregn-5-en-3-ol, 21-bromo-20-methyl-, (3/3)-

CHMe CH2 Br

55103-80-5

.
—

.
. - - .,1

100-

80-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300 60-

40-

j

20-

0-

100 -1

80-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450 60-

L, L

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

394 C 23H 22O6 49776-77-4
4H,8H-Benzo[l,2-6':3,4-5]dipyran-4-one, 3-(2,4-dimethoxy=

phenyl)-7-methoxy-8,8-dimethyl-



394 EPA/NIH MASS SPECTRAL DATA BASE 3065

310 320 330 340 350 360 370 360 390 400 410 420 430 440 450

394 C23H 22O6 49776-78-5

277,6/7-Benzo[l,2-6:5,4-6'] dipyran-6-one, 7-(2,4-dimethoxy=
phenyl)-5-methoxy-2,2-dimethyl-

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

394 C23H 26N2O4 2520-48-1
Sarpagan-16-carboxylic acid, 17-(acetyloxy)-, methyl ester, (167?)—

Ac OCH2

ill I

100-1

80-

60-

40-

1 1

20-
i.l 1 1

j |ll'
' , 1

‘ ‘ H
.‘H 1

1
1-1—1— H—1—“1 P-1—1—1

0 ^
|

i|m.l....
l
iilliil l i|iiinii..

t
i.i ..ii

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

394 C23H23BrO 55373-93-8
Benzene, l,l',l"-[l-(bromomethyl)-2-methoxy-l-methyl-l-

ethanyl-2-ylidene]tris-

BrCH2CPhMeCPh2 0Me

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

1

Ill'll

L,
T T T _

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

394 C 23H26N 2O4 1897-26-3
Akuammilan-17-oic acid, 16-[(acetyloxy)methyl]-, methyl ester

394 • C 23H26N2O4 6872-64-6
Obscurinervan-21-one, 6,7-didehydro-16-methoxy-22-methyl-,

(22a)-

10 20 30 40 50 60
1 1 1 1 1 1 1 1 1

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

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



3066 EPA/NIH MASS SPECTRAL DATA BASE 394

394 C23H26N2O4 14478-58-1
Sarpagan-16-carboxylic acid, 17-(acetyloxy)-, methyl ester

Ac OCH2

T T J T T
[l.I.llll ll.ll, l'lll l.. -,l.llllll. ,,l lllllll...ll, ... 1 . Illl ,

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

'...nli ll 1 -1

160 170 180 190 200 210 220 230 240
1 1 1 1 1

250 260 270 280 290 300

—

1

4* r-k 1., L—,—,—,—,—

^

394 33498-86-1C23H26N2O4
2,4(lH,3H)-Pyrimidinedione, l-[4-(phenylmethoxy)-3-[(phe :

nylmethoxy)methyl]butyl]-

CH2 OCH2 Ph
I

CH2 CH2 CHCH2 OCH2 Ph

0 N 0
H

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

394 C23H26N2O4 54725-62-1
Yohimban-16-carboxylic acid, 17-(acetyloxy)-19,20-didehydro-,
methyl ester, (16a,17a)-

394 C24H 14N 2O4 23767-17-1
Spiro[l,4,2-dioxazole-5,5'(4'H)-naphth[2,l-d]isoxazol]-4'-one,

3,3'-diphenyl-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

394 C 24H 30N2O3 56053-14-6
Aspidospermidine-3-methanol, l-acetyl-6,7-didehydro-, acetate

(ester), (20,3/3,5a, 12/1,19a)-

10 20 30 40 50 60 70 90 100 110 120 130 140 150
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



394 EPA/NIH MASS SPECTRAL DATA BASE 3067

394 C 24H 42O4 57156-94-2
9,12-Octadecadienoic acid (Z,Z)-, 2,2-dimethyl- 1,3-dioxolan-

4-ylmethyl ester

CH2 0C( 0) ( CH2 ) 7 CH = CHCH2CH=CH( CH2 ) 4Me

394 C 25H 15CIN 2O 52736-88-6
Benzo

[

b]naphtho [ 1 ,2-i ]
phenazin-5(8//)-one, 6-chloro-8-methyl-

394 C 26H 22N 2O2 29512-01-4
Azobenzene, 2,2'-bis(p-methoxyphenyl)-

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 1 40 150

lii.. J l M
1 4 I— 1 1 1 1 , T 1 1 1—

100

80

60

40

20

0

394 C 26H 22N2O2 56701-35-0
Diazene, (2'-methoxy[l,l'-biphenyl]-2-yl)(5-methoxy[l,r~bi=

phenyl]-2-yl)-

3 10 320 330 340 350 360 370 380 390 400 410 420 430 440 450

100

80-

60-

40-

20-

0 J
1 1
—

*-r^ 1 r1-

—

r “•* 1
—“n r ' t *1'—1

—

Ji*n '*T *1

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

100-i

80-

60-

40 -

20 ‘
I l 1

0 ilL.
,

.ill, rJi—, il|
Jj , , , , , , , , r—

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

394 C26H50O2 52355-42-7
Cyclopropanetetradecanoic acid, 2-octyl-, methyl ester

Me(CH2)7 ( CH2 ) 1 3 C( 0) OMe



3068 EPA/NIH MASS SPECTRAL DATA BASE 394

394 C 28H42O 14712-49-3
l,10-Secoergosta-5,7,9,22-tetraen-3-one

394 C 28H58 630-02-4
Octacosane

Me ( CH2 ) 2 6 Me

394 C 28H58 3035-75-4
Tridecane, 2,2,4,10,12,12-hexamethyl-7-(3,5,5-trimethylhexyl)-

CH2 CH2 CHMe CH2 CMe 3

I

Me 3 CCH2 CHMeCH2 CH2 CHCH2 CH2 CHMe CH2 CMe 3

100

80

60

40

20

0

100

80
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40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

394 C 28H58 ' 13475-77-9
Eicosane, 9-octyl-

( CH2 ) 1 0 Me
I

Me ( CH2 ) 7 CH ( CH2 ) 7 Me

394 C 28H58 55373-86-9
Docosane, 7-hexyl-

( CH2 )

1

4 Me

Me ( CH2 ) 5 CH ( CH2 ) 5 Me

100

80

60

40

20

0

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

100
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40

20

0

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

394 C30H34 40339-27-3

Naphthalene, l,l'-(l,10-decanediyl)bis-



395 EPA/NIH MASS SPECTRAL DATA BASE 3069

395 CeHClsNs 30362-31-3

s-Triazine, 2-(dichloromethyl)-4,6-bis(trichloromethyl)-

cl 3 C v
^

N
^-

CHCl2

CCI3

395 CizHisFeNOsSi 52558-88-0
L-Proline, l-(trifluoroacetyl)-4-[(trifluoroacetyl)oxy]-, trimethylsilyl

ester, trans-

M83SI OC( 0) 0) CF

3

N—

'

F3CCO

ii i i .1

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

:

, i

i i i i i i i

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

395 Ci5H29N502Si3 56272-95
78

4,6-Pteridinedione, 2-amino-1,5-dihydro-, tris(trimethylsilyl) deriv.

h2 n

+ 3TMS

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

395 CisIfeNsChSis 56273-03-1
4,7(17f,87f)-Pteridinedione, 2-amino-, tris(trimethylsilyl) deriv.

+ 3TMS

395 Ci6H37N06Si2 56196-12-4
D-Glucose, 2,3,6-tri-0-methyl-4,5-bis-0-(trimethylsilyl)-, 0-
methyloxime

OSi Me3

OSIM63
I I

Me ON = CHCH( OMe) CH( OMe| CHCHCH2 0Me

.. i ... ,1 , x.

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

;

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



3070 EPA/NIH MASS SPECTRAL DATA BASE 395

395 C 18H 21NO7S 50267-35-1
2-Oxa-6-azatricyclo[3.3.1.1 3 .7]decane-4,8-diol, 6-(phenylsulfonyl)-,

diacetate (ester), ( la,3/1, 4/3,5a,1(5 ,
8a)-

PhS02

395 C18H21NO7S 50267-37-3
2,5-Methanofuro [3,2-6] pyridine-7,8-diol, octahydro-4-(phe=

nylsulfonyl)-, diacetate (ester), (2a,3a/J,5a,7/?,7a/?,8jR*)-

AcO

OAc

S0 2 Ph

395 C23H26FN3O2 749-02-0
l,3,8-Triazaspiro[4.5]decan-4-one, 8-[4-(4-fluorophenyl)-4-
oxobutyl]-l-phenyl-

110 120 130 140 150

395 C23H29N3O3 14642-97-8
2-Oxa-6,9-diazabicyclo[10.2.2]hexadeca-12,14,15-triene-5,8-dione,
4-amino-7-benzyl-3-isopropyl-

395 C23H33N3OSi 55760-26-4
Ergoline-8-carboxamide, OTO-didehydro-W.AT-diethyl-e-

methyl-l-(trimethylsilyl)-, (8/?)-



396 EPA/NIH MASS SPECTRAL DATA BASE 3071

395 C24H2iFeNO 12156-49-9

Ferrocene, [benzoyl(phenylmethyl)amino]-

CH2 Ph

<Q] Fe ^^NCOPh

395 C25H 21N3O 2 25649-78-9
4/f-l,2-Diazepine, 5-(m-nitrophenyl)-3,7-di-p-tolyl-

395 C27H26NP 14796-90-8
Phosphine imide, iV-phenyl-P,P,P-tri-m-tolyl-

100 —
80-

60-

40 -

20 '

0 ^
1 1 1 1 1 1 1

1 1 1
1 i

1^—1
1 1

—

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

395 C 27H41NO 55836-58-3
16,28-Secosolanid-l,4-dien-3-one, (22£,25£)-

Me

396 Br2Co2N404 13601-49-5
Cobalt, di-ju-bromotetranitrosyldi-



3072 EPA/NIH MASS SPECTRAL DATA BASE 396

100

80

60

40

20

0
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

396 CeCleFe 376-79-4
1-Hexene, 1,3, 4,5,6,6-hexachloro-l, 2,3,4,5,6-hexafluoro-

FCCI = CFCCI FCCI FCCI FCCI 2F

396 CioHgF6Ni02S2 15744-66-8
Nickel, bis(l,l,l-trifluoro-4-thioxo-2-pentanonato-0,S)-

Me CF3

F3C Me

396 C 12H 10CI6O2 3106-29-4
l,4:5,8-Dimethanonaphthalene-2,3-diol, 5,6,7,8,9,9-hexachloro-

1 ,2,3,4,4a,5,8,8a-octahydro-, ( i a,2a,3/3,4a»4ad,5a,8a,8a/3)-

ci

1 1

ill' ! ail ! njilj
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

396 Ci5H28N403Si3 31053-49-3
Pteridine, 2,4,7-tris(trimethylsiloxy)-

Me 3 S i OS i Me3

OSiMea

396 CisHseCbSSis 56700-79-9
D-Ribofuranose, 5-S -methyl-5-thio-l ,2,3-tris-0-(trimethylsilyl)-

TMSO OTMS



396 EPA/NIH MASS SPECTRAL DATA BASE 3073

396 Ci6Hi6N2Se2 22129-91-5

Indoline, 5,5'-diselenodi-

H

Se Se

100
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0
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0

100
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0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

396 C 16H 24N6O4S
L-Methioninamide, 5-oxo-L-prolyl-L-histidyl-

C0NH2
1

CONHCHCH2 CH2 SMe
I

CONHCHCH2 O— NH

33217-49-1

396 CisHioAsFs 20901-23-9
Arsine, (pentafluorophenyl)diphenyl-

F

F

100

80

60

40

20

0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

396 Ci8H25ClN2C>4Si 57305-01-8
2,4,6(l/7,3/7,5/f)-Pyrimidinetrione, 5-[3-chloro-2-[(trimethyl=

silyl)oxy]propyl]-l,3-dimethyl-5-phenyl-

396 Ci8H 3204Si3 10586-03-5
2-Propenoic acid, 3-[3,4-bis[(trimethylsilyl)oxy]phenyl]-, tri=

methylsilyl ester

Me 3 S i

0



3074 EPA/NIH MASS SPECTRAL DATA BASE 396

396 CiaifeCLSia 27750-74-9

Cinnamic acid, a,p-bis(trimethylsiloxy)-, trimethylsilyl ester

MesSi 0

OS i Me

3

I

CH =CC( 0) OS i Me 3

396 C2oH3604Si2 56700-93-7
3-Heptanone, l-[3-methoxy-4-[(trimethylsilyl)oxy]phenyl]-5-

[(trimethylsilyl)oxy]-

CH2 CH2 COCH2 CHE t OS i Me3

396 C2oH36Sn 19962-46-0

Stannane, tetracyclopentyl-

9Ot~0

ii .iilil.

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

! J ii. 1 IlLl

100

80

60

40

20

0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

396 C 22H24N2O5 36459-09-3
Aspidospermidine-10,21-dione, 1-acetyl-19,21-epoxy-17-methoxy-

396 C22H28N203Si 57326-25-7
2,4-Imidazolidinedione, l,3-diethyl-5-phenyl-5-[3-[(trimethyl :=

silyl)oxy]phenyl]-

Et

OS I M63



396 EPA/NIH MASS SPECTRAL DATA BASE 3075

396 C22H 28N203Si 57326-26-8
2,4-Imidazolidinedione, 1 ,3 diethyl-5-phenyl-5- [4 -[(trimethyl0

silyl)oxy]phenyl]-

EI
I

396 C 22H28N4O3 55373-84-7
Benzamide, iV-hexyl-4~[(4~nitrophenyl)azo]-lV-propyl-

Me ( CH2 ) 5 NPr CO

396 C 22H28N4O3 55373-85-8
Benzamide, iV-(2-ethylbutyl)-4-[(4-nitrophenyl)azo]-iV-propyl-

E t 2 CHCH2 NP r CO

100

80

60

40

20

0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

396 C22H30F2O4 56145-31-4
Pregn-4-ene-3,20-dione, 6,9-difluoro-17,21-dihydroxy-16-methyl-,

(16a)-

396 C 23H 28N2O4 2517-52-4
Aspidofractinine-3-carboxylic acid, l-formyl-17-methoxy-, methyl

ester, (2a,3/3,5a)-



3076 EPA/NIH MASS SPECTRAL DATA BASE 396

396 C 23H28N2O4 3909-65-7

4-Piperidineacetic acid, l-acetyl-5-ethylidene-2-[3-(2-hydrox=
yethyl)indol-2-yl]-a-methylene-, methyl ester (ester)

CH 2 CH 2 C

CC(O) OMe
II

CH 2

396
21-Isorefractine

C23H28N2O4 7013-66-3

MeO CH = 0 C( 0) OMe

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

396 C 23H28N2O4 56053-34-0
2,20-Cyclo-8,9-secoaspidospermidine-3-carboxylic acid, 1,9—di=

formyl-, methyl ester, (2a,3a,5a, 12/3, 19a,20.R)-

CH = 0 C( 0) OMe

—t—,—,

—

li4- P r->
1
1

... ,
—-— —1—r~—

“i 1
-—1

—

bj
H
L 1 .-, , r-u H 1 1

L,
1 1 1 1 1

—

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

396 C23H 28N2O4 56143-41-0
Aspidospermidme-3-carboxylic acid, 20-(acetyloxy)-2,3-didehydro-,

methyl ester, (5a, 12/3,19a,207?)-

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

396 C 23H40O5 52567-62-1
1-Naphthalenepentanoic acid, 6-(acetyloxy)decahydro-2-
hydroxy-/3,2,5,5,8a-pentamethyl-, methyl ester, [lS-[la=
(S*),2/3,4a/3,6a,8aa]]-

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



396 EPA/NIH MASS SPECTRAL DATA BASE 3077

396 C 23H45BO4 33079-15-1

Octadecanoic acid, 9,10-dihydroxy-, methyl ester, cyclic l-bu=
taneboronate, erythro-

( CH2 ) 7 Me

-( CH2 ) 7 C( 0 )
OMe

B—

0

/
Me ( CH2 )

3

396 C24H16N2O4 7143-61-5
Benzo[l,2-c:4,5-c']dipyrrole-l,3,5,7(2id,6H)-tetrone, 2,6—bis(3—
methylphenyl)-

100

80

60

40

20

0

310 320 330 340 3S0 360 370 360 390 400 410 420 430 440 450

396 C24H 16N2O4 23767-16-0
Spiro[l,4,2-dioxazole-5,5'(4'ff)-naphth[2,l-d]isoxazol]-4

,-one,
3'a,9'b-dihydro-3,3'-diphenyl-

Ph

396 C24H 16N2O4 31663-73-7
Benzo[l,2-c:4,5-c']dipyrrole-l,3,5,7(2iL,6/f)-tetrone, 2,6—bis(2—
methylphenyl)-

o o



3078 EPA/NIH MASS SPECTRAL DATA BASE 396

396 C24H 16N2O4 31663-75-9
Benzo[l,2-c:4,5-c']dipyrrole-l,3,5,7(2//,6//)-tetrone, 2,6-bis(4-

methylphenyl)-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

396 C 24H 16N 2O4 31663-79-3
Benzo[l,2-c:4,5-c']dipyrrole-l,3,5,7(2iL,6iL)-tetrone, 2,6-bis=

(phenylmetbyl)-

.MM.

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

396 C 24H 28O5 42224-72-6
19-Norpregna-l,3,5(10),16-tetraen-20-one, 3,21-bis(acetyloxy)-

J. - M-.I.IXl., h, -i.i.... I..Jj ni.iiL... lit...

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

396 C 24H 29FN2O 2 807-31-8
Acetamide, iV-[[l-[4-(4-fluorophenyl)-4-oxobutyl]-4-phenyl-

4-piperidinyl]methyl]-

04— (CH2)3CO-—
,|

PhJ I L II

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

396 C24H32N 2O3 56145-37-0
2,20“Cyclo-8,9-secoaspidospermidme-3-methanol, 9-acetyl- acetate

(ester), (2a, 3/3,5a, 12/3,19a,20R)-

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



396 EPA/NIH MASS SPECTRAL DATA BASE 3079

396 C 24H 44O4 33001-45-5
Oleic acid, (2,2-dimethyl-l,3 dioxolan 4 yl)methyl ester

CH 2 0CI 0) ( CH 2 )7 CH = CH( CH 2 ) 7 Me

396 C 25H 32O 4 56630-83-2
Pregna-l,4,6-triene-3,20-dione, 17-(acetyloxy)-6,16-dimethyl-,

(16a)-

396 C25H37BO3 30888-36-9
Pregna-4,17(20)-dien-3-one, 20,21—

[
[(1,1 dimethylethyl)boryl=

ene]bis(oxy)]-

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

1 1 1 1 1 1 1 1 1

160 170 180 190 200 210 220 230 240
1 1 1 1 1 1

250 260 270 280 290 300

1 x 1 1

396 C 25H48O3 56196-16-8
Tetracosanoic acid, 23-oxo-, methyl ester

Me CO( CH 2 )21 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

i. h
,

>1

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

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

396 C 26H 20O 4 40897-29-8
Cycloprop[a]indene-l-carboxylic acid, 6-benzoyl-l-formyl-

l,la,6,6a-tetrahydro-6a-phenyl-, methyl ester

COPh

396 C 26H52O2 109-36-4
Octadecanoic acid, octyl ester

—,—1—1

—

Jii—
1

i.i In,—iJj JiLiu. .Jill 1 . -i.i|iiii. ... i.i.iii . 1...

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

Me ( CH 2 ) 7 OC( O) ( CH 2 ) 1 8 Me

100 -I

80-

60-

40-

20- I

|
III

|

o ^
1 1 “r—

—

r» |M |j l‘—dl LI
l

illll.i.T ...iJ li
t
i

t
lll.u . ^

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



3080 EPA/NIH MASS SPECTRAL DATA BASE 396

396 C 26H52O2

Dodecanoic acid, tetradecyl ester

22412-97-1 396 C26H52O2 55493-78-2
Tricosanoic acid, 3,5-dimethyl-, methyl ester, {R*,R*)~

Me ( CH 2 ) t 3 OC( 0) (CH 2 ) 1 oMe Me ( CH 2 ) 1 7 CHMe CH 2 CHMe CH 2 C ( 0) OMe

396 C 26H52O2 55373-88-1
Heptadecanoic acid, 9 octyl-, methyl ester

396 C26H52O2

2-Tetracosanol, acetate

57289-49-3

( CH 2 ) 7 Me

MeOC( 0) ( CH 2 ) 7 CH (
CH 2 ) 7 Me

Me ( CH 2 ) 2

1

CHMeOAc

396 C 26H52O 2 55373-89-2
Pentacosanoic acid, methyl ester

Me ( CH 2 ) 2 3 C< 0) OMe

100

eo

60

40

20

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

J
1 1 1

l-“rJ jjilUl 1
,

.. iJi .14 . I..1 1 .1 1 .1 1 1 .1. li 1 I.



396 EPA/NIH MASS SPECTRAL DATA BASE 3081

396 C27H40O2

Cholesta -4,6-dien-3-one, 1,2-epoxy-, (la,2a)-

CHMe ( CH 2 )

3

CHMea

28893-44-9

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

396 C 28H44O
Ergosta-5,7,22-trien-3-ol, (3/1,22E)-

57-87-4

60-

40-

20-

100-

80-

60-

40-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450
0 -

, , ,—

J

1 u. J Jin
1

III ihl
)
i.ii llJiLi ,li

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

396
1-Heptacosanol

C27H56O

Me ( CH2 )26 OH

2004-39-9

i.|]|||i 1 i,l|Li 1
.
,1.1.1.. ijii .

. i

iii . in I l>- 4 - . r r-
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

396 C 28H44O
Ergosta-4,22-dien-3-one

4030-92-6

“1 r* 1
1 r 1

—
- f ‘*‘i 1 1 1 1 1 1 -1

—

». C'

CHMe CH = CHCHMe CHMe 2

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

396 C 28H44O 50-14-6
9,10-Secoergosta-5,7,10(19),22-tetraen-3-ol, (3P,5Z,1E,22E)-

CHMe CH = CHCHMe CHMe 2

CH
I

CH

4*1 —,—u-i, -4JU r ‘-L ,“r M 1 r .l Ji—
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

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



3082 EPA/NIH MASS SPECTRAL DATA BASE 396

396 C28H44O
Ergosta-5,8,22-trien-3-ol, (3/8,22E)-

50657-31-3 396 C28H44O 56630-88-7
Ergosta-8(14),15,22-trien-3-ol, (38,5a,22E)-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450 310 320 330 340 350 360 370 380 390 400 410 420 430 440 4£0

396 C 28H44O
Ergosta-4,24(28)-dien-3-one

CH 2

11

CHMe CH2 CH2 CCHM02

55688-44-3

L_ j 1,1., iilill, ll .1 1.1,1 .111 i.l,ln 1J 1 I

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

1, , ll,

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

l. b—
1 1 1 1 1 1 n 1 '“n 1 1 1 1 i

—

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

397 C 8Hi3Cl6NS2 56051-72-0
Ethanamine, iV,iV-diethyl-2,2-bis [ (trichloromethyl)thio]-

CH 2 NE t 2

I

Cl 3 CSCHSCCI 3

397 Ci4H 36N04PSi3 56772?22-6
Butanoic acid, 2-[(trimethylsilyl)amino]-4-[[[(trimethylsilyl)~

oxy]methyl]phosphinyl]-, trimethylsilyl ester, (S)-

0 NHS i

M

03
II I

Me 3 S i OCH2PHCH2CH2 CHC( 0
)
OSIMe 3

'
. . . . . . ..Ill 1 . .,,.11. .

,

i ,1 1 1 Li
1 1 1 1 1 1 1 1 1 1 1 1

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

N - '
1
—L-

t
—*—

'i
1

1
1—

l-i S' r— d
i* 1 1

— —

1

1
1,

i*-
1—h

—

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



397 EPA/NIH MASS SPECTRAL DATA BASE 3083

100

80-

60-

40-

20

: L
o-l r 1

i
1 1 1 1 —

<

1 1 1 1 1 r-
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

397 C 16H23N5O5S 26190-61-4
Adenosine, iV-(4-hydroxy-3-methyl-2-butenyl)-2-(methylthio)-

397 CisHssNOaSia 51220-73-6
L-Tyrosine, lV,0-bis(trimethylsilyl)-, trimethylsilyl ester

NHS i Me 3
I

M03 S i O'

397 C 20H31NO7 32728-78-2
2-Butenoic acid, 2-methyl-, 7-[[2,3-dihydroxy-2-(l-hydroxy=
ethyl)-3-methyl-l-oxobutoxy]methyl]-2,3,5,7a-tetrahydro-
lH-pyrrolizin-l-yl ester

Me CH( OH)
I

Me2 COHC( OH) C( O) OCH2 OC( O) CMe : CHMe

397 C 20H35N3O5 31944-57-7
L-Proline, l-[/V- [7V-(l-oxodecyl)glycyl]glycyl]-, methyl ester

0N - COCH2 NHCOCH2 NHC0 ( CH2 ) 8 Me

;
C( 0 ) OMe

397 C 22H23NO6 23943-90-0
l/7,7H-[l,3]Benzodioxino[6,5-g][l,3]benzodioxolo[5,6-a]quinolizine,

9,10,15b,16-tetrahydro-5,15-dimethoxy-, (S)-

100 -1

80-

60-

40 -

~i 1 1
1

1 1
1

—~t 1 1 1 r
1^—1 1—

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

20-



3084 EPA/NIH MASS SPECTRAL DATA BASE 397

397 C 22H 23NO6 30833-08-0
Spiro[7//-indeno[4,5-d]-l,3-dioxole-7,l'(2'H)-isoquinoline]-

7',8-diol, 3',4',6,8-tetrahydro-6'-methoxy-2'-methyl-, 8-acetate,

trans-

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

-

^ . j. .. j .

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

: ,1.1.
,

L, 1
.

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

397 C 27H 31N3 54387-11-0
2-Phenazinamine, l,3,4,6,8,9-hexamethyl-iV-(2,4,5-trimethyl=:

phenyl)-

Me Me

397 C27H43NO 19682-30-5
7a-Aza B -hotaocholesta-3,5-dien-7-one

Me

398 CsHFisO 335-60-4
Octanal, pentadecafluoro-

OCHCF 2 CF 2 CF 2 CF 2 CF 2 CF 2 CF 3

398 C9H 18O 11S 3 29709-78-2
a-D-Xylopyranoside, methyl, trimethanesulfonate



398 EPA/NIH MASS SPECTRAL DATA BASE 3085

398 Ci8H3404Si3 27750-68-1
Hydrocinnamic acid, 3,4-bis(trimethylsiloxy)-, trimethylsilyl ester

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300
XX*

M63SIO^ ^CH2CH2C(0)0SIMe3

Me3 S I o'

100-1 100
-]

80- 80-

80- 60-

40- 40-

20- 20-

J . . il .

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

398 C 12F10S2

Disulfide, bis(pentafluorophenyl)

1494-06-0

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

398 C 18H 44AI2N6 26025-00-3
Aluminum, tetraethylbis[ju-(l,l,3,3-tetramethylguanidinato)]di-

MeCH 2
I NMe 2
U - I

MeCH2—Al N— CNMe2

398 Ci 8H3404Si3 27750-67-0
Benzenepropanoic acid, «,4-bis[(trimethylsilyl)oxy]-, trimethylsilyl

ester

OSi M03
I

Me2NC=N ..

|
I

CH2Me
• Me2 N CH 2 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

398 C 21H 18O8 32174-63-3
47f-l-Benzopyran-4-one, 5-(acetyloxy)-2-[3-(acetyloxy)-4-
methoxyphenyl]-7-methoxy-

60-

40-

20-



3086 EPA/NIH MASS SPECTRAL DATA BASE 398

398 C 22H26N2O5 2111-86-6
Curan-17-oic acid, 19-(acetyloxy)-2,16-didehydro-20-hydroxy-,
methyl ester, (19S)-

C(0 ) 0Me

398 C22H46N4O2 40563-87-9
Acetamide, (V,iV'-[l,4-butanediylbis[(ethylimino)-3,l-propane~

diyl]
]
bis [N-ethyl-

E t N( Ac ) ( CH2 ) 3 NE t ( CH2 ) 4 NE t ( CH2 ) 3 N ( Ac ) E t

398 C 23H30N2O4 6858-95-3
Aspidospermidin-21-oic acid, l-acetyl-17-methoxy-, methyl ester

100
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60

40

20

0

100

80

60
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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 1 T 1 1 1

“
1 I

1 1

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

Li L- , L . _
160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

1 1. h . l.l. .. . ill

398 C23H30N2O4

Spegazzinidine, 3-deoxy-0,0-dimethyl-3-oxo-
19649-33-3

398 C 23H 30N2O4 36954-68-4
3,4-Secocondyfolan-3-one, l-acetyl-14,19-didehydro-10,ll-
dimethoxy-4-methyl-, (2/3,7/3,14#,15a)-

CHMe

MeO

MeO
I 0
Ac

100

80

60

40

20

0

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



398 EPA/NIH MASS SPECTRAL DATA BASE 3087

398 C23H30N 2O4
_

54725-27-8
Aspidospermidine, 1-acetyl-19,21-epoxy-16,17-dimethoxy-

MeO Ac

100 -1

80-

60-

40-

20-

J
u 1 1 1 1 1 1 1 1 1 1 1 I I 1 1

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

80-

60-

40-

20-

iL jL . ^
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

80-

60-

40-

20-

__Il ^

1

l i J.
v 1 1 I 1 I 1 I 1 1 I I I 1 1 1

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

398 C 24H 19N2O2P 14562-02-8
Benzenamine, 4-nitro- N- (triphenvlphosphoranylidene)

N : PP h 3

O2N

398 C24H 19N 2O2P 14796-86-2
Benzenamine, 3-nitro-7V-(triphenylphosphoranylidene)-

NO2

398 C 24H 30O5 20987-24-0
Bufa-20,22-dienolide, 14,15-epoxy-3-hydroxy-19-oxo-, (3(3,50,15/3)-



3088 EPA/NIH MASS SPECTRAL DATA BASE 398

398 C24H35C0O 37584-03-5
Cobalt, [(l,2,4,5-r?)-2,4-bis(l,l-dimethylethyl)-6,6,7,7-tetra-

methylbicyclo[3.2.0]hepta-l,4-dien-3-one](775-2,4-cyclo-
pentadien-l-yl)-

Bu-t

398 C 24H 46O4 13007-41-5
Adipic acid, bis(3,3,5-trimethyl:iexyl) ester

M62 CHCH 2 CMe 2 CH 2 CH 2 OC( 0) ( CH 2 ) 4 C( 0) OCH 2 CH 2 CMe 2 CH 2 CHMe 2

398 C 24H46O4 22399-98-0
Docosanedioic acid, dimethyl ester

Me OC( 0) (
CH 2 ) 20 C( 0) OMe

100
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20

0

100
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20

0

100
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0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

. ..J ll.li .ill , ill, 1, |l<
1 Jill i, „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

! -«— !» !

398 C24H46O4 32852-69-0
Octadecanoic acid, (2,2-dimethyl-l,3-dioxolan-4-yl)methyl ester

CH 2 0C(0) ( CH 2 ) 1 6 Me

398 C25H34O4 2497-80-5
Pregna-4,6-diene-3,20-dione, 17-(acetyloxy)-6,16-dimethyl-, (16a)-

398 C 25H34O4 18669-88-0
Pregna-l,4-diene-3,20-dione, 17-hydroxy-6a,16a-dimethyl-,

acetate

100

80

60

40

20

0



398 EPA/NIH MASS SPECTRAL DATA BASE 3089

100-

80-

60-

40-

20-

, 1, , lli. _L . , 1 L_
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

80-

60-

40-

20-

1 . . 1.

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

398 C 25H39BO3 30881-78-8
Pregn-17(20)-en-3-one, 20,21-[[(l,l-dimethylethyl)borylene] =

bis(oxy)]-, (5a)-

398 C 25H 39BO3 30881-81-3
Pregna-5,17(20)-diene-3,20,21-triol, cyclic 20,21-(butylboronate),

(3/3)-

398 C 25H 39BO3 30882-66-7
Pregn-4-en-3-one, 20,21 -[ [< 1,1 dimethylethyl)borylene]bis(oxy)]-,

(20/?)-

398 C25H39BO3 30882-67-8
Pregn-4-en-3-one, 20,21-[(butylborylene)bis(oxy)]-, (20/?)-



3090 EPA/NIH MASS SPECTRAL DATA BASE 398

398 C 25H39BO3 35315-14-1
Pregn-17(20)-en-3-one, 20,21-[(butylborylene)bis(oxy)]-, (5a)-

398 C 25H50O3 55373-92-7
Tricosanoic acid, 2-methoxy-, methyl ester

MeOC(O)CH( 0Me) (CH2)2oMe

398 C 26H22O4 40897-27-6
Benzo[a]cyclopropa[cd]pentalene-l-carboxylic acid, 1, 2,2a,2b,-

6b,6c-hexahydro-l,2-dihydroxy-2a,6c-diphenyl-, methyl ester,

(la,2a,2aa,2ba,6ba,6ca)-

398 C26H22O4 40897-28-7
Benzo[a]cyclopropa[cd]pentalene-2a(2//)-carboxylic acid,

l,2b,6b,6c-tetrahydro-l,2-dihydroxy-l,6c-diphenyl-, methyl ester,

(la,2a,2aa,2ba,6ba,6ca)—

398 C 26H38O3 41969-56-6
67/ Dibenzo[5,d]pyran, 6a,7,10,10a-tetrahydro-6,6,9-trimethyl-

3-pentyl-l- [(tetrahydro-27/-pyran-2-yl)oxy ]

-



398 EPA/NIH MASS SPECTRAL DATA BASE 3091

398 C26H54O2
Palmitaldehyde, diisopentyl acetal

18302-71-1

( CH 2 ) 1 4 Me
I

Me 2 CH CH2 CH2 OCHOCH2 CH2 CHMe 2

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

398 C27H42O2
Cholest-4-ene-3,6-dione

984-84-9

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

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

398 C27H42O2
Cholest-7-ene-3,6-dione, (5a)-

2550-89-2

—J
—

T
—T ,

1.1 1 . 1 ,. .'II h

1. . .1-
,

....I.. - 1- '
,

-I- T V 1

— L,
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

398 C27H42O2
5a-Spirost-20-ene, (25/?)—

24742-74-3

h 2 c
Me ^9

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

398 C27H42O2
5a-Spirost-14-ene, (25/?)-

24742-84-5

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

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



3092 EPA/NIH MASS SPECTRAL DATA BASE 398

398 C27H 42O2

Spirost-23-ene, (5a,25/?)-

24744-29-4

398
5a-Spirost-24-ene

C 27H42O2

Me „
Me \ 0

24744-30-7

398 C27H 42O2 37926-43-5
Cholesta-9(l 1), 17(20),24-triene-3,6-diol, (3/3,5a,6a)-

1
1 . 1Au 1 i,j, ll iljllllll hliil.l.

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

L _1—rl_^1
— —,1 —

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

398 C27H42O2

Cholest-20(22)-ene-3,6-dione, (5a)-

41084-10-0

398 C 28Hi6NS 26237-92-3

8/7-Dinaphtho[2,3-c:2 , ,3'-/i]phenothiazin-8-yl

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



398 EPA/NIH MASS SPECTRAL DATA BASE 3093

398 C 28H46O 67-96-9 398 C 28H460 474-67-9
9,10-Secoergosta-5,7,22-trien-3-ol, (3^,5E,lE,l0a,22E)- Ergosta-5,22-dien-3-ol, (3/3,22E)-

398 C 28H46O
Ergosta-5,24(28)-dien-3-ol, (3/3)-

CH2
11

CHMe CH2 CH2 CCHMe 2

474-63-5

Me

398 C 28H46O 516-79-0
Ergosta-5,7-dien-3-ol, (3/3)—

Me



3094 EPA/NIH MASS SPECTRAL DATA BASE 398

398 C28H46O
Ergosta-7,22-dien-3-ol, (3/3,5a,22E)-

2465-11-4 398 C28H46O 7199-92-0
Cholesta-8,24-dien-3-ol, 4-methyl-, (3/3,4a)-

Me

398 C 28H46O 5234-53-7
5a-Cholest-8-en-3-one, 14-methyl-

Me

Me

398 C28H46O 17472-78-5
Ergosta-5,22-dien-3-ol, (3d,22E,24S)-

Me



398 EPA/NIH MASS SPECTRAL DATA BASE 3095

398 C 28H46O
Ergosta-7,22-dien-3-ol, (3/3,22E)-

17608-76-3 398 C28H46O
A-Norcholestan-3-one, 5-ethenyl-, (5/3)-

19594-90-2

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

398 C 28H46O
5/3-Ergost-22-en-3-one

18865-44-6

CHMe CH = CHCHMe CHMe

2

398 C 28H46O
Ergosta-5,24-dien-3-ol, (3/3)-

20780-41-0



3096 EPA/NIH MASS SPECTRAL DATA BASE 398

398 C 28H46O
Cholest-4-en-3-one, 14-methyl-

21857-92-1 398 C 28H46O 53755-19-4
Cyclopropa[7,8]cholestan-3-one, 3',7-dihydro-, (5a,70,8a)-

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 I j LiyjLiU L.llilll n,l . l.lll|

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

l-l- i.likJ L . i.illlli liiiiili m IU _L I l.l 1

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

j l. i. Li

398 C 28H46O
Ergosta-5,8_dien-3-ol, (3/3)-

51724-53-9 398 C28H46O
Ergosta-8,14-dien-3-ol

55902-81-3

Me Me

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



399 EPA/NIH MASS SPECTRAL DATA BASE 3097

398 C29H50

Stigmast-22-ene, (5a,22E)~

54412-02-1

CHMe CH : CHCHE t CHM62

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

398
Ovalene

100
1

80-

60-

40-

20-

1.,
, l , , , , T-

0- 1 1 1 1

—

1—l—^ 1-1

r

1"1
1

—

1—l
1 1

-i
1 1

—

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

398 C 29H50 55373-90-5
Benzene, 2-( l-decyl-l-undecenyl)-l,4-dimethyl-

Me ( CH2 ) 9 Me

,C = CH( CH2 )

8

Me

90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

Me

399 CisHasNsOsSi 57397-43-0
2,4,6(liL,3/f,5//)-Pyrimidinetrione, 5-[2-(methoxyimino)-3-

[(trimethylsilyl)oxy]propyl]-l,3-dimethyl-5-(l-methylbutyl)-

Me j[
CH2CCH2 0SIM6 3

' v
N
x^\/,CHPrMe

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

398 C 29H50

Stigmast-24(28)-ene, (5a)-

56143-36-3

CHMe 2
I

CHMe CH2CH2C: CHMe

!

1, J
,

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

:

L_Lj jj . lI J..J II.. I 1.

160 170 180 190 200 210 220 230 240 250
i i l l

260 270 280 290 300

J i .... L x j.

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



3098 EPA/NIH MASS SPECTRAL DATA BASE 399

399 CisHavNOaSL 10538-85-9
Phenethylamine, Ar-methyl-/3,3,4-tris(trimethylsiloxy)-

Me 3 S I 0rr
OSi M03
I

CHCH2 NHMe

Me3Si

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

399 C 22H25NO6 6516-48-9
Rheadan, 2,3,8-trimethoxy-16-methyl-10,ll-[methylenebis(oxy)]-,

(80)-

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

399 C 21H 21NO5S 40535-18-0
3/i-Naphtho[l,2-e][l,2]thiazin-2(4aif)-one, 5,6-dihydro-8,9-

dimethoxy-3-(phenylmethyl)-, 4,4 dioxide

CH2 Ph

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

100-

80-

60-

40-

20- I 1

1
1 , 1

0- n r~L.—j—
*t i

—
r*

1 -

li J 1 1 1 1 L 1 1 ll iii_l lJj 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

180 170 180 190 200 210 220 230 240 250 260 270 280 290 300

399 C 22H25NO6 31098-60-9
6H-Benzo[g]-l,3-benzodioxolo[5,6-a]quinolizine-12-methanol,

5,8,13,13a-tetrahydro-10,ll,14-trimethoxy-, (S)-

H0CH2

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

399 C22H 25NO6 64-86-8
Acetamide, Al-(5,6,7,9-tetrahydro-l,2,3,10-tetramethoxy-9-

oxobenzo[a]heptalen-7-yl)-, (S)-

J, U 1.‘‘-r U|
I 'I' i

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

20-



399 EPA/NIH MASS SPECTRAL DATA BASE 3099

399 C 22H25NO6 38691-63-3
Hasubanan-6,9-diol, 7,8-didehydro-4,5-epoxy-3-methoxy-17-

methyl-, diacetate (ester), (5a,6a,9a, 13/3,14/3)—

OAc

399 C 23H 17N3O4 42919-60-8
2(lH)-Pyrimidinone, 5-(4-methylphenoxy)-4-(4-nitrophenyl)-
6-phenyl-

399 C23H 30CIN 3O 83-89-6
1,4-Pentanediamine, Af4-(6-chloro-2-methoxy-9-acridinyl)-
/VbAA-diethyl-

NHCHMe ( CH 2 ) 3 NE t 2

399 C 23H33N3O 3 26470-73-5
Piperazinetrione, [ [2— ( 1 ,

l-dimethyl-2-propenyl)-6-(3-methyl-
2-butenyl)-lH-indol-3-yl] methylene]-, octahydro deriv.

H

+ 8H

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, L JiL U . 4. _ . uk.
1 1 1 1 1 1 1 1 1 1 1 1 1 1 1

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

„l... ..ill

160 1 70 180 190 200 210 220 230 240 250 260 2 ro 280 290 300

L l



3100 EPA/NIH MASS SPECTRAL DATA BASE 399

399 C26H25NO3 21326-96-5
Acetophenone, 2-[5-(p-methoxyphenyl)-3-p-tolyl-2-isoxazo=

lin-5-yl]-4'-methyl-

399 C28H 17NS
8//-Dinaphtho[2,3-c:2',3'-/i]phenothiazine

222-06-0

310 320 330 340 350 300 370 380 390 400 410 420 430 440 450

399 C 27H45NO
16,28-Secosolanid-5-en-3-ol, (3/3)—

400 CsFis
20140-96-9 Cyclohexane, decafluorobis(trifluoromethyl)-

26637-68-3

F,C CF, +10F

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

400 CsHeFgl
1-Octene, 3,3,4,4,7,7,8,8,8-nonafluoro-5-iodo-

F3CCF2CH2CHICF2CF2CH = CH2

35208-09-4

, 1
—L* H j ,i 1

,
l. S r-L-. '1

1 Y ' V 1
1

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



400 EPA/NIH MASS SPECTRAL DATA BASE 3101

400 CioCL 6298-65-3
1,3-Cyclopentadiene, l,2,3,4-tetrachloro-5-(2,3,4,5-tetrachloro-

2,4-cyclopentad ien-l-ylidene)-

ci ci

ci ci ci ci

400 C 11H 14I2 40548-52-5
Benzene, [3-iodo-2-(iodomethyl)-2-methylpropyl]-

CH 2 Ph
I

I CH2 CMe CH2 I

400 Ci6H28N20eSi2 41547-74-4
3,6-Epoxy-2H,8ff-pyrimido[6,T 5] [1,3]oxazocine-8, 10(9/7) dione,

3,4,5,6-tetrahydro-9-methyl-4,5-bis[(trimethylsilyl)oxy]-,
[3R-(3a,4d,5/3,6a)]-

400 C 17HHCI2O7 4382-39-2
Benzoic acid, 3,5-dichloro-2,4-dihydroxy-6-methyl-, 3-

hydroxy-4-(methoxycarbonyl)-5-methylphenyl ester

ci



3102 EPA/NIH MASS SPECTRAL DATA BASE 400

400 C 18H 12CLO 2 25283-01-6
9,10-Ethenoanthracene, 1, 2,3,4-tetrachloro-9, 10-dihydro-

ll,12-dimethoxy-

400 Ci8Hi8N 202Pd 32593-89-8
Palladium, [[2,2'-[(l,l-dimethyl-l,2-ethanediyl)bis(nitrilo~

methylidyne)]bis[phenolato]](2-)-iV,Ar ,

,0,0']-, (SP-4-4)-

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 1 20 130 140 150

.1.. .ii. illil.i lllil.i

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

: T 7 T T T T 'H- A L

400 Ci 8H36N 204Si2 57397-42-9
2,4,6(l//,3//,5//)-Pyrimidinetrione, 5-ethyl-l-methyl-5-[l-

methyl-3-[(trimethylsilyl)oxy]butyl]-3-(trimethylsilyl)-

o
Me |]

CHMeCH 2 CHMeOSiMe 3

I

S i Me 3

400 C 21H 24N2O6 55320-19-9
3-Nor-3,7-secodichotine, 2,7-didehydro-2-deoxy-14-hydroxy-

25-oxo-, (14a)-

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

400 C22H 12N 2O6 14027-98-6
Benzo[l,2-c:4,5-c']dipyrrole-l,3,5,7(2//,6//)-tetrone, 2,6—bis(4—

hydroxyphenyl)-

o o

100 -r

80-

60 -

40 -

40 50 60 70 80
,

ll ilflL I
,

I, ..il,

90 100 110 120 130 150

20-



400 EPA/NIH MASS SPECTRAL DATA BASE 3103

400 C 22H 12N 2O6 31663-69-1
Benzo[l,2-c:4,5-c']dipyrrole-l,3,5,7(2//,6//)_tetrone, 2,6-bis(3-

hydroxyphenyl)-

0 0

OH OH

400 C 22H 16N4O4 55682-70-7
Ethanone, 2-[l,5-dihydrd-5-hydroxy-l-(4-nitrophenyl)-5-

phenyl-4//-l,2,3-triazol-4-ylidene]-l-phenyl-

OH

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

400 C22H 25CIN2OS 982-24-1
1-Piperazineethanol, 4-[3-(2-chloro-9/f-thioxanthen-9-ylid=
ene)propyl]-

ch 2 ch 2
oh

—I 1 1 »
I

1
1

“
I 1 1 I

1 1 1
1
—

310 320 330 340 350 380 370 380 390 400 410 420 430 440 450

400 C22H 12N2O6 31664-79-6
Benzo[l,2-e:4,5-c']dipyrrole-l,3,5,7(2AT,6//)-tetrone, 2,6-bis(2-
hydroxyphenyl)-

J k



3104 EPA/NIH MASS SPECTRAL DATA BASE 400

400 C22H28N2O5 56143-42-1
Aspidospermidin-21-oic acid, l-formyl-20-hydroxy-17-methoxy-,
methyl ester

400 C23Hi7BrN2 25649-74-5
4//-l,2-Diazepine, 5-(p-bromophenyl)-3,7-diphenyl-

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

,
1 ll

1- .1 ill ,1 ... ..... ..

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

ii .... ..lit, L
160 170 180 190 200 210 220 230 240 250 260

11:1
270 280 290 300

, r t , , , rJJ—

1

,
1

400 C 23H 28O6 51477-86-2
Estra-l,3,5(10)-trien-17-one, 3,16-bis(acetyloxy)-2-methoxy-,

(16a)-

110 120 130 140 150

100-

80-

60-

40-

20-

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

80-

60-

40-

20-

L L

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

400 C 23H32N2O4 54658-07-0
4,25-Secoobscurinervan-4-ol, 16-methoxy-22-methyl-, (4/3,22a)-

400 C 23H32N2O4 54725-61-0
Aspidospermidin-3-ol, l-acetyl-16,17-dimethoxy-, (3a)-

MeO Ac OH



400 EPA/NIH MASS SPECTRAL DATA BASE 3105

400 C 23H32N 2O 4 55724-47-5
4-Piperidineacetic acid, l-acetyl-5-ethyl-2-[3-(2-hydroxy=::

ethyl)-l//-indol-2-yl]-a-methyl-, methyl ester

CHMe C( 0) OMe

400 C23H44O5
1,2-Propanediol, 3-(hexadecyloxy)-, diacetate

OAc
I

Me ( CH2 ) 1 5 OCH2 CHCH2 OAc

21994-82-1

100

80-

60-

40-

20-

0 1‘ “
1

“
‘l

1
1

1 “-i 1 1
— r——I

1 1 1 1—
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

400 C24H 20N 2O4 52512-33-1
l,8-Dioxa-2,6-diazaspiro[4.4]nonan-7-one, 3-benzoyl-2,6-diphenyl-

Ph

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

400 C23H48p3Si 56630-47-8
Hexadecanoic acid, 4-[(trimethylsilyl)oxy]butyl ester

Me ( CH2 ) 1 4 C( 0) 0( CH2 ) 4 OSi Me3

400 C24H 20N2O4 55780-95-5
Oxazolo[5,4-d]isoxazol-5(2//)-one, 3-benzoyltetrahydro-6a-
methyl-2,6-diphenyl-

°Y
Nn

0-

,0. .Ph
N



3106 EPA/NIH MASS SPECTRAL DATA BASE 400

400 C 24H32O5 470-42-8 400 C 24H32O5 20987-26-2
Bufa-20,22-dienolide, 14,15-epoxy-3,5-dihydroxy-, (3/3,5/3,15/3)- Bufa-20,22-dienolide, 14,15-epoxy-3,19-dihydroxy-, (3/3,5/3,15/3)-

400 C 24H 32O5 4026-95-3
Bufa-20,22-dienolide, 14, 15-epoxy-3,16-dihydroxy-, (3/3, 5/3,

=
15/3,16/3)-

-V" ,|H--
|

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

400 C24H32O5 39005-15-7
Bufa-20,22-dienolide, 14,15-epoxy-3,11-dihydroxy-, (3/3,5/3,=

11a, 15/3)-

0



400 EPA/NIH MASS SPECTRAL DATA BASE 3107

400 C25H 36O4 14334-92-0

Pregn-4-ene-3,20-dione, 17-hydroxy-6a,16a-dimethyl-, acetate

Me Ac 0 Ac

400 C 26H 24O4 19723-39-8
2//-l-Benzopyran-3-carboxylic acid, 2-ethoxy-2,4-diphenyl-, ethyl

ester

Ph

400 C 26H 40O3 56259-12-2
3,5-Cyclochol-22-en-24-oic acid, 6-methoxy-, methyl ester,

(3/3,5a,6/3,22£)-

100

80

80

40

20

0

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

400 C 27H 20N4 23616-61-7
l//-Pyrrolo[2,3-6]pyridine, 3,3'-methylenebis[2-phenyl-

400 C27H44O2
Cholest-8(14)-en-7-one, 3-hydroxy-, (3/3,5cx)-

Me

566-29-0

/



3108 EPA/NIH MASS SPECTRAL DATA BASE 400

400 C27H44O2

Cholestane-3,6-dione, (5a)-

2243-09-6 400 C 27H44O2 19356-17-3
9,10-Secocholesta-5,7,10(19)-triene-3,25-diol, (3/?,5Z,7E)-

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

100

80

60

40

20

0

400 C 27H44O 2 5012-14-6

li

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

li
1

1
1

UH 1 1 1 1

—

m—1 r" 1 1 1 1 r-
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

|l JlllL ,lilllll —lilllj i.l|llll ,i.lilllil|

—

i- l'l|

Spirostan, (5a,25R)-

rb
CHMe ( CH2 ) 3 CMe 2 OH

CH
I

CH

CH2

400 C27H44O2 24742-85-6
5a,14|d-Spirostan, (25R)-

I
^ r" 1 1 H 1

—L—
1

“4
1

.
i 1 r-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



400 EPA/NIH MASS SPECTRAL DATA BASE 3109

400 C27H44O2
5a-Furost-20(22)-en-26-ol, (25/?)-

HOCH2 CHMeCH2 CH2 0

24744-54-5

400 C27H44O2
Cholestane-3,6-dione, (5a,17a,20S)-

41083-78-7

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

400 C27H44O2
5a-Spirostan, (20/?,25/?)-

24799-49-3

100-1

80-

60-

1 1 1 1

40-

Ll lL JiL i-i.I.i- i.liln . i.illi.-i . . hi... . . ..I.., 1- -M. 20-

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

310 320 330 340 350 360 370 360 390 400 410 420 430 440 450

400 C27H44O2
Cholesta-20,24-diene-3,6-diol, (3/3,5a,6a)-

41084-19-9

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

1 ,
'I'll'

r
1 , T 1 T T

1 .

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

400 C27H44O2
5a-Cholest-2-en-19-oic acid

28809-50-9

ill Li ii 1O, 1—jJiL-j. ill, ,i...i,l,i|

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

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



3110 EPA/NIH MASS SPECTRAL DATA BASE 400

400 C 27H 44O 2 50673-97-7
Cholest-8(14)-en-15-one, 3-hydroxy-, (3/3,5a)-

CHMe { CH2 )

3

CHMe 2

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

400 C27H44O2
Cholestan-7-one, 8 ,14-epoxy-, (5a,8a)-

54411-78-8

CHMe ( CH2 ) 3 CHMe2

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

,1 i . 1 , L 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

400 C 27H44O2

Furostan-12-one, (5a)-

Me 2 CHCH2 CH2

54411-92-6

60-

40-

20-

400 C 27H44O2

Cholesta-17 (20),24-diene-3,6-diol, (3/3,5a,6a)-
55924-02-2

400 C 27H 44O2

Cholesta-5,24-diene-3,20-diol, (3/3,207?)-

56362-84-6

10 20 30 40 50 60 70



400 EPA/NIH MASS SPECTRAL DATA BASE 3111

400 C27H44O2

3,5-Cyclocholestan-19-al, 6-hydroxy-, (6/3)-

Me 2 CH(CH 2 ) 3 CHMe

56942-37-1

400 C 28H48O 516-78-9
Ergost-7-en-3-ol, (3/3,5a)-

Me

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

i li|L
1
i«Li

,
lLlj LfJ ,

ill .it, Jjli
T

il__ 1..,. ,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

400 C 28H480 632-32-6
Ergost-8(14)-en-3-ol, (3/3,5a)-

Me

120 130 140 150

400 C28H480 984-87-2
Cholestan-3-one, 4-methyl-, (4a,5a)-

Me

400 C 28H480 1174-92-1
Cholest-5-ene, 3-methoxy-, (3/3)—

Me

,

LiII .Li. lili. 1 iU lilllil.. i.lilil.i.i-li llil.

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

1^ Jj A. L

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

:L— lilt

—

h

—

l—JL——
1 “T T“ 1 l “*r 1 T* 1 1 1 1 1

—
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



3112 EPA/NIH MASS SPECTRAL DATA BASE 400

400 C28H480 1912-66-9
9,19-Cyclocholestan-3-ol, 14-methyl-, (3/3,5a)-

400 C 28H48O
5a-Cholestan-4-one, 3/3-methyl-

2634-54-0

CHMe ( CH 2 )

3

CHM6 2

100

80

60

40

20

0
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

400 C28H480 1981-91-5
Cholest-4-ene, 3-methoxy-, (3/3)-

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

.. . 1.

310 320 330 340 350 360 370 380 390 4<)0 410 420 430 440 450

400 C 28H480
Ergost-5-en-3-ol, (3/3)-

4651-51-8

CHMe CH2 CH2 CHMe CHMe 2

100
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20

0

100

80

60

40

20

0

100

80
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0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

.1 .1 1 1

1

L . .1,1,1. i.l <1,1 ,1
ilji . . liliii .i,l,IL ..iJilii,

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

1 lllllil.. l.lil.ll. 1.1- 1 . 1.. . . III . .. .il 1,. . 1 ...1. .1,. . ,1,

160 170 180 190 200 210 220 230 240 250 260 270 280 260 300

,1,
,

, ,_L ll.
,

-



400 EPA/NIH MASS SPECTRAL DATA BASE 3113

400 C 28H48O
5a-Cholest-8-en-3/3-ol, 14-methyl-

6062-47-1 400 C28H 480
A-Norcholestan-3-one, 5-ethyl-, (5/8)-

19682-33-8

170 180 190 200 210 220 230 240 250 260 270 280 290 300

400
5a-Ergostan-15-one

C28H48O

CHMe CH 2 CH2 CHMe CHMe

2

14111-74-1

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

400 C 28H48O
Cholestan-3-ol, 2-methylene-, (3/3,5a)-

22599-96-8

CHMe ( CH2 ) 3 CHMe 2

H2C

70 80 90 100 110 120 130 140 150

- 100-1

80-

60-

1.1, . . . 1 . . 1. i.

40-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300
0-

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



3114 EPA/NIH MASS SPECTRAL DATA BASE 400

400 C28H48O
Ergost-7-en-3-ol, (30)-

26047-31-4 400 C28H 48O 35339-45-8
Cyclopropa[5,6]cholestan-3~ol, 3',6-dihydro-, (3a,5a,60)-

Me Me

400 C28H48O
Ergost-8(14)-en-3-ol, (30)-

400 C 28H48O 35339-47-0
Cyclopropa[5,6]cholestan-3-ol, 3',6-dihydro-, (30,5a,60)-



400 EPA/NIH MASS SPECTRAL DATA BASE 3115

400 C28H 480 36422-25-0
Ergost-22-en-3-ol, (3/3,5a,22E,24R)-

Me

CHMe CH = CHCHMe CHMe 2

400 C 28H48O 53287-18-6
Cholest-2-ene-2-methanol, (5a)-

400 C 28H48O 38037-44-4
Cyclopropa[5,6]cholestan-3-ol, 3',6-dihydro-, (3/3, 5/3,6a)-

400 C 28H 480 53755-39-8
Cyclopropa[7,8]cholestan-3-ol, 3',7-dihydro-, ( 3/3,5a,7/3,8a)-

CHMS/CH2

)

3 CHMe

2

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



3116 EPA/NIH MASS SPECTRAL DATA BASE 400

400 C 28H48O
Cholestan-3-one, 14-methyl-, (5a)-

CHMe ( CH2 )

3

CHMe

2

54411-55-1

400 C 28H48O
Cholestan-15-one, 14-methyl-, (5a)-

CHMe ( CH2 ) 3 CHMe

2

54515-29-6

400 C28H480 55402-28-3
Cholestane, 2,3-epoxy-2-methyl-, (2a,3a,5a)-
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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

100

80

60

40
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0
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

400 C 28H480 55724-43-1
Cholestane, 3,4-epoxy-2-methyl-, (2a,3a,4a,5a)-

Me

400 C28H480 56687-74-2
Cholest-7-en-3-ol, 14-methyl-, (3 13)-

Me



401 EPA/NIH MASS SPECTRAL DATA BASE 3117

100

80

60

40

20

0

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

400 C 29H52

Benzene, 2-(l-decylundecyl)-l,4-dimethyl-

Me
( CH 2 ) 9 Me

I

„CH(CH 2 )9Me

55373-91-6

400 C 29H20O2 33524-67-3
2//-Pyran-2-one, 3,4,5,6-tetraphenyl-

0

—1 1 1 1 1 1 r“ 1 1 1 1 1 1 1

—

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

400 C29H52 601-58-1
Stigmastane

Me

Me

401 C9H9CI6N 3S 24481-69-4
1,3,5-Triazine, 2-[(2-methylpropyl)thio]-4,6-bis(trichloromethyl)-

ci 3 cY Y
CCI 3

401 C9H9CI6N3S 24504-18-5
1,3,5-Triazine, 2-(butylthio)-4,6-bis(trichloromethyl)-

yV
Y
CCI 3

i.l .iiY, 1 . 11 1 .I 1 ... . Mil.

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

. 1 , 1 .

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



3118 EPA/NIH MASS SPECTRAL DATA BASE 401

401 CnHisMoNsOsP 14971-43-8

Molybdenum, pentacarbonyl(hexamethylphosphorous triamide-P)-,

(OC-6-22)-

NMe 2

I

,PNMe2
I

NMe 2

401 C 20H 19NO8 2444-65-7

2-Naphthacenecarboxamide, l,4,4a,5,5a,6,ll,12a-octahydro-
3,6,10,12,12a-pentahydroxy-6-methyl-l,ll-dioxo-, [4aS-
(4aa,5aa,6d,12aa)]-

401 C2oH24BrN30 478-84-2
Ergoline-8-carboxamide, 2-bromo-9,10-didehydro-A7,lV-di :=

ethyl-6-methyl-, (8/3)—

401 C 21H24CIN3OS 84-04-8
4-Piperidinecarboxamide, l-[3-(2-chloro-10/f-phenothiazin-

10-yl)propyl]-

C0NH2



401 EPA/NIH MASS SPECTRAL DATA BASE 3119

401 C22H27NO6 29944-26-1
Hasubanan-9-ol, 7,8-didehydro-4,5-epoxy-3,6,6-trimethoxy-

17-methyl-, acetate (ester), (5a,9a, 13/3, 14/3)—

MeO OMe

100

80

so

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

401 C22H29NO5.BH3 56772-01-1
7-Isoquinolinol, l,2,3,4-tetrahydro-6-methoxy-2-methyl-l-[2-

(3,4,5-trimethoxyphenyl)ethyl]-, compd. with borane (1:1)

OMe

401 C24H39N0 2Si 57397-03-2
Androsta-l,4-dien-3-one, 17-methyl-17-[(trimethylsilyl)oxy]-,

O-methyloxime, (17/3)-

401 C25H39NO3 4642-58-4
Alanine, /V-acetyl-/V-5a-androst-2-en-3-yl-, methyl ester, L-

Me

MeOC( 0) CHMeN{ Ac )

19779-85-2

100

80

60

40

20

0

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



3120 EPA/NIH MASS SPECTRAL DATA BASE 401

401 C27H47NO 2735-20-8
5a-Cholestan-6-one, oxime

401 C 27H47NO 2735-21-9
Cholestan-3-one, oxime, (5a)-

Me

401 C27H47NO 14614-13-2
5a-Cholestan-2-one, oxime

Me

401 C 27H47NO 30788-42-2
16,28-Secosolanidan-3-ol, (3/3,5a)-

Me



402 EPA/NIH MASS SPECTRAL DATA BASE 3121

401 C 29H23NO 15183-53-6
Spiro[azetidine-2,9'-fluoren]-4-one, 3-ethyl-l,3-diphenyl-

0

1

402 C9H22Br2N4Ni 56793-01-2
Nickel, [1 -bromo N3-[3-[(l- bromopropyl)amino]propyl]-l,l,3-
propanetriamine]-

Br Br

|

H2NC(CH2 )2 NH(CH2)3NHCHCH2 Nte Ni

NH 2

100

80

80

40

20

0

100

80

60

40
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0
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00

40
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0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

1. nil. lliUi. ... .1.

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

402 CioHioFe 206S2 15634-62-5
Iron, hexacarbonylbis[ft-(ethanethiolato)]di-, (Fe-Fe)

CO rn

J/
C°

S— Fe CO

I/I
0C
7i

e_‘s^Et

0C CO

402 C 13H8CIIN 2OS 13997-32-5
Thiocyanic acid, 4-amino-2-chloro-5-(4-iodophenoxy)phenyl ester
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0
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0
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0

402 C 14F 10N 2O 16184-59-1
1,3,4-Oxadiazole, 2,5-bis(pentafluorophenyl)-

F F

i_i 1 , L 1 tii

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

1
,

1 1

1

,
l 1 1 1 1

1|

In

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

—1 1 1 1 1 1 1 t 1 r111
1 1 1

1 1

—
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3122 EPA/NIH MASS SPECTRAL DATA BASE 402

402 CieHioC^Oe 12194-12-6

Chromium, hexaearbonylbis(r)5~2,4 -cyclopentadien- l-yl)di-

402 C 17H 22O9S 29919-81-1

Arabinopyranoside, methyl, 2,3-diacetate 4-p-toluenesulfonate, /3—L—

OAc

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

402 C 18H 15ASS3

Arsenotrithious acid, triphenyl ester

1776-70-1

SPh
I

PhSAsSPh

402 C20H34O8 77-90-7
1,2,3-Propanetricarboxylic acid, 2-(acetyloxy)-, tributyl ester

C(0)0( CH 2 ) 3 Me

Me
( CH2 ) 3 OC( 0) CH2 CCH2 C( 0) 0( CH2 ) 3 Me

AcO

80-

60-

402 C 21H 22O8 14813-27-5

4//-l-Benzopyran-4-one, 3,5,7-trimethoxy-2-(3,4,5-trimeth—

oxyphenyl)-



402 EPA/NIH MASS SPECTRAL DATA BASE 3123

100
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0

100
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0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

... .1 ... ....

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

'.1.1.1. l-lh.—

402 C21H 38O7 3225-82-9
Erythronolide A, 12-deoxy-

Me Me

402 C 22H 10O8 56784-01-1
l/f,3/T Naphthaceno[ l,12-cd]pyran-l,3,8,13-tetrone, 5-acetyl-
7,12-dihydroxy-

0

Ac

0 OH

402 C22H 22N6O2 18710-93—5
Pyrimido[5,4-d] pyrimidine, 4,8-dianilino-2,6-diethoxy-

PhNH

NHPh

402 C 22H 26O7 33439-67-7
Guaia-3,10(14)-dien-12-oic acid, 6a,8,ll-trihydroxy-2-oxo-,

12,6-lactone, 8-acetate ll-(2-methylcrotonate), (Z)-(8S,lli?)-

Me
OC(O) CMe :CHMe

H2C

402 C 23H46O 5 56554-25-7
Docosanoic acid, 8,9,13-trihydroxy-, methyl ester

MeOC(O) (CH2)6CH(OH) CH(OH) (CH2)3CH(OH) ( CH2 ) 8 Me

100

80

60

40

20

0
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3124 EPA/NIH MASS SPECTRAL DATA BASE 402

100

so

60

40

20

0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

402 C24H 18O6 27939-57-7
[Binaphthalene]-!, 1',4,4-dione, 5,5'-dimethoxy-7,7'-dimethyl-

402 C 24H 18S3 56114-48-8
[l,2]Dithiolo[l,5-6][l,2]dithiole-7-SIV

,
4-(4-methylphenyl)-2,=

3-diphenyl-

Me

402 C24H28F2O3 18069-09-5
3'//-Cyclopropa[6,7]pregna-l,4,6-triene-3,20-dione, 16a,17-ep=

oxy-3',3'-difluoro-6,7d-dihydro-6d,16-dimethyl-

Ac

402 C 24H34O5 465-11-2
Bufa-20,22-dienolide, 3,11,14-trihydroxy-, (3/t,5d,ll«)-

0



402 EPA/NIH MASS SPECTRAL DATA BASE 3125

402 C 24H34O5 472-26-4
Bufa-20,22-dienolide, 3,5,14-trihydroxy-, (3d,5/3)-

402 C 24H 34O5 31444-11-8
Bufa-20,22-dienolide, 3,14,15-trihydroxy-, (3d,5/3,15a)-

0

1,

,

111 ll d.l„. 1 Ill ll.. i ll 1

1

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

lllh.lilllll.. ii.i.llln Ii II 1 I.. . 1 .I 1L 1.. 1.1, ill,.. .. .

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

...ll- 1- .I.Jl l. l. .1 u 1
I I ' I I 1 I

1
1 11 1 | "| |

310 320 330 340 350 360 370 360 390 400 410 420 430 440 450

402 C 25H38O4 19684-72-1
Chol-4-en-24-oic acid, 12a-hydroxy-3-oxo-, methyl ester

Mo

402 C25H38O4 40148-10-5
Pregn-5-en-20-one, 3-(acetyloxy)-, cyclic 20-(l,2-ethanediyl acetal),

(3d)-



3126 EPA/NIH MASS SPECTRAL DATA BASE 402

402 C25H38O4 51460-72-1
Butanoic acid, 3-methyl-, [5-[2-(3-furanyl)ethyl]-l,2,3,4,4a,5,=

8,8a-octahydro-2-hydroxy-5,6,8a-trimethyl-l-naphthale=
nyl]methyl ester, (la,2a,4ad,5d,8aa)-

Me2 CHCH2 C{ 0) OCH2

100 -I

80-

60 -

40-

20 -

0 -*
1 1 1 I T 1 r 1 1 1 1 1 1 1 1

—

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

402 C25H38O4 57983-86-5
26,27-Dinorfurostan-ll-one, 22,25-epoxy-3-hydroxy-, (3/3,8a,=

14/3,20/3)-

402 C 25H43BO3 30882-55-4
Pregnane-3, 17,20-triol, cyclic 17,20-[(l,l-dimethylethyl)boronate],

(3a,5/3,20S)-

Bu-t

402 C 25H 43BO3 30882-59-8
Pregnane-3,17,20-triol, cyclic 17,20 -[(1,1 -dimethylethyl)boronate],

(3a,53,207?)-



402 EPA/NIH MASS SPECTRAL DATA BASE 3127

402 C25H43BO3 30882-60-1
Pregnane-3, 17,20-triol, cyclic 17,20-(butylboronate), (3a,5/3,20/2)—

( CH2 ) 3 Me

B — 0

402 C26H42O3
Cholan-12-one, 3-(acetyloxy)-, (3a,5/3)-

42921-46-0

402 C26H 42O3 3949-50-6
B -Nor-5,6-secocholest-2- en-6-oic acid, 1-oxo-, (10a)-

Me

402 C 27H43FO 31756-68-0
Cholest-5-en-4-one, 3/3-fluoro-

Me



3128 EPA/NIH MASS SPECTRAL DATA BASE 402

402 C27H43FO
Cholest-4-en-6-one, 3/3-fluoro-

31756-69-1 402 C27H46O2
Cholestan-3-one, 5-hydroxy-, (5a)-

2515-01-7

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

100-1

80-

60-

40-
I

20-
1.

—
***—

i H , 1
, S' M*-i 1 k1

1 *i 1 1 r- 1 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

80-

60-

40-

1
20-

1 , . Li _L L
ol

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

402 C27H43FO
Cholest-5-en-7-one, 3-fluoro-, (3/3)—

31772-90-4

CHMe { CH2 ) 3 CHMe2

402 C27H46O2
Cholestan-4-one, 5-hydroxy-, (5a)-

19043-66-4

402 C27H46O2
5a-Furostan-26-ol, (25/2)—

24744-50-1

100

80

60

40

20

0
100 110 120 130 140 ISO



402 EPA/NIH MASS SPECTRAL DATA BASE 3129

402 C27H46O2 25631-39-4
9,10-Secocholesta-5,7-diene-3,25-diol, (3f),5E,7E)-

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

402 C27H46O 2

5a-Cholestan-l-one, 19-hydroxy-

CHMe ( CH 2 I 3 CHMe 2

28809-71-4

402 C 27H46O2

Cholestan-7-ol, 8,14-epoxy-, (5a,7a,8a)-

CHMe ( CH 2 ) 3 CHM6 2

38819-60-2

Jill ,,.ll l_L
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

i. d j]—1
1 1 1 1“—1

—

“i 1 1 r0—1
1 1 1 1—

310 320 330 340 350 360 370 380 390 400 410 420 430 440 460

402 C27H46O2

Cholestan-7-ol, 8,9-epoxy-, (5a,7a,8a)-

Me

38819-61-3



3130 EPA/NIH MASS SPECTRAL DATA BASE 402

402 C27H 46O2

Cholestan-7-one, 9-hydroxy-, (5a)-
39031-13-5 402 C 27H46O2

Cholest-20(22)-ene-3,6-diol, (3/3,5a,6a)-
41084-08-6

Me

402 C27H46O 2 41084-02-0
Cholest-20-ene-3,6-diol, (3/3,5a,6a)-

Me

,1.1 . j, lll,l ,1,L it

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

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

i

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

Me

402 C 27H46O 2 54514-97-5
Cholest-8-ene-7,ll~diol, (5a)-

Me

100

80

60

40

20

0
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20

0

100

80

60

40

20

0
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

11 Jl Hi ,ll.i 1.1. i. 111.. .,1.

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

uL ... lii .1 Jl .1 i , ,

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

l-. lL



402 EPA/NIH MASS SPECTRAL DATA BASE 3131

402 C27H46O2

Cholest-8(14)-ene-7,15-diol, (5a)-

54515-30-9

CHMe { CH 2 ) 3 CHMe 2

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

402 C 27H46O2

Furostan-26-ol, (5a,20/1,25/?)-

HOCH 2 CHMe CH 2 CH 2

^ 0

Me Me

55028-77-8

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

402 C 27H 46O2

Cholestan-15-one, 3-hydroxy-, (3/1,5a)-
55823-04-6

CHMe { CH2 ) 3 CHMe2

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

1 i, ll.. ,1.

310 320 3 10 340 350 360 370 380 390 400 410 420 430 440 450

402 C27H46O2

Cholest-17 (20)-ene-3,6-diol, (3/1,5a,6a)

55924-01-1

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

402 C 28H50O
Cholestane, 3-methoxy-, (3/3,5a)-

1981-90-4

CHMe ( CH2 ) 3 CHMe2

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

100 -i

60-

40-

l 1 i 1 1 i il

20-

! 1, L

L>jj L,—i.lil[i.i.Jil|liL Jiilii.... ..Iilll|i i.i|inii .... i , . i.i.i
310 320 330 340 350 360 370 380 390 40C 410 420 430 440 450

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



3132 EPA/NIH MASS SPECTRAL DATA BASE 402

402 C 28H50O
Cholestane, 3-methoxy-, (3a,5a)-

2569-20-2 402 C 28H50O
Ergostan-3-ol, (3/3,5a)-

6538-02-9

402 C 28H 50O
5a-Cholestan-3/3-ol, 14-methyl-

5259-27-8 402 C 28H50O
Cholestan-3-ol, 2-methyl-, (2/3,3a,5a)-

20997-57-3
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403 EPA/NIH MASS SPECTRAL DATA BASE 3133

402 C28H50O
Cholestan-3-ol, 4-methyl-, (3a,4a,5a)-

20997-67-5 402 C28H50O
Cholestane, 3-methoxy-, (3a)-

58072-56-3

402 C 28H50O 53109-81-2
Cholestane, 3-methoxy-, (3/3)-

CHMe(CH2)3CHM6 2

403 C 13H20F3N3O4S2 55670-16-1
1,3-Benzenedisulfonamide, 4-(dimethylamino)-N,N,N',N'~

tetramethyl-6-(trifluoromethyl)-

CHMe ( CH 2 )

3

CHMe2

100

80

60

<0

20

0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
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1

u nil Iii.il. -I... ' LJ 1 L

403 Ci6H34N03PSi3 53044-42-1
Phosphonic acid, [phenyl[(trimethylsilyl)amino]methyl]-, bis-

(trimethylsilyl) ester

OS I M03
I

M63SI OPCHPhNHSi Me3

100

80

60

40

20

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



3134 EPA/NIH MASS SPECTRAL DATA BASE 403

403 C 21H26CIN3OS 58-39-9
1-Piperazineethanol, 4-[3-(2-chloro-10fl-phenothiazin-10-yl) =
propyl]-

CH2 CH2 oh

403 C 2iH29N05Si 55760-25-3
Crinan, l,2-didehydro-3,7-dimethoxy-ll-[(trimethylsilyl)oxy]-,

(3a,llS)—

MeO

403 C24H22BrN 42715-20-8
3-Cyclohexen-l-amine, 6-(4-bromophenyl)-2,5-diphenyl-,

(la, 2/3,5/8,6/8)-

Ph

Ph

404 CgHeCleOsS 115-29-7
6,9-Methano-2,4,3-benzodioxathiepin, 6,7,8,9,10,10-hexa=

chloro-1 ,5,5a,6,9,9a-hexahydro-, 3-oxide

ci

0—' \
Cl

404 CnHieOSes 57289-43-7
2,4,6-Triselenatricyclo[3.3.1.1 3 .

7]decan-8-one, 1,3,5,7-tetramethyl-,

(±)-

1
,.

1 lJ
.,

...Ill,l|l
|

i.M ^.i.i.i .il.l.y .
. ,

.nlil...

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

,.i|l 1 .,iilil.l,i
, , ,

, , ,
,

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



404 EPA/NIH MASS SPECTRAL DATA BASE 3135

100

80

80

40

20

0
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

404 C 12H 12O4W 12129-70-3
Tungsten, tetracarbonyl[(l,2,5,6-r))-l,5-cyclooctadiene]-

404 C 17H24O 11 13964-14-2
D-glycero-D-gu/o-Heptitol, 2,6-anhydro-, pentaacetate

404 C 17H24O 11 20746-89-8
Glucopyranose, 3-deoxy-3-(hydroxymethyl)-, pentaacetate, a-D-

OAc

404 Ci7H37B06Si2 56211-09-7
a-D-Mannopyranoside, methyl 2,3-bis-0-(trimethylsilyl)-, cyclic

butylboronate

TMS

, 1
.1 lllll.l ...h.lll.l . ... 1,1. il.I.lil.i.! l.iXiii.I.i.l... iyi.nll.i-> ,.i l.liu ..i.i.i.nli.

90 100 110 120 130 140 150

I ... Ill.l 1)1
,

1 li.-l
,1

11. ... ... ^

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



3136 EPA/NIH MASS SPECTRAL DATA BASE 404

404 CnlfeBOeSL 56211-10-0
/3-D-Galactopyranoside, methyl 2,3-bis-0-(trimethylsilyl)-, cyclic

butylboronate

404 CnlfoBOeSiz 56211-12-2
a-D-Galactopyranoside, methyl 2,6-bis-0-(trimethylsilyl)-, cyclic

butylboronate

o— ch 2

Me(CH2 )3 B 0 I q oMe

O)
OTMS

CH2 0TMS

Me(CH2 )3—B—VO

404 CnlfeBOeSh 56211-11-1
a-D-Galactopyranoside, methyl 2,3-bis-0-(trimethylsilyl)-, cyclic

butylboronate

404 CnbfoBOeSL 56211-13-3
/3-D-Galactopyranoside, methyl 2,6-bis-0-(trimethylsilyl)-, cyclic

butylboronate

CHgOTMS

Me

Me(CH2 )3—

B

OTMS



404 EPA/NIH MASS SPECTRAL DATA BASE 3137

404 CnlfoBOeSh 56211-14-4
a-D-Glucopyranoside, methyl 2,3-bis-0-(trimethylsilyl)-, cyclic

butylboronate

404 C 18H32N2O6S 17057-59-9
a-V-glycero-D-galacto -Octopyranosid- 7-uloSe, methyl 6,8-di=
deoxy-6-[[(l-methyl-4-propyl-2-pyrrolidinyl)carbonyl] =
amino]-l-thio-, (2S-trans)-

OTMS

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

404 CnlfoBOeSh 56211-15-5
d-D-Glucopyranoside, methyl 2,3-bis-0-(trimethylsilyl)-, cyclic

butylboronate

OTMS

404 C 18H32N2O8 3626-00-4
Glycine, A',7V

,

-l,2 -ethanediylbis[iV-(2-ethoxy-2 oxoethyl)-, diethyl

ester

Et0C(0)CH2 CH 2 C( 0) OE t

I I

E t OC( O) CH 2 NCH 2 CH 2 NCH 2 C( 0) OE t

404 C 22H 12O8 51860-97-0
Benzo[l,2-6:4,5-6’]bisbenzofuran-6,12-dione, 3,9-bis(acetyloxy)-

0

0



3138 EPA/NIH MASS SPECTRAL DATA BASE 404

404 C 22H20N4O4 55591-19-0
1,2-Propanediol, l-(l-phenyl -17/ -pyrazolo[3,4-6]quinoxalin -3-yl)-,

diacetate (ester), [S-(R*,S*)]-

Ph
I

OAc

404 C 22H 22N2Ni02 15277-29-9
Nickel, [[3,3'-(l,2-ethanediyldinitrilo)bis[l-phenyl-l-butano=

nato]](2-)-Af,N',0,0']-

Me

404 C 22H28O7 10569-15-0
3-Furanmethanol, 2-(3,4-dimethoxyphenyl)-4-[(3,4-dimeth=
oxyphenyl)methyl]tetrahydro-3-hydroxy-, [2S-(2a,3/3,4a)]-

404 C23H32O6 66-28-4
Card-20(22)-enolide, 3,5,14-trihydroxy-19-oxo-, (3/3,5/d)—

404 C 24H20O6 614-33-5
1,2,3-Propanetriol, tribenzoate

OC( O) Ph
I

PhC( 0) OCH2 CHCH2 0CI 0) Ph

100
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20

0
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404 EPA/NIH MASS SPECTRAL DATA BASE 3139

100
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40

20

0

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

404 C24H30F2O3 18069-06-2
3'//-Cyclopropa[6,7]pregna-4,6-diene-3,20-dione, 16a,17-ep-

oxy-3\3'-difluoro-6,7/3-dihydro-6/3,16-dimethyl-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

L—,— L — . d—i-
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

404 C 24H 36O5 2857-83-2
Pregnan-20-one, 3-(acetyloxy)-5,6-epoxy-17-hydroxy-16-methyl-,

(3/3,5a,6a,16a)-

Me

404 C24H4o03Si 56700-98-2
4-Tetradecen-3-one, l-[3-methoxy-4-[(trimethylsilyl)oxy]phenyi]-

MeOVv^<^.CH2 CH2 COCH :CH( CH2 ) 8 Me

Mo t s 1 n

404 C25H40O4 1174-69-2
Pregnane-3,20-diol, diacetate, (3a,5/3,20S)-

Me

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

404 C 26H32N 2O2 36459-04-8
Aspidospermidin-21-ol, 17-methoxy-21-phenyl-

CH 2 CH( OH) Ph

100

80

60

40

20

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



3140 EPA/NIH MASS SPECTRAL DATA BASE 404

404 C26H44O3 50364-98-2
B-Nor-5,6- secocholestan 6-oic acid, 1-oxo-, (10(3)-

GT
CHMe ( CH 2 )

3

CHMe 2

CO2 H

404 C 27H 48O2

Cholestane-3,5-diol, (3/3,5a)-
3347-60-2

404 C 27H48O2

Cholestane-4,5-diol, (4/3,5a)-
20233-47-0

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

160 174 180 190 200 210 220 230 240 250 260 270 280 290 300

i i
1“*

1 1 M4 1 i“T 1

—

14—i 1 1 i-
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

404 C27H48O2

5a-Cholestane-2a,19-diol
28809-54-3

CHMe ( CH 2 ) 3 CHM62



404 EPA/NIH MASS SPECTRAL DATA BASE 3141

404 C27H48O2

5a-CholestaneT«,19-diol
28809-55-4 404 C27H48O2

Cholestane-3,6-diol, (3/3,5a,6a,17a,20S)-
41083-77-6

404 C 27H48O2 41083-73-2
Cholestane-3,6-diol, (3d,5a,6a)-

Me

Me

404 C 28H24N2O 20944-74-5
Spiro[3H-benz[g] indole-3,l'-cyclohexane]-2-carboxamide, N-

1-naphthyl-

404 C 28H 24N2O 50297-58-0
Benzeneacetamide, AC-phenyl-a~[2-phenyl-l-(phenylamino) =

ethylidene]-

NHPh
I

Ph NHCOCPh :CCH2 Ph

100

80

60

40

20

0

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



3142 EPA/NIH MASS SPECTRAL DATA BASE 404

405 C 19H 23N 3O7 35405-81-3
1,2,3-Butanetriol, 4-methoxy-l-(2-phenyl-2/f-l,2,3-triazol-4-yl)-,

triacetate (ester), [!/?-(!/?*,2ft*,3/?*)]-

160 170 180 190 200 210 220 230 240 250 260 270 200 290 300

OAc

OAc

OAC
nu .N. I I

Ph ^ N
/ V^.CHCHCHCH2 0Me

\

N-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

404 C 29H40O 37754-73-7
1,4-Epoxynaphthalene, l,5,7-tris(l,l-dimethylethyl)-l,2,3,4-

tetrahydro-4-(phenylmethyl)-

t-Bu CH2 Ph

%

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

;

dJ . 1 . 1 , L
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

1 ,

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

405 Ci9H27N305Si 57305-03-0
2,4,6(12f,3//,5//)-Pyrimidinetrione, 5-[2-(methoxyimino)-3-

[
(trimethylsilyl)oxy] propyl]-1 ,3-dimethyl-5-phenyl-

NOMe
II

CH2CCH2OSI Me 3

Ph

AN' '0
I

Me

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

405 C 19H23N3O7 35405-80-2
1,2,3-Butanetriol, 4-methoxy-4-(2-phenyl-2//-l,2,3-triazol-4-yl)-,

triacetate (ester), [2R-(2R* ,3S* ,4/?*)]-
10 20 30 40 50 60 80 90 100 110 120 130 140 150

OAc 80

OAc 60-

N 1 1

^v^CH( OMe) CHCHCH2OAC 40
;

\ /
20 '

1. ,

160 1

l l l 1 l l l l 1 1

0 180 190 200 210 220 230 240 250 260 270 280 290 300

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

405 C 21H24CINO5 56772-02-2
B-Homomorphinan-7-one, 5-chloro-5,6,8,14-tetradehydro-3-

hydroxy-2,4,6-trimethoxy-17-methyl-, (9a,13a)-



405 EPA/NIH MASS SPECTRAL DATA BASE 3143

405 C 22Hi6BrN02 27311-57-5
2-Butene-l ,4-dione, 2-(p-bromoanilino)-l ,4-diphenyl-

COPh
I

310 320 330 340 350 360 370 360 390 400 410 420 430 440 450

405 C 22H22CoN202 36466-12-3
Cobalt, [[3,3'-(l,2-ethanediyldinitrilo)bis[l-phenyl-l-butano=

nato]](2-)-N,N',0,0']-

405 CasHagNOsSi 57305-06-3
Androstane-ll,17-dione, 3-[(trimethylsilyl)oxy]-, 17-(0-
methyloxime), (3a,5/3)-

Me

405 CwHagNOaSi 57305-07-4
Androstane-ll,17-dione, 3-[(trimethylsilyl)oxy]-, 17-(0-
methyloxime), (3a,5a)-

Me

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



3144 EPA/NIH MASS SPECTRAL DATA BASE 405

405 C 24H 23NO 5 56051-44-6
2-Propanone, l-(12,13-dihydro-l,2-dimethoxy-12-methyl=

[l,3]benzodioxolo[5,6-c]phenanthridin-ll-yl)-

OMe

100 --

80-

60-

40-

20-

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

_l
,

L^.
|

li
, l L

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

405 C 24H39NO4 468-76-8
Acetic acid, (dodecahydro-7-hydroxy-l,4b,8,8-tetramethyl-10-

oxo-2(l//)-phenanthrenylidene)-, 2-(dimethylamino)ethyl ester,

[lR-(la,2£,4aa,4bjd,7/3,8ao:,10a/3)]-

405 C 27H35NO2 56196-20-4
l'//-Androst-16-eno[17,16-g]indol-3-ol, acetate (ester), (3/3,5a)-

Me

406 C8Co208Zn 16985-99-2
Cobalt, octacarbonyl(zinc)di-, (2Co-Zn)

c=o

O: C CEO

100 --

80-

60-

40-

20-

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

405 C 27H35NO2 39987-70-7
r/7-Androst-16-eno[17,16-6]indol-3 ol, acetate (ester), (3/3,5a)-

H Me
100 -r-

80-

100

80

60

40

20

0

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

20-



406 EPA/NIH MASS SPECTRAL DATA BASE 3145

406 CioHeCL 5103-74-2
4,7-Methano-lH-indene, l,2,4,5,6,7,8,8-octachloro-2,3,3a,4,=

7,7a-hexahydro-, (la,2d,3aa,4d,7d,7aa)-

ci ci

406 Ci2Hi8Be40i3 1332-52-1
Beryllium, hexakis[^-(acetato-0:0')]-/i4-oxotetra-

STRUCTURE UNDEFINED

406 C 16H 17F3N2O7 40732-71-6
Propanoic acid, 2,2-dimethyl-, [2,3,3a,9a-tetrahydro-6-oxo-3-

[(trifluoroacetyl)oxy]-6H-furo[2',3':4,5]oxazolo[3,2-a]pyrimi=

din-2-yl]methyl ester, [2R-(2a,3|8,3a/?,9a/3)]-

100
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20

0
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0
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0
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± u, 1, 1 Jil.

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

-il. Llii ll lj L Am L L L
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

:_u ,

406 C 16H 17F3N2O7 40732-72-7
Propanoic acid, 2,2-dimethyl-, 2,3,3a,9a-tetrahydro-6-oxo-2-

[[(trifluoroacetyl)oxy]methyl]-6/7-furo[2',3':4,5]oxazolo[3,2-
a]pyrimidin-3-yl ester, [2R-(2a,3d,3ad,9ad)]-



3146 EPA/NIH MASS SPECTRAL DATA BASE 406

406 CieHa-iOeSis 57397-19-0
L-Ascorbic acid, 2-0-methyl-3,5,6-tris-0-(trimethylsilyl)-

406 C 18H34N2O6S 154-21-2
D-erythro-a-D -galacfo-Octopyranoside, methyl 6 ,8-dideoxy~6-

[[(l-methyl-4-propyl-2-pyrrolidinyl)carbonyl]amino]-l-thio-,
(2S-trans)-

406 Ci6H42N 202Si4 55557-10-3
Butanoic acid, 4-[bis(trimethylsilyl)amino]-2-[(trimethylsilyl) =

amino]-, trimethylsilyl ester

NHSiMes S i Me

3

I I

Me 3 S i OC( 0| CHCH2 CH2 NS i Me3

406 C 17H26O11 56083-46-6
D-Glucitol, 4-O-methyl-, pentaacetate

OAc

Ac O OAc
I I I

AcOCH 2 CHCH( OMe ) CHCHCH2 OAc

406 C 19H 16CI2N2O4 50649-06-4
L-Tryptophan, Af-[(2,4-dichlorophenoxy)acetyl]-

406 C 21H 28NO 7 33979-15-6
Senecionanium, 12-(acetyloxy )—14,15,20, 2 1-tetradehydro-

15,20-dihydro-8-hydroxy-4-methyl-ll,16-dioxo-, (8^,12/3,142')—



406 EPA/NIH MASS SPECTRAL DATA BASE 3147

406 C21H34N4O4 53098-67-2
Glycinamide, L valyl-AT—[1-(1,2,3,4- tetrahydro-6,7- dimethoxy-

2-methyl-l-isoquinolinyl)etbyl]-

CHMe NHCOCH2 NHCOCH( NH2 ) CHM02

406 C 22H30O 7 22882-71-9
4aa,4b/3-Gibbane-la,10/3-dicarboxylic acid, 4a-formyl-2/3,7-di=
hydroxy-l-methyl-8-methylene-, dimethyl ester

250 260 270 280 290 300

:

ill... Illlllllll! ill,
ill M- Li 1 ..

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

406 C22H30O7 35334-40-8
Picras-2-ene-l,16-dione, 13-hydroxy-2-methoxy-ll,12-[me=

thylenebis(oxy)]-, (11a,12/3)-

406 C23H31FO5 33547-24-9
Androst-4-en-6-one, 17,19-bis(acetyloxy)-3-fluoro-, (3/3,17/3)-

Me

—H 1 1—1—1

—

LJ
i 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



3148 EPA/NIH MASS SPECTRAL DATA BASE 406

406 C 23H31FO5 33708-70-2
Androst-5-en-7-one, 17,19-bis(acetyloxy)-3-fluoro-, (3/3,17/3)-

L 1 1 i .III 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

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

406 C23H34O6 18014-35-2
Pregnane-15,20-dione, 12-(acetyloxy)-3,14-dihydroxy-, (3/3,=

5a, 12/3,14/3)-

406 C 23H 34O6 33975-29-0
1,2,4-Benzenetricarboxylic acid, 4-dodecyl dimethyl ester

Me°C(°)^o
( 0) 0( CH j j , , Me

Me OC( 0)
JU

406 C23H34O6 41853-31-0
Androstan-17-one, 3,14-bis(acetyloxy)-5-hydroxy-, (3/3,5a, 14/3)-

u _j!__LL LJ LL-J

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

406 C 23H34O6 55955-56-1
Pregn-5-en-20-one, 12-(acetyloxy)-3,8, 14-trihydroxy-, (3/3,=

12/3,14/3)-

J, A
10 20 30 40 50 60 70 80 90 100 110 1 20 130 140 150

1 .ll i_
i i i i i i i i i i i i i

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

L Li llL , 1 1 -
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



406 EPA/NIH MASS SPECTRAL DATA BASE 3149

406 C 23H 34O6 56193-59-0
Pregnane-3,20-dione, 21-(acetyloxy)-ll,17-dihydroxy-

HO COCHgOAc

MeV

.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

1 1 L ,

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

406 C 23H38O4S 1 53044-53-4
Prosta-5,8(12),13-trien-l-oic acid, 15-[(dimethylsilyl)oxy]-9-oxo-,

methyl ester, (5Z,13E,15S)-

CH2 CH = CH ( CH2 ) 3 C ( 0 )
OMe

o.

OSi HMe 2
I

CH=CHCH(CH 2 ) 4 Me

406 C23H3804Si 53122-02-4
Prosta-5,10,13-trien-l-oic acid, 15-[(dimethylsilyl)oxy]-9-oxo-,
methyl ester, (5Z,13E,15S)-

OSi HMe2
I

CH=CHCH(CH 2 ) 4 M©

O CH2CH = CH(CH2
) 3 C( O) OMe

100

80

60

40

20

0

100

80
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20

0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

160 170 180 1 JO 200 210 220 230 240 250 260 270 280 290 300

:_lj L

406 C 24H 22O6 55557-08-9
4H-1 Benzopyran 4-one, 2,3 dihydro-3-hydroxy-5,7-dimeth=
oxy-2-(4-methoxyphenyl)-3-phenyl-

406 C24H23O4P 1104-78-5
Butanedioic acid, (triphenylphosphoranylidene)-, dimethyl ester

PPhs
II

M0 OC( O) CH2 CC( O) OMe



3150 EPA/NIH MASS SPECTRAL DATA BASE 406

406 C24H 35CIO3 55103-88-3
Pregn-5-ene-20-carbonyl chloride, 3-(acetyloxy)-, (3/3)-

Me

406 C 24H38O5 55557-07-8
Kaurane-3,16,18-triol, 3,18-diacetate, (3a,4/3)—

Me CH 2 0C(0 )Me

li:, J 1 , .li.

10 20 30 40 50 60 70 80 90 100 110 1

1 1 1

20 130 140 150

l ...ll.. .1, L .1a! 1
160 170 180 190 200 210 220 30 240 250 260 270 280 290 300

1 1 ll .. J.I. ll 1.

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

406 C 29H58 55429-26-0
Cyclopentane, l-(2-decyldodecyl)-2,4-dimethyl-

CH2 CH ( CH2 ) 9 Me

100

80

60

40

20

0

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

406 C29H58 55429-27-1
Cyclohexane, 2-(l-decylundecyl)-l,4-dimethyl-

Me ( CH2 ) 9 Me

Me

406 C 31H34 56247-76-8
Naphthalene, l,l'-(l-undecenylidene)bis-



407 EPA/NIH MASS SPECTRAL DATA BASE 3151

407 CigHssNOaSia 55268-67-2
IH Indole 3 acetic acid, l-(trimethylsilyl)-5-[(trimethylsilyl)oxy]-,

trimethylsilyl ester

Si Mes
I

N,

MesSI

0

CH2C( 0) OS I Me3

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

407 C 20H29N3O6 25159-31-3
Alanine, iV-[N-(iV-carboxyglycyl)-L-leucyl]-3-phenyl-, dimethyl

ester, L-

CH2CHM62

CH2 Ph
I

HO2CNHCH2 CONHCHCONMeCHC( 0) OMe

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

407 C22H2iN303S 56667-03-9
Benzenesulfonic acid, 4-methyl-, [2-(methoxyimino)-l,2-di=

phenylethylidene] hydrazide

—i
1

1—

r

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

407 C22H24F3N03 56438-19-8
Estra-l,3,5(10)-triene-17-carbonitrile, 3-methoxy-17-[(tri =

fluoroacetyPoxy]-, ( 17/3)—

NC

Me I/ C(0)0CF3

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

100

80-

60-

40-

20-
,

1

T

0- , , ,
1-1.1

, , ..liiiliLr—

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

407 C2iH 24F3N 3S 117-89-5
lOH-Phenothiazine, 10-[3-(4-methyl-l-piperazinyl)propyl]-2-

(trifluoromethyl)-

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



3152 EPA/NIH MASS SPECTRAL DATA BASE 407

407 C27H 18CINO 36843-27-3
4(l//)~Quinolinone, l-(4-chlorophenyl)-2,3-diphenyl-

^Ph

Ph

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

407 C28H41NO 55649-30-4
10/f-Phenoxazine, 2,4,6,8-tetrakis(l,l-dimethylethyl)-

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

408 CgIDCIsO 297-78-9
4,7-Methanoisobenzofuran, l,3,4,5,6,7,8,8-octachloro-l,3,3a,4,=

7,7a-hexahydro-

10 20 30 40 50 60 70 8 90 100 110
1 1 1 1

120 130 140 150

:

. 11
.

|

1

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

1 1 1 1 1 1 1 1 1 1 1

310 320 330 340 350 360 370 380 390 400 410 20 430 440 450

408 Ci2FsSSe
Phenothiaselenin, octafluoro-

19638-34-7

F' 'Y S J F

F F

80

60-

40-

ill 11 1 20-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450 0 - .

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

408 CTFsOsRe
Rhenium, pentacarbonyl(trifluorovinyl)-

^Re +

14882-07—6

CF :CF2

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



408 EPA/NIH MASS SPECTRAL DATA BASE 3153

408 Ci6H 4N608 15517-55-2

Propanedinitrile, (2,4,5,7-tetranitro-9/f-fluoren-9-ylidene)-

C(CN)2

02 N N02

1 1 1 1 1 1 1 1
—

1 1 1 1 1
— 1 1

—

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

^ i L , Li~ L ^ L

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

1.
, , ,

I.
, , ,

I-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

408 C 16H24O8S2 55955-81-2
L-Galactose, 6-deoxy-, cyclic 1,2-ethanediyl mercaptal, tetraacetate

OAc

OAc

Or
OAc

I

CHCHCHCHMe OAc

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

408 C 16H 24O8S2 55955-82-3
D-arabino-Hexose, 2-deoxy-, cyclic 1,2-ethanediyl mercaptal,

tetraacetate

OAc

OAc

(V
OAC
I

CH2 CHCHCHCH2 OAc

j j T
.jililJ iiiii.il|l,Liii. ii.iin . .i..., i, .1

408 CigHnClOs 479-16-3
Benzoic acid, 3-chloro-5-formyl-4,6-dihydroxy-2-methyl-, 3-

hydroxy-4-(methoxycarbonyl)-2,5-dimethylphenyl ester

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

408
Ginkgolide A

C20H24O9 15291-75-5

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



3154 EPA/NIH MASS SPECTRAL DATA BASE 408

408 C20H 24O9 55836-35-6
2//-Furo[2,3-h]-l-benzopyran 2 one, 8-[ l-(/l-D-glucopyrano=

syloxy)-l-methylethyl]-8,9-dihydro-, (S)-

408 C21H23F3N2O3 55162-79-3
20,21-Dinoraspidosperinidin-5-ol, 1-acetyl-, trifluoroacetate (ester)

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

408 C 21H32N2O6 18658-65-6
Tyrosine, AMN-carboxy-L-leucyl)-, N-tert-butyl methyl ester, L-

C( 0 ) OMe

CH2 CHMe 2

I

CH2 CHNHCOCHNHC( O) OBu-t

l.ll. r . J-L
|

10 20 30 40 50 60 70 80 90 100 110 12 130 140 150

408 C 21H 44SH 41898-94-6
Silane, S^-pentadien-l-yne-ljS-diyMj-ylidenetetrakisIethyl—
dimethyl-

si EtMe2

1 S i E t Me 2

I I

E t S i Me 2 C:CC=C=CSi EtMe2

nil
1,1

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

Li illi L L ,

160 170 180 190 200 210 2 10 230 240 250 260 270 280 290 300

I. ItH r1"—1 “H 1 1 1 1 1 1 -1 1 -1 , r-
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

408 C 22H 16O8 3534-73-4
Benzo[l,2-6:4,5-6']bisbenzofuran-6,12-dione, 2,3,8,9-tetramethoxy-



408 EPA/NIH MASS SPECTRAL DATA BASE 3155

408 C 22H 23F3O4 56588-11-5
Estra-l,3,5(10),6-tetraene-3,17-diol, 17-acetate 3-(trifluoroacetate),

(17/3)-

Me

1 ‘t r
1 1 1 1 1 1 “1 1 1 1 r—

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

408 C 22H32O 7 28387-43-1
Picras-2-ene-l,16-dione, ll,13-dihydroxy-2,12-dimethoxy-,

(lla,12/3)-

408 C 23H27F3O3 56588-07-9
19-Norpregna-l,3,5(10),20-tetraen-17-ol, 3-methoxy-, tri=

fluoroacetate

H 2 C C H 0C(0)CF,

408 C 23H33FO5 40242-91-9
Androstane-17,19-diol, 5,6-epoxy-3-fluoro-, diacetate, (3/3,5a,=

6a, 17/3)-

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

L _lJ j lU LL. Ij .i 1

1

1!. In i.ii

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

,.ll ... ,

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

d . 1 '
,

l', T T T , T T , , T ^



3156 EPA/NIH MASS SPECTRAL DATA BASE 408

408 C 23H33FO5 40242-92-0
Androstane-17,19-diol, 5,6-epoxy-3-fluoro-, diacetate, (30,50,

~

60,170)-

Me

F

408 C 23H33FO5 57207-28-0
Androstane-4,19-diol, 5,6-epoxy-3-fluoro-, diacetate, (30,40,50,60)-

Me

AcO

408 C24H 24S3 512-22-1
1 ,3,5-Trithiane, 2,4,6-trimethyl-2,4,6-triphenyl-

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-

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

80-

60 -

40-

20-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

408 C24H28N2O4 912-27-6
Ajmalan-16-carboxylic acid, 17-(acetyloxy)-19,20-didehydro-,
methyl ester, (2a,16R,17S,19E)-

Me

\
OAc

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

408 C24H28N2O4 2912-12-1
Sarpagan-16-carboxylic acid, 17-(acetyloxy)-l-methyl-, methyl

ester, (16/?)-

Me
I

N

Ac OCH2

II - Ll ^ U-

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

L—1 1 1— 1 1 1 T *— 1
1 1

“
’t I 1 1 1

—
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



408 EPA/NIH MASS SPECTRAL DATA BASE 3157

408 C 24H 28N2O4 34075-73-5
Thymine, l-[4-(benzyloxy)-3-[(benzyloxy)methyl]butyl]-

CH 2 OCH 2 Ph

.CH2CH2CHCH2 0CH2Ph
N

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

408 C 24H28N2O4 54725-24-5
Sarpagan-16-carboxylic acid, 17-(acetyloxy)-l-methyl-, methyl

ester, (16£)-

Ac OCH 2

408 C24H28N2O4 54789-46-7
Sarpagan-17-ol, 16-[(acetyloxy)methyl]-, acetate (ester)

acoch2

408 C24H32N4O2 35029-01-7
1,2,4,5-Tetrazine, l,4-diacetylhexahydro-2,5-bis(3-phenylpropyl)-

Ac ( CH 2 ) 3 Ph

I I

Ph ( CH 2 )

3

Ac

408 C 24H 40O5 81-25-4
Cholan-24-oic acid, 3,7,12-trihydroxy-, (3a,5/3,'7a, 12a)-

Ue

100

so

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



3158 EPA/NIH MASS SPECTRAL DATA BASE 408

408 C26H32O4 31444-09-4
Bufa-14,16,20,22-tetraenolide, 3-(acetyloxy)-, (3/3,5/5)—

0

408 C 28H 16N4 55723-86-9
l,4-Methanonaphthalene-2,2,3,3-tetracarbonitrile, 9-(di =
phenylmethylene)-l,4-dihydro-

408 C28H 18F2O
Furan, 2,4-bis(p-fluorophenyl)-3,5-diphenyl-

18741-99-6

100--

80 -

60 -

40 -

20-

408 C 28H 18F2O 18749-93-4
Furan, 2,5-bis(p-fluorophenyl)-3,4-diphenyl-

408 C28H 24OS 55637-50-8
Benzene, l-methyl-4-[(l,2,3-triphenylcyclopropyl)sulfinyl]-

Ph

'Me

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



408 EPA/NIH MASS SPECTRAL DATA BASE 3159

408 C 28H 40O2 2455-14-3

2,5-Cyclohexadien-l-one, 4-[3,5-bis(l,l-dimethylethyl)-4-oxo-

2,5-cyclohexadien-l-ylidene]-2,6-bis(l,l~dimethylethyl)-

Bu-t

Bu-t

408 C28H 40O2 14328-90-6
2,4-Cyclohexadien-l-one, 2,4-di-£er£-butyl-6-(3,5-di-£er£-bu~

tyl-4-oxo-2,5-cyclohexadien-l-ylidene)-

Bu-t

Bu-t

408 C29H60 55268-72-9

Pentadecane, 8,8-diheptyl-

( CH2 ) 6 Me
I

Me( CH2 )6 C( CH2 ) 6 Me

Me ( CH2 )

6

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

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

408
Nonacosane

C29H60

Me
( CH2 ) 27 Me

630-03-5

10 20 30 40 50 60 70
H i

iJ—1—
“-i

90 100 110 120 130 140 150

408 C30H48

A-Neooleana-3(5),12-diene

22586-84-1



3160 EPA/NIH MASS SPECTRAL DATA BASE 408

408 C 30H48 22586-86-3
A-Neooleana-3, 12-diene

Me

408 C 30H48 54411-26-6
01eana-ll,13(18)-diene

408 C 30H48 55331-48-1
24-Noroleana-4(23), 12-diene, 3-methyl-, (3a)-

Me

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

1 . L

408 C30H48

A:D-Neooleana-12,14-diene, (3£,5a)-

55568-86-0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



409 EPA/NIH MASS SPECTRAL DATA BASE 3161

409 C7H8N4S.C6H3N3O7 1246-49-7

1//-Purine, l-methyl-6-(methylthio)-, picrate

MeS

o=»
•

no2

409 CieHsgNOsSis 56227-30-6

18-D-Glucopyranoside, methyl 2-amino-2-deoxy-3,4,6-tris-0-
(trimethylsilyl)-

—,—,—|i I., illl i.l.i I. 1 1,
,

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

TMSOCH2

TMSO
NH2

1 1

80-

60-

40-

20-

0 - lL_160 170 1 30 190 200 210 220 230 240 250 260 270 280 290 300

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

409 Ci6H39N05Si3 56196-10-2
D-Ribose, 2-0-methyl-3,4,5-tris-0-(trimethylsilyl)-, 0-
methyloxime

OS i Me 3

OS i Me 3

I I

Me ON = CH CH (
OMe ) CHCHCH2 0Si Me3

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

409 CieHssNOsSis 56272-07-2
D-Galactopyranoside, methyl 2-amino-2-deoxy-3,4,6-tris-0-

(trimethylsilyl)-

ch2otms
TMSO I o

wTM^— OMe

409 C 16H39NO5S 13 56196-11-3
D-Ribose, 3-0-methyl-2,4,5-tris-0-(trimethylsilyl)-, O-
methyloxime

OS i Me 3 OS i Me 3

I I

Me ON = CHCHCH( OMe ) CHCH2 OS i Me

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



3162 EPA/NIH MASS SPECTRAL DATA BASE 409

409 C 22H22CUN2O2 15277-26-6
Copper, [[3,3'-(l,2-ethanediyldinitrilo)bis[l-phenyl-l-butano=

nato]](2-)-7V,Al',0,0']-, (SP-4-2)-

409 C 23H23NO6 17037-55-7
7-Azabicyclo[2.2.1]heptane-2,7-dicarboxylic acid, 3-hydroxy-,

7-benzyl methyl ester, benzoate (ester), endo-2,exo-3-

Ph CH 2 OC( 0)

C( 0) OMe

OC( 0) Ph

410 C8Hi8Fe2N 404S2 23319-23-5
Iron, bis(/i-l-butanethiolato)tetranitrosyldi-

N:0+

100

60

60

40

20

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

410 Ci3HuFe204S2 12215-56-4
Iron, [(2,3,5,6-7?)-bicyclo[2.2.1]hepta-2,5-diene]tetracarbonyl=

bis[/j-(methanethiolato)]di-, (Fe-Fe)

410 CuHigBrOg 7404-34-4
a-D-Glucopyranose, 6-bromo-6-deoxy-, tetraacetate

OAc

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



410 EPA/NIH MASS SPECTRAL DATA BASE 3163

410 C 16H 11CI5O2 3567-16-6

Benzenemethanol, 4-chloro-a-(4-chlorophenyl)-a-(trichloroethyl)-,

acetate

OAc

410 Ci6H3oN 403Si3 31053-50-6
Pteridine, 6-methyl-2,4,7-tris(trimethylsiloxy)-

OSi Me 3

410 C 16H42O4S 14 25258-02-0
3,8-Dioxa-2,9-disiladecane, 2,2,9,9-tetramethyl-5,6-bis[(tri=:

methylsilyl)oxy]-, (R*,S*)~

OS i Me 3

OS I Me 3
I I

Me 3 S i OCH2 CHCHCH2 OS i Me3

410 Ci6H4204Si4 32381-52-5
Threitol, l,2,3,4-tetrakis-0-(trimethylsilyl)-, D-

OS i Me

3

OS i Me 3

I I

Me 3 S i OCH2 CHCHCH2 OS i Me 3

410 C17H31CIN2O5S 22431-45-4
L-t/ireo-a-D-gaZacto-Octopyranoside, methyl 7-chloro-6,7,8-

trideoxy-6-[[(4-propyl-2-pyTrolidinyl)carbonyl]amino]-l-thio-,

(2S-trans)-



3164 EPA/NIH MASS SPECTRAL DATA BASE 410

410 C18H34N2O3S13 56272-89-0
Glycine, A/-(4-aminobenzoyl)-, tris(trimethylsilyl) deriv.

h 2 n

,C0NHCH 2 CO 2 H

410 C18H35IO2 57289-61-9
Heptadecanoic acid, 7-iodo-, methyl ester

Me ( CH 2 )9 CHI (CH 2 ) 5 C( 0) OMe

410 C2iH3804Si2 56700-94-8
3-Octanone, l-[3-methoxy-4-[(trimethylsilyl)oxy]phenyl]-5-

[(trimethylsilyl)oxy]-

CH 2 CH 2 COCH 2 CHP r OS i Me 3

100

80-

60-

40-

20-

0 1—I

1
1 1 1 1 1 1 1

—

1—I
1

1 1 1 1

—

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

410 C22H34O7 30248-05-6
Picras-2-en-l-one, ll,13,16-trihydroxy-2,12-dimethoxy-,

(11a, 12/3)-

310 320 330 340 360 370 380 390

410 C 23H23Br02 55268-68-3
Benzene, l-[2-bromo-l-(methoxydiphenylmethyl)ethyl]-4-
methoxy-

CPh20Me
I

CHCH2 B r

410 C23H26N2O5 3368-89-6
Pyrido[3',4':5,6]cyclohept[l,2-6]indole-5-carboxylic acid, 2-

acetyl-l,2,3,4,4a,5,6,ll,12,12a-decahydro-12a-hydroxy-5-
(hydroxymethyl)-12-methyl-, 7-lactone, acetate (ester)

Me

CH 2 OAc



410 EPA/NIH MASS SPECTRAL DATA BASE 3165

100

80

80

40

20

0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

410 C 23H26N2O5 30809-19-9
Talbotine, 4-formyl-O-methyl-

410 C 24H27O4P 25155-23-1
Phenol, dimethyl-, phosphate (3:1)

410 C24H 30N 2O4 54965-84-3
Aspidofractinin-6-ol, l-acetyl-17-methoxy-, acetate (ester), (6/3)-

nil ii ij. . ... _ .1. ..

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

: J
1̂ 1 1 1 1 1 1 1 1 1 1 1 1 1 1

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

Jil ji. . u Jl L j ,
jui, ^ , 4 —,—u*, h—.——1—“P—1 1 1 1—

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

410 C 27H 54O2 5802-82-4
Hexacosanoic acid, methyl ester

Me ( CH2 ) 2 4 C( 0 )
OMe

410 C 27H54O2 55281-92-0
Tetracosanoic acid, 3,6-dimethyl-, methyl ester

Me( CH2 ) 1 7 CHMeCH2 CH2 CHMeCH2C( O) OMe

100

80

60

40

20

0

100

40

20

0

100

80

60

40

20

0



3166 EPA/NIH MASS SPECTRAL DATA BASE 410

410 C27H54O2 55281-93-1
Pentacosanoic acid, 4-methyl-, methyl ester

410 C27H54O2 56324-82-4
1,3-Dioxane, 2,2,4,5-tetramethyl-6-(l-methyloctadecyl)-

Me ( CH2 ) 2 0 CHMe CH2 CH 2 C( 0
)
OMe

410 C 27H 54O2 55571-05-6
Tetracosanoic acid, 2,9-dimethyl-, methyl ester, [S-(i?*,S*)]-

MeOC( O) CHMe ( CH2 I 6 CHMe ( CH2 ) 1 4 Me

410 C27H54O2 55571-07-8
Tetracosanoic acid, 2,9-dimethyl-, methyl ester

Me OC( 0 | CHMe ( CH2 ) 6 CHMe ( CH2 ) 1 4 Me

Me

Me

410 C27H 54O 2 57274-47-2
Tetracosanoic acid, 3,6-dimethyl-, methyl ester, [S-(R*,S*')]-

Me
(
CH2

) 1 7 CHMe CH2 CH2 CHMe CH 2 C( 0 ) OMe

410 C 27H54O2 57289-52-8
Pentacosanoic acid, 6-methyl-, methyl ester, (S)~

MeOC( 0 ) ( CH2 ) 4 CHMe ( CH2 ) 1 e Me



410 EPA/NIH MASS SPECTRAL DATA BASE 3167

410 C 29H46O 2034-72-2
Stigmasta-3,5-dien-7-one

Me

410 C29H46O 5912-72-1
28-Norolean-17-en-3-one

Me

410 C29H46O 17808-69-4
Stigmasta-7,16,25-trien-3-ol, (30,5a:)-

Me

410 C29H46O 26315-07-1
Stigmasta-5,22,25-trien-3-ol, (30,24S)-

Me

100-1

80-

60-

40-

20-

0 J
*i 1 1 1 1 r-l 1 1 1 1——1 1 1 1

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



3168 EPA/NIH MASS SPECTRAL DATA BASE 410

410 C29H46O
Stigmasta-4,24(28)-dien-3-one, (24E)-

53755-09-2

410 C29H46O 53755-18-3
Cycloprop[7,8]ergost-22-en-3-one, 3',7-dihydro-, (5a,7/7,8«,22E)-

Mb

410 C 29H46O 55064-62-5
33-Norgorgosta-5,24(28)-dien-3-ol, (3/3)-

CH2
11

410 C 29H46O
Stigmasta-4,24(28)-dien-3-one

56143-35-2



410 EPA/NIH MASS SPECTRAL DATA BASE 3169

410 C30H50 432-11-1

Olean-18-ene

Me

410 C30H50 471-68-1
Olean-12-ene

Me

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

100-1

80-

60-

40-

. 1.1 . Il 1. . Il I ,,.l. 1

20-

i,li i.

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

410 C30H50
Urs-12-ene

464-97-1 410 C30H50
A'-Neogammacer-22(29)-ene

1615-91-4



3170 EPA/NIH MASS SPECTRAL DATA BASE 410

410 CsoHso 3391-15-9
D:A-Friedoolean-18-ene

Me

410 C30H50
D:A-Friedoolean-7-ene

18671-56-2

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

410 C 30H50 7683-64-9
2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23-hexamethyl-

Me 2 C=:CH(CH 2 CH 2 CMe=CH) 2 CH 2 CH 2 (CH=CMeCH 2 CH2 ) 2 CH=:CMe 2

80-

60-

40-

20-

,1 i.L. ..II u. J. b bill uJ J 0 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

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

410 C30H50
D:A-Friedoolean-6-ene

56588-25-1

410 C 30H50 18046-86-1
C(14a)-Homo-27-norgammacer-14-ene

1.1 ... 1, 1
1

d, ,i jJ, j lIi il Jj ,1 Jill >1.1,

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

->
,,1.1.. .ill, .i|! .11L_iLj Ll. L u LL a.

160 170 180 190 200
1 1 1 1

210 220 230 240 250 280 270 280 290 300



411 EPA/NIH MASS SPECTRAL DATA BASE 3171

100 —
80 -

60-

40-

20
: I

|

0 J T T T 1 T T T T ^ T T T

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

411 C 17H21N3O9 5040-18-6
Cytidine, N-acetyl-, 2',3',5'-triacetate

NHAc

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

l 1..1 . 1 .1

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

A . , 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

411 CigHsvNOsSis 56292-86-5
Tyrosine, a-methyl-A^O-bis(trimethylsilyl)-, trimethylsilyl ester

NHSi

M

63
I

CH2 CMeC( 0 ) OSi M03

411 C 21H33NO 7 303-34-4
2-Butenoic acid, 2-methyl-, 7-[[2,3-dihydroxy-2-(l-methoxy :=

ethyl)-3-methyl-l-oxobutoxy]methyl]-2,3,5,7a-tetrahydro-
lH-pyrrolizin-l-yl ester, [lS-[lo:(Z),7(2S*,3R*),7aad]-

M02COH
1

MoCH( OM0) C( OH) C( O) OCH2 OC( O) CM© = CHM0

6^

411 C2iH 34BrN02 40572-23-4
Benzene, 2 bromo -l,3,5-tris(2,2-dimethylpropyl)-4-nitro-

Br

CH2 CMe 3

411 C22H25N3O5 18707-19-2
3-Pyridinepropanoic acid, /3-[2-(ethoxycarbonyl)-5-oxo-3-(3-

pyridinyl)-2-pyrrolidinyl]~, ethyl ester

,1. ... 1 1 . 1. ii

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



3172 EPA/NIH MASS SPECTRAL DATA BASE 411

411 C 23H25NO6 22325-07-1
lH-[l,3]Dioxino[5,4-/]isoquinoline, 9-(6-ethenyl-4-methoxy-

l,3-benzodioxol-5^-yl)-7,8,9,10-tetrahydro -5-methoxy-8-methyl-,
(S)-

Me OMe

411 C 25H 33NO4 33055-25-3
Benzamide, TV— [2 [4-[(6,7-dihydroxy-3,7-dimethyl-2-octenyl)=

oxy]phenyl]ethyl]-, (Z)-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

411 C 27H 41NO2 28105-16-0
Androsta-5,16-dieno[16,17-6]indolizin-3/3-ol, l',5',6',7',8',8'aa,=

16a,17a-octahydro-, acetate (ester)

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

411 C 23H29N3O2S 2751-68-0
Ethanone, l-[10-[3-[4-(2-hydroxyethyl)-l-piperazinyl]pro=

pyl]- 10

H

phenothiazin-2-yl]-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

411 C28H45NO
Cholestane-5-carbonitrile, 3-oxo-, (5a)-

1424-21-1



412 EPA/NIH MASS SPECTRAL DATA BASE 3173

100

80

60

40

20

0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

412 C7Hi3Cl204Ta 19158-14-6

Tantalum, dichlorodimethoxy(2,4-pentanedionato-0,0')-

Cl ‘ OMe

Me

412 CsHeBnFs 35208-00-5
Cyclobutane, 3— (3,4-dibromo-l, 1,2,2-tetrafluorobutyl)-l, 1,2,2—

tetrafluoro-

F
, CF 2 CF 2 CHBf CH2 BrP

412 CioHiaFsI 40723-82-8
Decane, 3,3,4,4,7,7,8,8-octafluoro-l-iodo-

E t CF 2 CF 2 CH2 CH2 CF 2 CF 2 CH2 CH2 I

412 C10H16N2O4W 15024-58-5
Tungsten, tetracarbonyl(iV,/V,/V',/V'-tetramethy]-l,2-ethanedi =

amine-N,N')~, (OC-6-22)-

Me

412 CioHi8CrOioP2 22614-53-5
Chromium, tetracarbonylbis(phosphorous acid)-, hexamethyl ester



3174 EPA/NIH MASS SPECTRAL DATA BASE 412

412 CisHaeOsSSia 56700-80-2
D-Ribofuranose, 5-deoxy-5-(methylsulfinyl)-l,2,3-tris-0-(tri=

methylsilyl)-

CH,S(0)Me

TMSO OTMS

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

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

412 C 16H 20CI4N2O2 56667-15-3
2-Butanone, 4,4'- [l,4-phenylenebis(methyleneimino)]bis[l,l-

dichloro-

Cl 2 CHCOCH 2 CH 2 NHCH 2

CH2NHCH2CH2COCHC1

2

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

412 C 20H24N6O4 27058-75-9
L-Phenylalaninamide, 5-oxo-L-prolyl-L-histidyl-

CONH2
1

CONHCHCH 2 Ph
I >N

CONHCHCH 2 Ô— NH

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

412 C 20H 24N6O 4 35936-95-9
L-Histidinamide, 5-oxo-L-prolyl-L-phenylalanyl-

412 C21H 26F2O6 807-38-5
Pregna-l,4-diene-3,20-dione, e^-difluoro-lLie.n^l-tetra0
hydroxy-, (6a, 11(3,16a)-

J 1

,

1 1 lli, 1 1 1 Lljii jj.Li "‘l ' —, 1—

^

100 110 120 130 140 150

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



412 EPA/NIH MASS SPECTRAL DATA BASE 3175

100 —
80-

00-

40 -

20-

0 ‘ 1 1 1
1 T ~ I

1
1

1 1
1 I

1 1 1

—

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

412 C 22H24N2O6 29474-91-7

Dichotine, 2-deoxy-2,21-epoxy-, (21a)-

MeO Me

0

\

Me

412 C 23H28N2O5 131-02-2
Oxayohimban-16-carboxylic acid, 16,17-didehydro-10,ll-di=
methoxy-19-methyl-, methyl ester, (3/3,19a,20a)-

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

412 C 23H 28N2O5 16531—05—8
Aspidospermidin-21-oic acid, l-acetyl-17-methoxy-10-oxo-, methyl

ester

412 C24H 17ASO2 27796-62-9
Phenoxarsine, lO-(o-phenoxyphenyl)-



3176 EPA/NIH MASS SPECTRAL DATA BASE 412

412 C 24H32N2O4 26989-17-3
[8,8'-Biisoquinoline]-7,7'-diol, l,r,2,2',3,3\4,4'-octahydro-6,6'-

dimethoxy-1 ,1
'
,2,2'-tetramethyl-

412 C 24H32N2O4 36459-08-2
Aspidospermidin-21-ol, l-acetyl-17-methoxy-, acetate (ester)

MeO Ac

412 C 25H37BO4 30888-53-0
Pregn-4-ene-3,20-dione, 17,21-[[(l,l-dimethylethyl)borylene] =

bis(oxy)]-

412 C25H37BO4 30888-54-1
Pregn-4-ene-3,20-dione, 17,21-[(butylborylene)bis(oxy)]-

412 C 25H48O4 103-24-2
Nonanedioic acid, bis(2-ethylhexyl) ester

Me ( CH 2 ) 3 CHE t CH 2 OC( 0) ( CH 2 ) 7 C( 0) OCH 2 CHE t (CH2)3Me

20-



412 EPA/NIH MASS SPECTRAL DATA BASE 3177

100 —
80-

60-

40 -

20-

0 1
“

i

—

L
i

‘
,
“ “

i*
1

i
1 1 1 1 1 r“* 1 1

—

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

412 C26H 20O5 55331-84-5
10,13-Epoxybenzo[6]triphenylene 11,12 dicarboxylic acid, dimethyl

ester

412 C 27H 40O3 561-98-8
16,23-Cyclocholesta-5,16(23)-dien-22-one, 3,26-dihydroxy-, (3/3)—

412 C27H40O3 50676-99-8
Cholesta-9(ll),20(22)-diene-3,23-dione, 6-hydroxy-, (5a,6a)-

Me

412 C28H44O2 21343-40-8
9,10-Secoergosta-5,7,10(19),22-tetraene-3,25-diol, {‘3(3,oZ,7E,22E)-

Me

;

ll j Li J. 1.L1

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

1

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

, 1 L L—L Lt l‘ 1
1

—

*—1— —

1

1 ‘I
“—1

—

1 r“* 1 1 1 1

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



3178 EPA/NIH MASS SPECTRAL DATA BASE 412

412 C28H44O2 34013-73-5
26,27-Dinorergosta-5,22-dien-3-ol, acetate, (3/?,22E)-

Me

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

412 C 28H44O 2 35882-87-2
26,27-Dinorergosta-5,23-dien-3-ol, acetate, (30)-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

CHMe CH2 CH = CMe 2

412 C 28H44O 2 55064-55-6
3,5-Cyclocholest-22-en-24-one, 6-methoxy-, (3/3,5a,6/3,22E)-

MeO

80-

60-

40-

20-

1 11 . |J, .. I.l| ll.i li iL . i.lJjil.i

10 20 30 40 50 60 7( 80 90 100 110 120 130 140 150

412 C 28H44O2 55064-61-4
28,33-Dinorgorgost-5-en-24-one, 3-hydroxy-, (3/3)-

412 C 29H48O 83-48-7
Stigmasta-5,22-dien-3-ol, (3/3,22E)-

Me



412 EPA/NIH MASS SPECTRAL DATA BASE 3179

412 C 29H48O
Stigmasta-7,22-dien-3-ol, (3/3,5a,22£,24R)-

481-17-4 412 C 29H48O
Cholest-7-en-3-one, 4,4-dimethyl-, (5a)-

2604-90-2

Me

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

412 C 29H48O 1058-61-3
Stigmast-4-en-3-one

Me

CHMeCH2CH2CHEt CHM62

412 C 29H48O
Stigmasta-7,25-dien-3-ol, (3/3,5a)-

6785-58-6

CHMe CH2 CH2 CHE t CMe = CH2

1 1 1 1 1 1 1 '"T I

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

20-

o-l

100-j

|

80-

60-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300
40-

20-

0 J

100 -f

I
80-

,

.. 1 . ,1 . It

60-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450
40-

.1,
, ll 1 UlL, liLl, _JjLi ,lJih

,

1 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



3180 EPA/NIH MASS SPECTRAL DATA BASE 412

412 C 29H48O 13946-24-2

5a-Cholestan-3-one, 5-vinyl-

Me

412 C29H48O 17851-90-0
Stigmasta-7,16-dien-3-ol, (3/3,5a)-

Me

412 C29H48O 17605-67-3
Stigmasta-5,24(28)-dien-3-ol, (3/3,24E)-

412 C 29H48O
Stigmasta-5,24(28)-dien-3-ol, (3/8)-

18472-36-1

100

80

00

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 ,

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

lllll

,

l l.l. in . l ..1
|

|„ nl|i. , .1 i.l li.lj

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

: > 1 .

, ... ......

, ,
,

il -uL (lUll,Uiu lip lllllll» ijllll.ylllll.

90 100 110 120 130 140 150

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



412 EPA/NIH MASS SPECTRAL DATA BASE 3181

412 C 29H48O
33-Norgorgost-5-en-3-ol, (3/3)—

29939-97-7 412 C 29H48O
Stigmasta-5,22-dien-3-ol, (3/3,22E)-

37571-80-5

412 C29H 48O 53755-22-9
Ergosta-5,22-dien-3-ol, 24-methyl-, (3/3,22El-

412 C 29H48O 33886-74-7
Ergosta-8,24(28)-dien-3-ol, 14-methyl-, (3/3,5a)-

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

CHMe CH : CH CMe 2 CHMo 2

1.1. .ua jiiJit

—

J.1.1 jlii
,

ill-i

40-

20-

0^

jJtl_L 1,1 ll
|

ll
, 1^1 did ,llji ,, lil

t
1 ,u ,1 1 1

1 ,
1 1,,

100
-J

10 20 30 40 50 60 70 80 90 100
1 1 1 l l

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

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



3182 EPA/NIH MASS SPECTRAL DATA BASE 412

412 C 29H48O 53866-87-8
Cycloprop[7,8]ergost-22 -en -3 ol, 3',7-dihydro-, (3d,5a,7/1,8a,22Z?)-

412 C 29H48O
Stigmast-24(28)-en-3-one, (5a)-

55123-75-6

CHMe CH = CHCHMe CHMe 2

CHMe 2

I

CHMe CH2CH2C: CHMe

412 C 29H48O
Stigmasta-7,22-dien-3-ol, (3/3,5a,22Z)-

54482-55-2 412 C 29H48O
Lup-20(29)en-28-ol, (19?)-

55401-95-1

Me H 2 C = CMe



412 EPA/NIH MASS SPECTRAL DATA BASE 3183

412 C 30H52 559-73-9
D:A-Friedooleanane

Me

412 C30H52 6593-21-1
Lanost-8-ene

Me

n i l .I .ill, i.ll 1. 1 . 1,1 ,1,1.1.. . i. i.i.i .in.

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

dll dll 4_lll 1*4 l_L d ii. .,

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

: .1, .» Ii Ii J L liLjI
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

412 C 30H52 26266-08—0
Tetracosapentaene, 2,6,10,15, 19,23-hexamethyI-

412 C 30H52 53755-13-8
24-Norcholane, 23-[2-methyl-l-(l-methylethyl)cyclopropyl]-, (5a)-

1. Jl. 1

.

Ii. Ii,

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

i IL L L

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



3184 EPA/NIH MASS SPECTRAL DATA BASE 412

412 C30H52 56143-37-4
Gorgostane, (5a)-

Me2 CHCHMe

, , , r_L iL_J,Ju |i- -ijll- ,11Lj 1-
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

1. ,i. d. jiL jiL JiL 11 1 jli HI 1 1 . It .

160
1 1 1 1 1 1 1 1 1 1 1 1 1

170 180 190 200 210 220 230 240 250 260 270 280 290 3 DO

:

L - L ^ ^ L
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

412 C0F 12HP4 19454-38-7
Cobalt, hydrotetrakis(phosphorous trifluoride)-

PF3

F3 P PF3

413 Ci4H4oN03PSi4 53044-44-3
Phosphonic acid, [2-[bis(trimethylsilyl)amino]ethyl]-, bis(tri=

methylsilyl) ester

Me3Si OS i Me 3
I I

Me3SI NCH2 CH2 POS i Me

3

1

1, 11-
,

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

413 Ci9H39N03Si3 56114-63-7
Silanamine, /V-[2-[3-methoxy-4-[(trimethylsilyl)oxy]phenyl]-
N, 1 , 1 ,1-tetramethy1-2- [ (trimethylsilyl)oxy ] ethyl]

-

os I Me 3
1

CHCH2 NMeS I M63

413 C 22H 23NO7 128-62-1

1(3/7) -Isobenzofuranone, 6,7-dimethoxy-3-(5,6,7,8-tetrahydro-
4-methoxy-6-methyl-l,3-dioxolo[4,5-g]isoquinolin-5-yl)-,
[S-(R*,S*)]-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



414 EPA/NIH MASS SPECTRAL DATA BASE 3185

413 C27H39N.CIH 53286-42-3
Androst-2-en-17-amine, N-(2-phenylethyl)-, hydrochloride, (5a)-

Me

413 C27H43NO2 126-17-0
Spirosol-5-en-3-ol, (3/3,22a,25R)~

413 C 27H 43NO2 17155-31-6
18-Nor-16,28-secosolanida-5,12-diene-3,16-diol, 17-methyl-,

(3/3, 16/3,17a,22a)-

Me

414 C8HF 15O 2 335-67-1
Octanoic acid, pentadecafluoro-

HO2 CCF 2 CF 2 CF 2 CF 2 CF 2 CF 2 CF 3

414 CioHi 5F6P2Rh 34822-29-2
Rhodium, [(lAS^.S-^-l^S^.S-pentamethyl^^-cyclopenta0

dien-l-yl]bis(phosphorous trifluoride)-

Rh
/PF3

^pf3

100

80

60

40

10 20 30 40 50 60 70 00 90 100 110 120 130 140 150

20



3186 EPA/NIH MASS SPECTRAL DATA BASE 414

414 C 16H 22N4O9 41545-27-1
/3-D-ri6o-Hexopyranosid-3-ulose, methyl 2,4,6-tri-O-methyl-,

(2,4-dinitrophenyl) hydrazone

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

414 Ci2HioTe2
Ditelluride, diphenyl

32294-60-3

PhTeTePh 100-1

80-

60-

40-

20-
I I

. 0 - ,
, , ,

- ll|ml
1—M , , , , lr-

1 1

10 20 30 40 50 60 70 80 90 100 HO 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

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

414 C 16H22N4O9 41545-25-9
^-D-xy/o-Hexopyranosid-4-ulose, methyl 2,3,6-tri-O-methyl-,

(2,4-dinitrophenyl)hydrazone

CH
2
OMe

OMe

02 N NHN=/pMe

N0 2

414 C 16H 22N4O9 41545-31-7
/3-I>-giuco-Hexodialdo-l,5-pyranoside, methyl 2 ,3 ,4-tri-O-methyl-,

(2,4-dinitrophenyl)hydrazone



414 EPA/NIH MASS SPECTRAL DATA BASE 3187

414 CieHssN-iOSu 56272-85-6
lH-Imidazole-4-carboxamide, 5-amino-, tetrakis(trimethylsilyl)

deriv.

nh2

414 C 17H 12CI2O8 428-21-7
Spiro[4/7 l,3-benzodioxin-2,l'-[2,5]cyclohexadiene]-2' carboxylic

acid, 6,8-dichloro-5-hydroxy-6'-methoxy-7-methyl-4,4'-dioxo-,
methyl ester

Me OC{ 0)
Cl

%

414 Ci8H 3405Si3 55268-66-1
Benzeneacetic acid, 3-methoxy-a,4-bis[(trimethylsilyl)oxy]-,

trimethylsilyl ester

OSI Me3
I

CHC(0)0SiM63

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

414 CistD-iOsSi:! 55268-65-0
Benzeneacetic acid, a,3,4-tris[(trimethylsilyl)oxy]-, methyl ester

M63 S (

0

Me 3 Si 0

414 C 19H 17C 11N 3O4 50928-45-5
Copper, bis(4-methyl-3,5-cyclohexadiene-l,2-dione 2-oxima=
to-AP.O1

) (pyridine)-, (SP-5-31)-

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

L ,n.
, J

160 170 180 190 200 210 20 230 240 250 260 270 280 290 300

Jt ^JiL Jl
, u J l! 1

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

1

.CHC( 0) OMe 40-

I

20-

i ' l|l 1.1.

.

)
o J

10 20 30 40 50 60 70 00 90 100 110 120 130 140 150 310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



3188 EPA/NIH MASS SPECTRAL DATA BASE 414

414 C 19H34N4O6 4249-30-3
Leucine, N-[N-[N-(iV-acetyl-L-alanyl)-L-valyl]glycyl]-, methyl

ester, L-

Me 2 CH CH2CHM02
I I

Ac NHCHM© CONHCHCONHCH2 CONHCHC( 0 ) OM0

414 C 19H34N4O6 33861-49-3
Hexanoic acid, 3-(acetylamino)-6-[[3,6-bis(acetylamino)-l-

oxohexyl] amino]-, methyl ester, [S-(R*,R*)]~

AcNH NH Ac
I I

AcNH ( CH2 ) 3 CHCH2 CONH( CH2 )

3

CHCH2 C( 0 ) OM0

414 C 19H34N4O6 33861-54-0
Hexanoic acid, 6-(acetylamino)-3-[[3,6-bis(acetylamino)-l-
oxohexyljamino]-, methyl ester, [S-(R*,R*)]~

Ac NH (CH 2 ) 3 NHAc
I I

AcNH ( CH2 )

3

CHCH2 CONHCHCH2 C( 0 ) OM0

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

y JlL L ill L ii
1 Lj jl ili. i

10 20 30 40 50 60 7 80 90 100 110 120 130 140 150

'
lil, 1 i^li ili 1

1

1 ll 1

,| ,1 . , .1 . i ,
.

,

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

:

III . , 1 ! i i li

414 C21H22N2O7 808-26-4
2-Naphthacenecarboxamide, 4-(dimethylamino)-l,4,4a,5,5a,6,~

ll,12a-octahydro-3,10,12,12a-tetrahydroxy-l,ll-dioxo-, [4S-
(4a,4aa:,5aa:,12aa)]-

NM02

OH

CONH2

OH

414 C21H35I 25347-04-0
Benzene, l,3,5-tris(2,2-dimethylpropyl)-2-iodo-

—1
1 1 1 1 “1 1 1 1 *i r

— 1 1 —1

—

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



414 EPA/NIH MASS SPECTRAL DATA BASE 3189

414 C 22H 22O8 477-47-4
Furo[3\4':6,7]naphtho[2,3-d]-l,3-dioxol-6(5a/f)-one, 5,8,8a,9-

tetrahydro-9-hydroxy-5-(3,4,5-trimethoxyphenyl)-, [5R-
(5a,5aa,8aa,9o:)]-

414 C 22H22O8 518-28-5
Furo[3',4':6,7]naphtho[2,3-d]-l,3-dioxol-6(5a//)-one, 5,8,8a,9-

tetrahydro-9-hydroxy-5-(3,4,5-trimethoxyphenyl)-, [5R-
(5a,5ajd,8ao:,9Q:)]-

HO

414 C 22H 26N2O4S 5282-85-9
1-Naphthalenesulfonamide, N-[2-(3,4_dimethoxyphenyl)-
ethyl]-5-(dimethylamino)-
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0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

414 C 22H 26N 2O6 27530-76-3
Dichotine (neutral)

OMe

1 ,1,1,11

10

1 1 1 1 1 1 1 1 1 1 1

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

160
1 1 1 1 1 1 1 1 1 1 1 1 1 1

170 180 190 200 210 220 230 240 250 260 270 280 290 300

, 1. L lb lL 11 , 1‘“
t 1

—“-1 “
1 1 “r * i

—

““
i

1
1 1

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



3190 EPA/NIH MASS SPECTRAL DATA BASE 414

414 C 23H 26O7 56771-65-4
4/f-l-Benzopyran-4-one, 2-(3,4-dimethoxyphenyl)-2,3-di =
hydro-5-hydroxy-3-methoxy-7-[(3-methyl-l-butenyl)oxy]-

414 C 23H30N2O5 2122-26-1
13a,3a-(Epoxyethano)-l/f-indolizino[8,l-cd]carbazol-7-ol, 6-

acetyl-2,3,4,5,5a,6,ll,12-octahydro-8,9-dimethoxy-

414 C 23H30N2O5 2202-18-8
Indole-2-acetic acid, a-(l-acetyl-3-ethylidene-4-piperidyl)-a-

(hydroxymethyl)-3-(methoxymethyl)-, methyl ester

C(0)0Me CHMe

1 . I
t
lll.l..ll,..lll.l. Ill

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

414 C 23H30N2O5 29484-55-7
47/-3,8a-Methanofuro[2',3':6,7]azonino[5,4-6]indol-14-one, 13-

acetyl-2,3,3a,5,6,7,8,13,13a,13b-decahydro-ll,12-dimethoxy-
2,6-dimethyl-

414 C 23H30N2O5 54751-73-4
Aspidospermidine, 19,21-epoxy-l-formyl-15,16,17-trimethoxy-



414 EPA/NIH MASS SPECTRAL DATA BASE 3191

414 C23H30N2O6 55123-71-2
Aspidospermidin-21-oic acid, l-acetyl-20-hydroxy~17-methoxy-
methyl ester

414 C 23H42O6 55268-69-4
Hexadecanoic acid, 2-(acetyloxy)-l-[(acetyloxy)methyl]ethyl ester

CH2 OAc
I

Me ( CH2 ) 1 4 C( 0 ) OCHCH2 OAc

414 C 23H42O6 55268-70-7
Hexadecanoic acid, 2,3-bis(acetyloxy)propyl ester

OAc
I

Me ( CH2 ) 1 4 C( 0 ) OCH2 CHCH2 OAc

100 -I

80 -

60 -

40-

20-

0 -* r 1
—“—1

r 1
—

1 1 1 1 1 1 1 r 1

—

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

414 C 24H34N2O4 54658-14-9
4,25-Secoobscurinervan, 15,16-dimethoxy-22-methyl-, (22a)-

414 C 24H 34N 2O4 54725-05-2
Aspidospermidine-l-acetic acid, 17-hydroxy-16-methoxy-a-

methyl-, methyl ester

HO CHMeC( 0 ) OMe

100
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60
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0
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0
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0

1 i. ,lii li i ll. i

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

1
”

l
1

1

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

1 ^ a l—1
1 ““l 1 1

U1*T 1
I

*1
1

" 1111
I

1 1 1—
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



3192 EPA/NIH MASS SPECTRAL DATA BASE 414

414 C 24H46O5 56599-80-5
2-Hexadecanol, l-[(2,2-dimethyl-l,3-dioxolan-4-yl)methoxy]-,

acetate

OAc
Me o I

\ OCH2 CH( CH2 ) 1 3 Me

414 C 24H52Ge 4828-44-8
Germane, tetrahexyl-

{ CH2 )

5

Me

Me ( CH2 ) 5 Ge ( CH2 ) 5 Me
I

Me { CH2 )

5

414 C25H34O5 27262-27-7
6/f-Dibenzo[5,d]pyran-l,8-diol, 6a,7,8,9,10,10a-hexahydro-6,6-

dimethyl-9i-methylene-3-pentyl-, diacetate, [6aR-(6aa,8/3,10a/3)]-

414 C25H34O5 37413-93-7
Pregna-5,16-dien-20-one, 3,21-bis(acetyloxy)-, (3/3)-

Me

414 C25H34O5 41969-62-4
6W-Dibenzo[b,d]pyran 9-methanol, l-(acetyloxy)-6a,7,10,10a-
tetrahydro-6,6-dimethyl-3-pentyl-, acetate, (6aR-trans)-



414 EPA/NIH MASS SPECTRAL DATA BASE 3193

414 C 25H 34O5 52522-57-3
67f-Dibenzo[fe,d]pyran-l,8-diol, 6a,7,8,9,10,10a-hexahydro-6,6-

dimethyl-9-rnethylene-3-pentyl-, diacetate, [6aR-(6aa,8a,10aj3)]-

414 C 25H39BO4 26611-26-7
Pregn-4-en-3-one, 17,21-[(butylborylene)bis(oxy)]-20-hydroxy-,

(20R)-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450
—I 1 1 1 1 1 1

1
1 “*T 1

““
l

“1 1 1

—

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

414 C 25H 39BO4 24376-83-8
Pregn-4-en-3-one, 17,21-[(butylborylene)bis(oxy)]-20-hydroxy-,

(20S)-

414 C 25H39BO4 30888-39—2
Pregn-4-en-3-one, 17,21-[[(l,l-dimethylethyl)borylene]bis=

(oxy)]-20-hydroxy-, (20S)-

—1 1
> ‘i 1 1 r r* 1

— r—“—i
1 1 1

—

310 320 330 340 350 380 370 380 390 400 410 420 430 440 450



3194 EPA/NIH MASS SPECTRAL DATA BASE 414

414 C25H39BO4 30888-43-8
Pregn-4-en-3-one, 17,21-[[(l,l-dimethylethyl)borylene]bis=

(oxy)]-20-hydroxy-, (20/?)-

414 C25H 39BO4 31012-68-7
5/3-Pregnane-3,20-dione, 17,21-dihydroxy-, cyclic 1-butaneboronate

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

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

414 C 25H39BO 4 30888-57-4
Pregnane-3,20-dione, 17,21-[[(l,l-dimethylethyl)borylene]bis~

(oxy)]-, (5jd)-

414 C26H22O5 55637-48-4
ll,14-Epoxytribenzo[a,c,g]cyclodecene-12,13-dicarboxylic acid,

11,12,13,14-tetrahydro-, dimethyl ester

MeOC( 0)

Me OC( 0)
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1 L_li L 1

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

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

1 r



414 EPA/NIH MASS SPECTRAL DATA BASE 3195

414 C 26H26N2O3 52512-32-0
Oxazolo[5,4-c!]isoxazol-5(2ff)-one, tetrahydro-6a-methyl-2,6-

diphenyl-3-(2,4,6-trimethylphenyl)-

414 C26H42N2O2 55555-61-8
Acetamide, N-[3-(3/3)-3-(acetylamino)pregn-5-en-20-yl]-Af-
methyl-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450 310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

414 C 26H 38O4 468-28-0 414 C 26H42N2O2 55568-85-9
2,4-Cyclohexadien-l-one, 3,5-dihydroxy-2,6,6-tris(3-methyl- Acetamide, AT-[(3a)-3-(acetylamino)pregn-5-en-20-ylj-N-methyl-

2-butenyl)-4-(3-methyl-l-oxobutyl)-



3196 EPA/NIH MASS SPECTRAL DATA BASE 414

414 C27H42O3

Spirostan-3-one, (5a,257?)-

470-07-5

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

414 C 27H42O3

Spirost-5-en-3-ol, (3/3,257?)-

512-04-9

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

414 C27H42O3

Spirostan-3-one, (5/3,25S)-
639-96-3

414 C27H42O3

5a-Spirostan, 23,24-epoxy-, (22S,237?,247?,25S)-

24744-31-8

414 C 27H 42O3 24744-32-9
5a-Spirostan, 23,24-epoxy-, (22S,23S,24S,25S)-

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



414 EPA/NIH MASS SPECTRAL DATA BASE 3197

414 C 27H 42O3 24744-33-0
5a-Spirostan, 24,25-epoxy-, (24S.25.R)-

Me Me

414 C 27H42O3 24744-34-1
5a-Spirostan, 24,25-epoxy-, (24/?,25S)-

Me Me

414 C 27H42O3 24744-41-0
5<*-Spirostan-23-one, (22S,25ft)-

100

80

60

40

20

0

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

7!*“
|
A , Li,-- .,1.1.1.. >7!.... T -l-i.

414 C 27H 42O3 24744-42-1
5a-Spirostan-24-one, (25S)-

414 C 27H42O3 37717-05-8
Cholesta-9(ll),20(22)-dien-23-one, 3,6-dihydroxy-, (3/3,5a,6a)-

Me

1
— -

1
“—“i r 1 “r-“ 1 “r 1

—
*i 1 1 1 1 i

310 .320 330 340 350 360 370 380 390 400 410 420 430 440 450



3198 EPA/NIH MASS SPECTRAL DATA BASE 414

414 C27H42O3
Spirostan-12-one, (5a,25/?)-

54965-88-7

0
v

'\m©
Me .Me

) y
40-

20-

[

X J
160 170 100 190 200 210 220 230 240 250 260 270

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

414 C 27H42O3

Spirostan, 23,24-epoxy-, (5a,25S)-

55028-74-5

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

414 C 27H42O3

Spirostan, 24,25-epoxy-, (5a)-

55028-75-6

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

414 C27H42O3
Spirostan-3-one, (5a,20/3,25/?)-

55028-78-9

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

414 C27H46N 2O 55331-85-6
Pregnan-20-ol, 3,18-bis[(l-methylethylidene)amino]-, (3/3)-

CH2N=CM82

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



414 EPA/NIH MASS SPECTRAL DATA BASE 3199

414 C27H46N2O 55331-87-8
Pregnan-18-ol, 3,20-bis[(l-methylethylidene)amino]-, (3/3)-

CH2OH

CHMe N : CMe2

Me 2 C : N

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

414 C28H46O2

Ergost-4-en-3-one, 12-hydroxy-, (12a)-

56052-06-3

CHMe CH2 CH2 CHMe CHMe2

100

80-

60-

40-

20-
1 1 1

0 i J,k iiiliii L, LLlr . ,.1*1.1 r ..... 4. 1 ..,. -it. 1 . ,1 T
l

]

|nL u, lv-
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

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450 310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

414 C 28H46O2 35882-92-9
26,27-Dinorergost-23-en-3-ol, acetate, (30,5o)-

414 C 28H46O2 56052-07-4
Ergost-l-en-3-one, 12-hydroxy-, (50,12o)-
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20

0
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0



3200 EPA/NIH MASS SPECTRAL DATA BASE 414

414 C29H 50O
Stigmast-5-en-3-ol, (3/3)-

83-46-5 414 C29H50O
Cholest-5-ene, 3-ethoxy-, (3/3)—

986-19-6

414 C29H50O
Stigmast-5-en-3-ol, (3/3,24S)-

83-47-6 414 C 29H50O
Cholest-5-en-3-ol, 4,4-dimethyl-, (3/3)-

1253-88-9



414 EPA/NIH MASS SPECTRAL DATA BASE 3201

414 C 29H50O
Cholestan-3-one, 4,4-dimethyl-, (5a)-

2097-85-0 414 C29H50O
Stigmast-7-en~3-ol, (3d,5a,24S)-

18525-35-4

Me

100
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0
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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

Me

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

414 C 29H50O 33860-48-9
Ergost-8-en-3-ol, 14-methyl-, (3/3,5a)-

414 C 29H50O
Stigmast-8( 14)-en-3,tf-ol

18069-99-3

CHMeCH2CH2CHEt CHMe2

80 -

60-

40-

20-

ij jjjil j JiLLl
T

llfl lil{llli. . ijllllil
,

l lllll,

90 100 110 120 130 140 150
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| T pj / ,

l

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



3202 EPA/NIH MASS SPECTRAL DATA BASE 414

414 C29H50O
Stigmastane, 23,24-epoxy-, (5a)-

54411-91-5

40-

20-

10 20 30 40 50 60
1 1 1

70 80 90 100 110 120 130 140 150

j. i.. Jill, i . i.llL, Jll ,Jn.
|

- ll L

—

urn—

_

L_ ,1 Jl _uk—4-
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

414 C30H26N2 39129-62-9
Methanamine, Af-[4-(diphenylmethylene)-l-methyl-3,3-di=
phenyl-2-azetidinylidene]-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

414
Lanostane

C30H54 474-20-4

414
Stigmastan-7-one

C29H50O 55331-88-9

CHMe CH2 CH2 CHE t CHMe 2

40-

20-

o J

U-i j—
i
—-Jll+1—

4

iLi—jl ll..|....l.lll|, Uljll ejJll.-r-i.4-
100-]

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

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



415 EPA/NIH MASS SPECTRAL DATA BASE 3203

414 C 30H54 26982-04-7
Tetracosatetraene, 2,6,10,15,19,23-hexamethyl-

414 C 30H54 55281-91-9
Cyclohexane, l,l',l",l"'-(l,6-hexanediylidene)tetrakis-

40-

20-

0-

—,—,—,

—

4 1 ,

1

—
1

—

“

ii—4 ! Jlllli
,

lllll|l lll|l.l .itl.lilM, 'I'l,
100 -|

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

A 1,! ll , ll Li u u
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

415 CioHnCleNsS 24481-70-7
1,3,5-Triazine, 2-(pentylthio)-4,6-bis(trichloromethyl)-

414 C30H54 55268-64-9
Naphthalene, l,l'-(l,10-decanediyl)bis[decahydro-

Cl 3 C

^/
N
5^-

S(CH2l4M8

N^N
cci 3

415 Ci3H34N06PSi3 55319-84-1
Phosphoric acid, 3-(methoxyimino)-2-[(trimethylsilyl)oxy]propyl

bis(trimethylsilyl) ester, (±)-

OS i Me 3

OS i Me 3

I

Me ON : CH CH CH 2 OP OS i Me 3

II

O
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60

40

20

0

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



3204 EPA/NIH MASS SPECTRAL DATA BASE 415

415 Ci3H34N06PSi3 55319-85-2
Phosphoric acid, 2-(methoxyimino)-3-[(trimethylsilyl)oxy]propyl

bis(trimethylsilyl) ester

MeON OS i Me

3

II I

Me3 S i OCH 2 CCH 2 OP OS i Me 3

II

0

415 C2oH24ClFeN202 19555-44-3
Iron, chlorobisfo-fAf-propylformimidoyliphenolato]-

415 C 20H37N3O6 27545-11-5
Glycine, AHN-[iV-[(l,l-dimethylethoxy)carbonyl]-L-leucyl]-

L-leucyl]-, methyl ester

CH2CHM62

CH 2 CHM02
I

MeOC(O) CH2NHC0CHNHC0CHNHC(0) OBu-t

415 C21H37NO3S2 18794-24-6
2-Pyridinol, l-acetyl-4-£er£-butyl-3,6-bis(£er£-butylthio)-l,2,~

3,6-tetrahydro-, acetate (ester)
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310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

OAc

III J 11 U lI 1 1 1 J,
10 20 30 40 50 60 70 80 90 100 110 1 20 130 140 150

;1 ! 1 1 1

160 170 180 190 200 2 0 220 230 240 250 260 270 280 290 300

ll

415 C 25H 4iN02Si 56210-84-5
Pregna-5,16-dien-20-one, 3-[(trimethylsilyl)oxy]-, O-methyloxime,

m-
Me



415 EPA/NIH MASS SPECTRAL DATA BASE 3205

415 C26H41NO3 55103-89-4
Morpholine, 4— [(3/5)—3- hydroxy-20-methyl-21 oxopregn-5-en-

21-yl]—

,1,1 ll
. lil ,1,1 ill Jli ..l,i . ll h

.
,

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 .

|| ,

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

415 C 27H45NO2 77-59-8
Spirosolan-3-ol, (3/5,5a,22/3,25S)-

415 C27H45NO2 17398-64-0
7a-Aza-B-homocholest-5-en-7-one, 3-hydroxy-, (3/3)-

Me

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

415 C29H53N
5a-Cholestan-7/3-amine, 2V,iV-dimethyl-

Me

1254-01-9
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— - » ' »



3206 EPA/NIH MASS SPECTRAL DATA BASE 415

415 C 29H53N 2222-54-0
5«-Cholestan 6/3-amine, AT,iV-dimethyl-

Ms

1 l. 1, l.lillii l.liljli, l

|

iillinii 1 mil

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

L—1 1 1 1 1 1 1 1 1 “T 1
“—I

1 1 1

—

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

416 C 8H 18C02N4O4S 2 21475-97-8
Cobalt, bis(;u-l-butanethiolato)tetranitrosyldi-

415 C 29H53N 54548-14-0
Cholestan-2-amine, N,N dimethyl-, (5a)-

416 C 13H6F 10S2 24014-44-6
Thiophene, 2,2'-(l,l,2,2,3,3,4,4,5,5-decafluoro-l,5-pentanediyl)bis-

s s

^
CF2CF2CF2CF2CF2—

^ ^

416 Ci3HioHg03 28086-13-7
Mercury, (2-hydroxybenzoato-0 1,02)phenyl-

100
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0
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416 EPA/NIH MASS SPECTRAL DATA BASE 3207

416 CnHnClOsS 26881-65-2
Spiro [benzofuran-2(3H),l'- [2] cyclohexene] -3,

4' -dione, 7-

chloro-4-hydroxy-2',6-dimethoxy-6'-methyl-, methanesulfonate

416 Ci8HioBr202 28293-39-2
2,5-Cyclohexadiene-l ,4-dione, 2,5-dibromo-3,6-diphenyl-

Br

Br

416 C2iH2o09 27839-39-0

Benzoic acid, 3,5-diformyl-2,4-dihydroxy-6-methyl-, 3-

hydroxy-4-(methoxycarbonyl)-2,5,6-trimethylphenyl ester

416 C23H32N205 29686-32—6
3,9-Methano-10//-furo[3,2-d]azonine-10,ll-dione, 9-[2-(di=
methylamino)3,4-dimethoxy-phenyl]decahydro-l,5-dimethyl-

OMe



3208 EPA/NIH MASS SPECTRAL DATA BASE 416

416 C24H32O6 464-74-4 416 C24H36N2O 4 54751-75-6
Bufa-20,22-dienolide, 3,ll,14-trihydroxy-12-oxo-, (3/3,5/3,11a)- Aspidospermidin-21-ol, l-ethyl-15,16,17-trimethoxy-

o

416 C24H32O6 4099-30-3
Bufa-20,22-dienolide, 14,15-epoxy-3, 5, 16-trihydroxy-, (3/3,5/3,=

15/3,16/3)-
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1 1 . i.l. J.ih. ! 111- llll.l ..Il

10 20 30 40 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

416 C24H4o02Si2 5150-62-9
Silane, [(17/3)-estra-l,3,5(10)-triene-3,17-diylbis(oxy)]bis[trimethyl-

416 C24H4o0 2Si2 33283-14-6
Silane, (estra-l,3,5(10)-trien-3,17a-ylenedioxy)bis[trimethyl-

Me

100

80

60

40

20

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



416 EPA/NIH MASS SPECTRAL DATA BASE 3209

'ml lllln. llllli llllllll ijil Ul 1 ,1
,

nil
^

J|ll J ll, ill.

416 C 25H41BO4 24376-80-5
Pregnan-20-one, 17,21-[(butylborylene)bis(oxy)]-3-hydroxy-,

(3a,5/3)~

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

416 C25H36O5 56362-35-7
Pregn-9(ll)-en-20-one, 3,6-bis(acetyloxy)-, (3/3,5a,6a,17a)-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

416 C25H40N 2O 3 55555-60-7
Acetamide, iV,Ar'-[(3)3)-18-hydroxypregn-5-ene-3,20-diyl]bis-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

416 C 25H41BO4 30888-61-0
Pregnan-20-one, 17,21-[[(l,l-dimethylethyl)borylene]bis=

(oxy)]-3-hydroxy-, (3a,5/3)-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



3210 EPA/NIH MASS SPECTRAL DATA BASE 416

416 C26H20N6

Phenazine, l,l'-ethylenebis[2-amino-
21589-17-3 416 C 26H 40O 4 56792-49-5

Pregn-5-en-20-one, 3-(acetyloxy)-16-methyl-, cyclic 20-(l,2-
ethanediyl acetal), (3/3,16a)-

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

10 20 30 40 50

100 -1

:
80-

60-

40-

L , d 20-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300 ..1.1 _ L
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

100 -|

80-

60-

1

40-

t
.

<

1
ll

t t

ll

[

20-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450 1

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

416 C26H28N2O3 54966-54-0
Aspidospermidin-10-one, 17-methoxy-21-oxo-21-phenyl-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

416 C27H44O3

Spirostan-3-ol, (3/3,5a,257?)-

77-60-1

416 C 27H44O3

Spirostan-3-ol, (3/3,5/3,25S)~

126-19-2



416 EPA/NIH MASS SPECTRAL DATA BASE 3211

416 C27H 44O3 17205-76-4

Cholest-5-en-3-one, 22,25-dihydroxy-

Me

416 C 27H44O3 24742-73-2
5a-Spirostan- 20 ol, (20S,25R)-

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 l.i. ..1, 1 ,.Hi. ,hl.

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

- • I|- L L u. 1 1.1

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

:.i—, . . .

416 C27H44O3 24744-35-2
5a-Spirostan-23-ol, (22S,23R,25R)~

416 C 27H 44O3

5a-Spirostan-23-ol, (22S,235,25/?)-

24744-36-3

416 C27H44O3 24744-37-4
5a-Spirostan-24-ol, (24S,25S)-

100

80

60

40

20

0

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



3212 EPA/NIH MASS SPECTRAL DATA BASE 416

416 C27H44O3
5a-Spirostan-25-ol, (25/?)-

24744-40-9

Me
Me A 0

160 170 160 190 200 210 220 230 240 250 260 270 280 290 300

416 C27H44O3
5a-Spirostan-24-ol, (24/?,25S)-

24744-38-5 1

1.I.I1.,—1l)j—JJLLI—

,

1 . 1 . Li. 1, lilt- 4 . — t,lli ,1.111.1. ,.i. ,.lii,

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

100
1

Me -Me 80 -
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60-

40-

JsJ 0 20-
1 1 1

0 J \L^Lu . ill—,
r- , ,

IL, J* , k r-
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

100-1

80 - r
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..I...., Ly. ^l..., ,..lL. ,-U,.
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i.

,

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

160 170 160 190 200 210 220 230 240 250 260 270 280 290 300

416 C27H44O3
Spirostan-25-ol, (5a,25S)-

24744-39-6

416 C27H44O3 26369-40-4
9,10-Secocholesta-5,7,10(19)-triene-3,21,25-triol, (3j3,5Z,7E)-

80

60

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

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



416 EPA/NIH MASS SPECTRAL DATA BASE 3213

416 C27H44O3 29261-12-9
9,10-Secocholesta-5,7,10(19)-triene-3,25,26-triol, (3/3,5ZJE)-

416 C27H 44O3 32511-63-0
9,10-Secocholesta-5,7,10(19)-triene-l,3,25-triol, (3/3,5Z,7E)-

416 C 27H 44O3 37926-46-8
Cholesta-9( 1 1 ) ,24-diene-3,6,20-triol, (3/3,5a,6a,20R)-

416 C27H44O 3 40013-87-4
9,10-Secocholesta-5,7,10(19)-triene-3,24,25-triol, (3/3,5Z,7E)-



3214 EPA/NIH MASS SPECTRAL DATA BASE 416

416 C 27H44O 3 55123-76-7
Pregn-5-ene-20-methanol, 3 [(tetrahydro 2H pyran-2-yl)oxy]-,

m-

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

416 C 28H 48O 2 148-03-8
27/-l-Benzopyran-6-ol, 3,4-dihydro-2,5,8-trimethyl-2-(4,8,12-

trimethyltridecyl)-

( CH2 ) 3 CHMe ( CH2 ) 3 CHMe ( CH2 ) 3 CHMe 2

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

416 C 28H48O2

Cholest-8-ene-3,6-diol, 14-methyl-, (3/3,5a,6a)-

2126-69-4

416 C27H44O3 56362-85-7
Cholestane-3,6-dione, 20-hydroxy-, (5a,20R)-

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

;
20-
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,
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100-j

1 l.i 1 Ii Ii
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|ijJ.i
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uj, —4U-JmJ-1 -•')
80-

i i jIL
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



416 EPA/NIH MASS SPECTRAL DATA BASE 3215

416 C28H48O2 5837-39-8
5a-Cholestan -6-one, 3/3-methoxy-

Me

416 C28H48O2 21513-82-6
5a-Cholestan-6-one, 3a-methoxy-

Me

416 C28H48O2 7616-22-0
2/7-1- Benzopyran -6-0I, 3,4-dihydro-2,7,8-trimethyl-2-(4,8,12-

trimethyltridecyl)-

416 C28H48O2 54498-53-2
B-Norcholestan-3-one, cyclic 1,2-ethanediyl acetal, (5a)-

Me

416 C28H48O2 54498-58-7
B-Norcholestan-3-one, cyclic 1,2-ethanediyl acetal, (5/3)-

Me



3216 EPA/NIH MASS SPECTRAL DATA BASE 416

416 C 28H 48O2 55700-38-4
Cholestan-6-one, 3-methoxy-, (3/3)-

Me

416 C 28H 48O2 56052-05-2
Ergostan-3-one, 12-hydroxy-, (5/3, 12a)-

Me

416 C 28H 48O2 56052-10-9
Ergost-5-ene-3,12-diol, (3/3,12a)-

CHMe CH2 CH2 CHMe CHMe 2

10 20 30 40 50 60 70 80 90

,

00 110 120 130 140 150

. 1., , . il, L .

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

!|i, li

310 320 330 340 350 © 370 380 390 400 410 420 430 440 450

416 C 28H 48O2 56052-69-8
Ergost-24(28)-ene-3,12-diol, (3a,5/3,12a)-

il . 1 lli ill. ill., ,l|l
1 II 1.. . i.ln,

10 20 30 4( 50 60 0 8 90 100 110 120 130 140 150

Oh ..l. . ,1 . . i l.

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

'.U
1 I

i 1

1 *
i

1
——i—

1

—
1 “1 1— i

1 1 r—
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



417 EPA/NIH MASS SPECTRAL DATA BASE 3217

416 C 28H48O2 56362-42-6
Ergost-5-ene-3,25-diol, (3/3)—

Me

416 C29H 36O2 38204-88-5
1-Decanol, lO-(triphenylmethoxy)-

HO( CH2 ) i 0 OCPh 3

100-1

80-

60 -

40 -

2°-
.

1

0 1 1 1
— — ,lj.- r— I— .I..,..— .

,

T j.-.L..., —
1

.—1

—

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

1

1.

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

: __ _L_ _

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

416 C 29H52O 2089-02-3
Cholestane, 3-ethoxy-, (3/3,5a)-

416 C30H56 55319-78-3
Naphthalene, l-[l-(3-cyclohexylpropyl)undecyl]decahydro-

( CH 2 )

3

1

CH ( CH2 )

9

Me

417 C4CI3F9NOPS 51735-88-7
Phosphorimidic trichloride, [(nonafluorobutyl)sulfinyl]-

F3CCF2CF2CF2 S( O) N : PC I 3

417 CnHseNCLPSis 53122-00-2
Phosphonic acid, [2-phenyl-l-[(trimethylsilyl)amino]ethyl]-,

bis(trimethylsilyl) ester

CH2 Ph

OS i Me 3
I I

Me 3 S i NHCHPOSi Me 3

II

O

II- 1 . 1 >1. ...... 1.

10 20 30

,, ,

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



3218 EPA/NIH MASS SPECTRAL DATA BASE 417

417 Ci9H2oF5N02Si 55556-69-9
Benzeneethanamine, 3-methoxy-A-[(pentafluorophenyl) =

methylene]-4-[(trimethylsilyl)oxy]-

F

F

F

F

417 Ci9H2oF5N02Si 55556-73-5
Benzeneethanamine, 4-methoxy-N-[(pentafluorophenyl) =

methylene]-3-[(trimethylsilyl)oxy]-

F

F

F

OS i Me 3

OMe

F

417 C2iH47N30SSi 56196-56-6
2-Dodecanethione, 7,10-diamino-8-butyl-5-(ethylamino)-12-

[(trimethylsilyl)oxy]-

( CH2 ) 3 Me

MeCSCH2CH2 CH( NHEI
)
CH2CH(NH 2") CHCH2 CH ( NH2 ) CH2CH 2 OSIMe3

417 C 23H 35N3O4 37580-78-2
L-Alanine, Af-[Af-[AMphenylmethylene)-L-valyl]-L-isoleucyl]-,

ethyl ester

CHMe CH2 Me

CHMe 2
I

E t OC( 0 | CHMe NHCOCHNHCOCHN : CHPh

417 C 24H27N5O2 33498-84-9
9/7-Purin-6-amine, 9-[4 (phenylmethoxyl-S-Ilphenylmeth^

oxy)methyl]butyl]-

H2 N

N
CH 2 CH 2 CHCH 2 0CH 2 Ph

I

CH2 OCH2 Ph



418 EPA/NIH MASS SPECTRAL DATA BASE 3219

100

80 -

60-

40 -

20-

0 P* 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

417 C 24H27N5O2 33498-85-0
Adenine, iV-[4-(benzyloxy)-3-[(benzyloxy)methyl]butyl]-

PI1CH2 OCH2
I

Ph CH2 OCH2 CHCH2 CH2 NH

417 C25H 43N02Si 25830-38-0
Pregn-5-en-20-one, 3|3-(trimethylsiloxy)-, O-methyloxime

Me

417 C27H47NO2 55902-91-5
16,28-Secosolanidane-3,16-diol, (3|3,5a,16d,22£,25£)-

Me

418 C 8H 10O 4S 2W 38536-75-3
Tungsten, [l,2-bis(methylthio)ethane-S,S']tetracarbonyl-,

(OC-6-22)-

c = o



3220 EPA/NIH MASS SPECTRAL DATA BASE 418

418 CioIDClsO 55570-85-9
l,3,4-Metheno-2//-cyclobuta[cd]pentalen-2-one, la,3,3a,4,5,=

5,5a,6-octachlorooctahydro-

ci
Cl

|
Cl

418 C 12H27IS11

Stannane, iodotriisobutyl-

ISn ( Bu-i )

3

6031-48-7

418 C12H27IS11

Stannane, tributyliodo-

7342-47-4

(
CH2 ) 3 Me

Me ( CH2 | 3 Sn I (CH2 )3 Me

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

418 C 13H8F6N2O7 55319-77-2
Acetic acid, trifluoro-, [2,3,3a,9a-tetrahydro-6-oxo-3-[(tri=

fluoroacetyl)oxy]-6H-furo[2',3':4,5]oxazolo[3,2-c]pyrimidin-
2-yl]methyl ester, [2R-(2a,3d,3ad,9ad)]-

418 C 14F10N2S
1 ,3,4-Thiadiazole, 2,5-bis(pentafluorophenyl)-

16065-71-7

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



418 EPA/NIH MASS SPECTRAL DATA BASE 3221

418 C 14H 10N8O8 1177-16-8
Ethanedial, bis[(2,4-dinitrophenyl)hydrazone]

418 Ci4H2604Se2

1-Pentanol, 5,5'-diselenobis-, diacetate

23243-52-9

-NHN=CHCH:NNH-

O 2 N

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

418 Ci4H2604Se2 3709-14-6
Valeric acid, 5,5'-diselenobis[3,3-dimethyl-

H02 CCH 2 CMe 2 CH 2 CH 2 SeSeCH 2 CH 2 CMe 2 CH 2 CO 2 H

418 Ci4H 2604Se2 22676-36-4
Heptanoic acid, 7,7-diselenodi-

HO2 C( CH 2 ) 6 SeSe ( CH 2 ) 6 CO 2 H

Ac 0( CH 2 ) 5 SeSe ( CH 2 ) 5 OAc

418 Ci4H 2604Se2 23243-53-0
1-Pentanol, 4,4-diselenobis-, diacetate

Ac 0( CH2 ) 3 CHMe SeSe CHMe ( CH 2 ) 3 OAc

418 C2iH 26N 207 56818-05-4
2-Propenamide, lV-acetyl-/V-[4-(acetylamino)butyl]-3-[3,4-

bis(acetyloxy)phenyl]-

CH = CHCON (
Ac

)
(CH2)4 NHAc



3222 EPA/NIH MASS SPECTRAL DATA BASE 418

418 C 2iH3o05Si2 55724-92-0
Methanone, bis[[4-methoxy-2- [(trimethylsilyl)oxy]phenyl]-

100
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40

20

0

100
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20

0

100
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40

20

0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

till 1 . .. .ill..,, 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

L L 1 L

418 C 21H46O 4S 12 1116-65-0
Laurie acid, 2,3-bis(trimethylsiloxy)propyl ester

OS i Me

3

I

Me ( CH2 ) 1 0 C( 0 ) OCH2 CHCH2 OS i Me 3

418 C 2iH4604Si2 1188-53-0
Dodecanoic acid, 2-[(trimethylsilyl)oxy]-l-[[(trimethylsilyl) =

oxy] methyl] ethyl ester

CH2 OS i Me 3
I

Me
( CH2 ) 1 0 C( O) OCHCH2 OS i Me 3

418 C22H30N2O6 29474-90-6
3,4-Secocondyfolan-3-one, 16,19-epoxy-2-hydroxy-12-(2-
hydroxy-l-methoxyethoxy)-4-methyl-, [12(S), 14/3,16/3,197?]—

Me

— h 1—1 r0—H

—

1—[“
1 1 1 > i

"
1 1 1 1

—

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

418 C 22H34N4O 4 37580-31-7
L-Alanine, N-[N-[N-(2-pyridinylmethylene)-L-valyl]-L-isoleucyl]-,

ethyl ester

CHMe2 CHMeCH2 Me
I I

CH : NCHCONHCHCONHCHMe C( O) OE

t

418 C22H 34N 4O4 37580-32-8
L-Alanine, N-[N-[./V-(3-pyridinylmethylene)-L-valyl]-L-isoleucyl]-,

ethyl ester

CHMe2 CHMe CH2 Me
I I

CH = NCHCONHCHCONHCHMe C( O) OEt

100
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60

40

20

0

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



418 EPA/NIH MASS SPECTRAL DATA BASE 3223

100
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0

100
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20

0

418 C 22H 34N 4O4 37580-33-9
L-Alanine, N-[N-[iV-(4-pyridinylmethylene)-L-valyl]-L-isoleucyl]-,

ethyl ester

CHM6 2 CHMe CH2 Me
I I

: NCHCONHCHCONHCHMe C( 0) OE t

418 C 22H34Sn
Stannane, tributyl-2-naphthalenyl-

( CH2 ) 3 Me

Sn ( CH2 ) 3 Me

( CH2 ) 3 Me

972-11-2

418 C 24H 26N 4O3 34075-72-4
Hypoxanthine, 9-[4-(benzyloxy)-3-[(benzyloxy)methyl]butyl]-

0

N
CH2CH2CHCH2 0CH2Ph

I

CH2 OCH2 Ph

418 C 24H 34O6 57345-29-6
3(2//)-Phenanthrenone, 2-(acetyloxy)-7-[(acetyloxy)acetyl]-l, c:

4,4a,4b,5,6,7,8,10,10a-decahydro-l,l,4a,7-tetramethyl-, [2S-
(2a,4aa',4bjd,7jd,10ajd)]-

100
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60

40

20

0
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20

0

100

80
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0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

_ 1 Jl

10

1 1 1

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

i.L.

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

418 C 25H23O4P 26535-32-0
Hexanoic acid, 3,5-dioxo-2-(triphenylphosphoranylidene)-, methyl

ester

PPh3
II

MeCOCH2 COCC( O) OMe

100

80

60

40

20

0

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



3224 EPA/NIH MASS SPECTRAL DATA BASE 418

418 C 25H 38O5 37772-22-8
Pregnan-20-one, 3,6-bis(acetyloxy)-, (3/3,5a,6a)-

Me

418 C 25H 38O5 56784-22-6
Pregnan-20-one, 3-(acetyloxy)-5,6-epoxy-, cyclic 20-(l,2-ethanediyl

acetal), (3/3,5a,6a)-

418 C25H43BO4 30882-63-4
Pregnane-3, 11, 17,20-tetrol, cyclic 17,20-[(l,l-dimethylethyl) =

boronate], (3a,5/3,11/3,20/?)-

Bu-t

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

418 C 25H43BO4 30882-64-5
Pregnane-3, 11, 17,20-tetrol, cyclic 17,20-(butylboronate), (3a,

=

5/3,11/3,20/?)-

( CH2 ) 3 Me



418 EPA/NIH MASS SPECTRAL DATA BASE 3225

418 C25H43BO4 30882-71-4
Pregnane-3, 11,20,21-tetrol, cyclic 20,21-[[(l,l-dimethylethyl) =

boronate], (3a,5a, 11/3,20/?)

418 C 25H43BO4 55556-74-6
Pregnane-3,1 1,20,21-tetrol, cyclic 20,21-(butyl boronate), (3a,

=

5/3,11/3,20/?)-

-( CH 2 ) 3 Me

lllll-.lll ill i.l.i.l.. 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

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450 310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

418 C 25H43BO4 30888-37-0
Pregnane-3,1 1,20,21-tetrol, cyclic 20,21-[(l,l-dimethylethyl)~

boronate], (3a,5a, 110,20.$)-

418 C 26H 42O 4 84-76-4
1,2-Benzenedicarboxylic acid, dinonyl ester

C( 0) 0( CH 2 ) 8 Me

C(0)0( CH 2 ) 8 Me

100
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60

40

20

0

100
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60

40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

418 C 26H42O4 10588-87-1
Hexadecanoic acid, 2-phenyl-l,3-dioxan-5-yl ester, cis-

OC( O) ( CH2 ) 1

4

Me

Ph

100
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60

40

20

0
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80

60

40

20

0

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

L 1 1 ,1.1 1

,

I.l|l . lil
|

l.lll j, 1 111 II.J..L 1, ,

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

-J 1 J . L



3226 EPA/NIH MASS SPECTRAL DATA BASE 418

100

80

60

40

20

0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

418 C 26H 42O4 18418-22-9
Palmitic acid, (2-phenyl-l,3-dioxolan-4-yl)methyl ester

CH2 0CI 0) (CH2 ) 1 4 Me

418 C 26H42O4 42495-31-8
Hexadecanoic acid, (2-phenyl-l,3-dioxolan-4-yl)methyl ester, cis-

Ph CH2 0C( 0) ( CH2 ) 1 4 Me

418 C 26H42O 4 56599-87-2
Hexadecanoic acid, 2- phenyl-1,3-dioxan-5-yl ester

418 C 27H35BO3 30881-82-4
Pregna-5,17(20)-diene-3,20,21-triol, cyclic 20,21-(phenylboronate),

(3d)-

—1
1 1 1 1 1 1 1

1 r 1

“1
1 1

1

—

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

418 C27H35BO3 30882-69-0
Pregn-4-en-3-one, 20,21-[(phenylborylene)bis(oxy)]-, (20R)~



418 EPA/NIH MASS SPECTRAL DATA BASE 3227

418 C 27H 46O3 1253-62-9 418 C27H 46O3 24637-59-0

B-Nor-5,6-secocholestan-6-oic acid, 5-oxo-, methyl ester, (10a)- 5a-Cholestan-19-oic acid, 2/3-hydroxy-

418 C27H 46O3 13027-33-3
Cholestan-6-one, 3,5-dihydroxy-, (3/3,5a)-

Me

Me

418 C 27H46O3

4,5-Secocholestan-4-oic acid, 5-oxo-
53512-58-6

418 C 27H 46O3

5,6-Secocholestan-6-oic acid, 1-oxo-, (10a)-

53512-63-3

100

80 -

60-

40-

1 1 r~
10 20 30

41
40 50 60

-4
80 90 100 110 120 130 140 150

20-



3228 EPA/NIH MASS SPECTRAL DATA BASE 418

418 C27H 46O3

Cholest-8(14)-ene-3,7,15-triol, (3/3,5a)-

54411-51-7

CHMe ( CH 2 ) 3 CHMe2

418 C 27H46O3 56052-68-7
Cholestan-24-one, 3,12-dihydroxy-, (3a, 5/3,12a)-

CHMeCH 2 CH 2 COCHM6 2

i _La *4 Hill iL iil|lii.],„iiilL
4

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

418 C 28H 22N 2O2 55937-87-6
Methanone, [4-[[4-[2-(4-methoxyphenyl)ethenyl]phenyl]azo] =

phenyl] phenyl-

418 C 28H50O2

5a-Cholestan-19-ol, 2d-methoxy-
28809-60-1

418 C 28H50O 2

Ergostane-3,12-diol, (3a,5/3,12a)-

56052-70-1

HO

1

l.ljlil 1. ,1 1.1
, .11, . 1,1.1

,

li. ,, Uifii . 1, 1. L,—

A

L .... 1,
Me jT'

CHMe CH 2 CH 2 CHMe CHMe 2

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



419 EPA/NIH MASS SPECTRAL DATA BASE 3229

418 C 28H50O2 56324-21-1
B-Norcholestane, 3,3-dimethoxy-

100
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40

20

0

100

80
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20

0

100

80
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0
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Ii I 1 I 1 I 1 1 I.I 1 I 1 I 1. I.I 1 I 1 I. li I 1 I 1 I 1 I.. 1 . . Ullll . . . l l.l l.lll

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

lL. ...iiLl u. i- ill
. l i

419 C2oH33NOaSi3 55319-90-9
2-Propenoic acid, 2-[(trimethylsilyl)oxy]-3-[l-(trimethylsilyl)-

l//-indol-3-yl]-, trimethylsilyl ester

S i Me 3

I

: CC( 0) OSi M63

OSi Me3

419 CasHisBrNCh 29809-07-2
Acetophenone, 2-[5-(p-bromophenyl)-3-phenyl-2-isoxazolin-5-yl]-

419 C 24H 37NO5 36150-72-8
1-Phenanthrenecarboxylic acid, tetradecahydro-l,4a,8-tri-

methyl-7-[2-[2-(methylamino)ethoxy]-2-oxoethylidene]-9-oxo-,
methyl ester, [lS-(la,4aa,4bd,7£,8|8,8aa,10a/3)]-

100

80

60

40

20

0

100

80

60

40

20

0

100

80
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40

20

0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

1 .III. 11..,.1,11, 11.1. In Lie. Jil ^
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

L 1 1



3230 EPA/NIH MASS SPECTRAL DATA BASE 419

419 C 24H37NO5 38930-41-5
Batrachotoxinin A, 7,8-dihydro-, (8/?)-

Me

419 C25H 45N02Si 57397-02-1
Androstan-3-one, l,17-dimethyl-17-[(trimethylsilyl)oxy]-, 0-
methyloxime, (la,5a,17/3)-

419 C 28H 37NO2 55429-06-6
l'H-Androst-16-eno[17,16-6]indol-3-ol, l'-methyl-, acetate (ester),

(3/3,5a)-

419 C 28H53NO 56600-17-0
Pyrrolidine, l-(l-oxo-15-tetracosenyl)-

- CO( CH2
) 1 3 CH = CH( CH2 )7 Me

100

80

60

40

20

0

100

80

60
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20

0

100
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0
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

ul li L 1I.1 J 1 . .. ill 1 Ii -

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

L L 1 1 L

420 CielfeBOeSis 56196-95-3
a-D-Galactopyranose, l,2,3-tris-0-(trimethylsilyl)-, cyclic me=

thylboronate

,0— CH :

OTMS

40 -

20-

IIiLj.iIU ill
100 110 120 130 140 150



420 EPA/NIH MASS SPECTRAL DATA BASE 3231
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11 1-.I
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t 1 1 1 1 1 r- 1 1 1 r

420 C 17H 44N2O2S 14 55556-70-2
L-Ornithine, N2,N5,NM;ris(trimethylsilyl)-, trimethylsilyl ester

NHS i Me 3 Si Me 3

I I

Me3 S i OC( 0) CH( CH 2 )3 NS i Me3
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1
|

ll 1 11
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T 1 1 1 h 1
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1 1 1

—

1—1

1 1 1 r

420 CisHisOePs 57156-84-0
1 ,3,5,2,4,6-Trioxatriphosphorinane, 2,4,6-triphenyl-, 2,4,6-trioxide

420 Ci 8Hi6N 2Se2 21903-69-5
Indole, 3,3'-(diselenodimethylene)di-

CH2SeSeCH2
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420 C 18H24N6O6 13347-33-6
Adenosine, 3'-acetamido-3'-deoxy-AT,iV-dimethyl-, 2',5'-diacetate

AcHN OAc
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3232 EPA/NIH MASS SPECTRAL DATA BASE 420

420 C19H19C0F6 12148-86-6
Cobalt, (?j

5-2,4-cyclopentadien-l-yl)[(2,3,7,8-)j)-2,3,5,6-tetra ::::

methyl-7,8-bis(trifluoromethyl)bicyclo[2.2.2]octa-2, 5,7-triene]-

420 C19H36N2O6S 2256-17-9
D-erythro -a D-galacto- Octopyranoside, methyl 6,8-dideoxy-6-

[[(l-ethyl-4-propyl-2-pyrrolidinyl)carbonyl]amino]-l-thio-,
(2S-trans)~

420 Ci9H22F6Si2 37601-87-9
Silane, [(l,l,2,2,3,3-hexafluoro-l,3-propanediyl)di-3,l-phenyl=

ene] bis [dimethyl-

CF2CF2CF2

SiHM62 Si HMe 2

420 C19H36N2O6S 14042-43-4
D-erythro-a-D-galacto - Octopyranoside, ethyl 6,8-dideoxy-6-

[[(l-methyl-4-propyl-2-pyrrolidinyl)carbonyl]amino]-l-thio-,
(2S-trans)-



420 EPA/NIH MASS SPECTRAL DATA BASE 3233

420 C 19H36N2O6S 17179-55-4

D -erythro-a-D galacto Octopyranoside, methyl 6-[[(4-butyl-

l-methyl-2-pyrrolidinyl)carbonyl]amino]-6,8-dideoxy-l-thio-,

(2S-trans)-

420 C19H36N2O6S 57174-25-1

D-erythro-a-D-gaiacto-Octopyranoside, methyl 6,8-dideoxy- 7-

0-methyl-6-[ [ [
l-methyl-4-( l-methylethyl)-2-pyrrolidinyl] =

carbonyl] amino]-l-thio-, (2S-trans)-

420 C 2oH36N202Si3 55429-28-2

L-Tryptophan, W,l-bis(trimethylsilyl)-, trimethylsilyl ester

S ! Me 3
I

CHC(O)OSIM03
I

NHSi M63

420 C21H24O7S 30906-34-4

Acetic acid, [[2-(3,4-dimethoxyphenyl)-3-hydroxy-7-methoxy-
4-chromanyl]thio]-, methyl ester, trans-2,2>,trans-2,\-(+)-

100
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20

0

100

80

60

40

20

0
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0

SCH2C( 0) OM0

420 C22H28S4 23088-84-8
3,7,15,19-Tetrathiatricyclo[19.3.1.1 9 - 13]hexacosa-l(25),9,ll,13=

(26),21,23-hexaene



3234 EPA/NIH MASS SPECTRAL DATA BASE 420

100

80

60

40

20

0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

420 C22H28S4 26822-25-3
3,7,14,18-Tetrathiatricyclo[18.2.2.2912]hexacosa-9,11,20,22,23,°

25-hexaene

420 C23H32O7 6785-70-2
Card-20(22)-enolide, 3,5,ll,14-tetrahydroxy-19-oxo-, (3/3,5/3,11a)-

420 C23H 32O7 18484-63-4
4aa,4b/3-Gibbane-la,4a,10/3-tricarboxylic acid, 7-hydroxy-l-
methyl-8-methylene-, trimethyl ester

420 C 23H32O7 22882-63-9
Gibbane-l,4a,10-tricarboxylic acid, 2-hydroxy-l-methyl-8-

methylene-, trimethyl ester, ( 1«, 2/3,4aa,4b/3, 10/3)-

420 C23H32O7 24148-79-6

Picras-2-ene-l,16-dione, 12-(acetyloxy)-ll-hydroxy-2-methoxy-,

(11a, 12/3)-

0 0



420 EPA/NIH MASS SPECTRAL DATA BASE 3235

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

420 C 24H 4o04Si 53044-52-3
Prosta-5,8(12),13~trien-l-oic acid, 9-oxo-15-[(trimethylsilyl)oxy]-,

methyl ester, (5Z,13E,15S)~

CH 2 CH=CH( CH 2 )3 C( 0) OMe

’XT'

OS i Me 3

I

0^^/%^CH = CHCH( CH 2 )4Me

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

420 C 24H40O4S 1 53122-01-3
Prosta-5,10,13-trien-l-oic acid, 9-oxo-15-[(trimethylsilyl)oxy]-,
methyl ester, (5Z,13£,15S)-

OS i Me 3

I

(
^Nv^CH = CHCH(CH 2 )4MeH

CH 2 CH :CH( CH 2 ) 3 C( 0) OMe

420 C27H45CIO
Cholestan-6-one, 3-chloro-, (3/3,5a)-

1056-93-5

1 1, J il.li -.-lilil.J l.lilll.i . lillil,. ..l.lll.i . i.lilll i.hlll . i. 1,1.1.

10 20 30 40 50 60 70 30 90 100 110 1 20 1 30 1 40 150

20-

o J

100-i

I
80-

60-

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

20-

o J

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

420 C27H45C10
5a-Cholestan-6-one, 3a-chloro~

21072-86-6

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



3236 EPA/NIH MASS SPECTRAL DATA BASE 420

420 C27H45CIO
Cholestan-6-one, 3/3-chloro-

22033-80-3 420 C27H46FO2 23924-39-2
Cholestan-19-ol, 5,6-epoxy-3-fluoro-, (3/?,5a,6a)-

420 C27H45FO2 23924-38-1
5/3-Cholestan-19-ol, 5,6/3-epoxy-3/3-fluoro-

420 C27H48O3

Cholestane-3,5,6-triol, (3/3,5a,6/3)—

1253-84-5



420 EPA/NIH MASS SPECTRAL DATA BASE 3237

420 C27H48O3

Cholestane-3,6,20-triol, (3/3,5a,6a,20/?)-

56362-86-8 420 C 27H 48O3

Cholestane~3,6,7-triol, (3)3,5a,6/3,7a)-
56588-32-0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

420 C 27H48O3

Cholestane-3,6,7-triol, (3/3,5a,6a,7a)~

56588-31-9 420 C 27H48O3

Cholestane-3,6,7-triol, (3/3,5a,6/3,7/3)-

56588-33-1



3238 EPA/NIH MASS SPECTRAL DATA BASE 420

420 C 28H 18F2N2 22158-34-5
Pyrazine, 2,5-bis(p-fluorophenyl)-3,6-diphenyl-

Ph

420 C29H18F2O 22818-67-3
2,4-Cyclopentadien-l-one, 2,4 bis(p-fluorophenyl)-3,5 diphenyl-

0

420 C29H18F2O 23101-20-4
2,4-Cyclopentadien-l-one, 2,5-bis(p-fluorophenyl)-3,4-diphenyl-

0

100 -1

80 -

60-

40-

20-

0 J 1 1 1 1 r
i

1
1

* 1
1

• 1 1 1 1 1 *—1

—

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

1 L 111— L 1 L bii

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

420 C29H18F2O 56805-29-9
2,4-Cyclopentadien-l-one, 3,4-bis(4-fluorophenyl)-2,5-diphenyl-

Ph

420 C 31H48 55319-81-8
Naphthalene, l-(l-decyl-l-undecenyl)-

(CH2
I 9 Me

C = CH( CH2 ) 8 Me



421 EPA/NIH MASS SPECTRAL DATA BASE 3239

420 C33H 24 56701-34-9
9,10[1',2']-Benzenoanthracene, 9,10-dihydro-9-phenyl-10-

(phenylmethyl)-

Y^i 80-

60-

CH2 Ph

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

421 CnHsCleNsS 5516-47-2
1,3,5-Triazine, 2-(phenylthio)-4,6-bis(trichloromethyl)-

Cl 3C. -N. .SPhT Y
"y*"

CCI 3

421 CnPbeFsNCUSh 52558-10-8
L-Tyrosine, /V-(trifluoroacetyl) 0 (trimethylsilyl)-, trimethylsilyl

ester

Me 3 S

i

0

NHCOCF3
I

CH 2 CHC( 0 ) OS i Me

3

421 Ci9H3iN04Si3 55319-89-6
2-Quinolinecarboxylic acid, 4,8-bis[(trimethylsilyl)oxy]-, tri=

methylsilyl ester

M© 3 S I 0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

421 C 2oH35N03Si3 55319-91-0
1H Tndole-3-propanoic acid, 1 (trimethylsilyl)-a-[ (trimethyl

=

silyl)oxy]-, trimethylsilyl ester

Si Me

3

I

N x

CH2 CHC( 0 ) OS i Me3

OS i Me 3

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



3240 EPA/NIH MASS SPECTRAL DATA BASE 421

421 C 21H27NO6S 24310-38-1
Butyric acid, 4 [N (3,4 dimethoxyphenyl)-p-toluenesulfonamido]-,

ethyl ester

( CH 2 ) 3 C( 0) OEt

421 C24H39NO5 36150-73-9
1-Phenanthrenecarboxylic acid, tetradecahydro-9-hydroxy-
l,4a,8-trimethyl-7-[2-[2-(methylamino)ethoxy]-2-oxoethy=
lidene]-, methyl ester, [lS-(la,4aa,4bd,7E,8d,8aa,9a,10ad)]-

421 C 28H39NO 2 55429-04-4
l//-Phenoxazin-l-one, 2,4,6,8-tetrakis(l,l-dimethylethyl)-

o

t-Bu Bu-t

422 C4Br2Cl4F4 307-20-0
Butane, l,2-dibromo-l,3,4,4-tetrachloro-l,2,3,4-tetrafluoro-

Cl 2 CF CCI F CBr F CBr Cl F

422 C4FeI204 14878-30-9
Iron, tetracarbonyldiiodo-

1-

1

-



422 EPA/NIH MASS SPECTRAL DATA BASE 3241

422 CsPbFaOsRe 18285-39-7
Rhenium, pentacarbonyl(3,3,3-trifluoropropenyl)-, (Z)~

422 CieHioCLOs 527-93-5
ll//-Dibenzo[6,e][l,4]dioxepin-ll-one, 2,4,7,9-tetrachloro-3-

hydroxy-8-methoxy-l ,6-dimethyl-

o

ci

OH

Me Cl

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

. § v .

f

i.i.. .

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

422 Ci8H4oGa2N2 42777-03-7
Gallium, tetraethyldi-ju-l-piperidinyldi-

Me CH2 CH? Me

422 C20H 16B2OS4 51081-19-7
4H-Borepino[3,2-6:6,7-5']dithiophene, 4,4'-oxybis[8,9-dihydro-

422 C 2oH 3804Se 22676-20-6
Decanoic acid, 10,10-selenodi-

HO2 C( CH2 )

9

Se ( CH2 ) 9 CO2H

4- I, J Lin j] .1.

10 20 30 40
1 1 1 I

50 60 70 80 90 100 110 120 130 140 150



3242 EPA/NIH MASS SPECTRAL DATA BASE 422

100-1 100-1

80- 80-
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20-
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t 1 1 r
1
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L|

1 r-1

T J 1 1 r-
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422 C 23H 25F3O 4 56588-08-0
Estra-l,3,5(10),6-tetraene-3,17-diol, 1-methyl-, 17-acetate 3-

(trifluoroacetate), (17/3)—

F3CC( 0) 0

422 C 26H 18N 2O4 14359-87-6

Dibenzo[6,/] [l,5]diazocine-6,12(5/f,ll//)-dione, 5,ll-bis(o-

hydroxyphenyl)-

422 C 26H 30O5 25146-22-9
2-Propen-l-one, l-[3-(3,7-dimethyl-2,6-octadienyl)-2,4-di=
hydroxy-5-methoxyphenyl]-3-(2-hydroxyphenyl)-

422 C27H39BO3 18929-38-9
Pregnane-3, 17,20-triol, 17,20-phenylboronate, (3a,5/l,20S)-

90 100 110 120 130 140 150
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80

60

40

20

0

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



422 EPA/NIH MASS SPECTRAL DATA BASE 3243

422 C27H 47CIO 28809-52-1

5a-Cholestan-19-ol, 1/3-chloro-

422 C 29H58O 2764-73-0
15-Nonacosanone

Me ( CH2 ) 1 3 CO( CH2 ) 1 3 Me

422 C 30H 30O2 33666-64-7
1,10-Decanedione, 1,10-di-l-naphthyl-

co
1

( CH 2 )8
I

CO

100

80-

60 -

40 -

20-

0 J
r--***

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

422 C 30H 30O2 55556-71-3
pm-Xanthenoxanthene, 5,1 1-dipentyl-

Me ( CH2 )

4

422 C 30H 46O 55887-95-1
Lupa-12,20(29)-dien-3-one

H 2 C=CMe
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_ __ J 11 1.liiu
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.+ .i, 1, ^ .
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3244 EPA/NIH MASS SPECTRAL DATA BASE 422

422 C 3oH62 111-01-3
Tetracosane, 2,6,10,15,19,23-hexamethyl-

Me
2
CH(CH 2 )

3
CHMe(CH 2 ) 3

CHMe(CH 2)4 CHMe(CH 2 ) 3
CHMe(CH 2) 3

CHMe 2

422 C 3oH62 638-68-6
Triacontane

Me ( CH 2 ) 2 8 Me

422 C 3oH62 55319-83-0
Docosane, 9-octyl-

( CH 2 ) 1

2

Me

Me(CH2)7CH(CH2l7Me

422 C31H 50 55319-82-9
l/7-Dibenzo[a,i]fluorene, 13-(decahydro-l-naphthalenyl) =
eicosahydro-

CO

423 Ci8Hi2Cl2N03PS 24625-64-7
Phosphinothioic acid, diphenyl-, 0-(2,6-dichloro-4-nitrophenyl)

ester

ci



424 EPA/NIH MASS SPECTRAL DATA BASE 3245

423 C 18H25N5O5S 40031-70-7
D-Xylitol, l-C-(6- ami no-9// purin -9-yl)-2,5 - anhydro-l-S~(2-

methylpropyl)-l-thio-, 3,4-diacetate

423 C 24H 25NO4S 23145-79-1
Morphanthridine, 1 l-ethoxy-5,6-dihydro-8-methoxy-5-(p-

tolylsulfonyl)-

Me

OEt

424 C4H 12F5N4P 3S 11 41006-31-9
1,3,5,2,4,6-Triazatriphosphorine, 2,2,4,4,6-pentafluoro-2,2,4,4,=

6,6-hexahydro-6-[methyl(trimethylstannyl)amino]-

F NMeSn»1e3
P^p^p/^F

H I

N
P
/\

F F

424 CisHseOeSu 42827-95-2
Propanedioic acid, bis[(trimethylsilyl)oxy]-, bis(trimethylsilyl) ester

OSi M03
I

M03 S i 0C( 0) CC( 0) OS i M03
I

M03 S 1 0



3246 EPA/NIH MASS SPECTRAL DATA BASE 424

424 Ci6H 32Fe02Si4 56784-38-4
Iron, dicarbonyl(t)5-2,4-cyclopentadien-l-yl)(nonamethyltetra=:

silanyl)-

H

Si—SiMegSiMegSiMej

Me

424 C 17H 28O8S2 5329-45-3
D-Arabinose, diethyl mercaptal, tetraacetate

OAc

OAc

CH( SE t )

2

I I

AcOCH2CHCHCHOAc

424 Ci7H32N403Si3 31053-51-7
Pteridine, 6-ethyl-2,4,7_tris(trimethylsiloxy)-

OS i Me 3

100

80

60

40

20

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

424 Ci7H 4o06Si3 32388-33-3
Glucopyranoside, methyl 4-0-methyl-2,3,6-tris-0-(trimethylsilyl)-,

/3-D-

OTMS
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0

100

80

60

40

20

0
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80
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20

0

424 CrzH^OeSh 52430-40-7
a-D-Glucopyranoside, methyl 4-0-methyl-2,3,6-tris-0-(tri=

methylsilyl)-

1 1 _L , h.

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

II -

160 170 180 190 200 210 220 230 240 250 260 270 280
i i

290 300

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

OTMS



424 EPA/NIH MASS SPECTRAL DATA BASE 3247

424 CnHwOeSis 55400-17-4
Glucopyranose, 2,3-di-O-methyl-l ,4,6-tris-0-(trimethylsilyl)-

424 CnHwOeSis 55400-19-6
Glucopyranose, 2,4-di-0-methyl-l,3,6-tris-0-(trimethylsilyl)-

CH2OTMS

424 CnHwOeSis 55400-18-5
Galactofuranose, 2,6-di-0-methyl-l,3,5-tris-0-(trimethylsilyl)-

424 CnHwOeSis 55400-20-9
Galactopyranose, 3,4-di-0-methyl-l,2,6-tris-0-(trimethylsilyl)-

OTMS

OMe

HCOTMS

Ih 2otms



3248 EPA/NIH MASS SPECTRAL DATA BASE 424

424 Ci7H4o06Si3 55400-21-0
Glucopyranose, 3,6-di-0-methyl-l,2,4-tris-0-(trimethylsilyl)-

424 Ci7H 4o06Si3 55400-23-2
Glucopyranose, 4,6-di-0-methyl-l,2,3-tris-0-(trimethylsilyl)-

OTMS

100
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40
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O'
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0
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80
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0

424 CnH^OeSia 55400-22-1
Galactopyranose, 2,6-di-0-methyl-l,3,4-tris-0-(trimethylsilyl)-

424 Ci7H4o06Si3 55449-69-9
Galactopyranose, 2,4-di-0-methyl-l,3,6-tris-0-(trimethylsilyl)-

424 Ci7H4404Si4 56271-71-7

erythro-Pentitol, 2-deoxy-l,3,4,5-tetrakis-0-(trimethylsilyl)-

OSi M63

OS i Me

3

I I

Me3 S i OCH2 CH2 CHCHCH2 OS i Me3

100

80

60

40

20

0 —,—,

—

h— 1 hi 'Li < L,—iJL,.u u,-1 1 r-— M 1—
1 1 —1‘*‘ *“**1 -r——

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



424 EPA/NIH MASS SPECTRAL DATA BASE 3249

424 C 18H 33CIN 2O5S 18323-44-9
L-£hreo-a-D-ga/acto-Octopyranoside, methyl 7-chloro-6,7,8-

trideoxy-6-[ [ ( l-methyl-4-propyl-2-pyrroiidinyl)carbonyl] =
amino]-l-thio-, (2S-trans)-

100

80-

60-

40 -

20-

0 —1

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

424 CigHasBOeSh 56211-20-2
a-D-Galactopyranoside, methyl 2,3-bis-0-(trimethylsilyl)-, cyclic

phenylboronate

OTMS

CONHCHCHClMe

424 Ci9H33BOeSi2 56211-16-6
a-D-Galactopyranoside, methyl 2,6-bis-0-(trimethylsilyl)-, cyclic

phenylboronate

80 -

60 -

40-

20-

-i ii|l'l 1 ll-.ji.ill- i, I.

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

100 - -

80-

60-

40-

160 170 180 190 200 210 220 230 240 250

-*
t '

1 r— 1 r—
260 270 280 290 300

424 CigHssBOeSia 56211-21-3
a-D-Glucopyranoside, methyl 2,3-bis-0-(trimethylsilyl)-, cyclic

phenylboronate

OTMS

1
1

8 | ll " l ' l'l—

V

...l.lll- JL .Liiii.i...iiLii

90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

, . L
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

20-



3250 EPA/NIH MASS SPECTRAL DATA BASE 424

424 C 22H32O8 30248-06-7
Picras-2-ene-l,16-dione, ll,13,14-trihydroxy-2,12-dimethoxy-,

(11a,12/?)-

424 C22H4o04Si2 56700-96-0
3-Nonanone, l-[3-methoxy-4-[(trimethylsilyl)oxy]phenyl]-5-

[(trimethylsilyl)oxy]-

OS i Me 3
I

CH2 CH2 COCH2 CH( CH2 )

3

Me

Me 3 S

i

0

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

424 C 23H 27F3O4 56588-09-1
Estra-l,3,5(10)-triene-3,17-diol, 1-methyl-, 17-acetate 3-(tri=

fluoroacetate), (17/?)-

F 3 CC( 0 ) 0

40-

20-

, , 4JIU -|l I I i.l, 1 1,- I III,I-

I

.

l.lll.i
,

1.1 I

. ,. ill,. ... II.,
,

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

J—Uhl) 1

,

1.1—
1 *t

j “*
1
—

160 170 180 190 200 210

111 l

t

. 1
. ,

1^1 , qllif. ,J|
f

220 230 240 250 260 270 280 290 300

4 4 .
,

ill. , L

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

424 C 23H33FO6 33547-31-8
Androstan-6-one, 17,19-bis(acetyloxy)-3-fluoro-5-hydroxy-,

(3/?,5a,17/?)-

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

424 C 23H33FO6 33547-32-9
Androstan-6-one, 17,19-bis(acetyloxy)-3-fluoro-5-hydroxy-,

(3/?,5/?,17/?)-

!
1 JlL ill ill jjlL lllll .lllln ill, ill, il lllll

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

1 1 1 lli
1 U 1 .u J 1 . 1 1 jli

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



424 EPA/NIH MASS SPECTRAL DATA BASE 3251

100

80

60

40

20

0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

424 C 23H 33FO6 55401-66-6
Androstan-6-one, 17,19-bis(acetyloxy)-3-fluoro-5-hydroxy-,

(30,50,17a)-

424 C 24H28N2O5 7168-67-4
Obscurinervan-21-one, 6,7-didehydro-15,16-dimethoxy-22-

methyl-, (22a)-

Me

Me

424 C 23H33FO6 55401-67-7
Androstan-6-one, 17,19-bis(acetyloxy)-3-fluoro-5-hydroxy-,

(30,5a,17a)-

Me

100

80

60

40

20

0

100

80
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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

III nil L
10 20 30 40 50 60 70 80 90 100 1 1C 120 130 140 150

1 h
|

ll

160 170 180 190 200 210 220 230 240 250 26C 270 280 290 300

.1 1

iJl 1 mill

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

L i

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

424 C24H 28N2O5 26144-10-5
Voachalotine oxindole, acetate (ester)

Me



3252 EPA/NIH MASS SPECTRAL DATA BASE 424

424 C 24H 28N2O5 30809-18-8
Talbotine, 4-acetyl-O-methyl-

424 C24H 28N2O5 38734-62-2
Akuammilan-17-oic acid, 16-[(acetyloxy)methyl]-10-methoxy-,
methyl ester

424 C 24H 28N2O5 30809-34-8
lH-Lidolo[3,2,l-(ie][l,5]naphthridine-6-carboxylic acid, 3-

acetyl-5-[l-[(acetyloxy)methyl]-l-propenyl]-2,3,3a,4,5,6-
hexahydro-, methyl ester, [3aS-[3aa,5|8(E),6o:]]-

424 C 24H 28N 2O5 55724-49-7
l,16-Cyclocorynan-16-carboxylic acid, 17-(acetyloxy)-19,20-
didehydro-10-methoxy-, methyl ester, (16e,19E)-

Ac OCH 2

C( 0) OMe
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40

20

0
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80
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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

lil 1 ilii J1I1 .iii.iiliiiiii.iiniliiiiii.iiiilil In ':''ii..lihiiiiiii„.li

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

llllllllii l .„lllllllill.. l |||lllllll,.illlllll 1 ..IIMI 1 IIIII.. 1 IIUI 1 II 1 Iillllli.iml llllll„.l illllll illlii.,

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

: _uL Jl Jl L lil L
.
lL . i



424 EPA/NIH MASS SPECTRAL DATA BASE 3253

424 C26H28MgN202
Magnesium, bis(2~butyl-8-quinolinolato)-

30049-13-9 424 C27H41BO3 30882-68-9
Pregn-4-en-3-one, 20,21-[(cyclohexylborylene)bis(oxy)]~, (20/?)—

310 320 330 340 350 360 370 360 390 400 410 420 430 440 450

424 C 26H 32O5 21963-96-2
1 6,17- Seco- 24 nor-5a,13a,17a-chola 1,14,20,22- tetraen-16-oic acid.

21,23-epoxy-7a,17-dihydroxy-4,4,8-trimethyl-3-oxo-, 16,17-

lactone

424 C 27H 52O3 55955-48-1
2H Pyran-2- butanoic acid, 6-heptadecyltetrahydro-, methyl ester

( CH2 ) 3 C( 0) OMe

( CH2 ) 1 6 Me

424 C27H52O3 55955-49-2
Hexacosanoic acid, 9-oxo-, methyl ester

Me ( CH2 ) 1 6 CO( CH2 ) 7 C( 0) OMe



3254 EPA/NIH MASS SPECTRAL DATA BASE 424

100

80-

60-

40-

20
:

l

0 -*
T r*

1- 1 —T
1 "“~1 **“l *T“k 1 1 1

“
1 1 1

310 320 330 340 350 360 370 360 390 400 410 420 430 440 450

424 C 28H 56O2 3234-85-3
Tetradecanoic acid, tetradecyl ester

Me( CH 2 ) 1 3 OC( 0) (CH 2 )i 2 Me

424 C 28H 56O2 20834-06-4
Dodecanoic acid, hexadecyl ester

Me ( CH 2 ) 1 5 OC( 0) ( CH 2 ) 1 oMe

424 C 28H56O2 32509-55-0
Octadecanoic acid, decyl ester

Me { CH 2 ) 9 OC( 0) (CH 2 ) 1 6 Me

424 C 28H56O2 34689-06-0
Decanoic acid, octadecyl ester

Me { CH 2 ) a C( 0) 0( CH 2 ) 1

7

Me

424 C 28H56O 2 55335-01-8
Tetracosanoic acid, 2,4,6-trimethyl-, methyl ester

MeOC( O) CHMe CH 2 CHMeCH 2 CHMe ( CH 2 ) 1 7 Me

424 C 28H 56O2 55335-02-9
Hexacosanoic acid, 5-methyl-, methyl ester

Me ( CH 2 ) 20 CHMe ( CH 2 ) 3 C( O) OMe

1 III .. 1 .1 hill

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



424 EPA/NIH MASS SPECTRAL DATA BASE 3255

424 C 28H 56O 2 55335-03-0
Hexacosanoic acid, 2-methyl-, methyl ester

424 C 28H56O2 57289-53-9
Pentacosanoic acid, 2,10-dimethyl-, methyl ester, [S-(R*,S*)]~

MeOC( 0 ) CHMe ( CH2 ) 2 3 Me Me OC( 0 ) CHMe ( CH2 ) 7 CHMe ( CH2 ) 1 4 Me

424 C 28H56O2 55429-72-6
Tricosanoic acid, 10,14,18,22-tetramethyl-, methyl ester

424 C 29H 44O2 118-82-1
Phenol, 4,4'-methylenebis[2,6-bis(l,l-dimethylethyl)-

Me2 CH( CH2 ) 3 CHMe (
CH2 ) 3 CHMe ( CH 2)3 CHMe ( CH2 ) 8 C( 0 ) OMe

100

80

60

40

20

0

100

80

60
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20

0

100

80
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40

20

0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

. ilJ 1 .. . 1J1

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

424 C 28H 56O 2 55682-91-2
Heptacosanoic acid^_ methyl ester

Me
(
CH2 ) 2 5 C( 0 ) OMe

, u , ,1.1.. 1, , . 1 ,

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

Bu-t

OH

Bu-t

Bu-t



3256 EPA/NIH MASS SPECTRAL DATA BASE 424

424 C 29H 44O2

Cholesta-5,20,24-trien-3-ol, acetate, (3/3)-

41083-98-1

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

424 C29H44O2 41083-99-2
Cholesta-5,20(22),24-trien-3-ol, acetate, (3/3)-

424 C29H44O2
Cholesta-5, 17(20),24-trien-3-ol, acetate, (3/3)-

56362-41-5

1.1, 1 1. 1.1,. .1,1.1. II .. III,. ,l,i.. ,i.l.i.. .Ii.

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

424 C29H48N2 56247-65-5
2'i7-Cholest -2 eno[3,2-c]pyrazole, 4-methyl-, (5a)-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

424
Nonacosanol

C29H60O 25154-56-7

Me (C H2 )27Me + OH

80-

60-

40-

20-

JL lL lJJIl.V"—,

,
'
"

I

1

1 T—mut -P r-L-r -r-

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



424 EPA/NIH MASS SPECTRAL DATA BASE 3257

424 C 3oH 480 514-07-8
D-Friedoolean-14-en-3~one

Me

424 C30H48O 5945-53-9
D:C-Friedooleanan-3-one

Me

100

80

60

40

20

0

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

100
-j

80-

60 -

40-

20 -

o-l 1 1 1
1

1 1 1 1 1 1 h r-‘-
L—1

1 1

—

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

424 C30H48O 6155-08-4
Lup-l-en-3-one, (+)-

I -Pr

424 C 30H48O 10070-76-5
01ean-12-en-28-al

Me

-1 1L-J1 (L-lJjjJ 1 111,. ..I.lillt .1J.I1I1I ... 1 l.l.

90 100 110 120 130 140 150

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



3258 EPA/NIH MASS SPECTRAL DATA BASE 424

424 C 30H48O 10070-81-2

Olean-12-en-l 1-one

Me

424 C 3oH 480 13250-38-9

Urs-12-en-28-al

424 C3oH480 22611-26-3
D:C-Friedoolean-8-en-3-one

Me

424 C 3oH480 25615-11-6
A'-Neogammacer-22(29)-en-3-one

Me



425 EPA/NIH MASS SPECTRAL DATA BASE 3259

424 C30H48O 53755-40-1
Cyclopropa [5,6]stigmast-22-en-3-one, 3',6-dihydro-, (5/3fia,22E)~

424 C 30H48O 56312-54-0
Stigmasta-4,22-dien-3-one, 4-methyl-, {22E,24R)~

100
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20

0
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0
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0
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,

j 1
il 1.I1 ii ,1,1111. l,IJ|i ,.i|lJ i.lJilil i.lj
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lxL_ ullL lJu l-ll Jill
,

1 ..,
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:_ji L . A L

424 C 30H48O 55064-59-0
3,5-Cyclo-33-norgorgost-24(28)-ene, 6-methoxy-, (3/3,5a,6(3)-

Me2 CHC
II

H2C

A CHMe

MeO

Me
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0
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310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

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

An 1 1-11-, , r

Me

425 C 10H5I2NO2 15051-40-8
Maleimide, 2,3-diiodo-iV-phenyl-

0



3260 EPA/NIH MASS SPECTRAL DATA BASE 425

425 ChHuNOsW 32992-62-4 425 C 18H 23N3O9 55760-29-7
Tungsten, tricarbonyl(r) 5-2,4-cyclopentadien-l-yl)(2-pyridi= Cytidine, N-acetyl-iV-methyl-, 2',3',5'-triacetate

nylmethyl)-

425 CnHisNisCh 12194-69-3
Nickel, di-/x3-carbonyltris(r)5-2,4-cyclopentadien-l-yl)tri-, triangulo

425 C25H31NO5 5876-35-7
Serratinine, 14-acetate 8-benzoate

OC( 0 ) Ph

426 C 4AS2F12 360-56-5

Diarsine, tetrakis(trifluoromethyl)-

cf 3

cf 3
I I

F 3 CAs As CF3



426 EPA/NIH MASS SPECTRAL DATA BASE 3261

426 CiaFsTe 16012-86-5
Dibenzotellurophene, octafluoro-

F F

F F

426 C 12H2CI8 2136-99-4
1,1 '“Biphenyl, 2,2',3,3',5,5

,

,6,6'-octachloro-

ci

426 C 12H 2CI8

l,l'-Biphenyl, 2,2',3,3',4,4',6,6'-octachloro-

33091-17-7

426 C 12H 2CI8

l,l'-Biphenyl, 2,2',3,3',4,4',5,5'-octachloro-

35694-08-7

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

426 C 14H4F 10S2 31597-89-4
Benzene, 1,1 '-[ l,2-ethanediylbis(thio)] bis[2,3,4,5,6-pentafluoro-

F F

F F



3262 EPA/NIH MASS SPECTRAL DATA BASE 426

100

80
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40

20

0
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

426 C 22H 22N 2O7 20154-34-1

2-Naphthacenecarboxamide, 4-(dimethylamino)-l,4,4a,5,=
12,12a-hexahydro-3,10,ll,12a-tetrahydroxy-6-methyl-l,12-
dioxo-, [4S-(4a,4aa,12aa)]-

426 C 24H30N2O5 6887-30-5

Obscurinervidine, 6,7-dihydro-

426 C 25H30O6 18227-69-5
p-Benzoquinone, 2-[2-[(5,8-dihydroxy-2-isohexyl~2-methyl-
6-chromany1)carbonyl]ethyl]-

HO

0

426 C 25H35BO5 30888-63-2
Pregn-4-ene-3,ll,20-trione, 17,21-[[(l,l-dimethylethyl)boryl=

ene]bis(oxy)]-



426 EPA/NIH MASS SPECTRAL DATA BASE 3263

426 C 25H 35BO 5 30888-64-3
Pregn-4-ene-3,ll,20-trione, 17,21-[(butylborylene)bis(oxy)]-

, ijlll ..l.lll, l.lllj. 1 . illl.l .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

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

426 C 26H 18O6 32376-77-5
5,12-Naphthacenedione, 1,6,10,1 l-tetrahydroxy-8-(a-methyl=

benzyl)-

426 C 26H 50O4 122-62-3
Decanedioic acid, bis(2-ethylhexyl) ester

Me ( CH 2 ) 3 CHE t CH 2 OC{ 0) ( CH 2 )8 C( 0) 0CH 2 CHEt ( CH 2 ) 3 Me

100-1

80-

60 -

40-

20-

0 1 —i

1 i
1 1 1 1 1 1 1 1 1 r—I

—

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

426 C 26H 50O4 57156-96-4
Eicosanoic acid, 2,2-dimethyl-l,3-dioxolan-4-ylmethyl ester

CH 2 0C(0) ( CH 2 ) 1 8 Me

426 C 27H38O4 507-61-9
lO'-Apo-^-carotenoic acid, 5,6-dihydro-5,6-dihydroxy-, (5RfiR)-

CH = CHCMe : CHCH = CHCMe = CHCH : CHCH : CMe CH =CHC02 H
OH

j
,—.I.,

|
i,

10 20 30 4

- 1 ^ l,l
t
),u-..

t
llliUr .,.llli [l.JJ,.

50 60 70 80 90 100 110 1

JiLi. U|11LLli|IUUIL1|

20 130 140 150

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

100

80

60

40

20

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



3264 EPA/NIH MASS SPECTRAL DATA BASE 426

426 C 29H 46O 2 2309-32-2
Cholesta-3,5-dien-3-ol, acetate

Me

426 C 29H 46O2 2579-07-9
Cholesta-8,24-dien-3-ol, acetate, (3/3,5a)-

Me

426 C29H46O2 2665-04-5
Cholesta-5,24-dien-3-ol, acetate, (3/3)-

Me

426 C29H46O2 54411-68-6
Cholesta-7,14-dien-7-ol, acetate, (5a)-

Me

426 C 29H46O2 55064-56-7
3,5-Cyclo-28,33-dinorgorgostan-24-one, 6-methoxy-, (3/3,5a,6(3)-

MeO

100

80

60

40

10 80

20-



426 EPA/NIH MASS SPECTRAL DATA BASE 3265

426 C 29H 46O2 56312-71-1
Cholesta-5,17(20)-dien-3-ol, acetate, (3/3,17Z)-

Me

426 C 29H46O 2 56312-72-2
Cholesta-5,17(20)-dien-3-ol, acetate, (3/3,171?)-

Me

426 C 30HS0O 79-63-0
Lanosta-8,24-dien-3-ol, (3/3)-

Me

426 C30H50O 464-98-2
Urs-20-en-3-ol, (3/3,18a,19a)-

Me



3266 EPA/NIH MASS SPECTRAL DATA BASE 426

426 C 30H 50O 469-38-5
9,19-Cyclolanost-24-en-3-ol, (3/3)-

Me

426 C30H50O 469-39-6
9,19-Cycloergost-24(28)-en-3-ol, 4,14-dimethyl-, (3/3,4a,5a)-

426 C 30H 50O 559-74-0
D:A-Friedooleanan-3-one

Me

100 --

80-

60-

"
iii jiL 1 i'll 1 iiiiii J, Jil l4 Jii lu _li 1

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

:J] 1 L

310 320 330 340 3b0 360 370 380 390 400 410 420 430 440 450

426 C 30H 50O 1678-31-5
A'-Neogammacer-22(29)-en-3-ol, (3/3,21/?)—

Me



426 EPA/NIH MASS SPECTRAL DATA BASE 3267

426 C 30H50O 3186-72-9
Lupan-3-one

i -Pr

426 C30H50O 6466-94-0
Z):C-Friedours-7-en-3-ol, (3/3)-

Me

426 C 30H50O
Lanost-7-en-3-one

5985-80-8
426 C30H50O
Urs-12-en-28-ol

10153-88-5



3268 EPA/NIH MASS SPECTRAL DATA BASE 426

426 C 30H50O 10453-25-5
Stigmasta-5,22-diene, 3-methoxy-, (3/3,22E)-

426 C30H 50O 16910-32-0
Ergosta-8,24(28)-dien-3-ol, 4,14-dimethyl-, (3/3,4a,5a)-

Me

426 C 30H 50O 13952-76-6
Lup-20(29)-en-28-ol

H2C=CMe

lLL JiL l u JL jjIi . 1 ,

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

L L L L L—1
1 1 1 1 1 *1

i

11 r 1 1 1

—

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

426 C 30H 50O 17947-04-5
D:A-Friedooleanan-2-one

Me

100

80

60

40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



426 EPA/NIH MASS SPECTRAL DATA BASE 3269

426 C30H50O 18671-54-0
D:A-Friedooleanan-7-one

Me

426 C 30H50O 24739-07-9
C(14a)-Homo-27-nor-14/3-gammaceran-3-one

Me Me

Me

426 C30H50O 29782-65-8
Gorgost-5-en-3-ol, (3/3)-

Me2 CHCHMe

426 C 30H50O 35060-26-5
D:B-Friedo-18,19-secolup-19-ene, 3,10-epoxy-, (3/3,10/3)—

Me2 C = CHCH2 CH2 Me

J _ Jul 6 ll 11 JJ 1 A
1 1 1 1 1 1 1 1

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

'll. 1,1.1., ,ll.l
|

,1,1.. .1.1,. -iL

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

O , Jl L *—

r

1*—1—
“***i H1*—1

1 ^ 1——1 1
—l-tm—1—“H 1 1—

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



3270 EPA/NIH MASS SPECTRAL DATA BASE 426

426 C 30H50O
Z):A-Friedooleanan-l-one

43230-72-4

V
vyS<^Me

Me ^Me

Me

426 C 30H50O 52474-68-7
Lanost-8-en-l 1-one

426 C30H 50O 52474-71-2
Lanost-8-en-7-one

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

ll .,.. 1.1

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

..... ...l LL ... , L
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

,. . 1. 1. L

426 C30H50O 52474-76-7
Lanost-9(ll)-en-12-one

1
1,

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

100

80

60

40

20

0

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

100

80

60

40

20

0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



426 EPA/NIH MASS SPECTRAL DATA BASE 3271

426 C30H 50O 53603-94-4
3,5-Cyclostigmast-22-ene, 6-methoxy-, (30,5a,60,22.E)-

MeO

426 C 30H 50O 53755-20-7
Cyclopropa[5,6]stigmast-22-en-3-ol, 3',6-dihydro-, (30,50,6a-,22£)-

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

1 ll Jl ijJu ullhl

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

J 1 J
,
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

1~-—1
1
—'—1

1 1 1 1 1 1 l~n 1 r

426 C 30H50O 53761-94-7
Cyclopropa[5,6]-33-norgorgostan-3-ol, 3',6-dihydro-, (30,50,-

6a,22£,23£)-

CHMeCHM62

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

426 C 30H50O 56362-45-9
Cholest-5-en-3-ol, 24-propylidene-, (30)-

100

80

60

40

20

0
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80
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0
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80
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0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

J
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i

l.l
i

i

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

1 . L lL_
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

1 L



3272 EPA/NIH MASS SPECTRAL DATA BASE 426

426 C 31H23P
Phosphorane, 9/7-fluoren-9-ylidenetriphenyl-

P Ph 3

4756-25-6

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

426 C 31H 54 56282-45-2
Naphthalene, 5-(l-decylundecyl)-l,2,3,4-tetrahydro-

(CH2 ) 9 Me
I

CH ( CH2 ) 9 Me

,.l
,

1 . 1

10 20 30 40
1 1 1 1 1 1 1 1 1 1

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

427 Ci5H42N03PSi4 29836-73-5
Phosphonic acid, [3-[bis(trimethylsilyl)amino]propyl]-, bis(tri=

methylsilyl) ester

OS i Me 3 Si Me

3

I I

Me 3 S i OP(CH2

)

3 NSiMe 3

427 C21H 37N3O6 ,
37580-34-0

L-Alanine, N-[N-[Ar-(2,4-dio::opentyl)-L-valyl]-L-isoleucyl]-, ethyl

ester

Me2 CH CHMe CH2 Me
I I

Me COCH2 COCH2 NHCHCONHCHCONHCHMe C( O) OE

t

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

427 C 23H 25NO5S 55937-88-7
Tricyclo[3.3.1.1 3 .7]decan-2-ol, l-(4-nitrophenyl)-, 4-methyl=

benzenesulfonate (ester)



428 EPA/NIH MASS SPECTRAL DATA BASE 3273

427 C 24H 29NO4S 40248-04-2
Benzenesulfonamide, Af,4-dimethyl-/V-(6a,7,10,10a-tetrahydro-
3-hydroxy-6,6,9-trimethyl-6H-dibenzo[6,d]pyran-l-yl)-,
(6aR-trans)-

427 C24H33N3O2S 2470-73-7
Ethanol, 2-[2-[4-[2-methyl-3-(10/7-phenothiazin-10-yl) =

propyl]-l-piperazinyl] ethoxy]-

Me

427 C24H29NO4S 40248-05-3
Benzenesulfonamide, !V,4-dimethyl-AM6a,7,10,10a-tetrahydro-

l-hydroxy-6,6,9-trimethyl-6/f-dibenzo[6,d]pyran-3-yl)-,
(6aR-trans)-

NMeS02

427 C 30H 53N 56052-60-9
Cholestan-2-amine, 1V-(1 methylethylidene)-, (2/J,5a)-

Me

428 C 12H6C02O 10 12276-44-7
Cobalt, (acetylenedicarboxylic acid)hexacarbonyldi-, dimethyl ester

jco 2 (CO) 6 (Me0C(0)C= CC(0) OMe
>]

100

80-

60 -

40 -

I,

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

20-



3274 EPA/NIH MASS SPECTRAL DATA BASE 428

428 CUH 12O 4W 12277-01-9
Tungsten, tetracarbonyl[(2,3,5,6-??)-3a,4,7,7a-tetrahydro-4,7-

methano-l/f-indene]-

428 Ci8H32N206Si2 29015-21-2
2(l//)-Pyrimidinone, l-[2,3-0-isopropylidene-5-0-(trimethyl=

siIyl)-/3-D-ribofuranosyl]-4-(trimethylsiloxy)-

Me Me

428 Ci4H4iN 203PSi4 56196-71-5
Phosphonic acid, [l,2-bis[(trimethylsilyl)amino]ethyl]-, bis—

(trimethylsilyl) ester

NHSi Me3

OS i Me 3

I I

Me3 S i NHCH 2 CHPOSi Me3

0

428 Ci9Hi 6N408 55556-72-4
Naphtho[2,3-c]furan-l,4-dione, 3,3a,9,9a-tetrahydro-6-
hydroxy-7-methoxy-, 4-[(2,4-dinitrophenyl)hydrazone]

0



428 EPA/NIH MASS SPECTRAL DATA BASE 3275

428 CigHseOsSis 55887-61-1

Benzenepropanoic acid, 3-methoxy-a,4-bis[(trimethylsilyl)oxy]-,

trimethylsilyl ester

MeO.

..J

OS I Me

3

.CH2 CHC( 0) OS I Me3

428 CziHisBn 55334-97-9
Benzene, l,l',l"-(2,3-dibromopropylidyne)tris-

Br CH2 CHBr CPh3

428 C 22H 20O9 3569-04-8
1-Naphthacenecarboxylic acid, 2-ethyl-l,2,3,4,6,ll-hexahydro-
2,5,7,10,12-pentahydroxy-6,ll-dioxo-, methyl ester

428 C 22H20O9 54773-77-2
1-Naphthacenecarboxylic acid, 2-ethyl-l,2,3,4,6,ll-hexahydro-

2,4,5,7,10-pentahydroxy-6,ll-dioxo-, methyl ester

100

80

60

40

20

0

428 C 22H 20O9 55570-94-0
1 ,3(2/7,9h/7) Dibenzofurandione, 6-acetyl-7,9-bis(acetyloxy)-2-
(l-hydroxyethylidene)-8,9b-dimethyl-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

Ac

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

1 , 1 !., 1 . 1 . 1 1 . in In 1 .1. ...

10 20 30 40 50 60 70 80
1 1 1 1

90 100 110 120 130 140 150

— I..,,

—

,uk. , il ,—

j

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



3276 EPA/NIH MASS SPECTRAL DATA BASE 428

428
Dichotine, 21-oxo-

C22H24N2O7 29484-60-4

III .-l.n i.l- 1 l- li « —
10 20 30 40 50 60 70

H 1 I I
“4+ r

Ik.

90 100 110 120 130 140 150

r 1
—

‘-‘-r-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

428 C22H 33FO5S 28344-71-0
Androst-5-ene-17,19-diol, 3-fluoro-, 17-acetate 3-methane=

sulfonate, (3/1,17(3)-

MeS02 OCH 2

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

428 C 22H33FO5S 28344-52-7
Androst-5-ene-17/3,19-diol, 3a-fluoro~, 17-acetate methanesulfonate

428 C22H 33FO5S 28344-76-5
Estr-5( 1 0)-ene-6/3- methanol, 3/3-fluoro-17/3-hydroxy-, 17-acetate

methanesulfonate

Me



428 EPA/NIH MASS SPECTRAL DATA BASE 3277

428 C 22H33FO5S 28526-85-4
Estr-5(10)-ene-6|8-methanol, 3a-fluoro- 17/3-hydroxy-, 17-acetate

methanesulfonate

F

428 C 22H37Br03 56009-17-7
2-Naphthalenol, 6-bromodecahydro~l-(5-hydroxy-3-methyl-

3-pentenyl)-2,5,5,8a-tetramethyl-, [lS-(la,2a,4a/3,6a,8aa)]-

Me AcO
I Me

HOCH2 CH : CMe CH2CH2

428 C 22H37I 41080-91-5
Benzene, l,3,5-tris(2,2-dimethylpropyl)-2-iodo-4-methyl-

1

428 C23H28N2O6 1255-02-3
Formosanan-16-carboxylic acid, 10,ll-dimethoxy-19-methyl-

2-oxo-, methyl ester, (19a,20a)-

MeOC(O) 0

428 C 24H25CIO5 19588-35-3
19-Norpregna-l,3,5(10),6-tetraene-2,4-dicarboxaldehyde, 3-

chloro-17-hydroxy-20-oxo-, acetate

100

80

60

40

20

0

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



3278 EPA/NIH MASS SPECTRAL DATA BASE 428

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

428 C 24H32N 2O5 2122-25-0
Aspidospermidin-17-ol, 19,21-epoxy-15,16-dimethoxy-l-(l-

oxopropyl)-

HO COE t

428 C 24H32N2O5 13467-46-4
13a,3a-(Epoxyethano)-lH-indolizino[8,l-cd]carbazole, 6-

acetyl-2,3,4,5,5a,6,ll,12-octahydro-7,8,9-trimethoxy-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 4S0

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

“nr * '“
‘i —i r— —‘

I i
1 r

— “i- 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

428 C24H32N2O5 7236-84-2
4,25-Secoobscurinervan-4-ol, 6,7-didehydro-15,16-dimethoxy-

22-methyl-, (4/3,22a)-

Ji ail ll.i . i.lill

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

— * .
li

428 C24H 44O6 57346-62-0
Pentanoic acid, 2,2-dimethyl-, 1,2,3-propanetriyl ester

OC( 0) CP r Me

2

1

Pr CMe2 C( O) OCH2 CHCH2 OC{ O) CPr Me2

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

428 C 25H 37BO5 30888-25-6
Pregnane-3, 11,20-trione, 17,21-[(butylborylene)bis(oxy)]-, (5/3)-

80-

60 -

40

20-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



428 EPA/NIH MASS SPECTRAL DATA BASE 3279

428 C 25H37BO5 30888-31-4
Pregn-4-ene-3,20-dione, 17,21-bis[[(l,l-dimethylethyl)boryl~

ene]bis(oxy)]-l 1-hydroxy-, (11/3)—

428 C 25H 37BO 5 30888-32-5
Pregn-4-ene-3,20-dione, 17,21-bis[(butylborylene)bis(oxy)]-

1 1-hydroxy-, ( 1 1/3)—

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

428 C 25H37BO5 30888-68-7
Pregnane-3,11,20-trione, 17,21-[[(l,l-dimethylethyl)borylene] =

bis(oxy)]-, (5/8)—

428 C25H37BO5 35314-79-5
Pregn-4-ene-3,20-dione, 17,21

|
[(1,1 -dimethylethyl)borylene] =

bis(oxy)]-ll-hydroxy-, (11a)-

428 C25H48O5 57346-64-2
2-Heptadecanol, l-[(2,2-dimethyl-l,3-dioxolan-4-yl)methoxy]-,

acetate

OAc
I

CH20CH2CH(CH2)l4Me



3280 EPA/NIH MASS SPECTRAL DATA BASE 428

428 C26H36O5 4029-66-7
Bufa-20,22-dienolide, 3-(acetyloxy)-14-hydroxy-, (3/3,5/?)-

0

428 C 27H40O4 54965-96-7
Spirost-8-en-ll-one, 3-hydroxy-, (3/3,5a, 14/3,257?)-

428 C27H40O4 58072-54-1
Spirost-8-en-ll-one, 3-hydroxy-, (3d,5a, 14/3,20/3,22/3,257?)-

1 1— 1 n lJ -[
-nil IlI«1 iLJjIiL- -Ml 1 ll|lll.ll.M,. .1.1.1 1 l.l.l.l.l.

80 90 100 110 120 130 140 150

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

428 C 27H 45BO3 30882-57-6
Pregnane-3, 17,20-triol, cyclic 17,20-(cyclohexylboronate), (3a,

=

5/3,205")-



428 EPA/NIH MASS SPECTRAL DATA BASE 3281

428 C 28H32N2O 2 55103-31-6
Aspidospermidine, l-acetyl-20,21-didehydro-17-methoxy-21-
phenyl-

lii 1
. ,1

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

ll .. -1, ^ Jl ^
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

:

,1. I L L _ L, L
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

428 C 28H44O3 2061-64-5
Ergosta-6,22-dien-3-ol, 5,8-epidioxy-, (3d,5a,8a,22E)-

CHMe CH = CHCHMe CHM6 2

428 C 28H44O3 57984-00-6
26,27-Dinorergost-9(ll)-en-12-one, 3-(acetyloxy)-, (3a)-

Me

100-1

80-

60-

40-

0 -
1 1 , r-Jx., LX, 4-

i

1 ' 1 ' 1
1

I- 1 - 1
,

.- '

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

428 C 29H48O2 604-35-3
Cholest-5-en-3-ol (3d)-, acetate

Me

428 C29H48O2 21072-75-3
5,19-Cyclo-5/3-cholestan-3|8-ol, acetate

Me



3282 EPA/NIH MASS SPECTRAL DATA BASE 428

428 C 29H 48O 2 38404-90-9
Cholest-4-en-6-one, cyclic 1,2-ethanediyl acetal

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

428 C29H48O2

Stigmastane-3,6-dione, (5a)-

22149-69-5

100 -1

80-

60-

40-

1 ll
, ill.

,

,.lil|L l.l|lllll.
|

l.l,l,ll,
|

l.lll,! . . . .1,

20-

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

310 320 330 340 350 360 370 360 390 400 410 420 430 440 450

428 C 29H48O 2 35868-79-2
3,5-Cyclocholestan-6-one, cyclic 1,2-ethanediyl acetal, (3/3,5a)-

Me 2 CH( CH 2 ) 3 CHMe M®

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

428 C29H48O2

Cholest-14-en-3-ol, acetate, (3/3)-

41853-29-6

CHMe (CH2) 3 CHMe

2

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



428 EPA/NIH MASS SPECTRAL DATA BASE 3283

428 C 29H48O2

Cholest-22-en-16-ol, acetate, (5a,16/3,22Z)-

54411-85-7

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

428 C 29H 48O 2 55103-86-1
3,5-Cycloergostane, 22,23-epoxy-6-methoxy-, (3/3,5a,6/3)-

0

Me2 CHCHMe

428 C29H48O2 56298-03-4
3,5-Cyclo-28,33-dinorgorgostan-24-ol, 6-methoxy-, (3/3,5a,6/3)-

A_

Me 2 CHCH( OH)

40-

20-

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

li. Jil|lll.l .|llllllli., iJjlll.l.—,ilL, It l|l.il. ,.i lllilj. l.l|l.ll. ijllillliy 1 | “t-
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

40-

20-

-A 111,, Lujlll, ll.lL Ilk,

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

428 C 29H 48O 2

Cholest-14-en-3-ol, acetate, (30,17a)-

58072-58-5

iil|l.< Jli,! Lp .r-m -1“ “*-1

. ravV
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

CHMe ( CH2 ) 3 CHM6 2

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

428 C 29H48O2

Cholest-8(14)-en-3-ol, acetate, (30)-

55569-52-3

CHMe ( CH2 ) 3 CHMe

2

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

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



3284 EPA/NIH MASS SPECTRAL DATA BASE 428

428 C 29H 52N2 54966-63-1
Cholestan-3-one, dimethylhydrazone, (5a)-

428 C30H 52O
D:A-Friedooleanan-24-ol

2130-12-3

100

80

60

40

20

0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

428 C 30H52O 79-62-9
Lanost-8-en-3-ol, (3/3)-

Me

1.
,

1 J-.i,1.1,. 1.1,

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

1 .i.i.i... -.i.-i

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

100

80

60

40

20

0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

Me

428 C30H52O 4639-29-6
Lanostan-3-one

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

lL 1J1L 1.I1I.1 hll

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

Jl . ill L 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

'l_ L



428 EPA/NIH MASS SPECTRAL DATA BASE 3285

428 C 30H52O
D:A-Friedooleanan-3-ol, (3a)-

5085-72-3 428
Lanostan-l-one

C30H52O 16196-36-4

428 C 30H52O 14703-56-1
D:A-Friedooleanan-28-ol

428 C 30H52O 16844-71-6
D:A-Friedooleanan-3-ol, (3/3)-

Me

:

ili Ji 1 ili, millulu
10 20 30 40 50 60 70 8(

1 1 1 1 1 1

90 100 110 120 130 140 150

Li ll. ,1, III, ill i Jd III. -ill- ll-l.l. Llli 1 - ..

160 170 180 190 200 210 20 230 240 250 260 270 280 290 300

I

ll ..I. i 1 1
—-I 1 1

1 1 1 1
i “-r 11

I
1 1 1—

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



3286 EPA/NIH MASS SPECTRAL DATA BASE 428

428 C30H52O 18671-57-3

D:A-Friedooleanan-7-ol, (7a)-

Me

428 C 30H52O 24739-08-0

C(14a)-Homo-27-nor-14/?-gammaceran-3a-ol

Me Me

Me

428 C 30H52O 35339-43-6
Cyclopropa[5,6]cholestane, 3-ethoxy-3',6-dihydro-, (3a,5a,6/3)-

428 C30H52O 35490-53-0

Cholest-5-ene, 3-methoxy-4,4-dimethyl-, (3/3)-

Me



428 EPA/NIH MASS SPECTRAL DATA BASE 3287

428 C30HS2O
D:A-Friedooleanan-29-ol, (20a)-

39903-18-9 428
Lanostan-1 2-one

C30H52O 52474-77-8

428 C30H52O 52474-94-9
428 C30H52O 50633-28-8 Lanostane, 11,18-epoxy-, ( 1 1/3)-

Lanostan-1 1-one

1 I,u, [ ,1, ,1 1 , 1 , fi
lllllll 1 l-llll

l

lll
[t , 1 1

—— 1 “t — — r—

—

—1

1

'1

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

-T“

—

I
"

i

—‘-‘-V 1 1
—“-Y “i r-“

—

—T—
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

IL 1 1 L ,
i

1 H

—

i 1
1 r-1—

i

— r“*

—

i

— ,
1

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



3288 EPA/NIH MASS SPECTRAL DATA BASE 428

428 C 30H52O
Lanostan-7-one

52475-04-4 428 C30H52O
Ergost-5-en-3-ol, 22,23-dimethyl-, (3/3)-

55724-23-7

40-

20-

,

0 J

100
-j

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

60-

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
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428 C 30H52O
D.A-Friedooleanan-2-ol

56588-26-2

428 C31H56 6006-90-2
Pentacosane, 13-phenyl-

Me( CH2 ) 1 1 CHPh (
CH2 ) 1 1 Me
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429 EPA/NIH MASS SPECTRAL DATA BASE 3289

428 CsiHse 55373-96-1

Naphthalene, l,l'-undecylidenebis[decahydro-

429 CeCLNs 6542-67-2
1,3,5-Triazine, 2,4,6-tris(trichloromethyl)~

CCI 3

... il l .. Il, ,1. 111... 1 .i iii.. i.i ...
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429 CnHisClsNsS 24481-71-8

1 ,3,5-Triazine, 2-(hexylthio)-4,6-bis(trichloromethyl)-

c| 3 c^^N^^ s ( CH 2)5Me

N^N
CCI 3
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429 CuHaeNOePSia 55334-93-5
Phosphoric acid, 2-(ethoxyimino)-3-[(trimethylsilyl)oxy] propyl

bis(trimethylsilyl) ester, (E)-

EtON OSiMe3
II I

Me3 S i OCH 2 CCH 2 OP OS i Me3
II

0

429 CnHaeNOePSia 55334-94-6
Phosphoric acid, 2-(ethoxyimino)-3-[(trimethylsilyl)oxy]propyl

bis(trimethylsilyl) ester, (Z)-

EtON OS i Me

3

II I

Me 3 S i OCH2 CCH2 OPOS i Me 3

II

O

IL. . , J, I. I

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

.... 1 i
I'***

‘
1

““—r“— t
1

1
,M“

i

—

"T"—

r

1

-
1 r 1

—“““t
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



3290 EPA/NIH MASS SPECTRAL DATA BASE 429

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

429 CnHaeNOePSia 55334-95-7
Phosphoric acid, 3-(ethoxyimino)-2-[(trimethylsilyl)oxy]propyl

bis(trimethylsilyl) ester, (E)-{±)~

OSiMe3

OSi M63
I

E t ON : CHCHCH2 OP OS i Me

3

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

429 CnHnFeNOs 5282-98-4
Tyrosine, N-(trifluoroacetyl)-, butyl ester, trifluoroacetate (ester),

L-

NHC0CF3
1

CH2CHC( O) 0( CH 2 )

3

Me

F3CC( O) O'

ll II. u L L »- - -« lJ L
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429 CuHaeNOePSia 55334-96-8
Phosphoric acid, 3-(ethoxyimino)-2-[(trimethylsilyl)oxy]propyl

bis(trimethylsilyl) ester, (Z)-(±)-

OSi Me3

OSi Me3
I

Et ON*-CHCHCH2 0POSi Me 3
II

O 429 C 22H24ClN04Si 55334-98-0
l//-Indole-3-acetic acid, l-(4-chlorobenzoyl)-5-methoxy-2-

methyl-, trimethylsilyl ester

10 20 30 40 50 60 70

L ill 1., ..1.1

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

1 IIL |L L, n ,-JLL, r-
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

429 CmPLoNCLPSL 55334-92-4
Phosphoric acid, 2-[bis(trimethyls0yl)amino]ethyl bis(trimethylsilyl)

ester

Me3Si OSi Me

3

I I

Me3 S i NCH2 CH2 OPOS i Me

3

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



429 EPA/NIH MASS SPECTRAL DATA BASE 3291

429 C22H 24ClN04Si 55334-99-1
l//-Indole-3-acetic acid, l-(4-chlorobenzoyl)-2-methyl-5-

[(trimethylsilyl)oxy]-, methyl ester

ci

429 C 23H 43NO6 55570-92-8
1-Propanaminium, 3-carboxy-2-[(15-carboxy-l-oxopentade=

cyl)oxy]-lV,iV,lV-trimethyl-, hydroxide, inner salt

Me

CH2 CO2 -

H02 C( CH2 ) 1 4 C( 0 )
OCHCH2 N+ Me

Me

429 C28H47NS 20997-50-6
Thiocyanic acid, 5a-cholestan-3(3~yl ester

Me

429 C 29H51NO 1912-64-7
Acetamide, lV-[(3/J,5a)-cholestan-3-yl]-

Me

429 C 28H47NS
Cholestane, 3-thiocyanato-, (3a,5a)-

Me

20997-49-3
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3292 EPA/NIH MASS SPECTRAL DATA BASE 429

429 C 29H 51NO 13944-35-9
Acetamide, N-[(4a,5cv)-cholestan-4-yl]-

Me

429 C29H51NO 54725-09-6
Cholestan-3-one, 2-(dimethylamino)-, (20,5a:)-
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429 C31H27NO 55429-22-6
1-Butanamine, iV-(3' .S'-diphenylspiro^ff-fluorene^^'-oxe^

tan]-4'-ylidene)-

N{ CH2 )

3

Me

429 C31H32BN 23115-37-9
Boranamine, Af-(diphenylmethylene)-l,l-bis(2,4,6-trimethyl=:

phenyl)-

Me

430 C6HioBr402 35972-79-3
2,5-Hexanediol, 1,3,4.6-tetrabromo-

Br CH2 CH( OH) CHBr CHBr CH( OH) CH2 Br



430 EPA/NIH MASS SPECTRAL DATA BASE 3293

—i
1 1 1 1 1 1 1 S —i— 1 1- i

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

430 C 10H5F 3O 4W 33155-47-4

Tungsten, tricarbonyl(>p-2,4-cyclopentadien-l -yl)(trifluoroacetyl)-

430 Ci9H28Br20
Androstan-15-one, 14,16-dibromo-, (5a,14|)-

54411-96-0

7\
x

C(0)CF 3

llll lilll.ll- -ijl III. l.lilil.i JilJiL, „.lilil|l.. ul.lilililniigi.liLi..,r-J-4-
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430 CioHeFie 40723-66-8
Decane, 1,1,2,2,3,3,4,4,7,7,8,8,9,9,10,10-hexadecafluoro-

F2CHCF2CF2CF2CH2CH2CF2CF2CF2CHF2

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

430 CmHsFioCL 55683-13-1
Propanoic acid, pentafluoro-, l-phenyl-l,2-ethanediyl ester

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

430 C21H 22N2O8 987-02-0
2-Naphthacenecarboxamide, 4-(dimethylamino)-l,4,4a,5,5a,6,=

ll,12a-octahydro-3,6,10,12,12a-pentahydroxy-l,ll-dioxo-,
[4S-(4a,4aa,5aa,6jd,12aa)j-

CONH2

HO O OH

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

F3CCF2 C( O) OCH2 CHPh OC( O) CF2CF3



3294 EPA/NIH MASS SPECTRAL DATA BASE 430

430 C22H26N2O7 55283-42-6
3-Nor-3,7-secodichotine, 2,7-didehydro-2-deoxy-14-hydroxy-

ll-methoxy-25-oxo-, (14a)-

OMe

430 C 22H30N4O5 56272-48-1
L-Leucine, 7V-[7V-(AT-acetyl-L-alanyl)-L-tryptophyl]-

CHCONHCH ( C02 H ) CH2 CHM62

NHCOCHMe NHAc

430 C 24H 28CIFN2O2 1580-71-8
4-Piperidinecarboxamide, 4-(4-chlorophenyl)-l-[4-(4-fluoro=:

phenyl )-4-oxobutyl]-N,N-di methyl-

100-1

80-

60-

40-

20-

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

430
^

C24H34N2O5 54678-26-1
4,25-Secoobscurinervan-4-ol, 15,16-dimethoxy-22-methyl-,

(4/3,22a)-

430 C25H 26N4O 3 55429-23-7
Benzamide, 4-[(4 nitrophenyl)azo]- A/-pentyl-/V-(phenylmethyl)-

Ph CH2 NCO
I

Me ( CH2 )

4



430 EPA/NIH MASS SPECTRAL DATA BASE 3295

430 C25H 39BO5 30888-29-0
Pregnane-1 1,20-dione, 17-[[(l,l-dimethylethyl)borylene]bis~

(oxy)]-3-hydroxy-, (3or,5/3)—

430 C 25H39BO5 30888-30-3
Pregnane-1 1,20-dione, 17,21-[(butylborylene)bis(oxy)]-3-hydroxy-,

(3a,50)-

430 C27H42O2S 55028-76-7
Furost-5-en-3-ol, 22,26-epithio-, (30,22a,25R)~
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430 C27H42O4 468-99-5
Cholest-5-ene-16,22-dione, 3,26-dihydroxy-, (30,251?)-

Me
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3296 EPA/NIH MASS SPECTRAL DATA BASE 430

430 C 27H 42O4 7050-40-0
Spirost-5-ene-3,27-diol, (3/3,25S)-

430 C 27H 42O4 24742-82-3
5a-Spirost - 14-ene-3/3,12a-diol, (25R)-
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430 C27H 42O4 28404-66-2
5a-Spirostan-23-one, 3/8-hydroxy-, (22S,25i?)-

430 C27H42O4 54965-91-2
Spirostan-15-one, 3-hydroxy-, (3/8,5a, 14/3,257?)—

430 C27H42O4 55925-29-6
Cholest-5-ene-16,22-dione, 3,26-dihydroxy-

Me



430 EPA/NIH MASS SPECTRAL DATA BASE 3297

430 C 28H 46O3 14772-40-8 430 C 28H46O3 54661-20-0

5,6-Secocholest-3-en-6-oic acid, 5-oxo-, methyl ester 9,10-Secoergosta-5,10(19),22-triene-3,7,8-triol, (30,5Z,8^,22E)-

Ccx
CHMe ( CH2 ) 3 CHM62

C( 0 )
OMe
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430 C 28H46O3 35882-86-1
26,27-Dinorergost-5-ene~3,24-diol, 3-acetate, (30)-

Me

430 C 28H46O3 56282-28-1
9,10-Secoergosta-7,10(19),22-triene-3,5,6-triol, (30)-



3298 EPA/NIH MASS SPECTRAL DATA BASE 430

430 C 28H 46O3 57983-94-5
26,27-Dinorergostan-3-ol, 6,19-epoxy-, acetate, (3/3,6/3)-

Me

430 C28H46O3 57983-99-0
26,27-Dinorergostan-ll-one, 3-(acetyloxy)-, (3a)-

Me

430 C 29H50O2 59-02-9
‘2H l-Benzopyran-6-ol, 3,4 -dihydro-2,5,7,8 tetramethyl-2-(4,=

8,12-trimethyltridecyl)-, [2R-[2R* (4R* ,8R*)]]~

Me

430 C 29H50O 2 1255-88-5
Cholestan-3-ol, acetate, (3/3,5a)-

Me

430 C 29H50O2 1858-14-6

Cholestan-3-one, cyclic 1,2-ethanediyl acetal, (5a)-

Me



430 EPA/NIH MASS SPECTRAL DATA BASE 3299

430 C 29H 50O2 2626-17-7
Cholest-5-ene, 3-(methoxymethoxy)-, (3/3)—

430 C 29H50O2 25328-53-4
Cholestan-3-one, cyclic 1,2-ethanediyl aetal, (5/3)—

430 C 29H50O2 4947-63-1
Cholestan-3-ol, acetate, ( 3/3,5/i)—

Me
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430 C29H50O2 54498-52-1
Cholestan-7-one, cyclic 1,2-ethanediyl acetal, (5a)-

Me



3300 EPA/NIH MASS SPECTRAL DATA BASE 430

430 C 30H54O 4581-87-7

Lanostan-3-ol, (30)-

Me

430 C 30H54O 54411-50-6
Lanostan-ll-ol, (110)-

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

430 _ ; C 30H 54O 30211-96-2
18,19-Secolupan-3-of, (3/3,17^)—
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430 C30H54O 54411-54-0
Lanostan-18-ol

CH2OH



432 EPA/NIH MASS SPECTRAL DATA BASE 3301

431 C 24Hi9BrNP 14987-96-3
Benzenamine, 4-bromo-Ar-(triphenylphosphoranylidene)-

Br

431 C 27H45NO3 23656-00-0
Spirostan-6-ol, 3-amino-, (3d,5a,6a,25.R)-

431 C29H53NO 2454-45-7
Cholestan-3-ol, 2-(dimethylamino)-, (2/3,3a,5a)-

Me
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0
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111., i.ljl 1,1-1-

1 J'l- lj —t—1—.

—

K

431 C 3iH29NO 14253-18-0
Propylamine, l-methyl-N-(3,3,4,4-tetraphenyl-2-oxetanylidene)-

432 Ci3HioHg0 2S
Mercury, (2-mercaptobenzoato-S)phenyl-

SHgPh

CO2H

56247-85-9



3302 EPA/NIH MASS SPECTRAL DATA BASE 432

432 C 14H 10F6N2O7 55319-76-1
Acetic acid, trifluoro-, [2,3,3a,9a-tetrahydro-7-methyl-6-oxo-

3-[(trifluoroacetyl)oxy]-6ff-furo[2',3 , :4,5]oxazolo[3,2-a]pyri=;

midin-2-yl] methyl ester, [2R-(2a,3d,3a|3,9a)3)]-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

432 ChHstOtPSL 55319-96-5
Phosphoric acid, 2,2-dimethoxy-3-[(trimethylsilyl)oxy]propyl

bis(trimethylsilyl) ester

OS i Me

3

I

Me 3 S i 0CH2C(0Me)2CH2 0P0SiMe3

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

432 C18H24O12
wyo-Inositol, hexaacetate

OAc

AcO'
X^V^N

‘OAc

OAc

1254-38-2

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

432 C18H24O12
muco-Inositol, hexaacetate

18779-57-2

432 C18H24O12
Inositol, hexaacetate, neo-

20097-40-9

20-



432 EPA/NIH MASS SPECTRAL DATA BASE 3303

432 C 18H 24O 12 20108-52-5
scyllo-Inositol, hexaacetate

OAc

OAc

432 C 18H 24O 12 20108-71-8
epi Inositol, hexaacetate

OAc

OAc

432 C 18H 24O 12 29267-03-6
Inositol, hexaacetate, D-chiro-

OAc

OAc

432 C 18H 24O 12 29267-04-7
al/o-Inositol, hexaacetate

OAc

432 C 18H 24O 12 29307-62-8
Inositol, hexaacetate, cis-

OAc

OAc



3304 EPA/NIH MASS SPECTRAL DATA BASE 432

432 C 21H 20O 10 3681-93-4
4H-l-Benzopyran-4-one, 8-d-D-glucopyranosyl-5,7dihydr=
oxy-2-(4-hydroxyphenyl)-

432 C23H 28O8 6161-77-9
o-Pyrocatechuic acid, 4-methoxy-6-propyl-, methyl ester, 3-

(2-hydroxy-6-propyl-p-anisate)

OMe Pr

C(O) OMe
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0
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432 C 21H 20O 10 57396-78-8
4//-l-Benzopyran-4-one, 7-(/3-D-glucopyranosyloxy)-5,6-di=:

hydroxy-2-phenyl-

432 C23H32N 2O6

Dichotine, 2-deoxytetrahydro-l1-methoxy-

HOCH2CH( (

MeO

29537-52-8



432 EPA/NIH MASS SPECTRAL DATA BASE 3305

432 C23H32N 2O6 36950-31-9
3,4-Secocondyfolan-3-one, 1-acetyl-14, 19-dihydroxy-10, 11-

dimethoxy-4-methyl-, (2|8,7/?,14£,15a:)-

MeO'

MeO'

ft CH(OH)Me

OH

432 C24H4oN203Si 55836-46-9
Androst-4-ene-3,17-dione, 19-[(trimethylsilyl)oxy]-, bis(0-
methyloxime)

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

432 C25H36O6 23357-24-6
Pregn-5-en-20-one, 3,16-bis(acetyloxy)-17-hydroxy-, (3/3,16/3)—

432 C24H4oN203Si 55836-45-8
Androst-4-en-19-al, 3-(methoxyimino)-17-[(trimethylsilyl)oxy]-,

O-methyloxime, ( 17/3)—

Me

Me



3306 EPA/NIH MASS SPECTRAL DATA BASE 432

432 CasHaeOe 23357-25-7
Pregn-5-en-20-one, 3,16-bis(acetyloxy)-17-hydroxy-, (3/3,16a)-

432 C25H41BO5 30888-34-7
Pregnan-20-one, 17,21-[[(l,l-dimethylethyl)borylene]bis=

(oxy)]-3,ll-dihydroxy-, (3a,5/3,11/3)-

.1 1. j L Jllll.l.. ,.lllllll.. ..l,lllll.. . , l,lll.,.

10 20 30 40 50
1 1 1 1 1 1 1 1 1 1

60 70 80 90 100 110 120 130 140 150
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‘

T- —I r 1 r—
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

432 C 25H41BO5 30888-35-8
Pregnan-20-one, 17,21-[(butylborylene)bis(oxy)]-3,11-dihydroxy-,

(3a,5/3,11/3)-

432 C 25H41BO5 30888-50-7
Pregnan-ll-one, 17,21-[[(l,l-dimethylethyl)borylene]bis=

(oxy)]-3,20-dihydroxy-, (3a,5/3,20S)-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



432 EPA/NIH MASS SPECTRAL DATA BASE 3307

432 C 25H41BO5 30888-51-8
Pregnan-ll-one, 17,21-[(butylborylene)bis(oxy)]-3,20-dihydroxy-,

(3a,5/3,205)-

432 C25H 45B03Si 30882-47-4
5/3-Pregnane-17,20a-diol, 3a-(trimethylsiloxy)-, cyclic meth=
aneboronate

432 C25H4402Si2 57397-13-4
Silane, [[(5a,ll/3)-androsta-2,16-diene-ll,17-diyl]bis(oxy)]bis=

[trimethyl-

432 C25H45B03Si 30882-48-5
5/3-Pregnane-17,20|3-diol, 3a-(trimethylsiloxy)-, cyclic meth=

aneboronate



3308 EPA/NIH MASS SPECTRAL DATA BASE 432

432 C 26H40O5 56784-23-7
Pregnan-20-one, 3-(acetyloxy)-5,6-epoxy-6-methyl-, cyclic

20-(l,2-ethanediyl acetal), (3/3,5a,6a)-

432 C26H40O5 56784-25-9
Pregnan-20-one, 3-(acetyloxy)-5,6-epoxy-6-methyl-, cyclic

20-(l,2-ethanediyl acetal), (3/3, 5/3,6/3)—

432 C26H40O5 56784-24-8
Pregnan-20-one, 3-(acetyloxy)-5,6-epoxy-16-methyl-, cyclic

20-(l,2-ethanediyl acetal), (3/3,5a,6a,16a)-

432 C 27H33BO 4 30888-55-2
Pregn-4-ene-3,20-dione, 17,21-[(phenylborylene)bis(oxy)]-



432 EPA/NIH MASS SPECTRAL DATA BASE 3309

432 C 27H 44O4 6877-35-6
Spirostan-3,15-diol, (3/3,5a,15|8,25R)-

432 C 27H44O4 55759-97-2
Spirostan-3,27-diol, (3a)-

432 C27H 44O4 56085-36-0
Cholan-24-oic acid, 3-(acetyloxy)-, methyl ester, (3a)-

Me

100

80-

60-

40-

20-

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

432 C 28H48O3 24637-61-4
5a-Cholestan-19-oic acid, 2/3-hydroxy-, methyl ester

Me

432 C 28H 48O 3 24637-67-0
5a-Cholestan-19-oic acid, 2a-hydroxy-, methyl ester

Me



3310 EPA/NIH MASS SPECTRAL DATA BASE 432

432 C 28H48O3

5a-Cholestan-19-oic acid, 2/3-methoxy-

CHMe ( CH 2 )

3

CHM0 2

24637-69-2

432 C 28H48O3

5a-Cholestan-19-oic acid, 2a-methoxy-

Me

28809-61-2

432 C 28H 48O3 53512-64-4
5,6-Secocholestan-6-oic acid, 1-oxo-, ethyl ester, (10a)-

CHMe(CH2)3CHM02

CCrVtl
100 --

80-

60-

40-

432 C 28H48O3 56143-28-3
Ergost-25-ene-3,5,6-triol, (3/3,5a,6/3)-

Me

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

432 C29H52O2

Cholestane, 3-(methoxymethoxy)-, (3/3,5a)

4707-81-7

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



432 EPA/NIH MASS SPECTRAL DATA BASE 3311

432 C29H 52O2

5a-Cholestan-3-one, dimethyl acetal

16159-03-8 432 C29H52S
Cholestane, 3-(ethylthio)-, (3/3,5a)-

54498-89-4

432 C 29H52O2 18003-84-4
Cholestane, 2,2-dimethoxy-, (5a)-

Me

432 C 30H24O3 19725-30-5
Ketone, 2-ethoxy-2,4-diphenyl-2H-l-benzopyran-3-yl phenyl

Ph

432 CsiHeo 55320-00-8
Naphthalene, l-(l-decylundecyl)decahydro-

(CH2)gMe
I

CH( CH2 ) 9 Me

100 --

80-

60-

40-

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

20-



3312 EPA/NIH MASS SPECTRAL DATA BASE 432

433 BnCUNaPa 15964-99-5
1,3,5,2,4,6-Triazatriphosphorine, 2,4-dibromo-2,4,6,6-tetra=
chloro-2,2,4,4,6,6-hexahydro-

ci ci
Br « \ / c

|i
I

N>* N

C'\

433 C 17H 36NO4PS 13 53044-35-2
Phosphonic acid, [l-amino-2-[4-[(trimethylsilyl)oxy]phenyl]ethyl]-,

bis(trimethylsilyl) ester

M93 s i o'

OSi M63
I

CH2 CH ( NH2 ) POS i Me

3

II

0

433 Ci7H36N04PSi3 56211-23-5
Phosphonic acid, [l-amino-2-(4-hydroxyphenyl)ethyl]-, tris=

(trimethylsilyl) deriv.

+ 2TMS

CH2CH(NH2)P— OH

fX 1

3/^ H0
+ 3TMS

433 C 18H 27NO 11 56211-19-9
D-Glucitol, 2-(acetylamino)-2-deoxy-, 1,3,4,5,6-pentaacetate

OAc

OAc

AcO NHAc
I I I

Ac OCH2 CHCHCHCHCH2 OAc

433 C 20H 23N3O8 7770-63-0
1,2,3,4-Butanetetrol, 1 (2-phenyl-2//-l,2,3-triazol-4-yl)-, tetr-

aacetate (ester), [IR-(1R*,2S*,3R*)]~

OAc

Ph

OAc

OAc
I I

CHCHCHCH2 OAc

100
-j

80-

60-

40-

20-

0 J
1 1 1 1 1 1 1 r -i r-1 1

—'—i
1 1

—

1—i—

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



433 EPA/NIH MASS SPECTRAL DATA BASE 3313

433 C22Hi6BrN30 2 55682-69-4
Ethanone, 2-[l-(4-bromophenyl)-l,5-dihydro-5-hydroxy-5-

phenyl-4//-l,2,3-triazol-4-ylidene]-l-phenyl-

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 . J . , 1
1 I- ,

“ 1 11 [

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

t 1 -1 1 1 1 1 1 1 1
—“—I 1 1

—

1—

r

433 C 24H35NO6 36150-75-1
1-Phenanthrenecarboxylic acid, tetradecahydro-l,4a,8-tri=
methyl-7-[2-[2-(methylamino)ethoxy]-2-oxoethylidene]-9,=
10-dioxo-, methyl ester, [lS-(la,4aa,4b/3,7.E,8|3,8aa:,10a|3)]-

433 C 25H 39NO5 35596-59-9
Batrachotoxinin A, 7,8-dihydro-03-methyl-, (8/1,20^)-

Me
I

433 C27H 19N3O3 21589-31-1
2-Propanone, l-(2-nitro-l(5H)-phenazinylidene)-l,3-diphenyl-

CPhC0CH2 Ph



3314 EPA/NIH MASS SPECTRAL DATA BASE 434

434 CeCleFs 307-25-5

Hexane, 1,2,3,4,5,6-hexachlorooctafluoro-

Cl CF2 CCI FCCI FCCI FCCI FCCIF2

434 CgHiiChCLTa 52690-27-4
Tantalum, dichloro(2-hydroxybenzaldehydato-0,0')dimethoxy-

1 1 1—“

—

i “r 1 1

‘r ‘ —
i

1
1

‘—
i

1

—

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

434 Ci3H6Fe20eS2 19964-06-8
Iron, hexacarbonyl[jU-[4-methyl-l,2-benzenedithiolato(2-)-S, ::::

S':S,S']] di- (Fe-Fe)-

100 -

80 -

60 -

40 -

20-

0 1
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

I
,

I .

434 C 14H 12F6N2O7 18354-10-4
Thymidine, 3',5'-bis(trifluoroacetate)

434 C 18H26O 12

D-Mannitol, hexaacetate

OAc

OAc

Ac 0 OAc
I I I

Ac OCH 2 CHCHCHCHCH 2 OAc

642-00-2



434 EPA/NIH MASS SPECTRAL DATA BASE 3315

434 C 18H26O 12

D-Glucitol, hexaacetate

7208-47-1 434 Ci8H46N202Si4 55429-07-7
L-Lysine, iV2,iV6,lV6-tris(trimethylsilyl)-, trimethylsilyl ester

OAc

OAc

AcO OAc
I I I

Ac OCH2 CHCHCHCHCH2 OAc

NHS i Me 3 SiMea
I I

Me 3 S i OC( 0 ) CH( CH2 ) 4 NSi Me 3

40-

20-

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

ll .1 I. .1 Ll ll >11 in. I l.iiLlilllil,..—hi ill .xl-l J ill
,

I 111

40-

20-

. 1,
,

. 1 1 1 i. . ii.
|

,1- ..i i|-i.li-
.j

. 1

1,

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

—,—,—,—,—,—,—,—,

—

100
^

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

434 C 18H26O 12

Galactitol, hexaacetate, D-

OAc

OAc

14330-96-2

AcO
I

OAc
I

Ac OCH2 CHCHCHCHCH2 OAc

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

ll< 1 “I" '
I**

1 1111
1 - f 1

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

434 C20H38N2O6S 17057-68-0
D-ery£/iro-a-D-ga/acto-Octopyranoside, methyl 6—

[ [(4—butyl—
l-ethyl-2-pyrrohdinyl)carbonyl]amino]-6,8-dideoxy-l-thio-,
(2S-trans)-

Et
l

fa /l CH(OH)Me
* XONHCH

HO I

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

100-1

80-

60-

40

I

20-

Li.,, , ,
. , , , 0-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450 10 20 30 40 50 60 70 90 100 110 120 130 140 150

434 C 18H46N 2O2SU
L-LYSINE, tetrakis(trimethylsilyl) deriv., L-

H02CCH(NH2)(CH 2 )4NH 2 + 4SiMe 3

25737-20-6

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



3316 EPA/NIH MASS SPECTRAL DATA BASE 434

434 C 20H 38N 2O6S 21085-65-4

D-erythro-a-D-galacto-Octopyranoside, ethyl 6,8-dideoxy-6-
[[(l-ethyl-4-propyl-2-pyrrolidinyl)carbonyl]amino]-l-thio-,

(2S-trans)-

434 C 21H 38N2O2S 13 56114-61-5

lif-Indole-3-ethanamine, l-acetyl-/V,Af bis(trimethylsilyl)-5-

[(trimethylsilyl)oxy]-

Ac
I

S i Me 3

434 C 22H 26O9 32251-43-7
3a,5a-Ethano-as-indacene-4,5,9,10-tetracarboxylic acid, 1,2,3,=

4,5,6,7,8-octahydro-l-oxo-, tetramethyl ester

434 C 23H 30O8 11045-35-5
24-Nor-5|8,14d-chol-20(22)-ene-19,23-dioic acid, 1/3,3/3,5,11a,

=

14,21-hexahydroxy-, di-7-lactone



434 EPA/NIH MASS SPECTRAL DATA BASE 3317

434 C 24H 34O7 24148-78-5
Picras-2-ene-l,16-dione, ll-(acetyloxy)-2,12-dimethoxy-,

(lla,12/J)-

OMe

434 C 24H 51O4P 1806-54-8
Phosphoric acid, trioctyl ester

0( CH2 ) 7 Me
I

Me ( CH2 ) 7 0P0( CH2 ) 7 Me

0

434 C 25H 43BO5 30888-48-3
Pregnane-3, 11, 17,20,21-pentol, cyclic 17,21-[(l,l-dimethyl=

ethyDboronate]
, (3/3,5a, 1 1/3,20/?)—

434 C25H 4602Si2 13110-76-4
Silane, [[(3/3,17/J)-androst-5-ene-3,17-diyl]bis(oxy)]bis[trimethyl-

Me

"
r 1 —r 1 1 1 1 1 1 1 1 -r 1 i r—

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

434 C25H 4602Si2 13111-27-8
Silane, [[(3/?,17a)-androst-5-ene-3,17-diyl]bis(oxy)]bis[trimethyl-

Me

- 1.1 - 1 I_U Lilli 1) lit. I.L

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

-l-l| H l j

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

\l 1 L L

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



3318 EPA/NIH MASS SPECTRAL DATA BASE 434

434 C2sH4602Si2 33283-02-2

Silane, (5a-androst-2-en-ll
l

3,17-ylenedioxy)bis[trimethyl-

OSi Me3

434 C25H46O2S 12 33283-03-3

Silane, (androst-4-en-3/3,17/3-ylenedioxy)bis[trimethyl-

434 C25H4602Si2 33283-04-4

Silane, (androst-4-en-lld,17d-ylenedioxy)bis[trimethyl-

:

. ..llllllll... .. Illlll.. , ill. 111 .. 1 , 1 , llllllll, 1, 1 .. llll. .,1.1.111
b- I 1 -' 1 - 1

i-
1 1- 4.

,

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

H I

.

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

434 C25H4602Si2 33283-05-5
Androst-5-ene, 3,16-bis[(trimethylsilyl)oxy]-, (3/3,16/3)—

MesSi

0

0SIM63

434 C25H460 2Si2 49774-92-7

Silane, [[(3d,16a)-androst-5-ene-3,16-diyl]bis(oxy)]bis[trimethyl-

OSl Me3

Me 3 S i

0

100

80

60

40

20

0

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



434 EPA/NIH MASS SPECTRAL DATA BASE 3319

434 CuHmOiSU 57305-19-8
Silane, [[(3«,5/3)-androst-16 -ene-3,17 d iyl]bis(oxy)J bis[tri methyl-

os i Me 3

M03 s i

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

434 C 27H35BO 4 30888-46-1
Pregn-4-en-3-one, 20-hydroxy-17,21-[(phenylborylene)bis(oxy)]-,

(20R)-

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

434 C25H4602Si2 57305-20-1
Silane, [[(3a,5a)-androst-16-ene-3,17-diyl]bis(oxy)]bis[trimethyl-

Me 3 S

i

0

434 C 27H35BO4 30888-59-6
Pregnane-3,20-dione, 17,21-[(phenylborylene)bis(oxy)]-, (5/?)-

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

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



3320 EPA/NIH MASS SPECTRAL DATA BASE 434

434 C27H 46O4 55925-28-5
Cholest-5-ene-3,16,22,26-tetrol

Me

434 C 28H 34O4 56701-33-8
[2,2'-Bifuran]-5,5'(2/f,2'H)-dione, tetrahydro-3,3'-bis(2,4a,5,6,=
7,8-hexahydro-l-naphthalenyl)-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

434 C 30H42O2 809-73-4
2,5-Cyclohexadien-l-one, 4,4'-(l,2-ethanediylidene)bis[2,6-bis ::::

(1,1-dimethylethyl)-

Bu-t

CHCH

Bu-t

434 C29H42N2O 27769-08-0
Phenol, 2-[[[(3jd,20S)-3-(methylamino)pregn-5-en-20-yl]imi=:

nojmethyl]-

434 C 30H46N 2 35532-72-0
Diazene, bis[2,4-bis(l,l-dimethylethyl)-6-methylphenyl]-

Bu-t Bu-t

100

80

60

40

20

0

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

, , ,
,LiJ. ..In.

,
. 1.1 1—“H V- 4 T* , A—



435 EPA/NIH MASS SPECTRAL DATA BASE 3321

434 C 31H62

Pentacosane, 13-cyclohexyl-

6697-15-0

a
( CH 2 ) 1 1 Me

I

CH( CH2 ) 1 1 Me

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

435 C 12H 7CI6N 3S 5516-51-8
1,3,5-Triazine, 2-[(phenylmethyl)thio]-4,6-bis(trichloromethyl)-

Cl 3C
\^

N

^/
SCH2Ph

n

\^
n

ecu

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

435 C 12H7CI6N3S 24478-01-1
1,3,5-Triazine, 2-[(4-methylphenyl)thio]-4,6-bis(trichloromethyl)-

Cl 3 C. -

N

CCI 3

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

435 C 23H 33NO 3S 2 18794-23-5
2-Pyridinol, 1 -acetyl-3,6-bis(tert-butylthio)-l, 2, 3,6-tetra=
hydro-4-phenyl-, acetate (ester)

t-BuS Ac

OAc

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

435 C 24H 37NO6 36150-74-0
1-Phenanthrenecarboxylic acid, tetradecahydro-9-hydroxy-
l,4a,8-trimethyl-7-[2-[2-(methylamino)ethoxy]-2-oxoethy :=

lidene]-10-oxo-, methyl ester, [lS-(la,4aa,4bd.7£,8/3,8aa,=
9a,10a/3)]~

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



3322 EPA/NIH MASS SPECTRAL DATA BASE 435

435 C 27H36B3N3 52176-10-0
Borazine, l,3,5-triethyl-2,4,6-tris(2-methylphenyl)-

435 C 28H 37NO3 57397-27-0
Estr-4-en-3-one, 17-(l-oxo-3-phenylpropoxy)-, 3-(0-methyl=

oxime), (17/3)—

-8 B -

I I

B Et

.Me

^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

OC( 0) CH 2 CH 2 Ph

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

435 C27H 49NO3 50686-94-7
Cholestane-3,16,22-triol, 26-amino-, (3/3,5a, 16/3)-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

436 CaHsCLSe 13639-09-3
2,4,6,8,9,10-Hexathiatricyclo[3.3.1.1 3 '7]decane, l,3,5,7-tetrakis=

(chloromethyl)-

CH2C1

s

4^ CH2CI

s
/xr s

CH2C1

80-

60-

40-

—1—
1

1
1

1 h

—

1—1—*—t —
1

1 l , N
20-

lLlv i 1 1 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
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



436 EPA/NIH MASS SPECTRAL DATA BASE 3323

436 C 14H 10CI6O3 55649-85-9
2^7:3,6-Dimethanonaphth[2,3-6]oxiren-8-ol, 3,4,5,6,9,9^6X3-

chloro-la,2,2a,3,6,6a,7,7a-octahydro-, acetate, stereoisomer

436 Ci6H360eSi4 55887-89-3
2-Butenedioic acid, 2,3-bis[(trimethylsilyl)oxy]-, bis(trimethylsilyl)

ester, (Z)-

OS i Me 3

OS i Me 3
I I

Me 3 S i OC( 0 ) C = CC{ 0 ) OS i Me

3

436 CieHsePb 55319-95-4
Plumbane, tetrakis(2-methylpropyl)-

Pb( Bu-i )

4

100

80

60

40

20

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

436 C 17H 12CI4O5 19314-80-8
llH-Dibenzo[6,e][l,4]dioxepin-ll-one, 2,4,7,9-tetrachloro-3,8-

dimethoxy-l,6-dimethyl-

0

ci

OMe

Me Cl

436 CnHuFeFeOs 55493-71-5
Iron, tricarbonyl[(2,3,5,6-?;)-2,3,5,6-tetramethyl-7,8-bis(tri=

fluoromethyl)bicyclo[2.2.2]octa-2,5,7-triene]-



3324 EPA/NIH MASS SPECTRAL DATA BASE 436

436 C 20H 36N2O3S 13 56272-77-6
L-Tryptophan, 5-hydroxy-, tris(trimethylsilyl) deriv.

h3TMS

CH2CH(NH2)C02H

436 C 22H 10CI2N2O 4 6626-72-8
Benzo[l,2-c:4,5-c , ]dipyrrole-l,3,5,7(27/,6/7)-tetrone, 2,6-bis(2-

chlorophenyl)-

0 0

436 C 22H 10CI2N2O4 6626-73-9
Benzo[ 1 ,2-c:4,5-c' ] dipyrrole-1,3,5,7 (2//,6H)-tetrone, 2,6—bis(3—

chlorophenyl)-

o 0

ci ci

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-

J , , i iL . li, L
160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

80-

60-

40-

20-

. . L 1,1.. .. 1L

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

436 C 22H 10CI2N2O 4 29713-52-8
Benzo[l,2-c:4,5-c']dipyrrole-l,3,5,7(2//,6//)-tetrone, 2,6—bis(4—

chlorophenyl)-

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

436 C23Hi7ClN202Ti 35256-08-7

Titanium, chloro(tj5-2,4-cyclopentadien- l yl)bis(8-quinolinola=
to-A0,O8)-

0 0



436 EPA/NIH MASS SPECTRAL DATA BASE 3325

436 C 23H 17O.I 3495-60-1

Pyrylium, 2,4,6-triphenyl-, iodide

436 C 24H 25CIN4O2 33498-83-8
9//-Purine, 6-chloro-9-[4-(phenylmethoxy)-3-[(phenylmeth=

oxy)methyl]butyl]-

ci

\
CH 2 CH 2 CHCH 2 OCH 2 Ph

I

CH2 0CH2Ph

436 C 25H 20N6O2 56666-63-8
3/f Py razo 1-3

-

0ne ,
4-[(4,5-dihydro-3-methyl-5-oxo-l-phenyl~

lH-pyrazol 4 -yl)azo] 2,4- dihydro-2,5-diphenyl-

Ph Me

436 C 25H 24O 7 55320-05-3
4H-l-Benzopyran-4-one, 2-(3,4-dimethoxyphenyl)-2,3-di=:

hydro-3-hydroxy-5,7-dimethoxy-3-phenyl-

436 C 25H28N2O5 4914-01-6
Quebrachidine, iV-acetyl-, acetate (ester)

Ac

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

T T j T | T , ,
, .. -^in iii

l

....Ui.|i. 1 in LjiMijiuL «n»
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

.i.lliiliiit.
1 4 !' —v 1

‘1—1***—1—



3326 EPA/NIH MASS SPECTRAL DATA BASE 436

—1.1, ..... 1.1. —.—

J

1. 1. ... 1

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

436 C25H40O6 55320-01-9
9,12,15-Octadecatrienoic acid, 2-(acetyloxy)-l-[(acetyloxy)~

methyljethyl ester, (Z,Z,Z)-

CH2 OAc
I

E t CH :CHCH2 CH = CHCH2 CH =CH( CH2 ) 7 C( 0) OCHCH2 OAc

—,—,—4

—

1 L ...nil.... -lllil.i.. J|lllll.. 4
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

436 C25H40O6 55320-02-0
9,12,15-Octadecatrienoic acid, 2,3-bis(acetyloxy)propyl ester,

(Z,Z,Z)-

436 C25H4802Si2 13260-01-0
Silane,

[ |(3/l,5a,17/3)-androstane-3,17-diyl|bis(oxy)]bis[trimethyl-

Me3Si

0

OSi M63

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

E t CH : CHCH2 CH = CHCH2 CH = CH
(
CH2 ) 7 C( 0) OCH2 CHCH2 OAc

,
.Ml... J, it— —-Id,—-—1 I 1 I 1 I 1 ... juhLitu

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

436 C 25H4802Si2 13111-26-7
Silane, [(3a,5d,17/3)androstane-3,17-diylbis(oxy)]bis[trimethyl-

OS i Me 3

Me3 S i

0

436 C25H4802Si2 33283-00-0
Silane, [ [(3/'i,5a,l l/3)-androstane 3,11 diyl

1
bis(oxy) |bis[trimethyl-

40-

20-

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

UL. |i lll. |lil Lin. ,,ii li^lL y Jli —L lul ..1 I. L—.—

J

S—

—

1
1 1 1

—
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

436 C25H4802Si2 33283-01-1
Silane, (5a-androstan-3/?,16a-ylenedioxy)bis[trimethyl-

OSiMe3

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



437 EPA/NIH MASS SPECTRAL DATA BASE 3327

436 C25H480 2Si2 37977-24-5
Silane,

[ [ (3/3,5«, 16/3) androstane-3 , 16-diyl] bis (oxy) ]
bis[trimethyl-

436 C 27H 48O 4 56588-30-8
Cholestane-3,5,6,7-tetrol, (3/3,5a,6a,7/3)-

Me

436 C3iH64 55320-06-4
Heneicosane, 11-decyl-

( CH 2 ) 9 Me

Me
( CH 2 ) 9 CH( CH 2 ) 9 Me

437 C22H26F3N3OS 69-23-8
1-Piperazineethanol, 4-[3-[2-(trifluoromethyl)-10H-pheno :=

thiazin-10-yl]propyl]-

CH2CH2OH



3328 EPA/NIH MASS SPECTRAL DATA BASE 437

437 C 24H 27N3O3S 20289-22-9
1-Naphthalenesulfonic acid, 5-(dimethylamino)-, 3-[2-(2-di=
methylamino)ethyl]-l//-indol-5-yl ester

Me 2 N

100 -j .

80-

60-

40-

20
:

I

0 1 1
1 I "“"I V 1 * '

I , 1
1 I T ‘I I T

* “
I

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

438 C7H 10N 2 . 2CIH 20570-96-1
Hydrazine, (phenylmethyl)-, dihydrochloride

H 2NNHCH2 Ph « 2 HCI

438 C 10H 12F6S6 16526-38-8
Orthoacetic acid, trifluorotrithio-, ethylene cyclic diethylene ester

437 C 29H27NOS 50455-54-4
Dispiro[9H-fluorene-9,3'-[l,4,2]oxathiazolidine-5',2"-tricyclo=

[3.3.1.1 3 '7]decane], 2'-phenyl-

438 C 2Br5F 354-47-2
Ethane, pentabromofluoro-

FCBr 2 CBr 3

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

.... 1 .1 1 . 1

,

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

438 CieHssOeSu 18602-86-3
Succinic acid, 2,3-bis(trimethylsiloxy)-, bis(trimethylsilyl) ester

OS i Me 3

OS i Me 3

I I

Me 3 S i OC( O) CHCHC(O) OS i Me

3



438 EPA/NIH MASS SPECTRAL DATA BASE 3329

438 CieHssOeSu 38165-94-5
Butanedioic acid, 2,3-bis[(trimethylsilyl)oxy]-, bis(trimethylsilyl)

ester, (R*,S*)~

438 CnHssCbSis 56211-18-8
a-D-Galactofuranosiduronic acid, methyl 2,3,5-tris-0-(tri :=

methylsilyl)-, methyl ester

OS i Me 3

OS i Me 3
I I

Me 3 S i OC( 0) CHCHC( 0) OSi Me 3

438 CnHssOvSis 56211-17-7
/3-D-Galactofuranosiduronic acid, methyl 2,3,5-tris-0-(tri=

methylsilyl)-, methyl ester

OTMS
HCOTMS

C(0)0Me

TMS

OTMS
HCOTMS

C(0)0Me

438 CnHasOrSia 56271-13-7
a-D-Galactopyranosiduronic acid, methyl 2,3,4-tris-0-(tri=

methylsilyl)-, methyl ester

J—r- L -J ^ l,i.l 1.,

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

C(0)0Me

TMSO 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



3330 EPA/NIH MASS SPECTRAL DATA BASE 438

438 C17H42O5SL 14251-20-8
a-D-Xylopyranose, l,2,3,4-tetrakis-0-(trimethylsilyl)-

OS i Me 3

438 C 17H 42O5SL1 18623-27-3
/3-D- Xylopyranose, 1,2,3,4 tetrakis-O-(trimethylsilyl)-

OTMS

OTMS

438 CnH^OsSu 20585-61-9
Arabinopyranose, tetrakis-O-(trimethylsilyl)-, a-D-

1S1
TMSO OTMS

OTMS

100
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60

40

20

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

438 C17H42O5S14 32166-73-7
/3-L-Arabinopyranose, l,2,3,4-tetrakis-0-(trimethylsilo)-

OTMS

11 , , .. , , 1 L
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

I,
,

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

438 C17H42O5SH 33648-69-0
D-Ribose, 2,3,4,5-tetrakis-0-(trimethylsilyl)-

OSi Me3

OS i Me 3

I I

Me3 S i OCH 2 CHCHCH( CHO) OSiMe3



438 EPA/NIH MASS SPECTRAL DATA BASE 3331

438 C 17H 42O5SL1 38321-21-0
3,9-Dioxa-2,10-disilaundecan-5-one, 2,2,10,10-tetramethyl-

6,7-bis[(trimethylsilyl)oxy]-,

OS i Me 3

OS i Me 3
I I

Me3 S i OCH 2 COCHCHCH 2 OS i Me

3

438 C 17H42O5SU 55399-49-0
Arabinofuranose, l,2,3,5-tetrakis-0-(trimethylsilyl)-

OTMS

438 Ci7H420 5Si4 55555-45-8
D-Xylopyranose, l,2,3,4-tetrakis-0-(trimethylsilyl)-

1

,—.—,—.. -1 — ui uj L_-1
1
——

t

1
' v——1

1 r“ 1
—“-1 v- 1 “t—

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

438 C 17H 42O5SL 56271-64-8
/J-DL-Arabinopyranose, l,2,3,4-tetrakis-0-(trimethylsilyl)-

OTMS

OTMS

438 C 17H42O 5SH 56271-65-9
a-DL-Arabinopyranose, l,2,3,4-tetrakis-0-(trimethylsilyl)-

4mso\

TMS0^ OTMS
OTMS

L . . .

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

1, L
,

1. llf- f r——

1

1——

1

1 f 1—-7— 1
1
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1

T “t** r—
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0 —L“—1
1 r,1,fc
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1

* 1
1

1
1

1 r—
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



3332 EPA/NIH MASS SPECTRAL DATA BASE 438

438 C 17H 42O 5SU 56271-66-0
/3-DL-Lyxopyranose, l,2,3,4-tetrakis-0-(trimethylsilyl)-

438 C 17H42O5SU 56271-68-2
D-Xylofuranose, l,2,3,5-tetrakis-0-(trimethylsilyl)-

OTMS

TMSO OTMS

)Cn2

Pv01

\OTMS /M
OTMS

:

;
I

l,

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

;

li, 1,
1 1 1 1 1

160 170 180 190 200 210 220
1 1 1 1 1 1 1

230 240 250 260 270 280 290 300

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

438 C 17H 42O5SU 56271-67-1
a-DL-Lyxopyranose, 1 ,2,3,4-tetrakis-0-(trimethylsilyl)- 438 C 17H42O5SU 56271-69-3

D-Ribofuranose, 1 ,2,3,5-tetrakis-0-(trimethylsilyl)-

TMSO OTMS
' -0

TMSO OTMS

TMSOCH2

TMSO OTMS

OTMS

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

100-1

80-

60-

40-

l|li. II- . Ill,- ..
k

.
-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300
0 -



438 EPA/NIH MASS SPECTRAL DATA BASE 3333

438 C17H42O5SU 56271-70-6
D-Ribopyranose, l,2,3,4-tetrakis-0-(trimethylsilyl)-

/ ^—OTMS

tmso
| |

TMSO OTMS

438 C 18H 30O8S2 16885-34-0
D-ara6mo-Hexose, 2-deoxy-, diethyl mercaptal, tetraacetate

OAc

OAc

OAc
I I

AcOCH 2 CHCHCHCH2 CH( SEt )

2

438 C 18H30O 8S 2 24807-89-4
Rhamnose, diethyl mercaptal, tetraacetate, L-

OAc

OAc

CH ( SEt ) 2

AcOCHMe CHCHCHOAc

100

80

60

40

20

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

438 Ci8H34N403Si3 31083-63—3
Pteridine, 6-propyl-2,4,7-tris(trimethylsiloxy)-

OSi Me 3

438 C 21H26O 10 5346-66-7
(3-D-Glucopyranoside, 2-methylphenyl, tetraacetate

OAc



3334 EPA/NIH MASS SPECTRAL DATA BASE 438

438 C23H4204Si2 56700-97-1
3-Decanone, l-[3-methoxy-4-[(trimethylsilyl)oxy]phenyl]-5-

[(trimethylsilyl)oxy]-

Me 3 SI 0

OS I Me 3
I

CH2 CH2 COCH2 CH( CH2 ) A Me

438 C 25H30N 2O5 7097-00-9
Obscurinervan-21-one, 6,7-didehydro-22-ethyl-15,16-dimethoxy-,

(22a)-

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

438 C25H 30N 2O5 56143-40-9
Curan-19,20-diol, l-acetyl-16,17-didehydro-, diacetate (ester),

(19S)-

OAc

CH(OAc)Me

Ac
CH2

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

**r t
“~ *

1
“

1
1 “|

1
* * l‘

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

438 C 25H 42O6 55320-03-1
9,12-Octadecadienoic acid (Z,Z)-, 2-(acetyloxy)-l-[(acetyl~

oxy) methyl] ethyl ester

CH2OAC
1

Me
(
CH 2 ) 4 CH = CHCH2 CH = CH ( CH2 ) 7 C( 0 ) OCHCH2 OAc

100 1
lOO-i

80 - 80-

60- 60-

40 - 40-

20-

li. |L

20-

nl, ,,1,
1 1 1 1 1 1 1 1 1 1 1 r—

310 320 330 340 350 360 370 380 390 400 410 420 430
1 l

440 450 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

438 C25H 30N 2O 5 55724-52-2
1,16-Cyclocorynan-16-methanol, lT-facetyloxyJ-^^O-di^
dehydro-10-methoxy-, acetate (ester), (19E)-

AcOCH 2

CH2 OAc

57 438 C 25H42O6 55320-04-2

9,12-Octadecadienoic acid (Z,Z)~, 2,3-bis(acetyloxy)propyl ester

OAc
I

Me
(
CH2

) 4 CH : CHCH2 CH = CH ( CH2 ) 7 C( 0 )
OCH2 CHCH2 OAc

80-

60-

40 -

20 -

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



438 EPA/NIH MASS SPECTRAL DATA BASE 3335

438 C 26H 30O6 13072-74-7
D-Homo-24-nor-17-oxachola-l,20,22-triene-3,7,16-dione, 14,=

15:21,23-diepoxy-4,4,8-trimethyl-, (5ot,13a, 14(3, 15/3,17aa)-

Ji ...1: .11 . ii I.iii I.l.li i.iii 1 . 1 .,. . 1 . ..1.I1I i.ii

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

438 C 26H 30O6 18296-15-6
2-Propen-l-one, 3-(2,5-dihydroxyphenyl)-l-[3-(3,7-dimethyl-

2,6-octadienyl)-2,4-dihydroxy-5-methoxyphenyl]-, (E,E)~

OH

438 C 27H23ClN 2Si 38033-06-6
Silanediamine, l-chloro-N,A/'-bis(diphenylmethylene)-l-methyl-

Ph 2 C=NSI Cl MeN=CPh 2

438 C27H39BO4 31012-67—6
Pregn-4-ene-3,20-dione, 17,21-[(cyclohexylborylene)bis(oxy)]-

438 C28H22OS 2 16661-24-8
Dibenzo[6/]thiepin, 10,10'-oxybis[10,ll-dihydro-

100

80

60

40

20

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

I 11, ill. ...Ii—U—,—lJl. 1
, If



3336 EPA/NIH MASS SPECTRAL DATA BASE 438

438 C 29H 58O2

Hexacosanoic acid, propyl ester

40710-38-1 438 C 30H46O 2

Olean-12-en- 28-al, 3-oxo-
33608-08-1

Me
( CH 2 ) 2 4 C{ 0) OPr

438 C 29H58O2 55320-07-5
Heptanoic acid, docosyl ester

Me ( CH 2 ) 5 C( O) 0( CH 2 ) 2

1

Me

438 C 29H58O 2 55682-92-3
Octacosanoic acid, methyl ester

Me
( CH 2 ) 26 C( O) OMe

100

80

60

40

20

0

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

Me

438 C30H46O2 55637-49-5
l,10-Secoergosta-5,7,9,22-tetraen-3-ol, acetate, (24£)-



439 EPA/NIH MASS SPECTRAL DATA BASE 3337

438 C30H 46O 2 56792-48-4
D:A-Friedoolean-l-en-3-one, 25,26-epoxy-

439 C24H19M11NO2P 32826-10-1
Manganese, dicarbonyl-Tr-pyrrolyl(triphenylphosphine)-

438 C30H50N2 56247-66-6
2'/7-Cholest-2-eno[3,2-c]pyrazole, 4,4-dimethyl-, (5a)-

439 C24H25NO7 30833-09-1
Spiro[7/f-indeno[4,5-d]-l,3-dioxole-7,r(2'H)-isoquinoline]-

7',8-diol, 3',4',6,8-tetrahydro-6'-methoxy-2'-methyl-, diacetate

(ester), trans-

Me



3338 EPA/NIH MASS SPECTRAL DATA BASE 439

439 C 30H 49NO 38759-52-3
2-Propenamide, iV-[(3/J)-cholest-5-en-3-yl]-

440 C 10H5CI9 3734-49-4
4,7-Methano-lH-indene, l,2,3,4>5,6,7,8,8-nonachloro-2,3,3a,4,~

7,7a-hexahydro-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450 310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

440 CeHnChO/Ta 17035-44-8
Tantalum, dichlorodiethoxy(2,4-pentanedionato-0,0')~

440 C 12CI8O
Dibenzofuran, octachloro-

39001-02-0
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440 C 12H 10I2O2 25315-12-2

Naphthalene, 1,5-diiodo- 2,6-dimethoxy-

1

100

80

60

40

20

0



440 EPA/NIH MASS SPECTRAL DATA BASE 3339

440 CisHisBi 603-33-8
Bismuthine, triphenyl-

Bi Ph3

440 Ci8Hi6Fe206 38980-21-1
Iron, hexacarbonyl[/Li-[(4a,5,10,10a-r/:5,10-r/)-l,2,3,4,5,6,7,8,9-

octahydro-5,10-benzocyclooctenediyl] ]di-, (Fe-Fe )

440 C 18H33CIN2O6S 22431-46-5
L-threo-a-D-galacto-Octopyranose

,
7-chloro-l,6,7,8-tetra-

deoxy-6-[ [(1-methyl-4-propyl-2-pyrrolidinyl)carbonyl]-
amino]-l-(methylsulfinyl)-, (2S-trans)-

440 Ci9H36N 204Si3 55401-61-1
Benzenebutanoic acid, 7-oxo-a,2-bis[(trimethylsilyl)amino]-3-

[(trimethylsilyl)oxy]-

C0CH2CH(C02H) NHS i Me3

NHSi M63

OS i Me 3

100
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3340 EPA/NIH MASS SPECTRAL DATA BASE 440

440 Ci9H 440 7Si2 55683-31-3
Silicic acid (HeShCb), butyl pentapropyl ester

OP r

OPr
I I

Me ( CH2 )3 OSi OSi OPr

PrO OPr

440 C23H4404Si2 56248-21-6
Cyclopentanepropanoic acid, 2-(l,5-octadienyl)-3,5-bis[(tri=

methylsilyl)oxy]-, methyl ester

OS i Me

3

- CH = CHCH2 CH2 CH = CHE t

Me 3 S i 0 CH2CH2C( 0 ) OMe

440 C 24H 28N2O6 2111-85-5
Compactinervine, diacetate (ester)
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440 C 25H32N 2O5 7097-01-0
Obscurinervine, dihydro-
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440 EPA/NIH MASS SPECTRAL DATA BASE 3341

440 C25H32N 2O5 54658-05-8
4,25-Secoobscurinervan-4-ol, 6,7-didehydro-16-methoxy-22-

methyl-, 21-acetate, (4/3,22a)-
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0
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440
^

C 25H32N 2O5 54678-25-0
4,25-Secoobscurinervan-4-one, 0-acetyl-16-methoxy-22-methyl-,

(22a)-

440 C 25H 44O6 55401-63-3
9-Octadecenoic acid (Z)-, 2-(acetyloxy)-l-[(acetyloxy)methyl]ethyl

ester

CH 2 OAc
I

Me
( CH2 ) 7 CH = CH ( CH2 ) 7 C( 0 )

OCHCH2 OAc

;

i u— .ill.,,—Jill JiL> ...i.iiiii, 1.1.-1 1
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440 C 25H 44O6 55401-64-4
9-Octadecenoic acid (Z)-, 2,3-bis(acetyloxy)propyl ester

OAc
I

Me ( CH2 ) 7 CH = CH ( CH2 ) 7 C( 0 )
OCH2 CHCH2 OAc

440 C26H32O6 6869-66-5
Bufa-20,22-dienolide, 16-(acetyloxy)-14,15-epoxy-3-oxo-,

(5/1,15/3,16d)-



3342 EPA/NIH MASS SPECTRAL DATA BASE 440

440 C 26H32O6 10314-90-6
D-Homo-24-nor-17-oxachola-l,20,22-triene-3,16-dione, 14,=

15:21,23-diepoxy-7-hydroxy-4,4,8-trimethyl-, (5a,
1

7a, 13a,=
1 4/3, 1 5/3,17aa)-

uji L 1 ill liil, .

,

lL. l.lllll III. ]jll,l..ll, 1 . 1,1 Luxlilil 1

90 100 110 120 130 140 150

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

440 C 26H 32O6 10584-64-2
D-Homo-24-nor-17-oxachola-20,22-diene-3,7,16-trione, 14,=

15:21,23-diepoxy-4,4,8-trimethyl-, (5a, 13a, 14/3, 15/3,17aa)-

440 C 26H32O6 36615-16-4
Bufa-20,22-dienolide, 3-(acetyloxy)-14,15-epoxy-16-oxo-,

(3/3,5/3,15/3)-

440 C27H41BO4 30888-45-0
Pregn-4-en-3-one, 17,21-[(cyclohexylborylene)bis(oxy)]-20-

hydroxy-, (207?)-

OH



440 EPA/NIH MASS SPECTRAL DATA BASE 3343

440 C 27H 41BO4 30888-58-5
Pregnane-3,20-dione, 17,21-[(cyclohexylborylene)bis(oxy)]-, (5f})-

Jll ll ll . i.llL . I.lli . 1 ill

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

. nlilll... —lilllLiL. . Jiill 1.. iLi 111, .i ili.ln 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

440 C 28H 40O4 1256-21-9
lO'-Apo-ft'/'-carotenoic acid, 5,6-dihydro-5,6-dihydroxy-, methyl

ester, (5R,QR)~

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

440 C 28H 40O4 56700-76-6
9,12,15-Octadecatrienoic acid, 2-phenyl-l,3-dioxan-5-yl ester

0C( 0 ) (CH2 ) 7 CH 4 CHCH2 CH 1 CHCH2 CH = CHE t
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440 C 28H40O4 56554-38-2
9,12,15-Octadecatrienoic acid, 2-phenyl-l,3-dioxan-2-yl ester,

(Z,Z)-

OC( 0 ) ( CH 2 )7 CH:CHCH 2 CH:CHCH 2 CH = CHEt

440 C 28H 40O4 56847-06-4
9,12,15-Octadecatrienoic acid, (2-phenyl-l,3-dioxolan-4-yl)methyl

ester

CH 2 0C( 0 ) (
CH2 ) 7 CH 1 CHCH2 CH • CHCH2 CH 1 CHE t



3344 EPA/NIH MASS SPECTRAL DATA BASE 440

440 C30H48O2

Ergosta-7,22-dien-3-ol, acetate, (3/3,5a)-

1449-60-1

CHMe CH = CHCHMe CHMe2

1 1 II .
ill Illllllll..llllllll,l..r .llljlll

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

440 C 30H48O2 5596-02-1
5a-Cholesta-7,9(ll)-dien-3/3~ol, 14-methyl-, acetate

CHMe(CH2)3CHM92

I

1 1 , 1 ., .ill.- lit. 11 . . L ,i.l

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

60-

40-
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20-

- . L. L

i.-4jjJni.....
t
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440 C 30H 48O2

Olean-9 ( 1 1)-en- 12-one, 3/3-hydroxy-
4354-40-9

,1.1 .1. ! i'i,. i|i-i

-aj— -aaj_ I. aj „ _L a^a

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

440 C30H48O2

D:A-Friedooleanan-28-al, 3-oxo-
14440-40-5

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



440 EPA/NIH MASS SPECTRAL DATA BASE 3345

440 C 30H 48O 2 15353-29-4
D:A-Friedooleanan-24-al, 3-oxo-

Me

440 C30H 48O2 18671-50-6
Z):A-Friedooleanane-3,7-dione



3346 EPA/NIH MASS SPECTRAL DATA BASE 440

440 C30H 48O2

Ergosta-5,24-dien-3-ol, acetate, (3/3)—

33444-85-8 440 C30H48O2

Lanost-8-ene-7,ll-dione
54411-45-9

CHMe CH2 CH 2 CMe =CMe2

440 C30H48O2

D:A-Friedooleanan-24-al, 1-oxo-

Me

CH =0

43230-80-4

Me

440 C 30H 48O 2 55401-48-4
Lanost-8-ene-3,7-dione, (13a, 14/3,17a)-



440 EPA/NIH MASS SPECTRAL DATA BASE 3347

440 C 30H48O2

Lanost-8-ene-3,ll-dione, (13a, 14/3,17a)-

55401-49-5 440 C 30H 48O2 56293-01-7
Cholesta-2,8-dien-6-ol, 14-methyl-, acetate, (5a,6a)-

440 C 30H48O2 55401-50-8
Ergosta-14,22-dien-3-ol, acetate, (3/3,5a)-

Me

1 l
,

..[I
,

Jj 0,1.1 1 ,1.1. 1.1 .,
l-i 1 1 . 1 11 jl

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

440 C30H 48O2 56771-57-4
25-Norolean-5(10)-en-20-oic acid, methyl ester, (4a)-

Me



3348 EPA/NIH MASS SPECTRAL DATA BASE 440

440 C 30H 48O2 56772-03-3
1-Propanone, Lr-lll.^-bisU.l-dimethylethyDtricyclo0

[5.2.2. l 2
.
6]dodeca-3,8-diene-4,8-diyl]bis[2,2-dimethyl-

440 C 30H48O2 56784-08-8
D:A-Friedooleanan-l-one, 25,26-epoxy-

Me Me

440 C31H52O 511-61-5
9,19-Cyclolanost-25-en-3-ol, 24-methyl-, (3/3,24S)~

440 C 31H52O 1449-09-8
9,19-Cyclolanostan-3-ol, 24-methylene-, (3/3)-



441 EPA/NIH MASS SPECTRAL DATA BASE 3349

440 C 31H52O 6890-88-6

Lanost-8-en-3-ol, 24-methylene-, (3/3)-

441 Ci8HioBeFeN204 30983-54—1
Beryllium, bis[4,4,4-trifluoro-l-(3-pyridinyl)-l,3-butanediona :=:

to-0,0 1

]-, (T-4)-

440 C31H52O 24433-22-5
C(74a)-Homo-27-norgammacer-14-ene, 3/3-methoxy- 441 C20H27NO8S 56701-28-1

Butanoic acid, 4-(acetylamino)-, [3,4-dihydro-6,7-dimethoxy-
2-(methoxysulfonyl)-l(2/i)-naphthalenylidene] methyl ester

CHOC{ 0) ( CH 2 ) 3 NHAc

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

441 C2oH43N02Si4 55556-99
r5

Silanamine, l,l,l-trimethyl-lV-(trimethylsilyl)-/V-[2-[(tri=:

methylsilyl)oxy]-2-[4-[(trimethylsilyl)oxy] phenyl] ethyl]-

Me3 S i 0

S i Me 3
I

CHCH2 NS i Me 3
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40

20

0

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



3350 EPA/NIH MASS SPECTRAL DATA BASE 441

441 C2oH43N02Su 55606-74-1
Silanamine, JV-[2-[3,4-bis[(trimethylsilyl)oxy]phenyl]ethyl]-l,=

l,l-trimethyl-iV-(trimethylsilyl)-

Sl Me 3
I

M63SI 0- -CH2 CH2 NSi Me3

Me3Si 0

441 C24H2iMnN02P 43064-63-7
Manganese, carbonyl[(l,2,3,4-?/)-l,3-cyclopentadiene]nitrosyl=

(triphenylphosphine)-

Ph— P—Ph

I

Ph

441 C 25H3iN04S 40248-06-4
Benzenesulfonamide, iV,4-dimethyl-lV-(6a,7,10,10a-tetrahydro-

l-methoxy-6,6,9-trimethyl-6//-dibenzo[6,d]pyran-3-yl)-,
(6aR-trans)-

441 C 28H43NO 3 56143-22-7
Pyrrolidine, [(3/3)-3-(acetyloxy)-20-methyl-21-oxopregn-5-en-

2l-yl]-

o



442 EPA/NIH MASS SPECTRAL DATA BASE 3351

441 C 29H43N.CIH 53286-45-6
Androst-2-en-17-amine, 4,4-dimethyl-AM2-phenylethyl)-,

hydrocholoride, (5a)-

Me

441 C 29H47NO2 53336-26-8
Ergosta-7,22-dien-6-one, 3-hydroxy-, O-methyloxime, (3/3,5a,22£)-

441 C31H55N 55320-50-8
Cholest-2-en-3-amine, N,N diethyl

, (5a)-

Me

442 C 12H2CI8O 40356-57-8
Benzene, l,l'-oxybis-, octachloro deriv.

0 Ph2 +8CI

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

442 C 14H 14F 12O2 18770-66-6
Cyclohexanecarboxylic acid, 2,2,3,3,4,4,5,5,6,6,7,7-dodecafluoroheptyl

ester

a C(O) OCH 2 CF 2 CF 2 CF 2 CF 2 CF 2 CHF

2

— L ..lll,L ...I, ill J.ll t—

J

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



3352 EPA/NIH MASS SPECTRAL DATA BASE 442

100

80

60

40

20

0

442 Ci4HuTe2 32294-57-8
Ditelluride, bis(4-methylphenyl)

442 C 14H 16CI2N2O6S2 52000-67-6
L-Cystine, N-[ (2,4-dichlorophenoxy)acetyl]-

^OCH2 CONHCH ( CO2 H ) CH2 SSCH2 CH (
NH2 ) CO2 H

Cl
Cl

442 C 18H5F 10P 5074-71-5
Phosphine, bis(pentafluorophenyl)phenyl-

F F

-1 1 1 1 r

—

1

1 'i i

1 "—-r-— —“-t*
——1—“1—~-r t-

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

442 C 20H 20CI2O7 5859-23-4
4,2-Cresotic acid, 6-methoxy-, methyl ester, 3,5-dichloro-4,6-

dimethoxy-o-toluate

ci

442 C2oH38N205Si2 57397-41-8
2,4,6(lH,3H,5ff)-Pyrimidinetrione, 5-[2,3-bis[(trimethylsilyl) =
oxy]-2-propenyl]-l,3-dimethyl-5-(l-methylbutyl)~

CH2 C = CHOS i Me3
CHPrMe



442 EPA/NIH MASS SPECTRAL DATA BASE 3353

442 C 23H26N 2O7 55283-47-1

Dichotine, 2-deoxy-2,21-epoxy-ll-methoxy-, (21a)-

MeO Me

442 C 24H34N4O4 37580-26-0
L-Alanine, JV-[iV-[Ar-[(4-cyanophenyl)methylene]-L-valyl]-L-

isoleucyl]-, ethyl ester

CHMe2 CHMe CH2 Me
I I

NC'

442 C25H 30O7 33439-66-6
Guaia-l(10),3-dien-12-oic acid, 6a,8,ll-trihydroxy-2-oxo-,

12,6-lactone, bis(2-methylcrotonate), (Z,Z)-(8S,1 IR)-

442 C 25H 34N 2O5 6887-31-6
4,25-Secoobscurinervan-4-ol, 6,7-didehydro-22-ethyl-15,16-

dimethoxy-, (4/1,22a)-

442 C25H34N2O5 54658-09-2
4,25-Secoobscurinervan-4-one, 22-ethyl-15,16-dimethoxy-, (22a)-



3354 EPA/NIH MASS SPECTRAL DATA BASE 442

442 C 25H34N2O5 54751-72-3
Aspidospermidine, 19,21-epoxy-15,16,17-trimethoxy-l-(l-oxo~

propyl)-

MeO

MeO

MeO COEt

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

442 C 25H 46O6 33599-07-4
Octadecanoic acid, 2,3-bis(acetyloxy)propyl ester

OAc
I

Me ( CH2 ) 1 6 C( 0) OCH2 CHCH2 OAc
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ll L <1 ,i,. 1,1 Ill
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,| , I.. , . , 1.
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l

442 C26H34O6 470-37-1
Bufa-20,22-dienolide, 16-(acetyloxy)-14,15-epoxy-3-hydroxy-,

(3/3,5/3,15/3,16/3)-

! 1 ,1,. li. 1, i,
,

,

10 20 30 40 50 60 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

4^ i-L i-l -j
,
JlL, L

—

i—,—,—,

—

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

442 C 26H 34O6 4026-96-4
Bufa-20,22-dienolide, 3-(acetyloxy)-14,15-epoxy-16-hydroxy-,

(3/3,5/3,15/3,16/3)-

0H

442 C 25H46O6 55401-62-2
Octadecanoic acid, 2-(acetyloxy)-l-[(acetyloxy)methyl]ethyl ester

CH2 OAc
I

Me ( CH2 ) , 6 C( O) OCHCH2 OAc

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



442 EPA/NIH MASS SPECTRAL DATA BASE 3355

442 C 26H 34O6 4029-68-9
Bufa-20,22-dienolide, 3-(acetyloxy)-14,15-epoxy-5-hydroxy-,

(30,50,150)-
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. - - .. III-.. ill Jil .1 in, iiliiiL .H.iiiii.. ...ii Jii.i.
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442 C 26H34O6 10314-91-7
D-Homo-24-nor-17-oxachola-20,22-diene-3,16-dione, 14,-

15:21,23-diepoxy-7-hydroxy-4,4,8-trimethyl-, (5a,7a, 13a,
~

140,150,17aa)-

442 C 26H34O6 19669-94-4
Pregna-2,4,6-triene-2-carboxaldehyde, 3-ethoxy-17,20:20,21-

bis(methylenedioxy)-

Me n°\/°-

442 C 26H 34O6 31444-12-9
Bufa-20,22-dienolide, 3-(acetyloxy)-14-hydroxy-15-oxo-, (30,50)-

0

442 C26H5403Si 56784-02-2
Docosanoic acid, 2-[(trimethylsilyl)oxy]-, methyl ester

OS i Me 3

I

MeOC( O) CH(CH2 )i 9 Me



3356 EPA/NIH MASS SPECTRAL DATA BASE 442

442 C 28H42O 4 56599-47-4
9,12-Octadecadienoic acid, (2-phenyl-l,3-dioxolan-4-yl)methyl

ester, cis-

CH 2 0C( 0) (
CH 2 ) 7 CH = CHCH 2 CH = CH ( CH 2 ) 4 Me

442 C 28H 42O4 56599-48-5
9,12-Octadecadienoic acid, (2-phenyl-l,3-dioxolan-4-yl)methyl

ester, trans-

CH 2 0C( 0) (
CH2 ) 7 CH : CHCH 2 CH : CH ( CH 2 ) 4 Me
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Jl , 1I1I 1J LJJi (Lx, 11L ,
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III. 1. -1
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1 1 1 ..I

442 C 28H42O4 56648-80-7
9,12-Octadecadienoic acid, 2-phenyl-l,3-dioxan-5-yl ester

0) ( CH 2 ) 7 CH : CHCH 2 CH = CH ( CH 2 ) 4 Me

XJ

442 C28H42O4 56687-50-4
9,12-Octadecadienoic acid, 2-phenyl-l,3-dioxan-5-yl ester, cis-

OC( 0) ( CH 2 ) 7 CH :CHCH 2 CH = CH( CH 2 ) 4 Me



442 EPA/NIH MASS SPECTRAL DATA BASE 3357

442 C29H 14O5

9,10-Anthracenedione, l,l'-carbonylbis-

55401-51-9 442 C29H 46O3 20981-59-3
Cholest-5-en-24-one, 3-(acetyloxy)-, (3/3)-

CH2 CH2 COCHM62

442 C 29H 46O3 23405-51-8
Cholest-4-en-26-al, 3-oxo-, cyclic 26-(ethylene acetal)

442 C 29H46O3 988-19-2
Cholest-7-en-6-one, 3-(acetyloxy)-, (3/3,5a)-

Me
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3358 EPA/NIH MASS SPECTRAL DATA BASE 442

442 C 29H46O3 24744-53-4
Furost-20(22)-en-26-ol, acetate, (5a, 25/?)-

442 C 29H46O3 24799-50-6
Ketone, methyl 5a-spirostan-20-yl, (20R,25R)-

442 C30H38N2O 54245-96-4
2,5-Cyclohexadien-l-one, 4-[(4'-amino-2,2',3,3',5,5',6,6'-octa=

methyl[l,l'-biphenyl]-4-yl)imino]-2,3,5,6-tetramethyl-

Me Me

Me

442 C 30H50O2 545-48-2
01ean-12-ene-3,28-diol, (3/3)-

Me

442 C29H46O3 56282-34-9
Ethanone, l-[(5a,25#)-spirostan-20-yl]-
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60

40

20

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



442 EPA/NIH MASS SPECTRAL DATA BASE 3359

442 C30H50O2 5502-23-8

Cholest-8-en-3-ol, 14-methyl-, acetate, (3/3,5a)-

Me

j

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

-ll .1--

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

{ - L

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

442 C 30H50O2 6702-41-6
Cholest-5-en-3-ol, 4-methyl-, acetate, (3/3,4/3)-

Me

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

. I.|.. j 1- .

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

:
, ,

1
, ,

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

442 C30H50O2 14440-41-6
D:A-FriedooIeanan-3-one, 28-hydroxy-

Me

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

442 C30H50O2 25116-73-8
Lanostan-3-one, 11/3,18-epoxy-

CHMe ( CH 2 ) 3 CHM0 2



3360 EPA/NIH MASS SPECTRAL DATA BASE 442

442 C 30H 50O2

Lup-20(29)-ene-3a,23-diol

32451-85-7 442 C30H50O2 39903-21-4
D:A Friedooleanan -3-one, 29-hydroxy-, (20a)-

442 C 30H50O2 38404-85-2

3,5-Cyclocholestan -6-one, cyclic l-methyl-l,2-ethanediyl acetal,

(3/3,5a)-
442 C30H50O2 39944-58-6
D:A-Friedooleanan-29-oic acid, (20a)-



442 EPA/NIH MASS SPECTRAL DATA BASE 3361

442 C 30H50O2 50764-37-9
Lanostane-3, 1 1-dione

Me

442 C 30H 50O2 52474-95-0
Lanostan-18-oic acid, 11-hydroxy-, 7-lactone, (11/3)—

442 C 30H 50O 2 54411-48-2
Lanostane-3,12-dione

Me

442 C 30H 50O 2 54482-57-4
9,19-Cyclolanost-23-ene-3,25-diol, (3/?,23E)-

liiL il.. i.,.lil|i.. . ,,ll i, . 1 . 1 ... . 1.1.1 L. 1 ,... . 1.. .1

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

* l L Jl
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



3362 EPA/NIH MASS SPECTRAL DATA BASE 442

442 C30H50O2 56614-56-3
D:A-Friedooleanan-7-one, 3-hydroxy-

442 C31H54O 55162-57-7
Cholestan-3-one, 2-(l,l-dimethylethyl)-, (2/3,5a)-

443 C 16H 24F3N 3O4S2 55683-05-1
2//-l,2,4-Benzothiadiazine-7-sulfonamide, A/,A/,2,4-tetraethyl-

3,4-dihydro-6-(trifluoromethyl)-, 1,1-dioxide

“V-1—1—“—1 1 1 1 1“—1
1 1 1 1 “i 1-“—1—

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

443 C 22H 22CIF4NO2 10457-91-7
1-Butanone, 4-[4-[4-chloro-3-(trifluoromethyl)phenyl]-4-
hydroxy-l-piperidinyl]-l-(4-fluorophenyl)-

CO(CH2)3 • otx:
CHMe( CH2

) 3 CHMe

2

t-Bu M
v
e

J
1 1 F ui|

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
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40-
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1-—jJil... 1.H1..1. -Ip-
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-ii
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,«! -!- - 0 “1
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1

* —

r

,J
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310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

443 C25H37N3O4 15939-57-8
L-Tryptophan, N-[N-(l-oxodecyl)-/?-alanyl]-, methyl ester

H
N n

CH 2 CHNHCOCH 2 CH2 NHC0( CH 2 ) 8 Me
I

C( 0) OMe

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



443 EPA/NIH MASS SPECTRAL DATA BASE 3363

443 C 25H37N3O4 57174-05-7
L-Alanine, Al-[Ar-[iV-(3-phenyl-2-propenylidene)-L-valyl]-L-

isoleucyl]-, ethyl ester

Me2 CH CHMe CH2 Me
I I

Ph CH = CHCH = NCHCONHCHCONHCHMe C{ 0) OE t

443 C 29H49NS 20997-51-7
Thiocyanic acid, 2a-methyl-5a-cholestan-3a-yl ester

Me

443 C 29H49NS 20997-56-2
Thiocyanic acid, 2«-methyl-5a-cholestan-3/3-yl ester

CHMe (CH2) 3 CHMe

2

Me Me

443 C 29H49NS 20997-62-0
Thiocyanic acid, 20-methyl-5a-cholestan-3a-yl ester

Me
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3364 EPA/NIH MASS SPECTRAL DATA BASE 443

443 C 29H49NS 20997-64-2
Thiocyanic acid, 4a-methyl-5a-cholestan-3a-yl ester

443 C31H57N 54498-47-4
Cholestan-3-amine, Af,AT,4,4-tetramethyl-, (3d,

5

a)-

Me

443 C 29H 49NS 20997-69-7
Thiocyanic acid, 4a-methyl-5a-cholestan 3/?-yl ester

Me

!
, Jill, ill , ,1 ll.iJ lilllL. .Illllil illllu i.ltllL ,1,1.

10 20 30 40 50 60 70 8

1 1 1 1 1 1

90 100 110 120 130 140 150
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li. 1 1 „ . IL
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: j * L k L k—1——1
1 1 1

——1 r 1 1 1
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444 C8F4Fe206S2 15492-09-8
Iron, hexacarbonyl[/4-[l,l,2,2-tetrafluoro-l,2-ethanedithiolato=

(2-)-S,S':S,S']]di-, (Fe-Fe)

CO CO
CO \|/

COvA ^Fe
CO— Fe/— S-

-i 1



444 EPA/NIH MASS SPECTRAL DATA BASE 3365

444 Ci 2BrFioP 13648—79—8

Phosphinous bromide, bis(pentafluorophenyl)-

F F

F F

444 Ci8H2oFe206 33310-07-5
Iron, hexacarbonyl[/ti-[(l,2,3,4-r;:l,4-?7)-l,2,3,4-tetraethyl-l,3-

butadiene-l,4-diyl]]di-, (Fe-Fe)

444 Ci9H27F3N203Si2 52558-11-9
L-Tryptophan, AT-(trifluoroacetyl) 1 (trimethysilyl)-, trimethylsilyl

ester

S i Me 3
I

CH 2 CHC{ 0) OS i Me3

NHCOCF 3

444 C2iH34Br2 25347-06-2
Benzene, 2,4-dibromo-l,3,5-tris(2,2-dimethylpropyl)-

Br

CH2CM8 3

444 C 22H 24N2O8 60-54-8
2-Naphthacenecarboxamide, 4-(dimethylamino)-l,4,4a,5,5a,6,=
ll,12a-octahydro-3,6,10,12,12a-pentahydroxy-6-methyl-
1,11-dioxo-, [4S-(4a,4aa,5aa,6d,12aa)]-

Me

100

80

60

40

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

20



3366 EPA/NIH MASS SPECTRAL DATA BASE 444

1
“

‘‘I

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

444 C 23H 28N2O7

Dichotine, 11-methoxy-
29537-51-7

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

444 C 24H 36N4O4 55401-52-0
L-Leucine, N-[7V-(tricyclo[3.3.1.13*7]dec-2-ylcarbonyl)-L-histidyl]-,

methyl ester

Me 2 CHCH 2

I

kl
Me 0C( 0) CHNHCO

N v 1

CH 2 CHNHCO f/ \OHN—

J

Lh. .-I.ll.-L i.lill- JilL -ll

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

1 l. .1

160 170 180 190 200 210 220 230 240 250 260 27C 280 290 300

: l * 1

444 C25H32O7 19314-66-0
Benzoic acid, 2-hydroxy-4-[(4-hydroxy-2-methoxy-6-pentyl=

benzoyl)oxy]-6-pentyl-

(CH2)4Me

( CH 2 ) 4 Me

CO2 H

Ij^^l— c( 0) 0—

•

j.ll. ,1.1
1 ,

i.lill ...III,!.. ...ll,,. .,11 1 ill i, ,1

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

'
1L -ll.lll. lX L 1 1

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

444 C25H36N2O5 54658-11-6
4,25-Secoobscurinervan-4-ol, 22-ethyl-15,16-dimethoxy-, (4/1,22a)-

444 C26H36O6 471-95-4

Bufa-20,22-dienolide, 16-(acetyloxy)-3,14-dihydroxy-, (3/1,5/1,16/3)-

i‘^i. r i-liiii--—

!

1 li. 1 . ll|i I.! |ilJJ lilvJii t-
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



444 EPA/NIH MASS SPECTRAL DATA BASE 3367

100

80

60

40

20

0

100

80

60

40

20

0

444 C 26H36O6 1107-99-9

Pregna-l,4-diene-3,20-dione, 21-(2,2-dimethyl-l-oxoprop=
oxy)-ll, 17-dihydroxy-, (11/3)-

1. 1,1. lill.l, Ii. 1.1,1,

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

1 •(“
i

1
1 1

,

- 1 ' L—a

—

i

—
i

—-i—i i

Me,CC(0)0CH PC0

444 C 27H 40O5 4472-02-0
Chol-9(ll)-en-24-oic acid, 3-(acetyloxy)-12-oxo-, methyl ester,

(3a,5/3)-

Me

444 C28H20N4O2 19226-33-6
Benzoic acid, anhydride with ZV-(4,5-diphenyl-lH-l,2,3-tri=

azol-l-yl)benzenecarboximidic acid

Ph—^"^fj^NrCPhOCI 0) Ph

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

444 C 28H 32N 2O3 36455-19-3
Aspidospermidin-21-one, l-acetyl-17-methoxy-21-phenyl-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

444 C28H44O4 16106-28-8
9-Octadecenoic acid, 2-phenyl-l,3-dioxan-5-yl ester

pOC(O) ( CH2 ) 7 CH = CH ( CH2 ) 7 Me

90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



3368 EPA/NIH MASS SPECTRAL DATA BASE 444

444 C28H44O4 56599-45-2
9-Octadecenoic acid, (2-phenyl-l,3-dioxolan-4-yl)methyl ester, cis-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

444 C 28H 44O4 56052-98-3
Ergost-25-ene-6,12-dione, 3,5-dihydroxy-, (3(3,5a)-

444 C 28H 44O 4 56052-99-4
Ergost-25-ene-3,6-dione, 5,12-dihydroxy-, (5a,12(3)-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

"Cr
CH2 0C(0) ( CH2 ) 7 CH = CH(CH2 )7 Me

310 320 330 340 350 360 370 360 390 400 410 420 430 440 450

444 C28H44O4 56599-46-3
9-Octadecenoic acid, (2-phenyl-l,3-dioxolan-4-yl)methyl ester,

trans-

CH2 0C(0) (CH2)7CH = CH(CH2)7Me

444 C 29H 48O3

Cholestan-6-one, 3-(acetyloxy)-, (3/3,5a)-

1256-83-3

60

60



444 EPA/NIH MASS SPECTRAL DATA BASE 3369

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

444 C29H48O3

Cholestan-7-one, 3-(acetyloxy)-, (3/3,5a)-

6038-71-7

CHMe( CH2 )

3

CHM6 2

!

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

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

444 C29H 48O3

Cholest-5-ene-3,20-diol, 3-acetate, (3/3,20R)-

7429-99-4

CMe(OH) ( CH2 )

3

CHMe 2

444 C 29H48O3 21513-83-7
Cholestan-6-one, 3-(acetyloxy)-, (3a,5a)-

Me

L .. 1, il.l..Jllll, l ,..l.lil]|il.i.. Iilllllii.. ..II I. .-,.i,lll

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

,L L—i
1 r r

—“-T 1 1 1 1 1 1—
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

444 C 29H48O3

5a-Cholestan-2-one, 19-hydroxy-, acetate

Me

28809-68-9



3370 EPA/NIH MASS SPECTRAL DATA BASE 444

444 C 29H 48O3 30993-72-7
5a-Cholestan-19-ol, 2a,3a-epoxy-, acetate

444 C29H48O3 56247-67-7
Cholestane-l,3-dione, cyclic 3-(l,2-ethanediyl acetal), (5/3)-

Me

444 C29H48O3
Cholestan-7-one, 3-(acetyloxy)-, (3(8)-

52993-63-2

CHMe ( CH2 )

3

CHMe 2

!

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

L Il

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

444 C29H48O3
Pregnan-12-one, 3-(acetyloxy)-20-hexyl-, (3a)-

CHMe ( CH2 ) 5 Me

57984-01-7

1 T 1 ^

4

iL_,1.1.1..
,

1.1.1,- —4 it A-
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

100

80-

60-

40-

1- 1 ... 1- 1.iiIiiiIiiiiiIi
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

0 1 lli. Jj i——!-.
1 1 1 1

—^4 1- 1

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



444 EPA/NIH MASS SPECTRAL DATA BASE 3371

444 C30H28N4 17433-14-6

2-Quinazolinamine, 3,4-dihydro-6-methyl-ZV,3-bis(4-methyl=
phenyl)-4-[(4-methylphenyl)imino]-

444 C 30H52O2 2130-15-6
Lanostan-ll-one, 3-hydroxy-, (3d)-

_L 1 .1

1

,_l]l .l.li

10 20 30 40 50 60 70 80
1 1 1 1 1 1 1

90 100 110 120 130 140 150

L i i.i

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

LL u
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

444 C30H52O2 4356-09-6
Ergostan-3-ol, acetate, (3/3,5a)-

444 C 30H52O2 19468-26-9
Lanost-7-ene-3/3,H«-diol

Me



3372 EPA/NIH MASS SPECTRAL DATA BASE 444

444 C 30H 52O2

5a-Cholestan-3a-ol, 2a-methyl-, acetate

20997-52-8 444 C 30H 52O 2

Lanostan-3/?-ol, 11/3,19-epoxy-
22417-94-3

444 C 30H 52O2 20997-65-3
5a-Cholestan-3a-ol, 4a-methyl-, acetate

444 C30H52O2
Lanostan-3/3-ol, 11^,18-epoxy-

25116-67-0

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



444 EPA/NIH MASS SPECTRAL DATA BASE 3373

444 C30H 52O2

9,19-Cyclo- 9/3-lanostane 3/3,25- diol

26525-84-8 444 C30H52O2
D:A-Friedooleanane-3,29-diol, (3a,20a)-

56816-11-6

1

- 1
' 1 1 S 1 S—“—l 1-“ 1 hr" 1 1—1 r-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

444 C 30H52O2 54498-66-7
Cholestan-3-one, 4-methyl-, cyclic 1,2-ethanediyl acetal, (4a,5a)-

Me

(CH2)3CHM02

444 C30H52O2 56816-62-7
D:A-Friedooleanane-1 ,24-diol

HO



3374 EPA/NIH MASS SPECTRAL DATA BASE 444

444 C30H52O2

Cholest-5-ene, 3 (2-methoxyethoxy)-, (3/3)-

57156-77-1

o-l

80- 310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

60-
100

40-
80-

20-

d LI ih 1 I 1 .il. hi H H Hi
60-

1 1 1 1 1 1 • 1 1 1

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

20-1

100
. 0- 1‘“

1
1

1 1 f~ -l 1 1
1 1 1 1 1

1

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

444 C 31H28N2O 18391-99-6

3H-Indole-2 carboxy-o-toluidide, 3,3-dibenzyl-7-methyl-

— CONH-

- CH2 Ph

444 C 31H56O 55335-00-7
1-Naphthalenemethanol, a-(decahydro-l-naphthalenyl)-a-de=
cyldecahydro-

445 C6H3CI3F9NOS 2 51735-86-5
1-Butanesulfinamide, 1,1,2,2,3,3,4,4,4-nonafluoro-iV-methyl-

Ar-[(trichloromethyl)thio]-

Cl 3CSNMeS{ 0) CF2 CF2 CF2 CF3

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

445 CieHnFeNOsSi 52558-85-7
L-Tyrosine, iV-(trifluoroacetyl)-, trimethylsilyl ester, trifluoroacetate

(ester)

NHC0CF3
1

CH2 CHC( 0) OS i Me3

F3CC(0)o

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



445 EPA/NIH MASS SPECTRAL DATA BASE 3375

445 CieHigNsSe 57274-51-8
2,4,6,8,9,lQ-Hexathiatricyclo[3.3.1.13 "]decane-l ,3,5--tripropanenitrile,

7-propyl-

CH2 CH2 cn

Pr

445 C 18H32N06PSi2 56196-76-0
Phosphonic acid, [1 (acetylamino)-2-[4-(acetyloxy)phenyl]ethyl]-,

bis(trimethylsilyl) ester

OS i Me 3
I I

CH2 CHPOS i Me3
II

0

445 C 19H 17N5O.C 2HF3O2 55401-59-7
Acetic acid, trifluoro-, compd. with 2-amino-5,8-dihydro-5-

methyl-6,7-diphenyl-4(l/7)-pteridinone (1:1)

100

80

60

40

20

0

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

445 C 23H27NO8 131-28-2
Benzoic acid, 6-[[6-[2-(dimethylamino)ethyl]-4-methoxy-l,3-

benzodioxol-5-yl]acetyl]-2,3-dimethoxy-

OMe

445 C 23H28CIN3O2S 84-06-0
1-Piperazineethanol, 4-[3-(2-chloro-10H phenothiazin 10-yl) =

propyl]-, acetate (ester)

CH2CH2OAC
1



3376 EPA/NIH MASS SPECTRAL DATA BASE 445

445 C 23H 43NOS3 18794-25-7

Pyridine, l-acetyl-4-tert-butyl-2,3,6-tris(ter£-butylthio)-l,2,=

3,6-tetrahydro-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

445 C 30H 27N 3O 55937-86-5
Ethanamine, lV-[[4-[[4-[2-(4-methoxyphenyl)ethenyl]phenyl] =

azo]phenyl]phenylmethylene]-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

446 CsClio 2142-35-0
Benzene, l,2,4,5-tetrachloro-3,6-bis(trichloromethyl)-

CCI 3

—i 1 1 1 1 1

—

1—i
1

1 i“ —i i 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

446 C 14H 10O4R112 12194-68-2
Ruthenium, tetracarbonyldi-7r-cyclopentadienyldi-

Ru
2
(CO )4

446 CnHssOsPSia 55401-57-5

Propanoic acid, 3-[[bis[(trimethylsilyl)oxy]phosphinyl]oxy]-2,~

2-dimethoxy-, trimethylsilyl ester

OS i Me 3

I

Me3 S i OC(O) C(0Me)2CH2 0P0SiMe3



446 EPA/NIH MASS SPECTRAL DATA BASE 3377

446 Ci6H3oC>4Se2 22686-32-4
Octanoic acid, 8,8'-diselenodi-

H02 C( CH2 ) 7 SeSe ( CH2 ) 7 CO2 H

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

446 CisiHnCuNaOe 55450-70-9
Copper, bis(4-methoxy-3,5-cyclohexadiene-l,2-dione l-oxima=
to-ATO2

) (pyridine)-

446 C 22H 22O 10 4291-60-5
4//-l-Benzopyran-4-one, 7-(/?-D-glucopyranosyloxy)-5-
hydroxy-2-(4-methoxyphenyl)-

oh 0

446 C 22H30N4O2S 2 316-81-4
10H-Phenothiazine-2-sulfonamide, Af,Ar-dimethyl-10-[3-(4-
methyl-l-piperazinyl)propyl]-

Me
I

446 C23H 26O9 19314-77-3
Isophthalic acid, 2,4-dimethoxy-6-methyl-, 3-methyl ester, ester

with methyl 4-hydroxy-3,6-dimethyl-o-anisate

100

80

60

40

20

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



3378 EPA/NIH MASS SPECTRAL DATA BASE 446

446 C23H5o04Si2 1188-73-4

Myristic acid, 2,3-bis(trimethylsiloxy)propyl ester

OS i Me

3

I

Me
( CH 2 ) 1 2 C( 0) 0CH2 CHCH 2 OS i Me3

446 C23H5o04Si2 14473-56-4

Myristic acid, 2-(trimethylsiloxy)-l-[(trimethylsiloxy)methyl]ethyl

ester

CH 2 OS i Me 3

I

Me ( CH2 ) 1 2 C( 0) 0CHCH2 OSi M6 3

446 C 24H30O8 13060-14-5
1 //,3//-Furo[3,4-c]furan, tetrahydro T,4-bis(3,4,5-trimethoxy

=

phenyl)-, (la,3aa,4a,6aa)-(+)-

OMe

446 C 25H34O 7 20171-54-4

Androst-7-en-6-one, 2,3,17-tris(acetyloxy)-, (2/3,3/3,5a, 17/3)-

Me



446 EPA/NIH MASS SPECTRAL DATA BASE 3379

446 C 25H 34O 7 52248-40-5
Pregn 5-ene-3,ll-dione, 17,20:20,21-bis[methylenebis(oxy)]-, cyclic

3-(l,2-ethanediyl acetal)

446 C26H 22Fe2 56712-08-4
Ferrocene, l,l"-(l,4-phenylene)bis-

446 C 26H4204Si 20759-23-3
Card-20(22)-enolide, 14-hydroxy-3-[(t,rimethylsilyl)oxy]-, (3/1,5/3)-

130 140 150

446 C 27H 31BO5 30888-66-5
Pregn-4-ene-3,l 1,20-trione, 17,21-[(phenylborylene)bis(oxy)]-

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

446 C27H42O5 5143-55-5
Cholan-24-oic acid, 3-(acetyloxy)-12-oxo-, methyl ester, (3a,5/3)-

Me

lliL di

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

..lilil ..I.. ..i.i -.-.1 -.i.

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

—i
1 1 1 1 1 1 1 1 1— 1 1 1 r~*M**T "

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

CHMe CH2 CH2 C( 0 )
OMe

100

80

60

40

20

0

100
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0

100
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0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

i l .1. .1.
i i i 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

li-i.l.l- - -i.i. ^ 1. L _ x 1. i...

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



3380 EPA/NIH MASS SPECTRAL DATA BASE 446

446 C 28H34N2O3 55103-35-0
Aspidospermidin-21-ol, l-acetyl-17-methoxy-21-phenyl-

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

446 C 28H 46O4 10564-35-9
Stearic acid, 2-phenyl-m-dioxan-5-yl ester, trans-

OC(O) ( CH2 ) 1 6 Me

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

446 C 28H 46O4 10588-88-2
Stearic acid, 2-phenyl-m-dioxan-5-yl ester, cis-

OC( 0) ( CH2 )i 6 Me

446 C 28H46O4 56599-43-0
Octadecanoic acid, (2-phenyl-l,3-dioxolan-4-yl)methyl ester

CH20C(0)(CH2)l6Me

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

446 C 28H46O4 56599-88-3
Octadecanoic acid, (2-phenyl-l,3-dioxolan-4-yl)methyl ester, cis-

"Cr
CH2 0C( 0)( CH2 ) 1 0 Me

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



446 EPA/NIH MASS SPECTRAL DATA BASE 3381

446 C 29H 50O3 5789-00-4
Cholestane-4,5-diol, 4-acetate, (4/1,5a)-

Me

446 C29H 50O 3 24649-36-3
5a-Cholestan-19-oic acid, 2/1-methoxy-, methyl ester

446 C29H50O3 28809-67-8
5a-Cholestane-2a,19-diol, 19-acetate

Me

446 C29H50O3 28809-69-0
5a-Cholestane-2a,19-diol, 2-acetate

Me

446 C29H50O3
5a-Cholestane-la,19-diol, 19-acetate

Me

28809-70-3

100 --

80-

60-

40-

~i 1 1 1
1 1

- r - 1 1 1 1 1 1 1 1

—

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

20-



3382 EPA/NIH MASS SPECTRAL DATA BASE 446

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

446 C 29H50O3

5a-Cholestane-20,19-diol, 19-acetate

30950-87-9

446 C 29H50O3

Cholestane-3,7-diol, 3-acetate, (30,5a,70)-

40823-16-3

CHMe ( CH2 ) 3 CHMe 2

446 C 30H 54O2

Cholestane, 3-(2-methoxyethoxy)-, (30,5a)-

57156-79-3

MeOCH2 CH2 0

CHMe (CH2) 3 CHMe

2

447 C 15H25F3N 3O 7P 56890-06-3
L-Alanine, 7-(methoxymethylphosphinyl)-Af-(trifluoroacetyl)-
L-a-aminobutyryl-L-alanyl-, methyl ester

NHC0CF3 0
1 11

MeOC( 0) CHMe NHCOCHMe NHCOCHCH2 CH2 PMe OMe

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



447 EPA/NIH MASS SPECTRAL DATA BASE 3383

447 C 19H37N5O 7 32385-11-8

D-Streptamine, 0-3-deoxy-4-C-methyl-3-(rnethylamino)-j3-L-
arabinopyranosyl-(l—1-6)-0-[2,6-diamino-2,3,4,6-tetradeoxy-
a-D-glycero-hex-4-enopyranosyl-(l—4)]-2-deoxy-

447 C 22H 25NO9 5059-38-1

lH-Indole, l-(2,3,4,6-tetra-0- acetyl /3-D-glucopyranosyl)-

447 C 24H37N3O5 37580-30-6
L-Alanine, Ar-[Af-[Ar-[(4-methoxyphenyl)methylene]-L-valvl]-

L-isoleucyl]-, ethyl ester

CHMe2 CHMe CH2 Me
I I

,CH=NCHCONHCHCONHCHMeC(0) OE

t

447 C28H37N02Si 57305-09-6
Estra-l,3,5(10)-trien-17-one, 3-[(trimethylsilyl)oxy]-, 0-(phe=
nylmethyl)oxime

Me

Me3 S i

OAc

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

—^—,—,—

I

1""- —T ,

-Hu
,

—

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

20-

1 1. 1
1 |„ 1,

80 -

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

,-J.
,

-.L, 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

447 C 31H29NO 2 37659-77-1
4//-Dibenzo[de,g]quinoline, 6-(diphenylmethyl)-5,6,6a,7-tetra=

hydro-1,2-dimethoxy-

100

80-

60-

40 -

20-

0 J
1

*‘
1

**‘
1

• t“- • r • • 1
‘t 1

“—r—*
1
“ *

‘1
• •

r
• " r ‘i’

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



3384 EPA/NIH MASS SPECTRAL DATA BASE 447

448 CvHgFgC^SSn 51735-78-5
Stannane, trimethyl[[(nonafluorobutyl)sulfinyl]oxy]-

F3 CCF2 CF 2 CF 2 S{ 0) 0SnMe3

448 CioCoaFeOe 12557-89-0
Cobalt, hexacarbonyl(l,l,l,4,4,4-hexafluoro-2-butyne)di-

^Co2(CO)6(F3CC=CCF3 )

448 Ci4H 6Fe2Oio 55493-72-6
Iron, [/i-[(l-?j:l,2,4-?j:4-?;)-l,4-bis(methoxycarbonyl)-l,3-buta=

diene-l,4-diyl]]hexacarbonyldi-, (Fe-Fe)

o=c c =° c=o

o=c c= 0 c =°

448 C 20H 17F5O6 55702-32-4
Benzeneacetic acid, a-[[3-methoxy-4-(2,2,3,3,3-pentafluoro-l-
oxopropoxy)phenyl]methoxy]-, methyl ester



448 EPA/NIH MASS SPECTRAL DATA BASE 3385

448 C2oH2oN2Se2 1919-99-9

Indole, 3,3'-(diselenodiethylene)di-

CH2CH2SeSeCH2CH2

448 C 20H32O 11 56805-09-5
0-D-Glucopyranoside, l-ethyl-3-hydroxybutyl, 2,3,4,6-tetraacetate,

[S-(R*,R*)]~

CH20Ac

_OOCHEtCH2CH(OH)Me

AcO
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460 470 480 490 500 510 520 530 540 550 560 570 580 590 600
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. i.i, i,

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

-

310 320 330 340
1 1 1 1 1 1 1 1 1 1 1

350 360 370 380 390 400 410 420 430 440 450

448 C 20H36N 2O7S 17147-41-0
D-erythro-D-galacto-Octopyranoside

,
methyl 6,8-dideoxy-6-

(l-methyl-4-propyl-L-2-pyrrolidinecarboxamido)-l-thio-,
7-acetate, trans- a-

Me

448 C21H20O11 5373-11-5
4H-l-Benzopyran-4-one, 2-(3,4-dihydroxyphenyl)-7-(d-D-
glucopyranosyloxy)-5 -hydroxy-



3386 EPA/NIH MASS SPECTRAL DATA BASE 448

448 C21H32N 2O5S 12 57346-73-3
2,4,6(lff,3L7,5H)-Pyrimidinetrione, 5-[2,3-bis[(trimethylsilyl)°

oxy]-2-propenyl]-l,3-dimethyl-5-phenyl-

OSI Me 3
0 I

Me II CH 2 C = CHOSlMe3
‘ '

N
'-"^LPh

0 N 0
I

Me

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

448 C 23H 32N2O7

Dichotine, tetrahydro-1 1-methoxy-
29474-88-2

H0CH2CH( (

MeO

Me

J 1
,

1

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

t~~r S 1 1 h H 1- “i
‘
“*‘l “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

448 C 25H36O7 20097-68-1
Androstan-6-one, 2,3,17-tris(acetyloxy)-, (20,30,5a,170)-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

448 C 25H4403Si2 13111-28-9
Androst-5-en-17-one, 3,16-bis[(trimethylsilyl)oxy]-, (30,16a)-

Me 3 S I 0

OS i Me 3

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

448 C25H4403Si2 21952-35-2
Androst-5-en-16-one, 3,17-bis[(trimethylsilyl)oxy]-, (30,170)—

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



448 EPA/NIH MASS SPECTRAL DATA BASE 3387

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

448 C25H 4403Si2 49774-90-5
Androst-5-en-ll-one, 3,17-bis[(trimethylsilyl)oxy]-, (3/3,17/3)-

448 C25H4403Si2 57377-53-4
Androst-5-en-17-one, 3,16-bis[(trimethylsilyl)oxy]-, (3/3)-

Me

448 C25H440 3Si2 57397-08-7
Androst-5-en-17-one, 3,19-bis[(trimethylsilyl)oxy]-, (3/3)-

Me

448 C26H4802Si2 39780-59-1
Silane, [(3/3,17^)-17-methylandrost-5-ene-3,17-diylbis(oxy)] =

bis [trimethyl-

ioo
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0
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0
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0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

iuA\ LU - - I.I.. LLLi. uL-
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

l

i i i i i i i i i i i i i i i

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

* L L



3388 EPA/NIH MASS SPECTRAL DATA BASE 448

448 C27H 33BO5 30888-27-8
Pregnane-3,1 1,20-trione, 17,21-[(phenylborylene)bis(oxy)]-, (5/3)-

448 C 28H 48O4 56052-97-2
Ergost-25-ene-3,5,6,12-tetrol, (3/3,5a,6/3, 12/3)-

448 C27H 44O5 27303-32-8
Spirostan-2,3,27-triol, (2a,3/3,5a,25S)-

Me

448 C29H20OS2 16074-89-8
Ethanone, 2-(4,5-diphenyl-3H-l,2-dithiol-3-ylidene)-l,2-diphenyl-



449 EPA/NIH MASS SPECTRAL DATA BASE 3389

448 C30H 18F2O2 22030-92-8
p-Benzoquinone, 2,5-bis(p-fluorophenyl)-3,6-diphenyl-

Ph

448 C 30H 18F2O2 22030-93-9
p-Benzoquinone, 2,6-bis(p-fluorophenyl)-3,5-diphenyl-

0

0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

449 C 26H 27NO6 22149-30-0
Leucine, N-[3-methoxy-5-oxo-4-phenyl-2(5H)-furylidene) =

phenylacetyl]-, methyl ester, L-

CH2 CHM02

Ph _^%^CPhCONHCHC( 0) OMe

448 C 30H 40O3 41011-99-8
4-Hexadecynoic acid, 2-(phenylmethoxy)-, phenylmethyl ester

OCH 2 PI1
1

Me ( CH 2 ) 1 oC:CCH2CHC(0) OCH 2 Ph

449 C30H 43NO2 55401-53-1
Androst-4-en-17-ol, 3-[(l-methyl-2-phenylethyl)amino]-, acetate

(ester), (3/3,17/3)-

Me



3390 EPA/NIH MASS SPECTRAL DATA BASE 449

449 C 33H 23NO 15183-52-5
Aniline, Af-^'^'-diphenylspiroIfluorene-O^'-oxetanl^'-ylidene)-

NPh

449 C33H23NO 15183-54-7
Spiro[azetidine-2,9'-[9ff]fluoren]-4-one, 1,3,3-triphenyl-

0

450 C 9H3F 17O 423-56-3
1-Nonanol, 2,2,3,3,4,4,5,5,6,6,7,7,8,8,9,9,9-heptadecafluoro-

HOCH2 CF 2 CF 2 CF 2 CF 2 CF 2 CF 2 CF 2 CF 3

100 t

80-

60-

40 -

20-

0 1 r— r r-“—1 r- 1 r 1——1 r— -
i 1

•
1 1

310 320 330 340 350 360 370' 380 390 400 410 420 430 440 450

450 Ci2HioFe2N404S2
Iron, bis(/4-benzenethiolato)tetranitrosyldi-

20959-77-7

450 Ci2Hi2Cr208P2 24436-33-7
Chromium, octacarbonylbis[M-(dimethylphosphino)]di-



450 EPA/NIH MASS SPECTRAL DATA BASE 3391

450 C 24H 20OP2S2

Phosphinothioic acid, diphenyl-, anhydride

S = PPh20PPhz =S

3096-09-1 450 C25H4603Si2 17562-89-9
5/3- Androstan-17- one, 3a,ll/3-bis(trimethylsiloxy)-

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

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600 310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

450 C24H 34O8 28360-79-4
Picras-2-ene-l,16-dione, ll-(acetyloxy)-13-hydroxy-2,12-di :=

methoxy-, ( 11a, 12/3)-

OMe
AcO

|
OH
.Me

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

450 C25H460 3Si2 17562-92-4
5a-Androstan-17-one, 3a,ll/3-bis(trimethylsiloxy)-

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600



3392 EPA/NIH MASS SPECTRAL DATA BASE 450

450 C25H4603Si2 56210-89-0
Androstan-17-one, 3,7-bis[(trimethylsilyl)oxy]-, (3d,5a,7/3)-

Me

460 470 480 490 500 510 520 530 540 550 560 570 560 590 600

450 C26H 5o02Si2 39780-71-7
Silane, [(3/3,5a,17/3)-17-methylandrostane-3,17-diylbis(oxy)] =

bis[trimethyl-

450 C 26H56AI2N 2 42859-27—8
Aluminum, tetrakis(2-methylpropyl)di-/u-l-piperidinyldi-

450 C25H460 3Si2 56210-91-4

Androstan-17-one, 3,16-bis[(trimethylsilyl)oxy]-, (3a,5/3,16a)-

M©2 CHCH2 CH2CHM62



450 EPA/NIH MASS SPECTRAL DATA BASE 3393

450 C27H30O6 1180-60-5
57f-Tribenzo[a,d,g]cyclononene, 10,15-dihydro-2,3,7,8,12,13-

hexamethoxy-

MeO OMe

450 C28H 50O 4 56052-11-0
Ergostane-3,5,6,12-tetrol, (3)3,5a,6/3,12a)-

Me

llj.. 1 l| iln ji il. Iiil|l ,

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

1 l|l.l
|

I.I.U..
|

.. . 1, ... uL 1. 1, ..... |.
. i 1.

160 170 180 19C 200 210 220 230 240 250 260 70 280 290 300

'ill . L-,
1 J U Ij lJ Lu ll ll_“i— —

1

1
1

—

“—
f r -—

r—*—

i

j
1
—“-v 1

—u—
1

1-“—
1 1

—
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

450 C28H50O4 56143-31-8
Ergostane-3,5,6,25-tetrol, (3/3,5a,6/3)-

450 C 30H58O2 22393-82-4
9-Hexadecenoic acid, tetradecyl ester, (Z)-

Me ( CH2 ) 1 3 OC( 0) (
CH2

) 7 CH = CH ( CH2 ) 5 Me

450 C 30H58O2 22393-89-1
Myristic acid, 9-hexadecenyl ester, (Z)-

Me ( CH2 ) 1 2 C( 0) 0( CH2 ) e CH = CH ( CH2 ) 5 Me



3394 EPA/NIH MASS SPECTRAL DATA BASE 450
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460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

450 C 31H22N4 51659-06-4
[l,2,4]Triazolo[4,3-a]quinoline, l,2-dihydro-l,l-diphenyl-2-(2-

quinolinyl)-

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

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

450 C 31H62O
16-Hentriacontanone

502-73-8

Me(CH2)i 4 CO( CH2 ) 1 4 Me
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450 C32H66 544-85-4
Dotriacontane
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450 C 32H66 55401-54-2
Tetracosane, 9-octyl-

( CH2 ) 1 4 Me

Me
( CH2 ) 7 CH ( CH2 ) 7 Me
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Me ( CH2 ) 3 0 Me
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451 EPA/NIH MASS SPECTRAL DATA BASE 3395

450 C 32H66 55401-55-3
Docosane, 11-decyl-

( CH2 ) 1 0 Me
I

Me ( CH2 ) 9 CH ( CH 2 ) 9 Me

451 Ci8H4iN06Si3 18434-96-3
Glucopyranoside, methyl 2-acetamido-2-deoxy-3,4.6-tris-0-

(trimethylsilyl)-, a-D-

TMSI

451 C 12H7CI6N3OS 24478-02-2
1,3,5-Triazine, 2-[(2-methoxyphenyl)thio]-4,6-bis(trichloromethyl)-

cci3

451 Ci8H4iN06Si3 56272-06-1
D-Glucopyranoside, methyl 2-(acetylamino)-2-deoxy-3,4,6-

tris-O-(trimethylsilyl)-

NHAc



3396 EPA/NIH MASS SPECTRAL DATA BASE 451

451 C25H45N04Si 53044-56-7
Prosta-8(12),13-dien-l-oic acid, 9-(methoxyimino)-15-[(tri~

methylsilyl)oxy]-, methyl ester, (13E,15S)~

(CH2)6C(0)0Me

Me ON

OSi M03
I

CH = CH CH ( CH 2 ) 4 Me

451 C 25H45N04Si 55821-11-9
Prosta-10,13-dien-l-oic acid, 9-(methoxyimino)-15-[(tri=

methylsilyl)oxy]-, methyl ester, (13E.15S)-

OSi Me

3

I

CH = CHCH
(
CH 2 ) 4Me

MeON ( CH 2 )6 C( 0) OMe

451 C27H 46CINO 2 15568-98-6
Cholestan-6-one, 3-chloro-5-hydroxy-, oxime, (3/3,5a)-

Me

10 20 30 40 50 60 70 80 90 100 110

“ 'r— 1

20 130 140 150

,

ijlll.. !„

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

-1 - ... ..... .1. ,
. .Hi. Jil, 1

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

451 C29H41NO3 55401-43-9
Pregn-5-en-18-oic acid, 3-[(5,5-dimethyl-3-oxo-l-cyclo=
hexen-l-yl)amino]-20-hydroxy-, 7-lactone, (3a,20/?)-



452 EPA/NIH MASS SPECTRAL DATA BASE 3397

451 C 32H22NP 7293-78-9
Fluorene-2-carbonitrile, 9-(triphenylphosphoranylidene)-

PPh 3

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

451 C32H37NO 55401-42-8
l'fl

r-Androst-2-eno[3,2-6] indol-17-one, 1 '-(phenylmethyl)-, (5a)-

Me

452 C 10HCI9O 53308-47-7
l,3,4-Metheno-2/7-cyclobuta[cd]pentalen-2-one, 1, la,3,4,5,-

5,5a,5b,6-nonachlorooctahydro-

452 CnH36S 4Si3 57289-38-0
Silane, (9,10-dimethyl-2,4,6,8-tetrathiatricyclo[3.3.1.1 3 .7]de :::

cane-1, 3,5-triyl)tris[trimethyl-

Si Me

3

Me

Me 3 S i

• Me

452 CivHwOeSU 38166-12-0
Pentanedioic acid, 2,4-bis[(trimethylsilyl)oxy]-, bis(trimethylsilyl)

ester, (R*,S*)~

Me 3 S i 0 OS i Me 3
I I

Me3 S i OC( 0) CHCH2CHC( 0) OS i Me

3



3398 EPA/NIH MASS SPECTRAL DATA BASE 452

452 CnH-toOeSu 55282-53-6
Pentanedioic acid, 2,3 bis[(trimethylsilyl)oxy]-, bis(trimethylsilyl)

ester, (R*,S*)~

OS i Me 3

OS i Me 3

I I

Me 3 S i 0C(0)CH2CHCHC(0)0SiMe3

452 Ci8Hi6N2OioS 23850-47-7
2,4,5-Pyridinetricarboxylic acid, 6-(4,5-dicarboxy-2-thiazolyl)-,

pentamethyl ester

C( O) OMe

452 Ci 8H 4495Si4 19127-15-2
Mannose, 6-deoxy-2,3,4,5-tetrakis-0-(trimethylsilyl)-, L-

OSi Me3

OSIM63
I I

Me3 S i OCHMe CHCHCH( CHO) OS i Mes

452 Ci8H 4405Si4 32727-30-3
a-L-Galactopyranose, 6-deoxy-l,2,3,4-tetrakis-0-(trimethylsilyl)-

OTMS

452 Ci 8H 4405Si4 32727-31-4
/3-L-Galactopyranose, 6-deoxy-l ,2,3,4-tetrakis-0-(trimethylsilyl)-

0./

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



452 EPA/NIH MASS SPECTRAL DATA BASE 3399

452 C 18H 44O5SL1 56227-36-2
a-L-Galactofuranose, 6-deoxy-l,2,3,5-tetrakis-0-(trimethylsiIyl)-

OTMS

452 C 18H 44O 5SL 55057-21-1
a-L- Mannopyranose, 6-deoxy-l,2,3,4-tetrakis-0-(trimethylsilyl)-

TMSO OTMS — 1 ...
ll-,-.,

,
A llLL. ,..l in,

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

\Me

^
TMSO OTMS

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

ll- - - . .. ... .1.-.- . 1..,

80-

60-

L

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

‘
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

452 Ci 8H 4405Si4 56227-37-3

LL L L
0-L--Mannofuranose, 6-deoxy-l,2,3,5-tetrakis-0-(trimethylsilyl)-

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

(OTMS
OTMS

OTMS
TMSOCH

I

ch3

452 C 18H 44O 5SH 55057-22-2
0-L-Mannopyranose, 6-deoxy-l,2,3,4~tetrakis-0-(trimethylsilyl)-

OTMS
TMSO 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



3400 EPA/NIH MASS SPECTRAL DATA BASE 452

452 C 18H44O5SU 56227-38-4
a-L-Mannofuranose, 6-deoxy-l,2,3,5-tetrakis-0-(trimethylsilyl)-

OTMS

OTMS
OTMS

TMSOCH

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

452 C 19H 18F6N2O4 55282-24-1
L-Tryptophan, AT,l-bis(trifluoroacetyl)-, butyl ester

452 C24H4404Si 2 56700-99-3
3-Undecanone, l-[3-methoxy-4-[(trimethylsilyl)oxy]phenyl]-

5-[(trimethylsilyl)oxy]-

OS i Me

3

I

CH2 CH2 COCH2 CH( CH2 ) 5 Me

460 470 480 490 500 510 520 530 540 550 560 570 580 590

COCF3
I

'CH2CHC( O) 0( CH 2 ) 3 Me

NHCOCF 3

452 C 24H 44S 11

Stannane, tetracyclohexyl-

1449-55-4
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452 EPA/NIH MASS SPECTRAL DATA BASE 3401

452 C 25H28N2O6

Talbotine, 0,4-diacetyl-

30809-23-5 452 C25H4803Si2 56248-35-2
Androstan-5-ol, 3,6-bis[(trimethylsilyl)oxy]-, (3(3,5a)-
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,1.11.
t

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

1, jJl il. L

160 170 180 190 200 210 220 230 240 250 260 270 80 290 300

L ll Li , 6 u

310 320 330 340
1 1 1 1 1 1

350 360 370 380 390 400 410 420 30 440 450

;

t 1 1 1 1 r

452 C25H40O3S2 56312-74-4
Pregn-9(ll)-en-20-one, 3,6-bis[(methylthio)methoxy]-, (3/3,5a,

6

a)- 452 O27H37BO5 30888-65-4
Pregn-4-ene-3,ll,20-trione, 17,21-[(cyclohexylborylene)bis(oxy)]-

Me

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600



3402 EPA/NIH MASS SPECTRAL DATA BASE 452

452
,

C 28H24N 2O4 56083—43-3
5,8-Ethenobenzo[3,4]cyclobuta[l,2-d]pyridazine-6,7-dicarboxylic

acid, 4,4b,5,8,8a,8b-hexahydro-l,4-diphenyl-, dimethyl ester

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

452 C 28H 36O5 33342-94-8
Valerophenone, 5'-valeryl-3',3"'-methylenebis[6 l-hydroxy-

—I 1
1 1 1 1 1 1 1 1 1 1 1 1 1

—

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

452 C 29H 48N 4 19595-26-7
2/7-Tetrazole, 2-(3a,5-cyclo-5a-cholestan-6/3-yl)-5-methyl-

452 C 30H 44O3 510-78-1

Lup-20(30)-en-28-oic acid, 1 9/!-hydroxy-3- oxo-, 7-lactone

H2 C = CMe



452 EPA/NIH MASS SPECTRAL DATA BASE 3403

452 C 30H44O3 55282-47-8
25-Noroleana-9,12-dien-29-oic acid, 5-methyl-ll-oxo-, (18a)-

452 C 30H60O2

Dodecanoic acid, octadecyl ester

3234-84-2

C02H

452 C 30H 60O2 2599-01-1
Tetradecanoic acid, hexadecyl ester

Me( CH2 ) 1 5 OC( 0 ) ( CH2 ) 1 2 Me
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Me ( CH2 ) 1 7 OC( 0 ) ( CH2 ) 1 o Me

452 C 30H60O2 4536-26-9
Hexadecanoic acid, tetradecyl ester

Me ( CH2 ) 1 3 OC( O) ( CH2 ) 1 4 Me
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452 C 30H 60O2 5303-25-3
Octadecanoic acid, dodecyl ester

Me
(
CH2 ) 1 1 OC( O) (

CH2
) 1 8 Me
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3404 EPA/NIH MASS SPECTRAL DATA BASE 452

452 CsoHeoCh 27829-53-4
Hexacosanoic acid, 2,4,6-trimethyl-, 1-methyl ester, (2R,ASfiR)-(-)~

Me OC( 0 )
CHMeCH2 CHMe CH2 CHMe ( CH2 ) 1 9 Me

452 C 31H 48O2 17808-70-7
5a-Stigmasta-7,16,25-trien-3/3-ol, acetate

Me

1 1 1 1 1 1 1 1 1 1 1 1 I

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
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310 320 330 340 350 360 370 380 390 400 410 420 430 440 450 310 320 330 340 350 360 370 380 390 400 410 420 430 440 450
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452 C31H32O3 56336-13-1
2/f,5H-Benzo[l,2-6:5,4-6' ]dipyran-5-one, 10-(3,3-diphenyl-2-

propenylidene)-3,4,6,7,8,10-hexahydro-2,2,8,8-tetramethyl-

453 C 16H 9F 10NO3 56761-69-4
Propanoic acid, pentafluoro-, 2—

[
1— (2, 2,3,3,3-pentafluoro-l-

oxopropyl)-l//-indol-3-yl]ethyl ester

CHCH = CPh2

O

1- ,,.11 ^ 1 j_L 1 „
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

^..JiLt -1‘i '11
r

1 r 1 1 T*— •
‘t
—

—

1
l**r—

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

COCF2CF3
I

‘CH2CH2 0C( O) CF2CF3



454 EPA/NIH MASS SPECTRAL DATA BASE 3405

453 C 29H43NO3 50686-93-6
Acetamide, Ar-(3-oxofurosta-l,4-dien-26-yl)-

Me Me

453 C 31H51NO 38759-55-6
2-Pyrrolidinone, l-[(3/?)-cholest-5-en-3-yl]-

Me

454 CsIOsRe 13821-00-6
Rhenium, pentacarbonyliodo-, (OC-6-22)-

c = o

454 Ci6H2oF608 56114-67-1
Butanedioic acid, 2,3-bis[(trifluoroacetyl)oxy]-, dibutyl ester,

[R-(R*,R*)h

OC(O) CF3

0C(0)CF3
I I

Me ( CH 2 ) 3 OC( 0) CHCHC( 0| 0( CH 2 ] 3 Me

80

60

40

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

20-



3406 EPA/NIH MASS SPECTRAL DATA BASE 454

454 C 17H 11CI2CUN3O4 55282-74-1
Copper, bis(4-chloro-3,5-cyclohexadiene-l,2-dione 2-oximato-
A^.CHKpyridine)-

454 C 20H 38O 11 5346-73-6
a-D-Glucopyranoside, 1 ,3,4,6- tetra-0-methyl-/3~ D-fructofuranosyl

2,3,4,6-tetra-O-methyl-

454 CigH36Br202 25456-04-6
Octadecanoic acid, 9,10-dibromo-, methyl ester

MeOC( 0 ) ( CH2 ) 7 CHBr CHBr ( CH2 I 7 Me

1

1 1 -

1

1 . 1

1|
I U.l..

t
).Li— ,1.1.1

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

‘-^“-1 If——l-1 4 —1— f 1
1

1 “-4 r" ‘" 'T
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

MeO
MeO

MeOCH2

OMe
CH2OMe

;

1 ll , , Ll L4
10 20 30 40 50 60

1 1 1 1 1 1

ro 80 90 100 110 120 130 140 150

1 • 1 . _

160 170 180 190
i i i i i i i i i i i

200 210 220 230 240 250 260 270 280 290 300

I

310 320 330 340
i i i i i i i i i i

350 360 370 380 390 400 410 420 430 440 450

C20H38O11 10225-71-5
Glucopyranoside, methyl 2,3,6-tri-0-methyl-4-0-(tetra-0-

methyl-d-D-glucopyranosyl)-, /3-D-

MeOCH2 Me0CH2

J—
° /->, )—°?

Me

Me(J
[ [

OMe OMe

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

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450 100-]

80-

60-

40-

20-

1 i|i III illl.i li 1 li 1 1 1 il

160 170 180 190 200 210 220 230
1 1 1 ! I 1 1

240 250 260 270 280 290 300

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600



454 EPA/NIH MASS SPECTRAL DATA BASE 3407

454 C 20H 38O 11 25018-29-5
a-D-Glucopyranoside, 2,3,4,6-tetra-O-methyl-a-D-glucopyranosyl

2,3,4,6-tetra-O-methyl-

454 C20H 38O 11 55298-60-7
D-Fructopyranoside, methyl l,3,4-tri-0-methyl-5-0-(2,3,4,6-

tetra- 0 methyl-|8-D-galactopyranosyl)-

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

CH ? OMe

454 C 20H 38O 11 56247-29-1
D-Glucose, 2,3,5,6-tetra-0-methyl-4-0-(2,3,4,6-tetra-0-

methyl-/?-D-glucopyranosyl)-

454 C 20H 38O 11 25531-74-2
D-Fructofuranoside, methyl l,3,4-tri-0-methyl-6-0-(2,3,4,6-
tetra-O-methyl-a-D-glucopyranosyl)-

MeOCH 2 |

CH(0Me)CH20Me

, 0CHCH(0Me)CH(0Me)CH0

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

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



3408 EPA/NIH MASS SPECTRAL DATA BASE 454

454 C 22H38N4O6 55821-22-2

L-Valine, N-[N-[l-(iV-formyl-L-isoleucyl)-L-prolyl]-]V-
methylglycyll-A-methyl-, methyl ester

454 C26H 22N4O 4 56083-42-2
5,8-Etheno[3,4]cyclobuta[l,2-d]pyridazine-6,7-dicarboxylic acid,

4a,4b,5,8,8a,8b-hexahydro-l,4-di-2-pyridinyl-, dimethyl ester

NHCH = 0
I

COCHCHMe CH2 Me
I

CHM62
N 1

^
N^CONMeCH2CONMeCHC( 0) OMe

454 C 25H 30N2O6 30809-31-5
Talbotine, 0,4-diacetyl-19,20-dihydro-, (20a)-

490 500 510 520 530 540 550 560 570 580 590 600

454 C 27H 39BO5 30888-26-7

Pregnane-3, 11,20-trione, 17,21-bis[(cyclohexylborylene)bis(oxy)]-,

(5/3)-



454 EPA/NIH MASS SPECTRAL DATA BASE 3409

454 C27H5403Si 56847-15-5
Tricosenoic acid, 2-[(trimethylsilyl)oxy]-, methyl ester

454 C 30H 46O 3

Lup-20(29)-ene-3,21-dione, 28-hydroxy-
13952-73-3

OTMS
I

Me0C(0)CH(CH2)2oMe -2H

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 C 28H 54O4 1472-91-9
Tetracosanedioic acid, diethyl ester

El OC( O) ( CH 2 ) 2 2 C( O) OEI

454 C30H46O3 24041-68-7
Lanosta-7,9(ll)-dien-18-oic acid, 3,20-dihydroxy-, 7-lactone, (3d)-

100
1

160 170 180 190 200 210 220 230 240 250 60 270 280 290 300 100-

80

80 - 60

60 - 40

40-

I I

20

„ |,
,!... . i.l.l 1 14 1,1 ...1.1.1,11

.

1 . 1 . 1 .,..

-j—1— . .1 1 iuL 1

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

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



3410 EPA/NIH MASS SPECTRAL DATA BASE 454

454 C 30H46O3

D:A-Friedooleanan-24-al, 1,3-dioxo-

35162-67-5 454 C31H23N2P 751-35-9
Phosphorane, (fluoren-9-ylidenehydrazono)triphenyl-

NN = PPh3

454 C31H50O2 4651-46-1
Stigmasta-7,22-dien-3-ol, acetate, (3/3,5a,22£)-

Me



454 EPA/NIH MASS SPECTRAL DATA BASE 3411

454 C 31H50O2

Stigmasta-5,22-dien-3-ol, acetate, (3/3)-

4651-48-3

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

454 C 31H50O2

5a-Stigmasta-7 , 16-dien-3/3- ol, acetate

17808-71-8

CHMe CH2 CH2 CHE t CHMe2

454 C31H 50O2 24759-09-9
C(14a)-Homo-27-norgammacer-13-en-21-one, 3a-methoxy-

Me Me

10 20 30 40 50 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

454 C31H50O2 39903-16-7
D:A-Friedoolean-3-en-29-oic acid, methyl ester, (20a)-

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600



3412 EPA/NIH MASS SPECTRAL DATA BASE 454

454 C31H 50O 2

D:A-Friedoolean-2-en-l-one, 3-methoxy-
43230-67-7 454 C31H 50O2

Stigmasta-5,22-dien-3-ol, acetate, (3/3,22Z)-
54482-54-1

454 C31H 50O 2 51297-12-2
Stigmasta-5,24(28)-dien-3-ol, acetate, (3/3,24E)-

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 il.

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

'.
1:1,1

,

...... . 1 . ^
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

: L

454 C33H 27P 18916-67-1
Phosphorane, (2,7-dimethylfluoren-9-ylidene)triphenyl-

PPh 3

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600



455 EPA/NIH MASS SPECTRAL DATA BASE 3413

455 C 11H4CI7N3S 24478-08-8

1,3,5-Triazine, 2-[(4-chlorophenyl)thio]-4,6-bis(trichloromethyl)-

cci 3

* -l-l, 1- .1- l!L .1. 11L

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

. 1. l.i Illll.l-.

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

l.i . 1

1

.

310 320 330 3 10 350 360 370 380 390 400 410 420 430 440 450

ill

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

455 CnHisBnNChS 24310-26-7
l//-Cyclopropa[c] quinoline, l,l-dibromo-la,2,3,7b-tetrahydro-

3-(p-tolylsulfonyl)-

Me

455 C20H26NO3.I 6392-36-5
Petaline, iodide

.1

455 C22Hi8BrNC>5 23434-75—5
lH-Inden-l-one, 2-bromo-3-(6,7-dimethoxy-l-isoquinolinyl)-
5,6-dimethoxy-



3414 EPA/NIH MASS SPECTRAL DATA BASE 455

455 C 24H 17CI3NP 14796-92-0

Phosphine imide, P,P,P-tris(p-chlorophenyl)-Af-phenyl-

ci

455 C 24H25NO6S 23145-61-1

Anthranilic acid, N-(p- tolylsulfonyl) N-veratryl-, methyl ester

Me

100 --

00 -

60-

455 C24H 45N 3O5 31944-59-9
L-Valine, iV-[N-[iV-(l-oxodecyl)glycyl]-L-leucyl]-, methyl ester

CH2CHM92

CHM82
I I

Me ( CH 2 )

0

CONHCH 2 CONHCHCONHCHC( 0) OMe

455 C 24H 45N3O5 56272-50-5

L-Valine, N-[iV-[N-(l-oxodecyl)glycyl]-DL-leucyl]-, methyl ester

CH2CHM62

! CHM62
I I

Me ( CH 2 )

0

CONHCH 2 CONHCHCONHCHC( 0) OMe

40-

20-

0 ^

—

1—1
1 1 1 1 1 1 1 1 1 1 1 1 1 1

—

460 470 400 490 500 510 520 530 540 550 560 570 500 590 600



455 EPA/NIH MASS SPECTRAL DATA BASE 3415

455 C25H23MnN02P 43064-64-8

Manganese, acetyl(77 5-2,4-cyclopentadien-l-yl)nitrosyl(tri =

phenylphosphine)-

H

100
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20

0

100

80
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0

100

80

60

40

20

0

100

80

60

40
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0

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

455 C25H 23MnN0 2P 43135-6777
Manganese, carbonyl[( 1,2,3,4-r;)-5-methyl-l,3-cyclopentadi-

ene]nitrosyl(triphenylphosphine)-, stereoisomer

100

80

60

40

20

0
460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

455 C26H 28M11N2O2 30049-12-8
Manganese, bis(2-butyl-8-quinolinolato)-

100
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0
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0

100

80
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40
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0

100

80

60

40

20

0
460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

455 C3oH22Be04 19368-60—6
Beryllium, bis(l,3-diphenyl-l,3-propanedionato-0,0')-, (T-4)-

Ph Ph

Ph Ph

Ph



3416 EPA/NIH MASS SPECTRAL DATA BASE 455

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

455 C31H37NO2 39987-75-2
Benzo[g]naphth[2',l':4,5]indeno[l,2-6]indol-2-ol, 1, 2, 3,4,4a,4b,=

5,6,6a,7,14,14a,14b,15,16,16a-hexadecahydro-4a,6a-dimethyl-,
acetate (ester), [2S-(2a,4aa,4bd,6aa,14a/3,14ba,16a/3)]-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

60-

40 -

20-

455 C31H53NO 38759-53-4
Propanamide, AT-[(3/3)-cholest-5-en-3-yl]-2-methyl-

460 470 480 490 500 510 520 530 540 550 560 570 580 590

455 C 31H37NO 2 40039-62-1
Benzo[e]naphth[2',l':4,5]indeno[l,2-6]indol-2-ol, 1, 2, 3,4,4a,4b,=

5,6,6a,7,14,14a,14b,15,16,16a-hexadecahydro-4a,6a-dimethyl-,
acetate (ester), [2S-(2a,4aa,4b/3,6aa,14a/3,14ba,16a/3)]-

456 C7HF6Ir04 14049-69-5
Iridium, dicarbonyK 1 , 1 , 1,5,5,5-hexafluoro-2,4-pentanedionato-

0,0')-, (SP-4-2)-

F3C. .0. /Y l

CF3

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



456 EPA/NIH MASS SPECTRAL DATA BASE 3417

460 470 480 490 500 510 520 530 540 550 530 570 580 590 600

456 CsCdCo208
Cobalt, (cadmium)octacarbonyldi-, (2Co-Cd)

16986-00-8 456 C 11H 3C03O9

Cobalt, nonacarbonyl-/i3-ethylidynetri-, triangulo

13682-04-7

CEO

OEC. CEO

V
,Cd Co 0 CEO

100-1

80-

60-

40

20-
il i

“1
1

1

—

-4 1

0 - 1 r - r -
‘i

1—|
1

*—r*——\

—

1 .

—

llL
i r—i

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
280 290 300

456 C 12CI8O2

Dibenzo[6,e] [l,4]dioxin, octachloro-

3268-87-9

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

456 CioHi6Se4 25133-47-5
2,4,6,8-Tetraselenaadamantane, 1 ,3,5,7-tetramethyl-

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

280 290 300

430 440 450



3418 EPA/NIH MASS SPECTRAL DATA BASE 456

456 Ci2F8Se2 16259-99-7
Selenanthrene, octafluoro-

F F

F F

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

456 C 12H 10C02N4O4S2 22033-59-6
Cobalt, bis [^-(benzenethiolato) ] tetranitrosyldi-

n;o+

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

456 Ci2HioMn20sS2 15634-64-7
Manganese, octacarbonylbis(^-ethanethiolato)di-

CO CO

Et\ \ //COS—Mnf
I I

^-co
OC\ 1 *

I

j^Mn— S.

oc^y\ ^Et
co co

456 C 15H 16F12O2 55282-71-8
Cyclohexaneacetic acid, 2,2,3,3,4,4,5,5,6,6,7,7-dodecafluoroheptyl

ester

CH2C( 0)0CH2CF2CF2CF2CF2CF2CHF2



456 EPA/NIH MASS SPECTRAL DATA BASE 3419

456 C 15H22I2 55712-70-4
Benzene, 3-[3-iodo-2-(iodomethyl)-2-methylpropyl]-l,2,4,5-

tetramethyl-

456 C23H4406Si2 56273-16-6
Cyclopentanepropanoic acid, 2-(3-oxo-l-octenyl)-3,5-bis[(tri=

methylsilyl)oxy]-, methyl ester

CH 2 1

1

CH2 CMe CH2 1

CH ‘ CHCO( CH2 ) 4 Me

Me 3 S i 0-~_/Nr--CH 2 CH 2 C( 0 ) OM0

. , III
ll 4...U1L, UJ l.l.l , lL_

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

100 1

80-

60-

40-

|20-

h . 1 . . I.i hR ..I. il

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

456 C 17H21N4O9P
Riboflavin 5'-(dihydrogen phosphate)

146-17-8

CH2CH( OH) CH( OH) CH( OH) CH2OPO3H2

N. ^N^O

NH
N'

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

456 C 24H28N2O7

Dichotine, acetate (ester)

29474-87-1

OMe



3420 EPA/NIH MASS SPECTRAL DATA BASE 456

456 C 25H20N4O5 35975-31-6
2,6-Piperazinedione, 4-benzoyl-, 2,6-bis(0-benzoyloxime)

'nV
V

NOC( 0) Ph

NOC( 0) Ph

456 C 25H 28O8 522-53-2
ll//-Dibenzo[6,e][l,4]dioxepin-7-carboxylic acid, 8-hydroxy-
3-methoxy-l l-oxo-l-( l-oxopentyl)-6-pentyl-

Me( CH 2 )

4

456 C 25H32N 2O6 13467-47-5
13a,3a-(Epoxyethano)-l//-indolizino[8,l-cd]carbazol-15-one,
2,3;4,5,5a,6,ll,12-octahydro-7,8,9-trimethoxy-6-propionyl-

100
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20

0

100
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0

100

80
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20

0

100

80

60

40

20

0
460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

456 C 25H 32N2O6 14514-02-4
4,5-Secoakuammilan-17-oic acid, 4-acetyl-5-(acetyloxy)-l,2-

dihydro-16-(hydroxymethyl)-, methyl ester, (2a)-

Ac
\ w

MeCH

MeOC( 0)

Ri
\
CH 2 OAC



456 EPA/NIH MASS SPECTRAL DATA BASE 3421

100 — —
80-

60-

40-

20-

0 J
**“

i 1 t 1 1 1 1 1 1 1 1 1 1 1 1—

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

100

80-

60-

40 -

20-

0 -I 1—i

' —
1

1

l l
1 1 1 1 1 1 1

1 I 1 I

—

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

456 C 25H32N2O6 55123-70-1

Aspidospermidin-21-oic acid, l-acetyl-20-(acetyloxy)-17-methoxy-,

methyl ester

456 C26H28FeN202
Iron, bis(2-butyl-8-quinolinolato)-

30106-81-1

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

456 C 25H36N4O4 37580-24-8
L-Alanine, N-[iV-[N-(l//-indol-3-ylmethylene)-L-valyl]-L-iso=

leucyl]-, ethyl ester

H
N

456 C 26H32O7 19314-88—6
Spiro[benzofuran-3(2H),l'-[2,5]cyclohexadiene]-5-carboxylic acid,

6-hydroxy-2'-methoxy-2,4'-dioxo-4-pentyl-, methyl ester

CH = NCHCONHCHCONHCHMe C( 0 ) OE

t

I I

CHM6 2 CHMe CH2 Me

HO (O)COMe

(CH^Me

100
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0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

J ll 1 1 III
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160 170 180 190 200 210 220 230 240 250 260 270 280 290 300
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,



3422 EPA/NIH MASS SPECTRAL DATA BASE 456

80 80-

60- 60-

40
|

40-

20- 20-

ll •iiiiIiiiii
460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

1 1 1 1 1 r— 1 1 1 1 1 1 1 1

—

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

456 C 26H 32O7 35963-08-7
Z)-Homo-24-nor-17-oxachola-20,22-diene-3,16-dione, 1,2:14,=

15:21,23-triepoxy-7-hydroxy-4,4,8-trimethyl-, (5a,7a,13a,=
14/?,15/?,17aa)-

456 C 27H 41BO5 24376-84-9
Pregn-4-en-3-one, 17,20/3,21-trihydroxy-, cyclic 17,21-(l-bu=

taneboronate) acetate

490 500 510 520 530 540 550 560 570 580 590 600

456 C 26H36N 2O5 54725-06-3
Aspidospermidine-l-acetic acid, 17-(acetyloxy)-16-methoxy-

a-methyl-, methyl ester

AcO CHMe C( 0 )
OMe

,i.l.
,

.1 . 1. i. .ll

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

JL L—r 1——1

“i 1
*"

1 ’i 1
'—1 “i r-UJ—| h 1 1

—

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

456 C27H5603Si 56784-03-3
Tricosanoic acid, 2-[(trimethylsilyl)oxy]-, methyl ester

OS i Me

3

I

MeOC( 0 ) CH( CH2 ) 2 0 Me



456 EPA/NIH MASS SPECTRAL DATA BASE 3423

456 C29H44O4 24799-51-7
5a-Spirost-14-en-3-one, cyclic ethylene acetal, (25/?)—

456 C 30H48O 3

Lup-20(29)-en-28-oic acid, 3-hydroxy-, (3/3)-

472-15-1

456 C 29H 44O4 56784-28-2
Pregn-4-ene-3,20-dione, 6,16-dimethyl-17-[(l-oxohexyl)oxy]~,

(6a,16a)-

H2 C : CMe

456 C30H48O3 5259-17-6
5a-Cholest-8-en-3-one, 6a-hydroxy-14-methyl-, acetate

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



3424 EPA/NIH MASS SPECTRAL DATA BASE 456

456 C 30H48O3

Lanostane-3,7,ll-trione

6593-13-1

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

456 C 30H 48O3 24480-45-3
D:C-Friedoolean-8-en~29-oic acid, 3-hydroxy-, (3/3,20a)-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

456
D:A

C30H48O3
-Friedooleanan-29-oic acid, 3-oxo-, (20a)-

33600-93-0

C02H

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

d 1 1

—

1—i 1 1 1 r*-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

456
D-.A

C 30H48O3 35162-66-4
-Friedooleanane-l,3-dione, 7-hydroxy-, (7a)-



456 EPA/NIH MASS SPECTRAL DATA BASE 3425

100 —
80-

60-

40 -

20-

0 J —i 1 1 1 1 1 1 1 1 1 1 1 1 1 1

—

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

100

80-

60-

40 -

20-

0 i
1 1 1 1 1

\
1 1

i
1 1 1 1 1

—

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

456 C 30H 48O3 40446-09-1

Ergost-8(14)-en-15-one, 3-(acetyloxy)-, (30,5a)-
456 C 30H48O3 56052-08-5
Ergost-4-en-3-one, 12-(acetyloxy)-, (12a)-

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

100-1

80-

60-

40-

1

20-

0 -
,

I S .,1, .
,

I. 1 '
1

1 1 1
^

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450 310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

456 C 30H48O3 43230-65-5
D:A-Friedooleanane-l,3-dione, 24-hydroxy-

456 C 3oH520Si 2625-44-7
Silane, (cholesta-5,7-dien-30-yloxy)trimethyl-

Me



3426 EPA/NIH MASS SPECTRAL DATA BASE 456

100

80 -

60 -

40 -

20-

0 —“n 1 1 1 1 1 1 1 1 1 1 1
i

1 1

—

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

456 C30H52OS 1

Cholesta-5,24-diene, 3/Mtrimethylsiloxy)-

18880-60-9 456 C31H52O2

Stigmast-7-en-3-ol, acetate, (3/3,5a)-

14473-77-9

CHMe CH2CH2CH: CMe 2 CHMe CH2 CH2 CHE t CHMe

2

160 170 180 190 200 210

'*
1 ‘‘‘i* ‘i*

—
1
' i r“ r“ 1 1—

220 230 240 250 260 270 280 290 300 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

80-

60-

40 -

• I 20-
1 . 1

1
1

,11 , i-A- ,—,—,—,—,

—

K-r- o-J
,

1 1
,

1 , , } ,

1

,
Ji

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450 310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

456 C 30H52OS 1 55515-19-0 456 C 31H 52O2 24433-34-9
Silane, [[(3/3,5a)-cholesta-8,24-dien-3-yl]oxy] trimethyl- C(14a) Homo- 27-norgammacer-13-en-21/3-ol, 3a-methoxy-



457 EPA/NIH MASS SPECTRAL DATA BASE 3427

456 C31H 52O2 35490-52-9

Cholest-5-en-3-one, 4,4-dimethyl-, cyclic 1,2-ethanediyl acetal

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

456 C31H 52O2 39903-17-8
D:A-Friedooleanan-29-oic acid, methyl ester, (20a)-

456 C 36H 24

Hexaphenylene
212-73-7

“*1 1
,

1 1 1 1 1 1 1 1 1 1 1 1

—

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

457 Ci5H4oN05PSi4 56196T74-8
Alanine, 3-[bis[(trimethylsilyl)oxy]phosphinyl]-iV-(trimethylsilyl)-,

trimethylsilyl ester

NHSi M03

OS i Me 3
I I

Me3 S i OC( 0) CHCH 2 POSI M63

0



3428 EPA/NIH MASS SPECTRAL DATA BASE 457

457 CisHssNaOsSis 41547-78-8
3,6-Epoxy-2//,8H-pyrimido[6,l-6][l,3]oxazocin-8-one, 3,4,5,=

6,9,10-hexahydro-10-[(t,rimethylsilyl)imino]-4,5-bis[(tri =
methylsilyl)oxy]-, [3R-(3a,4/3,5/3,6a)]-

*-l 1 1 1 1 1 1 1 1 1 1 1 1 1 1

—

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

457 C 2oH43N03Si4 56145-09-6
1,2-Benzenediol, 4-(2-amino-l-hydroxyethyl)-, tetrakis(tri=

methylsilyl) deriv., (R )-

CH(0H)CH2 NH2

+ 4TMS

457 C 29H47NO3 17398-63-9
7a-Aza-B-homocholest-5-en-7-one, 3-(acetyloxy)-, (3/3)-

Me

457 C 30H51NO2 55282-49-0
Cholestane-5-carbonitrile, 3,3-dimethoxy-, (5/3)-



458 EPA/NIH MASS SPECTRAL DATA BASE 3429

457 C31H55NO 55320-47-3

Acetamide, JV-[(3|8,5a)-cholestan-3-yl]-iV-ethyl-

458 C 8F.5O.5Re
Rhenium, pentacarbonyl(pentafluoropropenyl)-

15492-11-2

,CF ' CF CF 3

lRe +

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

457 C 33H47N 38389-21-8
l'/7-Cholesta-3,5-dieno[3,4-6]indole

458 C9H 7IO 2W 12082-10-9
Tungsten, dicarbonyl(j)7-cycloheptatrienylium)iodo-



3430 EPA/NIH MASS SPECTRAL DATA BASE 458

458 CioH 2Cl 8Fe 33306-56-8
Ferrocene, l,l',2,2',3,3',4,4'-octachloro-

100

80

60

40

20

0

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

458 Ci2Hi2Fe20sP2 15531-11-0
Iron, octacarbonyl[/n-(tetramethyldiphosphine)]di-

c = o

0=C C:0

458 Ci4Hi8Fe20eS2 15650-44-9
Iron, bis(/K 1 butanethiolato)hexacarbonyldi-, (Fe-Fe)

458 Ci2HeBr2N2Ni04
Nickel, bis(4-bromo-o-benzoquinone 2-oximato)-

30993-29-4
Me (CH2)

CO

’ }£

oc

oc7\

f/f
Fe*—S,

\cH2 )3Me



458 EPA/NIH MASS SPECTRAL DATA BASE 3431

458 C 14H 19IO9 24871-54-3
a-D-Glucopyranose, 6-deoxy-6-iodo-, tetraacetate

OAc

458 C 16H 18F 12O2 18770-62-2
Octanoic acid, 2,2,3,3,4,4,5,5,6,6,7,7-dodecafluoroheptyl ester

F2 CHCF2 CF2 CF2 CF2 CF2 CH2 OC( O) ( CH2 ) 6 Me

458 Ci8H 34N206Si3 41547-73-3
3,6-Epoxy-2/f,8/f-pyrimido[6,1-6] [l,3]oxazocine-8,10(9H)-dione,

3,4,5,6-tetrahydro-9-(trimethylsilyl)-4,5-bis[(trimethylsilyl)oxy]-,

[3R-(3a,40,5/3,6a)]-

458 CigHssOsSu 2078-17-3
Benzoic acid, 3,4,5-tris(trimethylsiloxy)-, trimethylsilyl ester

Me3SiO. .C(0)0SiMe3

Me 3 S i

0

OS i Me 3

i 11. j L
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

L L

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

. , . . 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



3432 EPA/NIH MASS SPECTRAL DATA BASE 458

458 C2oHi6Br2N 20 55282-25-2
Ethanone, 2,2-bis[(4-bromophenyl)amino]-l-phenyl-

COPh

458 C 20H34N4O8 41863-54-1
L-Threonine, Ar-[iV-[l-[./V-[(l,l-dimethylethoxy)carbonyl]=:

glycyl]-L-prolyl]-L-alanyl]-, methyl ester

458 C 21H31IO3 56784-26-0
Androstan-ll-one, 3-(acetyloxy)-17-iodo-, (17/3)-

Me

coch 2 Nhc ( o,obu-.
,,H(0H)Me

^^^CONHCHMeCONHCHC( 0) OMe

100
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60

40

20

0

100

80
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0

100
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0
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80

60

_0

20

0

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

458 C 2oH4204Si4 56114-62-6
Silane, [[4-[l,2-bis[(trimethylsilyl)oxy]ethyl]-l,2-phenylene] =:

bis(oxy)]bis[trimethyl-

OS i Me 3

I

CHCH 2 OSi Me3

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

458 C 21H31IO3 56784-27-1
Androstan-ll-one, 3-(acetyloxy)-17-iodo-, (17a)-

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 I.

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

L I. 1 ,



458 EPA/NIH MASS SPECTRAL DATA BASE 3433

458 C 22H 10N4O8 31663-76-0
Benzo[l,2-c:4,5-c']dipyrrole-l,3,5,7(27f,6/f)-tetrone, 2,6-bis(2-

nitrophenyl)-

458 C 22H 10N4O8 31663-77-1
Benzo[l,2-c:4,5-c']dipyrrole-l,3,5,7(2H,6/f)-tetrone, 2,6-bis(3-

nitrophenyl)-

0 0

NO2 NO2

100

80

60

40

20

0

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

458 C22H 10N4O8 31663-78-2
Benzo[l,2-c:4,5-c']dipyrrole-l,3,5,7(2//,6//)-tetrone, 2,6-bis(4-

nitrophenyl)-

458 C 23H 26N 2O8 29484-59-1
Dichotinamide, 11-methoxy-

OMe

Jll

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

160 170 180 190
i i i i i i i i i i i

200 210 220 230 240 250 260 270 280 290 300

L Ui l j L i—1
1 I

" r“—-1 1 r——1
1

‘
‘i 1

—“—1 “t 1
*

1

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



3434 EPA/NIH MASS SPECTRAL DATA BASE 458

100 --

80-

60-

40 -

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

458 C 23H26N 2O8 55283-43-7
Dichotine, ll-methoxy-25-oxo-

CHO

100 -1

80-

60-

40-

20-

1 I L J, II L
310 320 330 340 350 360 ?70 380 390 400 410 420 430 440 450

80-

60-

40-

20-

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

458 C25H46O7 56599-36-1
1,2-Propanediol, 3-[[2-(acetyloxy)hexadecyl]oxy]-, diacetate

Ac 0 OAc
I I

Ac OCH2 CHCH2 OCH2 CH ( CH2 ) 1 3 Me

458 C26H28N 2Ni02 30049-17—3
Nickel, bis(2-butyl-8-quinolinolato)-

458 C 24H 18N4O6 16267-19-9
Benzoic acid, 2,2'-([3,3'-bipyrazole]-4,4'-diyldicarbonyl)di-, dimethyl

ester

H H



458 EPA/NIH MASS SPECTRAL DATA BASE 3435

458 C26H 34O 7 1108-68-5

Bufa-20,22-dienolide, 16-(acetyloxy)-14,15-epoxy-3,5-dihydroxy-,

(30,50,150,160)-

0

458 C 28H42O 5 56247-73-5
Cholestan-26-oic acid, 3,7,12-trioxo-, methyl ester, (50)-

Me

Uli jL . i.I.i.i. 1.1. l,i.. . Iil.l.i . Jlli, 1 1.I.IiL .llilil.i.i.. .. I.I.I.I,

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

ll.i.l.i.nlilili II.I1IIIIIII1I.IIIIIIIIIII.I...III1I.III..-.....IIII.I-..I III...

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

310 320 330 340 350 360 370 3f 0 390 400 410 420 430 440 450
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460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

458 C 26H 34O 7 4064-09-9
Bufa-20,22-dienolide, 3-(acetyloxy)-5,14-dihydroxy-19-oxo-,

(30,50)—

0

458 C 29H46O4 863-40-1
Cholest-7-en-6-one, 3-(acetyloxy)-9-hydroxy-, (30,5a)-

Me



3436 EPA/NIH MASS SPECTRAL DATA BASE 458

L-r—-i—K r-*- •1“
i \ t r- k k-r-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

458 C 29H 46O4

Spirostan-3-ol, acetate, (3/3,5a,25/?)-

2530-07-6

460 470 460 490 500 510 520 530 540 550 560 570 580 590 600

458 C 29H 46O4 24742-86-7
5a,14/3-Spirostan-3-one, cyclic ethylene acetal, (25/?)—

460 470 480 490 500 510 -520 530 540 550 560 570 580 590

458 C29H 46O4 55028-79-0
Spirostan-3-one, cyclic 1,2-ethanediyl acetal, (5a,25/?)-

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

458 C 29H46O4 55028-80-3
Spirostan-12-one, cyclic 1,2-ethanediyl acetal, (5a,25/?)-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



458 EPA/NIH MASS SPECTRAL DATA BASE 3437

458 C29H46O4 55028-81-4

Spirostan-3-one, cyclic 1,2-ethanediyl acetal, (5a,20(8,257?)-

458 C30H50O3 2701-05-5
Cholest-4-en-6-ol, 3-methoxy-, acetate, (3/3,68)-

Me

458 C 30H 50O3 11022-89-2
D:A-Friedooleanan-28-oic acid, 3|8-hydroxy-

460 470 480 490 600 510 520 530 540 550 560 570 580 590 600

310 320 330 340 350 360 370 360 390 400 410 420 430 440 450

460 470 460 490 500 510 520 530 540 550 560 570 580 590 600



3438 EPA/NIH MASS SPECTRAL DATA BASE 458

458 C 30H 50O3

20£-Lanosta-7,9(ll)-diene-3/3,18,20-triol

25116-58-9 458 C 30H 50O3 56052-09-6
Ergost-5-ene-3,12-diol, 12-acetate, (3/3,12a)-

CH 2 oh

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

458 C 30H 50O3 55823-03-5
Ergostan-12-one, 3-(acetyloxy)-, (30)-

Me

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

CHMe CH2 CH2 CHMe CHMe

2

458 C 30H50O3 56362-43-7
Ergost-5-ene-3,25-diol, 3-acetate, (30)-

Me



458 EPA/NIH MASS SPECTRAL DATA BASE 3439

458 C 30H50O3 56816-61-6

D:A -Friedooleanan-l-one, 3,24-dihydroxy-
458 C3oH540Si 2665-03-4
Silane, [(3/3,5a)-cholest-7-en-3-yloxy] trimethyl-

100

80

60

40

20

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

458 C 3oH 540Si 1856-05-9
Cholest-5-ene, 3-[(trimethylsilyl)oxy]-, (3/3)-

458 C3oH 540Si 16134-40-0
Silane, [(3a)-cholest-5-en-3-yloxy]trimethyl-



3440 EPA/NIH MASS SPECTRAL DATA BASE 458

458 C3oH540Si 53084-65-4
Silane, [[(3d)-cholest-4-en-3-yl]oxy]trimethyl-

458 C 31H54O2 54498-64-5
Cholestan-3-one, 4,4-dimethyl-, cyclic 1,2-ethanediyl acetal, (5a)-

458 C3oH 540Si 55282-50-3

Silane, [[(3/3,5a)-cholest-8(14)-en-3-yl]oxy]trimethyl-

Me
458 C36H 26

l,l
, :3',l":3",l'":3'",l"":3"",l""'-Sexiphenyl

4740-51-6



459 EPA/NIH MASS SPECTRAL DATA BASE 3441

458 Ge6Hi4
Hexagermane

37867-35-9 459 C 21H 34INO 2 41080-95-9
Benzene, l,3,5-tris(2,2-dimethylpropyl)-2-iodo-4-nitro-

H3 Ge GeH2 GeH2 GeH2 G0H2 GeH3
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0

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

459 Ci6H 42N06PSi3 32046-30-3
Phosphoric acid, 2,3-bis(trimethylsiloxy)propyl 2-(dimethyl=
amino)ethyl trimethylsilyl ester

Me 3 S i 0 OS i Me 3

I I

Me 3 S i OCH2 CHCH2 OPOCH2 CH2 NMe2
II

0

I

CH2CMe3

459 C 26H 28C0N2O2 30049-16-2
Cobalt, bis(2-butyl-8-quinolinolato)-
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0
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10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

J|li jiil, . ill
1,

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

- ^ L. . ^ JL

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

1 t 1 1 1 1 1 1 r



3442 EPA/NIH MASS SPECTRAL DATA BASE 459

459 C 29H 49NO 3 21843-22-1
7a-Aza-B-homocholestan-7-one, 3-(acetyloxy)-, (30,5a)-

Me

459 C33H49N 4356-25-6
l'//-Cholest-2-eno[3,2-6]indole, (5a)-

459 C 29H49NO3 50837-85-9
Acetamide, N-[(30,5a)-3-hydroxyfurostan-26-yl]-
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‘ _J]

160 1 70 1 80 190 200 210 220 230 240 250 260 270 280 290 300

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

I t 1 1
r i

1 1 1 1 1 1 1 1 r

459 C 33H49N 4525-03-5
17/-Cholest-3-eno[ 3,4-6] indole, (5/3)-

'CHMe(CH2),CHMe2



460 EPA/NIH MASS SPECTRAL DATA BASE 3443

459 C 33H49N 34535-55-2

1 'hT-Cholest-3-eno[3,4-5] indole, (5a)-

460 C8Hi202Se4 57289-34-6
Ethaneselenoic acid, Se, Se'-(2,4-dimethyl-l,3-diselenetane-

2,4-diyl) ester

Se Ac

460 C 12HCI9 40186-72-9
l,l'-Biphenyl, 2,2',3,3',4,4',5,5',6-nonachloro-

ci

Cl Cl

460 C 13H 12F 12O4 18770-67-7
Succinic acid, 2,2,3,3,4,4,5,5,6,6,7,7-dodecafluoroheptyl ethyl ester

E t OC( 0 | CH2 CH2 C( 0 ) 0CH2 CF 2 CF 2 CF 2 CF 2 CF 2 CHF 2



3444 EPA/NIH MASS SPECTRAL DATA BASE 460

460 CistLiOePSu 31038-11-6
Phosphoric acid, bis(trimethylsilyl) 2,3-bis[(trimethylsilyl)oxy]propyl

ester

Me 3 S i 0 OSiMe3
I I

Me 3 Si OCH 2 CHCH 2 OPOSIMes
II

0

J 1 ll 11 1...I I...

10 20 30 40 50 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

460 C 16H 14I2 56701-40-7
Naphthalene, l,8-bis(l-iodo-l-propenyl)-, (E,E)~

MeCH = CI CI=CHMe

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

..i,i. ,-i.il.- ..ll 1 J
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 CieHUiOvPSia 55282-72-9
Phosphoric acid, 3,3-diethoxy-2-[(trimethylsilyl)oxy] propyl

bis(trim?thylsilyl) ester

( E t 0 )

2

CH OS I Me 3

Me 3 S i OCHCH 2 OP OS i Me 3

460 C 15H41O6PSU 31038-12-7
Phosphoric acid, 2-[(trimethylsilyl)oxy]-l-[[(trimethylsilyl)~

oxy] methyl] ethyl ester

CH 2 OS i M03

OS i Me 3
I I

Me 3 S i OCH 2 CH OP OS i Me 3 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

60-

40

20-
.

:

ii i.l l-.-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

60-

40-

20-
1

o J *“
1 l

——1 1 ‘‘T T“ 1
—“~T ‘l*“ 1

““ 1

— 1- 1 Ii , Il_
310 320 330 340 350 380 370 380 390 400 410 420 430 440 450

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 \ OH OH

80- fjVi
60- kA/y
40-

20-

0- r i i i i i i i i i i i i i i

—

HO O OH

460 C 22H24N2O9 79-57-2
2-Naphthacenecarboxamide, 4-(dimethylamino)-l,4,4a,5,5a,6,=

ll,12a-octahydro-3,5,6,10,12,12a-hexahydroxy-6-methyl-
1,11-dioxo-, [4S-(4a,4aa,5a,5aa,6/3,12aa)]-

CONH 2

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

10 20 30 40 50 60 70



460 EPA/NIH MASS SPECTRAL DATA BASE 3445

460 C 22H40N2O8 22414-25-1
Glycine, !V,lV'-l,2-ethanediylbis[2V-(2-oxo-2-propoxyethyl)-,

dipropyl ester

Pr 0C( 0 ) CH2 CH2 C( 0 ) OP

r

I I

Pr 0C( 0 ) CH2 NCH2 CH2 NCH2 C( 0 ) OP r

460 C 22H48Ge2
1,5-Digermacyclooctane, 1,1,5,5-tetrabutyl-

56437-93-5

Me ( CH2 ) 3 —^,Ge

Me ( CH2 )

3

( CH2)3Me

Ge -
( CH2 ) 3 Me

100

80

60

40

20

0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

460 C 24H 32N2O 7 55283-38-0
3,4-Secocondyfolan-3-one, 12-[2-(acetyloxy)-l-methoxyeth=
oxy]-16,19-epoxy-2-hydroxy-4-methyl-, f 12(S), 14/3,16/3,197?]-

acoch2Chiom

460 C25H32O8 2948-07-4
Benzoic acid, 2,4-dihydroxy-3-[(4-hydroxy-2-methoxy-6-
pentylbenzoyl)oxy]-6-pentyl-

1.1 .1.1.1 lu_* 1_L - Ill -l.llll.

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

1U. .Jill . Ill.ll. .nil 1. .
,

1 T T T T T ^1

‘
1
—“—1 p“

—

1 ‘i ‘i 1 1 r i 1

—

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300



3446 EPA/NIH MASS SPECTRAL DATA BASE 460

460 C25H 40N4O 4 37580-35-1
L-Alanine, N-[./V-[iV-[[4-(dimethylamino)phenyl]methylene]-

L-valyl]-L-isoleucyl]-, ethyl ester

460 C2sH4iB05Si 55282-52-5
Pregnane-1 1,20-dione, 17,21-[(methylborylene)bis(oxy)]-3-

[(trimethylsilyl)oxy]-, (3a,5/3)—

CHMe 2 CHMe CH 2 Me
I I

.CH : NCHCONHCHCONHCHMe C( 0) OE

t

460 C 25H40N4O4 42547-80-8
L-Leucine, 7V-[AT-[iV-(2-pyridmylmethylene)-L-leucyl] -L-leucyl]-,

methyl ester

CH 2 CHMe 2

CH2CHMB2

CH 2 CHMe 2
I

CH:NCHCONHCHCONHCHC( 0) OMe

460 C 26H 36O7 55821-17-5
\H Indene 4- propanoic acid, octahydro-7a-methyl-l,5-dioxo-,
4-(2-carboxyethyl)octahydro-7a-methyl-5-oxo-lH-inden-l-yl
ester, [la(3ai?*,4i?*,7aR*),3ad,4d,7aa]-



460 EPA/NIH MASS SPECTRAL DATA BASE 3447

100 —
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I

1

—

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

460 C27H4802Si2 57397-24-7

Silane, [[(5a)-pregna 2,20-diene -17,20-diyl]bis(oxy)|bis[trimethyl-

OT MS

100

80

60

40

20

0

100

80

60

40

20

0

100

80

80

40

20

0

100

80

00

40

20

0

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

460 C28H32N2O4 22222-82-8
Cylindrocarine, 1-benzoyl-

MeO COPh

460 C 29H48O4 28809-58-7
5a-Cholestan-19-oic acid, 2a-hydroxy-, acetate

460 C 28H 16N2O5 33734-37-1
Phthalimide, 4,4'-oxybis[iV-phenyl-

0 0

Me

310 320 330



3448 EPA/NIH MASS SPECTRAL DATA BASE 460

100

80-

00-

40 -

20-

0 J
1
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i 1 1
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-i 1 1 i r- i i 1 1 1 1
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0 J r 1 1 1 1 1 *—r
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—

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

460 C 29H48O4

Spirostan, 3,3-dimethoxy-, (5a,22R)-
54965-94-5 460 C3oH560Si

5a-Cholestane, 3a-(trimethylsiloxy)-

18880-50-7

460 C 29H48O4 55028-82-5
Spirostan, 3,3-dimethoxy-, (5a,20/1,25#)- 460 CsoHseOSi 18880-51-8

Silane,
|
[(3.d,5a )-eholestan-3-yl]oxy] trimethyl-



460 EPA/NIH MASS SPECTRAL DATA BASE 3449
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460 CaoHseOSi 55282-51-4

Cholestane, 2-[(trimethylsilyl)oxy]-, (2/3,5a)-
460 CaoHseOSi 55331-94-7
Silane, f [ (3/3,5/3)-cholestan -3—y 1 ]

oxy
|
tri methyl-

460 CaoHseOSi 55331-93-6
Silane, [[(3a,5/3)-cholestan-3-yl]oxy]trimethyl-

460 CaoHseOSi 56907-47-2
Silane, [(cholestan-3-yl)oxy]trimethyl-



3450 EPA/NIH MASS SPECTRAL DATA BASE 460

460 C31H56O2

5a-Cholestan-3-one, diethyl acetal

3621-03-2

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

461 C8H12F9NOSS11 41006-33-1
1-Butanesulfinamide, 1,1,2,2,3,3,4,4,4-nonafluoro-iV-methyl-

AMtrimethylstannyl)-

F3CCF2CF2CF2S(0) NMeSnMes

i ii
1 , 4 ,

1
, 1

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

461 C23H27NO9 20290-09-9
0-D-Glucopyranosiduronic acid, (5a,6a)-7,8-didehydro-4,5-ep=
oxy-6-hydroxy-17-methylmorphinan-3-yl

1 1 llllllll null 1 lii|lllli 1 1 llll il 1 l|ii iln
1 lll.li LL ini

,

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

80-

60-

40-

20-

llll II I iln 1. ...
|

ln( . . -|ll ill

'

UL, |_L 1 1

I

' -‘“‘
I

461 C23H27NO9 29742-54-9
Indole, l-(3-D-glucopyranosyl-2-methyl-, 2',3',4',6'-tetraacetate

AcO



462 EPA/NIH MASS SPECTRAL DATA BASE 3451

461 C27H15N3O5 23872-06-2
Spiro[benzo[l,2-d:4,3-d']diisoxazole-4(5/f),5'-[l,4,2]dioxazol]-5-one,

3,3',6-triphenyl-

460 470 480 490 500 510 520 530 540 550 560 570 560 590 600

461 C28H29F2N3O 2062-78-4
2/f-Benzimidazol-2-one, l-[l-[4,4-bis(4-fluorophenyl)butyl]-

4-piperidinyl]-l ,3-dihydro-

^-Rl

I

']— CH( CH2 ) 3

462 CioFis
Naphthalene, octadecafluorodecahydro-

306-94-5

F F F F

'TbOCv
F F F F

F

462 Ci4H 9Br303 52498-93-8
Spiro[benzofuran-2(3H),l'-[2,5]cyclohexadien]-4'-one, 3',5',7-

tribromo-5-(hydroxymethyl)-



3452 EPA/NIH MASS SPECTRAL DATA BASE 462

462 C 17H 40O8P 2S 1 19097-77-9
Phosphoric acid, methylsilylene P,P'-bis(2-ethylhexyl) ester

0 0
11 11

Me ( CH2 ) 3 CHE t CH2 OP ( OH ) OS i HMe OP ( OH ) OCH2 CHE t ( CH2 ) 3 Me

100

80
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40

20

0

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

60

40

20

0

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

462 C 22H22O 11 20126-59-4
4H-l~Benzopyran-4-one, 7-(/3-D-glucopyranosyloxy)-5-
hydroxy-2-(3-hydroxy-4-methoxyphenyl)~

462 C22H27BrN 204 29019-57-6
Voachalotine oxindole, 10-bromo-19,20-dihydro-

Me

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

462 C 22H 22O 11 40522-83-6
4H-l-Benzopyran-4-one, 8-|8-D-glucopyranosyl-5,7-dihydr=
oxy-3-(4-hydroxy-3-methoxyphenyl)-

100

80

60

40

20

0

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

462 C23H 26O8S 30655-09-5
Acetic acid, [[2-(3,4-dimethoxyphenyl)-3-hydroxy-7-methoxy-

4-chromanyl]thio]-, methyl ester, acetate, trans-2-,3,trans-

2,4—(+)—

SCH2 C( 0 )
OMe



462 EPA/NIH MASS SPECTRAL DATA BASE 3453

100 -|

80-

60-

,1. 1, 1.

20-
I

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450 310 320 330 340 350 360 370 380 390 400 410 420 430 440 450
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40-

r-1* 1 1 1
1 1 1 1 1 i 1 l 1 i 1

—
20-

o J
r*

-

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

462 C 23H26O 10 13364-94-8
4ff-l-Benzopyran-4 -one, 3,5,6,7,8-pentamethoxy-2-(3,4,5-tri=
methoxyphenyl)-

462 C 23H34N 4O6 37580-25-9
L-Alanine, W-[N-[W-[(4-nitrophenyl)methylene]-L-valyl]-L-

isoleucyl]-, ethyl ester

462 C23H30N2O6S 56701-29-2
2-Pyrrolidinone, l-[[3,4-dihydro-6,7-dimethoxy-2-(l-piperi=

dinylsulfonyl)-l-naphthalenyl]acetyl]-

02N

CHM0 2 CHMe CH2 Me
I I

CH = NCHCONHCHCONHCHMe C( O) OE

t

462 C 24H22N4O6 55591-21-4
1,2,3-Propanetriol, l-(l-phenyl-l/f-pyrazolo[3,4-6]quinoxalin-
3—yl)—

,
triacetate (ester),

Ph
1

OAc

OAc



3454 EPA/NIH MASS SPECTRAL DATA BASE 462

462 C24H26N6O4 18710-90-2
Pyrimido[5,4-d]pyrimidine, 4,8-di-m-anisidino-2,6-diethoxy-

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

462 C26H46N203Si 57305-26-7
Pregnane-3,20-dione, 21-[(trimethylsilyl)oxy]-, bis(O-methyloxime),

(5a)-

1, .-I

160 170 180 190 200 210 220' 230 240 250 260 270 280 290 300

.1.
,

.

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

: L
1 1

460 470 480 490 500 510 520 530 540 550 580 570 580 590 600

462 C 26H46N2O3S 1 57305-27-8
Pregnane-3,20-dione, ll-[(trimethylsilyl)oxy]-, bis(O-methyloxime),

(50,110)-

Me

462 C26H46N203Si 57305-28-9

Pregnane-3,20-dione, 17-[(trimethylsilyl)oxy]-, bis(O-methyloxime),

(5a)-



462 EPA/NIH MASS SPECTRAL DATA BASE 3455

462 C26H46N203Si 57305-29-0
Pregnane-3,20-dione, 17-[(trimethylsilyl)oxy]-, bis(O-methyloxime),

(50)-

462 C27H42O6 26361-67-1
Cholest-7-en-6-one, 22,25-epoxy-2,3,14,20-tetrahydroxy-,

(20,30,50,2O£)-

462 C 27H4604Si 53044-55-6
Prosta-5,8(12),13-trien-l-oic acid, 15-[[(l,l-dimethylethyl)di=

methylsilyl]oxy]-9-oxo-, methyl ester, (5Z,13Z?,15S)-

CH2 CH = CH ( CH2 ) 3 C( O) OMe

0 .

( CH2 ) 4 Me

CH = CHCHOS I M02 Bu -

1

i

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

. ,i.l,i
.

,..1.,., i..,.

.

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

1- 1 L l i 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



3456 EPA/NIH MASS SPECTRAL DATA BASE- 462

462 C27H4604Si 53122-04-6
Prosta-5,10,13-trien-l-oic acid, 15-[[(l,l-dimethylethyl)di=

methylsilyl]oxy]-9-oxo-, methyl ester, (5Z,13E,15S)-

( CH2 ) < Me
I

CH : CHCHOS I Me 2 Bu-t

0 CH2 CH = CH{ CH2 ) 3 C{ 0 )
OMe

462 C27H5o02Si2 13110-77-5
Silane,

[ [(3/3,20S)- pregn 5 ene-3,20-diyl]bis(oxy)]bis[trimethyl-

462 C27H5o02Si2 33283-09-9
Silane, (pregn-4-en-ll/3,21-ylenedioxy)bis[trimethyl-

Me

III,, i.y.i., .

(

i...llln|i . 1 . .

.| ,1.11.. ,11.1,1. i-ltln. ...
' i i 1 I i I

'

I 1 I i I I
’

I

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300
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0

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

462 C27H5o02Si2 33283-11-3
Silane, [(3/3,20/?)-pregn-5-ene~3,20-diylbis(oxy ) ] bis [trimethyl-



462 EPA/NIH MASS SPECTRAL DATA BASE 3457

462 C27H5o0 2Si2 33283-12-4

Silane, (pregn-5-en-3/3,21-ylenedioxy)bis[trimethyl-

462 C29H47FO3 40242-96-4
Cholestan-19-ol, 5,6-epoxy-3-fluoro-, acetate, (3/3,5a,6a)-

460 470 480 490 500 510 520 530 540 550 560 570 500 590 600
460 470 480 490 500 510 520 530 5/0 550 560 570 580 590 600

462 C 29H47FO3 40242-95-3
Cholestan-19-ol, 5,6-epoxy-3-fluoro-, acetate, (30,50,60)-

462 C 29H50S2 17690-27-6
5a-Cholestan-6-one, cyclic ethylene mercaptole

Me

100

80
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40

20

0
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3458 EPA/NIH MASS SPECTRAL DATA BASE 462

462 C29H50S2 20233-42-5
5a-Cholestan-4-one, cyclic ethylene mercaptole

Me

462 C 30H 38O4 56298-82-9
1,4-Naphthalenediol, 2-methyl-3-(3,7,l I trimethyl-2,6,10-do~

decatrienyl)-, diacetate

CH2 CH = CMe CH2 CH2 CH = CMe CH2 CH2 CH = CMe 2

462 C30H42N2O2 20725-71-7
2,5-Cyclohexadien-l-one, 4,4'-(azodimethylidyne)bis[2,6-di-

fert-butyl-

Bu-t

Bu-t

462 C 30H54O3 24041-79-0
Lanostane-3/i,ll/t,18-triol

CH 2 oh

560 570 580 590 600



463 EPA/NIH MASS SPECTRAL DATA BASE 3459

462 C30H54O3 25116-75—0
Lanostane-3/3, 11/3,1 9-triol

462 C 33H38N2 34535-59-6
5H- Indolo[2",3":3',4

l

]cyclopenta[l',2 ,:5,6]naphtho[2,l-6]carbazole,

5a,5b,6,7,7a,8,13,13a,13b,14,15,15a,16,17-tetradecahydro-
5a,7a,8,17-tetramethyl-, (5aa ,5b/3,7aa,13a/3,13ba,l5a/3 )

-

Me
I

I Me
Me

463 Ci2H6Br2CuN204 31971-31-0
Copper, bis(4-bromo-3,5-cyclohexadiene-l,2-dione 2-oximato-
N2,0 1)-

1,1
1

111

.

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

LI. ,, J.I.. 11.11. u
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

463 Ci6Hi8IN05S 50267-29-3
2-Oxa-6-azatricyclo[3.3.1.1 3 .7]decan-4-ol, 8-iodo-6-(phenyl=

sulfonyl)-, acetate (ester), (la,3/3,4/3,.5a,7/3,8a)-

PhS02



3460 EPA/NIH MASS SPECTRAL DATA BASE 463

463 C23H29NO9 29742-56-1

Quinoline, l,2,3,4-tetrahydro-l-(2,3,4,6-tetra-0-acetyl-|3-D-
glucopyranosyl)-

464 C7F7FeI04 22925-82-2
Iron, tetracarbonyl(heptafluoropropyl)iodo-

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

463 C26H28C11N2O2 30049-19-5

Copper, bis(2-butyl-8-quinolinolato)-

CO CO

V2/
’I— Fe

—
“CFo CF0CF3

/\
CO CO
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464 Ci3H380eP2Si4 53044-26-1
Phosphonic acid, methylenebis-, tetrakis(trimethylsilyl) ester

Me 3 S

i

0 OS i Me

3

I I

Me 3 S i OPCH2 POS i Me3
II II

0 0
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464 EPA/NIH MASS SPECTRAL DATA BASE 3461

464 CieHisBraOe 56701-39-4

(3-L-Fructopyranoside, methyl 4- bromo-6-C- bromo -1,4 dideoxy-,

3-acetate 5-benozate, (R)~

OAc

464 Ci9Hi2C>4Se2 26452-59-5
1-Selenocoumarin, 3,3'-methylenebis[4-hydroxy-

1
—

I

—“““1 ““*1"
1 ‘

I

—“**“1
1 1

1 I
1 1

—

100 170 180 190 200 210 220 230 240 250 260 270 280 290 300

464 C 20H 10C02O6 14515-69-6
Cobalt, hexacarbonyl[/4-[l,l'-(r;2:7j2-l,2-ethynediyl)]bis[benz=

ene]]]di-, (Co-Co)

,1/1

<4-

ACO io

100

80

60

40

20

0

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

—

1—I—4-

464 C 21H20O 12 482-36 0

4//-l-Benzopyran-4-one, 2-(3,4-dihydroxyphenyl)-3-(/?-D-
galactopyranosyloxy)-5,7-dihydroxy-
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464 C21H 21CIN2O8 127-33-3
2-Naphthacenecarboxamide, 7-chloro-4-(dimethylamino)-l,~
4,4a,5,5a,6,ll,12a-octahydro-3,6,10,12,12a-pentahydroxy-
1,11-dioxo-, [4S-(4a,4a<*,5aa,6|d,12aa)]-

Cl HO NMe 2

OH

CONH2

OH

100

00

60

40

20

0

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

OH

:

.ilj .1 ill 1
.

|iiiJ.i. |,.i I|J
,
1 ...
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1 , , il 1. . L .
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3462 EPA/NIH MASS SPECTRAL DATA BASE 464

464 C22H 22F6O4 1549-15-1

Estradiol, bis(trifluoroacetate)

Me

464 C 22H44N 2OSi4 55429-74r8
l/f-Indole-3-ethanamine, A^iV.l-trisltrimethylsilyll-S-fltri^

methylsilyl)oxy]-

464 C22H50AI2O6 28899-45-8
Aluminum, /Werf-butoxytri-t<?rt-butoxy-^-isopropoxyisoprop=

oxydi-

t-Bu

\
0 -

OPr-i

J

t-BuO—A I 0

J \t-BuO Pl

Si Me 3

I

I

S i Me 3

100

80

60

40

20

0

100

80

60

40

20

0
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464 EPA/NIH MASS SPECTRAL DATA BASE 3463

464 C 23H28O 10 33880-85-2
Oxireno[9,10]cyclodeca[l,2-6]furan-5-carboxylic acid, 6-(ace=

tyloxy)-7-[[(2,3-dimethyloxiranyl)carbonyl]oxy]-la,2,3,6, =
7,7a,8,9,10a,10b-decahydro-la-methyl-8-methylene-9-oxo-,
methyl ester, [la/?-[la/?*,4E,6S*,7S*(2/?*,3/?*),7a/?*,10aS*, :=:

10b/?*]]-

464 C 25H36O8 30908-30-6
Picras-2-en-l-one, 12,16-bis(acetyloxy)-ll-hydroxy-2-methoxy-,

(11a,12/3)-

464 C 25H4404Si2 49774-88-1
Androst-5-en-17-one, ll-hydroxy-3,16-bis[(trimethylsilyl)oxy]-,

(3/3,lid,16a)-

Me 3 S i

464 C 26H28N202Zn 15685-77-5
Zinc, bis(2-butyl-8-quinolinolato-Ari,08)-, (T-4)-



3464 EPA/NIH MASS SPECTRAL DATA BASE 464

464 C27H S202Si2 16134-56-8 464 C29H 20S3 16094-77-2
Silane, [(3a,5d,20a)-pregnane-3,20-diylbis(oxy)]bis[trimethyl- [l,2]Dithiolo[l,5-6] [l,2]dithiole-7-SIV

,
2,3,4,5-tetraphenyl-

LLL, .1.1-1 .1.1.., ll.lJ.i.. ..i.l, 111.. . 1.I.I1I1L . .1

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

1,
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

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

464 C 27H5202Si2 33283-07-7
Silane, (5/3-pregnan-3a,6a-ylenedioxy)bis[trimethyl-
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0

100
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0

464 C29H49CIO2 28809-78-1
5a-Cholestan-19-ol, 2«-chloro-, acetate

Me

VSs
s"

SVPh

)fJ r

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600



464 EPA/NIH MASS SPECTRAL DATA BASE 3465

464 C29H49CIO 2 35868-80-5
Cholestan-6-one, 3-chloro-, cyclic 1,2-ethanediyl acetal, (3/3,5a)-

464 C29H49CIO 2 54552-54-4
Cholestan-3-one, 2-chloro-, cyclic 1,2-ethanediyl acetal, (2a,5a)-

Me

464 C30H40O4 56298-81-8
1,4-Naphthalenediol, 2-methyl-3-(3,7,ll-trimethyl-2,10-dode=

cadienyl)-, diacetate

CH2 CH = CMe
( CH2 ) 3 CHMe CH2 CH2 CH : CMe 2

464 C31H60O2 24724-84-3
14,16-Hentriacontanedione

Me ( CH2 ) 1 4 COCH2 CO( CH2 ) , 2 Me



3466 EPA/NIH MASS SPECTRAL DATA BASE 464

464 C 34H 24O2 19725-31-6
Ketone, phenyl 2,2,4-triphenyl-2//-l benzopyran-3-yl

466 C 12H36O7P2SL
Silanol, trimethyl-, pyrophosphate (4:1)

18395-45-4

MB3SI 0 0SIM93
I t

M03 S i OPOPOSIMes
II II

0 o

460 470 480 490 500 510 520 530 540 550 560 570 580 590

465 C29H 43N02Si 57305-10-9
Androst-5-en-17-one, 3-[(trimethylsilyl)oxy]-, 0-(phenyl=
methyl)oxime, (3/3)-

NOCH 2 Ph

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

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

466 Ci5H36FeN60 3P2 19372-46-4
Iron, tricarbonylbis(hexamethylphosphorous triamide-P)-

Me 2 N
I

Me 2 NP

,

I

Me2 N

NMe 2

I

.PNM62
I

NMe 2



466 EPA/NIH MASS SPECTRAL DATA BASE 3467

466 C 16H 20O6P 2S3 3383-96-8
Phosphorothioic acid, 0,0'-(thiodi-4,l-phenylene) 0,0,0',0'-

tetramethyl ester

s
11

OPOMe
I I

MeO OMe

100

80

60

40

20

0
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60

40

20

0

100

80
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20

0

100

80

60
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20

0
460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

466 C 17H21F 7N2O5 55429-80-6
Butanoic acid, heptafluoro-, S-^-ethylhexahydro-LS-di^

methyl-2,4,6-trioxo-5-pyrimidinyl)-l-methylbutyl ester

0
Me U

CHMeCH2CHMeOC( O) CF2CF2CF3

I

Me

466 C 18H 26O 10S2 17429-98-0
D-Glucose, cyclic 1,2-ethanediyl mercaptal, pentaacetate

OAc

OAc

OAc

OAc
I I

CHCHCHCHCH2 OAc

100

80

60

40

20

0
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0
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80
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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 1 1 1

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

466 CisF^OeSL 56114-57-9
£/ireo-2,5-Hexodiulose, l,3,4,6-tetrakis-0-(trimethylsilyl)-

OSIM63

OS i Me 3
I I

Me3 S i OCH2 COCHCHCOCH2 OS i Me

3



3468 EPA/NIH MASS SPECTRAL DATA BASE 466

466 C 18H42O6SL 56298-43-2

L-Gluconic acid, 2,3,5,6-tetrakis-0-(trimethylsilyl)-, lactone

OTMS
TMSOCH

I

TMSOCH2

466 C22Hi9FsFe02 41684-55-3

Iron, dicarbonyl[(4a,4b,9a,10,10at))-l,3,4,5,6,7,8,9-octahydro°

benz[a]azulen-4a(2if)-yl](pentafluorophenyl)-

80-

80-

40-

20-

0 1—*—I I
1 1 1 1 1 1

1 I I I I

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

466 C22H 21F7O3 2192-60-1
Estrone, heptafluorobutyrate

Me

F3CCF2CF2C(0)0'

466 C 23H30O 10 33880-86-3
Oxireno[9,10]cyclodeca[l,2-6]furan-5-carboxylic acid, 6-(ace=

tyloxy)-7-[[(2,3-dimethyloxiranyl)carbonyl]oxy]-la,2,3,6,=
7,7a,8,9,10a,10b-decahydro-la,8-dimethyl-9-oxo-, methyl ester



466 EPA/NIH MASS SPECTRAL DATA BASE 3469

100 --

80-

00-

40-

20-

0 '
‘i 1 r 1 1 1 1 1 1 1 1 1 1 1 i

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

100 —
80-

60-

40-

20-

0 ^
1 U-l 1 1 1 1 1 1 1 1 1

I
1 1 1—

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

466 C 23H 32NO9 34429-54-4
Senecionanium, 12,14-bis(acetyloxy)-8-hydroxy-4-methyl-

11,16-dioxo-, (12|,13£)-

466 C25H4604Si2 56701-00-9
3-Dodecanone, l-[3-methoxy-4-[(trimethylsilyl)oxy]phenyl]-

5-[(trimethylsilyl)oxy]-

466 C 25H 38O8 27526-89-2
Pregn-5-ene-3,8,ll,12,14,20-hexol, 11,12-diacetate, (3/1,11a,0

12/1,14/1)-

Me

Me0
'Y''%1

CH 2 CH 2 COCH 2 CH( CH 2 ) 6 Me

1 J
Me 3 S

i

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

1

,ll i

160 170 160 190 200 210 220 230 240 250 260 270 280 290 300

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

466 C 28H 34O6 21963-95-1
D-Homo-24-nor-17-oxachola-l,14,20,22-tetraene-3,16-dione,

7-(acetyloxy)-21,23-epoxy-4,4,8-trimethyl-, (5a,7a,13a,17aa)-

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

1

20 130 140 150

....l.l.l|llllll..
l

l,lll...,|,..l,l.l|ll. . . .n..ll. .J. 1 I,,, t- 1.

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

L LiJJ .1.1.1— ,—1.1.1, "‘1

90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

80-

60-

|

I

40-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

20-

o-J h- r— M i 1 i“*“ 41—

1

1 1
——i

• r—
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



3470 EPA/NIH MASS SPECTRAL DATA BASE 466

100

00-

60-

40-

20-

0 1 —i r“ 1 1 1
1 i i

1 1 1 1 1 1

—

460 470 480 490 500 510 520 530 540 550 560 570 500 590 600

466 C30H42O4 30993-62-5
01ean-12-en-28-oic acid, 21-hydroxy-3,16-dioxo-, 7-lactone, (21/?)-

466 C31H46O3 5092-03-5
A-Neooleana-3,12-dien-29-oic acid, 11-oxo-, methyl ester, (20/?)-

466 C31H46O3 5092-06-8
A-Neooleana-3(5),12-dien-29-oic acid, 11-oxo-, methyl ester, (20/?)-

Me

466 C31H46O3 5573-15-9
A-Neo-18a-oleana-3(5),12-dien-30-oic acid, 11-oxo-, methyl ester

Pr-i

100

00

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 . 1.1 1 1 . 1 , 1 .

10 20
i i i i i i i i

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

1.1 L ,.l,l 1 - L

—

u—i —



466 EPA/NIH MASS SPECTRAL DATA BASE 3471

466 C 31H46O3 6471-55-2
A-Neo-18a-oleana-3,12-dien-30-oic acid, 11-oxo-, methyl ester

Me

466 C 31H46O3 10301-75-4
01eana-2,12-dien-29-oic acid, 11-oxo-, methyl ester, (20/3)-

T T T I T T T T T < li lljji L-aiillL_
80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

466 C 31H 46O3 25486-55-9
Naphth[2,3-6]oxirene-2,7-dione, la,7a-dihydro-la-methyl-7a-

(3,7,1 l,15-tetramethyl-2-hexadecenyl)-

Me

0

CH2 CH : CMe ( CH2 ) 3 CHMe ( CH2 ) 3 CHMe ( CH2 ) 3 CHMe2

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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160 170 180 190 200 210 220 230 240 250 260 270 280 290 300
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310 320 330 340 350 360 370 380 390 400 410 420 430 440 450
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0
460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

—1—1—1

—

J* 1—J .lllll- .I-Jll.l ... ll.. -III ..III,. . ljll.„llll.. ll

466 C31H46O3 55555-62-9
01eana-2,12-dien-29-oic acid, 11-oxo-, methyl ester, (20a)-

ll.. ,i.i.

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

--.-lilll|lil i,lillli -i-..l
|

l.i j.-. lll ....

160 170 180 190 200 210 220 230 240 250
i i

280 270 280 290 300



3472 EPA/NIH MASS SPECTRAL DATA BASE 466
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0
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0

466 C 31H62O2 629-83-4
Triacontanoic acid, methyl ester

Me ( CH 2 ) 2 8 C( 0) OMe
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0
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0
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0

100

80
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0

466 C 32H50O 2 2465-05-6
Lanosta-7,9(ll),24-trien-3-ol, acetate, (3/3)-

Me

467 CidbsNOsSU 56145-07-4
Galactose, 2-amino-2-dioxy-, tetrakis(trimethylsilyl) deriv.

HOCH2CH(OH)CH(OH)CH(OH)CH(NH2)CHO + 4 TMS

467 CisH^NOsSu 56193-55-6
D-Glucose, 2-amino-2-deoxy-, tetrakis(trimethylsilyl) deriv.

HOCH2CH(OH)CH(OH)CH(OH)CH(NH 2)CHO +4TMS



467 EPA/NIH MASS SPECTRAL DATA BASE 3473

467 C 18H45NO5SL1 56196-07-7
D-Xylose, 2,3,4.5-tetrakis-0-(trimethylsilyl)-, O-methyloxime

OS i Me 3

OS i Me 3

OSIM63
I I

Me 0N:CHCHCHCHCH20Si Me 3

80-

60-

40-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

467 Ci 8H45N05Si4 56196-08-8
D-Ribose, 2,3,4,5-tetrakis-0-(trimethylsilyl)-, O-methyloxime

OSi Me3

OS i Me 3

OS i Me 3
I I

Me ON = CHCHCHCHCH 2 OS i Me 3

467 Ci8H45N0 5Si4 56196-22-6
Butanal, 2,3,4-tris[(trimethylsilyl)oxy]-3-[[(trimethylsilyl) ::::

oxy] methyl]-, O-methyloxime, (S)-

OSi Me3

CH 2 OS i Me 3
I I

Me ON : CHCHCCH 2 OS i Me 3

I

OS i Me 3

467 Ci 8H45N05Si4 56248-47-6
D-Galactose, 2-amino-2-deoxy-3,4,5,6-tetrakis-0-(trimethylsilyl)-

OSi Me3

OSi Me3

CH(NH2)CHO
I I

Me 3 S i OCH 2 CHCHCHOS i Me3

467 C 23H 24F3NO6 56793-04-5
B-Homomorphinan-7-one, 5,6,8, 14-tetradehydro-2,3,4,6-

tetramethoxy-17-(trifluoroacetyl)-, (9a,13a)-

OMe



3474 EPA/NIH MASS SPECTRAL DATA BASE 467

467 C 27H37N3O4 57237-92-0

L-Alanine, N-[iV-[iV~(l-naphthalenylmethylene)-L-valyl]-L-
isoleucyl]-, ethyl ester

CHMe 2 CHMe CH2 Me
I I

CH = NCHCONHCHCONHCHMe C( 0) OE

1

467 C27H 37N3O4 57237-93-1

L-Alanine, AT-[A7-[lV-(2-naphthalenylmethylene)-L-valyl]-L-

isoleucyl]-, ethyl ester

CHMe 2 CHMe CH2 Me
I I

CH = NCHCONHCHCONHCHMe C( 0) OE

t

467 C 27H 46CINO3 15505-91-6
Cholestan-3-ol, 5-chloro-6-nitro-, (3/3,5a,6/3)—

Me

467 C 29H45N0 2Si 57305-12-1

Androstan-17-one, 3-[(trimethvlsilyl)oxy]-, 0-(phenylmethyl)oxime,

(3a,5/3)-



468 EPA/NIH MASS SPECTRAL DATA BASE 3475

467 C 29H45NO2S 1 57305-13-2

Androstan-17-one, 3-[(trimethylsilyl)oxy]-, 0-(phenylmethyl)oxime,

(3a,5a)-

Me

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

468 Ci8Hi8F6N 204Si 52558-86-8
L-Tryptophan, iV,l-bis(trifluoroacetyl)-, trimethylsilyl ester

COCF 3

I

CH2CHC(O)OSIM03

NHCOCF3

468 C 20H 24N2O 11 26302-39-6
j^-D-Glucopyranosylamine, N-(4-nitrophenyl)-, 2,3,4,6-tetraacetate

467 C 32H37NO2 55429-73-7
r/f-Androst-2-eno[3,2-6]indol-17-one, 5'-(phenylmethoxy)-, (5a)-

Me

OAc



3476 EPA/NIH MASS SPECTRAL DATA BASE 468

468 C20H 36O 12 55836-34-5
D-Glucopyranosiduronic acid, methyl 2,3-di-0-methyl-4-0-

(2,3,4,6-tetra-O-methyl-a- D -glucopyranosyl)-, methyl ester

468 C23H33Br05 20918-48-3

5a-Androstan-6-one, 2a-bromo-3/3,17/3-dihydroxy-, diacetate

468 C 23H36N2O6S 28417-16-5
Glutamic acid, lV-[AMl-adamantylcarbonyl)-L-methionyl]-,
dimethyl ester, L-

MeSCH2 CH2

MeOC(O)
I. 1

MeOC( 0 ) CH2 CH2 chnhcochnhco

Me

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

468 C28H24N2O5 3249-94-3
6H-Furo[2',3':4,5]oxazolo[3,2-a]pyrimidin-6-one, 2,3,3a,9a-
tetrahydro-3-hydroxy-2-[(triphenylmethoxy)methyl]-, [2S-
(2a,3/l,3a/3,9a/3)]-

OH



468 EPA/NIH MASS SPECTRAL DATA BASE 3477

468 C28H5603Si 56847-14-4

Tetracosenoic acid, 2-[(trimethylsilyl)oxy]-, methyl ester

OTMS
I

MeOC(0)CH(CH2 )2,Me -2H

I
*

I
1 1 1 1 1

1 I I I
1 1 1

I

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

468 C 30H 16N 2O4 31663-83-9
1,2,4,5-Benzenetetracarboxylic l,2:4,5-diimide, ALV'-di-l-naphthyl-

468 C 30H 16N2O 4 31663-84-0
1,2,4,5-Benzenetetracarboxylic l,2:4,5-diimide, NjN' di -2-naphthyl-

0 0

468 C30H44O4 36871-81-5
Lanost-9(ll)-en-18-oic acid, 20-hydroxy-3,23-dioxo-, (20£)-



3478 EPA/NIH MASS SPECTRAL DATA BASE 468

468 C31H 48O3 1721-58-0
01ean-12-en-28-oic acid, 3-oxo-, methyl ester

Me

468 C 31H 48O3 20475-86-9
Urs-12-en-24-oic acid, 3-oxo-, methyl ester, (+)-

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

:

,

. 1.1,1, 1

,

111 .. .Iili, . in,

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

,

,

.I,.-. I-
i

-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

468 C31H48O3

01ean-18-en-28-oic acid, 3-oxo-, methyl ester

55887-94-0

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

468 C 3iH520Si 2625-45-8
Silane, (ergosta-5,7,22-trien-3/3-yloxy)trimethyl-

Me



468 EPA/NIH MASS SPECTRAL DATA BASE 3479

100

80 -

60-

40 -

20
!

I.

0 •
i

i 1 1
1 i

1 1 1 1
1

! 1 1

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

100-j

80-

60-

40-

20-

0 1 1 “^T 1 1 1 1 1
1 I I

1 1 1 1 1

—

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

468 C32H36O3 26537-42-8

2H,6H-Benzo[l,2-6:5,4-6']dipyran, lO-^S-diphenylallyD-S^.^
7,8 -tetrahydro-5-methoxy-2,2,8,8 -tetramethyl-

CH2 CH = CPh 2

Me

OMe

468 C 32H36O3 56336-12-0
2H,8/f-Benzo[l, 2-6:3,4-6'] dipyran, 6-(3,3-diphenyl-2-prope°

nyl)-3,4,9,10-tetrahydro-5-methoxy-2,2,8,8-tetramethyl-

468 C 32H52O2 2085-25-8
A'-Neogammacer-22(29)-en-3-ol, acetate, (3/3,21/3)—

Me

468 C32H52O2 2671-68-3
Lanosta-8,24-dien-3-ol, acetate, ( 3/3)-

Me



3480 EPA/NIH MASS SPECTRAL DATA BASE 468

468 C32H52O2

Lanosta-7,9(ll)-dien-3-ol, acetate, (3/3)-

5600-01-1

468 C32H52O2

Lanosta-9(ll),24-dien-3-ol, acetate, (3/3)-

55570-91-7

' '1 . ' I 1 '!' 1 L L .—

,

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300
,

1 - 1-
,
jLjl ,iJl il..| lull Jj ll Illllll... .I.lllll,

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

100
1

80-

60-

40

1 1 1

20-

1— i , 5 , X-n

—

i , , , ^ 0- ilu ,i.l, ll. I-I.L I --lL.j,, Li Ij 1. L^_
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

468 C32H52O2 53368-72-2
Lanosta-7,9(ll)-dien-3-ol, acetate, (3/8,13a, 14/3,17a)-

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

^-l r 1 1 1 1 1 1 1 1 1 1 1 r-

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

468 C32H52O2

Gorgost-5-en-3-ol, acetate, (3/3)-

55724-22-6

Me2 CHCHMe

60-

40-

20-

iJilil l.l|Ll t,lJll.i
|

lillLl,



469 EPA/NIH MASS SPECTRAL DATA BASE 3481

469 C12H6CI7N3S 24478-13-5
1,3,5-Triazine, 2-[(4-chloro-3-methylphenyl)thio]-4,6-bis(tri=
chloromethyl)-

469 C 28H23NO6 481-62-9
Alanine, Af-[(3-hydroxy-5-oxo-4-phenyl-2(5/f)-furylidene) :=

phenylacetyl]-3-phenyl-, methyl ester

469 C23H26F3NO6 56771-99-4
7-Isoquinolinol, l,2,3,4-tetrahydro-6=methoxy-2-(trifluoro :=

acetyl)-l-[2-(3,4,5-trimethoxyphenyl)ethyl]-

UM6

v
CH2
I

CH2

100

80

60

40

20

0

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

469 C30H31NO4 56772-04-4
Benzenemethanol, a-[[[[4-methoxy~3-(phenylmethoxy)phe=

nyl] methyl] amino] methyl]-4-(phenylmethoxy)-



3482 EPA/NIH MASS SPECTRAL DATA BASE 469

100-
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100

80 •

00- 60-

40- 40

20- 20-

gj 1. .... ...
1

,1.
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.. ,1. ,1. I.

, 4 ,1
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>11. ,1b.
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450 310 320 330 340 350 360 37.0 380 390 400 410 420 430 440 450
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40- 40-

20- 20-

i-

,

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

469 C34H47N 38389-25-2 470 C12CI3F10P 6779-72-2
1 '//-Cholesta-2,4,6-trieno[3,2-6] indole, 1 '-methyl- Phosphorane, trichlorobis(pentafluorophenyl)-

Me

470 C 10CI10 2227-17-0
Bi-2,4-cyclopentadien-l-yl, l,r,2,2',3,3',4,4',5,5'-decachloro-

470 C23H22N2O5S2 1179-18-6
3H-l,5-Benzodiazepin-3-one, l,2,4,5-tetrahydro-l,5-bis[(4-
methylphenyDsulfonyl]-



470 EPA/NIH MASS SPECTRAL DATA BASE 3483

470 C23H42N 4O6 31944-48-6
Glycine, Al-[A7-[lV-[iV-(l-oxodecyl)glycyl]glycyl]-L-leucyl]-, methyl

ester

470
^

C 26H34N 2O6 54658-06-9
4,25-Secoobscurinervan-4-ol, 6,7-didehydro-15,16-dimethoxy-

22-methyl-, 21-acetate, (4/i,22a)-

CH2CHM02
1

Me ( CH2 ) s CONHCH2 CONHCH2 CONHCHCONHCH2 C( 0) OMe

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

470 C26H30O8 84-24-2
llif-Dibenzo[b,e] [l,4]dioxepin-7-carboxylic acid, 3,8—di=
hydroxy-ll-oxo-l-(2-oxoheptyl)-6-pentyl-

//
CH2CO(CH2)4K

5—

/

jCjlho2C^Y^vo'^#:iV
oh

Me( CH2 )

4

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

111 ,.Jl i Ih
,

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

460 470 480 490 500 510 520 530 540 550 580 570 580 590 600

470 C26H34N2O6 54658-10-5
4,25-Secoobscurinervan-4-one, 0-acetyl-15,16-dimethoxy-22-
methyl-, (22a)-
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1
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3484 EPA/NIH MASS SPECTRAL DATA BASE 470

470 C 27H 50O6 538-23-8
Octanoic acid, 1,2,3-propanetriyl ester

OC(O) { CH2 ) e Me

Me ( CH2 ) 0 C( 0 ) 0CH2 CHCH2 0C( 0 ) ( CH2 I 6 Me

470 C 27H50O6 55429-67-9
Eicosanoic acid, 2,3-bis(acetyloxy)propyl ester

OAc
I

Me
(
CH2

) 1 8 C( 0 ) OCH2 CHCH2 OAc

470 C 27H 50O6 55429-68-0
Eicosanoic acid, 2-(acetyloxy)-l-[(acetyloxy)methyl]ethyl ester

CH2 OAc
I

Me ( CH2 ) 1 e C( 0 ) OCHCH2 OAc

,

_jj ,,iii jJ 1. , i.ll. Ill ...

10 20 30 40 50 60 7( 80 90 100 110 120 130 140 150

i 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 45lT

470 C28H 3806 5119-48-2
Ergosta-2,24-dien-26-oic acid, 5,6-epoxy-4,22,27-trihydroxy-

1-oxo-, 5-lactone, (4/3,5/3,6/3,227?)-

470 C28H5803Si 56784-04-4
Tetracosanoic acid, 2-[(trimethylsilyl)oxy]-, methyl ester

OSi Me 3
I

MeOC( O) CH( CH2 ) 2 1 Me



470 EPA/NIH MASS SPECTRAL DATA BASE 3485

470 C 30H 18N2S2 35461-38-2
3H,8H-Benzo[c]benzo[6,7]phenothiazino[4,3-/i]phenothiazine

—i T“ 1 1 1 1 1 1 1 1 1 1 1 1 r—
460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

470 C 30H46O4 24041-67-6
Lanosta-7,9(ll)-dien-18-oic acid, 3,20,25-trihydroxy-, 7-lactone,

(3/3,20£)-

470 C30H 46O4 30950-05-1
01ean-12-en-28-oic acid, 3,16,21-trihydroxy-, 7-lactone, (3/3,°

16/3,21/3)—

Me Me

470 C 30H 46O 4 36872-79-4
Lanost-9(ll)-en-18-oic acid, 20,23-dihydroxy-3-oxo-, 7-lactone,

(200-

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

60-

40-

20-

ILnLU
t
i i jJU|Li > 1

<t
UiLi i,i 1 1 1.1,1 J*-

,^—JL.
,

Lin
,

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

4-M-t- - r r-
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



3486 EPA/NIH MASS SPECTRAL DATA BASE 470

100 -i

80-

00-

40-

20-

0 i 1 ^
1 i i

1
1
—1 1

1
1

1 l
1 1

—

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

470 C 30H46O4

D:A-Friedooleanan-24-oic acid, 1,3-dioxo-

Me

CO2H

43230-66-6

470 C30H46O4 56143-32-9
Ergost-4-ene-3,6-dione, 25-(acetyloxy)-

Me

100

80

60

40

20

0

100

80

60
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20

0

100

80
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20

0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

J i, J Jl 1, J ill. I.lill. 111. .,.1.1 1,1.

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

'.1. I.. ..In. 1 . ili..

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

III.
,

-H.-,
,

, , , r-—, [ r—,
^

^

470 C31H 50O3 2259-06-5
Lup-20(29)-en-28-oic acid, 3-hydroxy-, methyl ester, (3/3)-

H2 C = CMe

470 C31H50O3 32208-45-0
Urs-12-en-28-oic acid, 3-hydroxy-, methyl ester, (3/3)-

Me



470 EPA/NIH MASS SPECTRAL DATA BASE 3487

470 C31H 50O3 39903-11-2

D:A-Friedooleanan-29-oic acid, 3-oxo-, methyl ester, (20a)-

470
D-.A

C 31H50O 3 43230-82-6
-Friedooleanan-l-en-3-one, 24-hydroxy-l-methoxy-

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

470 C31H50O3 43230-81-5
D:A-Friedoolean-2-en-l-one, 24-hydroxy-3-methoxy-

Me

CH2OH

1 1
1 1 1 1 1

1 1
1 i' 1^1 1

. .

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

470 C3iH 54OSi 40272-63-7
Silane, [[ (3/?,5a)-ergosta-7,22-dien-3-yl]oxy]trimethyl-

460 470 480 490 500 510 520 530 540 550 560 570 580 590



3488 EPA/NIH MASS SPECTRAL DATA BASE 470

470 C3iH 640Si 55429-69-1

Silane, trimethyl[[(3d,4a,5a)-4-methylcholesta-8,24-dien-3-yl]oxy]-

470 C31H54OS1 55429-71-5
Silane, [[(3/3,5a)-ergosta-8,24(28)-dien-3-yl]oxy] trimethyl-

Me3Si

0

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

460 470 480 490

CH 2
II

CHMeCH2 CH2 CCHM02

470 C 3iH540Si 55429-70-4
Silane, trimethyl[[(3d,4a)-4-methylcholesta-8(14),24-dien-3-

yljoxy]-

Me

470 C32H54O2 1180-88-7
Lanost-9(ll)-en-3-ol, acetate, (3d)-

Me

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

/



470 EPA/NIH MASS SPECTRAL DATA BASE 3489

470 C 32H54O2

Lanost-8-en-3-ol, acetate, (3/3)-

1724-19-2 470 C32H54O 2

9,19-Cyclolanostan-3-ol, acetate, (3/3)-

4575-74-0

470 C32H54O2
Lanost-7-en-3-ol, acetate, (3/3)-

4488-99-7 470 C32H54O2 6252-45-5
2/7-Pyran, 2-[[(3/3)-cholest-5-en-3-yl]oxy]tetrahydro-

Me



3490 EPA/NIH MASS SPECTRAL DATA BASE 470

470 C32H 54O2 38602-31-2
Lanost-8-en-3-ol, acetate, (3/3, 13a, 14/3, 17a)-

Me

470 C32H54O2 38602-32-3
Dammar-13(17)-en-3-ol, acetate, (3/3)-

CHMe ( CH2 ) 3 CHMe 2

470 C32H54O2 54498-61-2
Cholestan-3-one, 2-(l-methylethylidene)-, cyclic 1,2-ethanediyl

470 C 32H 54O 2 54498-62-3
Cholestan-3-one, 2-(l-methylethenyl)-, cyclic 1,2-ethanediyl acetal,

(5a)-

Me



470 EPA/NIH MASS SPECTRAL DATA BASE 3491

470 C32H54O2
Lupan-3-one, cyclic 1,2-ethanediyl acetal

54498-65-6 470 C 32H 54O2 55724-21-5
Ergost-5-en-3-ol, 22,23-dimethyl-, acetate, (3/3)—

1 -Pr

470 C 32H54O2 55637-47-3
Lanost-24-en-3-ol, acetate, (3/3,13a, 14/3,17a)-

Me

CHMe CHMe CHMe CHMe CHMe 2

470 C32H54O2

Z):A-Friedooleanan-7-ol, acetate, (7a)-

56588-24-0

Jf ill ri-L ll.
|

||||||I JlL l-l.l 4.
90 100 110 120 130 140 ISO

460 470 480 490 500 510 520 530 540 550 560 570 560 590



3492 EPA/NIH MASS SPECTRAL DATA BASE 471

471 C 16H 42NO5PSL 56196-75-9
Butanoic acid, 4-[bis[(trimethylsilyl)oxy]phosphinyl]-2-[(tri=

methylsilyl)amino]-, trimethylsilyl ester

471 C 21H45NO3SL 56114-60-4
Silanamine, N-[l-[3-methoxy-4-[(trimethylsilyl)oxy]phenyl]-

2-[(trimethylsilyl)oxy]ethyl]-l,l,l-trimethyHV-(trimethylsilyl)-

Me 3 S I NH OS I Me

3

I I

Me 3 S I OC( 0 ) CHCH2 CH2 POS i Me3

0

471 C2iH 45N03Si4 55429-87-3
Silanamine, iV-[2-[3,4-bis[(trimethylsilyl)oxy]phenyl]-2-[(tri=

methylsilyl)oxy]ethyl]-iV,l,l ,1-tetramethyl-, (R )-

Me 3 S i

Me 3 Si

OSi Me 3

I

CHCH2 NMeS i Me 3

MeO.

CH2 OSi Me 3

Si Me

3

I I

CHNSIM63

M63 SIO

471 C22H29N7O5 53-79-2
Adenosine, 3'-[ [2-amino-3-(4-methoxyphenyl)-l-oxopropyl] =

amino]-3'- deoxy-A,
,A'- dimethyl-, (S)-



471 EPA/NIH MASS SPECTRAL DATA BASE 3493

100
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40-

20-

0 J-“ 1 1 1 1 1 1
1 i

1 1 1 1 1 r—
460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

100-i

80-

60-

40-

20-

0 i t
“

I
1 1 1 1 1

1 I
1

1 I I I

—

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

471 C 23H37NO9 55869-54-0

Cyclopentaneoctanoic acid, 3,5-bis(acetyloxy)-e-(methoxy=
imino)-2-(3 methoxy-3-oxopropyl)-, methyl ester

471 C33H45NO 38389-30-9
1 '/f-Cholesta-2,4-dieno [3,2—6] indol-6-one

NOMe
II

CH2 CH2 C( CH2 } 4 C( 0) OMe

CH2 CH2 C( 0) OMe

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

471 C 29H45NO4 14110-73-7
3a,5(4//)-Isoindolinediol, l-benzyl-4-(8,ll-dihydroxy-4-
methyl-l-undecenyl)tetrahydro-7-methyl-6-methylene-

||
,

,l,i ...l.i.
, |

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

Ui 1 uL - _
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

460 470 480 490 500 510 520 530 540 550 580 570 580 590 600

471 C34H49N 55429-64-6
l'H-Cholesta-2,5-dieno[3,2-6] indole, l'-methyl-

Me



3494 EPA/NIH MASS SPECTRAL DATA BASE 471

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

472 C 10H 2CI 10 55570-84-8
l,3,4-Metheno-l//-cyclobuta[cd]pentalene, la, 2, 2,3,3a,4, 5,5,5a,

=

6-decachlorooctahydro-

472 CioHi2Cl2Fe206P2 20274-11-7
Iron, hexacarbonyldichlorobis[ju-(dimethylphosphino)]di-

472 C 18H 15F7N2O5 55429-88-4
Butanoic acid, 2,2,3,3,4,4,4-heptafluoro-, 4-(5-ethylhexahydro-

1,3 dimethyl-2,4,6-trioxo-5-pyrimidinyl)phenyl 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

100

80
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0

472 Ci8Hi6Ns08 1468-24-2
1,2-Cyclohexanedione, bis[(2,4-dinitrophenyl)hydrazone]

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



472 EPA/NIH MASS SPECTRAL DATA BASE 3495

472 C 20H 40O 5SH 37148-65-5

Benzeneacetic acid, a,3,4-tris[(trimethylsilyl)oxy]-, trimethylsilyl

ester

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

472 C 20H40O5SL 55823-12-6
Benzeneacetic acid, 2,4,5-tris[(trimethylsilyl)oxy]-, trimethylsilyl

ester

MesSi

MesSI

CH2 C( 0 ) OS i Me 3

OS I Me 3

472 C22H32O 11 19940-05-7
Galactopyranose, 6-0-(2,3-dideoxy-a-D-erythro-hex-2-eno=

pyranosyl)-l,2:3,4-di-0-isopropylidene-, diacetate, a-D-

472 C 24H 28N2O8 55283-44-8
Dichotine, 19-hydroxy-, 2-acetate

Me

100

80

60

40

20

0

100

80

60

40

20

0

100

80
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20

0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

1 , a, .L.

10 20 30 40 50 60 70
1 1 1 1 1 1 1 1

80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

|„ 1
,

-L.Ly l
1 M 1 H 1 , ,



3496 EPA/NIH MASS SPECTRAL DATA BASE 472

100

80-

60-

40-

20-

0 ^ l-i f 1 1 1 1 1 1 1 1 1 1 1 1 r—
460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

472 C 26H 32O8 491-47-4
Benzoic acid, 2,4-dihydroxy-6-(2-oxoheptyl)-, 4-carboxy-3-
hydroxy-5-pentylphenyl ester

( CH2 )

4

Me

472 C26H 36N2O6 54658-13-8
4,25-Secoobscurinervan-4-ol, 15,16-dimethoxy-22-methyl-,

21-acetate, (4/3,22a)-

472 C 26H36N2O6 54751-74-5
Aspidospermidin-21-ol, l-acetyl-15,16,17-trimethoxy-, acetate

(ester)

472 C 26H40N4O4 38840-27-6
4,7,10-Triazabicyclo[12.3.1]octadeca-l(18),2,14,16-tetraene-5,=:

8,11-trione, 12 (dimethylamino)-15-methoxy-9-(l -methyl=
propyl)-6-(2-methylpropyl)-

100

80-

60-

40-

20-

0 J
1 r

1^1* 1 1 1 1 1
1

-1 1 r - 1
r
—

1

—

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600



472 EPA/NIH MASS SPECTRAL DATA BASE 3497

472 C 26H48O 7 57346-63-1

1,2-Propanediol, 3-[[2-(acetyloxy)heptadecyl]oxy]-, diacetate

472 C29H 44O5 29853-25-6
Cholest-5-ene-16,22-dione, 3/3,26-dihydroxy-, 3-acetate, (20S,25/?)-

AcO OAc
I I

Ac OCH2 CHCH2 OCH2 CH ( CH2 )

1

4 Me
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0
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—
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472 C 29H 16N 2O5 6097-13-8
Phthalimide, 4,4'-carbonylbis[7V-phenyl-

0 0
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CHMe COCH2 CH2 CHMe CH2 OH
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:niJ[lll|llulii.Llil.i..ii
(
l.i,i,..i|i.nli llll"l . llllllll . III..,

r

472 C 30H48O4 36872-80-7
Lanost-9(ll)-en-18-oic acid, 3,20,23-trihydroxy-, (3/5,20^)—



3498 EPA/NIH MASS SPECTRAL DATA BASE 472

472 C3oH520 2Si 55429-58-8
Cholest-5-en-7-one, 3-[(trimethylsilyl)oxy]-

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

472 C3oH520 2Si 55429-61-3
Cholest-5-en-24-one, 3-[(trimethylsilyl)oxy]-, (3/3)-

CHMe CH2 CH2 COCHMe 2

472 C31H62O3 58-95-7
2/f-l-Benzopyran-6-ol, 3,4-dihydro-2,5,7,8-tetramethyl-2-(4,=

8,12-trimethyltridecyl)-, acetate, [2R-[2/?*(4R*,8R*)]]-

( CH 2 ) 3 CHMe ( CH2 ) 3 CHMe ( CH2 ) 3 CHMe 2

170 180 190 200 210 220 230 240 250 200 270 280 290 300

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

472 C 31H52O 3 56816-10-5
D:A-Friedooleanan-29-oic acid, 3-hydroxy-, methyl ester, (3a,20a)-

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600



472 EPA/NIH MASS SPECTRAL DATA BASE 3499

472 CsiHseOSi 7604-83-3

Silane, trimethyl[(4|8-methylcholesteryl)oxy]-

Me

460 470 460 490 500 510 520 530 540 550 560 570 580 590 600

472 CaiHseOSi 40272-64-8
Silane,

[ [ (3/3,5a)-ergost-7-en-3-yl]oxy] trimethyl-

Me

472 CsiHseOSi
5£-Ergost-7-ene, 3/3-(trimethylsiloxy)-

18880-54-1

MesSi 0

CHMeCH2 CH2 CHMe CHMe

2

472 CsiHseOSi 55429-62-4
Silane, [[(3/3,24R)-ergost-5-en-3-yl]oxy]trimethyl-

CHMe CH2 CH2 CHMe CHMe 2

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600



3500 EPA/NIH MASS SPECTRAL DATA BASE 472

472 CsiHseOSi 55429-63-5

Silane, trimethyl[[(3d,4a,5a)-4-methylcholest-7-en-3-yl]oxy]-

Me

472 C 32H 56O2 55162-59-9

Cholestan-3-one, 2-(l-methylethyl)-, cyclic 1,2-ethanediyl acetal,

(2a,5a)-

473 CsHgCUNsC^SSn 41083-44-7
4H-l,2,4,6,3,5-Thiatriazadiphosphorine, 3,3,5,5-tetrachloro-

3,3,5,5-tetrahydro-4-(trimethylstannyl)-, 1,1-dioxide

1 1

.N.
P SnMe3

c '\
Cl

473 Ci5H4oN06PSi4
^

55429-50-0
2-Propanone, l,3-bis[(trimethylsilyl)oxy]-, •Qr[bia[(trliyi'ethyl-

silyl)oxy]phosphinyl]oxime

M63SIOCH2 OS i Me 3

I I

Me3Si OCH 2 C = NOPOSi Me3

Me 0



473 EPA/NIH MASS SPECTRAL DATA BASE 3501

473 Ci5H4oN06PSi4 55429-92-0

Phosphoric acid, bis(trimethylsilyl) 2-[(trimethylsilyl)oxy]-3-

[[(trimethylsilyl)oxy]imino]propyl ester, (±)-

OSi Me 3

OS i Me 3
I

Me 3 S i 0N:CHCHCH2 0P0Si M63
II

0

473 C 22H 36INO2 41080-94-8
Benzene, 1 ,3,5-tris(2,2-dimethylpropyl)-2-iodo-4-methyl-6-nitro-

Me

CH2CM6 3

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

473 C2oH4oN0 4PSi3 56227-26-0
Phosphonic acid, [l-[(l-methylethylidene)amino]-2-[4-[(tri=

methylsilyl)oxy]phenyl]ethyl]~, bis(trimethylsilyl) ester

M03 S i

0

N • CM©

2

OS i Me 3
I I

CH 2 CHPOS i Me3
II

0

473 C 24H33NO3.C 2H 2O4 3200-06-4
2-Furanpropanoic acid, tetrahydro-a-(l-naphthalenylmethyl)-,

2-(diethylamino)ethyl ester, ethanedioate (1:1)

CHC(0)0CH 2 CH 2 NEt 2 • H0 2 CC0 2H



3502 EPA/NIH MASS SPECTRAL DATA BASE 473

473 C 29H47NO4 1912-54-5
Cholest-5-en-3-ol, 6-nitro-, acetate (ester), (3/3)-

Me

473 C33H47NO 38389-28-5
l'H-Cholest-2-eno[3,2-5]indol-6-one, (5a)-

Me

473 C34H51N 2439-69-2
l'H-Cholest-2-eno[3,2-f)]indole, l'-methyl-, (5a)-
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473 C34H51N 16156-81-3
rt/-Cholest-3-eno[3,4-{>] indole, l'-methyl-, (5a)-

CHMe(CH 2 ),CHMe 2



474 EPA/NIH MASS SPECTRAL DATA BASE 3503
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0
460 470 480 490 500 510 520 530 540 550 560 570 580 590 600
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460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

473 C 34H51N 34535-53-0

r/7-Cholest-2-eno[3,2-5]indole, 5-methyl-, (5a)-

Me

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

473 C34H51N 55493-67-9
l'//-Cholest-2-eno[3,2-6] indole, 5'-methyl-, (5/3)-

Me

474 CisHsFioOe 55683-24-4
Benzeneacetic acid, 3,4-bis(2,2,3,3,3-pentafluoro-l-oxopropoxy)-,
methyl ester

F3CCF2C( 0) 0

F3CCF2C( 0) 0

CH2C( 0) OMe

474 CibHwOtPSu 31038-13-8
Propanoic acid, 3-[[bis[(trimethylsilyl)oxy]phosphinyl]oxy]-2-

[(trimethylsilyl)oxy]-, trimethylsilyl ester

Me 3 S I O OS i Me 3

I I

Me3 S i OC( O) CHCH2 OP OS i Me3
II

O



3504 EPA/NIH MASS SPECTRAL DATA BASE 474

474 C 15H 39O7PSL 31038-14-9
Propanoic acid, 2-[[bis[(trimethylsilyl)oxy]phosphinyl]oxy]-3-

[(trimethylsilyl)oxy]-, trimethylsilyl ester

C( 0) OSI M63

OS i Me 3

I I

Me 3 S i OCH2 CHOP OS i Me3
II

0

460 470 400 490 500 510 520 530 540 550 560 570 580 590 600

474 Ci8H3404Se2 22686-33-5
Nonanoic acid, 9,9'-diselenodi-

HO2 C( CH2
) 0 Se Se ( CH2 ) 8 CO2 H
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0

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

474 C2iH3iBN206Si2 29015-23-4
2(l/f)-Pyrimidinone, 4-(trimethylsiloxy)-l-[5-0-(trimethyl :::

silyl)-/?-D-ribofuranosyl]-, cyclic benzeneboronate

474 C 15H39O7PSL 55622-45-2
Propanoic acid, 3-[[bis[(trimethylsilyl)oxy]phosphinyl]oxy]-2-

[(trimethylsilyl)oxy]-, trimethylsilyl ester, (S)-

M63SIO OS i Me

3

I I

Me3 S i OC( O) CHCH2 OP OS i Me3

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

OTMS

B

Ph



474 EPA/NIH MASS SPECTRAL DATA BASE 3505

474 C 25H 34N 2O5S 55103-36-1

Aspidospermidin-21-oic acid, l-acetyl-17-methoxy-20-[(me=
thylthio)methoxy]-, methyl ester

474 C25H5404Si2 1188-74-5
Hexadecanoic acid, 2,3-bis[(trimethylsilyl)oxy]propyl ester

Me ( CH 2 ) 1 4 C( 0) OCH 2 CHCH 2 OS I Me 3

474 C25H 6404Si2 53212-97-8
Hexadecanoic acid, 2-[(trimethylsilyl)oxy]-l-[[(trimethylsilyl) :=

oxy] methyl] ethyl ester

CH 2 OS I Mea
I

Me ( CH 2 ) 1 4 C( 0| OCHCH 2 OS I Me 3

474 C 26H 34O8 27368-79-2
Picras-2-ene-l,16,21-trione, ll-hydroxy-2-methoxy-13-

methyl-21-(tetrahydro-5-oxo-3-furanyl)-, [11a, 13/3,21(7?)]-



3506 EPA/NIH MASS SPECTRAL DATA BASE 474

474 C 27H38O7 23212-01-3

4-Indanpropionic acid, 3aa,4/3,5,6,7,7a-hexahydro-l/3-hydroxy-

7a/3-methyl-5-oxo-, methyl ester, ester with 3aa, 4,3, 5,6,7,7a-

hexahydro-7a,3-methyl-l,5-dioxo-4-indanpropionic acid

(CH 2 )
2
C(0)0Me

474 C28H30N2O5
Cylindrocarine, l-benzoyl-20-oxo-

22226-27-3

100

00
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0
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0
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460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

474 C 28H5iB0 3Si 55429-59-9
Pregnane-17,20-diol, 3-[(trimethylsilyl)oxy]-, cyclic (1,1—di—

methylethyl)boronate, (3a, 5/3,20S)-

.!, i.
j

..i.

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

‘ 1 ± 1

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

' ^ 1
i i i i

460 470 400 490 500 510 520 530 540 550 560 570 580 590 600

474 C 30H50O2S 55283-37-9
Cholest-2-ene-2-carbothioic acid, 3-hydroxy-, O-ethyl ester, (5a)-

Me



475 EPA/NIH MASS SPECTRAL DATA BASE 3507

474 C 30H50O4

Olean-12-ene-3,16,22,28-tetrol, (3/3,16/3,22a)~

474-15-7

OH

CH2OH

OH

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

474 C31H22O5 35290-22-3
2/7,9/7-Dipyrano[2,3-a:2 l ,3',4'-£/]xanthen-9-one, 3,4-dihydro-
5-methoxy-2,12-diphenyl-, (-)-

475 Ci8H34N04PSSi3 56196-77-1
Phosphonic acid, [l-isothio"cyanato-2-[4-[(trimethylsilyl)oxy] =

phenyljethyl]-, bis(trimethylsilyl) ester

474 C 30H50O4

Eicosanoic acid, 2-phenyl-l,3-dioxan-5-yl ester

OC( 0) ( CH2 ) 1 8 Me

57156-90-8
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0

100
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0

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

Me 3 S i

0”

OSI Me3
I

CH2CH( NCS) POSi M63
II

0



3508 EPA/NIH MASS SPECTRAL DATA BASE 475

475 CigHssNOsPSis 56227-25-9

Phosphonic acid, [l-(acetylamino)-2-[4-[(trimethylsilyl)oxy]~

phenyl]ethyl]-, bis(trimethylsilyl) ester

475 C2iH26F5N02Si2 55429-85-1
Benzeneethanamine, N-[(pentafluorophenyl)methylene]-jd,4-

bis[(trimethylsilyl)oxy]-

M03SI

NH Ac

OS 1 Me 3

I I

CH 2 CHPOSi Me3
II

0

100

80

60

40

20

0
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60

40
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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
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0

100

80

60

40

20

0

100
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0

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

475 C2iH26F5N02Si2 50314-21-1
Benzeneethanamine, 7V-[(pentafluorophenyl)methylene]-3,4-

bis [ (trimethylsilyl)oxy]-

475 C 29H31F2N 3O 1841-19-6
l,3,8-Triazaspiro[4.5]decan-4-one, 8-- [4,4 bis(4~fluorophenyl) =
butyl]-l-phenyl-

F



476 EPA/NIH MASS SPECTRAL DATA BASE 3509

475 C 29H49NO4 14026-21-2

Cholestan-6-one, 3-(acetyloxy)-5~hydroxy-, oxime, (3/3,5a)-
476 C 10CIC03O9 13682-02-5
Cobalt, nonacarbonyl[^3-(chloromethylidyne)]tri-, triangulo

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

60-

40

20-

0 ^
1 1

1
1

1
1 r-1

1 r——

r

1
r 1 1

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

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

475 C33H49NO
6-Azacholest-4-en-7-one, 6-benzyl-

16373-60-7
476 Ci6Hi 2Fe20io 55450-73-2
Iron, [ju-[(l,2,3,4-?/:l,2-jj)-l,4-bis(ethoxycarbonyl)-l,3-butadi=

ene-l,4-diyl]]di-, (Fe -Fe)

Me

°- C C:0 C = °



3510 EPA/NIH MASS SPECTRAL DATA BASE 476

100

80

60

40

20

0

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

476 C 21H32O 12 56246-40-3
Pentanoic acid, 4-methyl-5-[(2,3,4,6-tetra-0-acetyl-D-gluco~

pyranosypoxy]-, methyl ester

AcOCH 2

L°
/oAc /—0CH2CHMe(CH2 )2C(0)0Me

Ac(T
|

OAc

100

80

60

40

20

0
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0

100
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0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

. Lu~ Jlj II L

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

t 1 1 1 r

476 C22H36O11 29587-06-2
Glucofuranose, 3-[2-hydroxy-2-(tetrahydro-6-methoxy-2,2-
dimethylfuro[2,3-d]-l,3-dioxol-5-yl)ethoxy]-l,2:5,6-di-0-
isopropylidene-, a-D-

476 C 23H 28N2O9 56247-58-6
Propanedioic acid, [4-[[(acetyloxy)acetyl]amino]butyl](l,3-di=

hydro-1,3-dioxo-2//-isoindol-2-yl)-, diethyl ester

476 C26Hi6N604

Phenazine, l,l'-ethylenebis[2-nitro-

21589-16-2

100
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60
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20

0
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0
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0
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460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

: h u 1 1 ,

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

:

,il. ill ,
1, ,,ii 1,

,

1
ll

160 170 1 80 190 200 210 220 230 240 250 280 270 280 290 300

Ulil_ 11

1 1 1 1

310 320 330 340
1 1 1 1 1

350 360 370 380 390 400 410 420 430 440 450

1



476 EPA/NIH MASS SPECTRAL DATA BASE 3511

476 C27H4803Si2 40822-79-5

Pregn-5-en-20-one, 3,16-bis[(trimethylsilyl)oxy]-, (3/3,16a)-

1

—““*“1
1 1 1 1 1 1 1 1 1 1 1 1

—
460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

476 C 28H 32N2O5 56143-44-3
Aspidospermidin-21-oic acid, l-benzoyl-20-hydroxy-17-methoxy-,
methyl ester

476 C 27H4803Si 2 40822-83-1
Pregn-5-en-20-one, 3,21-bis[(trimethylsilyl)oxy]-, ( 3/3 )

-

Me

476 C 28H44O6 33628-48-7
Cholan-24-oic acid, 3,12-bis(acetyloxy)-, (3a,5/3,12a)-

Me



3512 EPA/NIH MASS SPECTRAL DATA BASE 476

476 C29H 48O5 10473-42-4

5,6-Secocholestan-6-oic acid, 3-(acetyloxy)-5-oxo-, (3/3)-

476 C31H 28N 2O3 22747-80-4
3/7 Indole -2 carbox-p-anisidide, 3,3-dibenzyl-5-methoxy-

CONH-

CH 2 Ph

476 C3iH:8N203 22851-78-1
3-Buten-p-anisidide, 3-benzyl-2-[(p-methoxyphenyl)imino]-
4-phenyl-

CHPh
II

CCH 2 Ph

476 C 32H60O2 22393-97-1
9-Hexadecenoic acid, 9-hexadecenyl ester, (Z,Z)-

Me ( CH 2 ) 5 CH : CH ( CH 2 I 8 OC( 0| ( CH 2 ) 7 CH : CH ( CH 2 ) 5 Me



476 EPA/NIH MASS SPECTRAL DATA BASE 3513

476 C33H 36N 2O 36459-06-0

Aspidospermidine, 20,21-didehydro-17-methoxy-l-methyl-
21,21-diphenyl-

Me 6 Me

***r 1 1
r i 1 r 1

1 t 1 1 1 n

—

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

100

80

60-

40 -

20-

0 J
1

1—UK 1
1 1 1 1 1 1 1 1 1 1 r—

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

476 C 33H48O2 58003-48-8
26,27-Dinorergost-5-en-3-ol, benzoate, (3/1)-

476 C 34H 20O 3 19352-17-1
Anthrone, 10,10'-(2,5-furandiyldimethylidyne)di-

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

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

476 C35H25P 31083-20-2
Phosphorane, llH-benzo[a]fluoren-ll-ylidenetriphenyl-

80-

60-

40-

20-

J T T JJ—,1.1.1. 1.
,

Jllfl. Jlljll , .lilll.l
,

llll.i . I.ljlll—Iflllll.t
1

.lillll.

0 J

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



3514 EPA/NIH MASS SPECTRAL DATA BASE 476

476 C35H 25P 31083-21-3
Phosphorane, ll/7-benzo[6]fluoren-ll-ylidenetriphenyl-

PPh3

477 Br3Cl3N3P3 16032-52-3
1,3,5,2,4,6-Triazatriphosphorine, 2,4,6-tribromo-2,4,6-tri=

chloro-2,2,4,4,6,6-hexahydro-

;i ci

-V-'
^/"Br

|i
I

n. ,.n

C '\

477 C2oH3iNOi 2 56282-35-0
D-g/ycero-D-ga/acto-2-Nonulopyranosidonic acid, methyl 5-

(acetylamino)-3,5-dideoxy-8-0-methyl-, methyl ester, 4,7,9-
triacetate

VCNH

AcO

0 ,OMe

‘c(0)0Me

HCOAc

HCOMe

477 C26H 43N305 28415-47-6
L-Alanine, AT-[iV-[AMtricyclo[3.3.1.1 3

.
7]dec-l-ylcarbonyl)-L-

valyl]-L-isoleucyl]-, methyl ester

Me 2 CH

Me CH 2 CHMe
I

MeOC( 0) CHMe NHCOCHNHCOCHNHCO



477 EPA/NIH MASS SPECTRAL DATA BASE 3515

477 C26H47N03Si2 55557-05-6
Androst-5-en-17-one, 3,16-bis[(trimethylsilyl)oxy]-, 0-
methyloxime, (3/3,16a)-

477 C26H47N03Si2 56210-92-5
Androst-5-en-16-one, 3,17-bis[(trimethylsilyl)oxy]-, 0-
methyloxime, (3/3,17/3)—

477 C26H47N03Si2 55836-47-0
Androst-4-en-3-one, 17,19-bis[(trimethylsilyl)oxy]-, 0-
methyloxime, (17/3)—

Me

477 C 28H3iN06 28900-27-8
4H-Pyran-4-one, 2-methoxy-3,5-dimethyl-6-[tetrahydro-4-

[2,4,6-trimethyl-7-(4-nitrophenyl)-2,4,6-heptatrienylidene]-
2-furanyl]-, (+)-



3516 EPA/NIH MASS SPECTRAL DATA BASE 477

477 C 29H51NO4 50686-95-8

Acetamide, AT-[(3/3,5a,16d)-3,16,22-trihydroxycholestan-26-yl]-

478 C 22H 20F6O5 30519-83-6
Estra-l,3,5(10)-trien-17-one, 3,16a dihydroxy-, bis(trifluoroacetate)

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

478 C 18H 21F 7N2O5 55429-89-5
Butanoic acid, 2,2,3,3,4,4,4-heptafluoro-, 3-[hexahydro-l,3-di~
methyl-2,4,6-trioxo-5-(2-propenyl)-5-pyrimidinyl]-l,3-di~
methylpropyl ester

CHMe CH 2 CHM© 0C( 0) CF 2 CF 2 CF 3

CH2CH=CH2

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

478 C22H22O 12 57396-70-0
4i/-l-Benzopyran-4-one, 8-(|8-D-glucopyranosyloxy)-5,7-di=
hydroxy-2-(4-hydroxy-3-methoxyphenyl)-



478 EPA/NIH MASS SPECTRAL DATA BASE 3517

478 C 22H23CIN2O8 57-62-5

2-Naphthacenecarboxamide, 7-chloro-4-(dimethylamino)-l,=:

4,4a,5,5a,6,ll,12a-octahydro-3,6,10,12,12a-pentahydroxy-6-
methyl-l,ll-dioxo-, [4S-(4a,4aa,5aa,6/3,12aa)]-

478 C23Hi 6Br2N2 25649-79-0
4//-l,2-Diazepine, 3,7-bis(p-bromophenyl)-5-phenyl-

478 C 23H 24F6O4 56438-18-7
Estra-l,3,5(10)-triene-3,17-diol, 1-methyl-, bis(trifluoroacetate),

(17/3)-

Me

478 C26H 4604Si 2 41577-91-7
Prosta-5,10,13-trien-l-oic acid, 9-oxo-15-[(trimethylsilyl)oxy]-,

trimethylsilyl ester, (5Z,13E,15S)-

OS i Me 3

I

CH = CHCH( CH2 ) 4 Me

0 CH2CH = CH(CH2 )3C(0) OSiMe3



3518 EPA/NIH MASS SPECTRAL DATA BASE 478

478 C26H460 4Si2 53044-54-5
Prosta-5,8(12),13-trien-l-oic acid, 9-oxo-15-[(trimethylsilyl)oxy]-,

trimethylsilyl ester, (5Z,13E,15S)-

CH 2 CH =CH ( CH 2 ) 3 C( 0) OS i Me3

478 C27H43Br02

5a-Spirostan, 23-bromo-, (22S,23S,25ft)-

4947-69-7

40

20

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

478 C27H 34N4O4

Aralionine, debenzoyl-
21761-50-2

478 C27H43Br02

5a-Spirostan, 23-bromo-, (22S,23i?,25i?)-

4988-84-5

NMe2
I

NHCOCHCHMe CH 2 Me

Ph 0

0



478 EPA/NIH MASS SPECTRAL DATA BASE 3519

478 C27H5o03Si2 33287-43-3

5(3-Pregnan-20-one, 3a,6a-bis(trimethylsiloxy)-

478 C 27H 50O3S 12 41164-18-5
Pregn-5-en-20-ol, 3,17-bis[(trimethylsilyl)oxy]-, (3/3,20S)-

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

478 C27H5o03Si2 33287-45-5
5/3-Preg.nan-20-one, 3a,21-bis(trimethylsiloxy)-

TMSO
Me I^CH(OH)Me

l.lll, 1.1,. 1,. Il.ll.l-. Ill- .1.1-1- . 1. 11 lll.l- ..111.

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

478 C27H 5o03Si2 41259-41-0
Pregn-4-en-17-ol, 3,20-bis[(trimethylsilyl)oxy]-, (3/1,20,S)-



3520 EPA/NIH MASS SPECTRAL DATA BASE 478

478 C27H5o03Si2 56247-71-3
Pregnan-20-one, 3,16-bis[(trimethylsilyl)oxy]-, (3a,5a,16a)-

478 C 29H 50OS2 5211-17-6
Cholestan-3-ol, methyl carbonodithioate, (3/3,5a)-

Me

M63SI MeSC( S) 0

CHM0(CH2)3CHM0 2

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

478 C27H5o03Si2 56247-72-4
Pregnane-20-one, 3,19-bis[(trimethylsilyl)oxy]-, (3a,5a)-

M0

478 C 31H 26O5 20180-91-0
9,10-Anthracenedione, 2-[(3,4-dihydro-6-methoxy-2,2-di=
methyl-2/7-naphtho

[ 1 ,2-5]pyran-4-yl)oxy ]-3-methyl-

omo



478 EPA/NIH MASS SPECTRAL DATA BASE 3521

478 C 32H62O2 22393-83-5

9-Hexadecenoic acid, hexadecyl ester, (Z)-

Me( CH 2 )i 5 0C( 0) (CH 2 )7 CH = CH( CH 2 ) 5 Me

478 C 32H62O 2 22393-85-7
Oleic acid, tetradecyl ester

Me
( CH 2 ) 1 3 0C( 0) ( CH 2 ) 7 CH = CH( CH 2 ) 7 Me

478 C32H62O2 22393-90-4
Palmitic acid, 9-hexadecenyl ester, (Z)-

Me ( CH 2 ) M C( 0) 0( CH 2 ) 8 CH = CH( CH 2 ) 5 Me

478 C32H62O2 22393-93-7
Myristic acid, 9-octadecenyl ester, (Z)-

Me ( CH 2 ) 1 2 C( 0) 0( CH 2 ) 8 CH : CH ( CH 2 ) 7 Me

100

80

60

40

20-

0^ 1 f
“ ‘““ l“ 1

‘ f
“ r **

I ‘I
1

I

""
I T“ l l
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IOO-i

80 -

60-

40-

20-

0 t

— —

t

—

-

i
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"“—r““—i “r 1 1

1 i
1 1 1

—
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o r 1— —
*i r i

1 1 1 1 1 1
1 i

1 1

—
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478 C 34H70 14167-59-0
Tetratriacontane

Me ( CH 2 )

3

2 Me

.1 II, il
| Li

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
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3522 EPA/NIH MASS SPECTRAL DATA BASE 478

478
Hexacosane, 9-octyl-

C 34H70

(CH 2 ) 1 6 Me

Me
( CH 2 ) 7 CH ( CH 2 ) 7 Me

55429-83-9

“*
1 1 A—I—-L-*-—i—s—4—, , , , ^-4L

-4 ,1 1, 1,

80-

60-

40-

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

o J

310 320 330 340 350 300 370 380 390 400 410 420 430 440 450

479 C 26H49N03Si2 32221-29-7
5a-Androstan-17-one, 3a, 1 1/3- bis(trirnethylsiloxy)-, O-methyloxime

160 170 160 190 200 210 220 230 240 250 260 270 280 290 300

MeaSl 0

478
Tetracosane, 11-decyl-

C34H70 55429-84-0

( CH 2 ) 1 2 Me

Me ( CH 2 ) 9 CH (
CH 2 ) 9 Me T T T Jill 1

,

lililil,! .julillli ii.ljiin i.i,liliL-
t
i.iJJn

<
iJj,., lulllllllJi.llllllllli
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20-

0- tl—illillu llililla ,....111111 ullll 11“. “1 1 r
11*-

1 *1 1
—^—1 “1—
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479 C26H49N03Si2 32206-64-7
5/3- Androstan 17 -one, 3a,11/3 bis(trimethylsiloxy)-, O-methyloxime

Me 3 S i

0

460 470 480 490 500 510 520 530 540 550 560 570 580 590

479 C26H49N03Si2 39780-65-9
Androstan-17-one, 3,ll-bis[(trimethylsilyl)oxy]-, O-methyloxime,

(3ft5a,116)-

JiLi i.ln.iii ..lii...
i i i 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

..iiilll.. iliii,... I, jjjli Lt-Jh 1- ' U T-1—, ^1—
160 170 100 190 200 210 220 230 240 250 260 270 280 290 300
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—(-—

—

1,
,
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479 EPA/NIH MASS SPECTRAL DATA BASE 3523

479 C27H29NO7 56335-87-6
2//,8//-Benzo[l,2-5:5,4-6']dipyran-10-propanol, 5-methoxy-

2, 2, 8,8- tetramethyl-, 4- nitrobenzoate

N02

C( 0)

0
1

(CH 2 )3

OMe

479 C 29H 37NO5 14930-96-2
24-Oxa[14]cytochalasa-6(12),13,21-triene-l,23-dione, 7,20-di=
hydroxy-16-methyl-10-phenyl-, (7S,13E,16/?,20/?,2LE)-

—1“ 1 T 1 1 1 1 1 : 1 1 1 1
1 1

460 470 480 490 500 510 520 530 540 S50 560 570 580 590 600

479 C29H4iN03Si 57325-70-9
Androst-5-ene-ll,17-dione, 3-[(trimethylsilyl)oxy]-, 17-[0-

(phenylmethyl)oxime], (3/3)-

Me

479 C34H 29NSi 56805-08-4
7-Silabicyclo[2.2.1]hept-5-ene-2-carbonitrile, 7-ethenyl-7-

methyl-l,4,5,6-tetraphenyl-

100 -I

80 -

60-

40-

20-

0
1 l

1 1 1 1 1 1 1 1—^—l

— 1 J 1
1

1 1

—

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



3524 EPA/NIH MASS SPECTRAL DATA BASE 479

480 C 14H 12O6RU2 33310-09-7
Ruthenium, hexacarboyl[M-(l,2,3,4-tetramethyl-l,3-butadie°

nylene)]di-, (Ru-Ru)

co 9°coU
|

v

Ru+

CO
/,

|'cO
CO

100
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0
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460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

480 CieHuCleCL 34408-22-5
l,4:5,8-Dimethanonaphthalene-2,3-diol, 5,6,7,8,9,9-hexachloro-

l,2,3,4,4a,5,8,8a-octahydro-, diacetate, (la,2a,3/3,4a,4a/3,5d,8|3,8ad)-

ci

ci

480 C 18H40O7SU 14330-97-3
1,2,3-Propanetricarboxylic acid, 2-[(trimethylsilyl)oxy]-, tris=

(trimethylsilyl) ester

C( O) OS i Mea

M03SI OC( 0) CH2CCH2C(0) 0SIM6 3

Me 3 S i 0



480 EPA/NIH MASS SPECTRAL DATA BASE 3525

480 Ci 8H4o07Si4 56272-60-7

Glucaric acid, 2,3,5,6-tetrakis-0-(trimethylsilyl)-, 1,4-lactone,

6-(trimethylsilyl) ester

OTMS

TMSOC(O)— C — C —C-C — CO

i A
|TMSO TMSO

480 Ci9H440eSi4 56270-89-4
D-a ltro-2-Heptulose, anhydrotetrakis-O-(trimethylsilyl)-

H0CH 2CH(0H)CH(0H)CH(0H)CH(0H)C0CH 2 0H + 4TMS

480 C21H 36O 12 39102-75-5
a-D-Galactopyranosiduronic acid, methyl 3,4-0-(l-methyl=

ethylidene)-2-(2,3,4,6- tetra-0-methyl-/3-D-gluccpyranosyl)-,
methyl ester

C(0)Me

OMe

480 C23Hi7BrN202Ti 35256-09-8
Titanium, bromo(i75-2,4-cyclopentadien-l-yl)bis(8-quinolinola=

to—AO,08)—



3526 EPA/NIH MASS SPECTRAL DATA BASE 480

480 C24H 24N 4O7 56143-18-1

lTf-Pyrazole-4,5-dione, l-phenyl-3-[l,2,3-tris(acetyloxy)propyl]-,

4-(phenylhydrazone), (R*

480 C26H4804Si2 55429-54-4
Prosta-10,13-dien-l-oic acid, 9-oxo-15-[(trimethylsilyl)oxy]-,

trimethylsilyl ester, ( 1 3£,15.S’)-

Ph

r

OAc

OAc
I I

CHCHCH 2 OAc

0 NNHPh

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

80

40

20

0

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

OSi M63
I

CH--CHCH(CH2 )4Me

0 (CH 2 )

6

C( 0) OSi

M

03

480 C 26H 28N2O7 38068-84-7
Propanedioic acid, (l,3-dihydro-l,3-dioxo-2//-isoindol-2-yl)~

[4-[(phenylmethylene)amino] butyl]-, diethyl ester, N-oxide, (Z)-

480 C26H4804Si2 56009-41-7
Prosta-8(12),13-dien-l-oic acid, 9-oxo-15-[(trimethylsilyl)oxy]-,

trimethylsilyl ester, (13E,15S)-

( CH 2 ) 0 C( 0) OSi M03

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

1 111 J ,1

C( 0) OE t

x C(CH 2 ) 4 N = CHPh

|
J^C(0)0Et

JjlWLiUl

0 ,

OSi

M

03
I

CH=CHCH( CH 2 ) 4 M0



480 EPA/NIH MASS SPECTRAL DATA BASE 3527

100
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40

20

0
460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

100

80

60

40

20

0

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

480 C 27H 44O7 5289-74-7

Cholest-7-en-6-one, 2,3, 14,20,22,25-hexahydroxy-, (20,30,50,22/?)-

Me

480 C 27H52O3S 12 56211-30-4
Pregnane-3, 17,20-triol, bis(trimethylsilyl) ether, (3a,50,20S)-

11 iLi uUj lLL-
1 1 1

"

1 1 1 1 1 1
1

1 1

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

1 1

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

100

80

60-

40-

1,.. It 1 20-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450 0- , , , r—n rJJ , , , , , , , ,

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

480 C27H52C>3Si2 17562-94-6
Pregnan-17-ol, 3,20-bis[(trimethylsilyl)oxy]-, (3a,50,206’)- 480 C31H60O3

14,16-Hentriacontanedione, 25-hydroxy-
52262-75-6

Me ( CH2 1 1 2 COCH2 CO( CH2 ) e CH ( OH ! ( CH2 ) 5 Me



3528 EPA/NIH MASS SPECTRAL DATA BASE 480

480 C32H64O2 540-10-3
Hexadecanoic acid, hexadecyl ester

Me { CH2 ) 1 6 OC( 0 ) ( CH2 ) 1 4 Me

480 C33H25C0 1278-02-0
Cobalt, [l,l',l",l"'-(r)‘1-l,3-cyclobutadiene-l,2,3,4-tetrayl)tetra=

kis [benzene] ] (7)
5-2,4-cyclopentadien-l-yl)-

Ph ph

480 C32H64O2 3234-81-9
Tetradecanoic acid, octadecyl ester

Me( CH2 ) 1 7 OC( 0 ) ( CH2 ) 1 2 Me

100

80

60

40

20

0

100

80
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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

480 C32H 64O2 17661-50-6
Octadecanoic acid, tetradecyl ester

Me ( CH2 ) 1 3 OC( O) ( CH2 ) 1 e Me



481 EPA/NIH MASS SPECTRAL DATA BASE 3529

480 C34H 24O3 55429-86-2
[l,l'-Biphenyl]-2-carboxaldehyde, 4 ',4 '"-( 3

,
4-f\irandiyldi-2,l-

ethenediyl)bis-

481 C22H 13F10N 38842-16-9
Benzeneethanamine, A^Af-bis[(pentafluorophenyl)methyl]-

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

481 CigHLvNOsSu 56196-05-5
D-Galactose, 6-deoxy-2,3,4,5-tetrakis-0-(trimethylsilyl)-, 0-
methyloxime

OSi M03

OS i Me 3

OSi Me 3

I I

MeON = CHCHCHCHCHMe OS I Me

3

A p

CH2 CH2 Ph
I

CH2NCH2

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

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

481 C25H24BrN04 23330-78-1
Cherylline, 2-(p-bromobenzoyl)-2-demethyl-0,0-dimethyl-



3530 EPA/NIH MASS SPECTRAL DATA BASE 481

481 C29H 43N03Si 57305-11-0

Androstane-ll,17-dione, 3-[(trimethylsilyl)oxy]-, 17-[0-(phe=
nylmethyl)oxime], (3a,5a)-

482 Ci9H 4606Si4 2296-39-1
/j-r> Galactopyranoside, methyl 2,3,4,6-tetrakis-0-(trimethylsilyl)-

ch2otms
TMSO

J
q OMe

I^DTM^I

482 Ci9H4606Si4 1769-06-8

a-D-Mannopyranoside, methyl 2,3,4.6-tetrakis-0-(trimethylsilyl)-

482 Ci9H46C>6Si4 2296-40-4
/1-D-Glucopyranoside, methyl 2,3,4,6-tetrakis-0-(trimethylsilyl)-

OTMS

CHjOTMS

/ °VTMSm
TMSO

\
OMe

TMS



482 EPA/NIH MASS SPECTRAL DATA BASE 3531

482 CisTReOeSL 2641-79-4 482
^

CiaELeOeSL 4133-45-3

a-D Glucopyranoside, methyl 2,3,4,6-tetrakis-0-(trimethylsilyl)- a-D-Galactopyranoside, methyl 2,3,4,6-tetrakis-0-(trimethylsilyl)-

CHjOTMS

J— 0

fra
so

|

cOMe
OTMS

482 Ci9H460eSi4 3504-69-6
/3-d Mannopyranoside, methyl 2,3,4,6-tetrakis-0-(trimethylsilyl)-

ch2otms

OMe
OTMS

482 C 19H 46O6SU 6736-96-5
Glucofuranoside, methyl 2,3,5,6-tetrakis-0-(trimethylsilyl)-, a-D-

tmsoch2

_n OMe

TMSO
IMS

-i - ,1 ,i li. J.J.
,

,L

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

L J ..

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

CH20TMS

TMSOCH

OTMS



3532 EPA/NIH MASS SPECTRAL DATA BASE 482

482 CigPLeOeSU 6737-01-5

Mannofuranoside, methyl 2,3,5,6 -tetrakis-O-(trimethylsilyl)-, a-D-

CH2OTMS

I

TMSOCH TMS

\
OMe

TMS

100

80

60

40

20

0

100

80

60

40

20

0
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80

60

40

20

0

482 C 23H 25F7O 3 18072-19-0
Androsta-3,5-dien-17-one, 3-hydroxy-, heptafluorobutyrate

Me

F3CCF2CF2C( O) 0

100
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20

0
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80

40

20

0

100
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0

100
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40
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0
460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

Kill- . nL ,1 1 .ill il.i

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

L- , . 1 j-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

;

1
1
—

1
1 1—“ 1 I -i

1
1 I 1 1

1

—

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

482 C 28H 34O7 2753-30-2
D-Homo-24-nor-17-oxachola-l,20,22-triene-3,16-dione, 7-

(acetyloxy)-14,15:21,23-diepoxy-4,4,8-trimethyl-, (5aja,~
13a, 14/3, 15/3,17aa)-

482 C29H 5803Si 56784-06-6
Pentacosenoic acid, 2-[(trimethylsilyl)oxy]-, methyl ester

OTMS
I

Me0C(0)CH(CH 2 )22
Me -2H



483 EPA/NIH MASS SPECTRAL DATA BASE 3533

482 C 31H 46O 4 22478-83-7

01ean-12-en-28-oic acid, 3,16-dioxo-, methyl ester

Me

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

482 C 31H 46O 4 37926-47-9
Cholesta-9(ll), 17(20),24-triene-3,6-diol, diacetate, (30,5a,6a)-

Me

100

80

60

40

20

0

100
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0

100

80
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0

100

80
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0

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

482 C32H 50O3

D:A-Friedoolean-2-en-l-one, 24-(acetyloxy)-

Me

CH2OAC

43230-77-9

483 C 18H37N5O3SU 56272-96-9
4,6,7 (l/i)-Pteridinetrione, 2-amino-5,8-dihydro-, tetrakis(tri=

methylsilyl) deriv.

+4TMS



3534 EPA/NIH MASS SPECTRAL DATA BASE 483

483 C 24Hi9AsMnN02 32826-11-2

Manganese, dicarbonyl-7r-pyrrolyl(triphenylarsine)-

483 C27H 37N 3O5 37580-37-3
L-Alanine, Af-[Af-[N-[(2-hydroxy-l-naphthalenyl)methylene]-

L-valyl]-L-isoleucyl]-, ethyl ester

0=C AsPh3

483 CaeHssNOsSh 55429-51-1

Acetamide, 7V-[2-[(trimethylsilyl)oxy]-l-[[(trimethylsilyl) =
oxy]methyl]-3,7-heptadecadienyl]-

0SIM63

NHAc
I I

Me ( CH 2 ) 8 CH = CHCH 2 CH2 CH =CHCHCHCH2 OS i M6 3

CHM62 CHMe CH 2 Me
I I

CH = NCHCONHCHCONHCHMe C( 0) OE

t

483 C 29H 25NO6 22628-23-5
Alanine, iV-[(3-methoxy-5-oxo-4-phenyl-2(5ff)-furylidene) =

phenylacetyl]-3-phenyl-, methyl ester, L-



484 EPA/NIH MASS SPECTRAL DATA BASE 3535

483 C 31H 33NO4 56847-11-1

Benzenemethanol, a-[[[[4-methoxy-3-(phenylmethoxy)phe=
nyl]methyl]methylamino]methyl]-4-(phenylmethoxy)-

484 CsHsCIHgMoOs 12079-83-3
Molybdenum, tricarbonyl(chloromercury) (?/

5-2,4-cyclopenta=
dien-l-yl)-, (Hg-Mo )

484 CuHisBrsCL 23103-18-6
Altropyranoside, methyl 2,3,6-tribromo-2,3,6-trideoxy-, benzoate,
a-D-

100

80

80

40

20

0

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

484 CisFie 25078-75-5
Benzene, l,l'-(l,l,2,2,3,3-hexafluoro-l,3-propanediyl)bis[2,3,4,=

5,6-pentafluoro-

F F

F F

484 C 24H18AS2N2

10,10' (5if,5'H)-Biphenarsazine
32435-30-6



3536 EPA/NIH MASS SPECTRAL DATA BASE 484

484 C 26H 32N 2O7 2111-91-3

Compactinervine, N-acetyl-2, 16-dihydro-, diacetate (ester)

484 C 27H36N 2O6 54658—08-1
4,25-Secoobscurinervan-4-one, 0-acetyl-22-ethyl-15,16-di~

methoxy-, (22a)-

100

80

60

40

20

0

484 C27H 39F 3O4 56468-53-2
Chol-5-en-24-oic acid, 3-[(trifluoroacetyl)oxy]-, methyl ester, (3/?)-

Me

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

484 C 28H36O7 2629-11-0
D-Homo-24-nor-17-oxachola-20,22-diene-3,16-dione, 7-(ace=

tyloxy)-14, 15:21,23-diepoxy-4,4,8-trimethyl-, (5a,7a,13a,-
14jd,15jd,17aa)-

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



484 EPA/NIH MASS SPECTRAL DATA BASE 3537

100-j

80-

60-

<0 -

20-

0 —i -—i 1
- i 1 1 1 —r

1 1 1 1 1 1 1

—

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

484 C29H28N2O5 56909-15-0

Urea, N,N'-bis(2‘ ,4'-dimethoxy [ 1, 1 '-biphenyl]-4-yl)-

484 C29H6o03Si 56784-05-5
Pentacosanoic acid, 2-[(trimethylsilyl)oxy]-, methyl ester

OS i Me 3

I

MeOC( 0) CH( CH2 ) 2 2 Me

484 CsoHssOe 18458-66-7
2H-l-Benzopyran-2-one, 7-methoxy-6-[2-[2-(7-methoxy-2-
oxo-2//-l-benzopyran-6-yl)-l,4-dimethyl-3-cyclohexen-l-
yljethenyl]-

484 C 29H47F3O2

Cholestan-3-ol, trifluoroacetate, (3/3,5a)-

2839-20-5

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

80-

60-

40-

20-
, I

III

.. 1.
|

.1,1 .1.1
|

...i, jiiii

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

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600



3538 EPA/NIH MASS SPECTRAL DATA BASE 484

484 C 30H 44O5 56143-25-0

Lanosta-7,9( 1 l)-dien-18-oic acid, 22,25-epoxy-3,17,20-trihydroxy-,

7-lactone, (3/3)—

484 C 31H48O4 1477-44-7
01ean-12-en-29-oic acid, 3-hydroxy-ll-oxo-, methyl ester,

(3d,20/3)-

100

00

60

40

20

0

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

100

80

60

40

20

0
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

y-l.l.y.lll.l-y.l.....y l.l.l.y. Lilj—

100

80

60

40

20

0
460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

484 C 30H60O4 35301-08-7

Heptacosanoic acid, 2,4-dimethoxy-, methyl ester, [S-(R*,S*)]-

Me OC( 0) CH( OMe ) CH2 CH( OMe ) ( CH2 ) 2 2 Me

484 C31H48O4 24041-66-5

Lanosta-7,9(ll)-dien-18-oic acid, 3,20-dihydroxy-25-methoxy-,

7-lactone, (3/3,20£)-



484 EPA/NIH MASS SPECTRAL DATA BASE 3539

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

484 C 31H 48O 4 33512-86-6
01ean-12-en-28-oic acid, 3/3-hydroxy-21-oxo-, methyl ester

Me

484 C32H52O3 18663-98-4
Lanost-9(ll)-en-3-ol, 7,8-epoxy-, acetate, (3/3,7/3)-

Me

484 C32H52O3 18671-60-8
D:/l -Friedooleanan-7-one, 3/3-hydroxy-, acetate

484 C32H52O3 19468-23-6
Lanost-7-en-3-ol, 9,11-epoxy-, acetate, (3/3,1 la)-

100

80

60

40

20

0

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



3540 EPA/NIH MASS SPECTRAL DATA BASE 484

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

484 C 32H52O3 22417-84-1
Lanost-24-en-ll-one, 3-(acetyloxy)-, (3/1)-

484 C 32H52O3 54482-56-3
9,19-Cyclolanost-23-ene-3,25-diol, 3-acetate, (3/3,23E)-

; iU J-—1*1 M 11 .lllllll Jllll.

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

(W—

i

l -“W
'

i i' Y“—i i -I i“ “r——r-1—r-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

484 C 32H 52O3

D:A-Friedooleanan-l-one, 24-(acetyloxy)~

Me

CH2 OAo

43230-85-9



484 EPA/NIH MASS SPECTRAL DATA BASE 3541

484 C32H 52O3 55724-72-6

Lanost-9(ll)-en-12-one, 3-(acetyloxy)-, (30)-

484 C32H560Si 14030-29-6
Silane, trimethyl[[(30,22E)-stigmasta-5,22-dien-3-yl]oxy]-

Me

CHMe CH = CHCHE t CHMe2

100
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20

0
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0

100
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0

100
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0

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

484 ‘ C32H56OSi 23648-45-5
Silane, trimethyl[(4a-methylergosta-7,24(28)-dien-30-yl)oxy]-



3542 EPA/NIH MASS SPECTRAL DATA BASE 484

484 CsaHseOSi 55429-93-1
Silane, [[(3/3,5a)-4,4-dimethylcholesta-8,24-dien-3-yl]oxy]tri=

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

484 C 35H64

Benzene, ( 1-tetradecylpentadecyl)-

Me { CH 2 ) 1 3 CHPh ( CH 2 ) 1 3 Me

56247-97-3

460 470 480 490 500 510 520 530 540 550 560 570 580 590

485 C2iH 43N0 4Si4 55638-45-4
L-Tyrosine, A^O-bisltrimethylsilyll-S-tltrimethylsilylloxy]-,

trimethylsilyl ester

NHS i Me

3

I

Me 3 S i 0 ,CH2CHC(0)0SiM©3

484 C 34H 4402 27807-94-9
[Ai.i’:4'.i"-Ter-2,5-cyclohexadiene]-4,4"-dione, 3,3",5,5"-tetra-

ferf-butyl-

0 1 1 T 1—1**—i

—

l—i “f 1 1 1 1 “l H r—^—i

—

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

ll
,

ll

80-

60-

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

... .1 UL .

—

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

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



485 EPA/NIH MASS SPECTRAL DATA BASE 3543

485 C 23H 19NO 11 55649-79-1

Ethaneperoxoic acid, 2'-formyl-3',4'-dihydro-8-hydroxy-6-
oxospiro[7//-indeno[4,5-d]-l,3-dioxole-7,l'(2'//)-isoquino=

line]—6',7'—diyl ester

485 C 26H 47NO 7 3613-96-5
Acetamide, Af-[2,3-dihydroxy-l-(hydroxymethyl)heptadecyl]-,

triacetate (ester)

NHAc

0 = CH

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

485 C 24H39NO9 55759-99-4
Cyclopentanepropanoic acid, 3,5-bis(acetyloxy)-2-[8-(acetyl~
oxy)-3-(methoxyimino)octyl]-, methyl ester

OAc

OAc
I I

Ac OCH 2 CHCHCH( CH 2 ) 1 3 Me

485 C 27H45CI2NO 2 15505-92-7
Cholestane, 3,5-dichloro-6-nitro-, (30,5a,60)-

Me

( CH 2 )5 0Ac
I

CH2CH2C = NOMq

AcO CH 2 CH 2 C( O) OMe
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ll Lj J I.
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lull

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

1.. I i i-i-.. ll .1 il l. I-. L L_ „ 1, .

.

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

l



3544 EPA/NIH MASS SPECTRAL DATA BASE 485

485 C 34H 47NO 38405-96-8
l'H-Cholesta-2,4-dieno[3,2-5]indol-6-one, l'-methyl-

486 Ci 2Br2F8S 17728-68-6
Benzene, l,l'-thiobis[2-bromo-3,4,5,6-tetrafluoro-

Me

CH2 )

3

CHMe 2

486 C 10CI10O 143-50-0
1,3,4- Metheno-2/f-cyclobuta[cd]pentalen- 2- one, 1,1a, 3,3a,4,5,=

5,5a,5b,6-decachlorooctahydro-

F

F

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

486 C17H 22F12O2 18770-61-1
Decanoic acid, 2,2,3,3,4,4,5,5,6,6,7,7-dodecafluoroheptyl ester

F 2 CHCF2 CF 2 CF 2 CF2 CF 2 CH2 OC( 0 )( CH 2 ) 8 Me
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486 EPA/NIH MASS SPECTRAL DATA BASE 3545

486 CisHsAsFio 20901-24-0

Arsine, bis(pentafluorophenyl)phenyl-

F F

F F

486 C 23H22N2O8S 35837-30-0
Uridine, 2',3'-0-(phenylmethylene)-, 5'-(4-methylbenzenesulfonate)

100 -|

80-

60-

40-

20-

0 J
1 1

1
—1 1 1 1 1 1 1 1 1 1 1 1—

460 470 480 490 500 510 520 530 540 550 580 570 580 590 800

486 C24H16AS2O2 15430-08-7
10,10'-Bi-10//-phenoxarsine

486 C24H22O 11 14397-72-9
Flavone, 3',5,6-trihydroxy-3,4',7--trimethoxy-, triacetate

AcO 0

10 20 30 40 50 60 70

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600



3546 EPA/NIH MASS SPECTRAL DATA BASE 486

486 C 25H 30N2O8 29474-86-0
Dichotine, 11-methoxy-, acetate (ester)

OMe

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

486 C25H5o05Si2 55760-04-8
Cyclopentanepentanoic acid, 2-(3-oxooctyl)-3,5-bis[(trimethyl=

silyl)oxy]-, methyl ester, [!/?-( la,2/3,3a,5a)]-

OSI Me3

Me 3 S I O ( CH2 ) 4 C{ 0} OMe

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

486 C 26H30O9 751-49-5
Limonoic acid, 19-deoxy-6,19-epoxy-, 16,17-lactone

486 C 27H34O8 19314-71-7
/3-Resorcylic acid, 6-(2-oxoheptyl)~, 4-ester with methyl 6-

pentyl-(8-resorcylate

(CH2)4Me



486 EPA/NIH MASS SPECTRAL DATA BASE 3547

486 C27H41F3O4 3793-41-7

5/3-Cholan-24-oic acid, 3«-hydroxy-, methyl ester, trifluoroacetate

Liu ll JljJl

1

Ml li llu i . Lilli i iii ii.

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

486 C 27H42N4O4 37580-28-2
L-Alanine, 7V-[A7-[AT-[3-[4-(dimethylamino)phenyl]-2-prope=

nylidene]-L-valyl]-L-isoleucyl]-, ethyl ester

CHMe 2 CHMe CH 2 Me
I I

CH : CHCH : NCHCONHCHCONHCHMe C( 0) OE t

486 C 28H 38O7 5366-08-5
o-Anisic acid, 4-hydroxy-6-pentyl-, methyl ester, 2,4 dimeth=
oxy-6-pentylbenzoate

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

486 C28H6202Si2 22396-30-1
3,26-Dioxa-2,27-disilaoctacosane, 2,2,27,27-tetramethyl-

Me3 Si O(CH2)22OSIM03

486 C31H50O4 4891-77-4
01ean-12-en-28-oic acid, 3,29-dihydroxy-, methyl ester, (3/3,20a)-

100

80

60

40

20

0

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



3548 EPA/NIH MASS SPECTRAL DATA BASE 486

486 C31H50O4 26563-64-4
01ean-12-en-28-oic acid, 2,3-dihydroxy-, methyl ester, (2a,3a)-

Me

486 C31H50O4 38404-91-0
Cholest-4-en-6-one, 3-(acetyloxy)-, cyclic 6-(l,2-ethanediyl acetal),

(30)-

Me

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

486 C31H50O4 41084-09-7
Cholest-20(22)-ene-3,6-diol, diacetate, (3/3,5a,6a)-

Me

;

II J 1.1 J. 1 1
. 1 1 ll l.ltjl llll.ll l.lll.ll

1 1 1 1 1 1 1 1 1 1 1 1 1 1 I

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

•J I.I.L Li j L. L Jll ..li L_, Li , . It L
160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

1, ! Ji 1 L L

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

1 1 1
—

460 470 480 4S

1 1
1 1 1 1

1
1 1 1 1

0 500 510 520 530 540 550 580 570 580 590 800



486 EPA/NIH MASS SPECTRAL DATA BASE 3549

486 C 32H38O4 26537-41-7
2H,6/f-Benzo[l,2-6:5,4-6']dipyran-10-propanol, 3,4,7,8-tetra=

hydro-5-methoxy-2,2
)
8,8-tetramethyl-a,a-diphenyl-

CH2 CH2 CPh2 oh

OMe

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

486 C 32H 38O4 56335-88-7
2H,8/f-Benzo[l,2-6:3,4-6']dipyran-6-propanol, 3,4,9,10-tetra=
hydro-5-methoxy-2,2,8,8-tetramethyl-a,a-diphenyl-

486 C 32H 54O3 10049-93-1
Lanostan-ll-one, 3/3-hydroxy-, acetate

Me

486 C 32H54O3 19454-73-0
Lanost-8-ene-3/?,7a-diol, 3-acetate

Me



3550 EPA/NIH MASS SPECTRAL DATA BASE 486

486 C32H 54O3 22417-93-2
Lanostan-3/3-ol, 11/3,19-epoxy-, acetate

486 C32H54O3 23827-55-6
1 l/3,19-Cyclolanostane-3/3,l 1-diol, 3-acetate

486 C 32H54O3 25116-68-1
Lanostan-3/3-ol, 11/3,18-epoxy-, acetate

CHMe ( CH2 )

3

CHMe2

*T“ 1
““***

I
1 1 1 1 1 1 1 1 1 1

1
—

460 470 480 490 500 510 520 530 540 550 580 570 580 590 600

486 C32H54O3 54411-53-9
Lanostan-ll-one, 18-(acetyloxy)-

CH2OAC

100
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0
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0
460 470 480 490 500 510 520 530 540 550 580 570 580 590 600



486 EPA/NIH MASS SPECTRAL DATA BASE 3551

486 C32H 54O3 55700-22-6

Lanostan-ll-one, 3-(acetyloxy)-, (13a, 14/3,17a)-
486 C 32H 58OSi 42995-75-5
Silane, [[(3d)-4,4-dimethylcholest-5-en-3-yl]oxy]trimethyl-

CHMe ( CH2 ) 3 CHMe 2

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

486 C 32H58OSi 2625-46-9
Silane, trimethyl[[(3/3)-stigmast-5-en-3-yl]oxy]-

CHMeCH2 CH2 CHE t CHMe 2

Me 3 S i 0

486 C32H58OSi 56248-34-1
Silane, [ [(3d,5a,24£)-ergost-7-en-3-yl] oxy] trimethyl-

CHMeCH2CH2CHEt CHMe

2

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600



3552 EPA/NIH MASS SPECTRAL DATA BASE 487

487 C 24H 30CINO4S 12 55471-00-6
lH-Indole-3-acetic acid, l-(4-chlorobenzoyl)-2-methyl-5-

[(trimethylsilyl)oxy]-, trimethylsilyl ester

ci

487 C24H49N05Si2 55821-18-6
Cyclopentanepropanoic acid, 2-[3-(methoxyimino)octyl]-3,5-

bis[(trimethylsilyl)oxy]-, methyl ester, [lR-(la,2d,3a,5a)]-

pSiM93
( CH2 ) 4 Me

I

CH2 CH2 C ' NOMe

MeaSi

0

6 -

CH2 CH2 C( 0) OMe

487 C34H49NO 34535-60-9
r//-Cholest-3-eno[3,4-6]mdol-6-one, 1 '-methyl-, (5/3)-

CHMe
(
CH2 )3 CHMe2

Me

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

487 C34H49NO 34535-61-0
l'//-Cholest-2-eno[3,2-6]indol-6-one, l'-methyl-, (50)-
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0
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160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

.. ,i
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, ,

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

:_i



488 EPA/NIH MASS SPECTRAL DATA BASE 3553

487 C34H49NO 38389-03-6

r//-Cholest-2-eno[3,2-6]indol-6-one, l'-methyl-, (5a)-

Me

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

487 C34H49NO 38389-06-9
l'//-Cholest-2-eno[3,2-6]indol-6-one, 5'-methyl-, (5a)-

(CH2 )3CHM0 2

100

80

60

40

20

0
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60
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0
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80
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0
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80
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460 470 480 490 500 510 520 530 540 560 560 570 580 590 600

LU ^ ^
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

488 C 10H 19AS3N 2S3 51678-03-6
Arsinothious acid, dimethyl-, 2,4,6-pyrimidinetriyl ester

SAs M02

488 C 16H 10F 10O6 55683-25-5
Benzenepropanoic acid, a,4-bis(2,2,3,3,3-pentafluoro-l-oxo :=

propoxy)-, methyl ester

F3CCF2C( O) 0

C( 0) OMe

CH 2 CHOC( 0) CF 2 CF 3

488 C 16H41O7PSU 55723-94-9
Phosphoric acid, 4-oxo-2,3-bis[(trimethylsilyl)oxy] butyl bis-

(trimethylsilyl) ester, [R-(R*,R*)]-

MeaSiO OS i Me 3

1 1

Me 3 S i OCH( CHO) CHCH 2 OP OS i Me 3

O



3554 EPA/NIH MASS SPECTRAL DATA BASE 488

488 C 22H 32O 12 51885-42-8 488 C 29H 22M 11O2P 31871-85-9
a-D-Galactopyranose, 6-0-(2,4-di-0-acetyl-3,6-anhydro-/3-D- Manganese, dicarbonyl-7r-indenyl(triphenylphosphine)-

galactopyranosyl)-l,2:3,4-bis-0-(l-methylethylidene)-

CO CO PPh3

488 C24H 29N2O7P 33866-43-2
[l,2'-Biaziridine]-2,3'-dicarboxylic acid, 3-(diethoxyphosphi~

nyl)-2',3-diphenyl-, dimethyl ester

EtOP
I

Et 0

C( 0) OMe

"7s"

H
N

ZA
C( 0) OMe

100

80

80

40

20

0

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



488 EPA/NIH MASS SPECTRAL DATA BASE 3555

488 C 30H 48O5 56143-30-7

Ergostane-3,6-dione, 25-(acetyloxy)-5-hydroxy-, (5a)-

Me

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

100
-|

80-

60-

40-

20-

£>
1*

1 1 1 h 1 1 1 1 1 1 1 1 1 1 r—
460 470 480 490 500 510 520 530 540 550 580 570 580 590 600

488 C 31H52O4 3514-28-1
Cholestane-3,6-diol, diacetate, (3/3,5a,6a)-

488 C3oH5203Si 55759-94-9
9,10-Secocholesta-5,7,10(19)-triene-l,3-diol, 25-[ (trimethyl-

silyl)oxy]-, (3/3,5Z,7E)-

CHMe( CH2 ) 3CMe2 0Si Me

3

100

80

60

40

20

0

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

100

80

60

40

20

0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

488 C 31H52O4 19518-70-8
Cholestan-6-one, 3-(acetyloxy)-, cyclic 1,2-ethanediyl acetal,

(3(3,5a)-

Me



3556 EPA/NIH MASS SPECTRAL DATA BASE 488

488 C31H 52O 4 28809-56-5
5a-Cholestane-2a,19-diol, diacetate

CHMe( CH2 ) 3 CHMe 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

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

488 C 31H 52O4

5a-Cholestane-la,19-diol, diacetate

28809-57-6
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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

488 C 31H 52O4 54498-63-4
Cholestane-2-carboxylic acid, 3,3-[l,2-ethanediylbis(oxy)]-, methyl

ester, (2/3,5a)-

Me

488 C 32H24O5 56282-26-9
2//,9/7-Dipyrano[2,3 a:2',3',4'-fei]xanthen-9-one, 3,4”dihydro-
5-methoxy-8(or 10)-methyl-2,12-diphenyl-

MeO

+ Me



, 488 EPA/NIH MASS SPECTRAL DATA BASE 3557

100

80-

80-

40-

20 -
.

0 —i 1
11 •

i i
1 1

1 'I 1 1 1 1 1 1

—

480 470 480 490 500 510 520 530 540 550 560 570 580 590 600

488 C32H56O3 28328-14-5
Lanostane-3/?,ll/3“diol, 3-acetate

Me

488 C32H6oOSi 55493-85-1
Silane, trimethyl[[(3^,5a)-stigmastan-3-yl]oxy]-

100
-j

80-

60-

40-

20-
j

0 1 1 1 ^ 1 1 1 1 1 1 1 1 1 1 T

—

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

488 C33H48N2O 34535-64-3
l'//-Cholest-2-eno[3,2-6]indol-6-one, oxime, (5a)-

488 C34H32O3 39081-74-8
2//-l-Benzopyran-2-one, 3-(l,2-dimethyl-2-phenylpropyl)-6-

(2,2-diphenylethyl)-7-hydroxy-

Me

Me 3 S i

100

80

60

40

20

0

100

80

60

40

20

0

100
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60

40

20

0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

1 I lllll 1 1 1 III

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

1 II 1

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

jJL- i 1 L i

Ph 2 CHCH2

0

CHMe CMe2Ph



3558 EPA/NIH MASS SPECTRAL DATA BASE 488

488 C 34H48O2

Cholesta-5,7-dien-3-ol, benzoate, (3/3)-

1182-06-5

489 C 11H3CI8N3S 24478-10-2

1,3,5-Triazine, 2-[(3,4-dichlorophenyl)thio]-4,6-bis(trichloro-

methyl)-

cci 3

489 C2iH33Br2N02 40572-24-5
Benzene, l,3-dibromo-2,4,6-tris(2,2-dimethylpropyl)-5-nitro-

Br

CH2CM6 3

Br

CH2CM8 3

100

80

60

40

20

0
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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

489 C21H39N5O8 55649-82-6

D-Streptamine, 4-0-[3-(acetylamino)-6-(aminomethyl)-3,4-
dihydro-2/f-pyran-2-yl]-2-deoxy-6-0-[3-deoxy-4-C-
methyl-3-(methylamino)-/3-L-arabinopyranosyl]-, (2S-cis)-

OH

NHMe

460 470 480 490 500 510 520 530 540 550 580 570 580 590 600



489 EPA/NIH MASS SPECTRAL DATA BASE 3559

489 C30H39N3O3

Tubulosan, 8',10,11-trimethoxy-

5263-31-0

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

489 C31H 52CINO 38759-54-5
Butanamide, 4-chloro-7V-[(3/3)-cholest-5-en-3-yl]-

( CH2 ) 3 CHMe

2

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

489 C34H51NO
Benzamide, 7V-[(3j9)-cholest-5-en-3-yl]-

19595-23-4

T T T
1

1-
,

III

,

_uj

—

4L .i-i.i- - iL_—

M

1 1

10 20 30 40 50 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

489 C34H51NO 55493-86-2
l'H-Cholest-2-eno[3,2-6]indole, 5-methoxy-, (5a)-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



3560 EPA/NIH MASS SPECTRAL DATA BASE 489

100

80 -

60-

40 -

20-

0 -*
1 r—“—i a4L 1 1 1 1 1 1 1

1 i
1 1

—

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600
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-~r " T i 1 r 1

i 1 1 1 1 r i i 1

—

460 470 480 490 500 510 . 520 530 540 550 560 570 580 590 600

490 Ci6H36CrN604P2 19976-85-3 490 CisHsoBe^is 56377-85-6
Chromium, tetracarbonylbis(hexamethylphosphorous triamide-P)-, Beryllium, M4-oxohexakis[Ai-(propanoato-0:0')]tetra-

(OC-6-22)-

0 : C

Me 2 N
I

Me 2 NP
I

Me 2 N

100
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460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

490 Ci6H36CrN604P2 271837
91-1

Chromium, tetracarbonylbis(hexamethylphosphorous triamide)-,

trans-

o=c

Me 2 N
I

Me 2 NP
I

Me 2 N

C: 0
NM6 2

I

PNM6 2

I

NMe 2

C : 0

490 Ci9Hi0Fe2N 2O7 16165-14r3
Iron, hexacarbonyl[/x-[N,N'-diphenyhireato(2-)-iV,N':AC/V']]di-,

(Fe-Fe)

oc

OC-H^
/ v-

OC

CO

"Fe— CO
' \

CO

80-

60-

40-

1 , 1

20-

I-—

i

-1 fii , 1 1 1
—i—i 1 1 1 4— 1 1 r 1

—
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490 EPA/NIH MASS SPECTRAL DATA BASE 3561

490 Ci9HioFe2N207 20935-93-7
Iron, hexacarbonyl[/i-[Af,N ,-diphenylureato(2-)-Af,Ar,:Ar

,A'
l

]]di-,

(Fe-Fe)

Ph

490
^

C25H 34N 2O8 55283-39-1
3,4-Secocondyfolan-3-one, 12-[2-(acetyloxy)-l-methoxyeth=
oxy]-16,19-epoxy-2-hydroxy-ll-methoxy-4-methyl-, [12=
(S), 14/3,16/3,19/?]-

Me

490 C27H38O8 55493-82-8
Pregnane-15,20-dione, 3,12,14-tris(acetyloxy)-, (3/3,5a, 12/3, 14/?)-

490 C29H46O2S2 24742-76-5
5a-Spirostan-12-one, cyclic ethylene mercaptole, (25/?)-

100

80

80

40

20

0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
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3562 EPA/NIH MASS SPECTRAL DATA BASE 490

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

490 C29H 46O6 56085-33-7

Cholan-24-oic acid, 3,12-bis(acetyloxy)-, methyl ester, (3a,12a)-

CHMeCH 2 CH 2 C{ 0) OMe

490 C 29H 46O6 56085-34-8
Cholan-24-oic acid, 3,7-bis(acetyloxy)-, methyl ester, (3a,7a)-

III ..1. ..1 ll 1 llLl.i.J .II I- ..-.1 il. Iil.i, .,1,1.1

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

dll.. J(L
1

Jl|—r i, ..1. .... 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

490 C29H46O6 56085-35-9
Cholan-24-oic acid, 3,7-bis(acetyloxy)-, methyl ester, (3a,7/3)-

CHMeCH 2 CH 2 C( 0) OMe

490 C30H50O5 13844-01-4
Olean-12-ene-3,16,21,22,28-pentol, (30,16a,210,22a)-

, , . , , , T T
ll, -l.il |lil.-.l|llll.l|..lllili

|

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
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492 EPA/NIH MASS SPECTRAL DATA BASE 3563

100
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0
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0

460 470 480 490 500 510 520 530 540 550 580 570 580 590 600

490 C31H51CIO 2 55724-18-0
Stigmast-22-en-3-ol, 5-chloro-, acetate, (3/3,5a,22/?)-

Me

492 C20H 28O 14 55493-88-4
Propanoic acid, 3-(acetyloxy)-2-[(2,3,4,6-tetra-0-acetyl-a-D-
mannopyranosyl)oxy]-, methyl ester, (//)-

100

80

60

40

20

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

491 C 3iH4sN02Si 57325-71-0
Pregna-5,16-dien-20-one, 3-[(trimethylsilyl)oxy]-, 0-(phenyl=

methyljoxime, (3/3)-

492 C2iH34BrI 25347-09-5
Benzene, 2-bromo-l ,3,5-tris(2,2-dimethylpropyl)-4-iodo-

1

CH2 CMe 3



3564 EPA/NIH MASS SPECTRAL DATA BASE 492

492 C 22H24N2O 11 29742-55-0
1 77-Indole, 5-nitro-l-(2,3,4,6-tetra- 0-acetyl-/3-D-glucopyranosyl)-

0?N
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492 C 27H24O7S 15076-96-7
Xylopyranoside, methyl 4-thio-, tribenzoate, a-D-

100-1

80-

60-

40-

20-

0 -* 1* 1
1 1

1
1

1 1 1 1
1

1
1 1 1 r—

460 470 480 490 500 510 .520 530 540 550 560 570 580 590 600

492 C 31H53CIO2 55724-19-1
Stigmastan-3-ol, 5-chloro-, acetate, (3/3,5a)-

Me

C(0)Ph

492 C35H72 630-07-9
Pentatriacontane

Me
(
CH2

) 3 3 Me



493 EPA/NIH MASS SPECTRAL DATA BASE 3565

492 C 35H72 55470-98-9

Eicosane, 10-heptyl-10-octyl-

( CH 2 )

8

Me
I

Me
( CH2 ) 7 C ( CH2 ) e Me

Me ( CH2 )

9

492 C02I2N4O4 13859-56-8
Cobalt, di-ju-iodotetranitrosyldi-

N : 0+

+0 :N

493 C 18H 26F7NO3S 12 55471-01-7
Butanamide, 2,2,3,3,4,4,4-heptafluoro-iV-[2-[(trimethylsilyl) =

oxy]~2-[4-[(trimethylsilyl)oxy]phenyl]ethyl]-

Me3 S i

0

OSi Me 3
I

CHCH2 NHCOCF 2 CF 2 CF 3

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

493 C29H32FNO5 41341-94-0
a-D-Glucopyranoside, phenylmethyl 2-(acetylamino)-2,6-di=
deoxy-6-fluoro-3,4-bis-0-(phenylmethyl)-

NHAc



3566 EPA/NIH MASS SPECTRAL DATA BASE 493

493 C 33H 48CIN 34535-54-1

l'//-Cholest-2-eno[3,2-6] indole, 5'-chloro-, (5a)-

494 C 16H 10M02O6 12091-64-4
Molybdenum, hexacarbonylbis(7)5-2,4-cyclopentadien-l-yl)di-,
(Mo-Mo)

494 C 3H9F7N4OP 4Sn 41006-39-7
1,3,5,2,4,6-Triazatriphosphorine, 2-[(difluorophosphinyl)(tri=

methylstannyl)amino]~2,4,4,6,6-pentafluoro-2,2,4,4,6,6-hexa=

hydro-

SnMe3
I

F „ NPF2=0
c \ / F

n 1

N. j.N
P
/ \

F F

494 C2oH460eSi4 50459-27-3
Cyclohexanecarboxylic acid, l,3,4,5-tetrakis[(trimethylsilyl)oxy]-,

methyl ester, [lS-(la,3a,4/3,5/3)]-



494 EPA/NIH MASS SPECTRAL DATA BASE 3567

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

494 C 23H24F6O5 34210-15-6

Estra-l,3,5(10)-triene-16a,17/?-diol, 3-methoxy-, bis(trifluoro°

acetate)

494 C24H390sPSi2
Estrone, bis(trimethylsilyl) phosphate

33745-62-9

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

494 C 23H24F6O5 56588-10-4
Estra-l,3,5(10)-triene-ll,17-diol, 3-methoxy-, bis(trifluoroacetate),

(11a,17/3)-

Me

494 C27H5o04Si2 51166-36-0
Pregnan-ll-one, 17-hydroxy-3,20-bis[(trimethylsilyl)oxy]-,

(3a,5/3,20S)-

HO CH(Me)0TMS



3568 EPA/NIH MASS SPECTRAL DATA BASE 494

100

80 -

60-

40-

20-

0 i i
*_

*t
—" —i i 1 i i » i i i i

—
r i

—
480 470 480 490 500 510 520 530 540 550 560 570 580 590 600

100-j

80 -

60-

40-

20- I

^ . r-i-i
i

, r T T r-
460 470 480 490 500 510 520 530 540 550 580 570 580 590 600

494 C 30H42N2O 2S
Neothiobinupharidine, (7S,13S)-

30343-72-7 494 C 33H66O 2 27829-61-4
Octacosanoic acid, 2,4,6,8-tetramethyl-, methyl ester, (all-R)-(-)-

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

494 C33H38N2O 2 55103-34-9
Aspidospermidin-21-ol, 17-methoxy-l-methyl-21,21-diphenyl-

MeO Me

Me ( CH2 ) 1 9 CHMeCH2 CHMe CH2 CHMe CH2 CHMeC( O) OMe

494 C33H66O2 56282-31-6
Nonacosanoic acid, 2,4,6-trimethyl-, methyl ester

Me OC( 0 )
CHMe CH2 CHMe CH2 CHMe ( CH2 ) 2 2 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



495 EPA/NIH MASS SPECTRAL DATA BASE 3569

494 C 34H54O2 19719-71-2

4-Norcaren-2-one, l,3,5-tri-tert-butyl-3-(3,5-di-tert-butyl-4-

hydroxybenzyl)-

495 C 28H 53N 3O4 53602-40-7
2-Piperidineundecanoic acid, l-[4-[acetyl[3-(acetylamino) =

propyl]amino]butyl]-, methyl ester, (R)-

460 470 480 490 500 510 520 530 540

495 Ci9H37N503Si4 55649-41-7
6-Pteridinecarboxylic acid, 2-[bis(trimethylsilyl)amino]-l,4-di=

hydro-4-oxo-l-(trimethylsilyl)-, trimethylsilyl ester

Si M63

SiMea
I

0

100

80

60

40

20

0

100

80

80

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

,(
CH 2 )4N( Ac) (CH2)3NHAc

( CH 2 ) i o C( 0) OMe

495 C32H49N03 26216-84-2
2,4-Cyclohexadien-l-one, 4,6-di-£er£-butyl-2-(3,5-di-£ert-bu c:

tyl-2-hydroxyphenyl)-6-morpholino-



3570 EPA/NIH MASS SPECTRAL DATA BASE 495

495 C 34H 41NO 2 55493-87-3
l'//-Androst-16-eno[ 17,16-5] indol-3-ol, l'-(phenylmethyl)-, acetate

(ester), (3)3,5a)-

I Me
Ph CH 2

496 C20H32O 10S2

D-Fructose, diethyl mercaptal, pentaacetate

OAc

AcO OAc
I I I

AcOCH2CHCHCHC( SEt )2CH2 0Ac

7621-93-4

496 C 23H26F6O5 56438-14-3
Androst-5-en-16-one, 3,17-bis[(trifluoroacetyl)oxy]-, (3/3,17/3)-

496 C20H 32O 10S2

D-Galactose, diethyl mercaptal, pentaacetate

OAc

OAc

AcO
I

CH( SE t
) 2

I

AcOCH2CHCHCHCHOAc

6935-10-0

100

40

20

0

100

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0



496 EPA/NIH MASS SPECTRAL DATA BASE 3571

496 C 23H28O 12 16643-37-1

Salicin, pentaacetate

AcOH2C^<^

496 CailDoFeOs 31811-56-0
Iron, tricarbonyl[l,l',l",l'"-(7;4-l,3-cyclobutadiene-l,2,3,4-te=

trayl)tetrakis[benzene]]-

496 C 32H48O 4 24041-70-1
Lanosta-7,9(ll)-dien-18-oic acid, 3-(acetyloxy)-20-hydroxy-,

7-lactone, (3d)-

J I.

j jJJj uli_ -I-I.L .i-i. .... "l.i -

10 20 30 40 50 60
1 1 ' 1 1 1 1

70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

l -1m- .‘-I ,
,L. L—

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

496 C 32H 4804 29505-27-9
20£-Lanosta-7,9(ll)-dien-21-oic acid, 16a-hydroxy-24-
methylene-3-oxo-, methyl ester

Me



3572 EPA/NIH MASS SPECTRAL DATA BASE 496

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

496 C32H 48O4 56784-09-9

D:A-Friedoolean-2-en-l-one, 3-(acetyloxy)-25,26-epoxy-

496 C32H64O3

Palmitic acid, 2-(tetradecyloxy)ethyl ester

Me ( CH2 ) 1 4 C( 0) OCH2 CH2 0( CH2 ) 1 3 Me

28843-33-6

497 C23Hi7Br2N02 21326-93-2
Acetophenone, 4'-bromo-2-[3-(p-bromophenyl)-5-phenyl-2-

isoxazolin-5-yl] -

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

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

497 C23HnBr2N02 56804-90-1
Ethanone, l-(4-bromophenyl)-2~[5-(4-bromophenyl)-4,5-di=

hydro-3-phenyl-5-isoxazolyl]-



498 EPA/NIH MASS SPECTRAL DATA BASE 3573

498 Ci8HioFe20eS2 15634-63-6

Iron, bis[/u-(benzenethiolato)]hexacarbonyldi-, (Fe-Fe)

i
co

Ph\ J/
S Fe

—

CO

I/I
OC—Fe—

S

/\ ^Ph
OC I

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

498 C 25H38O 10 55760-00-4
Cyclopentanepropanoic acid, 3,5-bis(acetyloxy)-2-[3,8-bis(ace=

tyloxy)-l-octenyl]-, methyl ester

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

498 C2oH38N405Si3 55556-96-2
Inosine, l-methyl-2',3',5'-tris-0-(trimethylsilyl)-

w“-N
TMSOCH

TMSO OTMS

c

6-"'
OAc

I

CHCH(CH2)50Ac

AcO CH2CH2C( O) 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

498 C 25H38O 10 55760-01-5
Cyclopentanepropanoic acid, 3,5-bis(acetyloxy)-2-[3,7-bis(ace~

tyloxy)-l-octenyl]-, methyl ester

UMC

be
OAc

I

CHCH(CH2 ) 3 CHMe OAc

AcO CH2 CH2 C( O) OMe

ll ill hll.i.Jilihi.l. IllllillL.iillIl .iJililllllililillllllliliiilllillllli

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

ll.iiill|iiln |llHtlllllllllllj|ll..Hlll|balll. Ullhu..|.illlllilii llll Illj

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

10 20 30 40 50 60 70

1 1 r-“—1— i ‘— »

— *‘
i

—

80 90 100 110 120 130 140 150
80-

60-

40-

20-

0 -
,

1 ^ 1'—H 1 1 “1 1 1 “i 1 *r *
1

1

—

I I

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

•|
1 1,1 M 1/ ,11

, 1

. 1
, , , ,

lOOn

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



3574 EPA/NIH MASS SPECTRAL DATA BASE 498

498 C 27H54O 4S 12 54284-45-6
9,12-Octadecadienoic acid (Z,Z)~, 2,3-bis[(trimethylsilyl)oxy]propyl

ester

OS I Mes
1

Me
(
CH2

) 4 CH = CHCH2 CH = CH ( CH2 ) 7 C( O) 0CH 2 CHCH2 OS i Me 3

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

498 C27H5404Si2 54284-46-7
9,12-Octadecadienoic acid (Z,Z)-, 2-[(trimethylsilyl)oxy]-l-

[ [ (trimethylsilyl)oxy ] methyl] ethyl ester

CH2 OS i Me

3

I

Me ( CH2 ) 4 CH : CHCH2 CH = CH( CH2 ) 7 C( O) OCHCH2 OS i Me 3

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

498 C28H34O8 55658-66-7
D-Homo-24-nor-17-oxachola-20,22-diene-3,16-dione, 7-(ace=

tyloxy)-l,2:14, 15:21,23-triepoxy-4,4,8-trimethyl-, (5a,7a,=
13a,14/?,150,17aa)-

, r—“l 1 ,

' 1

,

11, 1.1, 1-. 1,1.1 |i.l.l.l r ,.l.l.l|

100 110 120 130 140 150

460 470 480 490 500 510 520 530 540 550 580 570 580 590 600

498 C 30H 22N6O2 56666-59-2
3/f-Pyrazol-3-one, 4,4'-azobis[2,4-dihydro-2,5-diphenyl-

Ph Ph

Ph O 0 Ph



498 EPA/NIH MASS SPECTRAL DATA BASE 3575

498 C 31H 46O5 37717-06-9 498 C32H50O4 4339-72-4

Cholesta-9(ll),20(22)-dien-23-one, 3,6-bis(acetyloxy)-, (3/1,5a,6a)- 01ean-12-en-28-oic acid, 3-(acetyloxy)-, (3d)-

L ,j ilk III JL llliL 1I1I1I.I.1 Jill

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

' li l L 1.

310 320 330 340 350 36C 370 380 390 400 410 420 430 440 450

100

80-

60-

40-

20-

0 ^
1

" ' 1 1 1
l,

*l l i 1 l
1 1 1 1 1 1

—

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

498 C 32H 50O4 2115-49-3
Lanost-8-ene-7,ll-dione, 3-(acetyloxy)-, (3/?)-

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

Me

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

498 C 32H50O4 10376-50-8
Lup-20(29)-en-28-oic acid, 3-(acetyloxy)-, (3/3)—

H2C = CMe



3576 EPA/NIH MASS SPECTRAL DATA BASE 498

100

60

60

40

20

0

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

498 C 32H 50O4 29505-28-0
Lanosta-7,9(ll)-dien-21-oic acid, 3,16-dihydroxy-24-methylene-,

methyl ester, (3/3,16a)-

Me

498 C32H50O4 43230-21-3
D:A-Friedoolean-l-en-24-oic acid, l-methoxy-3-oxo-, methyl ester

498 C32H50O4 43230-91-7
D:A-Friedooleanan-2-en-24-oic acid, 3-methoxy-l-oxo-, methyl

ester

OMe

Me

C( 0) OMe

Me

498 C32H50O4 55700-81-7
Lanost-24-ene-7,ll-dione, 3-(acetyloxy)-

Me



498 EPA/NIH MASS SPECTRAL DATA BASE 3577

100-1

80-

80-

40 -

20

0- 1 ,
Ini,

, ,

ll
1l 1*-, I T T T 1 1

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450 310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

470 480 490 500 510 520 530 540 550 560 570 580 590 600

498 C 32H50O 4 56362-37-9 498 C 33H 54O3 54411-94-8
Ergosta~9(ll),20(22)-diene-3,6-diol, diacetate, (3/3,5a,6a)- 9,19-Cyclolanost-23-en-3-ol, 25-methoxy-, acetate, (3/3,23/?)-

70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

498 C 32H 55BO3 55162-73-7
1,3,2-Dioxaborinane, 2-[[(30)-cholest-5-en-3-yl]oxy]-4,6-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

iiii jL . Li|

90 100 110 120 130 140 150

•-ll.ll I.l.ll li -Jllll Ill L JlL ll JlL L iJl

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

1 1 L

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

498 CssHssOSi 1721-67-1
Silane, trimethyl [ [ (3/?)-olean-12-en-3-yl] oxy]-

Me

100

80

60

40

20

0

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



3578 EPA/NIH MASS SPECTRAL DATA BASE 498

498 CsaHssOSi
Silane, [[(3/?)-gorgost-5-en-3-yl]oxy] trimethyl

55103-85-0

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

498 CasHssOSi 17608-55-8
Silane, (9,19-cyclo-9/3-lanost-24 en 3/3-yloxy)trimethyl-

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

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

498 CaaHssOSi 55493-83-9
Silane, [ [(30)-lanosta-7,9( 1 1 )-dien-3-yl] oxy]trimethyl-



499 EPA/NIH MASS SPECTRAL DATA BASE 3579

498 CssHssOSi 55493-84-0

Silane, [[(3/3) lanosta-8,24 dien-3-yl]oxy] trimethyl

498 C 35H46O2

4'-Apo-/3,^-carotenoic acid

2468-88-4

W63SI

0

498 CssHssOSi 55622-52-1
Silane, [[(3/?,4a,5a)-4,14-dimethylergosta-8,24(28)-dien-3-yl] =

oxy]trimethyl-

Me Me Me Me

499 C 23H25N5O6S 40031-66-1
D-Xylitol, 2,5-anhydro-l-C-[6-(benzoylamino)-9fl-purin-9-

yl] -1-S-ethyl T-thio-, 3,4-diacetate



3580 EPA/NIH MASS SPECTRAL DATA BASE 499

499 C24H33N7O5 16755-00-3
Adenosine, 3'-deoxy-3'-[[2-(dimethylamino)-3-(4-methoxy=

phenyl)-l-oxopropyl]amino]-./V,Ar-dimethyl-, (S)-

l.-.lllli lllii. .Hill, I„. nil, illlli 1 i.,i ill 1. ii. . 1 .

160 170 180 190 200 210 . 220 230 240 250 260 270 280 290 300

J. 1 , 1 , . ii

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

80 -

60-

40-

20-

0 j
,

L-,
r
1-——! 4 1 1 1 1 1 1 1

l
1 1—

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

499 C31H49NO 4

5a-Tomatidan-3j#-ol, N-acetyl-, acetate (ester)

1181-86-8

500 C 12H 3C03O 11 36834-85-2
Cobalt, nonacarbonyl[M3-(methoxyoxoethylidyne)]tri-, triangulo

C : 0

100

80

60

40

20

0
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60
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20

0

100

80

60

40
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0

100

80
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40
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0

500 C 12H 12N2 . 2CIH 531-85-1

[l,l'-Biphenyl]-4,4'-diamine, dihydrochloride



500 EPA/NIH MASS SPECTRAL DATA BASE 3581

100
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20-

0 I ..“L.,
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a-, 1 1
—
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1 r—

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

500 Ci7H49N 203PSi5 53044-45-4

Phosphonic acid, [2-[bis(trimethylsilyl)amino]-l-[(trimethyl=

silyl)amino]ethyl]-, bis(trimethylsilyl) ester

NHSi Me3

Me 3 S I OS i Me 3

I I I

Me 3 S i NCH 2 CHPOS i Me3
II

0

100

80

80

40

20

0

100

80

60
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0

100
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60
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0

100
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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

500 C2oH'22Br205 56336-18-6
2//,8H-Benzo[l,2-6:3,4-6']dipyran-6-propanoic acid, 3,9-di=
bromo-5-methoxy-2,2,8,8-tetramethyl-

500 C 23H 29CIO 10 38096-49-0
Enhydrin chlorohydrin

500 Ci7H49N203PSi5 56211-24-6
Phosphonic acid, (1,2-diaminoethyl)-, pentakis(trimethylsilyl) deriv.

H
2
NCH

2
CH(NH2)P0 3

H
2

+5TMS

100

80

60

40

20

0
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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

C(0)0Me

+ H02CMe

+ MeCHCICMe(0H)C02H



3582 EPA/NIH MASS SPECTRAL DATA BASE 500

500 C 24H 18AS2N2O
Phenarsazine, 10,10'-oxybis[5,10-dihydro-

4095-45-8

100

80
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40

20

0

100
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60
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0

100
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40

20

0

100

80
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0
460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

500 C 25H 40O 10 55760-02-6
Cyclopentanepropanoic acid, 3,5-bis(acetyloxy)-2-[3,8-bis(ace~

tyloxy)octyl]-, methyl ester

OAc
I

CH2CH2CH( CH2 )5 0Ac

AcO CH2CH2C( O) OMe

100-

80-

60-

40-

20-

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
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40-
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lll.L 1 IILL-L .III.

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

80-

60-

40

20 Illfililiiili
310 3 20 330 340 350 300 370 380 390 400 410 420 430 440 450

500 C25H40O10 55760-03-7
Cyclopentanepropanoic acid, 3,5-bis(acetyloxy)-2-[3,7-bis(ace~

tyloxy)octyl]-, methyl ester

OAc
I

CH2 CH2 CH ( CH2 ) 3 CHMe OAc

AcO CH2CH2C( O) OMe

500 C25H28N2O9
Dichotinamide, 11-methoxy-, acetate (ester)

29552-32-7

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600



500 EPA/NIH MASS SPECTRAL DATA BASE 3583

500 C 26H28O10 35558-60-2

/3-D-Glucopyranoside, 2-methylphenyl, 3,4,6-triacetate 2-benzoate

oaoiPh

500 C27H32O9 1063-13-4
Limonoic acid, 19-deoxy-6,19-epoxy-, 16,17-lactone, methyl ester,

(60)-

500 C27H5604Si2 54284-47-8
9-Octadecenoic acid (Z)-, 2,3-bis[(trimethylsilyl)oxy]propyl ester

OSi Me 3

I

Me ( CH2 ) 7 CH = CH( CH2 ) 7 C( O) OCH2 CHCH2 OS I Me 3

500 C27H5604Si2 54284-48-9
9-Octadecenoic acid (Z)-, 2-[(trimethylsilyl)oxy]-l-[[(tri=

methylsilyl)oxy ]methyl] ethyl ester

CH2 OSI Me 3
I

Me ( CH2 ] 7 CH : CH ( CH2 ) 7 C( O) OCHCH2 OS i Me 3

40-

20-

ill
|

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

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

500 C 27H5604Si2 56554-42-8
9-Octadecenoic acid, 2-[(trimethylsilyl)oxy]-l-[[(trimethyl=

silyl)oxy]methyl]ethyl ester

CH2 OS i Me 3

I

Me ( CH2 ) 7 CH =CH ( CH2 | 7 C( 0 ) OCHCH2 OSi Me 3

,

-Ill,-- -l| ill)-- ,-ll ll.l,. .. ll|l. I -l.l| ll..- .|l-lilil..
|

l ll l.l|. llil.l...... .. llj

90 100 110 120 130 140 ISO



3584 EPA/NIH MASS SPECTRAL DATA BASE 500

500 C 28H44N 4O4 25350-22-5
Pentanamide, 2-(dimethylamino)-3-methyl-/V-[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]-, [3/?-[3/?*,4S*=
(2S*,3S*),7S*]]-

Pr-i

100-1

80-
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40-
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1 1 1 ,**“*. r—*"“

1 1 t i t 1 t t
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500 C31H48O5 56312-50-6
Cholesta-9(ll),24- diene-3,6,20-triol, 3,6-diacetate, (3/3,5a,6«,20/?)-
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500 C 32H 52O4 5259-11-0
5a-Cholest-8-ene-3/3,6a-diol, 14-methyl-, diacetate

“I 1
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500 EPA/NIH MASS SPECTRAL DATA BASE 3585

500 C 32H 52O4

Lanostane-7,ll-dione, 3-(acetyloxy)-, (3/3)—

6593-12-0

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

500 C32H 52O4 6593-57-3
Lanost-8-en-26-oic acid, 3a,12«-dihydroxy-24- methylene-, methyl

ester

460 470 480 490 500 510 520 530 540 550 580 570 580 590 600

500 C32H52O4 24041-80-3
Lanostan-18-oic acid, 3/3, 1 1/3- dihydroxy-, 7-lactone, acetate

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
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500 C 32H52O4 55401-94-0
Lup-20(29)-ene-3,21,28-triol, 28-acetate, (3/1,21/1)-
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3586 EPA/NIH MASS SPECTRAL DATA BASE 500
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500 C 32H 52O4 55659-71-7
Lanostane-7,ll-dione, 3-(acetyloxy)-, (13a, 14/3,17a)-

Me

500 C32H52S 2 10153-89-6
1,3-Dithiolane, 2-(28-norurs-12-en-17-yl)-

II. 1. ... ll ll . 1.1. J ill. ..i.I.I.I . 1 .1.1.1 OiJ

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

1- .
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500 C32H 52S2 54446-81-0
01ean-12-en-28-al, cyclic 1,2-ethanediyl mercaptal
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500 C32H 57BO3 55162-72-6
1,3,2-Dioxaborinane, 2-[ [(3/3,5a)-cholestan-3-yl]oxy]-4,6-dimethyl-



501 EPA/NIH MASS SPECTRAL DATA BASE 3587
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500 C33H6oOSi
Silane, (cholesteryloxy)triethyl-

E t 3 S i 0

CHMe ( CH2 ) 3 CHMe2

7604-85-5
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500 C 33H6oOSi 18985-29-0
Silane, (lanost-8-en-3^-yloxy)trimethyl-

Me
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501 C 12M 113O 12 12264-43-6
Manganese carbonyl (Mn3(CO)i2)

^Mn
3
(C0)

l2
J

501 CieHioFisN 29723-33-9
Phenethylamine, N-(2,2,3,3,4,4,5,5,6,6,7,7,8,8,8”Pentadeca=

fluorooctylidene)-

Ph CH2 CH2 N = CHCF 2 CF2 CF 2 CF2 CF 2 CF 2 CF3
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3588 EPA/NIH MASS SPECTRAL DATA BASE 501

501 C 25H43NO9 16982-79-9
2//-Pyran-2-acetamide, Af-[[6-(2,3-dimethoxypropyl)tetra=

hydro-5,5-dimethyl-4-oxo-2/f-pyran-2-yl]methoxymethyl] =
tetrahydro-a-hydroxy-2-methoxy-5,6-dimethyl-4-methylene-

502 C2oHioF4Fe204 37366-22-6
Iron, tetracarbonylbis()j 5-2,4-cyclopentadien-l-yl) [/u-(2,3,5,6—

tetrafluoro-1 ,4-phenylene) ] di-
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502 C2oHioF4Fe 204 37355-34-3
Iron, tetracarbonylbis( j;

5-2,4-cyclopentadien-l-yl) [ix-(2,4,5,6-

tetrafluoro-l,3-phenylene)]di-

502 C 2oH 3804Se2 22686-34-6
Decanoic acid, 10,10-diselenodi-

HO2 C ( CH2 ) 9 Se Se ( CH2 ) 9 CO2 H



502 EPA/NIH MASS SPECTRAL DATA BASE 3589
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502 C 24H 16AS2O3 58-36-6
10//-Phenoxarsine, 10,10-oxybis-

502 C 25H 30N2O9 55283-45-9
Dichotine, 16,19-deepoxy-14,19-didehydro-16,19-dihydroxy-
11-methoxy-, 2-acetate, (14Z,16jd)-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

1
—L

-i 1 r 1—11—
1

—-i^ [1—1 S T r1
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502 C25H30N2O9

Dichotine, 19-hydroxy-ll-methoxy-, 2-acetate

29484-56-8
502 C27H5804Si2 1188-75-6
Octadecanoic acid, 2,3-bis[(trimethylsilyl)oxy] propyl ester

OSi Me 3
I

Me( CH2
) 1 8 C( 0 ) OCH2 CHCH2 OS i Me 3



3590 EPA/NIH MASS SPECTRAL DATA BASE 502

502 C27H5804Si2 53336-13-3

Octadecanoic acid, 2-[(trimethylsilyl)oxy]-T-[[(trimethylsilyl) =

oxy]methyl]ethyl ester

CH2 0SIM63
I

Me ( CH 2 ) 1 8 C( 0| OCHCH 2 OS I Me3

502 C 28H25P3Ti 37299-20-0

Titanium, bis(?75-2,4-cyclopentadien-l-yl) [ 1 ,2,3-triphenyltri=

phosphinatoi^-J-PLP3]-

502 C30H 30O7 28753-30-2
Coumarin, 6,6'-[(3,6-dimethyl-7-oxabicyclo[4.1.0]hept-3,2-yl=

ene)ethylene] bis[7-methoxy-

502 C30H 34N2O6 56143-43-2
Aspidospermidin-21-oic acid, 20-hydroxy-17-methoxy-l-(l-

oxo-3-phenyl-2-propenyl)-, methyl ester, [1(E)]-

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

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

CH( OH) C( O) OMe



502 EPA/NIH MASS SPECTRAL DATA BASE 3591
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502 C 31H 50O5 11007-98-0
01ean-12-en-28-oic acid, 3/?,21a,22a-trihydroxy-, methyl ester

502 C31H50O5 22425-81-6
01ean-12-en-28-oic acid, 2/1,3/?,23-trihydroxy-, methyl ester

Me

1..1 - l-l- . I.i „ . i l.i - . . ILL J1L 1 J.L. iL l.iii.i

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

, i-i-
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i i i i it—
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t > i r i‘ i
1—
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502 C31H 50O5 22452-82-0
01ean-12-en-28-oic acid, 2,3,23-trihydroxy-, methyl ester,

(2a,3d,4a)-

Me

I

502 C31H50O5 55401-91-7
30-Norlupan-28-oic acid, 3-hydroxy-21-methoxy-20-oxo-, methyl

ester, (3d)-



3592 EPA/NIH MASS SPECTRAL DATA BASE 502

502 C31H 50O5 56052-67-6
Cholestan-24-one, 3,12-bis(acetyloxy)-, (3a,50, 12a)-

Me

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

502 C31H 50O 5 56114-49-9
01ean-12-en-28-oic acid, 3,15,16-trihydroxy-, methyl ester,

(30, 15a,16a)-

Me

502 C31H50O5 56312-51-7
Cholest-9(ll)-ene-3,6,20-triol, 3,6-diacetate, (30,5a,6a,2OR)-

Me
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0
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504 EPA/NIH MASS SPECTRAL DATA BASE 3593
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502 C32H 38O5 56336-21-1
1,2-Propanediol, 3-(3,4,7,8-tetrahydro-5-methoxy-2, 2,8,8-
tetramethyl-2H,6/f-benzo[l,2—6:5, 4-6'] dipyran-10-yl)-l,l-
diphenyl-

CH2CH( OH) CPh20H

OMe

502 C32H 54O4 23827-56-7
Lanostan-ll-one, 3/3,19-dihydroxy-, 3-acetate

Me

504 CioH 2Fi 2Ni02S2 31541-97-6
Nickel, bis(l,l,l,5,5,5-hexafluoro-2-thio-2,4-pentanedionato)-

F 3 C CF 3

504 CioHi5F6IrP2 34822-30-5
Iridium, [(l,2,3,4,5-7;)-l,2,3,4,5-pentamethyl-2,4-cyclopenta=

dien-l-yl]bis(phosphorous trifluoride)-



3594 EPA/NIH MASS SPECTRAL DATA BASE 504
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504 Ci2H3Mn30i2 18444-56-9
Manganese, dodecacarbonyltrihydrotri-, triangulo

0 : C Ci0 C:0

504 C22H8CLN 2O4 31663-86-2
1,2,4,5-Benzenetetracarboxylic l,2:4,5-diimide, iV,iV'-bis(2,6-

dichlorophenyl)-

504 C25H32N2O5S2 56192-90-6
Aspidospermidin-21-oic acid, l-acetyl-17-methoxy-20-[(me=

thylthio)thioxomethoxy]-, methyl ester

504 C26H30F6O3 18069-07-3
Ketone, 3d-(difluoromethoxy)-16a,17a-epoxy-2a,2a,6a,6a-

tetrafluoro-l,2d,2a,3,6,6a,7/3,8/3,9a,10,ll,12,13,14a,16,17-
hexadecahydro-5|8,10d,13d,16-tetramethyl-15/f-dicyclo=
propa[2,3:6,7]cyclopenta[a]phenanthren-17-yl methyl



504 EPA/NIH MASS SPECTRAL DATA BASE 3595

100 -I

80-
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0 1 1 r- ‘r r— 1 r i 1 1 1
1 1 1 r—

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

504 C 26H30F6O3 18069-08-4
Ketone, 3a-(difluoromethoxy)-16a,17a-epoxy-2a,2a,6a,6a-

tetrafluoro-l,2a,2a,3,6,6a,7/3,8/3,9a,10,ll,12,13,14a,16,17-
hexadecahydro-6/3, 10/3, 13/3, le-tetramethyl-lS-H-dicyclo0
propa[2,3:6,7]cyclopenta[a]phenanthren-17-yl methyl

504 CaTH^OsSis 33287-47-7
Silane, (estra- 1 ,3,5(10) -trien-3,6«, 17/3 triyltrioxy)tris[trimethyl-

504 C27H4803Si3 51497-42-8
Silane, [[(17/3)-estra-l,3,5(10)-triene-2,3,17-triyl]tris(oxy)]tris=

[trimethyl-

Me

504 C27H4803Si3 57305-21-2
Silane, [[(16d,17)3)-estra-l,3,5(10)-triene-3,16,17-triyl]tris :=

(oxy ) ]
tris [trimethyl-

T r 1 t I
! 1—

I
1 r—

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



3596 EPA/NIH MASS SPECTRAL DATA BASE 504

, , , r- L
460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

504 C27H4803Si3 57305-22-3
Silane, [[(16d,17a)-estra-l,3,5(10)-triene-3,16,17-triyl]tris=

(oxy)]tris[trimethyl-

504

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

C29H 36N4O4 52617-26-2

(l//,ll//)-dione, 2,3,3a,13,14,15a-hexahydro-l-[3-methyl-2-
(methylamino)-l-oxopentyl]-13-(phenylmethyl)-

Me CH2 CHMe CH ( NHMe ) CO
0

PhCH^ J

HN

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600 460 470 480 490 500 510 520 530 540 550 560 570 560 590 600

504 C27H4803Si3 57305-23-4
Silane, [[(16a,17a)-estra-l,3,5(10)-triene-3,16,17-triyl]tris=

(oxy)]tris[trimethyl-

504 C 30H 24N 4O4 19226-34-7
Benzoic acid, 4-methoxy-, anhydride with !V-(4,5-diphenyl-

1 /7-1,2,3-triazol -1 -yl)-4-methoxybenzenecarboximidic acid

Me 3 S i

0

OS i Me 3

OS i Me

3

OMe



505 EPA/NIH MASS SPECTRAL DATA BASE 3597

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

504 C30H36N2O5 56143-46-5
Aspidospermidin-21-oic acid, 20-hydroxy-17-methoxy-l-(l-

oxo-3-phenylpropyl)-, methyl ester

:h( ohi C( 0) owe

M0 O COCH 2 CH 2 Ph

504 C34H64O2

Oleic acid, 9-hexadecenyl ester, (Z)-

22393-99-3

Me ( CH 2 ) 5 CH = CH( CH 2 ) 8 OC( 0) (CH 2 )7 CH=CH(CH 2 ) 7 Me
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504 C 34H64O2 22393-98-2
9-Hexadecenoic acid, 9-octadecenyl ester, (Z,Z)~

Me ( CH 2 ) 7 CH : CH ( CH 2 ) 8 OC( 0) ( CH 2 ) 7 CH = CH ( CH 2 ) 5 Me

505 C 2oH44N04PSi4 53044-43-2
Phosphonic acid, [l-[(trimethylsilyl)amino]-2-[4-[(trimethyl=

silyl)oxy]phenyl]ethyl]-, bis(trimethylsilyl) ester

NHS I Mes

OS i Me 3

^CH 2 CHPOS I Me3
r ii

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



3598 EPA/NIH MASS SPECTRAL DATA BASE 505

505 C21H 31NO 13 56323-64-9
D-g/ycero-D-ga/acto-2-Nonulopyranosidonic acid, methyl 5-

(acetylamino)-3,5-dideoxy-, methyl ester, 4,7,8,9-tetraacetate

HCOAc
I

HCOAc

I

CHgOAc

505 C28H5iN03Si2 39876-70-5
Pregn-5-en-20-one, 3,17-bis[(trimethylsilyl)oxy]-, O-methyloxime,

(3d)-

505 C^HsiNOaSL 56196-40-8
Pregn-5-en-20-one, 3,21-bis[(trimethylsilyl)oxy]-, O-methyloxime,

(3d)-

Me 3 S I O

ll. ly. iLJ] La i!iL .iiiiiL

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

.III II hill.
1 1 1 1 1 1 1 1 1 1 1 1 1 ||

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

TMSO

505 C28H5iN03Si2 57305-30-3
Pregn-4-en-3-one, 20,21-bis[(trimethvlsilyl)oxy]-, O-methyloxime,

(20/?)-

Me

, , , l——>
L
*r*

iLdJ 4'-1 1
1 t 1

1
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t r——"i i 1 ? 1 1

—
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506 EPA/NIH MASS SPECTRAL DATA BASE 3599

505 C28H51NO3S 12 57305-31-4
Pregn-5-en-20-one, 3,16-bis[(trimethylsilyl)oxy]-, O-methyloxime,

(3/3,16a)-

Me

—F 1—^“*1 H1 1—“-1 , 1 ! 1 1 1 1 1 1-
460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

506 C 10HCI 11 39801-14-4
l,3,4-Metheno-l/f-cyclobuta[cd]pentalene, 1,1a,2,2,3,3a,4,5,=
5,5a,5b-undecachlorooctahydro-

506 C 12H6F 12O8 27088-70-6
•Erythritol, tetrakis(trifluoroacetate), meso-

0C(0)CF3

|

0C(0)CF3

FsCC( 0) OCH 2 CHCHCH 2 OC( 0) CF3

506 C26H28N2O 2Pd 30049-18—4
Palladium, bis(2-butyl-8-quinolinolato)-



3600 EPA/NIH MASS SPECTRAL DATA BASE 506

506 C29H38N4O4 38840-25-4
4,7,10-Triazabicyclo[12.3.1]octadeca-l(18),2,14,16-tetraene-5,=

8,11-trione, 12-(dimethylamino)-15-methoxy-9-(l-methyl=
propyl)-6-(phenylmethyl)-

CH 2 Ph

506 C30H50O2S2 28809-63-4
5a-Cholestan-19-oic acid, 1-oxo-, methyl ester, cyclic l-(ethylene

mercaptole)

CHMe(CH2)jCHMe 2

'C(0)0Me

506 C 30H50O2S2 28809-62-3

5a-Cholestan-19-oic acid, 2-oxo-, methyl ester, cyclic 2-(ethylene

mercaptole)

506 C 30H50O6 13844-22-9
01ean-12-ene-3,16,21,22,23,28-hexol, (3/1,4a,16a,21/3,22a)-

Me



506 EPA/NIH MASS SPECTRAL DATA BASE 3601
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506 CaoHsoOe 15399-43-6
01ean-12-ene-3,15,16,21,22,28-hexol, (30,15a, 16a,210,22a)-
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506 C34H66O2 2906-55-0
Hexadecanoic acid, 9-octadecenyl ester, (Z)-

Me ( CH2 ) 1 4 C( 0) 0( CH2 ) 8 CH = CH ( CH2 ) 7 Me
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506 C34H66O 2 22393-84-6
9-Hexadecenoic acid, octadecyl ester, (Z)-

Me ( CH2 ) 1 7 OC( O) ( CH2 ) 7 CH = CH ( CH2 ) 5 Me

506 C 30H50O6 20853-07-0
01ean-12-ene-3,16,21,22,23,28-hexol, (30,40, 16a,210,22a)-

OH

CH2 OH

OH
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3602 EPA/NIH MASS SPECTRAL DATA BASE 506

506 C34H66O2

9-Octadecenoic acid (Z)-, hexadecyl ester

Me
( CH2 ) 1 5 OC( 0) ( CH2 ) 7 CH = CH( CH2 ) 7 Me

22393-86-8

—T—,—j,—

]

“ f 1^ H “ j b i|Li....|i.lilih, ni|i
,

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
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507 C27H49N04Si2 56009-42-8
Prosta-5,8(12),13-trien-l-oic acid, 9-(methoxyimino)-15-[(tri=

methylsilyDoxy]-, trimethylsilyl ester, (5Z,13E,15S)-

CH2CH = CH(CH2)3C(0)0siMe3

OSIM63

Me ON CH = CHCH ( CH2 ) 4 Me

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

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

506 C 34H66O2

Stearic acid, 9-hexadecenyl ester, (Z)-

Me ( CH2 ) 1 6 C( 0) 0( CH2 ) 8 CH = CH( CH2 ) 5 Me

22393-91-5

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

100 -1

80-

60-

|

40-

\ -J H1— |u—4 ll , *L

—

X, ^‘i

—

1
—

20-

o-J

L JL
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

507 C28Hs3N03Si2 33287-42-2
5a-Pregnan-20-one, 3a,17-bis(trimethylsiloxy)-, O-methyl oxime

TMSO

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

506
Hexatriacontane

C36H74

Me ( CH 2 ) 34 Me

630-06-8

I.-J J LL 4

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



507 EPA/NIH MASS SPECTRAL DATA BASE 3603
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507 C28H53N0 3Si2 33287-44-4

5/3-Pregnan 20-one, 3a,6a-bis(trimethylsiloxy)-, O-methyl oxime
507 CasHssNOsSL 56196-41-9
Pregnan-20-one, 3,21-bis[(trimethylsilyl)oxy]-, O-methyloxime,

(3a,5/3)-

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

507 C28H53N03Si2 39780-68-2
Pregnan-20-one, 3,17-bis[(trimethylsilyl)oxy]-, O-methyloxime,

(3/3,5a)-
507 C28H53N03Si2 57305-32-5
Pregnan-20-one, 3,17-bis[(trimethylsilyl)oxy]-, O-methyloxime,

(3a,5/3)-

TMSO

TMSO C(Me)= N0Me
TMSO
Me I -x C(Me)=N0Me

80-

60-

40-

20-

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

, , , iilii.i.,..,.!.,jj Liu n.1,1 i, 111 ,. ... . 1, Li .1,1, l,i. nil..,

I - ,
I-

.

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

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



3604 EPA/NIH MASS SPECTRAL DATA BASE 507

507 C28H63N03Si2 57305-33-6 508 C 27H40O9 26855-45-8
Pregnan-20-one, 3,21-bis[(trimethylsilyl)oxy]-, O-methyloxime, 14d-Pregn-5-ene-3d,8,lla,12(3,14,20-hexol, triacetate

(3a,5a)-

—r*“ 1

—

-““r r*“ 1
—

‘

““r 1 1 1 1 1 1 1 1 1

—

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600
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460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

507 C33H46CINO 38389-07-0
r/f-Cholest-2-eno[3,2-6]indol-6-one, 5'-chloro-, (5a)-

508 C29H49BrC>2 1923-43-9

Cholestan-3-one, 2-bromo-, cyclic 1,2-ethanediyl acetal, (2a,5a)-

20-



508 EPA/NIH MASS SPECTRAL DATA BASE 3605

100-1

80-

60-

1

40-

1

20-

Jill t-luilUi ill piu pJ ,111 111 {ill
1

ill-, Lj ,-LU—,—I l[lll ,

—

0^L*
1

—1—^
1 r-

1

S 1 1 1 1 H r1
1 1

-
1

1

—

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

508 C29H49Br02 56052-89-2
Cholestan-3-one, 2-bromo-, cyclic 1,2-ethanediyl acetal, (2/3,5a)-

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

508 C31H47F3O2 3870-50-6
Stigmasta-5,22-dien-3-ol, trifluoroacetate, (3/3,222?)-

—1
1 ^ 1 ““1 r11 1

—

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

508 C30H52O6 56053-00-0
Ergostane-3,5,6,12,25-pentol, 25-acetate, (3/3,5a,6/3, 12/3)-

508 C 34H44N4 56630-99-0
212f,232/-Porphine, 2,7,12,17-tetraethyl-22,24-dihydro-3,8,13,=

18,21,23-hexamethyl-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



3606 EPA/NIH MASS SPECTRAL DATA BASE 508

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

508 C34H68O2
Octadecanoic acid, hexadecyl ester

Me ( CH2 ) 1 5 OC{ 0) ( CH2 ) 1 6 Me

1190-63-2

508 C34H68O2
Hexadecanoic acid, octadecyl ester

Me ( CH2 ) 1 7 OC( 0) (
CH2 ) 1 4 Me

2598-99-4

508 C34H68O2
Tetradecanoic acid, eicosyl ester

Me ( CH2 ) 1 9 0C( O) ( CH2 ) 1 2 Me

22413-00-9

508 C34H68O2
Eicosanoic acid, tetradecyl ester

Me ( CH2 ) 1 3 OC( 0) ( CH2 ) 1 8 Me

22413-04-3

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600



509 EPA/NIH MASS SPECTRAL DATA BASE 3607

509 C 16H 19CI4NO9 18422-35-0
/l-D-Glucopyranose, 2-deoxy-2-[(tetrachloroethylidene)amino]-,

1 ,3,4,6-tetraacetate

509 C20H47NO6SU 53110-70—6
a-D-Mannopyranose, 2-(acetylamino)-2-deoxy-l,3,4,6-tetra=

kis-O-(trimethylsilyl)-

n=ccicci 3

509 C20H47NO6SU 31980-72-0
Glucopyranose, 2-acetamido-2-deoxy-l,3,4,6-tetrakis-0-(tri=

methylsilyl)-, D- 509 C2oH47N06Si4 53110-71-7
/3-D-Mannopyranose, 2-(acetylamino)-2-deoxy-l ,3,4,6-tetra=

kis-O-(trimethylsilyl)-

ch2otmsK
/OTMS^ OTMS

tmso
n

I

NHAc

120 130 140 150

TMSOCH

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



3608 EPA/NIH MASS SPECTRAL DATA BASE 509

100
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40

20

0

509 C 20H47NO6S 14 53110-72-8
a-D-Galactopyranose, 2-(acetylamino)-2-deoxy-l,3,4,6-tetra=

kis-O-(trimethylsilyl)-

—I 1 1 1
—

I
1

I
1 1 1 1 1 1 1 1—

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

ch 2 otms

AcNH

509 C2oH47N06Si4 53110-73-9
/3-D-Galactopyranose, 2-(acetylamino)-2-deoxy-l,3,4,6~tetra°

kis-O-(trimethylsilyl)-

ch 2 otms
TMSO L _ OTMS

KotmsN

460 470 480 490 500 510 520 530 540 550 660 570 580 590

509 C 2oH47N06Si4 55721-25-0
D-Galactose, 2-(acetylarnino)-2 deoxy-3,4,5,6-tetrakis-0-(tri =

methylsilyl)-

OSi M03

Me 3 S i O 0SIM63
I I I

AcNHCH( CHO) CHCHCHCH2 OS i Me

3

509 C2oH47NOeSi4 56298-44-3
D-Mannose, 2-(acetylamino)-2-deoxy- tetrakis(trimethylsilyl) deriv.

HOCH ? CH (OH)CH(OH)CH{OH)CH(CHO)NHAc + 4TMS



509 EPA/NIH MASS SPECTRAL DATA BASE 3609

509 C 24H 48NO8P 19191-91-4
3,5,9-Trioxa-4-phosphaheptadecan-l-aminium, 4-hydroxy-
N^N-trimethyl- 10-oxo-7-[(l-oxooctyl)oxy]-

,
hydroxide, inner

salt, 4-oxide, (R)~

Me ( CH2 ) 6 C( 0) 0 0-

Me ( CH2 ) e C( 0) OCH2 CHCH2 OPOCH2 CH2

0

Mb

N+

Me

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
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509 C27H5iN04Si2 56009-43-9
Prosta-8(12),13-dien-l-oic acid, 9-(methoxyimino)-15-[(tri=

methylsilyl)oxy]-, trimethylsilyl ester, (13E,15S)-

(
CH2 ) 6 C( 0) OSi Me3

Me ON %
OS i Me

3

I

CH = CHCH(CH2 ) 4 Me

509 C27H5iN04Si2 56227-28r2
Prosta-10,13-dien-l-oic acid, ^(methoxyiminoJ-lS-Utri^

methylsilyl)oxy]-, trimethylsilyl ester, (9E,13E,15S)-

OSi Me3
*

^\^CH=CHCH( CH2 ) 4 MeKMeON ( CH2 ) 8 C( O) OS I Me3

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0
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509 C27H5iN04Si2 56227-29r3
Prosta-10,13-dien-l-oic acid, 9-(methoxyimino)-15-[(tri=

methylsilyl)oxy]-, trimethylsilyl ester, (9Z,13E,15S)-

OSI MB3

fr—
MeON ( CH2 ) 8 C( O) OSi Me3
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.... _ .1.1.1 , 1. .1.., l.i

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

1 „ , . 1

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

lL 1- L
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3610 EPA/NIH MASS SPECTRAL DATA BASE 509

509 C 29H48CINO 4 1431-22-7 510 C25H29F7O3 18072-21-4
Cholestan-3-ol, 5-chloro-6-nitro-, acetate (ester), (30,5a,6/3)- Pregna-3,5-dien-20-one, 3-hydroxy-, heptafluorobutyrate

Me

jj Ll i. ii I. i- .... 11 Li Li ii Ji lliL,j.ijjliLi,.jiIj ilil.

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

ill lll.-llll- -II. .. ^
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

... III.. . .

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

510
_

C24H5407Si2 4422-63-3
Silicic acid (HeShCb), hexabutyl ester

Me ( CH2 ) 3 0 0( CH2 ) 3 Me
I I

Me ( CH2 ) 3 OS i OS i 0( CH2 ) 3 Me

Me ( CH2 ) 3 0 0( CH2 ) 3 Me
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510 C27H5o05Si2 56248-51-2
Prosta-7,13-dien-l-oic acid, h^-epoxy-lLlS-bisKtrimethyl^

silyboxy]-, methyl ester, (13E,15S)-

,(
CH2 ) 4 C( 0) OMe

Me( CH2 ) 4 CHCH:CH

Me3 S i

O



510 EPA/NIH MASS SPECTRAL DATA BASE 3611

510 C 29H34O8 30576-19-3
3-Cyclohexene-l-acetic acid, 4-[la-(3-furyl-3,7,8,8a-tetra~
hydro-8aa-methyl-3-oxo-l/f-2-benzopyran-5-yl)methyl]-3-
hydroxy-2a,6,6-trimethyl-5-oxo-, methyl ester, acetate

510 C30H 26N2O6 40732-55-6
6H-Furo[2',3':4,5]oxazolo[3,2-a]pyrimidin-6-one, 3-(acetyl=
oxy)-2,3,3a,9a-tetrahydro-2-[(triphenylmethoxy)methyl]-,
[2R-(2o,3/3,3a/3,9a/3)]-

510 C 29H42N4O4 57237-94-2
L-Alanine, iV-[7V-[Af-[[4-(diinethylamino)-l-naphthalenyl] =

methylene]-L-valyl]-L-isoleucyl]-, ethyl ester

CHMe 2 CHMe CH 2 Me
I I

CH - NCHCONHCHCONHCHMe C( 0) OE t

NMe2

Ph
3
COCH

;

„A

510 C32H46O5 56052-65-4
Lanosta-9(ll),25-dien-18-oic acid, 3-(acetyloxy)-20-hydroxy-

16-oxo-, 7-lactone, (3/3)-



3612 EPA/NIH MASS SPECTRAL DATA BASE 510
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... " y
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510 C33H50O4 39701-82-1
01eana-12,15-dien-28-oic acid, 3-(acetyloxy)-, methyl ester, (3/3)—

510 CssHeeOs 17369-87-8
Octadecanoic acid, 3-hydroxy-2-tetradecyl-, methyl ester

(
CH2 ) 1 3 Me

Me( CH2 )1 4 CH(OH) CHC( 0) OMe

510 CssHeeOs 28808-36-8
3-Dotriacontanone, 9,ll-dihydroxy-4-methyl~, [4R-(4R*,9R*,=

11R*)]-

Me ( CH2 ) 2 0 CH ( OH ) CH2 CH
(
OH

) ( CH2 ) 4 CHMe COE t
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0

100

30

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0
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510 C 34H 70O 2 17367-09-8
Hexadecane, l,l'-[l,2-ethanediylbis(oxy)]bis-

Me ( CH2 ) 1 5 OCH2 CH2 0( CH2 ) 1 5 Me



512 EPA/NIH MASS SPECTRAL DATA BASE 3613

511 C 20H49NO6SL 56196-03-3

D-Glucose, 3-0-methyl-2,4,5,6-tetrakis-0-(trimethylsilyl)-, Q-
methyloxime

OSi Me 3

Me 3 S I 0 OSIMes
I I I

Me ON = CHCHCH ( OMe ) CHCHCH2 OS i Mes

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

511 C 24H25N5O8 35454-88-7
3H-Pyrazol-3-one, 2,4-dihydro-4-[ [5-hydroxy-l-phenyl-3-

(l,2,3-trihydroxypropyl)~lL7-pyrazol-4-yl]imino]-2-phenyl-
5-(l,2,3-trihydroxypropyl)-

CH( OH) CH(OH) CH2OH CH(OH) CH(OH) CH2OH

H

511 C 30H 29N 3O5 18732-52-0
Propiophenone, 3,3"-(hydroxyimino)bis[2'-hydroxy-3-phenyl-,
dioxime

Cc.
11 11

CCH2 CHPhNI OH) CHPh CH2 C f|

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

512 Ci6Hi 8Mn 208S2 15634-65-8
Manganese, bis(/4-l-butanethiolato)octacarbonyldi-

co

Me(CH2) 3
| / ^CO

'S— lo

OC I .
I ^CO—Mn—

OC tCH2 )3Me

CO CO

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



3614 EPA/NIH MASS SPECTRAL DATA BASE 512

512 C 19H30I2

Androstane, 17,18-diiodo-, (5a, 11/3)-

56053-11-3

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

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

512 C2oH5205Si5
Xylitol, 1 ,2,3,4,5-pentakis-0-(trimethylsilyl)-

OSi Me 3

Me 3 S i 0 OS i Me 3

I I I

Me 3 S i OCH2 CHCHCHCH2 OS i Me 3

14199-72-5

512 C2oH5205Si5
Ribitol, l,2,3,4,5-pentakis-0-(trimethylsilyl)-

32381-53-6

OSi Me 3

M63 SIO OSi Me

3

I I I

Me 3 S i OCH2 CHCHCHCH2 OSi Me

3

20-

0 J

L .iljllllli. -,..ii1iLy lilfL L, LixilfJ .ijllll. .1., 1. UiJl jiiJ 1, ,

100-

80-

j j r ,J-. IL,
,

'
1 •L

—

t‘j- K-
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

310 320 330 340 350 360 370 300 390 400 410 420 430 440 450

512 C 25H34F6O4 56614-55-2
Pregnane-3, 20-diol, bis(trifluoroacetate), (3/3,5a:)-

J
, ,

1
- r-“* • 1

—“Y y*' IJ-. , u L Ll. —L— aV
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

512 C2oH5205Si5
Arabinitol, pentakis-O-(trimethylsilyl)-

OS i Me

3

Me 3 SiO OSi Me 3

I I I

Me 3 S i OCH2 CHCHCHCH2 OS i Me

3

25138-28-7

CHMe OC( 0 )
CF3

100-1

80-

60-

40-

1.1.. . .iL. .

F 3 CC( O) 0

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

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
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1 1 1 1 Vt 1

1
1 r —1

1
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—
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512 EPA/NIH MASS SPECTRAL DATA BASE 3615

512 C 29H 36O8 29953-50-2

Verrucarin A, 2',3 ,-didehydro-7'-deoxo-2'-deoxy-7 , ,5'-(ethylid=

eneoxy)-
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512 C 30H32N4O4 27934-21-0
5,10,15,20(22//,24/f)-Porphinetetrone, 2,7,12-triethyl-3,8,13,18-

tetramethyl-

100

80-

60-

40 -

20-

0 i— —4—

1

1

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

L'

512 C 30H40O7 21902-99-8
Ergosta-2,24-dien-26-oic acid, 18-(acetyloxy)-5,6-epoxy-4,22-
dihydroxy-l-oxo-, 5-lactone, (4/3,50,6/3,22/?)-

460 470 480 490 500 510 520 530 540 550 560 570 580 590

512 C 30H 56O6 56554-53-1
Hexanoic acid, 3,5,5-trimethyl-, 1,2,3-propanetriyl ester

OC( O) CH2 CHMeCH2 CMe3
I

M03CCH2 CHMeCH2C( O) 0CH2CHCH2 0C( O) CH2 CHMe CH2 CMe

3



3616 EPA/NIH MASS SPECTRAL DATA BASE 512

512 C 32H48O5 36871-83-7
Lanost-9(ll)-en-18-oic acid, 3,3-[l,2-ethanediylbis(oxy)]-20-
hydroxy-23-oxo-, 7-lactone, (20|)-

512 C 32H 48O5 36872-78-3
Lanost-9(ll)-en-18-oic acid, 23-(acetyloxy)-20-hydroxy-3-oxo-,

7-lactone, (20|)-

OAc
I

100

80

60

40

20

0

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

512 C 33H 52O4 1721-57-9
01ean-12-en-28-oic acid, 3-(acetyloxy)-, methyl ester, (3/3)-

Me

512 C34H2803Si 51528-48-4
4,7-Silanoisobenzofuran-l,3-dione, 3a,4,7,7a-tetrahydro-8,8-

dimethyl-4,5,6,7-tetraphenyl-, (3aa,4a,7a,7aa)-



513 EPA/NIH MASS SPECTRAL DATA BASE 3617

512 C 36H48O 2 5389-78-6

4'-Apo-7-carotenoic acid, methyl ester, all-trans

-

Me 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

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

513 C2oH39N50 3SSi3 54623-28-8
Adenosine, 5'-S-methyl-5'-thio-N-(trimethylsilyl)-2',3'-bis-0-

(trimethylsilyl)-

NHTMS

rr

MeSCH2

,0,

TMSO OTMS

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

513 C24Hi 2F9N3 55682-71-8
1,3,5-Triazine, 2,4,6-tris[4-(trifluoromethyl)phenyl]-

cf 3



3618 EPA/NIH MASS SPECTRAL DATA BASE 513
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513 C32H55N02Si 53286-61-6
Ergosta-7,22-dien-6-one, 3-[(trimethylsilyl)oxy]-, O-methyloxime,

(3/?,5a,22E)-

Me

513 C35H 22F3N 22158-33-4
Pyridine, 2,4,6-tris(p-fluorophenyl)-3,5-diphenyl-

514 C 13H5C03O 11 12171-08-3
Cobalt, nonacarbonyl(carboxyethylidyne)tri-, methyl ester

[Co 3(C0)9(CCH 2 C(0)0Me)]

514 Ci8H4oIn2N2 42745-49-3
Indium, tetraet.hylbis[yu—(piperidinyl) ]di—

MeCH 2 CH 2Me

cfo
\\

MeCH2

. CH2Me



514 EPA/NIH MASS SPECTRAL DATA BASE 3619
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460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

514 Ci8H5iN 20 3PSi5 53044-46-5
Phosphonic acid, [3-[bis(trimethylsilyl)amino]-l-[(trimethyl=

silyl)amino]propyl]-, bis(trimethylsilyl) ester

NHSi Me

3

Me3Si OS i Me 3

I I I

Me3 S i NCH 2 CH 2 CHPOSi Me3
II
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514 CisHsi^OsPSis 56211-25-7
Phosphonic acid, (1,3-diaminopropyl)-, pentakis(trimethylsilyl)

deriv.

H2 NCH 2 CH 2 CH(NH2)P0 3 H2 +5TMS

514 C 19H 26F 12O 2 18770-63-3
Dodecanoic acid, 2,2,3,3,4,4,5,5,6,6,7,7-dodecafluoroheptyl ester

F 2 CHCF 2 CF 2 CF 2 CF 2 CF 2 CH 2 0CI0) (CH 2)1 oMe

514 C 2oHi4Te2 1666-12-2
Ditelluride, di-2-naphthalenyl



3620 EPA/NIH MASS SPECTRAL DATA BASE 514

514 C 2oHi 4Te2 32294-58-9
Ditelluride, di-l-naphthalenyl

100
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20

0
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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

514 C2iH24Br205 56336-17-5
2H,877-Benzo[l,2-6:5,4-6']dipyran-10-propanoic acid, 3,7—di =
bromo-5-methoxy-2,2,8,8-tetramethyl-, methyl ester

CH2CH2C(0)0Me

514 C26H28CdN 202 15685-80-0
Cadmium, bis(2-butyl-8-quinolinolato-JV1,08

)
-

,
(T-4)-

Me(CH? )

ISO 170 180 190 200 210 220 230 240 250 260 270 280 290 300

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

514 C27H5405Si2 56248-52-3
Prostan-l-oic acid, 6,9-epoxy-ll,15-bis[(trimethylsilyl)oxy]-, methyl

ester, (15S)-

Me ( CH2 ) 4 CHCH2 CH2
I

Me3 S i

0

4 C( 0) OMe



514 EPA/NIH MASS SPECTRAL DATA BASE 3621

514 C 29H38O8 19314-73-9

o-Anisic acid, 4-hydroxy-6-pentyl-, methyl ester, ester with 2-

hvdroxy-6-(2-oxoheptyl)-p-anisic acid

-r“—1

—

L-m
t
J

i

LMN i
1
—‘-H r1

1 1
1

"
1

"
1 1 1 1—

160 170 160 190 200 210 220 230 240 250 260 270 280 290 300

514 C 29H46N4O4 37580-29-3
L-Alanine, A7-[A7-[iV-[3-[4-(diethylamino)phenyl]-2-propenyl=

idene]-L-valyl]-L-isoleucyl]-, ethyl ester

CHMe 2 CHMe CH 2 Me
I I

.CH : CHCH i NCHCONHCHCONHCHMe C( 0) OEt

514 C30H58O4S 123-28-4
Propanoic acid, 3,3'-thiobis-, didodecyl ester

Me
( CH 2 ) 1

1

OC( O) CH 2 CH 2 SCH 2 CH 2 C( O) 0( CH 2 ) 1

1

Me

514 C3oH 6602Si2 56196-18-0
3,26-Dioxa-2,27-disilaoctacosane, 2,2,4,25,27,27-hexamethyl-

Me3 S i OCHMe ( CH 2 } 2 0 CHMe OS I Me3

514 CaoHeeChSh 56196-19-1
3,27-Dioxa-2,28-disilanonacosane, 2,2,4,28,28-pentamethyl-

Me 3 S i 0( CH 2 ) 22 CHMeOSi Me3



3622 EPA/NIH MASS SPECTRAL DATA BASE 514

514 CailDeOe 7554-95-2
Cholest-5-ene-16,22-dione, 3,26-bis(acetyloxy)-, (3/3,251?)-

Me

100

80

60

40

20

0
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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

V ll ll-. .1 -- Ll*ll L

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

ii.,
,

li. |. 1 . ll.

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

1 .

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

t 1 1 r

514 C 31H46O6 56196-24-8
Furost-5-ene-3,26-diol, 22,25-epoxy-, diacetate, (3/3,22a,25S)-

514 C32H 50O 5 36871-82-6
Lanost-9(ll)-en-18-oic acid, 3,3-[l,2-ethanediylbis(oxy)]-20,=

23-dihydroxy-, 7-lactone, (20|)-

514 C32H50O5 36872-76-1
Lanost-9(ll)-en-18-oic acid, 23-(acetyloxy)-3,20-dihydroxy-,

7-lactone, (3d,20£)-

OAc
I



515 EPA/N1H MASS SPECTRAL DATA BASE 3623

100
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20

0

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600
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40

20

0

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

514 C 33H 54O 4 39903-14-5
D:A-Friedooleanan-29-oic acid, 3,3-[l,2-ethanediylbis(oxy)]-,

methyl ester, (20a:)-

514 C35H 3402Si 56805-07-3
7-Silabicyclo[2.2.1]hept-5-ene-2-carboxylic acid, 7,7-dimethyl-

1,4,5,6-tetraphenyl-, ethyl ester

514 C 36H 26N 4 42589-26-4
5,10-Methanobenzo[g]phthalazine, ll-(diphenylmethylene)-

4a,5,10,10a-tetrahydro-l,4-di-2-pyridinyl-, (4aa,5/3, 10/3, lOaa:)-

100

80

60

40

20

0

100

80

60

40

20

0

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

515 C9H9N0 5SnW 15040-34-3
Tungsten, pentacarbonyl(isocyanotrimethylstannane)-



3624 EPA/NIH MASS SPECTRAL DATA BASE 515

515 C 15H 10F9N3O7 35221-99-9
Cytidine, 2'-deoxy-Ar-(trifluoroacetyl)-, 3',5'-bis(trifluoroacetate)

515 C 31H 21N 3O5 23767-18-2
Dispiro[l,4,2-dioxazole-5,4'(5'/f)~naphth[2,l-d]isoxazole-5',5"-

[l,4,2]dioxazole], 3'a,9'b-dihydro-3,3',3"-triphenyl-

100 —
80-

00-

40-

20-

0 ^
I l l

1 1 1" **
I

1 1 J~ I
1 1— 1 1

—

460 470 480 490 500 510' 520 530 540 550 560 570 580 590 600

515 C 32H53NO4 19454-74-1
Lanost-8-ene-3|3,7a-diol, 3-acetate nitrite

Me

460 470 460 490 500 510 520 530 540 550 560 570 580 590 600

515 CssHesNO 54725-10-9
Cholestan-3-ol, 2-(dibutylamino)-, (2/3,3«,5«)-

Me



516 EPA/NIH MASS SPECTRAL DATA BASE 3625

100-1 —
80-

60-

40 -

20-

0 1 • r
-1^

1
«“

i
H 1‘ l ^1—

l r 1 1 1 1 1 1 r—
460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

100-1

80-

60-

40-

20-

0 1 1 1
1 i 1 l

1 1 1 1- 1 1 1 1

—

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

516 C 26H32N2O9 55283-46-0
Dichotine, 11,19-dimethoxy-, acetate (ester)

Me

516 C 26H 48N2O8 14531-12-5
Glycine, iVv/V'-l,2-ethanediylbis[N-(2-butoxy-2-oxoethyl)-, dibutyl

ester

Me
( CH2 ) 3 OC( 0) CH2 CH2 C( 0) 0( CH2 ) 3 Me

I I

Me ( CH2 ) 3 0C( 0) CH2 NCH2 CH2 NCH2 C( 0) 0( CH2 ) 3 Me

516 C 27H 36N 2O8 31592-09-3
Dichotine, l-acetyl-2-deoxytetrahydro-ll-methoxy-, acetate (ester)

Ac OCH2 CH ( OMe ) 9 A<

MeO

100

80

60

40

20

0

100

80

60
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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

516 C 32H52O5 5259-15-4
5a,8a:-Cholestane-3|d,6a-diol, 8,9-epoxy-l4-methyl-, diacetate

Me

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



3626 EPA/NIH MASS SPECTRAL DATA BASE 516

100

80
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40

20

0

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600 460 470 480 490 500 510 $20 530 540 550 560 570 580 590 600

516 C 32H 52O5 25116-71-6
Lanostan-19-oic acid, 3/3-hydroxy-ll-oxo-, acetate

Me

;

^
1 1 1 1 J-H-lumJLi ii—,

—

lUh—L-ljU ,i.i. in.., Jiiiii

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

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

516 C32H52O5 56362-38-0
Ergost-9(ll)-ene-3,6,20-triol, 3,6-diacetate, {3/3,5afia,20R)~

Me

516 C 33H 44N2O 3 50906-94-0
Furo[3,2-e] indolizin-2-ol, decahydro-4-methyl-2-[ (octahydro-

6-hydroxy-7-methyl-6-phenyl-5-indolizinyl)rnethyl]-3a-phenyl-,

[2a,2(5S*,6S*,7.ff*,8aS*),3a/3,4a,5ad,9ad]-(±)-

100

80

60

40

20

0

100

80

60
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20

0

100

80
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0

100

80
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20

0

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

516 C 33H 44N 2O3 51020-39-4
2-Propanone, l,3-bis(octahydro-6-hydroxy-7-methyl-6-

phenyl-5-indolizinyl)-, (5a,6/3,7/?,8aa)-[5'i?*-(5'a,6'|3,7'/3,8'-

aa)]-(±)-

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



518 EPA/NIH MASS SPECTRAL DATA BASE 3627

516 C 36H52O 2 6020-45-7
Stigmasta-5,7-dien-3/3-ol, benzoate

Me

517 C 24H 43N3O7S 19729-27-2
Valine, N-[Al-[3-[(carboxymethyl)thio]-Af-decanoyl-L-alanyl] =

glycyl]-, dimethyl ester, L-

Me 2 CH NHCO( CH 2 ) 8 Me
I I

MeOC( 0) CHNHCOCH 2 NHCOCHCH 2 SCH 2 C( 0) OMe

518 Ci9H2iClHg02 36794-29-3
Mercury, chloro(3,17-dioxoandrosta-l,4,6-trien-2-yl)-

Me

518 C 26H30O 11 21794-01-4
lH-Cyclonona[l,2-c:5,6-c']difuran-l,3,6,8(4H)-tetrone, 10-[(3,=
6-dihydro-6-oxo-2H-pyran-2-yl)hydroxymethyl]-5,9,10,ll-
tetrahydro-4-hydroxy-5-(l-hydroxyheptyl)-, [4R*,5S*(R*),~
10S*(S*,S*)]~



3628 EPA/NIH MASS SPECTRAL DATA BASE 518

518 C 27H42N4O6 19526-15-9
Alanine, Ar-[Ar-[AM3-phenyK/V-propionyl-L-alanyl)-L-valyl]-

L-leucyl]-, methyl ester, L-

M0 2CHCH2 CHM62 CH2 Ph
I I I

MeOC( 0 ) CHMe NHC0CHNHC0CHNHC0CHNHC0E t

518 C29H 5o04Si2 40837-83-0
24-Norchola-20,22-dien-14-ol, 21,23-epoxy-3,23-bis[(tri=

methylsilyl)oxy]-, (3d,5/3,14/3)-

OSIMe3

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

100-

100-]

80-

80- 60-

60- 40-

40- 20-

20 -

Q
'

i,l * 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

518 C 29H 42O8 35536-76-6
Carda-5,20(22)-dienolide, 3-[(6-deoxy-a-L-mannopyranosyl) =
oxy]-14-hydroxy-, (3/3)-

60-

40 -

20-

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

3.
,

,i il „ Ul llL L 1.

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

—Ll-Y ‘ ^ '1 1.. 1

1

1 '
i

1 “
, , 8- , ,

1

—1

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

518 C30H30O8 18458-68-9
Coumarin, 6,6'-[(l,2-dihydroxyethylene)(l,4-dimethyl-3-cyclo=
hexen-l,2-ylene)]bis[7-methoxy-



518 EPA/NIH MASS SPECTRAL DATA BASE 3629

518 C 30H 34N 2O6 56143-45-4
Aspidospermidin-21-oic acid, 20-(acetyloxy)-l-benzoyl-17-

methoxy-, methyl ester

MeO COPh

100
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60

40

20

0
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80

60
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20

0
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80

60

40

20

0

100

80

60

40
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0

518 C 30H46O7 12708-27-9
Card-20(22)-enolide, 3,14-dihydroxy-, mono(2,6-dideoxy-3-0-

methyl-D-n'6o-hexosyl) ether, (3/8,5/?)-

“1
1

—

'—1—“+ 1——1—“i 1 1 1 1 1 1 1 1—
460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

+ (C 7 H, 3 0 3 ) OH

518 C 32H 54O5 56259-25-7
Lanost-9(ll)-ene-3,18,20,23-tetrol, 23-acetate, (3/?,20£)~

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

518 C 33H38N6 18210-71-4
Hodgkinsine

100

80

60

40

20

0
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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 1 30 140 150

- ^ iilli. ,llll, .ill ill -llllll. ..Ill

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

ll. ..Jl,. ..ll li



3630 EPA/NIH MASS SPECTRAL DATA BASE 518

518 C33H 58O4 38404-88-5
Cholestan-6 one, 3-(2-hydroxypropoxy)-, cyclic 1,2-propanediyl

acetal, (3d,5a)-

520 CieHi 2Br4 56701-41-8
Naphthalene, l,8-bis(l,2-dibromo-l-propenyl)-, (Z,Z)~

y

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

!>19 C 30H53NO 4S 1 57326-15-5
Glycine, N-[(3a,5/3)-24-oxo-3-[(trimethylsilyl)oxy]cholan-24-yl]-,

methyl ester

MeCBr :CBr CBr=CBrMe

310 320 330 340 350 360 370 360 390 400 410 420 430 440 450

520 Ci9H23ClHg02 36794-30-6
Mercury, chloro[(17/3)-17-hydroxy-3-oxoandrosta-l,4,6-trien-2-yl]-

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600



520 EPA/NIH MASS SPECTRAL DATA BASE 3631

520 Ci9H23ClHg02 36794-35-1 520 C26H28N202Sn
Mercury, chloro(3,17-dioxoandrosta-l,4-dien-2-yl)- Tin, bis(2-butyl-8-quinolinolato)-

30106-82-2

100
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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

520 C 26H 16O 12 51860-95-8
Benzo[l,2-6:4,5-6']bisbenzofuran-6,12-dione, 2,3,8,9-tetrakis=

(acetyloxy)-

0

520 CasHszOsSis 57397-22-5
Silane, [[(3/3,17/3)-androsta-5,15-diene-3,16,17-triyl]tris(oxy)] :=

tris[trimethyl-

Me



3632 EPA/NIH MASS SPECTRAL DATA BASE 520

520 C 29H44O8 17086-76-9

Stigmast-7-en-26-oic acid, 2,3,14,20,22,28-hexahydroxy-6-oxo-,

7-lactone, (2/?,3/3,5/3,22/?,24S,25S,28fi)-

520 C 30H 48O5S 56052-66-5
Cholane-24-thioic acid, 3,12-bis(acetyloxy)-, S-ethyl ester,

(3/3, 5/8,12a)-

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

520 C 29H6oSi4 41898-92-4
Silane. 3,4-pentadien-l-yne-l,3-diyl-5-ylidenetetrakis[(l,l-
dimcthylethyPdimethyl-

Si Me 2 Bu - t

S i Me 2 Bu - t

I I

Me2Si Bu-t C:CC:C = CSi Me2Bu-t

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

520 C 34H20N2O4 31664-78-5
1,2,4,5-Benzenetetracarboxylic l,2:4,5-diimide, Ar,AT'-bis(2-bi=

phenylyl)-

0 0



521 EPA/NIH MASS SPECTRAL DATA BASE 3633

520 C34H 20N 2O4 33529-33-8
1,2,4,5-Benzenetetracarboxylic l,2:4,5-diimide, bis(4 bi=

phenylyl)-

0 0
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4C

20

0
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0
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0

100
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0

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

521 BnCLNaPa 15965-00-1
1,3,5,2,4,6-Triazatriphosphorine, 2,2,4,6-tetrabromo-4,6-di=:

chloro-2,2,4,4,6,6-hexahydro-

ci ci
Br ->p^ N

S-p/-Br
ll I

N.
P

521 C28H 5iN04Si2 56211-33-7
Pregnane-1 1,20-dione, 3,21-bis[(trimethylsilyl)oxy]-, (3a,5d)-

+ Me ONH2

-*r 1

—^

—

1 T" 1

— r“ 1 1 1 1 1 1 1 1

—
460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

521 C28H5iN0 4Si2 57305-34-7
Pregnane-11,20-dione, 3,21-bis[(trimethylsilyl)oxy]-, 20-(0-

methyloxime), (3c*,5a)-

Me
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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

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

: — h.~r -



3634 EPA/NIH MASS SPECTRAL DATA BASE 521

521 C28H5iN04Si2 57305-35-8
Pregnane-11,20-dione, 3,21-bis[(trimethylsilyl)oxy]-, 20-(0-

methyloxime), (3a,5/3)-

Me

522 CioMnOioRe 14693-30-2
Rhenium, pentacarbonyl(pentacarbonylmanganese)-, (Mn-Re

)

OEC C=0

522 Ci9H 25ClHg02 36794-33-9
Mercury, chloro[(5a)-3,17-dioxoandrost-l-en-2-yl]-

Me

100

80

60
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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

522 C28H 5403Si3 25876-85-1
Silane, [[(3/3,16a,17a)-androst-5-ene-3,16,17-triyl]tris(oxy)] =

tris[trimethyl-

Me



522 EPA/NIH MASS SPECTRAL DATA BASE 3635

522 C28H540 3Si3 33287-28-4

Silane, [(3/3,4a,17
;

3)-androst-5-ene-3,4,17-triyltris(oxy)]tris :::

[trimethyl-

522 C28H5403Si3 33287-31-9
Silane, [[(3(3,16/3,17

l

3)-androst-5-ene-3,16,17-triyl]tris(oxy)] =
tris[trimethyl-

Me 3 Si 0

OS i Me 3

0SIM63

ii.L, Ll. 1,.. iiIlJIl a ll.l Illllll III,, Illl ll,

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

..iill|. J|lii„....
l

iilil„ Jn.iilii, iL.i|l, l -ll. _ _
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

60

40-

20-

i _ ll L u. l

L ill, i I,. Hi
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

522 C28H5403Si3 33287-29-5
Silane, [(3/1, 11/1,17/?)-androst-5-ene-3,ll,17-triyltris(oxy)]tris=

[trimethyl-

Me a S i 0

OS i Me 3

40

20

522 C 28H 5403Si3 33287-32-0
Androst-5-ene, 3,16,17-tris[(trimethylsilyl)oxy]-, (3)3,16a, 17/3)-

OS i Me

3

0SIM63

Me3 S i

0'

ll-i.l. LLi. lLi -LL. LlJ .1.1.1 ..

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

..III,- -.l|i j. i-i- ..i-- .,1.1.- 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

1

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600



3636 EPA/NIH MASS SPECTRAL DATA BASE 522

522 C 29H46O8 22033-96-1
Cholest-7-en-6-one, 25-(acetyloxy)-2,3,14,20,22-pentahydroxy-,

(2/3,30,5/3,22R)-

Me

522 C29H47Br03 1258-07-7
Cholestan-3-ol, 5-bromo-6,19-epoxy-, acetate, (30,5a,60)-

Me

522 C31H22N8O 29366-70-9
Urea, l,3-bis(4,6-diphenyl-s-triazin-2-yl)-

Ph Ph

522 C 31H 59N2O 2P 54423-69-7
Cholestan-3-ol, tetramethylphosphorodiamidate, (30,5a)-

Me

0

522 C 34H66O3 30760-01-1
Myristic acid, 2-(l-octadecenyloxy)ethyl ester, (Z)-

Me ( CH2 ) 1 2 C( 0 ) OCH2 CH2 OCH = CH ( CH2 1 i 5 Me



523 EPA/NIH MASS SPECTRAL DATA BASE 3637

522 C 34H66O3 30760-02-2
Myristic acid, 2-(l-octadecenyloxy)ethyl ester, (E)-

Me ( CH2 ) 1 2 C( 0 )
OCH2 CH2 OCH=CH(CH2 ) 1 5 Me
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460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

523 C20H21N5O8S2 42362-45-8
2-Propanamine, iV-[2,2-bis[(2,4-dinitrophenyl)thio]ethenyl]-

iV-(l -methylethyl)-

CHN< Pr -
i )

2

N 02

523 C22H4oF3N04Si3 40629-68-3
Acetamide, N-[2-[3,5-bis[(trimethylsilyl)oxy]phenyl]-2-[(tri=

methylsilyl)oxy]ethyl]-2,2,2-trifluoro-/V-(l-methylethyl)-

Me 3 S

i

0

OS I

M

63
I

CHCH2N( Pr -
i ) COCF 3

OS i Me 3

100

80

60

40

20

0
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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

523 C23Hi5Br2N 302 25649-80-3
4//-l,2-Diazepine, 3,7-bis(pTbromophenyl)-5-(p-nitrophenyl)-

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

‘
1 I--I- .. i Jill lill. 1.1. -..i- III 1 j , .. i ... ..Lilli,

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

:

1.1. ^
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

1 1—h
1
—

1 i-W

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600



3638 EPA/NIH MASS SPECTRAL DATA BASE 523

523 C28H53N04Si2 56009-45-1
Prosta-8(12),13-dien-l-oic acid, 9-(ethoxyimino)-15-[(tri=

methylsilyl)oxy]-, trimethylsilyl ester, (13E.15S)-

523 C 2?H53N04Si2 56009-47-3
Prosta-10,13-dien-l-oic acid, 9-(ethoxyimino)-15-[(trimethyl=

silyl)oxy]-, trimethylsilyl ester, (9Z,13E,15S)-

( CH 2 ) 6 C( 0) OSI Me3

Et ON V
OSi Me3

I

CH = CHCH{ CH 2 )

4

Me

OSI M63
I

CH = CHCH(CH2)4Me

EION (CH2)6C(0)0SIMB3

523 C 28H53N04Si2 56009-46-2
Prosta-10,13-dien-l-oic acid, 9-(ethoxyimino)-15-[(trimethyl~

silyDoxy]-, trimethylsilyl ester, (9E,13E,15S)-

OS i Me 3

Pr'~'
EtON ( CH 2 ) 6 C ( O ) OS i Me 3

523 C28H53N04Si2 57377-95-4
Prosta-10,13-dien-l-oic acid, 9 -(ethoxyimino)-15-[(trimethyl

=

silyl)oxy]-, trimethylsilyl ester, (13E.15S)-

OSi MB3
- 1

x^\^CH=CHCH( CH2 ) 4 Mb

H
EtON ( CH 2 )

0

C( O) OS i Me3

60

40

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600



524 EPA/NIH MASS SPECTRAL DATA BASE 3639

524 C 12H2C03F3O9 15663-91-9
Cobalt, nonacarbonyl[(U3-(3,3,3-trifluoropropylidyne)]tri-, triangulo-

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

524 C27H 28N 2O9 56335-86-5
2H,8H-Benzo[l,2-6:3,4-6' ]dipyran-6-propanol, 5-methoxy-

2,2,8,8-tetramethyl-, 3,5-dinitrobenzoate

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

ill .1 ... .... . ..

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

I

1
, 1, . r —, d J 1 , 1 ^ 60-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

524 C 27H 28N2O9 26537-43-9
2//,8//-Benzo[l,2-6:5,4-b']dipyran-10-propanol, 5-methoxy-

2,2,8,8-tetramethyl-, 3,5-dinitrobenzoate

02N

L L L

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

524 C 27H48N4O6 56087-13-9
L-Valine, N-[N |7V-[l-(l-oxodecyl)-L prolyl] -L-alanyl]-L-alanyl]-,

methyl ester

?
0(CH2)8Me

CHM6 2

CONHCHMe CONHCHMe C0NHCHC( 0) OMe

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



3640 EPA/NIH MASS SPECTRAL DATA BASE 524

80-

100-

80-

60- 60-

40- 40-

20- 20-

L
460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

1 1 1 1 1 *r i
IM|

i 1 1 1 1 -r 1 1
—

460 470 480 490 500 510. 520 530 540 550 560 570 580 590 600

524 C 28H52N4O5 55822-83-8
DL-Valinamide, N-methyl-Af-(l-oxodecyl)glycyl-AT-methyl-

DL-leucyl-AZ-formyl-A^iVs-dimethyl-

CH 2 CHM62

CHMe 2

I

Me ( CH 2 ) e CONMe CH 2 CONMe CHCONMe CH CONMe CH = 0

524 C33H64O4 56554-23-5
Octadecanoic acid, 3-hydroxy-2-(l-oxotetradecyl)-, methyl ester

80

60

CH ( OH ) ( CH 2 ) 1 4 Me

Me ( CH 2 ) 1 2 C0CHC(0| OMe

524 C34H52O4 24041-73-4
Lanosta-7,9(ll),20-triene-3/3,18-diol, diacetate

524 C28H5603Si3 33287-30-8
Silane, [(3a,5(3,lla,17/3)-androstane-3,ll,17-triyltris(oxy)tris ::::

[trimethyl-

CH2OAC



526 EPA/NIH MASS SPECTRAL DATA BASE 3641

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

524 C34H 52O 4 25116-61-4
Lanosta-7,9(ll),20(22)-triene-3/3,18-diol, diacetate

526 CioChoFe
Ferrocene, decachloro-

ci ci

11121-63-4

1 .1 1, .i . i.lil . i.i.l.l hi.. ,

.

1 . 1.1 .i.l.ii il.i..

10 20 30 40 50 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

524 C 34H 68O 3 28843-32-5
Hexadecanoic acid, 2-(hexadecyloxy)ethyl ester

Me ( CH 2 ) 1 4 C( 0) OCH 2 CH 2 0( CH 2 ) 1 5 Me

460 470 480 490 500 510 520 530 540 550 560 570 580 580 600

526 C2oH5o06Si5 57197-35-0
Ribonic acid, 2,3,4,5-tetrakis-0-(trimethylsilyl)-, trimethylsilyl ester

OSi M63

Me3 S i 0 OSiMe3
I I I

Me3 S i OC( 0) CHCHCHCH 2 OSI M63

-A—.—A
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



3642 EPA/NIH MASS SPECTRAL DATA BASE 526

526 C2iH5405Si5 33648-64-5
D-ara6ino-Hexitol, 2-deoxy-l,3,4,5,6-pentakis-0-(trimethylsilyl)-

OSi Mes

OS I Me3

OS i Me 3
I I

526 C2iH5406Si5 34665-31-1
D-rtfeo-Hexitol, 3-deoxy-l,2,4,5,6-pentakis-0-(trimethylsilyl)-

OS i Me

3

Me 3 S i 0 OS i Me 3

I I I

Me3 S i OCH2 CHCH2 CHCHCH2 OS i Me3

526 C2iH5405Si5 53537-99-8
D-Glucitol, 6-deoxy-l,2,3,4,5-pentakis-0-(trimethylsilyl)-

OS i Me

3

Me 3 S i 0 OS i Me 3

I I I

Me3 S i OCHMe CHCHCHCH2 OS i Me3

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

526 C 22H26N2O 13 50692-73-4
D-g/uco-Octitol, 3,7-anhydro-l,4-dideoxy-2-C-methyl-, 5,6,8-

triacetate 2-(3,5-dinitrobenzoate)
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0
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0
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80
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460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

526 C 23H 20CI2O 10 5859-24-5
Benzoic acid, 2,4-bis(acetyloxy)-3,5-dichloro-6-methyl-, 3-

(acetyloxy)-4-(methoxycarbonyl)-5-methylphenyl ester

OAc



526 EPA/NIH MASS SPECTRAL DATA BASE 3643

526 C23H42O13 56248-58-9
D-Xylose, 0-2,3,4-tri-0-methyl-/3-D-xylopyranosyl-(l-*3)-0-

2,4-di-0-methyl-/3-D-xylopyranosyl-(l—’•4)-2,3,5-tri-0-methyl-

526 C25H29F7O4 18072-24-7
Androsta-3,5-diene-3,17-diol, 17-acetate 3-(heptafluorobutaxioate),

(17/3)—

526 C 25H29F7O 4 49566-69-0
Androsta-2,4-diene-3,17-diol, 17-acetate 3-(2,2,3,3,4,4,4-

heptafluorobutanoate), (17/1)-

526 C27H 26O9S 13143-92-5
Arabinopyranoside, methyl, 2,3-dibenzoate 4-p-toluenesulfonate,

d—L—

Ph(0)C 0C(0)Ph



3644 EPA/NIH MASS SPECTRAL DATA BASE 526

526 C 27H 50N 4O6 4560-72-9
Leucine, iV-[AT-[7V-(Ar-decanoyl-L-alanyl)-L-valyl]glycyl]-, methyl

ester, L-

M62CH CH2CHM62
I I

Me ( CH2 ) 8 CONHCHMe CONHCHCONHCH2 CONHCHC( 0) OMe

526 C31H28O4P2 25836-63-9
4H-l,3-Diphosphole-4,5-dicarboxylic acid, 1,1,3,3-tetrahydro-

1,1,3,3-tetraphenyl-, dimethyl ester

526 C 31H 49F3O3 56272-54-9
Acetic acid, trifluoro-, [2/?— [2/?*(4^*,8/?*)]]—3,4—dihydro—2,5,7,=
8-tetramethyl-2-(4,8,12-trimethyltridecyl)-2//-l-benzopy=
ran-6-yl ester

Me,

F 3 CC( 0)

0

Me

( CH2 ) 3 CHMe ( CHz ) 3 CHMe ( CH2 ) 3 CHMe 2

100

so

60

40

20

0

100

80

60

40

20

0
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40

20

0
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80

60

40

20

0

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

526 C 32H 46O6 56143-26-1
Lanosta-7,9(ll)-dien-18-oic acid, 3-(acetyloxy)-22,25-epoxy~

17,20-dihydroxy-, 7-lactone, (3/3)-



526 EPA/NIH MASS SPECTRAL DATA BASE 3645

526 C 33H 50O5 20493-54-3
Urs-ll-en-28-oic acid, 2,13-dihydroxy-3,23-[(l-methylethy=;

lidene)bis(oxy)]-, 7-lactone, (2a,3/3,4a)-

HO

526 C 34H 54O4 1896-77-1
01ean-12-ene-3,28-diol, diacetate, (3d)-

Me

526 C 34H54O 4 17884-89-8
D-Friedoolean-14-ene-3d,28-diol, diacetate

Me

100
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20

0
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0
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0
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:

ill. Jl i Ji ii ..i.lilll,

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

'--l.lllll l-lll.l- l.llLJ 1. 1.. 1 III _J±i L

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

, i

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

1. , .

526 C 34H 54O4 56298-04-5
Lanosta-7,9(ll)-diene-3,18-diol, diacetate, (3/3,20£)~

CH2 OAc

100
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0
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310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

J
,,

.1 I ll, l.ll.l 1,1,1 1 . I.I.I.I.. .1.1,11. ..III.,

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

oJA, i.l.i I.L ..I. . 1 1 I. . 11 .. Ii,.

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

L—



3646 EPA/NIH MASS SPECTRAL DATA BASE 526

100

80

60

40

20........... . i .
0

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

" : " " " :
' 100

526 C 34H 54O 4 56830-88-7
Lup-20(29)-ene-3,23-diol, diacetate, (3a,4a)-

60

40

20

0

526 C39H 27P 31083-22-4
Phosphorane, 137f-dibenzo[a,i]fluoren-13-ylidenetriphenyl-

OAc

Me

526 C 34H 54O4 56868-92-9
01ean-12-en-28-oic acid, 2,3-[(l-methylethylidene)bis(oxy)]-,
methyl ester, (2/3,3/3)-

Me

526 C39H 27P 31083-23-5
Phosphorane, 13/7 indeno[l,2-/]phenanthren 13 ylidenetriphenyl-



528 EPA/NIH MASS SPECTRAL DATA BASE 3647
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0
460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

528 Ci9H 53N20 3PSi5 56211-26
78

Phosphonic acid, (1,4-diaminobutyl)-, pentakis(trimethylsilyl) deriv.

(H 2 N)CHP03 H 2
(CH2)3NH

2
+-5TMS

527 C 29H41N3O6 28415-42-1

Tyrosine, iV-[N-[N-(l-adamantylcarbonyl)glycyl]-L-leucyl]-,
methyl ester, L-

M62CHCH2

MeOC( 0)
I I

CH2 CHNHCOCHNHCOCH2 NHCO
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0
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528 Ci9H53N203PSi5 53044-47-6
Phosphonic acid, [4-[bis(trimethylsilyl)amino]-l-[(trimethyl=

silyl)amino]butyl]-, bis(trimethylsilyl) ester

NHS i Me,

Me3Si OS i Me

3

I I I

Me3 S i N( CH2 ) 3 CHPOSi Me3
II

0
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0
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528 C27H 32N2O9 26537-44-0
2H,65f-Benzo[l,2-6:5,4-5']dipyran-10-propanol, 3,4,7,8-tetra=

hydro-5-methoxy-2,2,8,8-tetramethyl-, 3,5-dinitrobenzoate

OMe



3648 EPA/NIH MASS SPECTRAL DATA BASE 528

528 C 29H 40N 2O7 54658-12-7
4,25-Secoobscurinervan-4-ol, 22-ethyl-15,16-dimethoxy-, diacetate

(ester), (4/3,22a)-

528 C33H52O5 55759-93-8
01ean-12-en-28-oic acid, 3-hydroxy-15,16-[(l-methylethylid=

ene)bis(oxy)]-, (3d,15a,16a)-

528 C 32H 48O6 53534-45-5
Lanost-9(ll)-en-18-oic acid, 3-(acetyloxy)-20,25-dihydroxy-

16-oxo-, 7-lactone, (3/3)-

I I
1

1 I I ‘I I
" "

I 1 I I
1" 1

'I

—

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

Me

528 C34H56O 4 56816-09-2
D:A-Friedooleanane-3,29-diol, diacetate, (3a,20a)-
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529 EPA/NIH MASS SPECTRAL DATA BASE 3649

528 C 36H52N2O 32095-46-8
5a-Pregnan-20/J-ol, 18-(benzylamino)-3

l

S-(benzylmethylamino)-

1 . ..... ii.

10 20 30 40 50 60 70 80 90 100 110 1 >0 130 140 150

1 1
.

, , ,

1 >0 170 180 190 200 210 220 230 240 250 260 270 280 290 300

__ . 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

529 C 16H 12F9N3O7 35170-13-9
Cytidine, 2'-deoxy-5-methyl-.ZV-(trifluoroacetyl)-, 3',5'—bisCtri^1

fluoroacetate)

529 C23H 5iN03Si5 56114-59M
Silanamine, Ar-[2-[3,4-bis[(trimethylsilyl)oxy]phenyl]-2-[(tri=:

methylsilyl)oxy] ethyl]— 1 ,1 ,1-trimethyl-AMtrimethylsilyl)-, (R)-

OS i Me

3

S i Me 3

I

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

529 C24Hi 9MnN0 2Sb 32826-12-3
Manganese, dicarbonyl-7r-pyrrolyl(triphenylstibine)-

0 : C : 0 SbPh 3

80-

60-

40-

20-

100

80

r 60-

40-

L-, ..
. .

11.

20-

0- Jl ii

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



3650 EPA/NIH MASS SPECTRAL DATA BASE 529

529 C 29H 56N3O4.F 55823-08-0
Piperidinium, l-[4-[acetyl[3-(acetylamino)propyl]amino]bu=
tyl]-2-(ll-methoxy-ll-oxoundecyl)-l-methyl-, fluoride, (R)~

530 C24H 23BrN205S 54966-53-9
20,21-Dinoraspidospermidin-10-one, l-[[(4-bromophenyi) =
sulfonyl]oxy]-5,19-didehydro-17-methoxy-

C
f/(CH2 )4N(Ac)(CH2 )3NHAc

jj^Me . F
-

^'(CH2 ) 10
C(0)0Me

100
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60

40

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

530 C 19HF 15O 4893-33-8
Benzenemethanol, 2,3,4,5,6-pentafluoro-a,a-bis(pentafluorophenyl)-

F
460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

530 C 26H5405Si3 55759-98-3
Cyclopentanepropanoic acid, 3,5-bis[(trimethylsilyl)oxy]-2-[3-

[(trimethylsilyl)oxy]-l-octenyl]-, methyl ester

OS i Me 3
OS 1 Me 3

I

CH=CHCH(CH2 ) 4 Me

M63SIO CH2 CH2 C( 0 ) OMe



531 EPA/NIH MASS SPECTRAL DATA BASE 3651

530 C 30H 30N 2O5S 23145-64-4
p-Benzotoluidide, 2-(N veratryl p-toluenesulfonamido)-

Me

531 CeHeClgNsSs 37424-91-2
1,3,5-Triazine, hexahydro-l,3,5-tris[(trichloromethyl)thio]-

Cl3CS x ^SCCl3

1

SCCI 3

531 C 14H 15I2NO3S 50267-19-1
2-Oxa-6-azatricyclo[3.3.1.1 3

.
7]decane, 4,8-diiodo-6-(phenyl=

sulfonyl)-, (1 a,3/3,4/3,5a,7/3,8a)-

PhS02

531 C 14H 15I2NO3S 50267-20-4
2-Oxa-6-azatricyclo[3. 3. 1.1T7

] decane, 4,8-diiodo-6-(phenyl=
sulfonyl)-, (la, 3/3, 4/3,5a, 7/3,8/3)-

Ph SO2



3652 EPA/NIH MASS SPECTRAL DATA BASE 531
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100-j —
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460 470 480 490 500 510 52a 530 540 550 560 570 580 590 600

531 C 14H 15I2NO3S 50267-21-5
2-Oxa-6-azatricyclo[3. 3.1.

1

3 '
7

] decane, 4,8-diiodo-6-(phenyl=
sulfonyl)-, (la, 3/3,4cv,5a, 7/3,8/3)-

531 C 28H37NO9 26833-85-2
Cephalotaxine, 4-methyl 2-hydroxy-2-(3-hydroxy-3-methyl=

butyl)butanedioate (ester), [3(1?)]-

PhS02

531 C2iH45N 305Si4 56666-34-3
Cytidine, tetrakis(trimethylsilyl) deriv.

HO OH

II
.

!

1 1.

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

.1, .1. 1 1. , i l l, .1.1.

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

: il 1. _

310 320 330 340 350 360 370
1 1 1 1 1 1 1 1

380 390 400 410 420 430 440 450

Me 2 COH CH 2 CH 2

Me OC( O) CH 2 C( OH ) C( O) O

531 C 28H37NO9 26833-86-3
Cephalotaxine, 4-methyl 2,3-dihydroxy-2-(3-methylbutyl)bu°

tanedioate (ester), [3(21?,3S)]-

Me 2 CHCH 2 CH 2
I



532 EPA/NIH MASS SPECTRAL DATA BASE 3653
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532 CisFisP 1259-35-4

Phosphine, tris(pentafluorophenyl)-

F
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532 CisHsFioSb 21041-56-5
Stibine, bis(pentafluorophenyl)phenyl-

F F

F

F

F F

532 C 28H2oCl 2Pd 12132-28-4
Palladium, dichloro( 1,2,3,4-tetraphenyl-l,3-cyclobutadiene)-

2

Pd

•Cl

Cl

100
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0
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0
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460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

532 C29H22AsMn02 31973-99-6
Manganese, dicarbonyl-7r-indenyl(triphenylarsine)-

CO CO

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



3654 EPA/NIH MASS SPECTRAL DATA BASE 532

100-1

80-

60-

40-

20-

0 i

1 —i
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1
r i r1 1

1 i
1

1 i
1

—

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

532 C 32H 52O6 43230-22-4
Z):A-Friedo-A(l)-nor-2,3-secooleanane-2,3,24-trioic acid, trimethyl

ester, (47?)—

532 C32H52O6 56143-29-4
Ergostan-6-one, 3,25-bis(acetyloxy)-5-hydroxy-, (3/3,5a)-

Me

100 -

80-

60-

40 -

20-

0 J •n 1
1

'

i
1 1 1 1 1 1 1 1 1 1 1 r—

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

532 CseHesOa 3687-45-4
9-0ctadecenoic acid (Z)-, 9-octadecenyl ester, (Z)-

Me ( CH2 ) 7 CH = CH ( CH2 ) 7 C( 0) 0( CHz | 8 CH = CH( CH2 ) 7 Me

534 C 13H6F 12O9 38424-94-1
D-Xylose, 2,3,4,5-tetrakis(trifluoroacetate)

OC( 0) CFs

ocio)CF3
I 1

FsCC( 0) OCH2 CHCHCH( CHO) OC( 0) CF3

534 C 13H6F 12O9 56942-82-6
D-Ribofuranose, tetrakis(trifluoroacetate)

F,CC(0)OCH2

i
^— 0C(0)CF

3

r
FjCC(0)O

1

0C(O)CF
3

.Mil . Ill-.I . . aJj .1. -
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150



534 EPA/NIH MASS SPECTRAL DATA BASE 3655

534 C 13H 6F 12O9 56942-83-7
D-Ribopyranose, tetrakis(trifluoroacetate)

F
3 cc(0)0

F3 CC(0)0

( V—0C(0)CF,

“Vi
0C(0)CF,

534 C 23H34O 14 33275-52-4
L-erythro- Hexonic acid, 2,4,6- trideoxy-3 0 -/? D- glucopyranosyl-,

methyl ester, pentaacetate

AC0CH2
CH 2C(0)0Me

J—0 OCHCHoCHMeOAc

0AcO
OAc

100

00

60

40

20

0

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

534 C26H 56Ga2N2 42777-04-8
Gallium, tetrakis(2-methylpropyl)di-^-l-piperidinyldi-

534 C29H5o05Si2 28371-18-8
Card-20(22)-enolide, 12,14-dihydroxy-3-[(trimethylsilyl)oxy]-,

(30,50,120)-

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 1 111 liiL .ill ,1 ill, J Ll L. UL J J1 1



3656 EPA/NIH MASS SPECTRAL DATA BASE 534

534 C31H 42N4O4 18067-39-5
Pentanamide, 2-(dimethylamino)-3-methyl-N-[7-(2-methyl=

propyl)-5,8”dioxo-3-phenyl-2-oxa-6,9-diazabicyclo[10.2.2]=:

hexadeca-10,12,14,15-tetraen-4-yl]-, [3ft-[3.R*,4iS*(2S*
J
=

3R*),1S*]]~

NMe2
I

NHCOCHCHMe CH 2 Me

Ph 0

0

534 C32H 36N4Ni 22925-21-9
Nickel, [2,8,12,18-tetraethyl-3,7,13,17-tetramethylporphinato(2-)]-

Et Et

534 C 34H 50N 2O3 34534-85-5
VH Cholest-2-eno[ 3,2-b] indole, 5'-methoxy-6-nitro-, (5a,6a)-

Me

534 C 36H70O2 17673-49-3
9-Octadecenoic acid (Z)~, octadecyl ester

Me ( CH 2 ) 1 7 OC( 0) { CH 2 ) 7 CH = CH ( CH 2 ) 7 Me



536 EPA/NIH MASS SPECTRAL DATA BASE 3657

100

80

80

40

20

0
460 470 480 490 500 510 520 530 540 550 560 570 560 590 600

534 C36H70O2 17673-50-6

Octadecanoic acid, 9-octadecenyl ester, (Z)-

Me ( CH2 ) 1 6 C( 0) 0( CH2 ) 8 CH = CH( CH2 ) 7 Me

534 C36H 70O 2 22393-92-6
Eicosanoic acid, 9-hexadecenyl ester, (Z)-

Me ( CH2 ) 1 e C( 0) 0( CH2 ) e CH = CH
(
CH2 ) 5 Me

534 C36H70O2 22522-34-5
9-Hexadecenoic acid, eicosyl ester, (Z)~

Me
(
CH2 ) 1 9 OC( 0) (

CH2 ) 7 CH = CH( CH2 ) 5 Me

536 36-88-4
Carotenes

STRUCTURE UNDEFINED

100

80

60

40

20

0

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

100

80

60

40

20

0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

100

80

60

40

20

0

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

t 1 t I T—“*T—“*“+
1 1 t 1 1



3658 EPA/NIH MASS SPECTRAL DATA BASE 536

536 C 16H 36M0N6O 4P 2 27342-90-1

Molybdenum, tetracarbonylbis(hexamethylphosphorous tri=

amide-P)-

NMe 2

I

PNMe2
I

NMe 2

CEO

536 Ci7H 36Ge4 41898-96-8
Germane, l,3-pentadiyn-l-yl-5-ylidynetetrakis[trimethyl-

GeMe 3

I

Me 3 Ge C E CC E CCGe Me 3

GeMe3

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

jpn

536 C25H28O 13 18449-70-2
/3-D-Glucopyranose, 2,3,4,6-tetraacetate l-[3-[4-(acetyloxy) =

phenyl]-2-propenoate]

536 Ci7H36Ge4 41898-95-7

Germane, 3,4-pentadien-l-yne-l,3-diyl-5-ylidenetetrakis[tri=

methyl-

GeMe 3

GeMe 3
I I

Me 3 GeCE CC : C : CGeMe 3

—i 1 1 1 1 1
1

1

1 ““
I

111111
1 1 1 1 1 1 1—

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

OAc



536 EPA/NIH MASS SPECTRAL DATA BASE 3659

536 CssHesOa 56247-57-5

3-Octanone, 8-(6-heneicosyl -2-methyl-l,3 dioxan-4-yl)-4 methyl-,

[4R [4«(fi*),6/3]]-

Me ( CH; J CH2 ) 4 CHMe COE t

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

536 C36H72O 2 2778-96—3
Octadecanoic acid, octadecyl ester

Me(CH2|i6C(0)0( CH2 ) 1 7 Me

536 C 36H 72O2 22413-01-0
Hexadecanoic acid, eicosyl ester

Me( CH2 ) 1 9 0C( O) ( CH2 ) 1 4 Me

536 C36H72O2 22413-05-4
Eicosanoic acid, hexadecyl ester

Me (
CH2

} 1 5 0C( 0) (CH2 ) 1 s Me

536 C 40H56 432-70-2

/?,e-Carotene

Me Me Me Me

100

80

60

40

20

0

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



3660 EPA/NIH MASS SPECTRAL DATA BASE 536

536 C 40H56 502-65-8

i/y^-Carotene

“i l

**r
—““*1

1 > 1
—

“

“
‘i

1 1 1 1 1 1

—

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

536 C40H 56 7235-40-7

13,(3-Carotene

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

537 C2iH33BrIN02 40572-26-7
Benzene, l-bromo-2,4,6-tris(2,2-dimethylpropyl)-3-iodo-5-nitro-

Br

CH2 CM6 3

1

CH2 CMe 3

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 Me



538 EPA/NIH MASS SPECTRAL DATA BASE 3661

538 Ci9H39N 208PSi3 32645-60-6

Thymidine, 3'-0-(trimethylsilyl)-, 5'—[bis(trimethylsilyl) phosphate]
538 C24Hi8Cr208 41424-18-4
Chromium, hexacarbonyl[

/
u-[(l,ll,12,13,14,15-)j:4,5,6,7,8,16-r;)-

methyl tricyclo[9.3.1.H8]hexadeca-l(15),4,6,8(16),ll,13-hexa=

ene-5-carboxylate] ]di—
,
stereoisomer

C(0)0Me

538 C2iH5o06Si5 14251-19-5
Inosose-2, l,3,4,5,6-pentakis-0-(trimethylsilyl)-, myo-

538 C 29H 30O 10 19314-74-0
4,2-Cresotic acid, 6-methoxy-, bimol. ester, methyl ester, 4,6-

dimethoxy-o-toluate

OMe OMe

OMe



3662 EPA/NIH MASS SPECTRAL DATA BASE 538

538 C32H28O4P2 25836-64-0
l,4-Diphosphorin-2,3-dicarboxylic acid, 1,1,4,4-tetrahydro-

1,1,4,4-tetraphenyl-, dimethyl ester

C( 0) OMe

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

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

538 C 32H52CI2O 2 55724-20-4
Gorgostan-3-ol, 5,6-dichloro-, acetate, (3/3,5a)-

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

538 C33H24M 11O 2P 31760-88-0
Manganese, dicarbonyl-7r-fluorenyl(triphenylphosphine)-

CO PPh,

538 C 33H47CIN2O2 38389-17-2
r/f-Cholest-2-eno [3,2 6] indole, 5'-chloro-6-nitro-, (5a,6a)-



538 EPA/NIH MASS SPECTRAL DATA BASE 3663

538 C34H66O4

Hexadecanoic acid, 1,2-ethanediyl ester

Me ( CH2 ) 1 4 C( 0) OCH2 CH2 0C( 0) ( CH2 ) 1 4 Me

624-03-3

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

538 C 35H 70O 3 34298-21-0
1,3-Dioxane, 5-(hexpdecyloxy)-2-pentadecyl-, cis-

0( CH 2 ) 1

5

Me

Me(CH 2 )i4

538 C 35H 70O3 34315-34-9
1,3-Dioxane, 5-(hexadecyloxy)-2-pentadecyl~, trans-

om CH2)i5Me

Me
(
CH 2 ) 1 4

40-

20-

—1

—

1—

1

1
1 1 r1——1

1 1 1 1 1 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

538 C 35H70O3

1,3-Dioxane, 4-(hexadecyloxy)-2-pentadecyl-
56599-40-7

Me
( CH 2 ) 1 4

0( CH 2 ) 1

5

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

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

538 C 36H 74O 2

Octadecane, l-[2-(hexadecyloxy)ethoxy]-

Me
(
CH 2 1 1 5 OCH 2 CH 2 0( CH 2 ) 1 7 Me

17367-10-1



3664 EPA/NIH MASS SPECTRAL DATA BASE 538

100 -]

80-

60-

40-

20-

0- L-HS . T T T , , _
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

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

539 C 16H 10F9N5O6 35170-10-6
Adenosine, 2'-deoxy-Ar-(trifluoroacetyl)-, 3',5'-bis(trifluoroacetate)

nhcocFj

,N

k i N>

F3 CC(0)0CH2

0

0C(0)CF,

539 C2iH53N05Si5 56248-46-5
D-Galactose, 2-deoxy-3,4,5,6-tetrakis-0-(trimethylsilyl)-2-

[ (trimethylsilyl)amino]
-

OS i Me 3

Me 3 Si 0 OS i Me

3

I I I

Me 3 S i NHCH( CHO) CHCHCHCH2 OS i Me

3

539 C28H 53N05Si2 24524-81-0
5-Heptenoic acid, 7-[5-oxo-3-(trimethylsiloxy)-2-[3-(tri=

methylsiloxy)-l-octenyl]cyclopentyl]-, methyl ester, 5-(0-
methyloxime)

OSIM63
OS 1 Me 3

I

CH:CHCH(CH2 )

4

Me*
Me ON CH2CH:CH(CH2 ) 3 C( O) OMe

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

539 C28H53N05Si2 57305-36-9

Pregnan-20-one, 3,ll-dihydroxy-17,21-bis[(trimethylsilyl)oxy]~,

O-methyloxime, (3a,

5

0,11/3)-

TMSO

Me |^CCH20TMS

100

80-

60-

40 -

20-

0 J
1 1 1 1 1 1 1 —1

1 H 1 “**T ^ 1
‘ 1 ‘l“

l

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



540 EPA/NIH MASS SPECTRAL DATA BASE 3665

—i r“ 1 r 1 r 1

“
i

1 1 1 1
1 i

1

—

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

539 C 32H36C 11N4 14055-18-6
Copper, [2,8,12,18-tetraethyl-3,7,13,17-tetramethyl-21/7,23H-

porphinato(2-)-lV21,iV22,lV23,7V24]-, (SP-4-1)-

540 C2oH 4807Si5 38165-95-6
Arabinaric acid, 2,3,4-tris-0-(trimethylsilyl)-, bis(trimethylsilyl)

ester

Et Et

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

540 CiaHigClHgOs 6641-37-8

d-D~Glucopyranoside, methyl 2-(chloromercurio)-2-deoxy-,
triacetate

CHjOAc

OS i Me

3

Me 3 S i 0 OS i Me 3

I I I

Me 3 S i OC( O) CHCHCHC( O) OS i Me

3

540 C2oH 4807Si5 57197-34-9
Ribaric acid, 2,3,4-tris-0-(trimethylsilyl)-, bis(trimethylsilyl) ester

OSi Me 3

Me 3 S i O OS i Me 3
I I I

Me 3 Si OC( O) CHCHCHC( O) OSiMe3



3666 EPA/NIH MASS SPECTRAL DATA BASE 540

100

80

60

40

20

0

100

80

60

40

20

0

540 C21H 3J 2 53173-11-8
Benzene, l,3,5-tris(2,2-dimethylpropyl)-2,4-diiodo-

1

CH2CM63

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

540 CaiffeOeSis 2775-90-8
/3-D-Glucopyranose, l,2,3,4,6-pentakis-0-(trimethylsilyl)-

ch 2otms

100

80-

60-

40 -

20-

0^
1 1

i 1
. . . . . . . .

1
. r-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

540 C2iH5206Si 5 3327-61-5
a-D-Glucopyranose, l,2,3,4,6-pentakis-0-(trimethylsilyl)-

ch2 otms

540 C2iH520eSi5 7045-52-5
/3-d- Galactofuranose, 1 ,2,3,5,6-pentakis-0-(trimethylsilyl)-

OTMS

OTMS

HCOTMS

CH2 0TMS



540 EPA/NIH MASS SPECTRAL DATA BASE 3667

540 C2iH520eSi5 19126-99-9

Glucopyranose, l,2,3,4,6-pentakis-0-(trimethylsilyl)-, D-

540 C2iH 5206Si5 32166-80-6
a-D-Galactopyranose, l,2,3,4,6-pentakis-0-(trimethylsilyl)-

ch2otms
TMSO J—

0

N
[ OTMS
OTMS

CHoOTMS
1—

0

j^TMSVOTMS

TMSCT (
OTMS

540 C2iH 5206Si5 24707-99-1
a-D-Mannopyranose, l,2,3,4»6-pentakis-0-(trimethylsilyl)-

CHoOTMS

j-Q/"

TMSO
m>\

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

540 C2iH5206Si5 32166-97-5
0-D-Galactopyranose, l,2,3,4,6-pentakis-0-(trimethylsilyl)-

ch2otms
TMSO )—O OTMS

(OTMS;



3668 EPA/NIH MASS SPECTRAL DATA BASE 540

540 C2iH5206Si5 53538-02-6
a-D-Fructopyranose, l,2,3,4,5-pentakis-0-(trimethylsilyl)-

MS

OTMS 540 C21H52O6S15
Talose, 2,3,4,5,6-pentakis-0-(trimethylsilyl)-

56192-85-9

540 C2iH5206Si5 56114-55-7
L-Altrose, 2,3,4,5,6-pentakis-0-(trimethylsilyl)-

OSi Me3

M63SIO OS i Me

3

I I I

Me 3 S i OCH(CHO) CHCHCHCH2 OS t Me

3

100

80-

60-

40-

0 -I
1 1 1 1 r 1

1

•
'

u
i‘

‘1 r 1.
1

• “ ‘"
i

*r *••
i

“ *
i

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

100
-j

80-

60-

40-

20-

o J——.
1 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

OS i Me

3

Me3Si 0 OS i Me

3

I I I

Me3 S i OCH( CHO) CHCHCHCH2 OSi Me3

540 C2iH5206Si5 56114-56-8
D-Altrose, 2,3,4,5,6-pentakis-0-(trimethylsilyl)-

540 C2iH5206Si5
Gulose, 2,3,4»5,6-pentakis-0-(trimethylsilyl)-

OSiMes

Me 3 S i 0 OS i Me 3
I

Me3 S i OCH(CHO) CHCHCHCH2 OS i Me3

56192-86-0

OSi Me

3

Me3 S i O OSi Me

3

I I I

Me3 S i OCH( CHO) CHCHCHCH2 OS i Me3

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 L .



540 EPA/NIH MASS SPECTRAL DATA BASE 3669

540 C 32H36N 4O 4 27800-00-6

5,10,15,20(22H,24//)-Porphinetetrone, 2,7,12,17-tetraethyl-

3,8,13,18-tetramethyl-

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

540 C32H36N4O4 27800-02-8
5,10,15,20(22/f,24/i)-Porphinetetrone, 2,3,7,17-tetraethyl-8,12,=

13,18-tetramethy1-

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

540 C 34H 52O5 4409-10-3
01ean-9(ll)-en-12-one, 3/3,28-dihydroxy-, diacetate

Me

540 C 34H52O5 39701-80-9
01ean-12-en-15-one, 3,28-bis(acetyloxy)-, (3/3)-

Me



3670 EPA/NIH MASS SPECTRAL DATA BASE 540

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

100

80

60

40

20

0
460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

540 C 34H 52O5 43230-93-9

D:A-Friedooleanane-l,3-dione, 2-acetyl-7-(acetyloxy)-, (7a)-

541 C 13CI 11

Methyl, chlorobis(pentachlorophenyl)-

3225-61-4

541 C 19H 16F9NO 7 55493-76-0
L-Tyrosine, N,0-bis(trifluoroacetyl)-3[(trifluoroacetyl)oxy]-, butyl

ester

F 3 CC(0) 0 .

NHCOCF 3

I

CH 2 CHC( 0) 0( CH 2 ) 3 Me

F3CC(0) 0

541 C 2iH55N05Si5 56196-64-6

D-Glucitol, 2-amino-2-deoxy-l ,3,4,5,6-pentakis-0-(trimethylsilyl)-

OSi

M

63

OSi Me 3

OS i Me 3

I

Me3 Si OCH2CH( NH2 ) CHCHCHCH2 OS i Me 3

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
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80
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542 EPA/NIH MASS SPECTRAL DATA BASE 3671

542 C 12H 12M02O8P 2 19662-42-1

Molybdenum, octacarbonylbis[/i-(dimethylphosphino)]di-, (Mo-Mo)

one c:o

\U- Mo .
\ /

542 C20H 4F 14O2 38795-55-0
Benzene, l,2,4,5-tetrafluoro-3,6-bis[(pentafluorophenoxy)methyl]-

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

542 Ci7HnBr2CuN304 55494-17-2
Copper, bis(4-bromo-3,5-cyclohexadiene-l,2-dione i-oximato-
AACHMpyridine)-

542 C24Hi4F8Fe02 55494-18-3
Ferrocene, l,l'-bis(2,3,4,5-tetrafluoro-6-methoxyphenyl)-



3672 EPA/NIH MASS SPECTRAL DATA BASE 542

100

80
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40

20

0

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

100

80

60

40

20

0
460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

542 C 24H 46O 13 32581-27-4
Xylitol, 0-2,3,4_tri-0-methyl-

i
3-D-xylopyranosyl-( l-*-3)-0-2,=

4-di-O-methyl-|0-D-xylopyranosyl-(l—*-3)-l,2,4,5-tetra-0-
methyl-, L-

CHgOMe

CHCH(OMe)CH(OMe)CH 2 OMe

OMe OMe

542 C 30H 22O 10 13861-94-4
6//,14//,2,4,9,ll-Tetraoxadibenzo[6c,fc/]coronene-6,14-dione,

1,3,3a,8,10, 10a-hexahydro-3a,7,10a, 13-tetrahydroxy-l, 3,8,10-

tetramethyl-,
[
lR-( la, 3/3,3aa,8a, 10/3,10aa)]-

542 CaoHaeFeNaOa 20559-31-3
Iron, trisIo-CN-propylformimidoyDphenolato]-

542 C32H62O4S 3288-83-3
Butyric acid, 4,4'-thiodi-, didodecyl ester

Me ( CH2 ) 1 1 OC( O) ( CH2 ) 3 S( CH2 ) 3 C( O) 0( CH2 ) 1 1 Me

100

80

60

40

20

0

100

80

60

40

20

0
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80

60

40

20

0

100

80

60

40

20

0



542 EPA/NIH MASS SPECTRAL DATA BASE 3673

542 CasHsoOe 53534-46-6

Lanost-9(ll)-en-18-oic acid, 3-(acetyloxy)-20-hydroxy-25-
methoxy-16-oxo-, 7-lactone, (3/3)-

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

542 C 34H 54O5 19533-98-3
Urs-12-en-28-oic acid, 2a,3/J,23-trihydroxy-, methyl ester, cyclic

3,23-acetal with acetone

1
lil! 1 llll llli .ill. HI, 1,1

, ,

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

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

542 C 34H 54O5 6593-58-4
Lanost-8-en-26-oic acid, 3a,12a-dihydroxy-24-methylene-, methyl

ester, 3-acetate

460 470 480 490 500 510 520 530 540 550 560 570 580 590

542 C 34H54O5 24041-72-3
Lanosta-7,9(ll)-diene-3d,l 8,20-triol, 3,18-diacetate, (20/2)—



3674 EPA/NIH MASS SPECTRAL DATA BASE 542
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542 C 34H 54O5 56114-50-2

01ean-12-en-28-oic acid, S-hydroxy-lS.ie-fil-methylethylid^
ene)bis(oxy)]-, methyl ester, (3/3,15a,16a)-

Me

543 C32H36N4OV 14055-20-0
Vanadium, oxo[2,7,12,17-tetraethyl-3,8,13,18-tetramethyl-

21//,23//-porphinato(2-)-iV21 ,iV22,7V23,A724]-, (SP-5-12)-

Me E t

310 320 330 340 350 360 37U 380 390 400 410 420 430 440 450

ll--
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544 C8Co2Hg0 8 13964-88-0
Cobalt, octacarbonyl(mercury)di-, (2Co-Hg)

CEO

OEC CEO

544 C 1&H26F6N 2O6S2 5283-00-1

L-Cystine, N,N'-bis(trifluoroacetyl)-, dibutyl ester

F3CCONH NHC0CF3
1 1

Me
(
CH2 ) 3 OC( 0 ) CHCH2 SSCH2 CHC( 0 ) 0 ( CH2 )

3

Me
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544 EPA/NIH MASS SPECTRAL DATA BASE 3675
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544 C2iH2o0 2PbS 47415-74-7

Plumbane, triphenyl[(2-propenylsulfinyl)oxy]-

H2C=CHCH2S( 0) OPbPh3

544 C 25H28N4O 10 752-13-6
Riboflavin, 2',3',4',5'-tetraacetate

OAc

OAc

OAc
I I

CH2CHCHCHCH2OAC

544 C 34H 56O5 24041-77-8
Lanostan-ll-one, 3/3, 18-dihydroxy-, diacetate, (20S)-

CH2 OAc

544 C 34H56O5 24041-78-9
Lanostan-ll-one, 3/3, 18-dihydroxy-, diacetate

0 CH 2 OAc
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3676 EPA/NIH MASS SPECTRAL DATA BASE 544

544 C 35H32N2O 4 56083-45-5
5,10-Azo-l,4-etheno-6,9-methanobenzo[6]biphenylene-2,3-di=

carboxylic acid, l,4,4a,4b,5,5a,6,9,9a,10,10a,10b-dodecahydro-

5, 10-diphenyl-, dimethyl ester

546 C 2iH25ClHg02 36794-32-8
Mercury, chloro(3,20-dioxopregna-l,4,6-trien-2-yl)-

545 C 29H 39NO9 26833-87-4
Cephalotaxine, 4-methyl 2-hydroxy-2-(4-hydroxy-4-methyl=

pentyl)butanedioate (ester), [3(R)]~

Me2COH( CH2
I 3

I

—1 r 1
—“*^1 t* 1

•““" -1
1
—

1 1 1 1 1

—

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

546 C24Hi2FioFe 55494-16-1
Ferrocene, l,l'-bis[(pentafluorophenyl)methyl]-



546 EPA/NIH MASS SPECTRAL DATA BASE 3677

546 C 33H30N4O4 56083-44-4
5,10-Azo-l,4-etheno-6,9-methanobenzo[6]biphenylene-2,3-di=

carboxylic acid, l,4,4a,4b,5,5a,6,9,9a,10,10a,10b-dodecahydro-

5,10-di-2-pyridinyl-, dimethyl ester

C( 0) OMe

C( 0) OMe

546 C 33H54O6 55570-88-2
Cholestane-2,3,19-triol, triacetate, (2a, 3/3,5a)-

Me

546 C33H6202Si2 33287-25-1
Silane, [[(3d,4d)-cholest-5-ene-3,4-diyl]bis(oxy)]bis[trimethyl-

1 1 1 1 1 1 r 1
—

1 1 1
1

1

—

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

546 C33H6202Si2 33287-26-2
Silane, [[(3/3,7d)-cholest-5-ene-3,7-diyl]bis(oxy)]bis[trimethyl-



3678 EPA/NIH MASS SPECTRAL DATA BASE 546

546 C33H6202Si2 33287-27-3
Silane, (cholest-5-en-30,25-ylenedioxy)bis[trimethyl-

Me
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546 C33H6202Si2 33403-39-3
Silane, [[(3|d,6/?)-cholest-4-ene-3,6-diyl]bis(oxy)]bis[trimethyl-

546 C4oH66 502-62-5
\p,^-Carotene, 7,7',8,8',ll,ir,12,12',15,15'-decahydro-

548 C 14H 8F 12O9 49561-09-3
a-L-Mannopyranose, 6-deoxy-, tetrakis(trifluoroacetate)

F.jCC(0)0 0C(0)CF 3



548 EPA/NIH MASS SPECTRAL DATA BASE 3679

548 CisFisOP 2729-11-5

Phosphine oxide, tris(pentafluorophenyl)-

F

548
Proceroside

C 29H40O 10 25323-74-4

;
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548 C29H52N204Si2 32206-60-3
Pregn-4-ene-3,20-dione, lld,21-bis(trimethylsiloxy)-, bis(0-
methyloxime)

,
lull

i

mL.iI.i iljL-j
(
Ll iiii|....iJll|n illim.ijlllliii
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548 C 24H36O 14 33275-51-3
L- erythro-Hexonh: acid, 2,4,6--trideoxy-3- 0-/1-D glucopyranosyl-,

ethyl ester, pentaacetate

AcOCH2
CH2C(0)0Et

)—0 0CHCH2CHMe0Ac

fcy
cO I

lL
t
,i,mlll|il4i.iiii|llllll.. ,n ..llllljlln lu.jllllllll.

|

l..lillli
1
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3680 EPA/NIH MASS SPECTRAL DATA BASE 548

548 C29H 52N 204Si2 57305-37-0
Pregn-4-ene-3,20-dione, ll,17-bis[(trimethylsilyl)oxy]-, bis(0-

methyloxime), (11(3)-
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548 C30H44O9 508-77-0
Card-20(22)-enolide, 3-[(2,6-dideoxy-3-O-methyl-0-D-n'6o-
hexopyranosyl)oxy]-5,14-dihydroxy-19-oxo-, (30,50)-

100-1 —
80-
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20-

0 ^
1 —r—“*i r 1

“
i i

1
1

•
i —i

1 1 1 1—
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548 C31H 40N4O 5 40135-65-7
7-Oxa-15,20,24,27-tetraazatetracyclo[13.9.6.28 >n .l 2 .6]tritriacon=

ta-2,4,6(33),8,10,12,31-heptaene-14,26-dione, 20-acetyl-5-
methoxy-, [S-(Z)]~

548
^

C31H48O4S2 24742-80-1
5a-Spirostan-15-one, 3(3 -hydroxy-, cyclic ethylene mercaptole,

acetate, (25R)-

Me Me



548 EPA/NIH MASS SPECTRAL DATA BASE 3681
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548 C 31H 48O8 56085-37-1

Cholan-24-oic acid, 3,7,12-tris(acetyloxy)-, methyl ester, (3a:,-

7 a:,12a)-

Me
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548 CsiH^Os 56087-14-0
Cholan-24-oic acid, 3,7,23-tris(acetyloxy)-, methyl ester, (3a,7a)-

548 C33H6402Si2 33283-15-7
Silane, [[(3d,5a)-cholestane-3,5-diyl]bis(oxy)]bis[trimethyl-

Me
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548 C33H6402Si2 33403-38-2
Silane, (5/3-cholestan-3d,6d-ylenedioxy)bis [trimethyl-

Me



3682 EPA/NIH MASS SPECTRAL DATA BASE 548

549 C 32H 43N3O5 55622-38-3
Benzenepropanamide, Ar-[4-[acetyl-l-propenylamino]butyl]-
4-methoxy-iV-[3-[[3-(4-methoxyphenyi)-l-oxo-2-prope ::=

nyl] amino] propyl]-

( CH2 ) 4 N( Ac ) CH : CHMe
I

CH2 CH2 CON ( CH2 ) 3 NHCOCH : CH

548 C 36H 24N2O4 31663-80-6
1,2,4,5-Benzenetetracarboxylic l,2:4,5-diimide, Ar,Ar'-bis(di=

phenylmethyl)-

—i f i
1 1 1 1 r i

1 1 1 1 1

—
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549 C 22H 23N5O8S 2 42362-44-7
Cyclohexanamine, N-[2,2-bis[(2,4-dinitrophenyl)thio]ethenyl]-

N-ethyl-
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MeO OMe

549 C 40H55N 34535-56-3
r/f-Cholest-2-eno[3,2-6 ] indole, l'-(phenylmethyl)-, (5a)-

Me



550 EPA/NIH MASS SPECTRAL DATA BASE 3683

549 C 40H55N 34535-57-4
l'//-Cholest-3-eno[3,4-b]indole, l'-(phenylmethyl)-, (5,8)-

CHMe ( CH 2 ) 3 CHMe 2

Me

549 C 40H55N 34535-58-5
l'Ef-Cholest-3-eno[3,4-6]indole, l'-(phenylmethyl)-, (5a)-

CHMe ( CH 2 )

3

CHMe 2

Me

CH 2 Ph

550 C8F 18O3S2 51735-74-1
1-Butanesulfinic acid, 1,1,2,2,3,3,4,4,4-nonafluoro-, anhydride

F3CCF2CF2CF2S(0)0S(0)CF2CF2CF2CF3

550 Ci 2Fe20i2Ru 20468-34-2
Ruthenium, tetracarbonyl(di-M-carbonylhexacarbonyldiiron)-,

(Fe-Fe)(2Fe-Ru)

co



3684 EPA/NIH MASS SPECTRAL DATA BASE 550

550 C 25H24F6O7 425-40-1

Pregna-l,4-diene-3,ll,20-trione, 17,21-dihydroxy-, bis(tri =
fluoroacetate)
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20

0

550 C29H 54N204Si2 57305-39-2
Pregnane-3,20-dione, ll,21-bis[(trimethylsilyl)oxy]-, bis(0-

methyloxime), (5a:, 11/3)-

'•*
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550 C29H54N 204Si2 57305-38-1
Pregnane-3,20-dione, 17,21-bis[(trimethylsilyl)oxy]-, bis(0-

methyloxime), (5/3)-

MeON

NOMe
TMSO

||

Me I/CCH2OTMS

1I.1L 1 1.L1

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
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550 CaoHssOsSL 33287-38-6
Silane, (pregn-5-ene-3/3,16a,20a-triyltrioxy)tris[trimethyl-



550 EPA/NIH MASS SPECTRAL DATA BASE 3685
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550 CsoHssOaSia 41164-19-6
Silane, [[(3/3,20S)-preg-5-ene-3,17,20-triyl]tris(oxy)]tris[trimethyl-

550 CsoHssOsSis 57305-40-5
Silane, [[(3/3,208) pregn 5-ene-3,20,21 -triyl]tris(oxy)tris[trimethyl-

MeaSi 0

550 C3iH,5804Si2 6818-41-3
5/3-Cholanic acid, 3a,12a-bis(trimethylsiloxy)-, methyl ester

Me

550 CseHvoOs 30760-04-4
Palmitic acid, 2-(l-octadecenyloxy)ethyl ester, (E)-

Me ( CH? ) 1 4 C( 0 ) OCH2 CH2 OCH : CH ( CH2 ) t 5 Me



3686 EPA/NIH MASS SPECTRAL DATA BASE 550

550 C 38H62O 2 19719-70-1

4-Norcaren-2-one, l,3,5-tri-£ert-butyl-3-[(l,3,5-tri-ierf-bu—

tyl-4-oxo-2,5-cyclohexadien-l-yl)methyl]-

Bu-I

550 C38H62Q2 25435-86-3
2,5-Cyclohexadien-l-one, 2,4,6-tri-tert-butyl-4-[(2,5,8-tri-

tert-butyl-l,3,5-cyclooctatrien-l-yl)oxy]-

t -Bu

Bu-t

550 C 40H 54O 432-68-8
/3,/3-Caroten-4-one

551 C 24H45N5O4S 13 32352-57-1

Adenosine, N-(3-methyl-2-butenyl)-2',3',5'-tris-0-(trimethylsilyl)-



552 EPA/NIH MASS SPECTRAL DATA BASE 3687
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0

551 C24H45Ns04Si3 32352-58-2

Adenosine, AM3-methyl-3-butenyl)-2',3',5'-tris-0-(trimethylsilyl)-

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

552 CiaHisFsIIrO 32661-01-1
Iridium, carbonyliodo(pentamethyl-7r-cyclopentadienyl)(tri=

fluoromethyl)-

552 C25H52N2C>2Si5 56114-58-0
l.ff-Indole-3-ethanamine, Ar.lV.l-trisItrimethylsilyll-S.e-bis0

[(trimethylsilyl)oxy]-

Me3S! O.

Me 3 S i O' CH2 CH2 NS I Me 3

I

Si Me3

552 CaoHeoOsSis 17846-09-2
Silane, (5/l-pregnane-3a,l 7,20a-triyltrioxy)tris[trimethyl-



3688 EPA/NIH MASS SPECTRAL DATA BASE 552

552 CaoHeoOaSis ‘ 33287-34-2
Silane, (5a-pregnane-3a,17,20/3-triyltrioxy)tris[trimethyl-

—r“
1 1 1 1 1 1

1
— -*

*i 1
"

i i i
1 1

—

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

552 CsoHeoOsSis 33287-36-4
Silane, (5a-pregnane-3/?,16a,20a:-triyltrioxy)tris[trimethyl-

Me

... .1 II,. 1,1,1.. ill l.I.i, .. ll.i i.'l., il.i.ln.

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

552 CsoHeoOaSis 33287-46-6
Silane, (5|8-pregnane-3a,ll/3,20/?-triyltrioxy)tris[trimethyl-

Me

552 CsoHeoOsSia 57305-41-6

Silane, [[(3a,5a,20S)-pregnane-3,17,20-triyl]tris(oxy)]tris[trimethyl-



552 EPA/NIH MASS SPECTRAL DATA BASE 3689
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552 CaoHeoOaSis 57305-42-7
Silane, [[(3/3,5a,20/?)-pregnane-3,17,20-triyl]tris(oxy)]tris[trimethyl-

552 C 34H32N8 18711-04-1
Pyrimido[5,4-d]pyrimidine, 2,4,6,8-tetra-o-toluidino-

CH(Me)OTMS

552 C34H25ORI1 31851-08-8
Rhodium, (r;5-2,4-cyclopentadien-l-yl) [(2,3,4,

5

-tj)-2,3,4,5-
tetraphenyl-2,4-cyclopentadien-l~one]-



3690 EPA/NIH MASS SPECTRAL DATA BASE 552

552 C 34H 32N8 18711-05-2

Pyrimido[5,4-d]pyrimidine, 2,4,6,8-tetra-m-toluidino-

552 C 35H68O4 41563-11-5
Hexadecanoic acid, (2-pentadecyl-l,3-dioxolan-4-yl)methyl ester

CH2 0C( 0 ) ( CH2 ) 1 4 Me

552 C35H68O4 41563-16-0
Hexadecanoic acid, 2-pentadecyl-l,3-dioxan-5-yl ester, cis-

552 C35H68O4 818-21-3

Hexadecanoic acid, 1,3-propanediyl ester

Me ( CH2 1 1 4 C( 0 ) 0 ( CH2 ) 3 OC( 0 ) ( CH2 ) 1 4 Me



552 EPA/NIH MASS SPECTRAL DATA BASE 3691

552 CasHesCL 41563-17-1

Hexadecanoic acid, 2-pentadecyl-l,3-dioxan-5-yl ester, trans-

OC(O) ( CH2 ) 1 4 Me

Me(CH 2 )i4

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

552
i/',i/'-Caroten-16-ol

C40H56O 19891-74-8

460 470 480 490 ,500 510 520 530 540 550 560 570 580 590 600

552 C 36H72O3

Hexadecanoic acid, 2-(octadecyloxy)ethyl ester

Me ( CH2 ) 1 4 C( O) OCH2 CH2 0( CH2 ) 1 7 Me

29899-13-6

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

552 C 36H72O3

Octadecanoic acid, 2-(hexadecyloxy)ethyl ester

Me
( CH 2 ) 1 6 C( 0) OCH2 CH2 0( CH2 ) 1 5 Me

34639-56-0

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



3692 EPA/NIH MASS SPECTRAL DATA BASE 553

553 C 17H 12F9N5O6 35170-12-8

Adenosine, 2'-deoxy-/V-methyWV-(trifluoroacetyl)-, 3',5'—bis

—

(trifluoroacetate)

0C(0)CFj

553 C 17H 12F9N5O6 35170-14-0

Acetamide, (V-[9-[2-deoxy-3,5-bis-0-(trifluoroacetyl)-/3-D-
eryt/iro-pentofuranosyl]-l,9-dihydro-l-methyl-6H-purin-6-
ylidene]-2,2,2-trifluoro-

553 C26H47N30eSi2 56272-05-0
Benzenamine, 2,4-dinitro-Af-[l-[[(trimethylsilyl)oxy]methyl]-

2-[(trimethylsilyl)oxy]-3-tridecenyl]-, [R-[R*,S*-(E)]]-

jfY
02N'

/^!5/^'N02

OS i Me 3
I

NHCHCHCH--CH( CH 2 ) 8 Me

553 C32H5iN03Si2 57305-14-3

Androst-5-en-17-one, 3,16-bis[(trimethylsilyl)oxy]-, 0-(phe=
nylmethyl)oxime, (3/3,16a)-

Me



554 EPA/NIH MASS SPECTRAL DATA BASE 3693

553 C32H5iN03Si2 57305-15-4
Androst-5-en-17-one, 3,16-bis[(trimethylsilyl)oxy]-, 0-(phe=

nylmethyl)oxime, (3/3,16/3)-

553 C32H5iN03Si 2 57325-80-1
Androst-5-en-17-one, 3,ll-bis[(trimethylsilyl)oxy]-, CMphe^

nylmethyl)oxime, (3/3,11/3)-
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553 C.32H5iN03Si2 57305-16-5
Androst-5-en-16-one, 3,17-bis[(trimethylsilyl)oxy]-, 0-(phe=
nylmethyBoxime, (3(3,17/3)-

554 C2iH5o07Si5 38165-98-9
arabmo-Hexaric acid, 2-deoxy-3,4,5-tris-0-(trimethylsilyl)-,

bis(trimethylsilyl) ester

Me3Si

0

OS i Me 3

NOCH2 Ph

100
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40

20

0

100
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40

20

0

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

II.I.1.I- - _
1 1 1 1 1 1 1 1 1 1 1 1 1 1 1

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

•L>r t
“

*r

OSi Me3

OS i Me 3

OSIM63
I I

Me3 S i OC( O) CH2 CHCHCHC( O) OS i Me

3

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



3694 EPA/NIH MASS SPECTRAL DATA BASE 554

554 C2iH 6o07Si5 38165r99-0

arabmo-Hexaric acid, 3-deoxy-2,4,5-tris-0-(trimethylsilyl)-,

bis(trimethylsilyl) ester

OSi Mes

Me3Si 0 OSIMB3
I I I

Me3Si OC( 0) CHCH2 CHCHC( 0) OS i Me3

460 470 480 490 500 510 520 530 540 550 560 570 560 590 600

554 C2iH5oOvSi5 38166-08-4
ri6o-5-Hexulosonic acid, 2,3,4,6-tetrakis-0-(trimethylsilyl)-,

trimethylsilyl ester

OS i Me

3

OS i Me 3

OSIM63
I I

Me 3 S i OCH2COCHCHCHC( O) OS i Mes

100 —
80-

60-

40-

20-

o-k* 1 1 1 1 1 1 1 1 *r 1
—-—i 1 1 1 1

—

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

554 C 2iH 5o07Si5 52842-24-7
d-D-Glucopyranuronic acid, l,2,3,4-tetrakis-0-(trimethylsilyl)-,

trimethylsilyl ester

C(0)0TMS

j—0 ?™s

(W
0

I

OTMS

554 C2iH5o07Si5 52842-25-8
a-D-Glucopyranuronic acid, l,2,3,4-tetrakis-0-(trimethylsilyl)-,

trimethylsilyl ester

C(0)0TMS

OTMS



554 EPA/NIH MASS SPECTRAL DATA BASE 3695
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i
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i 1 i
1

1 i i

460 470 400 490 500 510 520 530 540 550 560 570 500 590 600

554 C2iH5oCbSi5 56192-87-1
Galacturonic acid, 2,3,4,5-tetrakis-0-(trimethylsilyl)-, trimethylsilyl

ester

OSi Me3

Me 3 S I 0 0SIM63
I I I

MesSi OCH( CHO) CHCHCHC{ 0) OSI Me3

554 C 25H 30O 14 20688-96-4
Salirepin, hexaacetate

OAc

554 C 26H 20AI 2CLN 2 31390-30-4
Aluminum, tetrachlorobis[ju-(l,l-diphenylmethyleniminato)]di-

Phj>C.
,cr

_ *3/XN-Ak
„ - 1*3 1 ^cr
Cl—AI-NC

/ ^CPhj
cr

554 C28H34N4O4S2 13285-10-4
1-Naphthalenesulfonamide, Af.A/'-l^-butanediylbisfS-ldi^
methylamino)-



3696 EPA/NIH MASS SPECTRAL DATA BASE 554

100
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40

20

0

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

554 C 33H 38N 4O 4 17948-40-2

Butanamide, 2-(dimethylamino)-iV-[5,8-dioxo-3-phenyl-7-
(phenylmethyl)-2-oxa-6,9-diazabicyclo[10.2.2]hexadeca-10,~
12,14,15-tetraen-4-yl]-3-methyl-, [3R-[3R*,4S*(S*),7S*]]-

NM6 2

I

NHCOCHCHMe 2

Ph 0

CH 2 Ph

0
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40

20

0
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0
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0

100

80
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40
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0

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

554 C 33H 46O7 20987-32-0
Bufa-20,22-dienolide, 14,15-epoxy-3-[(8-methoxy-l,8-dioxo=

octyl)oxy]-, (3/3,5/3,15/3)-

MeOC(O) (CH2)6C(0)0

IliJ, llUlLLiJi

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

554 C 33H62O6 621-71-6
Decanoic acid, 1,2,3-propanetriyl ester

OC( 0) ( CH 2 ) 8 Me

Me ( CH 2 ) e C( 0) OCH 2 CHCH 2 OC( 0) ( CH 2 ) e Me

554 C40H58O 105-92-0

i7,i/'-Carotene, 1 ,2-dihydro-l-hydroxy-



555 EPA/NIH MASS SPECTRAL DATA BASE 3697

555 C 16H 10F9N5O 7 35170-11-7
Guanosine, 2'-deoxy N (fcrifluoroacetyl)-, 3',5'-bis(trifluoroacetate)

555 C 26H33N7O7 57237-91-9
Glycine, AT-[ALdN-[Ar-[N-[./V-[[./V-(dimethylamino)-l-na :=:

phthalenyl]methylene]glycyl] glycyl] glycyl] glycyl] glycyl]-, methyl
ester

CH=NCH
2
(C0NHCH2) 5 C(0) OMe

100 —
80 -

60-

40 -

20-

ol 1 1 1 1 1 , ,
,J

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

555 C32H53N03Si2 57305-17-6
Androstan-17-one, 3,ll-bis[(trimethylsilyl)oxy]-, 0-(phenyl=

methyl)oxime, (3a,5d,ll/3)_

Me

555 C 32H53NO3S 12 57305-18-7
Androstan-17-one, 3,ll-bis[(trimethylsilyl)oxy]-, 0-(phenyl=
methyl)oxime, (3a,5a,ll/3)_

Me

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



3698 EPA/NIH MASS SPECTRAL DATA BASE 555

100 n 100 -]

80- 80-

60- 60-

40 - 40-

20-

0 -

20-

0- ll.l.lll). ..l.iLullI
|

lil.
|

-y l-j.

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

556 C 13H4C04O 10

Cobalt, decacarbonyl(propyne)tetra-

12563-77-8

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

556 C27H42Br20 2

5a-Spirostan, 23,23-dibromo-, (22S,25R)~

24744-26-1

Me \ 0 T

Co4(CO)10(MeC=CH)
Me

J J— o r\

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

556 C23H 23BrF604 56438-20-1
Estra-l,3,5(10)-triene-3,17-diol, 2-bromo-l-methyl-, bis(tri=

fluoroacetate), (17/3)-
556 C29H 49IO2 56052-90—5
Cholestan-3-one, 2-iodo-, cyclic 1,2-ethanediyl acetal, (2a,5a)-

T T 7 ^ 1.
,

. -1
1,

llJ.il. J.l.l.
,

l-l..| .,1. ..illyl.l.

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 1 1 l.l III' ill .. ill.

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



556 EPA/NIH MASS SPECTRAL DATA BASE 3699

556 C 32H44O8 55637-45-1
Pregnan-3-one, 12 -(acetyloxy)-20-(benzoyloxy)- 14,17 -dihydroxy-,

cyclic 3-(l,2-ethanediyl acetal)

AcO HO CH(Me)0C(0)Ph
Me'

,1. .. .i- l.i... i.i.i i L.i.inii i.i.i.i. L_
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

1. .. . 1 , , i. L .i. .i. i. i

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

556 C34H 52O6 15018-86-7
Urs-12-ene-27,28-dioic acid, 3/3-hydroxy-, dimethyl ester, acetate

Me

556 C 34H 52O6 20089-73-0
Urs-12-en-28-oic acid, 2 -hydroxy-3,23-[(l -methylethylidene)=

bis(oxy)]-ll-oxo-, methyl ester, (2a, 3/3,4a)-

HO



3700 EPA/NIH MASS SPECTRAL DATA BASE 556

556 C 34H 52O6 56298-05-6

Lanost-8-ene-7 ,1 1-dione, 3,18-bis(acetyloxy)-, (3j8,20£)-

CH2OAC

556 C 36H48N2O3 32095-52-6

Benzamide, /V~(18-benzamido-20/3-hydroxy-5a-pregnan-3|8-
yl)-/V-methyl-

557 C24H43N0 8Si3 55591-02-1
d-D-Glucopyranosiduronic acid, 4-(acetylamino)phenyl 2,3,4-

tris-O-(trimethylsilyl)-, methyl ester

OTMS

557 C 32H 39N5O4 52617-27-3

5,8-Ethenopyrrolo [3,2-5] [1,5,8] oxadiazacyclotetradecine 12,15 =

(1/7,1 l/7)-dione, l-[2-(dimethylamino)-3-(l/7-indol-3-yl)-
l-oxopropyl]-2,3,3a,13,14,15a-hexahydro- 13-(2-methylpropyl)-

CH2 NHCOPh



558 EPA/NIH MASS SPECTRAL DATA BASE 3701

558 C12CI10S2

Disulfide, bis(pentachlorophenyl)

22441-21-0

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

558 C26H30N4O10
Riboflavin, 3-methyl-, 2',3',4',5'-tetraacetate

21066-33-1

OAc

OAc

OAc
I I

CH2CHCHCHCH2 OAc
Iw:

JllL -Hill. ililil.

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

: Jli il It. A II. . -mill.. Jl
1 1 1 1 1 1 1 1

160 170 180 190 200 210 220 230 240 250 260 2 0 280 290 300

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

558
Populin, tetraacetate

C28H30O12 17019-76-0

AcOH,C
Ph(0)C0H 2C

LrO
..V

OAc

558 C28H30O12 18449-66-6
Tremuloidin, tetraacetate



3702 EPA/NIH MASS SPECTRAL DATA BASE 558

558 C28H580sSi3 55759-96-1
Cyclopentanepentanoic acid, 3,5-bis[(trimethylsilyl)oxy]-2-[3-

,[(trimethylsilyl)oxy]-l-octenyl]-, methyl ester

100 J
80 -

60 -

40 -

20-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

80-

60-

40-

20-

.. 1 I 1 .

.
, ,

1.1. .i., ,1.
,

l|

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

558 C 34H 54O6 56312-73-3
Ergost-7-ene-3,6,23-triol, triacetate, (3/3,5a,6a,23/?)-

OS i Me3 __

.

OS i Me

3

I

CH = CHCH ( CH2 ) 4 Me

Me 3 S i 0 ( CH2 ) 4 C( 0) OMe

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

558 C 34H 54O6 56298-06-7
Lanostane-7,ll-dione, 3,18-bis(acetyloxy)-, (3/3,20^)—

559 C 17H 11F 14NO4 55429-08—8
Butanamide, 2,2,3,3,4,4,4-heptafluoro-ZV-(2,2,3,3,4,4,4-hepta=

fluoro-l-oxobutyl)-iV-[2-(4-hydroxy-3-methoxyphenyl)ethyl]-

COCF2CF2CF3



560 EPA/NIH MASS SPECTRAL DATA BASE 3703

559 C 17H 11F 14NO 4 55429-09-9
Butanamide, 2,2,3,3,4,4,4-heptafluoro-./V-(2,2,3,3,4,4,4-hepta=

fluoro-l-oxobutyl)-/V-[2-(3-hydroxy-4-methoxyphenyl)ethyl]-

HO.

COCF2CF2CF3
I

CH2CH2NCOCF2CF2CF3

560 CioHi2Br2Fe20eP2 15488-27-4
Iron, dibromohexacarbonylhis[//-(dimethylphosphino)]di-

100

80

60

40

20

0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

560 C 30H 40O 10 29610-97-7
Carda-16,20(22)-dienolide, 3-[ (4,6-dideoxy-3-0-methylhexo=

pyranos-2-ulos-l-yl)oxy]-6,ll,14(or 7,ll,14)-trihydroxy-12-oxo-,

(3/3, 5/3, 11a)-

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

1 Illlll llli.i.I.lllll Li
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

ill.. ..nil, •'lli . i. -illll.— - -»<Nl- • _JL_
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

CO CO
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L
,

,i
, ,

i,
,

—i
1
——i

i r1
1 H 1

——i
1 H 1 1 1

—

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

560 C33H6o03Si2 54965-95-6
Cholest-5-en-22-one, 3,26-bis[(trimethylsilyl)oxy]-, (3/3,25/?)—

Me



3704 EPA/NIH MASS SPECTRAL DATA BASE 560

. .1. . 1. .1 1 .Il>. .. 1... „
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560 C35H 60O5 38404-89-6

Cholestan-6-one, 3-[2-(acetyloxy)propoxy]-, cyclic 1,2-propanediyl

acetal, (3/3,5«)-

CH2 ) 3 CHMe2

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

y

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

560 C 37H 25CIN4 36858-31-
2/f-Naphtho[l,2-d] triazole, 2-[l-(4-chlorophenyl)-l,4-di

hydro-2,3-diphenyl-7-quinolinyl]-

561 C 40H51NO 55429-14-6
l'//-Cholesta-2,4-dieno[3,2-5]indol-6-one, l'-(phenylmethyl)-

562 CisHaeSio
.

57274-54-1

2,4,6,8-Tetrathiatricyclo[3.3.1.1 3 '7]decane, 1,1 '—dithiobis [3,5,7—

trimethyl-

100—
80-

60-

40-

20-

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



562 EPA/NIH MASS SPECTRAL DATA BASE 3705
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562 C24H3oBe4Oi3 56377-87-8
Beryllium, hexakis[jU-(2-butenoato-0:0')]-M4-oxotetra-

562 C 24H3oBe4Oi3 56377-88-9
Beryllium, hexakisfM-(3-butenoato-0:0')]-M4-oxotetra-

562 C28H620sSi3 56196-69-1
Octadecanoic acid, 10,12,13-tris[(trimethylsilyl)oxy]-, methyl ester

OS i Me 3

OSi Me3

OSIMes
I I

MeOC( O) ( CH2 )

8

CHCH2 CHCH( CH2 )

4

Me



3706 EPA/NIH MASS SPECTRAL DATA BASE 562

562 C29H5oN 205Si2 57305-43-8
Pregn-4-ene-3,ll,20-trione, 17,21-bis[(trimethylsilyl)oxy]-, 3,=

20-bis(O-methyloxime)

TMSO CCHoOTMS

MeON'

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

562 C30H420 10 38890-62-9
Card-20(22)-enolide, 3-[(4,6-dideoxy-3-0-methylhexopyra=

nos 2 ulos-l-yl)oxy] 6,1 1,14 (or 7,ll,14)-trihydroxy-12-oxo-,

(3d, 11a)-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

iL—(*L li 1 r-“L-

460 470 480 490 500 510 520 530 540 550 560 570 580 590

562
Pseudotiliarine

C35H34N2O5 26426-60-8

+2Me

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

562
Nortiliacorine A

C35H34N2O5 27577-49-7

-1 1 r-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



562 EPA/NIH MASS SPECTRAL DATA BASE 3707

562 C 38H 74O2 17367-13-4
9-Octadecene, l,l'-[l,2-ethanediylbis(oxy)]bis-, (Z,Z)~

Me ( CH2 ) 7 CH = CH (
CH2 ) e 0CH2 CH2 0( CH2 1 8 CH = CH( CH2 ) 7 Me

562 C38H74O2 22393-88-0
Oleic acid, eicosyl ester

Me ( CH2 ) 1 9 OC< 0) ( CH2 ) 7 CH = CH( CH2 ) 7 Me

100

80

60

40

20

0

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

562 C 38H74O2 22393-96-0
Eicosanoic acid, 9-octadecenyl ester, (Z)-

Me
( CH2 ) 1 8 C( 0) 0( CH2 ) 8 CH = CH( CH2 ) 7 Me

562 C40H50O2 116-30-3
4,5'-refro-d,/3-Carotene-3,3'-dione, 4',5'-didehydro-



3708 EPA/NIH MASS SPECTRAL DATA BASE 562

562 C-toHeeO 33569-79-8
2,6,10,14,18,22,26,30-Dotriacontaoctaen-l-ol, 3,7,11,15,19,23,=

27,31-octamethyl-, (all-E)-

Me 2 C=CHCH 2(CH 2 CMe=CHCH 2 ) 7
OH

562 C 4oH82 13897-20-6
Octatriacontane, 3,5-dimethyl-

Me ( CH2 ) 3 2 CHMe CH2 CHMe CH2 Me

563 C24H34F5N03Si3 55429-13-5
Benzeneethanamine, 7V-[(pentafluorophenyl)methylene]-/?,3,4-

tris[(trimethylsilyl)oxy]~

F

563 C40H53NO 38389-04-7
l'/f-Cholest-2-eno[3,2-5]indol-6-one, l'-(phenylmethyl)-, (5a)-

Me



564 EPA/NIH MASS SPECTRAL DATA BASE 3709

564 Ci5H 22HgOio 35822-13-0

/3-D-Glucopyranoside, methyl 2-[(acetyloxy)mercurio]-2-deoxy-,

triacetate

564 Ci8Hi2Fe20i4 41551-07-9
Iron, hexacarbonyl[M-[(l,2,3,4-7/:l,4-)))-l,2,3,4-tetrakis(meth=

oxycarbonyl)-l,3-butadiene-l,4-diyl]]di-, (Fe-Fe)

HgOAc

564 CisFisPS
Phosphine sulfide, tris(pentafluorophenyl)-

5853-63-4

564 C 26H 28O 14 55822-94-1
Cyclohexanecarboxylic acid, l,3,4-tris(acetyloxy)-5-[[3-[3,4-

bis(acetyloxy)phenyl]-l-oxo-2-propenyl]oxy]-, [l/Mla^a,0
4a,5/8)]-

OAc

AcO CO2H
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20

0
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3710 EPA/NIH MASS SPECTRAL DATA BASE 564

564 C 29H 52N 2O5S 12 57305-44-9
Pregn-4-ene-3,20-dione, ll-hydroxy-17,21-bis[(trimethyl=

silyl)oxy]-, bis(O-methyloxime), (1 1/3)—

NOMe
TMSO

Me I^CCHjOTMS

564 CaoHseCLSia 40822-87-5
Pregn-5-en-ll-one, 3,17,20-tris[(trimethylsilyl)oxy]-, (3/3,20S)-

490 500 510 520 530 540 550 560 570 580 590 600

564 CaoHseCLSis 57305-25-6
Pregn-5-en-ll-one, 3,17,20-tris[(trimethylsilyl)oxy]-, (3/3,20R)-

TMSO

Me I ^CH(Me)0TMS

460 470 480 490 500 510 520 530 540 550 560 570 580 590

564 C33H64O3S12 40272-82-0

Cholestan-5-ol, 3,6-bis[(trimethylsilyl)oxy]-, (3/3,5a,6/3)-

Me3Si 0



564 EPA/NIH MASS SPECTRAL DATA BASE 3711

564 C 38H 44O 4 28275-20-9
3-Cyclopentene-l,2-dione, 4,4'-(3,7,12,16-tetramethyl-l,3,5,7, :::

9, 11, 13, 15, 17-octadecanonaene-l,18-diyl)bis[3, 5,5-trimethyl-,

(all-E)-

564 C38H52N4 56630-82-1
217/,23/f-Porphine, 2 )3,7,8,12,13,17,18-octaethyl-22,24-di =

hydro-21,23-dimethyl-

100
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60

40

20

0

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

564 C 38H 76O2 17367-12-3
9-Octadecene, l-[2-(octadecyloxy)ethoxy]-, (Z)-

Me
(
CH2 ) 1 7 OCH2 CH2 0( CH2 ) 8 CH = CH( CH2 ) 7 Me

564 C38H76O2 22413-02-1
Octadecanoic acid, eicosyl ester

Me ( CH2 ) 1 e C( 0) 0( CH2 ) 1 9 Me
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20

0
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3712 EPA/NIH MASS SPECTRAL DATA BASE 564

100

80 -

60-
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0 1
—*~-r 1 1 1 r*“ 1 “*n—*^-r 1

—^““1 1 1 1—
460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

564 C38H76O2 22432-79-7
Eicosanoic acid, octadecyl ester

Me ( CH2 ) 1 7 OC( 0| ( CH2 ) 1 8 Me

564 C 38H76O2 56599-41-8
9-Octadecene, l-[2-(octadecyloxy)ethoxy]-

Me
( CH2 ) 1 7 OCH2 CH2 0( CH2 ) 8 CH = CH ( CH2 ) 7 Me

564 C40H52O2 514-78-3
/?,/J-Carotene-4,4'-dione

Me Me

565 BrsCINsPs 15608-37-4
1,3,5,2,4,6-Triazatriphosphorine, 2,2,4,4,6-pentabromo-6-

chloro-2,2,4,4,6,6-hexahydro-

B r Cl
Br ~-Xp^

N
5-p<-Br

H I

N. ,,N
P

'\



565 EPA/NIH MASS SPECTRAL DATA BASE 3713

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

565 CasHseNOsP 3436-44-0

3,5,9-Trioxa-4-phosphanonadecan-l-aminium, 4-hydroxy-
7V^V^V-trimethyl-10-oxo-7-[(l-oxodecyl)oxy]-, hydroxide, inner

salt, 4-oxide, (i?)-

Me ( CH 2 ) a C( 0) 0 0-

Me { CH 2 ) e C( 0) 0CH2 CHCH 2 OPOCH 2 CH 2

0

565 C 40H55NO 34535-62-1
l'//-Cholest-2-eno[3,2-5] indole, 5'-(phenylmethoxy)-, (5a)-

PhCH2 0

100 -1

Me 80-

60-

N + Me 40-

20-
1

0- 1 1 1 1 r t
• ‘ ‘—

“*t
Lj r"*1,—1—‘‘-r—“**r i-——1

1

—

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

100-1

80-

60-

1 |

I

40-

T ,
jlL

1
—

i

W| ‘‘W * 1
,
11... Ii...... -l.i.l, —j

—

20-

0- —jL -**1 »
*T*** 1 1

——“1 "‘l" 1
1 T 1

—

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

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

565 C30H55N5O 5 38184-76-8
Cyclic(L-isoleucyl-L-leucyl-L-isoleucyl-L-leucyl-L-leucyl)

Bu -s

565 C40H55NO 55429-16-8
l'H-Cholest-3-eno[4,3-5]indole, 5'-(phenylmethoxy)-, (5/3)-



3714 EPA/NIH MASS SPECTRAL DATA BASE 566

566 C 22H54N2O5SU 56247-64-4

Hexanedioic acid, 5-[bis(trimethylsilyl)amino]-2-[[bis(tri~
methylsilyl)amino]methyl]~2-[(trimethylsilyl)oxy]-

Me3Si OS i Me 3 Si Me 3

I I I

Me3 S i NCH( CO2 H ) CH2 CH2 C( CO2H) CH2 NS i Me3

566 CsoHssCUSis 55557-06-7
Pregnan-ll-one, 3,17,20-tris[(trimethylsilyl)oxy]-, (3a,5/3,20S)-

566 CsoHssCLSis 56196-42-0
Pregnan-20-one, 3,ll,21-tris[(trimethylsilyl)oxy]-, (3a, 5/3, 11/3)-

566 C3oH5804Si3 56248-33-0
Pregn-20-en-ll-ol, 3,20,21-tris[(trimethylsilyl)oxy]-, (3a,5/3, 11/3)-

Me 3 S i

0



566 EPA/NIH MASS SPECTRAL DATA BASE 3715

566 CsoHssCLSia 57377-54-5
Pregnan-ll-one, 3,20,21-tris[(trimethylsilyl)oxy]-, (3a,5j3,20S)-

...
,

1 .. 1 . iLxi ,.1.1.1.... ...I.i.i.i LU ill. 1.1.

10 20 30 40 50 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

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

566 C3oH 5804Si3 57397-18-9
Pregnan-20-one, 3,ll,21-tris[(trimethylsilyl)oxy]-, (3a,5a, 11/1)-

COCH2 OSi Me3

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

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

610 620 630 640 650 660 670 700 710 720 730 740 750

566 C 30H 58O4S 13 57397-20-3
Pregnan-20-one, 3,17,21-tris[(trimethylsilyl)oxy]-, (3a,5/1)-

TMSO'

OTMS
Me D-COCH2OTMS

J.lll I |..i,l,l,l|l ,Jll
[

[llilll,l|lil.l ..ijlllln i,l llliiL
, iJJjlii . I,l[

I I 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

1
“1 V r1- ll. . 1.1, 1,1. III. —, 4- 11-

,

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

./.ll
, ,

1,. ill 1, II.

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

C 32H22O 10 481-46-9566
4ff-l-Benzopyran-4-one, 5,7-dihydroxy-8-[5-(5-hydroxy-7-
methoxy-4-oxo-4//-l-benzopyran-2-yl)-2-methoxyphenyl]-
2-(4-hydroxyphenyl)-

1

lOO-i

80-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300 60-

40-



3716 EPA/NIH MASS SPECTRAL DATA BASE 566

566 C 36H70O4

Stearic acid, 2-hydroxyethyl ester palmitate

Me { CH2 ) 1 4 C( 0) OCH2 CH2 0C( 0) (CH 2 )i 6 Me

26158-81-6

566 C36H70O4

Hexadecanoic acid, 1,4-butanediyl ester

Me ( CH2 ) 1 4 C( 0) 0( CH2 ) 4 0C( 0) ( CH2 ) 1 4 Me

26719-63-1

566 C36H70O4

Palmitic acid, 1-methyltrimethylene ester

Me ( CH2 ) 1 4 C ( 0) OCHMe CH 2 CH2 OC ( 0) ( CH2 ) 1 4 Me

33599-10-9

, 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

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

566 C36H70O4

Tetratriacontanedioic acid, dimethyl ester

MeOC(O) (CH2)32C(0)0Me

55429-46-4

566 C 36H 70O4 56630-27-4

Hexadecanoic acid, l,l-dimethyl-l,2-ethanediyl ester

Me ( CH2 ) 1 4 C( 0) OCH2 CMe 2 OC( 0) ( CH2 ) 1 4 Me

90 100 110 120 130 140 150



567 EPA/NIH MASS SPECTRAL DATA BASE 3717

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

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

566 C 41H 58O 5085-16-5

l/'.i/'-Carotene, 3,4-didehydro-l,2-dihydro-l-methoxy-
567 C 6HiiN 3.2C1H 6481-48-7
l/f-Imidazole-4-ethanamine, 1-methyl-, dihydrochloride

Me Me /NN/ CH2CH2nh2

• 2HCI
-N—

'

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

567 C6H 11N3 . 2CIH 16503-22-3
lH-Imidazole-4-ethanamine, 7V-methyl-, dihydrochloride

OrHN '

567 C6HiiN3.2C1H 24160-35-8
If/ Imidazole-4-ethanamine, /3-methyl-, dihydrochloride

N XHMeCHoNH, . 2HCI

fjr
HN —*

566 C43H 34O 55937-91-2
1 ,4'9,10-Dimethanoanthracen-12-one, 1 l-(diphenylmethylene)-

l,4,4a,9,9a,10-hexahydro-9,10-dimethyl-2,3-diphenyl-

100

80

60

40

20

0

567 C6HhN3.2C1H 36376-45-1
l//-Imidazole-4-ethanamine, 2-methyl-, dihydrochloride

100

80

60

40

20

0

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



3718 EPA/NIH MASS SPECTRAL DATA BASE 567

567 C6HhN3.2C1H 36376-47-3
liL-Imidazole-4-ethanamine, 5-methyl-, dihydrochloride

568 C12H10CI2N2 .2CIH 612-83-9
[l,r-Biphenyl]-4,4'-diamine, 3,3'-dichloro-, dihydrochloride

. . xh,ch 2
nh

22
• 2 HCI

\L_

100-1

. ll.
,

nil.
,

IL ,1..
,

4 1 -I-
, , ,

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

567 C6HhN3.2C1H 36376-49-5
l.H-Imidazole-4-ethanamine, a-methyl-, dihydrochloride

/NN/CH2CH(NH2)Me

hCJj * 2hci

L i_lL n J

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

567 C 32H61N3O5 16859-09-9
Leucine, !V-(lV2,iV5-didecanoyl I, -ornithyl)-, methyl ester, L-

Me 2 CHCH 2 NHCO( CH 2 ) a Me
I I

MeOC( 0) CHNHCOCHI CH 2 |

3

NHCO( CH 2 ) e Me

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

568 C22H 5207Si5 10589-41-0
D-glycero-D-gulo-Heptonic acid, 2,3,5,6,7-pentakis-0-(tri=

methylsilyl)-, y-lactone

o

OTMS
OTMS

HCOTMS

I

HCOTMS

I

h2cotms

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600



568 EPA/NIH MASS SPECTRAL DATA BASE 3719

568 C22H,5207Si5 27531-31-3

D-g/ycero-L-manno-Heptonic acid, 2,3,5,6,7-pentakis-0-(tri=

methylsilyl)-, y-lactone

OTMS
OTMS

TMSOCH

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

568 C27H490sPSi3 33745-64-1
Estra-l,3,5(10)-trien-3-ol, 17/3-(trimet.hylsiloxy)-, bis(trimethylsilyl)

phosphate

HCOTMS

I

CHpOTMS

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

568 C 27H49O 5PS 13 33745-63-0
Estra l,3,5(10)-trien-17/3 ol, 3-(trimethylsiloxy)-, bis(trimethylsilyl)

phosphate

Me 3 S i

O

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

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

568 C29H560sSi3 39003-20-8
Prosta-5,ll-dien-l-oic acid, 9-oxo-ll,15-bis[(trimethylsilyl)oxy]-,

trimethylsilyl ester, (5Z,lla,13E,15S)-

OS i Me

3

OS i Me 3

-CH = CHCH( CH 2 ) 4 Me

uj i ivie 3

CH2CH = CH( CH2 )3C(0) OS i Me

3

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

.. ,|l i 1 ill i ijllli. lil.ll.j

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

160 170 180 1 10 200 210 220 230 240 250 260 270 280 290 300



3720 EPA/NIH MASS SPECTRAL DATA BASE 568

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

568 C29H560sSi3 56248-53-4
Prosta-7,13-dien-l-oic acid, 6,9-epoxy-ll,15-bis[(trimethyl=

silyDoxy]-, trimethylsilyl ester, (13£,15S)-

Me 3 S i 0

Me ( CH2 ) 4 CHCH ' CH

Me 3 S i

0

( CH2 ) 4 C( 0) OSi M63

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

568 CssHesOs 502-52-3
Hexadecanoic acid, 2-hydroxy-l,3-propanediyl ester

Me ( CH2 ) i 4 C( 0 )
OCH2 CH( OH) CH2 0C{ 0) ( CH2 ) 1 4 Me

568 CssHesOs 761-35-3
Hexadecanoic acid, l-(hydroxymethyl)-l,2-ethanediyl ester

CH20H
1

Me ( CH2 ) 1 4 C( 0) OCH2 CHOC( 0) ( CH2 ) 1 4 Me

568 C40H 56O 2 127-40-2
d,<-Carotene-3,3'-diol, (3R,3’R,6'R)~

100 110 120 130 140 150



568 EPA/NIH MASS SPECTRAL DATA BASE 3721

100

80-

60-

:J1 [l.iJililil 1,1.1. 1... ..I...

40-

20-

0-
1 1

1 1 1 1 1 1 1 1 1 1 r 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 n 100-]

80- 80-

60- 60-

40 - 40-

20- 20-
I

o-l 0 -J U
460 470 480 490 500 510 520 *530 540 550 560 570 580 590 600

568 C40H 56O2 16795-87-2
fti/'-Carotene, 3',4'-didehydro-l',2'-dihydro-l',2'-dihydroxy-

Me Me Me

3Cs
/CH(CHCMe=CHCH) =CHCH(CMeCH=CHCH)2

CCH=CHCH(OH)CMe 2OH

OC

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

568 C 40H56O2

i/y^-Carotene-16, 16'-diol
19891-75-9

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



3722 EPA/NIH MASS SPECTRAL DATA BASE 568

570 C 14H6C04O 10

Cobalt, (2-butyne)decacarbonyltetra-
12564-37-3

569 C22H55N06Si5 34152-44-8
D-Glucose, 2,3,4,5,6-pentakis-0-(trimethylsilyl)-, O-methyloxime

OSi Me 3

OS i Me 3

Me 3 S i 0 OS i Me 3

I I I

MeON :CHCHCHCHCHCH2 OSi Me 3

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

569 C22H55N06Si5 56196-14-6
D-Fructose, 1,3,4,5,6- pentakis-O-(trimethylsilyl)-, O-methyloxime

OS i Me 3

OS i Me 3

MeON
II

OSi Me

3

I

Me 3 S i OCH2 CCHCHCHCH2 OSi Me 3

|^Co4 (CO) l0
(MeC=CMe)j

570 C29H580sSi3 39003-19-5
Prost-13-en-l-oic acid, 9-oxo-ll,15-bis[(trimethylsilyl)oxy]-,

trimethylsilyl ester, (lla,13E,15S)-

OSiMes
OS 1 Me 3

I

CH=CHCH(CH2

)

4 Me

O ( CH2 ) 6 C( O) OS i Me 3

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



571 EPA/NIH MASS SPECTRAL DATA BASE 3723

570 C29H580sSi3 56144-50-4

Prost-13-en-l-oic acid, 9-oxo-ll,15-bis[(trimethylsilyl)oxy]-,

trimethylsilyl ester, (8/3,lla,13i?,15S)-

OS i Me 3
OS i Me 3
I

CH = CHCH ( CH2 ) 4 Me

A-
(
CH 2 ) e C( 0) OS i Me3

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

570 C34H50O7 36872-81-8
Lanost-9(ll)-en-18-oic acid, 3,23-bis(acetyloxy)-20-hydroxy-

12-oxo-, 7-lactone, (3d,20|)-

OAc
I

J. , 1.1. jJj . i l.l.i 1 i.l i . lLL ^

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

'
. . . I|l . .1.1.. .ii.i .

.

Il 1 1 . 1

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

L ^ L , ^ L

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

1

1 In
, , .

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

570 C40H 58O 2 31589-42-1
i/^-Carotene, l, 2-dihydro-l,20-dihydroxy-

571 C30H 45N5O6 19716-78-0
L-Alanine, N-[N-[N- [/V-(l -oxodecyl)glycyl] -L-tryptophyl]-L-

alanyl]-, methyl ester

H

CH 2 CHCONHCHMe CONHCHMe C( O) OMe

NHCOCH 2 NHCO( CH 2 )

8

Me



3724 EPA/NIH MASS SPECTRAL DATA BASE 572

572 C 12C04O 12 17786-31-1

Cobalt, tri-^-carbonylnonacarbonyltetra-, tetrahedro

CO CO c0

\l/

572 * C 30H36O 11 38945-72-1

Carda-16,20(22)-dienolide, 3-[(6-deoxy-3,4-0-methylenehexo=
pyranos-2-ulos-l-yl)oxy]-7,8-epoxy-Tl,14-dihydroxy-12-oxo-,

(3/3,5/3,7(3,11a)-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

m.lillliiii i.iilililiiin. „ilhlni ilii|lli.—iiiiimll)—LillJliL,

—

T
_Jl 1) .

,

I'll'
.

.ill.
, rJl

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

572 C 38H 52O4 22467-23-8
3-Cyclopentene-l,2-diol, 4,4'-(3,7,12,16-tetramethyl-l,3,5,7,9,=

11, 13, 15,17-octadecanonaene-l,18-diyl)bis[3, 5,5-trimethyl-

Me Me Me Me

(CH=CHCMe=CH)2(CH=CHCH=CMe) 2
CH=CH—

HO Me Me OH

573 Ci6Hi 2Br2CuN6S2 33148-03-7

Copper, [[l,r-[l,2-bis(p-bromophenyl)ethylene]bis[3-thio=
semicarbazidato] ] (2-) ]-

H 2 N

NH2



574 EPA/NIH MASS SPECTRAL DATA BASE 3725

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

;

In ,11 , i 1 1 ii , i i, i 1 J

i< 0 170 180 190 200 210 220 230 240 250 260 270 280 290 300

i .in u L J lLl jiLi

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

. 1 ,

574 C6H 18F5N4P3S112 41083-43-6
1,3,5,2,4,6-Triazatriphosphorine, 2-[bis(trimethylstannyl) =
amino]-2,4,4,6,6-pentafluoro-2, 2,4,4,6,6-hexahydro-

F

fA

SnMea
I

NSnMe3
/ F

li
I

N.
P
/\
F F

574 C24H 8FioFe0 2 55450-72-1
Ferrocene, l,l'-bis(pentafluorobenzoyl)-

Fe

574 C24H42Be4Oi3 56377-89-0
Beryllium, hexakis[A*-(butanoato-0:0')]-M4-oxotetra-

100

80

60

40

20

0

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



3726 EPA/NIH MASS SPECTRAL DATA BASE 574

574 C24H 42Be4Oi3 56377-90-3

Beryllium, hexakist/u-(2-methylpropanoato-0:0')]-M4-oxotetra-

574 C30H38O 11 29428-87-3

Carda-16,20(22)-dienolide, 3 [(6 deoxy-3,4-0-methylenehexo=
pyranos-2-ulos-l-yl)oxy]-5,ll,14-trihydroxy-12-oxo-, (3/3,=

5a, llal-

574 C 33H 50O8 55429-17-9
Spirostan-2,3,27-triol, triacetate, (2a,3/3,5a,25S)-

Me

80 -

60

40-

20-

310 320 330 340 350 360 370 380 390 4 00 410 420 430 440 450

574 C 40H 3iO 2P 56282-32-7

Phosphine oxide, (2,3-dihydro-2,3,4,5-tetraphenyl-2-furanyl) =

diphenyl-, trans-



576 EPA/NIH MASS SPECTRAL DATA BASE 3727

100 100

80- 80-

60 • 60-

40 40-

20-

II
III

20

1 i 1 i
1

—

u—i i 1 i i i — i r——i t
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

575 C 2oH54N06PSi5 32046-29-0

Phosphoric acid, 2,3-bis(trimethylsiloxy)propyl 2-[bis(tri=

methylsilyl)amino]ethyl trimethylsilyl ester

Me 3 SiO OS i Me 3 Si Me

3

I I I

Me 3 S i OCH2 CHCH2 OPOCH2 CH2 NS i Me 3

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

575 C 30H29N3O5S 2 55836-97-0
1-Naphthalenesulfonic acid, 5-(dimethylamino)-, 4-[[[5-(di=
methylamino)-l-naphthalenyl]sulfonyl]amino] phenyl ester

OSO2

SO2NH—

^

576 C 13CI 12 33500-13-9
Methane, chloro(hexachloro-2,5-cyclohexadien-l-ylidene)(pen=
tachlorophenyl)-

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

576 CisAsFis
Arsine, tris(pentafluorophenyl)-

1259-34-3

100-

80-

60-

40-

20-

0- 1 1 H 1 1 1 1

—

1—\

—

L
i* *‘i 1- LL-1 { , L-J

] , , , , , , , , , 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

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



3728 EPA/NIH MASS SPECTRAL DATA BASE 576

100

80

60

40

20

0

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

576 C 30H 28N2O6S 2 13285-14-8
1-Naphthalenesulfonic acid, 5-(dimethylamino)-, 1,2-phenylene

ester

Me 2 N

576 C 30H28N2O6S2 55836-98-1
1-Naphthalenesulfonic acid, 5-(dimethylamino)-, 1,3-phenylene

ester

Me 2 N NMe 2

100

80-

60-

40-

20-

0 ^
i I 1 1 1 1 I i I

" 1

I I 1

^'1 ' I I

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

576 C 30H28N 2O6S 2 55836-99-2
1-Naphthalenesulfonic acid, 5-(dimethylamino)-, 1,4-phenylene

ester

576 C30H40O11 29428-86-2
Card-20(22)-enolide, 3-[(6-deoxy-3,4-0-methylenehexo=

pyranos-2-ulos-l-yl)oxy]-5,ll,14-trihydroxy-12-oxo-, (3/3,

=

5a,11a)-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

80-

60-

40-

20-

l|l.i.li. ,..ll I Ji, ,il

310 320 330 340 350 360
1 1 1 1

370 380 390 40( 410 420 430 440 450



576 EPA/NIH MASS SPECTRAL DATA BASE 3729

460 470 480 490 500 510 520 530 540 550 560 570 500 590 600

576 CaoHsaOsSis 42599-97-3

Pregna-4,20-diene-3,ll-dione, 17,20,21-tris[(trimethylsilyl)oxy]-

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

576 Ca-tHaeFeSi 56784-29-3
Silacyclohepta-2,4,6-triene, l,l~dimethyl-2,3,4,5-tetraphenyl-

6,7-bis(trifluoromethyl)-

FsC CF3

576 C 34H 56O3S2

Lanostane-7,ll~dione, 3-(acetyloxy)-,

mercaptole), (3d)-

Me

(

Me

56259-20-2
cyclic 7-(l,2-ethanediyl

CH 2 ) 3 CHMe 2

576 CaeHaoNaOe 31663-87-3
1,2,4,5-Benzenetetracarboxylic l,2:4,5-diimide, N,N'-bis(p-
benzoylphenyl)-



3730 EPA/NIH MASS SPECTRAL DATA BASE 576

1 1
L.

, ,-S H i 1

4“
1 1 1 1 1 1 1

—“n 1 r-
460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

576 C 38H 72O3 30760-07-7

Oleic acid, 2-(l-octadecenyloxy)ethyl ester, (Z)-

Me ( CH 2 ) 1 5 CH = CHOCH 2 CH 2 OC( 0) ( CHa ) 7 CH = CH{ CH 2 ) 7 Me

576 C 38H 72O3 30760-08-8

Oleic acid, 2-(l-octadecenyloxy)ethyl ester, (E)-

Me ( CH 2 ) 1 5 CH : CHOCH 2 CH 2 OC( 0) ( CH 2 ) 7 CH = CH( CH 2 ) 7 Me

576 C 38H 72O3 56554-29-1
9-Octadecenoic acid (Z)-, 2-(9-octadecenyloxy)ethyl ester, (Z)-

Me ( CH 2 ) 7 CH = CH ( CH 2 ) 7 C( O) OCH 2 CH 2 0( CH 2 ) 8 CH = CH ( CH 2 ) 7 Me

576 C4oH360 2Si 56805-06-2
7-Silabicyclo[2.2.1]hept-5-ene-2-carboxylic acid, 7-methyl-

1,4,5,6,7-pentaphenyl-, ethyl ester



578 EPA/NIH MASS SPECTRAL DATA BASE 3731

577
Destruxin A

C29H47N5O7 6686-70-0

460 470 480 490 600 510 520 530 540 550 560 570 580 590 600

578 C 15H 10F 12O 10 28034-57-3
a-D-Mannopyranoside, methyl, tetrakis(trifluoroacetate)

F,C(0)C0CH?
C(0)CF,

F
3
C(0)C0 \ OMe

C(0)CF,

578 C27H 30O 14 552-57-8
4H-l-Benzopyran-4-one, 7-[[6-0-(6-deoxy-a-L-manno=
pyranosyl)-/?-D-glucopyranosyl]oxy]-5-hydroxy-2-(4-
hydroxyphenyl)-

.. Ijl 1.1 --.i-i.iiili j

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

578 C29H22Mn02Sb 31871-86-0
Manganese, dicarbonyl-7r-indenyl(triphenylstibine)-

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

40-

20-

,1
|

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

...Hi . ...i.'-i.l
100

^
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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

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600



3732 EPA/NIH MASS SPECTRAL DATA BASE 578

578 C3oH5405Si 3 57397-21-4
Pregn-4-ene-3,ll-dione, 17,20,21-tris[(trimethylsilyl)oxy]-, (20/?)-
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OTMS

c
tfe 1 ^.CH(0TMS)CH20TMSn

xia

Hi I . i- .1.1.. i.i,i 1.1

1

... . lljll. I|l.lll . . Jill'
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iliijJ.L. . [..iiii. j. ... .
. ,..1.1.—,

|
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; L_j. J, *-“T-1—“1 k“T T—-—i ““l 'I i I l ““I T 1 1—
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578 C 32H38N2O8 131-01-1
Yohimban-16-carboxylic acid, 17-methoxy-18-[(3,4,5-trimeth=

oxybenzoyl)oxy]-, methyl ester, (30, 16(3,17a,180,20a)-

578 C 32H38N 2O8 482-87-1
Yohimban-16-carboxylic acid, 17-methoxy-18-[(3,4,5-trimeth=
oxybenzoyDoxy]-, methyl ester, (160, 17a, 180,20a)-

578 C 38H 74O3 29027-97-2
Stearic acid, 2-(9-octadecenyloxy)ethyl ester, (Z)-

Me
(
CH 2 ) 7 CH =CH ( CH2 ) 8 OCH2 CH 2 OC( 0) (

CH 2 ) 1 6 Me
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li „il
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L 1

578 C38H74O3 30760-05-5
Stearic acid, 2-(l-octadecenyloxy)ethyl ester, (Z)-

Me ( CH2 ) 1 6 C( O) OCH2 CH2 OCH = CH ( CH2 ) 1 5 Me
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40
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0

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



578 EPA/NIH MASS SPECTRAL DATA BASE 3733

578 C38H 74O3 30760-06-6
Stearic acid, 2-(l-octadecenyloxy)ethyl ester, (E)-

Me
(
CH 2 ) 1 e C( 0) OCH 2 CH 2 OCH = CH ( CH 2 ) 1 5 Me

578 C38H 74O3 56599-42-9
9-Octadecenoic acid, 2-(octadecyloxy)ethyl ester

Me ( CH 2 ) 7 CH = CH ( CH 2 ) 7 C( 0| OCH 2 CH 2 0( CH 2 ) 1 7 Me

460 470 460 490 500 510 520 530 540 550 580 570 580 590 600

578 C 38H 74O3 56847-04-2
9-Octadecenoic acid (Z)-, 2-(octadecyloxy)ethyl ester

Me ( CH 2 ) 7 CH = CH ( CH 2 ) 7 C( 0) OCH 2 CH 2 0( CH 2 ) 1 7 Me

578 C39H78O2 17367-39-4
9-Octadecene, l-[3-(octadecyloxy)propoxy]-, (Z)-

Me
( CH 2 ) 7 CH = CH( CH 2 ) 8 0( CH 2 ) 3 0( CH 2 ) 1 7 Me



3734 EPA/NIH MASS SPECTRAL DATA BASE 578

578 C 40H 54N 2O 55429-15-7
l'//-Cholest-2-eno[3,2-6]indol-6-one, r-(phenylmethyl)-, oxime,

(5a)-

Me

579 C29H 49N5O7 30845-05-7
Cyclic(/?-alanyl-D-a-hydroxy-valeryl-L-prolyl-L-isoleucyl-A/'-

methyl-L-valyl-AT-methyl-L-alanyl)
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580 C27H32O14 10236-47-2
4/7-l-Benzopyran-4-one, 7-[[2-0-(6-deoxy-a-L-manno=

pyranosyl)-/3-D-glucopyranosyl]oxy]-2,3-dihydro-5-hydroxy-
2-(4-hydroxyphenyl)-, (S)-

, . . 1.11 .
1 . 1

1

.. .1 .V.-l il.

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

i 1 il i - -— 1“i

—

L-r“—“i r-1—1
1 1 8 r1—r-11—i r11—i

1 i—
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

580 C 27H40N4O8S 35146-63-5
L-Cysteine, S-(2-methoxy-2-oxoethyl)-/V-[AT-[7V-[N-(l-oxo=

propyl)-L-phenylalanyl]-L-leucyl]glycyl]-, methyl ester

CH2 CHMo2

MeOC(O) CH2PI1
. I I I

MeOC( 0 ) CH2 SCH2 CHNHCOCH2 NHCOCHNHCOCHNHCOEt

580 C37H72O4 26933-79-9

Hexadecanoic acid, 1,5-pentanediyl ester

Me ( CH2 ) 1 4 C( 0 ) 0 ( CH2 )5 OC( 0 | ( CH2 ) 1 4 Me



580 EPA/NIH MASS SPECTRAL DATA BASE 3735

580 C37H 72O4 56599-93-0
Hexadecanoic acid, l-(l-methylethyl)-l,2-ethanediyl ester

CHM6 2

I

Me
(
CH 2 ) 1 4 C( 0) OCH 2 CHOC( 0) ( CH 2 ) 1 4 Me

580 C37H72O4 56599-99-6
Hexadecanoic acid, l,l,2-trimethyl-l,2-ethanediyl ester

Me( CH 2 ) 1 4 C( 0) OCHMeCMe 2 OC( 0) ( CH 2 ) 1 4 Me
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20

0

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

580 C 38H 76O3 28843-25-6
Octadecanoic acid, 2-(octadecyloxy)ethyl ester

Me ( CH 2 ) 1 6 C( 0) OCH 2 CH 2 0( CH 2 ) 1 7 Me

580 C39H 80O2 17367-38-3
Octadecane, l,l'-[l,3-propanediylbis(oxy)]bis-

Me
( CH 2 ) 1 7 0( CH 2 ) 3 0( CH 2 ) 1

7

Me



3736 EPA/NIH MASS SPECTRAL DATA BASE 580

580 C 39H 80O2 35545-51-8
Octadecane, l,r-[(l-methyl-l,2-ethanediyl)bis(oxy)]bis-

Me ( CH 2 ) 1 7 OCHMe CH 2 0( CH 2 ) 1 7 Me

581 C 14H 18CI6N3O7P 25152-21-0
Thymidine, 5'-deoxy-5'-(phosphonoamino)-, bis(2,2,2—tri —

chloroethyl) ester

581 C26H 17CI6N3 55429-12-4
1,1-Ethanediamine, Ar,Ar'-bis(2,5-dichlorophenyl)-2-[(2,5-di :::=

chlorophenyl)imino]-2-phenyl-
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460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

581 C34H55N03Si2 57325-86-7
Pregn-5-en-20-one, 3,21-bis[(trimethylsilyl)oxy]-, 0-(phenyl~

methyl)oxime, (3/?)—

Me 3 S i
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582 EPA/NIH MASS SPECTRAL DATA BASE 3737

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

581 CsiHssNOsSh 57325-87-8

Pregn-5-en-20-one, 3,16-bis[(trimethylsilyl)oxy]-, 0-(phenyl=
methyl)oxime, (3/3,16a)-

Me3Si

0

CMe : NOCH 2 Ph

OSi M63

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

581 CsiHssNOsSh 57326-12-2
Pregn-5-en-20-one, 3,17-bis[(trimethylsilyl)oxy]-, 0-(phenyl=
methyl)oxime, (3/3)-

™SO C(Me)r=NOCH,Ph

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

-1
1
1*—1—“i ,.ii— ' h

i
— . l i .

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

582 C12F8I2S
Benzene, l,l'-thiobis[2,3,4,5-tetrafluoro-6-iodo-

19638-37-0

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

310 320 30 340 350 360 370 380 390 400 410 420 430 440 450

L

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

582 C26H34N2O13 25644-83-1
L-Serine, iV-[(phenylmethoxy)carbonyl]-0-[3,4,6-tri-0-acetyl-

2-(acetylamino)-2-deoxy-/3-D-glucopyranosyl]-, methyl ester

C(0)0Me
AcOCH2

l 0 0CH2 CHNHC(0)0CH2Ph

i<H
:o

N—

r

0-

100-1

1

80-

j
, , ,

,1*1*1—! L'i—-H- iL-ni—
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lLj
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..lil.., ...i.l|i ,.11.1.1.,,
60-

i., i.
,

-*-,—,i, i,
|
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3738 EPA/NIH MASS SPECTRAL DATA BASE 582

100
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40

20

0

582 C.3oH5805Si3 17563-00-7

50-Pregnan-2O-one, 17-hydroxy-3a,ll/3,21-tris(trimethylsiloxy)-

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

582 C34H38N4O 5 21761-48-8
Pentanamide, Af-(7-benzoyl-5,8-dioxo-3-phenyl-2-oxa-6,9-

diazabicyclo[ 10. 2.2] hexadeca-10, 12,14, 15-tetraen-4-yl)-2-
(dimethylamino)-3-methyl- [3R-[3R*,4S*(2S*,3R*),7S*]]-

NMe 2

I

NHCOCHCHMe CH2 Me

Ph 0

COPh

0

582 C41H 58O2 13836-70-9
^,i/^Carotene, 3,4-didehydro-l,2,7',8'-tetrahydro-l-methoxy-2-ox(>-



583 EPA/NIH MASS SPECTRAL DATA BASE 3739

582 C41H 58O 2 16176-79-7

t/s^-Carotene, 3,3',4,4'-tetradehydro-l,r,2,2'-tetrahydro-l-

hydroxy-l'-methoxy-

583 C 26H 33NO 14 14364-68-2
L-Alanine, A7-[(phenylmethoxy)carbonyl] -3-[ (2,3,4,'6-tetra-0-

acetyl-/3 D galactopyranosyDoxy)-, methyl ester

583 C23H57NOeSi5 19127-01-6
Galactitol, 2-acetamido-2-deoxy-l,3,4,5,6-pentakis-0-(tri=

methylsilyl)-, D-

OSi Me3

OS i Me 3
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AcNH OS i Me 3

Me3 S i OCH2 CHCHCHCHCH2 OS i Me3

J. , 1 i, ,,!• L
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583 C34H57N03Si2 57325-89-0
Pregnan-20-one, 3,21-bis[(trimethylsilyl)oxy]-, 0-(phenyl=
methyl)oxime, (3a,5/3)-

Me 3 S I 0



3740 EPA/NIH MASS SPECTRAL DATA BASE 583

583 C 34H57N03Si2 57325-90-3
Pregnan-20-one, 3,17-bis[(trimethylsilyl)oxy]-, 0-(phenyl~
methyDoxime, (3a,5a)-

583 C 34H57N0 3Si 2 57326-07-5
Pregnan-20-one, 3,6-bis[(trimethylsilyl)oxy]-, 0-(phenyl =

methyl)oxime, (3a, 5/3,6a)-

583 C 34H57N03Si2 57325-91-4
Pregnan-20-one, 3,16-bis[(trimethylsilyl)oxy]-, 0-(phenyl=
methyDoxime, (3/3,5a,16a)-

583 C 34H57N03Si2 57363-10-7
Pregnan-20-one, 3,17-bis[(trimethylsilyDoxy]-, 0-(phenyl-
methyDoxime, (3/3,5a)-
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584 EPA/NIH MASS SPECTRAL DATA BASE 3741

584 C 28H38F6O6 56438-17-6

Cholan-24-oic acid, 3,12-bis[(trifluoroacetyl)oxy]-, (3a, 5/3,12a)-

F3CC(0) 0

584 CsoHeoOsSis 56247-88-2
Prosta-ll,15-dien-l-oic acid, 7,9,13-tris[(trimethylsilyl)oxy], methyl

ester

OS I M63
I

CH ( CH 2 ) s C. ( 0 )
OMe

OSI Me3

Me 3 S i 0 CHCH 2 CH : CH ( CH 2 ) 3 Me

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
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584 CsoHeoOsSis 52058-16-9
Prosta-5,13-dien-l-oic acid, 9,ll,15-tris[(trimethylsilyl)oxy]-,

methyl ester, (5Z,9a,lla,13E,15S)-

OS i Me 3 .....
OS i Me 3

I

-CH=CHCH(CH 2 )4Me

Me3 S i 0 CH 2 CH = CH( CH 2 ) 3 C( 0) OMe

584 CaoHeoOsSis 57325-69-6
Pregnane-3,1 1,17,20,21-pentol, tris(trimethylsilyl) ether, (3a,

~

50,110,20#)-

HO
Me I

^CH(OH)CH2OH

+3TMS

.ill..-,—Lj,i—Uu ll.ljil . ij.li.l-. l-liilil;. iLl_ |Hi--
,

i'll
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3742 EPA/NIH MASS SPECTRAL DATA BASE 584

584 C 36H 28P4 38234-91-2
Dibenzo[c,g][l,2,5,6]tetraphosphocin, 5,6,11,12-tetrahydro-

5,6,11,12-tetraphenyl-

Ph Ph
\ /

/ \

Ph Ph

584 C37H 28O 7 55429-18-0
l(3//)-Isobenzofuranone, 3,3'-(4-methoxy-l,3-phenylene)bis[3-
(4-methoxyphenyl)-

584 C41H60O2 5017-53-8
i/',i/'-Carotene, 3,4-didehydro-l ,P ,2,2'-tetrahydro-r-hydroxy-
1-methoxy-
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586 C 19H 22F 16O2 18770-65-5
Decanoic acid, 2,2,3,3,4,4,5,5,6,6,7,7,8,8,9,9-hexadecafluorononyl ester

F2CHCF2CF2CF2CF2CF2CF2CF2CH20C(0) (CH2 )sMe



586 EPA/NIH MASS SPECTRAL DATA BASE 3743

586 C 29H 34N 2O 11 29484-57-9

Dichotine, 19-hydroxy-ll-methoxy-, triacetate (ester)
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586 C3oH6205Si3 56051-52-6
Prost-5-en-l-oic acid, 9,ll,15-tris[(trimethylsilyl)oxy]-, methyl

ester, (5Z,9a,lla,15S)-

OS i Me

3

OS i Me

3

I

-CH2CH2CH( CH2 ) 4 Me

CH2CH = CH( CH2 ) 3 C

(

0 ) OMe

586 C 32H 42O 10 2524-38-1
D-Homo-24-nor-17-oxachola-20,22-dien-16-one, 1,3,7-tris0

(acetyloxy)-14, 15:21,23-diepoxy-4,4,8-trimethyl-, (la,3a,5a,=
7a,13a, 14/3,15/3,17aa)-

586 C33H 19C0N8 18974-07-7
Cobalt, methyl[phthalocyaninato(2-)]-



3744 EPA/NIH MASS SPECTRAL DATA BASE 586

586 C 33H46O9 21903-02-6
5/3-Ergost-24-en-26-oic acid, 5,6/3-epoxy-4/3,l 8,22-trihydroxy-

3-methoxy-l-oxo-, 5-lactone, diacetate, (20S,22/?)-

586 C35H54O7 55401-96-2
30-Norlupan-20-one, 3,21,28-tris(acetyloxy)-, (3/3,21/3)—

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

586 C34H50O6S 54965-90-1
Spirostan-3,15-diol, 3-(4-methylbenzenesulfonate), (3/3,5«,15/3,25/?)-



587 EPA/NIH MASS SPECTRAL DATA BASE 3745

586 C 41H 31O2P 24698-62-2
2-Cyclopenten-l-one, 5-(diphenylphosphinyl)-2,3,4,5-tetraphenyl-,

stereoisomer

Ph

Ph PPh2 =0

Ph

586 C 41H31O2P 24593-55-3
2-Cyclopenten-l-one, 5-(diphenylphosphinyl)-2,3,4,5-tetraphenyl-,

stereoisomer

Ph

1vk^ PPh!: °

hC"
Ph 0
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586 C41H31O 2P 24630-78-2
3-Cyclopenten-l-one, 2-(diphenylphosphinyl)-2,3,4,5-tetraphenyl-

587 C32H 49N3O7 56272-45-8
L-Proline, l-[0-(l-oxohexyl)-iV-[iV-(l-oxohexyl)-L-valyl]-L-

tyrosyl]-, methyl ester

CHMe2

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



3746 EPA/NIH MASS SPECTRAL DATA BASE 587
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587 C 39H 57NO3 40575-29-9
01ean-12-en-28-amide, 3-(acetyloxy)-/V-(4-methylphenyl)-, (3/3)—

Me

588 C8Hi2Se6 25133-48-6
2,4,6,8,9,10-Hexaselenaadamantane, 1 ,3,5,7-tetramethyl-

Me

—i ,,
i i

—

—

i i
1 1 1 1 1

i

Jr.^
,
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587 C39H57NO3 40575-30-2
Urs-12-en-28-amide, 3-(acetyloxy)-AH4-methylphenyl)-, (3/3)—

Me

588 CshMmOs 15680-90-7
Manganese, octacarbonyldi-//-iododi-

CO CO

\L -CO

-I
—-Mn

oc-

oc

Mn*—I'

CO

CO
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589 EPA/NIH MASS SPECTRAL DATA BASE 3747

588 C 29H32O 13 20633-70-9
Trichoside, tetraacetate

OAc

588 C3oH6405Si3 56282-42-9
Prostan-l-oic acid, 7,9,13-tris[(trimethylsilyl)oxy]-, methyl ester,

(9a)-

OS I Me 3

I

CH ( CH2 ) 5 C( 0 ) OMe

OS i Me

3

588 C 40H 48N 2O2 54245-95-3
2,5-Cyclohexadien-l-one, 4,4'-[(2,2\3,3\5,5',6,6'-octamethyl=

[l,l'-biphenyl]-4,4'-diyl)dinitrilo]bis[2,3,5,6-tetramethyl-

Me Me

Me Me

589 C2oH 22N04P2Re 33988-89-5
Rhenium, tricarbonylbis(dimethylphenylphosphine) (isocyanato)-,

stereoisomer

PM62 Ph

PMe2Ph



3748 EPA/NIH MASS SPECTRAL DATA BASE 589

589 C31H31N3O5S2 55836-92-5
1-Naphthalenesulfonic acid, 5-(dimethylamino)-, 4-[[[[5-(di=

methylamino)-l-naphthalenyl]sulfonyl]amino] methyl] phenyl
ester

590 C 20H23F9N2O8 56196-63-5
5-Undecenedioic acid, 2,10-bis[(trifluoroacetyl)amino]-5-[[(tri :=

fluoroacetyl)oxy] methyl]-, dimethyl ester

CH 2 0C{ 0)CF 3

MeOC(O) C( 0 ) OMe
I I I

F 3 CCONHCHCH 2 CH 2 C = CH( CH 2 )

3

CHNHCOCF 3

100 —
ao-

60-

40-

20-

0 ^ ^ 1

'i ^
1 'i 11 *‘

1 1 1 ‘‘i r iii
460 470 480 490 500 510 520' 530 540 550 560 570 580 590 600

590 C2oH5i08PSi5 56192-89-3
erythro-2-Pentulose, l,3,4-tris-0-(trimethylsilyl)-, 5— [bis(tri=

methylsilyl) phosphate]

OSi

M

03

Me 3 SiO OS i Me 3

I I I

Me 3 S i OCH 2 COCHCHCH 2 OP OS i Me 3

II

O

100

60

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

460 470 480 490 500 510 520 530 540 550 580 570 580 590 600

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

L 4 1

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

:u, . L L L
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

590 C 24H 19F9O 7 56438-13-2
Estra-l,3,5(10)-trien-17-one, 3,6,7-tris[(trifluoroacetyl)oxy]-,

(6a,7a)-

Me



592 EPA/NIH MASS SPECTRAL DATA BASE 3749

100-

80-
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1

1

—
1 1 ~-i r“ 1

——“T “t*~ 1
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1
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20-

0- Ln , , , 1

—

i—1 ,
,

1 1,
,

i
,
—

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600 170 180 190 200 210 220 230 240 250 260 270 280 290 300

590 C38H70O4

9-Octadecenoic acid (Z)-, 1,2-ethanediyl ester

928-24-5

Me( CH2 )7 CH = CH( CH2 )7 C( 0 ) OCH2 CH2 OC( 0 ) { CH2 ) 7 CH = CH( CH2 ) 7 Me

I..I 1. Li II-.-- . Jilin. - .i.i.lilll. . .-..iiiii i-i,.., . i-i.

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

590 C 42H86 55470-97-8
Octadecane, 2,2,4,15,17,17-hexamethyl-7,12-bis(3,5,5-tri :=

methylhexyl)-

Mea CCH2 CHMe CH2 CH2 CH2 CH2 CHMe CH2 CMe 3
I I

M6 3 CCH 2 CHMe CH2 CH2 CH( CH2 ) 4 CHCH2 CH2 CHMe CH2 CMe 3

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

592 CioHgMn2Oio 15525-07-2
Manganese, decacarbonyl(mercury)di-, (2Hg-Mn)

OEC.

OEC^

C

OEC CEO

\z
,Hg Me" CiOX l\

OEC CEO

^"CEO

EO

J
1 1

1 i i ,1 ,1

80-

60-

40-

20-

,1 1

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

591 CnHsFisNOs 52118-49-7
1,2-Benzenediol, 4-(2-aminoethyl)-, tris(2,2,3,3,3-pentafluoro-

1-oxopropyl) deriv.

HO\ ^CH 2 CH 2 NH 2 +3 f
3
ccf

2
co

2
h

XX

1
, ,

1
..ill

.
|ln .1

,

i .lli,i .— ii 1 In 1
,

t ij—

L

_j
,
L

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

592 C3oH 5604Si4 51497-46-2
Silane, [[(16a,17,d)-estra-l,3,5(10)-triene-2,3,16,17-tetrayl]te~

trakis(oxy) ] tetrakis [trimethyl-

OSIM63

OS i Me 3

Me3 S i

O

Me 3 Si

O

-U -L
70 80 90 100 110 120 130 140 150



3750 EPA/NIH MASS SPECTRAL DATA BASE 592

592 CsoHseCLSu 57305-24-5

Silane, [[(15a,16a,17/3)-estra-l,3,5(10)-triene-3,15,16,17-tetra=

yl]tetrakis(oxy)]tetrakis[trimethyl-

592 C38H72O4

Oleic acid, 2-hydroxyethyl ester stearate

26291-64-5

Me ( CH2 ) 1 6 C( 0) OCH2 CH2 0C( 0) ( CH2 ) 7 CH = CH ( CH2 ) ; Me

592 C 3oH5604Si4 57363-11-8
Silane, [[(6a,16a,17d)-estra-l,3,5(10)-triene-3,6,16,17-tetrayl] =

tetrakis(oxy)]tetrakis[trimethyl-

Me3Si

0

40

20

592 C39H76O3 17367-41-8

Oleic acid, 3-(octadecyloxy)propyl ester

Me ( CH2 ) 1 7 0( CH2 ) 3 0C( OH CH2 ) 7 CH = CH ( CH2 ) 7 Me

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



592 EPA/NIH MASS SPECTRAL DATA BASE 3751

592 C 40H48O4 31687-79-3

/3,i8-Carotene~4,4'-dione, 7,7\8,8'-tetradehydro-3,3'-dihydroxy-

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

592 C40H80O2
Octadecanoic acid, docosyl ester

Me ( CH 2 ) 1 6 C( 0) 0( CH2)21 Me

22413-03-2

592 C40H80O2
Eicosanoic acid, eicosyl ester

Me
( CH 2 ) 1 e C( 0) 0( CH 2 ) 1 9 Me

22432-80-0

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

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

592
1-Hentetracontanol

C41H84O

Me( CH 2 ) 4 0 OH

40710-42-7

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

100

80-

60-

40-

..
1.—r-“L j llLi Jf Jli-Ii-,—L-l, H i—

20-

0-

10 20 30 40 50 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

460 470 480 490 500 510 520 530 540 550 580 570 580 590

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600



3752 EPA/NIH MASS SPECTRAL DATA BASE 593

593 C30H51N5O7 2503-26-6
Destruxin B

Pr-I

593 C3iH59N04Si3 57325-74-3
Pregn-4-en-3-one, 17,20,21-tris[(trimethylsilyl)oxy]-, 0-
methyloxime, (20S)-

593 CsiHnNOiSis 35554-02-0
Pregn-4-en-3-one, 17,20,21-tris[(trimethylsilyl)oxy]-, 0-
methyloxime, (20/?)-

593 C35H39N5O4 18397-13-2
Butanamide, 2-(dimethylamino)-A?-[7-(l//-indol-3-ylmethyl)-

5,8-dioxo-3-phenyl-2-oxa-6,9-diazabicyclo[10.2.2]hexadeca-
10,12,14,15-tetraen-4-yl]-3-methyl- [3R-[3R*,4S*(S*),7S*]]~

NMe2
I

NHCOCHCHM62

Ph 0

0



594 EPA/NIH MASS SPECTRAL DATA BASE 3753

594 C 27H 30O 15 57396-71-1

4/L-l-Benzopyran-4-one, 2-[4-[(6-deoxy-a-L-mannopyrano :=:

syl)oxy]phenyl]-8-(/3-D-glucopyranosyloxy)-5,7-dihydroxy-

594 C31H 16F6N2O4 33734-35—9
lH-Isoindole-l,3(2i/)-dione, 5,5-(l,l,2,2,3,3-hexafluoro-l,3-

propanediyl)bis[2-phenyl-

594 C34H 26O 10 21127-34-4
5,12-Naphthacenedione, l,6,10,ll-tetrahydroxy-8-(a-methyl=

benzyl)-, tetraacetate

AcO 0 OAc OAc

CHMePh

0 OAc

594 C36H38N2O6

Cycleanine, 07,07'-didemethyl-, (la,l'a)-

11014-20-3



3754 EPA/NIH MASS SPECTRAL DATA BASE 594

594 C 36H38N2O6 26057-51-2
Tubocuraran-7',12'-diol, 6,6'-dimethoxy-2,2-dimethyl-, (1/?)—(±)—

594 C 39H78O3

Stearic acid, 3-(octadecyloxy)propyl ester

17367-40-7

—

1

1 1 1 1 1 1 1 I I I 1 1 1 I

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

594 C 38H 74O4 627-83-8
Octadecanoic acid, 1,2-ethanediyl ester

Me
( CH2 ) 1 6 C( 0) OCH2 CH 2 OC( 0) ( CH2 ) 1 6 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

Me ( CH2 ) 1 7 0( CH2 ) 3 OC( 0) ( CH2 ) 1 0 Me

Jl
J,

1 L Jl

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

. . ^ L

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

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

594 C40H54N2O2 38389-14-9
r//-Cholest-2-eno[3,2-6] indole, 6-nitro-l'-(phenylmethyl)-,

(5a,6a)-

Me

100

80

60

40

20

0

100

80
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40

20

0

100
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40

20

0

100

80
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0

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

ii.lih...
-i 1 1

1 -i 1 1
1 t i n i i t i

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



595 EPA/NIH MASS SPECTRAL DATA BASE 3755

594 C40H82O2 56554-64-4

Hexadecane, l,l-bis(dodecyloxy)-

( CH2 ) 1 4 Me
I

Me ( CH2 ) 1 1 OCHO( CH2 ) 1 1 Me

595 C 19H 13F 12NO7 40629-67-2
Acetic acid, trifluoro-, 4-[2-[(l-methylethyl)(trifluoroacetyl) =

amino]-l-[(trifluoroacetyl)oxy]ethyl]-l,2-phenylene ester

F3CC(oi 0

F3CC(0)orr
0C( 0)CF 3

1

CHCH2N{ Pr-i ) COCF

3

595 C2iH46N307PSi4 32645-72—0
Cytidine, 2'-deoxy-Ar-(trimethylsilyl)-3'-0-(trimethylsilyl)-,

5'-[bis(trimethylsilyl) phosphate]

(TMS0 ) ? P0CH ?

OTMS

595 C3iH6iN04Si3 32206-68-1
Pregnan-20-one, 3,ll,21-tris[(trimethylsilyl)oxy]-, O-methyloxime,

(3a,50,110)-

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 1,1.1.!
1

,..1.111.,, ..I,i 1,11!
,

Jll.l,.,

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

V— --I- 1
i

L
i “F I"" 1 —‘-1 M1 r-—i—



3756 EPA/NIH MASS SPECTRAL DATA BASE 595

100-

80-

60-

40-

20-

0-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

595 CaiHeiNCLSis 32206-69-2
Pregnan-20-one, 3,ll»21-tris[(trimethylsilyl)oxy]-, O-methyloxime,

(3a,5a, 11/3)-

M63 S i

0

.
liii.i ...iilml.i Lj iiJ)liii...iljilii..i.|i.lililii.....iiulii r

ililiL..

.

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

i J. L L_
460 470 480 490 500 510 520 530 540 550 560 570 580 590

595 CsiHeiNCLSis 57325-77-6
Pregnan-20- one, 3,ll,17-tris[(trimethylsilyl)oxy]-, O-methyloxime,

(3a,5/3,11/3)-

TMSO'

M

™s9 C(Me)=NOMe
Me

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

595 C3iH6iN04Si3 56196-43-1
Pregnan-20-one, 3,17,21-tris[(trimethylsilyl)oxy]-, O-methyloxime,

(3a,5/3)-

NOMe
TMSO
Me LxCCHgOTMS



596 EPA/NIH MASS SPECTRAL DATA BASE 3757

595 C3iH6iN04Si3 57325-78-7

Pregnan -20-one, 3,ll,21-tris[(trimethylsilyl)oxy]-, O-methyloxime,

(3/3,5a, 11/8)-

uL Lx, .1.1 1-Ill-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
1 1 1 1 1

410 420 430 440 450

L L
1 1

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

595 C 31H61NO4S 13 57325-79-8
Pregnan-20-one, 3,ll,21-tris[(trimethylsilyl)oxy]-, O-methyloxime,

(3/9,5/3,11/3)—

Me 3 S i

0

596 Ci 2FeOi 2Ru2 55836-24-3
Ruthenium, octacarbonyl(tetracarbonyliron)di-, (2Fe-Re)

co
CO rr\ co
I \ / I

C(
\ '0

oc— Ru— Fe—Ru— CO

I
A I

Co co coco

, co
CO

596 C 21H45N2O8PSH 32645-61-7
2(l/7)-Pyrimidinone, l-[2-deoxy-3-0-(trimethylsilyl)-/3-D-
erythro-pentofuranosyl]-4-(trimethylsiloxy)-, 5'-[bis(tri =
methylsilyl) phosphate]



3758 EPA/NIH MASS SPECTRAL DATA BASE 596

,00

80-

60-

40 -

20-

0 J
1 , , 1 1 1 1 1 1 1 1 1 r- 1

—

—

160 470 460 490 500 510 520 530 540 550 560 570 580 590 600

596 C 21H45N 2O8PSL 56211-37-1
5'-Uridylic acid, 2'-deoxy-l-(trimethylsilyl)-3'-0-(trimethylsilyl)-,

bis(trimethylsilyl) ester

596 C 27H36N2O 13 23141-51-7
Butanoic acid, 2-[(phenylmethoxy)carbonyl]-3-[[3,4,6-tri-0-
acetyT-2-(acetylamino)-2-deoxy-/3-D-glucopyranosyl]oxy]-,
methyl ester

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

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

596 C24H2oFe404 12203-87-1
Iron, tetra-/43-carbonyltetrakis(7j5-2,4-cyclopentadien-l-yl)tetra-,

tetrahedro

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

C(0)0Me
AcOCHj

|

l_^
0
OCHMe CH NHC(0)0CH 2 Ph

NHAc

1 1 1 1 1
1

1 r~ 1 In
,

1 . Jl, li - 1- |
ikji 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

596 C30H28O 13 54725-40-5
1-Naphthacenecarboxylic acid, 5,7,10,12-tetrakis(acetyloxy)-2-

ethyl-l,2,3,4,6,ll-hexahydro-2-hydroxy-6,ll-dioxo-, methyl ester

C( 0) OMe

Ac 0 0 OAc

100

80-

l, i^ -, - ^ . r , “I I
*1

60-

10 20 30 40 50 60 70



596 EPA/NIH MASS SPECTRAL DATA BASE 3759

596 C34H 520sSi2 55724-90-8

1-Pentanone, l,r-[5-[[3-(l-oxopentyl)-4-[(trimethylsilyl) =
oxy]phenyl]methyl]-2-[(trimethylsilyl)oxy]-l,3-phenylene]bis-

CO(CH2)3Me

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

596 C37H 72O5 56712-07-3
Hexadecaneperoxoic acid, l.l-dimethyl-S-tU-oxohexadecyl)0

oxy] propyl ester

Me
(
CH2 ) 1 4 C( O) OCH2 CH 2 CMe 2 00C( 0) ( CH2 ) 1 4 Me

100

80

60

40

20

0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450
i

,|L“
i ‘r i— > i

1 1
i r

596 C40H52O4 472-61-7
d,d-Carotene-4,4'-dione, 3,3'-dihydroxy-, (3S,3'S)-

Me Me

100
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0
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0
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0

100
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0
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596 C 42H60O2 22076-36-4
i/'.i/'-Carotene, 3,3',4,4'-tetradehydro-l,l',2,2'-tetrahydro-l,l'-

dimethoxy-

STRUCTURE UNDEFINED

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



3760 EPA/NIH MASS SPECTRAL DATA BASE 596

597 C 27H35NO 14 20638-79-3
L-Threonine, N- [( phenylmethoxy ) carbonyl] -0-(tetra-0-

acetyl-(3-D-glucopyranosyl)-, methyl ester

AcOCH2

C(0)0Me

I

OCHMeCHNHC(O)0CH->Ph

OAc

597 CsoHsgNOsSia 39003-23rl

Prosta-5,13-dien-l-oic acid, 9-(methoxyimino)-ll,15-bis[(tri=
methylsilyl)oxy]-, trimethylsilyl ester, (5Z,9Z,lla,13E,15S)-

OS i Me 3
OS i Me

3

I

CH = CHCH
{ CH2 } 4 Me

MeON CH2CH = CH( CH2 )3 C{ 0) OSi M63

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

597 CsoHssNOsSis 39003-24-2
Prosta-5,13-dien-l-oic acid, 9-(methoxyimino)-ll,15-bis[(tri=

methylsilyl)oxy]-, trimethylsilyl ester, (5Z,9£,lla,13E,15S)-

OS i Me 3

A CH = CHCH( CH2 ) 4 Me

CH2CH = CH( CH2 )3 C( 0) OSi Me

3

597 C 3oH 59N05Si3 39003-2573
Prosta-5,13-dien-l-oic acid, 9-(methoxyimino)-ll,15-bis[(tri~

methylsilyl)oxy]-, trimethylsilyl ester, (5Z,8^,9Z,llo:,13E,15S)-

OS i Me

3

OSI Me

3

I

CH=CHCH( CH2 )4Me

CH2 CH = CH( CH2 ) 3 C( 0) OS I Me

3

1.lL - 1 llli

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

. . .1 _-H —

r

1—“t*
— — ‘-H 1 1 1

1

‘ “-1—‘-t-
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



598 EPA/NIH MASS SPECTRAL DATA BASE 3761

597 CfcoHaNOsSis 39003-26
r4

Prosta-5,ll-dien-l-oic acid, 9-(methoxyimino)-ll,15-bis[(tri=
methylsilyl)oxy]-, (5Z,8j9,9£,lla,13£,15S)-

597 C 35H55N3O5 28417-15-4
Leucine, iV-[iV2,./VMbis(l-adamantylcarbonyl)-L-lysyl]-, methyl

ester, L-

OS i Me 3 oc. . .

.

OS 1 Me 3

I

CH=CHCH( CH 2 ) 4 Me

A-
MeON CH 2 CH = CH(CH 2 )3C(0) OSi Me3

100
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20
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0
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;
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: 1.1. i. .iii l t l l
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310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

M62CHCH2
I

MeOC(O) CHNHCO
I

CONH( CH 2 ) 4 CHNHCO
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L— --I-. l-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

i.

597 C 34H55N04Si2 57325-88-9
598 C 14H 12M02O 10P 2 15651-70—4
Molybdenum, decacarbonyl [/u-(tetramethyldiphosphine) ] di-

Pregnane-ll,20-dione, 3,21-bis[(trimethylsilyl)oxy]-, 20-[O-
(phenylmethyl)oxime], (3a,50)-

Me

l.lli
.

j.-.l-.y . . llij . 1 .1.1.1

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

, , ,1-
,

1- , , r-"
1
“— r** i

‘
i

1 1 ^—r“
i

“
i

1 1
u-r-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

O: C C:

O

C : 0



3762 EPA/NIH MASS SPECTRAL DATA BASE 598

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

598 C 16H 22S 12 57274-52-9
2,4,6,8,9-Pentathiatricyclo[3.3.1.

1

37
] decane, 3,3'-dithiobis [1,5,7-

trimethyl-

598 C24H540Sn2 56-35-9
Distannoxane, hexabutyl-

Me ( CH2 ) 3 ( CH 2 ) 3 Me

Me ( CH 2 ) 3 Sn OSn ( CH 2 ) 3 Me

Me { CH 2 ) 3 ( CH 2 ) 3 Me

—,—,—“1

—

ii 11, 11,

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

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

598 C 34H46O9 55493-79-3
Pregnane-3, 11, 12, 14,20-pentol, 3,12,20-triacetate 11-benzoate,

(3/3,11a,12/3,14/?)-

598 C 16H22S 12 57274-53-0
2,4,6,8,9-Pentathiatricyclo[3.3.1.1 3 '7]decane, l,l'-dithiobis[3,5,7-

trimethyl-

Me
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599 EPA/NIH MASS SPECTRAL DATA BASE 3763

;

100-
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60-

40-

1, I'

20-

j-L— Il,i. . , 0 i,i l.i
,

L, 4_J
,

i^_ >-1—h— —1—1—1—1—1—
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300
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599 C24H49N50sSi4 55556-84-8

Guanosine, iV,iV-dimethyl-l-(trimethylsilyl)-2',3',5 l-tris-0-
(trimethylsilyl)-

TMS\

Me?N^ "NXX:>
tmsoch2

' ,0

TMSO OTMS

599 CaoHeiNOsSia 39062-24-3
Prost-13-en-l-oic acid, 9-(methoxyimino)-ll,15-bis[(tri=

methylsilyl)oxy]-, trimethylsilyl ester, (9E,lla,13E,15S)-

OS i Me 3 .

OS i Me 3
I

CH = CHCH( CH2 ) 4 Me

MeON { CH2 ) 8 C( 0} OS I Me3

599 CsoHeiNOsSis 56085-38-2
Prost-13-en-l-oic acid, 9-(methoxyimino)-ll,15-bis[(tri=

methylsilyl)oxy]-, trimethylsilyl ester, (8(3,9E,lla,13E,15S)-

OSi M63

cV cb '

OSi M63

CHCH( CH2 ) 4 Me

599 CaoHeiNChSia 39003-22-0
Prost-13-en-l-oic acid, 9-(methoxyimino)-ll,15-bis[(tri~

methylsilyl)oxy]-, trimethylsilyl ester, (9Z,lla,13£
,

,15S')-

OS i M©3
OSi Me

3

I

CH = CHCH( CH2 ) 4 Me

(CH2)6C(0) OS i Me

3

( CH2 ) 6 C( 0) OS i Me3
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60-

40-
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3764 EPA/NIH MASS SPECTRAL DATA BASE 599

599 CaoHeiNOsSis 56144-51
r5

Prost-13-en-l-oic acid, 9-(methoxyimino)-ll,15-bis[(tri=
methylsilyl)oxy]-, trimethylsilyl ester, (8/J,9Z,lla,13,E,15S)-

OS i Me 3
OS i Me 3

I

CH = CHCH(CH 2 )

4

Me

A-
MeON ( CH 2 ) 6 C( 0) OS i Me 3

599 CI9N7P6 33992-37-9

3aif,6aH,9afir-l,3,4,6,7,9,9b-Heptaaza-2,3a,5,6a,8,9a-hexaphos=

phaphenalene, 2,2,3a,5,5,6a,8,8,9a-nonachloro-2,2,5,5,8,8-

hexahydro-

«/
ci

p,
. N'' 'N

'I, Cl
P P

N
"5 V

N^
V
N

I I 'I

P* ,P-r

600 Ci2FioHgS2
Mercury, bis[(pentafluorophenyl)thio]-

37612-94-5

ci "7
ci

'rr \
ci



600 EPA/NIH MASS SPECTRAL DATA BASE 3765

600 C27H 36O 15 20586-11-2
Cyclopenta[c]pyran-4-carboxylic acid, 6-(acetyloxy)-l,4a,5,6,=

7,7a-hexahydro-7-methyl-l-[(2,3,4,6-tetra-0-acetyl-/3-D~
glucopyranosyl)oxy]-, methyl ester, [lS-(la,4aa,6a,7a,7aa)]-

C(0)0Me

600 CaoHeoOeSia 35275-54-8
5-Octenoic acid, 8-[tetrahydro-4-[(trimethylsilyl)oxy]-5-[3-

[(trimethylsilyl)oxy]-l-octenyl]-2-furanyl]-8-[(trimethyl=
silyl)oxy]-, methyl ester

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

600 C29H36N4O10
Riboflavin, 2',3',4',5 ,-tetrapropanoate

OC( O) Et

OC( 0) E t

7652-80-4

OC( 0) Et
I

CH2CHCHCHCH20C( 0) Et

N . .N. .0YYfY

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

M03 S i 0

Me ( CH 2 )

4

CHCH : CH

Me 3 S I 0

OSi Me 3
I

CHCH 2 CH = CH(CH 2 )3 C(O) OMe

,1.1.1.! Ijl.i.iil.iJ.i . i|in.

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

:Ll nL ! n.-
1

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

600 C 36H40O8 17873-58-4
Tetrabenzo[a,d,gj]cyclododecene, 5,10,15,20-tetrahydro-2,3,7,~

8,12,13,17,18-octamethoxy-

Me 0 OMe

100-1
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0 ^
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10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
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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



3766 EPA/NIH MASS SPECTRAL DATA BASE 600

600 C36H56O7 55450-36-7
Lanost-8-en-26-oic acid, 12-hydroxy-3-(3-methoxy-l,3-di=
oxopropoxy)-24-methylene-, methyl ester, (3a,12a)-

600 C40H56O4 28526-44-5
/3,e-Carotene-3, 3', 19-triol, 7,8-dihydro-8-oxo-

600 C42H36N2O2 56666-84-3
Benzene acetaldehyde, 4-methoxy-a,a-diphenyl-, [2-(4-meth=

oxyphenyl)-2,2-diphenylethylidene]hydrazone



602 EPA/NIH MASS SPECTRAL DATA BASE 3767

40 -

20-

0 i
1 1 1 1 i i

1 1 1 1
1 'l 1 1

—

610 620 630 640 650 660 670 660 690 700 710 720 730 740 750

600 C42H64O2 13833-01-7

i/si/'-Carotene, l,r,2,2'-tetrahydro-l,r-diniethoxy-

40 -

602 CisChFisP 5864-22-2
Phosphorane, dichlorotris(pentafluorophenyl)-

602 CisHisFsIlrO 56784-35-1
Iridium, carbonyliodo(pentafluoroethyl)[(l,2,3,4,5-?j)-l,2,3,4,5-

pentamethyl-2,4-cyclopentadien-l-yl]-

-CF 2 CF 3

F

602 C24H 14AS2CI2O5 55429-19-1
107/-Phenoxarsine, 10,10'-oxybis[2-chloro-, 10,10'-dioxide

;

100-1

80-

60-

40 -

20-
1

_ —.... . , . . . . . .L .1 . 1. .in Hi . nil

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300 90 100 110 120 130 140 150



3768 EPA/NIH MASS SPECTRAL DATA BASE 602

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

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

602 CsoIfeOeSis 35275-56-0
2-Furanoctanoic acid, tetrahydro-7?,4-bis[(trimethylsilyl)oxy]-

5-[3-[(trimethylsilyl)oxy]-l-octenyl]-, methyl ester

Me 3 S i 0 OSiM93

MeOC( 0 | ( CH2 )e CH. s°\ -CH = CHCH( CH2 ) 4 Me

OS i Me

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

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

690 700 710 720 730 740 750

602 C32H34N4O4S2 55836-94-7
1-Naphthalenesulfonamide, 5-(dimethylamino)-Af-[4-[2-[[[5-

(dimethylamino)-l-naphthalenyl]sulfonyl]amino]ethyl]phenyl]-

NM6 2

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

602 C32H42O11
Anodendroside G, monoacetate

28905-47-7



603 EPA/NIH MASS SPECTRAL DATA BASE 3769

602 C 40H58O4

d,e-Carotene-3, 3',8, 19-tetrol, 7,8-dihydro-

33474-08-7

460 470 460 490 500 510 520 530 540 550 560 570 580 590 600

610 620 630 640 650 660 670

602 CaeHssO? 36871 80-4
Lanost-8(ll)-ene-3,18,20,23-tetrol, 3,18,23-triacetate, (3/3,20^)—

CH2 OAc

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

L, l.llljlili, i.ijlilil.i iJiliili, iJil|li i|lilil,i i llll l.l|l 1 Jilii lllllji 1 i|lll Mil 1 llllllll

80-

60-

40-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300
20-

0 |u r-L^ ,J y , . H 111 -1.1.
,

1 L Jl
460 470 480 490 500 510 520 530 540 550 580 570 580 590 600

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

603 C 32H 33N3O5S2 13285-05-7
1-Naphthalenesulfonic acid, 5-(dimethylamino)-, 4—[2—

[ [
[5—

(dimethylamino)-l-naphthalenyl]sulfonyl]amino]ethyl]phenyl
ester



3770 EPA/NIH MASS SPECTRAL DATA BASE 603

603 C 32H33N3O5S 2 55836-95-8
1-Naphthalenesulfonic acid, 5-(dimethylamino)-, 2—[2—

[ [
[5—

(dimethylamino)-l-naphthalenyl]sulfonyl]amino]ethyl]phenyl
ester

Me2 N

603 C32H33N3O5S2 55836-96-9
1-Naphthalenesulfonic acid, 5-(dimethylamino)-, 3-[2-[[[5-

(dimethylamino)-l-naphthalenyl]sulfonyl]amino]ethyl]phenyl
ester

Me 2 N NM62

100

80

60

40

20

0

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

604 Ci6HioCr2Hg06 12194-11-5
Chromium, hexacarbonylbis(?j5-2,4-cyclopentadien-l-yl) (mer=

cury)di-, (2Cr-Hg)



I

604 EPA/NIH MASS SPECTRAL DATA BASE 3771

100 —
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40-

20-

oL—,
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610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

604 C 2iH5308PSi5 55334-84-4
D-ara6mo-Hexopyranose, 2-deoxy-l ,3,4-tris-0-(trimethylsilyl)-,

bis(trimethylsilyl) phosphate

OTMS
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604 C 25H 21F9O 7 56588-13-7
Estra-l,3,5(10)-trien-17-one, l-methyl-3,6,7-tris[(trifluoro c:

acetyl)oxy]-, (6a,7a)-

Me

I. . . . 1.. . .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

604 C 43H88 55162-61-3
Tetracontane, 3,5,24-trimethyl-

Me ( CH2 ) 1 5 CHMe ( CH2 ) 1 8 CHMe CH2 CHMe CH2 Me

604 C 43H88 55320-13-3
Tetracosane, 12-decyl-12-nonyl-

( CH2 ) 1 0 Me
I

Me ( CH2 ) 9 C( CH2 ) 8 Me

Me ( CH 2 ) 1

1
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3772 EPA/NIH MASS SPECTRAL DATA BASE 604

100

80
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40

20

0

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

605 C 33H43N5O6 52659-55-9
Propanamide, 2-(dimethylamino)-./V-[2-methyl-l-[[3,3a,12,~

13,14,15,16,16a-octahydro-8-methoxy-13,16-dioxo-14-(phe=
nylmethyl)-5,9-metheno-9//-pyrrolo[3,2-6][l,5,8]oxadiaza=
cyclopentadecin-l(2//)-yl]carbonyl]propyl]-

M02CH
1

M02 NCHMe CONHCHCO

606 CwHnCleNeOeP 25254-10-8
Adenosine, 5'-deoxy-5'-(phosphonoamino)-, bis(2,2,2-trichloroethyl)

ester
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0
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0
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80
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0
610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

606 C2iH 5508PSi5 32046-28-9
Phosphoric acid, bis[2,3-bis[(trimethylsilyl)oxy]propyl] trimethylsilyl

ester

OSi Mo 3

Mo 3 S i O OSIM03
I I I

M03 S i OCH2 CHCH2 OPOCH2 CHCH2 OS i M03
II

0

100 --

80 -
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40 -
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. 4* lL“ ‘ »-

I r
-_tUU

i H “t-
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606 EPA/NIH MASS SPECTRAL DATA BASE 3773

606 C32H580sSi3 40837-85-2
24-Norchola-20,22-dien-14-ol, 21,23-epoxy-3,12,23-tris[(tri=

methylsilyl)oxy]-, (3/3, 5/3, 12/3,14/?)-

606 C39H74O4 17367-45-2
Oleic acid, 3-hydroxypropyl ester stearate

Me ( CH 2 ) 7 CH = CH ( CH 2 ) 7 C( O) 0( CH 2 ) 3 OC( O) ( CH 2 ) 1 e Me

606 C41H 82O 2 18082-12-7
Octatriacontanoic acid, 34,36-dimethyl-, methyl ester

MeOC(0| ( CH 2 ) 3 2 CHMe CH 2 CHMeCH 2 Me

606 C41H82O 2 40710-29-0
Hentetracontanoic acid

HO2 C( CH 2 ) 39 Me



3774 EPA/NIH MASS SPECTRAL DATA BASE 607

607 C31H 57NO5S 13 57325-72-1
Pregn-4-ene-3,ll-dione, 17,20,21-tris[(trimethylsilyl)oxy]-, 3-

(O-methyloxime), (207?)-

607 CaiHsTNOsSia 57325-73-2
Pregn-4-ene-3,ll-dione, 17,20,21-tris[(trimethylsilyl)oxy]-, 3-

(O-methyloxime), (20S)-

607 C 33H61NO5S 12 57326-17-7
Glycine, A?-[(3a,5d,12a)-24-oxo-3,12-bis[(trimethylsilyl)oxy] =

cholan-24-yl]-, methyl ester

Me

100

80-

60-

40-

20-

0 ——i r 1 1 1 1 1 1 1
1 1 1 1 r 1

—

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

608 C32H36N 2O8S 29484-58-0
Dichotine, 19-(benzylthio)-ll-methoxy-, acetate (ester)

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300
100-
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608 EPA/NIH MASS SPECTRAL DATA BASE 3775

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

608 C 33H40N 2O9 50-55-5
Yohimban-16-carboxylic acid, ll,17-dimethoxy-18-[(3,4,5-tri=
methoxybenzoyl)oxy]-, methyl ester, (3/3,16(3,17a, 18/3,20a)-

608 C33H40N 2O9 482-85-9
Yohimban-16-carboxylic acid, ll,17-dimethoxy-18-[(3,4,5-tri=
methoxybenzoyl)oxy]-, methyl ester, (16/3, 17a, 18/3,20a)-

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

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

608 C37H40N2O6 6879-67-0
Tubocuraran-7'-ol, 6,6',12'-trimethoxy-2,2'-dimethyl-, (l'a)-

100 -1

80-

60-

*
40-

1
1

20-

1 0-—, , , , , , .

—

T
U-, J —i-l , 14“-,
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3776 EPA/NIH MASS SPECTRAL DATA BASE 608

608 C 39H76O4 17367-44-1
Stearic acid, trimethylene ester

Me ( CH2 ) 1 6 C( 0) 0( CH2 ) 3 OC( 0) (
CH2 ) 1 8 Me

609 Br6N 3P3 13701-85-4
1,3,5,2,4,6-Triazatriphosphorine, 2,2,4,4,6,6-hexabromo-2,2,4,=
4,6,6-hexahydro-

Br

h I

Br

CBr

Br

609 CsiHsgNOsSis 57325-75-4
Pregnane-1 1,20-dione, 3,17,21-tris[(trimethylsilyl)oxy]-, 20-

(O-methyloxime), (3a,5a)-

NOMe
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‘
i-i-i 1— i I.»— u.i.i I.l.l .lil.L- JiL
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..1.
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L a , 1,

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

U



610 EPA/NIH MASS SPECTRAL DATA BASE 3777

609 CaiHsgNOsSis 57325-76-5

Pregnane-1 1,20-dione, 3,17,21-tris[(trimethylsilyl)oxy]-, 20-

(O-methyloxime), (3a,5/?)-

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

610 Ci 2Hi2Be4Cl60i3 56377-94-7
Beryllium, hexakis[/*-(chloroacetato-0:0')]-|U4-oxotetra-

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

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

610 C27H 30O 16 29428-58-8
47T-l-Benzopyran-4-one, 2-(3,4-dihydroxyphenyl)-6,8-di-|8-

D-glucopyranosyl-5,7-dihydroxy-

, .1.1 1 4-J i.I.Li i l.i.i.iii 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

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

610 C 33H42N2O9 16625-52-8
3,4-Seco-20a-yohimban-16/3-carboxylic acid, 18/3-hydroxy-

ll,17a-dimethoxy-, methyl ester, 3,4,5-trimethoxybenzoate (ester)

OMe

OMe

70 80 90 100 110 120 130 140 150

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



3778 EPA/NIH MASS SPECTRAL DATA BASE 610

610 C40H54N 2O3 38389-13-8
l'/f-Cholest-2-eno[3,2-6] indole, 6-nitro-, 5'-(phenylmethoxy)-

Me

610
m-Octiphenyl

C48H34 16716-11-3
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610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

611 C3iH6iNOsSi3 56009-48-4
Prosta-5,13-dien-l-oic acid, 9-(ethoxyimino)-ll,15-bis[(tri c:

methylsilyDoxy]-, trimethylsilyl ester, (5Z,9£,lla,13£,15S)-

CH2CH = CH(CH2 )3C(O)OSiM03

EtON

OSi M63
I

CH = CHCH(CH 2 UMe

OS i Me 3

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

H1.1..1 Ll ll.l. .1...II11..I1. illli. . i.l. . l. ..li . iliii illi

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300
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611 EPA/NIH MASS SPECTRAL DATA BASE 3779

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

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750 310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

611 CaiHeiNOsSis 56009-49-5
Prosta-5,13-dien-l-oic acid, 9-(ethoxyimino)-ll,15-bis[(tri~

methylsilyDoxy]-, trimethylsilyl ester, (5Z,9Z
y
lla,l3E,l5S)~

CH2CH=CH(CH2 ) 3 C( 0) OS i Mo 3

OSi Me 3

E t ON CH : CHCH ( CH2 ) 4 Me

OS i Me 3

460 470 480 490 500 510 520 530 540 550 580 570 580 590 600

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

611 CsiHeiNOsSis 56085-4076
Prosta-5,13-dien-l-oic acid, 9-(ethoxyimino)-ll,15-bis[(tri~

methylsilyl)oxv]-, trimethylsilyl ester, (5E,8|d,9Z,lla,13.E,15S)-

CH2CH = CH( CH2 )3 C( O) OSi Me

3

OS i Me

3

Et ON5^/^\^-CH:CHCH( CH2 ) 4 Me

OS i Me 3
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!-
,

. . 1. L_ o J - - .U.I, - . iL, _l—

-

T —, .1 .. -iiiu
r
.iu*.L,

—

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

100- 100
-]

80- 80-

60- 60-

40- 40-

20- 20-

|

Q
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

100 100

80- 80-

60- 60-

40- 40-

20- 20-

h.
,

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750 310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

611 CaiHeiNOsSia 56085-39-3
Prosta-5,13-dien-l-oic acid, 9-(ethoxyimino)-ll,15-bis[(tri=

methylsilyl)oxy]-, trimethylsilyl ester, (5Z,8i5,9E,lla,13£,15S)-

CH2CH = CH( CH2 )3 C( O) OSi Me

3

460 470 480 490 500 510 520 530 540 550 560 570 580 590

E t ON CH : CHCH ( CH2 ) 4 Me

OSi Me3

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

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



3780 EPA/NIH MASS SPECTRAL DATA BASE 611

611 CaiHeiNOsSis 57377-97-6
Prosta-5,13- dien-l-oic acid, 9-(ethoxyimino)-ll,15-bis[(tri=

methylsilyl)oxy]-, trimethylsilyl ester, (5Z,lla,13£,15S)-

CH2CH=CH(CH2 )3C(O)OSIM03

OS i Me 3

El ON^/Nr_-CH = CHCH( CH 2 ) 4 Me

OSi Me3

, , ,
,lillu

t
.JiLi, u|l ll-ijl.nl m.i.l.i l.lli.i

|

ili. llll|. ......l|lll l |.ii.|.lill lL_
10 20 30 40 50 80 70 80 90 100 110 120 130 140 150

ii.-
l

iii...ii,
l

i-.iii [llil„li.).lilllln|inl

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

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

612 Ci8H5o09P 2Si5 31038-36-5
Phosphoric acid, 2-[(trimethylsilyl)oxy]-l,3-propanediyl tetra-

kis(trimethylsilyl) ester

OSi M63

M03 S i 0 OSi Mo 3
I I I

Mo 3 S i OP OCH 2 CHCH 2 OP OS i Mo 3
II II

O O

60-

40-

20 -

-1..,

" . «*.L. __ Ju ,
1

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

1 ,-jL, L, , L 1*. |l--r S , , , , , r-
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

611 CsiHeiNOsSia 57377-99-8
Prosta-5,13-dien-l-oic acid, 9-(ethoxyimino)-ll,15-bis[(tri :=

methylsilyl)oxy]-, trimethylsilyl ester, (5Z,8d,ll«,13.E',15S)-

CH2 CH : CH ( CH2 )3C(0)0SiM83

OS i Mo 3

EtON CH=CHCH(CH2)4Me

OS i Mo 3

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

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

612 CisHsoOgPsSis 36449-17-9
Phosphoric acid, l-[[(trimethylsilyl)oxy]methyl]-l,2-ethanediyl

tetrakis(trimethylsilyl) ester

CH2 0SiM6 3

80
M03 SI

O

OS i Me 3

60-

40-

Me 3 S i OP OCH 2 CHOP OS i M03
II II

0 0

20-
1

. 1. . .. .1,

100

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300
80-

60-

80-

60-

40-

20-

. ..1 . - - 11 1 LL 1...

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

20-

' ii . 1 . . i. lL

100
.

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



612 EPA/NIH MASS SPECTRAL DATA BASE 3781

612 C24H6oC>6Si6 2582-79-8
Inositol, l,2,3,4,5,6-hexakis-0-(trimethylsilyl)-, myo-

612 C 24H 60O6S 16 29267-01-4
Inositol, l,2,3,4,5,6-hexakis-0-(trimethylsilyl)-, epi-

OSi Mej

Me 3 S t 0 ^ 0SIMe 35

^rr
c

Me 3 S i O'^V^^OSi Me

3

OSi

M

63

M03 S i 0.

OS i M03

^OSi M03

M03S1
O'

OSi M03

OS i M0 3

100

80

60

40

20

0

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

100

80-

60-

40-

20-

0 J
1

1
I 1

1*1 1 1 1
I 1 I 1

1*1

—

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

612 C24H6o06Si6 14251-18-4
Inositol, l,2,3,4,5,6-hexakis-0-(trimethylsilyl)-, scyllo-

M03 S i O.

OS i M03

„OS i M03V

100

80

60

40

20

0

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

M03 S i O' Y OS1M03

OSi M03 612 C24H6o06Si6 29267-02-5
Inositol, l,2,3,4,5,6-hexakis-0-(trimethylsilyl)-, allo-

OSi M03

M03 S i O^^A^.OSi M03

M03 S i

O

OSi M03

OS i M03



3782 EPA/NIH MASS SPECTRAL DATA BASE 612

612 C24H6o06Si6 29307-70-8
rceo-Inositol, l,2,3,4,5,6-hexakis-0-(trimethylsilyl)-

OS i Me 3

OS i Me 3Me 3 S i

0

Me3SiO^ OS i Me 3

OS i Me 3

612 C24H6o06Si6 29412-25-7
Inositol, l,2,3,4,5,6-hexakis-0-(trimethylsilyl)-, D-chiro-

OS i Me 3

OSi Me3

OSi Me3

OS i Me 3

100

80

60

40

20

0

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

612 C24H 6o06Si6 29412-26-8
Inositol, l,2,3,4,5,6-hexakis-0-(trimethylsilyl)-, muco-

OSi Me3

Me3SiO. ^OSiMe3vV
O^Y^'vMe3 S i 0 OS i Me 3

OSi Me3



613 EPA/NIH MASS SPECTRAL DATA BASE 3783

612 C24H6o06Si6 29412-27-9

Inositol, l,2,3,4,5,6-hexakis-0-(trimethylsilyl)-, cis-

OS i Me 3

Me 3 S I 0 ^ OS i Me 3

Me3SiO'" OS i Me

3

OS i Me 3

612 C 32H53IO3 28328-13-4
Lanostan-3/3-ol, ll/?,18-epoxy-19-iodo-, acetate

CHMe ( CH2 ) 3 CHMe2

612 C42H60O3 56051-50-4
ypjp-Carotene, 20-(acetyloxy)-l,2-dihydro-l-hydroxy-

100
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40

20

0

100
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0
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0
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610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

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

Mil 1 lul 1 li 1 L lL Ml li

1

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

lilill 1 ll lul 1
,

Nil
,

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

li

613 C 24H63N05Si6 56282-41-8
D-Glucitol, 2-deoxy-l,3,4,5,6-pentakis-0-(trimethylsilyl)-2-

[ (trimethylsilyl)amino]-

OS i Me

3

OSi Me3

Me3SiO NHSiMe3
I I I

Me 3 S I OCH2 CHCHCHCHCH2 OS i Mes



3784 EPA/NIH MASS SPECTRAL DATA BASE 613

613 CsiHeaNOsSia 56009-50-8
Prost-13-en-l-oic acid, 9-(ethoxyimino)-ll,15-bis[(trimethyl=

silyl)oxy]~, trimethylsilyl ester, (9Z,lla,13E,15S)-

{ CH 2 ) 6 C( 0) OS i Me3

Et ON

OS i Me

3

I

CH = CHCH( CH 2 ) 4 Me

OS i Me

3

613 CsiHeaNOsSb 56085-41-7
Prost-13-en-l-oic acid, 9-(ethoxyimino)-ll,15-bis[(trimethyl~

silyDoxy]-, trimethylsilyl ester, (80,9E,lla,13£,15S)-

( CH2 ) 8 C( O) OSi M63

Et ON

OS I Me 3

I

CH = CHCH( CH 2 ) 4 Me

OSi Me 3

613 CsiHesNOsSia 56085-42-8

Prost-13-en-l-oic acid, 9-(ethoxyimino)-ll,15-bis[(trimethyl~

silyDoxy]-, trimethylsilyl ester, (8/3,9Z,llo,13E,15S)-

(
CH2 )6 C( 0) OSi M63

EtON

OSi Me3
I

CH = CHCH(CH 2 )4Me



613 EPA/NIH MASS SPECTRAL DATA BASE 3785

613 CsiHeaNOsSia 56144-49-1

Prost-13-en-l-oic acid, 9-(ethoxyimino)-ll,15-bis[(trimethyl=

silyl)oxy]-, trimethylsilyl ester, (9E,lla,13E,15S)-

(CH2)6C(0)0SIM63

OSi M63

E I ON CH = CHCH
( CH 2 ) 4 Me

OS i Me 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

ll , * 1 J-r- —1
, 1

—^
, r ll

,
111 t r—t-

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

610 620 630 640 650 670 680 690 700 710 720 730 740 750

613 CaiHeaNOsSis 57377-98-7
Prost-13-en-l-oic acid, 9-(ethoxyimino)-ll,15-bis[(trimethyl=

silyl)oxy]-, trimethylsilyl ester, (8a,lla,13E,15S)-

(CH2)6C(0|0SiM63

Et ON

OS i Me

3

CH = CHCH(CH 2 )

4

Me

OS i Me 3

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
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0

100

80
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40

20

0

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

613 C35H 34M0NOP 34829-42-0
Molybdenum, (a-tert-butylbenzylideneiminato)carbonyl-Tr-

cyclopentadienyl(triphenylphosphine)-

co
• -N=CPhCMe 3



3786 EPA/NIH MASS SPECTRAL DATA BASE 613

613 C 36H 43N 3O4S 2632-31-7

Tubulosan, 10,ll-dimethoxy-2'-[(4-methylphenyl)sulfonyl]-

lOO-i

80 -

60-

40-

20-

0 1 r r 1 1 1
1 1 1 1 1 1 1

r
—

r

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

614 CaHwOsSie 38166-10-8
Butanedioic acid, tetrakis[(trimethylsilyl)oxy]-, bis(trimethylsilyl)

ester

OS i Me 3

OS i Me 3

I I

Me3 S i 0C( 0) CCC( 0) OSi Me3
I I

OSi Me3

Me 3 S i 0

614 C 12HF23O2 307-55-1

Dodecanoic acid, tricosafluoro-

HO2CCF2 CF 2 CF 2 CF 2 CF 2 CF 2 CF 2 CF 2 CF 2 CF 2 CF

3

614 C24H6206Si6
D-Glucitol, l,2,3,4,5,6-hexakis-0-(trimethylsilyl)-

Me 3 S i

0

I

OSi Me

3

OS i Me 3

OS i Me

3

I

Me3 S i OCH2 CHCHCHCHCH2 OS i Me3

14199-80-5



614 EPA/NIH MASS SPECTRAL DATA BASE 3787

100 —
80-

60-

40-

20-

0 i 1
1 i i 'i i

"
i i r ~ t- i i i i

—

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

614 C27H50O15 56248-59-0
L-Arabinose, 0-2,3,4,6-tetra-0-methyl-/3-D-galactopyranosyl-

(1—1"6)-0-2,3,4-tri-0-methyl-/3-D-galactopyranosyl-(l—3)-
2,4,5-tri-O-methyl-

614 C24H620eSi6 14317-07-8

D-Mannitol, l,2,3,4,5,6-hexakis-0-(trimethylsilyl)-

OSI Me

3

OSi Mej

MeOCH?
-CH,

CH(0Me)CHO

Me° 1—0 I MeO I" OCHCH(OMe)CH,OMe

OMe
OMe

Me 3 S i

O

I

Me 3 S i OCH2 CHCHCHCHCH2 OS i Me3
100-

80-

60-

40-

—,—,—,—,,, 1.1

1. 1

20-

1 LI U 1 L
h ,1 1... UL iv- 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

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

614 C24H620eSi6
Galactitol, 1 ,2,3,4,5,6-hexakis-0-(trimethylsilyl)-

Me 3 S i

O

I

OSi Me 3

OS i Me 3

OS i Me

3

I

Me 3 S i OCH2 CHCHCHCHCH2 OSi Me 3

18919-39-6
614 C34H30O11 49586-44-9
7//-Furo[3,2-g] [l]benzopyran-7-one, 9-[[4-[2-(acetyloxy)-l,l-
dimethyl-3-[(7-oxo-7H-furo[3,2-g][l]benzopyran-9-yl)oxy] =
propoxy ]-3-methyl-2-butenyl]oxy]-



3788 EPA/NIH MASS SPECTRAL DATA BASE 614

614 C42H62O3 56196-61-3
i/',i/'-Caroten-20-al, l,l',2,2'-tetrahydro-l,l'-dimethoxy-

614 C 45H 46N2 55429-05-5
5//-Indolo[2",3":3',4']cyclopenta[l',2':5,6]naphtho[2,l-6]carbazole,

5a,5b,6,7,7a,8,13,13a,13b,14,15,15a,16,17-tetradecahydro-
5a,7a-dimethyl-8,17-bis(phenylmethyl)-, [5aS-(5aa,5bd,=
7aa,13a/3,13ba,15a/3)]-

CH 2 Ph
I

I Me
PhCH2

615 C28H53N308Si2 27089-69-6
Tridecylamine, AM2,4-dinitrophenyl)-2-methoxy-l-(meth=

oxymethyl)-3,4-bis(trimethylsiloxy)-, erythro-

02N

OSi Me3

CH 2 OMe
|

( CH 2 ) a Me

NHCHCH(OMe) CHCHOSiMe3



616 EPA/NIH MASS SPECTRAL DATA BASE 3789

616 C2oH3oCl 4Rh2 12354-85-7

Rhodium, dHu-chlorodichlorobis[(l,2,3,4,5-?;)-l,2,3,4,5-penta=

methyl-2,4-cyclopentadien-l-yl]di-

T.f or

Ccr

MeC— —SfeRh RK^— CMew V ‘

/ Me

610 620 630 640 650 680 670 680 690 700 710 720 730 740 750

616 C30H32O 14 18265-35-5
/J-D-Glucopyranoside, 2-[(benzoyloxy)methyl]-4-hydroxyphenyl,

pentaacetate

OAc

CH 2 0C(0)Ph

;

OH

-

'
, J 80-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300 60

20-

11. .1 .1
,

i, 1 ,i .

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

l
80-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

616 C30H32O 14

Trichocarpin, pentaacetate

PhCH20(0)C
AcOH,C

17019-77-1

-o?

OAc

616 C30H32O 14 20688-97-5
Salicin, 2',3',4',6'-tetraacetate a-salicylate acetate

I . ,1 i—i J 1 i i

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



3790 EPA/NIH MASS SPECTRAL DATA BASE 616

616 C 32H40O 12 28905-46-6
Anodendroside E 2, monoacetate

616 C40H 56O5 7176-02-5

d,d
-Carotene, 6',7'-didehydro-5,6-epoxy-5,5',6,6',7,8-hexa=
hydro-3, 3',5'-trihydroxy-8-oxo-

617 C33H35N3O5S2 55836-93-6
1-Naphthalenesulfonic acid, 5-(dimethylamino)-, 4— [2 [ [

[5—

(dimethylamino)-l-naphthalenyl]sulfonyl]amino]propyl]phenyl
ester, (±)-

NM8 2



618 EPA/NIH MASS SPECTRAL DATA BASE 3791

618 CisHsCcmOio 12568-53-5
Cobalt, decacarbonyl(ethynylbenzene)tetra-

Co4(CO),0(PhC=CH)

100
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eo
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20

0
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0

100
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0

100
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0

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

618 C 22H34S 10 17525-43-8
2,4,6,8-Tetrathiatricyclo[3.3.1.1 3,7]decane, l,l'-dithiobis[3,5,7,~

10, 10-pentamethyl-

100

80

60

40

20

0

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

618 C32H42O 12 56051-65-1
Card-20(22)-enolide, ll-(acetyloxy)-3-[(6-deoxy-3,4-0-
methylenehexopyranos-2-ulos-l-yl)oxy]-5,14-dihydroxy-12-
oxo-, (3/3,5a,11a)-



3792 EPA/NIH MASS SPECTRAL DATA BASE 618

618 C 44H90 7098-22-8
Tetratetracontane

Me ( CH2 ) 4 2 Me

619 C2iH54N08PSi5 32204-75-4
Serine, AMtrimethylsilyl)-, L-, trimethylsilyl ester, 2,3—bis(tri—

methylsiloxy)propyl trimethylsilyl phosphate (ester)

OSi Me3

Me3 S i 0 NHSiMe3
I I I

Me3 S i OCH2CHCH2 OPOCH2 CHC( 0) OSi Me3
II

0

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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460 470 480 490 500 510 520 530 540 550 560 570 580 590 600
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0

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

619 C2iH 54N08PSi5 55319-73-8
D-eryt/iro-2-Pentulose, l,3,4-tris-0-(trimethylsilyl)-, 0-
methyloxime, 5-[bis(trimethylsilyl) phosphate]

OSI Me3

OSi Me3

NOMe

Me 3 S I OPOCH2 CHCHCCH2 OS i Me3
II

O

100

80

60

40

20

0

100
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0
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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

619 C2iH54N08PSi5 55319-74-9
D-Ribose, 2,3,4-tris-0-(trimethylsilyl)-, O-methyloxime, 5-

[bis(trimethylsilyl) phosphate]

OS i Me

3

OS i Me 3

OSI Me 3

I

Me3 S i

O

I

MesSi OPOCH2 CHCHCHCH : NOMe
II

O



620 EPA/NIH MASS SPECTRAL DATA BASE 3793

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

619 C 32H33N 3O6S2 20289-21-8
1-Naphthalenesulfonic acid, 5-(dimethylamino)-, 4-[2-[[[5-
(dimethylaminoj-l-naphthalenyllsulfonyljaminoj-l-hydrox^
yethyl] phenyl ester

CH(0H)CH2NHS02

SO2O

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

:_uL
, ,

1
, , —i—,— —i—*—i—,—i-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

620 C26H45C109Si3 55373-82-5
D-Glucuronic acid, 2,3,4-tris-0-(trimethylsilyl)-, methyl ester,

2-(4-chlorophenoxy)-2-methylpropanoate

C( O) OMe

OS i Me 3

OS I Me 3
I I

0CMe2C(0) OCHCHCHCH(CHO) OSIM63

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

100-

80-

60-

40-

J
1 1 1 1 1 1 1 1

1
1 1 1 1 1 1

—
20-

0- 1 , ,
,Lu|m ,r< -I,.— -1|‘- iL-r—t r.i.i. . . .Him.. ..i.LX.,,

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

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

620 C22H2oFe2Oi4 41551-08-0
Iron, hexacarbonyl[^-[(l,2,3,4-7j:l,4-r;)-l,2,3,4-tetrakis(ethoxy=

carbonyl)-! ,3-butadiene-1 ,4-diyl] ] di-, (Fe -Fe)

°cco/C°

Et0C(0)Ns_/F<v>
_^C(0)0Et

/\\ /A(O)0Et
Et0C(0)\\//

+ Fe

/|\
OC CO Cl

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

460 470 480 490 500 510 520 530 540 550 580 570 580 590 600

10 20 30 40 50 60 70



3794 EPA/NIH MASS SPECTRAL DATA BASE 620

620 C 41H80O3 18082-13-8
2-Furannonanoic acid, 5-(21,23-dimethylpentacosyl)tetrahydro-,
methyl ester

MeOC( 0) ( CH2 I .(CH2 ) 2 0 CHMe CH2 CHMe CH2 Me

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

I ll..i, . i.IhiI l .i.lilii .....
1 1 ! ! 1 1 1 I 1 1 1 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

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

620 C^Hsops 18082-14-9
2-Furanhexanoic acid, 5-(24,26-dimethyloctacosyl)tetrahydro-,
methyl ester

Me OC( 0) ( CH2 ) 5
.( CH 2 ) 23 CHMe CH 2 CHMe CH 2 Me

Jj Ill i.lilu, 1.. 1. JlUu.M.J,l l nil,. 1—

620 C41H80O3 18082-15-0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

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

620 C41H80O3

Hentetracontanoic acid, 18-oxo-

H02C(CH2 )1 6 CO(CH 2 ) 22 Me

40710-25-6

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

, 1 1 |,| , li J l ..mill, .iiii..- . .1.1.1.., ......... ..

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

I

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

100-1

80-

60-

40-

20-

^ , Jl . . , . Ji 0- l_L
460 470 480 490 500 510 520 530 540 550 560 570 580 590 310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



622 EPA/NIH MASS SPECTRAL DATA BASE 3795

620 C42H 84O2

Hentetracontanoic acid, methyl ester

Me ( CH2 ) 3 9 C( 0 ) OMe

40710-33-6 621 C 32H 64NO8P 18194-25-7
3,5,9-Trioxa-4-phosphaheneicosan-l-aminium, 4-hydroxy-
AT,N,N-trimethyl-10-oxo-7-[( l-oxododecyl)oxy]-, hydroxide,
inner salt, 4-oxide, {R)~

iil[UI. nliliUjLT ..ulljl i,1.i 1 . ..I.. Ij.

Me ( CH2 ) 1 0 C( 0 ) 0 0-
1 1

Me ( CH2 ) 1 0 C( 0 )
0CH2 CHCH2 OPOCH2 CH2

II

0

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

,
1
—%-

10 20 30

^ i'll',

—

1

1

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

I

. .1.1

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

100-1

80 •

60-

40-

20-
1 ,

I 1 ,

1
1
—“—

1

T r* r -1 r*“ 1
— «

*i r——

1

k 1
— o-J “T

31

1L .. ,
ir t-L—

1

— “t 1
**

1— i ‘r 1 1

—
0 320 330 340 350 360 370 380 390 400 410 420 430 440 450

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

610 620 630 640 650
460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

621 C 30H47N5O9 27545-13-7
Glycine, AMN-[./V-[./V-(-/V-carboxy-L-threonyl)-L-alanyl]-L-

leucyl]-L-leucyl]-, N-benzyl methyl ester

CH 2 CHM62

MeCH(OH) CH 2 CHM62
I I I

PhCH2 0C( O) NHCHCONHCHMe CONHCHCONHCHCONHCH2 C( O) OMe

622 C 16H36N6O4P2W 19976-86-4
Tungsten, tetracarbonylbis(hexamethylphosphorous triamide-P)-

NMe 2

I

PNM6 2

I

NMe2

C : O



3796 EPA/NIH MASS SPECTRAL DATA BASE 622

622 CisFxsSb 3910-39-2
Stibine, tris(pentafluorophenyl)-

F

622 CisHgFisCb 56728-12-2
Propanoic acid, pentafluoro-, l-[3-methoxy-4-(2,2,3,3,3-penta=

fluoro-l-oxopropoxy)phenyl]-l,2-ethanediyl ester

OC( 0) CF2CF3

CHCH2 0C(0) CF2CF3

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

622 C 38H42N2O6 2233-44-5
Tubocuraran, 6,6',7',12'-tetramethoxy-2,2'-dimethyl-

MeO



624 EPA/NIH MASS SPECTRAL DATA BASE 3797

622 C 40H 78O4 14251-40-2
Stearic acid, 1-methyltrimethylene ester

Me ( CH2 ) 1 6 C( 0 ) OCHMe CH2 CH2 0C( 0 ) ( CH2 ) 1 e Me

623 Ci4Hi6HgIN04S 50456-04-7
Mercury, [8-hydroxy-6-(phenylsulfonyl)-2-oxa-6 azatricyclo=

[3.3.1. 13.7]dec-4-yl]iodo-, (la,3/3,4/3,5a,70,8a)-

PhS02

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

624 C 34H 64N4O6 33281-02-6
L-Valine, iV-[Ar-[N2,N6-bis(l-oxodecyl)-L-lysyl]glycyl]-, methyl

ester

Me2 CH NHCO( CH2 ) 0 Me
I i

MeOC( 0 ) CHNHCOCH2 NHCOCH ( CH2 )

4

NHCO( CH2 )

8

Me

624 C34H 64N4O6 33861-95-9
L-Valinamide, iV-(l-oxodecyl)glycyl-/V-[6-methoxy-6-oxo-4-

[(l-oxodecyl)amino]hexyl]-, (S)-

CHM62 CH2 C( 0
)
OMe

I I

Me ( CH2 )

8

CONHCH2 CONHCHCONH( CH2 )

3

CHNHCO( CH2 )

8

Me



3798 EPA/NIH MASS SPECTRAL DATA BASE 624

1 1 1 1
1 l

1 1
1 l l 1 l 1

—
1
—

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

' “f ' ' 1 T— 1 1 1 1
r

—

1
1 1 r- 1

—

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

80- 80-

60- 60-

40- 40-

20- 20-

1 l 1 l 1 1 1 1
1 1 1 1 1

1
—0 0

610 620 630 640 650 660 670 690 700 710 720 730 740 750 610 620 630 640 650 670 680 690 700 710 720 730 740 750

624 C 34H64N4O6 33912-91-3
L-Valinamide, Ar-(l-oxodecyl)glycyl-AT-[l-(2-methoxy-2-oxo c::

ethyl)-4-[(l-oxodecyl)amino]butyl]-, (S)-

CHM02 CH2 C( 0 ) OMe
I I

Me ( CH2 )

8

CONHCH2 CONHCHCONHCH ( CH2

)

3 NHCO( CH2 )

8

Me

624 C 34H64N4O6 34020-23-0
L-Valine , N-[N-

[

l-oxo-3,6-bis
[ ( 1-oxodecy 1 )am ino]hexyl

]
glycyl]

methyl ester

Me 2 CH NHCO(CH2)aMe
I I

MeOC( O) CHNHCOCH2 NHCOCH2 CH ( CH2 ) 3 NHCO( CH2 )

8

Me

60 -

40-

90 100 110 120 130 140 150

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

624 C 39H 76O5 504-40-5
Octadecanoic acid, 2-hydroxy-l,3-propanediyl ester

Me ( CH2 ) 1 6 C( O) OCH2 CH( OH) CH2 OC( 0 ) ( CH2 ) 1 0 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

100

80

60

40

20

0

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

624 C 42H56O4 1185-31-5
i/'.i/'-Carotene, 3,3',4,4'-tetradehydro-l,r,2,2'-tetrahydro-l,r~

dimethoxy-2,2'-dioxo-

100

80

60

40

20

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



626 EPA/NIH MASS SPECTRAL DATA BASE 3799

625 C25H55N09Si4 53081-21-3
U-glyceru -a-D-galacto-2 Nonulopyranosidonic acid, methyl 5-

(acetylamino)-3,5-dideoxy-4,7,8,9-tetrakis-0-(trimethylsilyl)-,

methyl ester

TMSO\
HCOTMS

1

HCOTMS

1

CHgOTMS

626 C12H18O13Z114 12129-82-7
Zinc, hexakis(acetato)oxotetra-

Zn 40(MeC(0)0) 6

626 Ci8H480ioP 2Si5 55334-89-9
3,5-Dioxa-4-phospha-2-silaoctan-8-oic acid, 7—

[ [bis [ (tri

=

methylsilyl)oxy]phosphinyl]oxy]-2,2-dimethyl-4-[(trimethyl=
silyDoxy]-, trimethylsilyl ester, 4-oxide, (/?)-

C( O) OSi M63

Me 3 S i 0 OS i Me 3

I I I

Me3 S i OP OCH 2 CH OP OS i Me 3

II II



3800 EPA/NIH MASS SPECTRAL DATA BASE 626

100-

80-

100-

80-

60- 60-

40- 40-
.

20- 20-
|

.

||, lli.i
1
|i,

,i
III. Ii. Ii.. II.. Ii.

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750 310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

626 C 27H26N6O 12 56051-46-8
L-Valine, iV-[IV,0-bis(2,4- dinitrophenyl) I, tyrosyl]-, methyl ester

CHM6 2

I

CONHCHC( 0) OMe

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

-H-l I‘H"U-I I 1 1 r“—r— —r—“W [

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

1 ....IL ll. iJi lli .Illli

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

626 C33H54O 11 20117-33-3
Cholest-7-en-6-one, 3-(/3-D-glucopyranosyloxy)-2, 14,20,22-

tetrahydroxy-, (2/3,3/3,5/3,22/?)—

CMe(OH)CH(OH)(CH 2 )2
CHMe 2

460 470 480 490 500 510 520 530 540 550 560 570 580 590

626 C 37H54O8 56114-38-6
8'-Apo-i/',i/'-carotenoic acid, l,2-dihydro-l-(l,2,3,4,5,6-hexa=

hydroxyhexyl)-, methyl ester

STRUCTURE UNDEFINED

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

610 620 630 640 650 660 670

l.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



628 EPA/NIH MASS SPECTRAL DATA BASE 3801

626 C40H 66O5 55401-93-9
Lup-20(29)-en-21-ol, 3,28-bis[(tetrahydro-2//-pyran-2-yl)oxy]-,

(30,210)-

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

460 470 480 490 500 510 520 530 540 550 560 570 580 590 800

627 C 10H 18F9NO2SS112 41006-34-2
1-Butanesulfonamide, l,l,2,2,3,3,4,4,4-nonafluoro-iV,lV-bis-

(trimethylstannyl)-

SnMe3
I

F 3 CCF 2 CF 2 CF 2 SO2 NSn Me 3

628 C6H 18O 4S2TI2 26025-21-8
Thallium, bis(/u-methanesulfinato)tetramethyldi-

628 C 13H 3F23O 2 56554-52-0
Dodecanoic acid, tricosafluoro-, methyl ester

MeOC( 0) CF 2 CF 2 CF 2 CF 2 CF 2 CF 2 CF 2 CF 2 CF 2 CF 2 CF 3



3802 EPA/NIH MASS SPECTRAL DATA BASE 628

100

80

60

40

20

0

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

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

100

80

60

40

20

0
460 470 480 490 500 510 520 530 540 550 580 570 580 590 600

628 C24H6o0 7Si6 34290-52-3
Gluconic acid, 2,3,4,5,6-pentakis-0-(trimethylsilyl)-, trimethylsilyl

ester, D-

Me 3 S i

0

I

OSi Me3

OS i Me 3

OSI Mes
I

Me3 S i OCH2CHCHCHCHC( 0) OSi Me3

628 C24H6o07Si6 55400-16-3
Galactonic acid, 2,3,4,5,6-pentakis-0-(trimethylsilyl)-, trimethylsilyl

ester

Me 3 S i

O

I

OSi Me3

OS i Me 3

OSi Me3
I

Me3 S i OCH 2 CHCHCHCHC( O) OSi Me3

628 C32H36Fe206 39040-50-1
Iron, hexacarbonyl[M-[(l,r,2,2'-77:2,2'-T7)[bi-l-cyclotridecen-7-
yn—1—yl]—2,2'—diyl] ]di—

, (Fe-Fe

)

oc



630 EPA/NIH MASS SPECTRAL DATA BASE 3803

628 C42H 60O4 33474-09-8
a-Carotene, 7,8-dihydro-3-hydroxy-

all-trans-

-3\19-dimethoxy-8-oxo-

Me Me CH^Me Me

HO-^Y^^Me 0

Me Me Me
1

Me
1

j>Y

630 C22H42Cr206P4 18893-72-6
Chromium, hexacarbonylbis[/i-(dimethylphosphino)]bis(tri=

ethylphosphine)di-, (Cr-Cr)

630 C 28H54O 15 32581-26—3
Arabinitol, 0-2,3,4,6-tetra-0-methyl-/?-D-galactopyranosyl-

(l-*6)-0-2,3,4-tri-0-methyl-d-D-galactopyranosyl-(1—3)-

1,2,4,5-tetra-O-methyl-, L-



3804 EPA/NIH MASS SPECTRAL DATA BASE 630

630 C33H42S6 26822-26-4
3,7,14,18,25,29-Hexathiatetracyclo[29.2.2.29 .12.220 .23]nonatriacon=:

ta-9, 1 1 ,20,22,31 ,33,34,36,38-nonaene

r-\

630 CstHssOs 55571-03-4
Lanost-8-en-26-oic acid, 24-(2-hydroxyethyl)-3-(3-methoxy-

l,3-dioxopropoxy)-23-oxo-, methyl ester, (3a)-

MeOC( 0) CH 2 C( 0) 0

100

80 -

60 -

40 -

20- I

o I*
1

1 1 1
1 I I

1
1

1 1 f }
!

I

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

631 C 36H 49N5O5 38496-01-4
Pentanamide, 2-(dimethylamino)-4-methyl-iV-[2-methyl-l-

[[3,3a,ll,12,13,14,15,15a-octahydro-12,15-dioxo-13-(phenyl~
methyl)-5,8-ethenopyrrolo[3,2-6][l,5,8]oxadiazacyclotetrade ::::

cin-l(2//)-yl]carbonyl]butyl]-

631 C 36H49N5O5 38496-02-5
Benzenepropanamide, a-(dimethylamino)-./V-[2-methyl-l-

[[3,3a,ll,12,13,14,15,15a-octahydro-13-(l-methylpropyl)-12,~
15-dioxo-5,8-ethenopyrrolo[3,2-6][l,5,8]oxadiazacyclotetra ::=

decin-1 (2H)-y\] carbonyl] butyl]-

MeCH 2 CHMe

Me 2 N
I

PhCH2 CHCONHCHCO

100

80

60

40

20

0

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



632 EPA/NIH MASS SPECTRAL DATA BASE 3805

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

632 C15H7F15O10
Pentitol, pentakis(trifluoroacetate)

0C(0)CF3

F3CC(0)0 0C(0)CF3
I

I I

F 3 CC( 0) 0CH 2 CHCHCHCH 2 0C( 0| CF 3

55319-75-0

'

I ,
-I.-,-

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

632 C24H24M02N2O2S2 55955-45-8
Molybdenum, bis(benzenemethanethiolato)di-2,4-cyclopenta=

dien-l-yldinitrosyldi-

(Mo)
2
(NO ) 2 <§) (SCH, Ph),

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

632 C30H20CI4N8 18710-95-7
Pyrimido[5,4-d]pyrimidine, 2,4,6,8-tetrakis(m-chloroanilino)-

ci

Y*
NH ^

N

100-1

80-

60-

40-

20-

0- ,
L, L, L-r-U

|

i
, ,

|
, | ,

,L. . , ^
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750



3806 EPA/NIH MASS SPECTRAL DATA BASE 632

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

632 CaeHesOaSia 55759-95-0
Silane, [[(3/?,5Z,7.E)-9,10-secocholesta-5,7,10(19)-triene-l,3,25-

triyl]tris(oxy)tris[trimethyl-

Mg 3 Si 0

20

0

632 C36H6803Si3 56009-11-1
Silane, [[(3/3,5Z,7E)-9,10-secocholesta-5,7,10(19)-triene-3,25,~

26-triyl]tris(oxy)]tris[trimethyl-

OS I Me 3

I

CHMe ( CH 2 ) 3 CMe CH 2 OS i Me 3

CH
I

CH

Me3Si

0

l T r-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

632 C36H6803Si3 56009-12-2
Silane, [[(3/3,5Z,7E) -9,10-secocholesta-5,7,10(19)-triene -3,21,=

25-triyl] tris(oxy ) ] tris [trimethyl-

XI

CH(CH20TMS)(CH2)3CMe20TMS

.CH;

'CH

H

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750



634 EPA/NIH MASS SPECTRAL DATA BASE 3807

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

633 C22H 56N08PSi5 55401-79-1

D-arabino-Hexose, 2-deoxy-3,4,5-tris-0-(trimethylsilyl)-, 0-
methyloxime, 6-[bis(trimethylsilyl) phosphate]

OS i Me 3

OS i Me 3

Me 3 S

i

0 OS i Me

3

I

Me ON : CHCH2 CHCHCHCH2 OP OS i Me 3

II

0

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

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

610 620 630 640 650

633 C 35H 35N7O5 18851-95-1
Pyrrole-3-propionic acid, 2,2'-[(3-acetyl-4-methylpyrrole-2,5-

diyl)dimethylene]bis[5-(2,2-dicyanovinyl)-4-methyl-, dimethyl
ester

CH=C(CN)2

(CH2)2C(0)0Me

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

634 CmHisSm 57274-62-1
2,4,6,8,9,10-Hexathiatricyclo[3.3.1.13 .7]decane, l,l'-dithiobis[3,=

5,7-trimethyl-

me mo

QV S
I \s S f

\

Me Me

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



3808 EPA/NIH MASS SPECTRAL DATA BASE 634

634 C 31H38O 14 18265-34-4
Grandidentatin, pentaacetate

634 C36H 58O5S 2 56298-07-8
Lanostane-7,11 dione, 3,18-bis(acetyloxy)-, cyclic 7-(l,2-ethanediyl

mercaptole), (3/3,20£)-

CH2 OAc

100 110 120 130 140 150

1‘‘ ' 1 i-t-t r—V-
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

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

690 700 710 720

636 CisHtFisOs 55702-33-5
Benzeneacetic acid, a,3,4-tris(2,2,3,3,3-pentafluoro-l-oxopropoxy)-,

methyl ester

F 3 CCF 2 C(

O

)

0

F3CCF2C(0)0

C(O) OMo

CHOC(0)CF2CF3



636 EPA/NIH MASS SPECTRAL DATA BASE 3809

636 C27H27Fe205P3 14871-46-6
Iron, pentacarbonylbis[/i-(dimethylphosphino)] (triphenyl =

phosphine)di-, (Fe-Fe)

co

Me\ J/
Me P—Fe^

J
/i

,CO

CO

// \

636 C32H6oN 205Si3 32221-26-4
Pregn-4-ene-3,20-dione, ll,17,21-tris[(trimethylsilyl)oxy]-,

bis(O-methyloxime), (11/3)—

MeON

TMSO
Me

636 CasHwC^Su 57325-82-3
Silane, [[(3/3,20S)-pregna-5,ll-diene-3,ll,17,20-tetrayl]tetra=

kis(oxy)] tetrakis [trimethyl-



3810 EPA/NIH MASS SPECTRAL DATA BASE 636

636 C34H2oFe206 33310-05-3
Iron, hexacarbonyl [p- [ ( 1 ,2,3,4-r/: l,4-?;)-l,2,3,4-tetraphenyl-l,3-

butadiene-l,4-diyl]]di-, (Fe-Fe)

Phv

OC COCO

„Fe_

C<s

Ph/

Fe

/IV

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

636 C 35H48N4O 7 42919-92-6
l,5,9,13-Tetraazacycloheptadecan-6-one, 9, 13-diacetyl-1-[3-

[4-(acetyloxy)phenyl]-l-oxopropyl]-8-(4-methoxyphenyl)-, (S)-

OAc

637 C33H59N 5O7 10409-85-5
L-Valine, AT-[.iV-[Af-[N-[IV-(3-hydroxy-l-oxododecyl)glycyl]-

L-valyl]-D-leucyl]-L-alanyl]-, p-lactone, (/?)-



638 EPA/NIH MASS SPECTRAL DATA BASE 3811

100
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0

100

80
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40

20

0

100

80
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40

20

0

638 C32H62N 205Si3 57325-81-2
Pregnane-3,20-dione, ll,17,21-tris[(trimethylsilyl)oxy]-, bis(0-

methyloxime), (5a, 11/3)-

lilt, 1. Jill ,ll, 1. .1, . 1

310 320 330 340 350 360 370 380 390 400 4 0 420 430 440 450

'illi in 1 L i 1 II L JL

460 470 4 )0 490 500 510 520 530 540 550 560 570 580 590 600

l »• L
1, ,1.

,

lit, .

r , ,
,

,
,

,
, ,

,

—

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

lilil.i..
l

..iiliil
{

i Jil|ii ll.l|lllli.jjilllll..|l.
II,

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

638 C 32H62N205Si3 57363-09-4
Pregnane-3,20-dione, ll,17,21-tris[(trimethylsilyl)oxy]-, bis(0-
methyloxime), (5/3,1 1/3)—

TMSO
Me

™S(
? 'cCHjOTMS

Me

638 CssHeeCUSU 32221-72-0
Silane, [[(3/3,ll/3,20iS)-pregn-5-ene-3,ll,17,20-tetrayl]tetrakis=

(oxy ) ] tetrakis [trimethyl-

,
r
LllL~

t
.Jml

t
l Ij

l‘* Jll xl.liL.,... Ii It— ill ,i. i
iii

—

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

..JiL Jjlli i,iii. . i.l|ii. iIi
i

i.i.i.. ,1....... ... ..

180 190 200 210 220 250 260 270 280 290 300160 170 230 240



3812 EPA/NIH MASS SPECTRAL DATA BASE 638

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

638 CsaHeeCLSu 32221-73-1
Silane, (pregn-5-ene-3/l,ll|8,17,2O|0-tetrayltetraoxy)tetrakis=

[trimethyl-

638 CasHeeCLSh 42599-94-0
Silane, [[(3a,5/3)-pregn-20-ene-3,17,20,21-tetrayltetrakis(oxy)=

tetrakis[trimethyl-

TMSO ?™S

Me I C=CHOTMS

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

470 480 490 500 510 520 530 540 550 560 570 580 590

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

638 C33H6604Si4 57325-83-4
Silane, [[(3a,50,2OS)-pregn-ll-ene-3,ll,17,2O-tetrayl]tetrakis~

(oxy ) ]
tetrakis [trimethyl-

TMSO CH(Me)OTMS

Me\



638 EPA/NIH MASS SPECTRAL DATA BASE 3813

638 C34H660sSi3 6818-43-5

Cholan-24-oic acid, 3,7,12-tris[(trimethylsilyl)oxy]-, methyl ester,

(3a,5/3,7a,12a)-

Me

MeaSl

638 C 39H74O6 538-24-9
Dodecanoic acid, 1,2,3-propanetriyl ester

OC( O) ( CH2 ) 1 0 Me

Me ( CH2 ) 1 0 C( 0 ) OCH2 CHCH2 0C( 0 ) (
CH2 ) 1 0 Me

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

..11 ,

.

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
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638 C 35H66N4O6 4560-73-0
Leucine, ^-[^-[^-(N-stearoyl-L-alany^-L-valyllglycyl]-, methyl

ester, L-

M62 CH CH 2 CHM62
I I

Me ( CH2 ) 1 6 CONHCHMeCONHCHCONHCH2 CONHCHC( 0 ) OMe



3814 EPA/NIH MASS SPECTRAL DATA BASE 638

638 C45H3802Si 56805-05-1
7-Silabicyclo[2.2.1]hept-5-ene-2-carboxylic acid, 1,4,5,6,7,7-
hexaphenyl-, ethyl ester

639 C35H53N5O6 55822-84-9
DL-Leucine, (V-[A(-[l-[./V-(l-oxodecyl)glycyl]-DL-prolyl]-DL-

tryptophyl]-, methyl ester

COCH 2 NHC0( CH 2 ) s Me

N.

CH 2 CHNHCO
I

C0NHCHC( 0) OMe
I

CH2CHM62

o
100

80
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40

20

0
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0

100

80
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0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

! jl lJ*L ..1,1 i Llil,

10 20 30 40 50 60 70 80 90 100 110 120 1C 0 140 150

:Lk ..ill L A
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

640 C 10H 10I2M02N2O2 55836-28-7
Molybdenum, bis(??5-2,4-cyclopentadien-l-yl)di-M-iododmitrosyldi-,
(Mo-Mo)

0=N I N=0

{©3—V-/-

—

640 C3oH 4o08Si4 51860-96-9
Benzo[l,2-6:4,5-6' ]bisbenzofuran-6,12-dione, 2,3,8,9-tetrakis-

[(trimethylsilyl)oxy]-

0

0

100

80 -

60-

40 -

20-

0 J
1 1 1 i—1—1

1 r-W—1
1 1 1 1 1 1

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



640 EPA/NIH MASS SPECTRAL DATA BASE 3815

640 C 33H60N4O8 56272-49-2
L-Leucine, N-[N-[N-[N-( 1 -oxodecyl)-L-a-aspartyl] L-valyl]-

L-alanyl]-, 1-butyl 4-methyl ester

640 C 33H68O4SU 57325-85-6
Silane, f[(3/3,5a,ll/3,20/?)-pregnane-3,ll,20,21-tetrayl]tetrakis=

(oxy ) ] tetrakis [trimethyl-

Me2 CHCH2 CHM62 CH2 C( 0 )
OMe

I I I

Me ( CH2 ) 3 OC( 0 | CHNHCOCHMeNHCOCHNHCOCHNHCO( CH2 )

8

Me

640 C33H6804Si4 57325-84-5
Silane,

[ [(3/3,5a,20R)-pregnane-3,17,20,21-tetrayl]tetrakis—
(oxy) ] tetrakis[trimethyl-

Me



3816 EPA/NIH MASS SPECTRAL DATA BASE 640

640 CssHesCLSL 57326-08-6
Silane, [[(Sa.S/Lll/l^O/D-pregnane-S.ll^O^l-tetraylJtetrakis0

(oxy) ] tetrakis [trimethyl-

Me

640 CaaHesCLSu 57326-09-7
Silane, [[(Sa.S/Jjll/S^OSl-pregnane-SJl^O^l-tetrayljtetrakis^

(oxy)
] tetrakis [trimethyl-

Me3Si

0

100
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60

40

20

0

100
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0

100
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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

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

I-J , , ,-illl 1 I.

640 CssHesChSu 57326-10-0
Silane, [[(3a,5a,ll/3,20S)-pregnane-3,ll,20,21-tetrayl]tetrakis=

(oxy) ] tetrakis [trimethy1-

Me

Me 3 S i O'

—1
1

1 f—1
1 1- 1 1 1 1 1 1 1 r-

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750



641 EPA/NIH MASS SPECTRAL DATA BASE 3817

640 C33H68O4SU 57363-12-9
Silane, [[(3a,5a,ll/3,20R)-pregnane-3,ll,20,21-tetrayl]tetrakis=

(oxy) ]
tetrakis [trimethyl-

640 CsslPeOsSi 53212-95-6
Hexadecanoic acid, 2-[(trimethylsilyl)oxy]-l,3-propanediyl ester

OS i Me 3
I

Me ( CH2 ) 1 4 C( 0 )
OCH2 CHCH2 OC( 0 ) ( CH2 ) 1 4 Me

640 C33H68O4SU 57397-17-8
Silane, [[(3a,5d,ll/?,20.R)-pregnane-3,ll,17,20-tetrayl]tetrakis=

(oxy)] tetrakis [trimethyl-

641 C25H59N08Si5 56247-31-5
D-glycero-/3-D-ga/ac£o-2-Nonulopyranosidonic acid, methyl 5-

amino-3,5-dideoxy-4,7,8,9-tetrakis-0-(trimethylsilyl)-, tri=
methylsilyl ester

OTMS
Me I CH(Me)OTMS

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

>N _UMe

YDI
CIOIOTMS

HCOTMS

I

HCOTMS

I

CH2OTMS

•

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

4 L+J -1.. 1 1. . , L r 1

—“1*—, k r-J-1 -i 1
-

160 170 160 190 200 210 220 230 240 250 260 270 280 290 300



3818 EPA/NIH MASS SPECTRAL DATA BASE 641

642 C24H5808Si6 38165-96-7
Glucaric acid, 2,3,4,5-tetrakis-0-(trimethylsilyl)-, bis(trimethylsilyl)

ester

Me 3 S i

0

I

OSi Mas

OS I Me 3

OSIM63
I

MesSi OC( 0) CHCHCHCHC( 0) OS I Me3

642 C24H5808Si6 56272-61-8
Galactaric acid, 2,3,4,5-tetrakis-0-(trimethylsilyl)-, bis(tri=

methylsilyl) ester

Me 3 S i

0

I

OS i Me 3

OS i Me 3

0SIM63
I

Me3 S i 0C( 0) CHCHCHCHC( 0) OSi Me3

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

642 C32H34O 14 55429-02-2
D-Glucopyranoside, 2-[(acetyloxy)methyl] phenyl, 2,3,4-triacetate

6-[3-[4-(acetyloxy)phenyl]-2-propenoate]

OAc



644 EPA/NIH MASS SPECTRAL DATA BASE 3819

642 C32H34O 14 56323-62-7

/3-D -Glucopyranoside, 2-[(acetyloxy)methyl]phenyl, 2,3,4-triacetate

6-[3-[4-(acetyloxy)phenyl]-2-propenoate]

642 C32H66O5SU 50669-95-9
Prosta-5,13-dien-l-oic acid, 9,ll,15-tris[(trimethylsilyl)oxy]-,

trimethylsilyl ester, (5Z,9a,lla,13E,15S)-

OSiMes
OS i Me 3

I

CH=CHCH( CH 2 ) 4 Me

Me 3 S i 0 CH 2 CH : CH { CH 2 ) 3 C{ 0) OS i Me 3

642 C32H 66O5S4 50669-96-0
Prosta-5,13-dien-l-oic acid, 9,ll,15-tris[(trimethylsilyl)oxy]-,

trimethylsilyl ester, (5Z,9/3,lla,13£,15S)-

OSIM63
OS i Me 3

I

CH = CHCH(CH 2 ) 4 Me

Me3 S i 0 CH 2 CH = CH( CH 2 ) 3 C( 0) OSi Me3

644 C 32H36O 14 27646-47-5
lH-Cyclonona[l,2-c:5,6-c']difuran-l,3,6,8(4/f)-tetrone, 4-(ace~
tyloxy)-5-[l-(acetyloxy)heptyl]-10-[[(acetyloxy)(3,6-di :=

hydro-6-oxo-2//-pyran-2-yl ] methyl]-, [4R * ,5S* (rR*)
,
10S*

—

100

80

60

40

20

0

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



3820 EPA/NIH MASS SPECTRAL DATA BASE 644

644 CsaHwOSu 55556-77-9
Prost-13-en-l-oic acid, 9,ll,15-tris[(trimethylsilyl)oxy]-, tri=

methylsilyl ester, (9/3,lla,13E,15S)-

OSi Mea

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

OSi Me3
I

r CH = CHCH { CH 2 )

4

Me

“(
M63 S I 0 (CH2)6C(O)OSIM03

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

700 710 720 730 740 750

644 C32H6805Si4 50669-94-8
Prost-13-en-l-oic acid, 9 ) ll,15-tris[(trimethylsilyl)oxy]-, tri=

methylsilyl ester, (9a,lla,13E,15S)-

OS i Me 3
OS 1 Me 3

I

CH = CHCH( CH 2 ) 4 Me

Me3SiO ( CH 2 ) 6 C( 0) OS i Me3

646 C 16H9F 15O 10 26293-33-4
L-Mannitol, 1-deoxy-, pentakis(trifluoroacetate)

OC( O) CF 3

F3CC(0)0 OC( O) CF 3
I I I

F3CC( O) OCHMeCHCHCHCH 2 OC( O) CF 3

;

100-1

80-

60-

40-

20-

* 1“^ » 1 » T“‘“- ‘i
—-““‘i— 1 r——‘i“^ 1

—-“r—— —“r ^1 —*1— 0 - 1 1 1 1 1 1 —
,

1 . J , ,
,b

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450 90 100 110 120 130 140 150

;

100-

80-

60-

40-

. 20-

J
, , | J , 1,

|
| ,

,-J , 1
,

L,
,

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

80-

60-

40-

20-

_u ^ T T , T*
1 1 1“

1
1 1 1 1 1 1

1

1 — 1
1 1 1

—

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750 310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



648 EPA/NIH MASS SPECTRAL DATA BASE 3821

100 —
80-

80-

40 -

20-

0 J
1 1 1 1 1 1

1

—
i 1 1 1 1 r— r r-

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

646 C 16H9F 15O 10 26388-40-9
D-arafemo-Hexitol, 2-deoxy-, pentakis(trifluoroacetate)

OC( 0) CF 3

OC( 0) CF 3

0C(0)CF3
I I

F 3 CC( 0) 0CH2CH2CHCHCHCH2 0C( 0) CF 3

648 C23H570gPSi5 55334-86-6
L-cfeiro-Inositol, l,2,3,5,6-pentakis-0-(trimethylsilyl)-, dimethyl
phosphate

OS i Me 3

OS i Me 3

648 C23H5709PSi5 55569-48-7
myo-Inositol, l,3,4,5,6-pentakis-0-(trimethylsilyl)-, dimethyl
phosphate

OS i Me 3

OSi Me3

U I...I —111.

90 100 110 120 130 140 150

610 620 630 640 650 660 670

648 C36H40O 11 52748-45-5
Pentherin II

STRUCTURE UNDEFINED

80-

60-

40-

20

-

170 180 190 200 210 220 230 240 250 260 270 280 290 300



3822 EPA/NIH MASS SPECTRAL DATA BASE 648

648 C 46H64O2 13425-62-2
1,4-Naphthalenedione, 2-(3,7,ll>15,19,23,27-heptamethyl-2,6, c:

10,14,18,22,26-octacosaheptaenyl)-3-methyl-

100
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20

0
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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

649 C 26H59N3O6S 15 56247-34-8
L-Threonine, N-[2-amino-4-(3-hydroxy-2-oxo-3-azetidinyl)-

1-oxobutyl]-, pentakis(trimethylsilyl) deriv.

l2 CH(NH2)C0NHCH(C02H)CH(0H)Me

+ 5TMS

649 C33H35N3O7S2 36600-91—6
1-Naphthalenesulfonic acid, 5-(dimethylamino)-, 4—[2—[[[5—

(dimethylamino)-l-naphthalenyl]sulfonyl]amino]-l-hydrox=
yethyl]-2-methoxyphenyl ester



650 EPA/NIH MASS SPECTRAL DATA BASE 3823

650 C27H 38O 18 55887-84-8
a-D-Glucopyranose, 3-O-methyl- 1,2,4-triacetate, anhydride with

a-D-glucopyranose 1 ,2,4,6-tetraacetate

CH2OAc

OAc

650 C32H58N20eSi3 57326-06-4
Pregn-4-ene-3,ll,20-trione, 6,17,21-tris[(trimethylsilyl)oxy]-,

3,20-bis(O-methyloxime), (60)-

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

ll nlli ill L. Ji i Hi u li II

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

Jl ,1.1, j L
,1-ln-

,

_i ll. li.„ -, i li. _Jj

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 C3pH2oFe206P2 15024-71-2
Iron, hexacarbonylbis[M-(diphenylphosphino)]di-

100
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60

40

20

0

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

NOMe



3824 EPA/NIH MASS SPECTRAL DATA BASE 652

652 CnHisFvIIrO 56784-36-2
Iridium, carbonyl(heptafluoropropyl)iodo[(l,2,3,4,5-T))-l,2,3,4,=

5-pentamethyl-2,4-cyclopentadien-l-yl]-

"CF, CF,CF,

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

654 C33H660sSi4 56196-46-4
Pregnan-ll-one, 3,17,20,21-tetrakis[(trimethylsilyl)oxy]-, (3a,

~

50,20S)-

OTMS
TMSO
Me L^CHCH2OTMS

100-i

80-

60-

40-

-*
1

1
1

1 1 —1
1

' 1 ! 1 1
1

1

i r 1
1

1 1

—

20-

0- T IiJj-hIj,. Li,.. 11 it il.Lilll.i, , Jj.Li ,,,1.1. It
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

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

653 C 32H 55N5O9 6686-63-1
0-Alanine, N-[Ar-[N-[N-[l-(D-2-hydroxyvaleryl)-L-prolyl]-L-

isoleucyl]-iV-methyl-L-valyl]-iV-methyl-L-alanyl]-, methyl ester,

acetate (ester)

CHMe CH2 Me
COCHPr OAc

I

I
CHMe

2

N ' I

^
<

y
^CONHCHCONMeCHCONMeCHMeCONHCH2CH2C( O) 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



656 EPA/NIH MASS SPECTRAL DATA BASE 3825

654 CasHnOsSit 56196-47-5

Pregnan-1 1-one, 3,17,20,21-tetrakis[(trimethylsilyl)oxy]-, (3a,

=

5/1,20/?)-

OTMS
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0
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100-1
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l—1
1 1 1 1

1
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1
1
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656 CioHi2Fe2l206P2 19599-83-8
Iron, hexacarbonylbis[M-(dimethylphosphino)]diiododi-

654 C4oH8602Si2 35177-13-0
3,38-Dioxa-2,39-disilatetracontane, 2,2,39,39-tetramethyl-

MesSi 0( CH 2 ) 3 4 OS i Mas

656 C 37H53IO2 56362-46-0
Gorgost-7-en-3-ol, 4-iodobenzoate, (3/3,5a)-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



3826 EPA/NIH MASS SPECTRAL DATA BASE 656

656 C4oH 4808 55905-55-0
Pentacyclo[19.3.1. 13.7.19.13.115,i9]octacosa-l(25), 3, 5,7(28),9,11,13=

(27),15, 17, 19(26),21,23-dodecaene, 4,6,10,12,16,18,22,24-octa=
methoxy-2,8,14,20-tetramethyl-

MeO OMe

657 C26H55N50sSi5 55649-38-2
1//-Purinium, 2-[bis(trimethylsilyl)amino]-6,9-dihydro-7-
methyl-6-oxo-9-[2,3,5-tris-0-(trimethylsilyl)-/3-D-ribo=
furanosyl]-, hydroxide, inner salt

(TMS),N^N
*1

TMSOCHj

Lo,

TMSO OTMS



658 EPA/NIH MASS SPECTRAL DATA BASE 3827

658 C29H54O16 34141-00-9
a-D-Glucopyranoside, l,3,4,6-tetra-0-methyl-/3-D- fructofuranosyl

2,3,4-tri-0-methyl-6-0-(2,3,4,6-tetra-0-methyl-a-D-
galactopyranosyl)-

658 C29H54O16 38646-05-8
a-D-Glucopyranoside, 0-2,3,4,6-tetra-0-methyl-a-D-gluco=
pyranosyl-(l—*-3)-l,4,6-tri-0-methyl-/3-D-fructofuranosyl

658 C29H54O16 55956-04-2
D-Glucose, 0-2,3,4,6-tetra-0-methyl-a-D-galactopyranosyl-

(1—>-6)-0-2,3,4-tri-0-methyl-a-D-galactopyranosyl-(l—*-6)-
2,3,4,5-tetra-O-methyl-

CH2OMe
MeO J—

0

(OMe

*b— CH2

MeO
3 J— 1

0

Wo0CH2CH(0Me)CH(0Me) CH (OMe) CH(OMe)CHO

MeO
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3828 EPA/NIH MASS SPECTRAL DATA BASE 658

658 C29H54O16 55956-05-3

D-Glucose, 0-2,3,4,6-tetra-0-methyl-/3-D-glucopyranosyl-(l—>-

6)-0-2,3,4-tri-0-methyl-/3-D-glucopyranosyl-(l—6)-2,3,4,5-

tetra-O-methyl-

1—0 0CH2CH(0Me)C H(0Me)C H(0Me)C H(0Me)CHO

OMe

100 -1

00-

60-

40 -

20-

0 J 1 1 1-1 - 1 1 1 1 1 1 1 1 1 1 1
1
—

460 470 480 490 500 510 520 ' 530 540 550 560 570 580 590 600

658 C29H54O16 55956-07-5
D-Glucose, 0-2,3,4,6-tetra-0-methyl-/J-D-glucopyranosyl-(l—

*

6)-0-2,3,4-tri-0-methyl-|8-D-glucopyranosyl-(l—*-3)-2,4,5,6-
tetra-O-methyl-

658 C29H54O16 55956-06-4

D-Glucose, 0-2,3,4,6-tetra-0-methyl-a-D-glucopyranosyl-(1—
6)-0-2,3,4-tri-0-methyl-a-D-glucopyranosyl-(l—4)-2,3,5,6-
tetra-O-methyl-

CH(OMe)CH2OMe

CH(OMe)CHO

OCHCH(OMe)CH(OMe)CH2OMe

658 C29H54O16 55956-08-6

D-Glucose, 0-2,3,4,6-tetra-0-methyl-i3-D-glucopyranosyl-(l—>-

3)-0-2,4,6-tri-0-methyl-
l

3-D-glucopyranosyl-(l-*4)-2,3,5,6-

tetra-O-methyl-

CH(OMe)CH(OMe)CHO

OMe OMe



658 EPA/NIH MASS SPECTRAL DATA BASE 3829

658 C29H54O16 55956-09-7
D-Glucose, 0-2,3,4.6-tetra-0-methyl-a-D-glucopyranosyl-(l-*
4)-0-2,3,6-tri-0-methyl-a-D-glucopyranosyl-(l—-4)-2,3,5,6-
tetra-O-methyl-

OMe

OCHCH(OMe)CH(OMe)CHO
I

CH(OMe)CH 2OMe

658 C29H54O16 55956-10-0
D-Glucose, 0-2,3,4,6-tetra-0-methyl-j8-D-glucopyranosyl-(l-*
4)-0-2,3,6-tri-0-methyl-/3-D-glucopyranosyl-(l—>-3)-2,4,5,6-
tetra-O-methyl-

Me<

CH(OMe)CHO

OCHCH(OMe)CH(OMe)CH2OMe

658 C29H54O16 55956-11-1
D-Glucose, 0-2,3,4,6-tetra-0-methyl-/3-D-galactopyranosyl-

(1—3)-0-2,4,6-tri-0-methyl-/3-D-galactopyranosyl-(l^-4)-
2,3,5,6-tetra-O-rnethyl-

CH(OMe)CH(OMe)CHO



3830 EPA/NIH MASS SPECTRAL DATA BASE 658

658 C 29H54O 16 55975-29-6
D-Galactose, 0-2,3,4,6-tetra-0-methyl-j3-D-galactopyranosyl-

(1—1'6)-0-2,3,4-tri-0-methyl-|8-D-galactopyranosyl-(l—'-6)-

2,3,4,5-tetra-O-methyl-

CH20Me
MeO

J 0 0
— CH2

MeO \—0 0CH2CH(0Me)CH(0Me)CH(0Me)CH(0Me)CH0

lOMeN

658 C29H54O16 55975-30-9
D-Glucose, 0-2,3,4,6-tetra-0-methyl~j3-D-galactopyranosyl-

(
1—’*6)-0-2,3,4-tri-0-methyl-|8-D-galactopyranosyl-(l—1-4)-

2,3,5,6-tetra-O-methyl-

658 C 29H54O 16 55975-31-0
D-Glucose, 0-2,3,4,6-tetra-0-methyl-a-D-glucopyranosyl-(l—

*

4)-0-2,3,6-tri-0-methyl-a-D-glucopyranosyl-(l—6)-2,3,4,5-
tetra-O-methyl-

OCH CH(OMe)CH(OMe)CH(OMe)CH(OMe)CHO

CH2OMe

MeO I—OO CH2 CH(OMe)CH2 OMe

1/oMe N

OMe

MeO I

Q
OCHCH(OMe)CH(OMe)CHO

/OMe N

100
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60

40

20

0

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



658 EPA/NIH MASS SPECTRAL DATA BASE 3831

658 C29H54O16 55975-32-1

D-Glucose, 0-2,3,4,6-tetra-0-methyl-/3-D-galactopyranosyl-
(l-*-4)-0-2,3,6-tri-0-methyl-/8-D-galactopyranosyl-(l-*-4)-
2,3,5,6-tetra-O-methyl-

CH(OMe)CH(OMe)CHO

OMe OMe
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60

40

20

0

100

80

60

40

20

0

100

80
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20

0

100

80
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0

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

658 C29H54O16 55991-81-6
D-Glucose, 0-2,3,4,6-tetra-0-methyl-|8-D-glucopyranosyl-(l—'

3)-2,4,6-tri-0-methyl-/3-D-glucopyranosyl-(l-^6)-2,3,4,5-te=
tra-O-methyl-

MeOCH, MeOCH

0CH2CH(0Me)CH(0Me)CH(0Me)CH(0Me)CH0

100-1

80-

60-

40 -

20-

0 J
1 1 r- 1 1 1 1 1 1 1 —1 1 1 1 r—

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

658 C29H54O16 56248-54-5
D-Galactose, 0-2,3,4,6-tetra-O-methyl-^-D-glucopyranosyl-
(1—2)-0-3,4,6-tri-0-methyl-

l

8-D-glucopyranosyl-(l—4)-2,=
3,5,6-tetra-O-methyl-

CH(OMe)CH(OMe)CHO

658 C29H54O16 56248-55-6
D-Glucose, 0-2,3,4,6-tetra-0-methyl-/3-D-glucopyranosyl-(l—

2)-0-3,4,6-tri-0-methyl-/3-D-glucopyranosyl-(l—*2)-3,4,5,6-
tetra-O-methyl-

MeOCH2

I 0 0CH(CH0)CH(0Me)CH(0Me)CH(0Me)CH20Me

MeO^
(

MeOCH2

-0^0

DMe

MeO

100

80

60

40

20

0

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



3832 EPA/NIH MASS SPECTRAL DATA BASE 658

658 C29H54O16 56248-56-7
D-Mannose, 0-2,3,4,6-tetra-0-methyl-|8-D-mannopyranosyl-

(1—*-4)-0-2,3,6-tri-0-methyl-
l

8-D-mannopyranosyl-(l—*4)-
2,3,5,6-tetra-O-methyl-

490 500 510 520 530 540 550 560 570 580 590 600

658 C29H54O16 56248-57-8
D-Mannose, 0-2,3,4,6-tetra-0-methyl-a-D-mannopyranosyl-

(1—*-2)-0-3,4,6~tri-0-methyl-a-D-mannopyranosyl-(l—*-2)-
3,4,5,6-tetra-O-methyl-

658 C3oH54Be40i3 56377-82-3

Beryllium, hexakis[M-(2,2-dimethylpropanoato-0:0')]-M4-oxotetra-



658 EPA/NIH MASS SPECTRAL DATA BASE 3833

658 C3oH54Be40i3 56377-83-4
Beryllium, hexakis[A4-(3-methylbutanoato-0:0')]-|U4-oxotetra-

658 C 32H6606Si4 35275-55-9
5-Octenoic acid, 8-[tetrahydro-4-[(trimethylsilyl)oxy]-5-[3-

[(trimethylsilyl)oxy]-l-octenyl]-2-furanyl]-8-[(trimethyl =
silyl)oxy]-, trimethylsilyl ester

MejSi

0

Me { CH 2 | 4 CHCH = CH

MesSI 0

OS i Me 3

I

CHCH 2 CH:CH(CH 2 )3C(0)0SIMe3

658 C 42H58O6 3351-86-8
/J,/3-Carotene, 3'-(acetyloxy)-6',7'-didehydro-5,6-epoxy-5,5\6,0

6',7,8-hexahydro-3,5'-dihydroxy-8-oxo-, (3S,3'S,5E,5'E,6S,6
,E)-

Me Me Me Me

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



3834 EPA/NIH MASS SPECTRAL DATA BASE 658

660 Ci4Hi 2060s2 33310-11-1
Osmium, hexacarbonyl[/u-[(l,2,3,4-r/:l,4-7;)-l,2,3,4-tetramethyl-

l,3-butadiene-l,4-diyl]]di-, (Os-Os)

660 C 16H 7F 15O 11 49560-82-9
a-D-Galactopyranose, pentakis(trifluoroacetate)

CH20C(p)CF3

F,CC(0)0 / °\

^0C(0(CF3\

/ 0C(0)CF3

0C(0)CF3

660 C 16H 7F 15O 11 49560-99-8
a-D-Galactofuranose, pentakis(trifluoroacetate)

F,CC(0)

\o
'p

0C(0)CF3

oc(0)cf 3
HC0C(0)CF 3

CH20C(0)CF3



661 EPA/NIH MASS SPECTRAL DATA BASE 3835

100 —
80 -

60 -

40 -

20-

0 ^
1 1 1 1 i

1 1
1

*
l

—

L
"i 1 I ' I 1

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

660 C 16H 7F 15O 11 56942-38-2

D-Fructopyranose, pentakis(trifluoroacetate)

100

80
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40

20

0

100
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0

100

80
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0

100

80

60

40
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0
460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

660 C 27H 5iFe205P3 55493-73-7
Iron, pentacarbonylbis[ju-(dimethylphosphino)] (trihexylphos-

phine)di-, (Fe-Fe)

Me— P— Fe

l./l'N:0
OC— Fe— P—Me

/ I I

(CH, LMe
I

5

P(CH 2 )

5
Me

(CH 2 )
5
Me

660 C32H680eSi4 35275-57-1
2-Furanoctanoic acid, tetrahydro-)j,4-bis[(trimethylsilyl)oxy]-

5-[3-[(trimethylsilyl)oxy]-l-octenyl]-, trimethylsilyl ester

Me 3 S

i

0
I

Me 3 Si 0C( 0 ) (CH2)6CH

OSi Me 3

I

CH = CHCH(CH2 )

4

Me

OS i Me 3

661 C 32H71NO5SL 56247-93-9
Acetamide, N-[l-[[(trimethylsilyl)oxy]methyl]-2,13,14-tris-

[(trimethylsilyl)oxy]-3-heptadecenyl]-

OSi Me 3

Me 3 S

i

0 NH Ac
I I I

Me 3 Si OCHPr CH( CH2
) 8 CH = CHCHCHCH2 OS i Me 3

100

80

60

40

20

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



3836 EPA/NIH MASS SPECTRAL DATA BASE 661

80

60

662 C 28H 27F9O8 33205-61-7
Pregn-4-ene-3,20-dione, lld,17,21-trihydroxy~16-methylene-,

tris(trifluoroacetate)

F3 CC(0)0 coch 2 oc(o)cf3
Me\

zCH 2

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

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

661 C 37H 51N5O6 38496-00-3
Benzenepropanamide, a-(dimethylamino)-Ar-[3-methyl-l-
[[3,3a,12,13,14,15,16,16a-octahydro-8-methoxy-14-(l-
methylpropyl)-13,16-dioxo-5,9-metheno-9/f-pyrrolo[3,2-5] =
[l,5,8]oxadiazacyclopentadecin-l(2/f)-yl]carbonyl]butyl]-

M62CHCH2

Me 2 N
I

PhCH2 CHCONHCHCO 662 C3oH65Cl303Si3 56248-45-4
Silane, [[3,5-dichloro-l-(l-chloroheptyl)-l,2,14-tetradecanetri~

yl]tris(oxy)]tris[trimethyl-

OSi Mea

OS i Me 3
I I

Me 3 S i 0( CH 2 )9 CHCI CH 2 CHCI CHCHCHCI ( CH 2 )

5

Me

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750



662 EPA/NIH MASS SPECTRAL DATA BASE 3837

662 C32Hi6ClInN8 19631-19-7

Indium, chloro[29//,31// phthalocyaninato(2- )- IV29-AT30,N31,IV32]-,

(SP-5-12)-

662 C37H44N4ORU 41636-35-5
Ruthenium, carbonyl[2,3,7,8,12,13,17,18-octaethyl-21/f,23//-
porphinato(2-)-N21,IV22,IV23,Ar24]-

Et Et

100
1

80-

60-

40-

20-

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

80-

60-

40-

20-

1 1. ...... ...Illlll,
, ,

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

662 CasHeaOg 56196-23-7
D-Glucopyranoside, (3d,22a,25S

,

)-22,25-epoxy-3-methoxy=
furost-5-en-26-yl 2,3,4,6-tetra-O-methyl-



3838 EPA/NIH MASS SPECTRAL DATA BASE 663

663 C 34H 37N3O7S2 36600-92-7
1-Naphthalenesulfonic acid, 5-(dimethylamino)-, 4—[2—

[ [
[5—

(dimethylamino)-l-naphthalenyl]sulfonyl]methylamino]-l-
hydroxyethyl]-2-methoxyphenyl ester

664 C28H29F9O8 56438-16-5
Pregnane-3,20-dione, 16-methylene-ll,17,21-tris[(trifluoro=

acetyl)oxy]-, (5a,11a)-

665 C 39H47N5O5 14051-13-9
L-Prolinamide, AT,A/-dimethyl-L-phenylalanyl-.(V-[3-(l-

methylethyl)-5,8-dioxo-7-(phenylmethyl)-2-oxa-6,9-diaza=
bicyclo[10.2.2]hexadeca-10,12,14,15-tetraen-4-yl]-, [3R-
m*As*js*)]-

665 C39H47N5O5 38541-74-1
Benzenepropanamide, a-(dimethylamino)-iV-[2-methyl-l-

[[3,3a,ll,12,13,14,15,15a-octahydro-12,15-dioxo-13-(phenyl=
methyl) -5,8-ethenopyrrolo[3,2-fe][l,5,8]oxadiazacyclotetrade=
cin-l(2/f)-yl]carbonyl]butyl]-

Me CH2 CHMe

Me 2 N
I

Ph CH2 CHCONHCHCO

100

80-

60-

40-

20-

0 j
, , ,

—**) —«r ,
,i »•••-!

t i
1

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



666 EPA/NIH MASS SPECTRAL DATA BASE 3839

666 C37H74O4S13 56052-12-1
Ergostan-5-ol, 3,6,12-tris[(trimethylsilyl)oxy]-, (3/3,5a,6/3,12a)-

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

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

666 Ci4H2oBr2Mo2N202S 2 40671-84-9
Molybdenum, dibromobis(r; 5-2,4-cyclopentadien-l-yl)bis[;u-

(ethanethiolato)]dinitrosyldi-

HC—
J,

* Et 4
N=0 I N3=0

L/k I _

,

Mo; Mot£— —CH
7/\

|

Br'

Et

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

. . . -k r- t ,
, V k . .

460 470 480 490 500 510 520 530 540 550 580 570 580 590 600

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

666 C37H7404Si3 56053-02-2
Ergostan-5-ol, 3,6,12-tris[(trimethylsilyl)oxy]-, (3d,5a,6/3, 12/3)-

inn

80-

60-

40-

20-
1 1 II 1 I

it III. ..Ill
l460 470 480 490 500 510 520 530 540 550 560 570 580 590 600 ° J—,—1—,—,'l

,

ll. .1,1 ll )-Li ill
,

I'll.

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

ll-.-.
,

ll. H r , , 1 , , r-
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



3840 EPA/NIH MASS SPECTRAL DATA BASE 666

666 C4iH 7806 56588-23-9
Hexadecanoic acid, 2-[(l-oxohexyl)oxy]-l,3-propanediyl ester

OC( O) ( CH2 ) a Me
I

Me ( CH2 ) 1 4 C( 0 ) OCH2 CHCH2 OC( 0 ) ( CH2 ) 1 4 Me

667 C 33H57N 5O9 30859-37-1
/3-Alanine, N-[Af-[./V-[iV-[l-(D-2-hydroxy-4-methylvaleryl)-L-

prolyl]-L-isoleucyl]-N-methyl-L-valyl]-iV-methyl-L-alanyl]-,
methyl ester, acetate (ester)

OAc
I

COCHCH2 CHM62

CHMe CH2 Me

CHMe 2

I

CONHCHCONMe CHC0NMeCHMeC0NHCH 2 CH2 C( 0 ) OMe

100

80

60

40

20

0

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

610 620 630 640 650 660 670 690 700 710 720 730 740 750

667 C44H 28MnN 4 31004-82-7
Manganese, [5,10,15,20-tetraphenyl-21H,23H-porphinato(2-)-

(SP-4-1)-

Ph



668 EPA/NIH MASS SPECTRAL DATA BASE 3841

668 C8Cl208Re2 15189-52-3
Rhenium, octacarbonyldi-/u-chlorodi-

CO CO

\b
Cl Re

CO

-CO

OC

OC
cr

OC CO

668 C37H6oOsSi3 55724-91-9
1-Pentanone, l,l'-[2-[(trimethylsilyl)oxy]-5-[[4-[(trimethyl=:=

silyl)oxy]-3-[l-[(trimethylsilyl)oxy]-l-pentenyl] phenyl] ~

methyl]-!,3-phenylene] bis—

CO( CH2 ) 3 Me

OSi Me 3

I

,C=CHPr

OS i Me

3

668 C38H 52O 10 55822-95-2
4-Cyclohexene-l,3-dione, 4,4'-[[2,4,6-trihydroxy-5-(l-oxo=
buty1)— 1, 3-phenylene] bis (2-methylpropyli dene)] bis [5-
hydroxy-2,2,6,6-tetramethyl-

Me

I I I I I I I I I I I I I I |

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750



3842 EPA/NIH MASS SPECTRAL DATA BASE 668

668 C39H 48N 4OG 50865-93-5
21/7-Biline-8,12-dipropanoic acid, 2, 17-diethenyl-l, 10,19,22,-
23,24-hexahydro-3,7,13,18-tetramethyl-l,19-dioxo-, bis(l-

methylethyl) ester

100

80

60

40

20

0

100
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60
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20

0

100
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40

20

0

100
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0

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

:

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

iiiiiL jli i nLlL Li li ll Lilli llL

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

li Jl
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

T
_

,
,

li 1) , , , , , , , r-

668 C 44H28FeN4 16591-56-3
Iron, [5,10,15,20-tetraphenyl-21//,23/f-porphinato(2-)-iV21 ,~

iV22,A/-23,N24]—
,
(SP-4-1)-

Ph

669 C 15F25N
Pyridine, pentakis(pentafluoroethyl)-

F 3 CCF 2
CF2CF3

CF2CF3

20017-53-2

669 C 15F25N 30567-91-0
l-Azabicyclo[2. 2.0]hexa-2,5-diene, 2,3,4,5,6-pentakis(penta-

fluoroethyl)-



670 EPA/NIH MASS SPECTRAL DATA BASE 3843

669 C 15F25N 30649-87-7
1-Azatetracyclo[2.2.0.02 '6.03 '

5
] hexane, 2,3,4,5,6-pentakis(penta ;=:

fluoroethyl)-

669 C37H63N04Si3 57325-95-8
Pregn-4-en-3-one, 17,20,21-tris[(trimethylsilyl)oxy]-, 0-(phe=
nylmethyl)oxime, (20R)-

670
Monensin

C36H62011 17090-79-8

OH

Me
^Me / /k. ^Me

HO\l I

Hoo^^^cr ^cr per
Et Me

^CHMeCH(0Me)CHMeC02H



3844 EPA/NIH MASS SPECTRAL DATA BASE 670

670 CssHsoNeOs 38541-75-2
Pentanamide, 2-(dimethylamino)-Ar-[l-(l/f-indol-3-ylme=
thyl)-2-[3,3a,H,12,13,14,15,15a-octahydro-13-(l-methyl=
propyl)-12,15-dioxo-5,8-ethenopyrrolo[3,2-6][l,5,8]oxadiaza=
cyclotetradecin- 1 ( 2//)-yl] -2-oxoethy 1

]
-4-methyl-

H

Me 2 N CH2
I I

Me2 CHCH2 CHCONHCH

CO 610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

671 C26H65N07Si6 56196-15-7
D-glycero-D-gulo-Reptose , 2,3,4,5,6,7-hexakis-0-(trimethylsilyl)-,

O-methyloxime

OSi

M

63

Me 3 S i

O

OSi Me 3

OS i Me 3

OSi Me3
I

Me ON : CHCHCHCHCHCHCH2 OS i Me

3

100
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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

ll . 4. 1 Ju
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

,1.. ,.l„ 1.
,

1 30 170 180 190 200 210 220 230 240 250 260 270 280 290 300

,1, 1,. i i-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

t 1 1 1 1 1 1 1 1
1

1
1 —

r

671 C 12F27N 311-89-7
1-Butanamine, l,l,2,2,3,3,4,4,4-nonafluoro-./V,iV-bis(nona ::=

fluorobutyl)-

CF2CF2CF2CF3
1

F3CCF2CF2CF2NCF2CF2CF2CF3

100

80

60

40

20

0

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



671 EPA/NIH MASS SPECTRAL DATA BASE 3845

671 C37H65N04Si3 57325-97-0

Pregnan-20-one, 3,ll,21-tris[(trimethylsilyl)oxy]-, 0-(phenyl=
methyl)oxime, (3/S,5/3,ll/£?)—

Me 3 S i

0

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

671 C37H65N04Si3 57325-98-1
Pregnan-20-one, 3,ll,21-tris[(trimethylsilyl)oxy]-, 0-(phenyl=
methyBoxime, (3a,5a, 11/3)-

M63 S i

0

671 C37H65N04Si3 57325-99-2
Pregnan-20-one, 3,ll,21-tris[(trimethylsilyl)oxy]-, 0-(phenyl=

methyl)oxime, (3/3,5a, 11(3)-



3846 EPA/NIH MASS SPECTRAL DATA BASE 671

671 CavHesNCLSia 57326-00-8
Pregnan-20-one, 3,17,21-tris[(trimethylsilyl)oxy]-, CMphenyl0
methyl)oxime, (3a,5/3)—

671 C37H66N04Si3 57326-01-9
Pregnan-20-one, 3,ll,17-tris[(trimethylsilyl)oxy]-, 0-(phenyl=
methyl)oxime, (3a,5/3,11/3)-

TMSO
N

TMSO

TMSO p(fyie)—N0CH 2Ph

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 ill

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

,nll|. . ii|i lli-.-^.mlli.
r . —-Jl ...i.l. ....

671 C37H65N04Si3 57326-13-3
Pregnan-20-one, 3,17,21-tris[(trimethylsilyl)oxyl-, 0-(phenyl=
methyPoxime, (3/3,5/3)-



672 EPA/NIH MASS SPECTRAL DATA BASE 3847

671 CstHssNCLSL 57326-18-8

Pregnan-20-one, 3,ll,21-tris[(trimethylsilyl)oxy]-, 0-(phenyl~
methyl)oxime, (3a,5/3, 11/3)-

Me

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

672 CisAsFisSs 21459-35-8
Arsenotrithious acid, tris(pentafluorophenyl) ester

F

672 C32H32O16 35286-54-5
4H-l-Benzopyran-4-one, 6,7-bis(acetyloxy)-3-hydroxy-5-
methoxy-2-[4-[(2,3,4-tri-0-acetyl-6-deoxy-a-L-manno=
pyranosyl)oxy]phenyl]-
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3848 EPA/NIH MASS SPECTRAL DATA BASE 673

673 CaeHssNsOeSis 56273-02-0
Guanosine, 7,8-dihydra-7-methyl-7,8-oxo, pentakis(trimethylsilyl)

deriv.

674 Ci8HioBr2Cu20io.2H 56728-04-2
Cuprate(2-), bis[5-bromo-3-formyl-2-hydroxybenzeneacetato=

(2-)-02,0 :i]di /u-hydroxydi-, dihydrogen

“-r**-
—“r*“—r*““—i t* —i— r-—i

-i
—“—i

1 r—-t—
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

674 CaoHssOie 32581-12-7
Glucitol, 0-2,3,4,6-tetra-0-methyl-/3-D-glucopyranosyl-(l—*-

6) 0 2,3,4-tri-0-methyl-/}-D-glucopyranosyl-(l '*6)-1.2,3,4,=
5-penta-O-methyl-, D-

MeOCH 2
OMe

CH 2 I

|

^0CH 2CHCHCHCHCH20Me

MeO OMe OMe
fa)

Me<rJ /



674 EPA/NIH MASS SPECTRAL DATA BASE 3849

674 CsoHssOie 32581-13-8

Glucitol, 0-2,3,4,6-tetra-O-methyl-a-D-galactopyranosyHl-—
6)-0-2,3,4-tri-0-methyl-a-D-galactopyranosyl-(l—*-6)-l,2,=

3,4,5-penta-O-methyl-, d-

MeO
sO
J
—

0

tOiN—foe

OMe
I

' OCH2CHCHCHCHCH2OMe

m n 11 1

Me0 MeO OMe OMe

100
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460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

674 CaoHsaOie 32581-14-9
Glucitol, 0-2,3,4,6-tetra-0-methyl-a-D-glucopyranosyl-(l—
6)-0-2,3,4-tri-0-methyl-a-D-glucopyranosyl-(l^-4)-l,2,3,=
5,6-penta-O-methyl-, D-

CH2OMe
-0

(OMe

MeO
'

1

0 HzC

CH(OMe)CH2OMe

MeO
N|

{OCHCH(OMe)C H(OMe)C HgOMe

674 CaoHssOie 32581-15-0
Glucitol, 0-2,3,4,6-tetra-0-methyl-

i
8-D-galactopyranosyl-(l—

6)-0-2,3,4-tri-0-methyl-/l-D-galactopyranosyl-(l—4)-l,2,=
3,5,6-penta-O-methyl-, D-

CH(OMe)CH,OMe

I

OCHCH(OMe)CH(OMe)CH2OMe

674 CsoHssOie 32581-16-1
Glucitol, 0-2,3,4,6-tetra-0-methyl-(3-D-glucopyranosyl-(l-*

6)-0-2,3,4-tri-0-methyl-/3-D-glucopyranosyl-(1^3)-l,2,4,5,=
6-penta-O-methyl-, D-

MeOCH; CH(OMe)CH,OMe

0CHCH(0Me)CH(0Me)CH20Me

MeO Mel

100 110 120 130 140 15010 20 30 40 50 60 70 80 90



3850 EPA/NIH MASS SPECTRAL DATA BASE 674
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674 C30H 58O 16 32581-17-2

D-Glucitol, 0-2,3,4,6-tetra-0-methyl-a-D-glucopyranosyl-(1—

4)-0-2,3,6-tri-0-methyl-a-D-glucopyranosyl-(l—

’

+4)-l,2,3,~

5,6-penta-O-methyl-

CH(0Me)CH 20Me
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674 CaoHssOie 32581-18-3
Glucitol, 0-2,3,4,6-tetra-0-methyl-|8-D-galactopyranosyl-(l-*

4)-0-2,3,6-tri-0-methyl-/3-D-galactopyranosyl-(l—4)-l,2,=
3,5,6-penta-O-methyl-, D-

CH(OMe)CH2OMe
MeOCH,

„ i
0CHCH(0Me)CH(0Me)CH 20Me°-\ )

—
0.1
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0

674 CaoHssOie 32581-19-4

Mannitol. 0-2, 3,4,6 tetra-0-methyl-/3-D-mannopyranosyl-(l-*
4)-0-2,3,6-tri-0-methyl-/3-D-mannopyranosyl-(l—*-3)-l,2,4,=
5,6-penta-O-methyl-, D-



674 EPA/NIH MASS SPECTRAL DATA BASE 3851

100 —
00-

60-

40-

20-

0 J
1 1 1 1 1 1 1 1 1 1 1 1 ' ' 1“

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

674 CaoHssOie 32581-20-7

Glucitol, O-2,3,4,6-tetra-O--methyl-0-D-glucopyranosyl-(l-*
4)-0-2,3,6-tri-0-methyl-/?-D-glucopyranosyl-(l—^-3)—1,2,4,5,=

6-penta-O-methyl-, D-

MeOCH2

MeOCH2 (?Me .

"0 ?
/OMe N MeO

CH(OMe)CH ?OMe

OCHCH(OMe)CH(OMe)CH2OMe

MeO
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0
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0
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0
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-i 1 1 1

——l

1 r

—

1—i “i 1 1 1 1 1 1
—
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—i
1
1 ‘ 1 1

i l
“ 1 H 1

—

1—l 1 1 1 1 1

—

1—l

—
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310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

674 CaoHssOie 32581-21-8
Glucitol, 0-2,3,4,6-tetra-0-methyl-^-D-glucopyranosyl-(l~*

3)-0-2,4,6-tri-0-methyl-/3-D-glucopyranosyl-(l—>-6)-l,2,3,4,=
5-penta-O-methyl-, D-

674 C30H 58O 16 32581-22—9
Glucitol, 0-2,3,4,6-tetra-0-methyl-(3-D-glucopyranosyl-(l—

3)-0-2,4,6-tri-0-methyl-
l

3-D-glucopyranosyl~(l—^-4)-l,2,3,5,=

6-penta-O-methyl-, D-

MeOCH,
CH(OMe)CH ?OMe

(SOD
iO I MeO

OCHCH(OMe)CH(OMe)CH?OMe
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40
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160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



3852 EPA/NIH MASS SPECTRAL DATA BASE 674

674 CaoHssOie 32581-23-0

D-Galactitol, O-2,3,4,6-tetra-O-methyl-|0-D-glucopyranosyl-

(1—S2)-0-3,4>6 -tri-0-methyl-/?-D-glucopyranosyl-(l->-4)-l,=

2,3,5,6-penta-O-rnethyl-

674 CsoHssOie 32581-24-1

Glucitol, 0-2,3,4,6-tetra-0-methyl-/3-D-glucopyranosyl-(l—

=

2)-3,4,6-tri-0-methyl-|3-D-glucopyranosyl-(l-—2)-l,3,4,5,6-

penta-O-methyl-, D-

MeOCH2 |

I oOCHCH(OMe)CH(OMe)CH(OMe)CH2OMe

(OMe /
.Kly

MeOCH 2

&MeO M—

[

OMe

674 C 30H58O 16 32581-25-2
Mannitol, 0-2,3,4,6-tetra-0-methyl-a-D-mannopyranosyl-(l-*
2)-0-3,4,6-tri-0-methyl-a-D-mannopyranosyl-(l—2)-l,3,4,=
5,6-penta-O-methyl-, D-

CHoOMe

leOCH2MeOCH 2

AU
NOMe /\

5ON 1/ c0CHCH(0Me)CH(0Me)CH(0Me)CH20Me

CH2OMe



674 EPA/NIH MASS SPECTRAL DATA BASE 3853

674 CaoHssOie 32694-79-4

D-Galactitol, 0-2
(
3,4,6-tetra-0-methyl-|8-D-galactopyranosyl-

(l-*-6)-0-2,3,4-tri-0-methyl-j8-D-galactopyranosyl-(l->-6)-

1,2,3,4,5-penta-O-methyl-

OMe OMe

10o

80-

60-

40-

20-

o i i i i i 1 i 1 r i
1

i i i
1

—

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

674 CaoHssOie 32831-67-7
Glucitol, 0-2,3,4,6-tetra-0-methyl-|ft-D-galactopyranosyl-(l—>

3)-0-2,4,6-tri-0-methyl-j5-D-galactopyranosyl-(l—*'4)-l,2,-
3,5,6-penta-O-methyl-, D-
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674 CaoHssOie 32694-80-7
Glucitol, 0-2,3,4,6-tetra-0-methyl-a-D-glucopyranosyl-( 1—
4)-0-2,3,6-tri-0-methyl-a-D-glucopyranosyl-(l—*'6)-l,2,3,-
4,5-penta-O-methyl-, D-

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

674 CaoHssOie 55658-19-0
D-Glucitol, 0-2,3,4,6-tetra-0-methyl-/?-D-glucopyranosyl-(l—*-

3)-0-2,^4,6-tri-O-methyl-0-D-glucopyranosyl-(l-*3)-l,2,4,5,^

=

6-penta-O-methyl-

100 --

80-

60-

40-

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



3854 EPA/NIH MASS SPECTRAL DATA BASE 674

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

676 C 29H56N 2OioSi3 55556-79rl

D-Glucopyranosiduronic acid, 3-(5-ethylhexahydro-l,3-di=
methyl-2, 4,6-trioxo-5-pyrimidinyl)-l-methylbutyl 2,3,4-

tris-O-(trimethylsilyl)-, methyl ester

C(0)0Me

e

\ fi

OCHMeCH2CHMe
—
'Y Me

677 C32H39NO 15

Evonine, 06,09-dideacetyl-

OAc

AcO I OH

35721-62-1

„ L. „l i . n... .ll!..-

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

610 620 630 640 650 660 670

677 C36H72N08P 18194-24-6
3,5,9-Trioxa-4-phosphatricosan-l-aminium, 4-hydroxy-Af,Ar,=

N-trimethyl-10-oxo-7-[(l-oxotetradecyl)oxy]-, hydroxide, inner

salt, 4-oxide, (R)-

Me ( CH2 ) 1 2 C( 0) O o-

Me ( CH2 ) 1 2 C ( O) OCH2CHCH2OPOCH2CH2 •

0

.1, lii. . ill ,1 ,1,11.1 Illll .Ill.lll 1

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

1 1.1 * i L——L_ii^—— i

—

X—
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



678 EPA/NIH MASS SPECTRAL DATA BASE 3855

677 C37H 7iN04Si3 33745-60-7
Pyrrolidine, l-[3a,7a,12«-tris(trimethylsiloxy)-5/i-cholan-24-oyl

]

-

Q
I

CO
I

CH2
I

678 Ci4Co4F6Oio 12564-26-0
Cobalt, decacarbonyl( 1 ,1,1 ,4,4,4-hexafluoro-2-butyne)tetra-

Co4(CO)10(F3CC =ccf3
)J

100

80

60

40

20

0

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

678 Ci 8FioFe206S2 21747-16-0
Iron, hexacarbonylbis[/u-(pentafluorobenzenethiolato)]di~, (Fe-Fe)

CIO



3856 EPA/NIH MASS SPECTRAL DATA BASE 678

678 C 28H38O 19 22352-19-8
/?-D-Glucopyranose, 4-0-(2,3,4,6-tetra-0-acetyl-a-D-gluco :=

pyranosyl)-, tetraacetate

CHgOAc

10
AcOCH2 q

I

OAc

0
:0 I

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

610 620 630 640 650 860 670

678 C 28H38O 19 55649-74-6
D-Galactose, 6-0-(2,3,5,6-tetra-0-acetyl-/3-D-galactofuranosyl)-,

2,3,4,5-tetraacetate

678 C 35H 34O 14 20688-98-6
Salicin, 3',4',6'-triacetate 2'-benzoate a-salicylate acetate

I

J
1 1 1 r

-1 . 1 ,
L, rJ 1

- H

f

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

AcO (j)Ac

OCH ? CHCHCHCHCHO

OAc OAc

OAc
HCOAc

CH 2OAc

|

1 lll.J |l ill. I|l.l.l.

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

L L“ r “T 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

678 C 35H34O 14 20689-01-4
Salicin, 2',3',4'-triacetate 6'-benzoate a-salicylate acetate

In ,1 .
, ,

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



681 EPA/NIH MASS SPECTRAL DATA BASE 3857

680 C27H26F 14O 4 23538-52-5
Androsta-3,5-diene-3,17-diol, bis(heptafluorobutanoate), (17/3)-

Me

F3CCF2CF2C(0)0

ocio)CF2CF2CF3

680 C 37H41N 2O6.ClH.Cl 57-94-3
Tubocuraranium, 7',12 ,-dihydroxy-6,6'-dimethoxy-2,2',2'-tri=

methyl-, chloride, hydrochloride

MeO Me

• cr • HCI

T 1
14,“

1 *‘t 1
1 1 1 1 1 1 1 1 1 1

—

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

681 C34H67NO5SL 57325-92-5
Pregn-4-en-3-one, ll,17,20,21-tetrakis[(trimethylsilyl)oxy]-,
O-methyloxime, (1 1/3,207?)-

uiL .-L.i-.- -in . ll,

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

r— Hi—

1

i

1 " r“
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



3858 EPA/NIH MASS SPECTRAL DATA BASE 681

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

681 C34H67NOsSi4 57325-93-6
Pregn-4-en-3-one, ll,17,20,21-tetrakis[(trimethylsilyl)oxy]-,

O-methyloxime, (11/3,20S)-

010 620 630 640 650 660 670 680 690 700 710 720 730 740 750

681 C34H67N06Si4 57325-94-7
Pregn-5-en-20-one, 3,ll,17,21-tetrakis[(trimethylsilyl)oxy]-,

O-methyloxime, (3/3,1 1/3)—

TMSO

TMSO
Me

™s9 CCHpOTMS
Me '

681 C 47H71NO2 33569-81-2
Benzoic acid, 4-amino-3-(3,7,ll,15,19,23,27,31-octamethyl-2,=

6,10,14,18,22,26,30-dotriacontaoctaenyl)-, (all-E)-



683 EPA/NIH MASS SPECTRAL DATA BASE 3859

682 C 25H27F9N4O8 56772-21-5
L-Phenylalanine, Ar-[7V'-[Ar2,/V5-bis(trifluoroacetyl)-L-orni=

thyl]-0-(trifluoroacetyl)-D-allothreonyl]-, methyl ester

CHMeOCI 0) CFs

F3CCONH C( 0) OMe
I I I

F 3 CCONH ( CH2 ) 3 CHCONHCHCONHCHCHs Ph

682 C 34H43N 2O9.C 2H 3O2 55256-19-4
Yohimbanium, ll,17-dimethoxy-16-(methoxycarbonyl)-4-
methyl-18-[(3,4,5-trimethoxybenzoyl)oxy]-j (3/3,16/1, 17a,=
18/3,20a)-, acetate

683 C 19CU3 32390-14-0
Fluoren-9-yl, l,2,3,4,5,6,7,8-octachloro-9-(pentachlorophenyl)-

ci



3860 EPA/NIH MASS SPECTRAL DATA BASE 683

683 C24H54N30sPSi5 . 32653-16-0
Cytidine, Af-(trimethylsilyl)-2',3'-bis-0-(trimethylsilyl)-, 5'-

[bis(trimethylsilyl) phosphate]

NHTMS

N"

(TMS0)2 P0CH2
1

,o.

TMSO OTMS

683 C 27H61NO9S 15 57397-00-9
D-g/ycero-D-ga/acto-2-Nonulosonic acid, 5-(acetylamino)-3,5-

dideoxy-4,6,7,8,9-pentakis-0-(trimethylsilyl)-, methyl ester

Me 3 S t

0

I

NHAc

OSIM©3

OS i Me 3

OSIM63
I

Me OC( 0) COCH 2 CHCHCHCHCHCH 2 OS I Me3

683 C34H69N05Si4 32206-70-5
5d-Pregnan-20-one, 3a,ll/?,17,21-tetrakis(trimethylsiloxy)-, O-
methyloxime

TMSO
Me

NOMe

CCH2OTMS

100
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60

40

20

0

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300
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684 EPA/NIH MASS SPECTRAL DATA BASE 3861

683 C34H69N05Si4 32221-30-0
5a-Pregnan-20-one, 3a,ll/3,17,21-tetrakis(trimethylsiloxy)-, 0-
methyloxime

NOMe

684 C 18C02F 10O6S2 31122-34-6
Cobalt, ^-[bis(pentafluorophenyl) disulfide-S,S':S,S']]hexa=

carbonyldi-, (Co-Co)

o=c

684 C37H64O 11 28636-21-7
l,6-Dioxaspiro[4.5]decane-7-butyric acid, 2-[5-ethyltetra=
hydro-5-[tetrahydro-3-methyl-5-[tetrahydro-6-hydroxy-6-
(hydroxymethyl)-3,5-dimethyl-2/f-pyran-2-yl]-2-furyl]-2-
furyl]-9-hydroxy-/3-methoxy-a,7,2,8-tetramethyl-, methyl ester

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600



3862 EPA/NIH MASS SPECTRAL DATA BASE 684

610 620 630 640 650 660 670 700 710 720 730 740 750

685 C37H63NO 5S 13 57325-96-9
Pregnane-11,20-dione, 3,17,21-tris[(trimethylsilyl)oxy]-, 20-

[0-(phenylmethyl)oxime], (3a,5/3)-

610 620 630 640 650 690 700 710 720 730 740 750

685 CsTHesNOsSis 57326-02-0
Pregnane-11,20-dione, 3,21-bis[(trimethylsilyl)oxy]-, 20-[0-

(phenylmethyl)oxime], (3a,5a)-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

610 620 630 640 650 660 670 690 700 710 720 730 740 750

687 C29H57N08Si5 55836-51-6
d-D-Glucopyranosiduronic acid, 4-[acetyl(trimethylsilyl) =

amino] phenyl 2,3,4-tris-0-(trimethylsilyl)-, trimethylsilyl ester

TMSOCIO)

OTMS

90 100 110 120 130 140 150



690 EPA/NIH MASS SPECTRAL DATA BASE 3863

688 C34H 15C0F 10O 31760-83-5

Cobalt, [2,4-bis(pentafluorophenyl)-3,5-diphenyl-2,4-cyclo=
pentadien-l-one]-7r-cyclopentadienyl-

690 C26H4F 18O2 38795-54-9
1,1 '-Biphenyl, 2,2',3,3',5,5',6,6'-octafluoro-4,4'-bis[(penta°
fluorophenyl)methoxy]-

F F

690 C 26H4F 18O2 38795-56-1
1,1 '-Biphenyl, 2,2',3,3',5,5',6,6'-octafluoro-4,4'-bis[(penta=

fluorophenoxylmethyl]-

F F



3864 EPA/NIH MASS SPECTRAL DATA BASE 690

690 C42H50N4O5 38899-91-1
Ajmalan-16-carboxylic acid, 19,20-didehydro-l-[(20a)-20,21-
dihydro-21-hydroxy-21-methyl-18-noralstophyllan-19-yl]-
17-hydroxy-, methyl ester, (2a,17S,19£)-

OH

691 C 17H 19I2NOW 35004-45-6
Tungsten, (a-fert-butylbenzylideniminato)carbonyl-7r-cyclo=

pentadienyldiiodo-

691 C37H74NO8P 3026-45-7
Hexadecanoic acid, l-[[[(2-aminoethoxy)hydroxyphosphinyl] =
oxy]methyl]-l,2-ethanediyl ester

O OC(O) (CH2 ) 1 4 Me

H2NCH2CH2 0P( OH) 0CH2 CHCH2 OC( 0) ( CH2 ) 1 < Me

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

692 C9Hi5Br604P 126-72-7
1-Propanol, 2,3-dibromo-, phosphate (3:1)

OCH2 CHBr CH2 Br
I

Br CH2 CHBr CH2 OPOCH2 CHBr CH2 Sr
II

O



693 EPA/NIH MASS SPECTRAL DATA BASE 3865
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80-

60-

40-

20-

o J
1 r 1
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100-1
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0 J
1 1 1 1 1 1 1 “*1

1 1 1 1 1 1 1—
610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

692 CgHisBreChP 18713-51-4
2-Propanol, 1,3-dibromo-, phosphate (3:1)

CH2 Br
I

0CHCH2 Br

Br CH2
|

CH2 Br

Br CH2 CHOPOCHCH2 Br
II

0

692 C24H6i09PSi6 28176-76-3
Fructofuranose, l,2,3,4-tetrakis-0-(trimethylsilyl)-, bis(tri=

methylsilyl) phosphate, /J-D-

692 C32H36O17 57408-39-6
4H-l-Benzopyran-4-one, 5-(acetyloxy)-2-[3-(acetyloxy)-4-
methoxyphenyl]-7-[[6-0-(6-deoxy-a-L-mannopyranosyl)-/3-
D-glucopyranosyl]oxy]-

693 CseBfeOu.Na 22373-78-0
Monensin, monosodium salt



3866 EPA/NIH MASS SPECTRAL DATA BASE 693

695 C36H69NOeSi3 57326-16-6

Glycine, AH(3a,5/3,7a,12a)-24-oxo-3,7,12-tris[(trimethylsilyl) =

oxy]cholan-24-yl]-, methyl ester

696 C24F20S 1 1524-78-3
Silane, tetrakis(pentafluorophenyl)-

F

696 C25H22l2NiP2 50769-18-1

Nickel, diiodo[methylenebis[diphenylphosphine]-P,P']-

-

1

l. ll. i *

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

—h i. |i lti«—!— 1 1 r"—

r

1 1— 1
1 1

—

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



697 EPA/NIH MASS SPECTRAL DATA BASE 3867

696 C39H53Br06 56259-26-8
Lanost-9(ll)-en-18-oic acid, 23-(acetyloxy)-3-[(4-bromo~

benzoyl)oxy]-20-hydroxy-, 7-lactone, (3/3,20£)-

696 C 36H56O 13 33279-55-9
Card-20(22)-enolide, 3-[(6-deoxy-2-0-/3-D-glucopyranosyl-3-

0-methyl-a:-L-glucopyranosyl)oxy]-14-hydroxy-, (3/0,5/?)-

697 C 28Hi 5Br4NO 19968-82-2
Dispiro[fluorene-9,4'-[2]oxazoline-5',9 M-fluorene], 2, 2",7,7"-

tetrabromo-2'-methyl-

100
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20

0

100

00
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0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

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

. ,1. . ... 1. . . LI...
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ill ^



3868 EPA/NIH MASS SPECTRAL DATA BASE 697

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

690 C 27H33N03P3Re 33990-59-9
Rhenium, dicarbonyltris(dimethylphenylphosphine)(isocyanato)-,

stereoisomer

PM62Ph

^Re +

PM62 Ph

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

702 C50H 102

Tetratriacontane, 17-hexadecyl-

55256-07-0

( CH 2 ) 1 6 Me
I

Me ( CH 2 ) 1 5 CH( CH 2 ) 1 5 Me

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

702 C50H70O2 29790-47-4
1,4-Naphthalenedione, 2-(3,7,ll,15,19,23,27,31-octamethyl-2, :::::

6,10,14,18,22,26,30-dotriacontaoctaenyl)-, (all-E)-

100

80

60

40

20

0

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

702 C50H 102 55256-08-1

Tritriacontane, 13-decyl-13-heptyl-

( CH 2 )

1

1 Me
I

Me ( CH 2 ) 9 C( CH 2 ) 6 Me

Me ( CH 2 ) 1 9



706 EPA/NIH MASS SPECTRAL DATA BASE 3869

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

702 C50H 102

Triacontane, 11,20 didecyl-

Me
( CH2 )

9

( CH 2 1

9

Me

Me
(
CH2 ) 9 CH( CH2

) 8 CH( CH2 ) 9 Me

55256-09-2

704 C43H52N4O5 3371-85-5
Ibogamine-18-carboxylic acid, 12-methoxy-13-[(3a)-17-meth=
oxy-17-oxovobasan-3-yl]-, methyl ester

GoCSX.
Et (O)COMe

IT II

C(0)0Me

OMe

610 620 630 640 650

706 CisClu
Terphenyl, tetradecachloro-

ci ci

29629-84-3

~\\ //

Cl Cl 01 cl
Cl Cl

li

l

li„illli
l

Jlii.lll|

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

llllllil|lllllilll| lllll
, T L, .iiii. iii|i l L_, L, J

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300



3870 EPA/NIH MASS SPECTRAL DATA BASE 706

707 C25H54Ns07PSi5 56247-35-9
5'-Adenylic acid, pentakis(trimethylsilyl) deriv.

610 620 630 640 650 660 670 660 690 700 710 720 730 740 750

707 C25H54Ns07PSi5
5'-Adenylic acid, pentakis(trimethylsilyl) deriv.

56145-14-3

03
h
2
o3poch2

'.oN

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

w
H203P0CH 2

' ,0

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

708 C38H42N2O6.CH 3Cl.ClH 53935-72-1
Berbamanium, 6,6',7,12-tetramethoxy-2,2',?-trimethyl-, chloride,

monohydrochloride, (10)-

Me
•MeCI

• HCI

1 1 1 1 L,J
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



710 EPA/NIH MASS SPECTRAL DATA BASE 3871

708 C 50H52N4 22453-08-3
l/f-Cyclopenta[6]quinoxaline, 2,2'-(3,7,12,16-tetramethyl-l,3, :=

5,7,9,ll,13,15,17-octadecanonaene-l,18-diyl)bis[l,l,3-trimethyl-,

(all-E)-

Me Me

Me

100

80

60

40

20

0

709 C 38H 71N5O7 35146-64-6
L-Lysine, NMl-oxodecyl)-iV2-[./V-[./V-[2V-(l-oxodecyl)-L-ala=

nyl]glycyl]-L-leucyl]-, methyl ester

CH2CHM82

C( 0) OMe
I

Me( CH 2 ) 8 CONHCHMe CONHCH 2 CONHCHCONHCH ( CH 2 ) 4 NHCO( CH 2 ) 8 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

100

80

60

40

20

0

710 C 18H30O 13Z114 56377-86-7
Zinc, M4-oxohexakis[M“(propanoato-0:0')]tetra-

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

1000 1010 1020 1030 1040 1050

160 170 180



3872 EPA/NIH MASS SPECTRAL DATA BASE 710

710 C36H54O 14 560-53-2

Card-20(22)-enolide, 3-[(2,6-dideoxy-4-0-d-D-glucopyrano=
syl-3-0-methyl-d-D-rf6o-hexopyranosyl)oxy]-5,14-di =

hydroxy-19-oxo-, (3/3,5/3)-

710 C44H86O 4S 3895-83-8

Butyric acid, 4,4'-thiodi-, dioctadecyl ester

Me ( CH 2 ) 1 7 OC( 0) (
CH 2 ) 3 S (

CH 2 )3 C( 0) 0( CH 2 ) 1 7 Me

710 C47H 38N2O5 22860-36-2
6/f-Furo[2',3':4,5]oxazolo[3,2-a]pyrimidin-6-one, 2,3,3a,9a-

tetrahydro-3-(trityloxy)-2-[(trityloxy)methyl]-

100

80

60

40

20

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



711 EPA/NIH MASS SPECTRAL DATA BASE 3873

711 CuHsFisNW 12086-82-7

Tungsten, (acetonitrile)tris(hexafluoro-2-butyne)-

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

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

711 C32H41NO 17 35573-83-2
D-Glucopyranosylamine, iV-phenyl-4-0-(2,3,4,6-tetra-0-

acetyl-/?-D-galactopyranosyl)-, 2,3,6-triacetate

CHpOAcK
AcOCH2 KOAc )

—

NH 'Ph

“i-ofY
N OAc

^OAc ’

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

711 C 32H41NO 17 35427-07-7
D-Glucopyranosylamine, AT-phenyl-6-0-(2,3,4,6-tetra-0-

acetyl-a-D-galactopyranosyl)-, 2,3,4-triacetate

20-

0 J

1 1 III 1

,
1

1
,1 I

,

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



3874 EPA/NIH MASS SPECTRAL DATA BASE 712

712 C29H 34F 14O 4 18072-44-1

S/S-Pregnane-Sa^Oa-diol, bis(heptafluorobutyrate)

Me

714 C 12H 12O8P2W 2 19632-28-1

Tungsten, octacarbonylbis[M-(dimethylphosphino)]di-

716 C46H 7602Si2 55622-63-4
i/',i/'-Carotene, 1,1' ,2,2'-tetrahydro-l ,1 '-bis [ (trimethylsilyl)oxy]-



718 EPA/NIH MASS SPECTRAL DATA BASE 3875

716 C51H72O2 523-38-6

1,4-Naphthalenedione, 2-methyl-3-(3,7,ll,15,19,23,27,31-
octamethyl-2,6,10,14,18,22,26,30-dotriacontaoctaenyl)-, (all-E)-

717 C37H67NO 12 527-75-3
Erythromycin, 12-deoxy-

NMe 2

d .ii .i.ii. ,iji. . Li iii i iil ,.il ,,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

718 CioOioRe2Zn 33728-44-8
Rhenium, decacarbonyl-/i-zinciodi-

0: C C : 0

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

718 C 50H 102O 40710-43-8
1-Pentacontanol

Me(CH 2 )49 OH



3876 EPA/NIH MASS SPECTRAL DATA BASE 718

719 C 34H41NO 16

Evonine, 06 deacetyl-

33540-08-8

718 C 51H74O2 21632-35-9

1,4-Naphthalenedione, 2-methyl-3-(3,7,ll,15,19,23,27,31-
octamethyl-2,10,14,18,22,26,30-dotriacontaheptaenyl)-, (all-E)-

CH 2CH=CMe(CH 2 )

3
CHMe(CH 2CH 2CH=CMe) 6

Me

719 C34H41NO 16

Evonine, O6 deacetyl-, (all-t;)-

35721-65-4

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



720 EPA/NIH MASS SPECTRAL DATA BASE 3877

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

719 C 34H41NO 16

Evonine, 02-deacetyl-

36017-57-9

720 CaoHssOsP2Si4

Estradiol, bis[bis(trimethylsilyl) phosphate]
33745-65-2

OSi M03
I

OPOSi Me

3

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

'll r—‘-V- - 1 ll- .-ill- .Il„, .. r ,
- l-

t

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

610 620 630 640 650 660 670

720 C38H6807Si3 56009-08-6
Card-20(22)-enolide, 3-[ [2,6-dideoxy-3,4-bis-0-(trimethyl~

silyl)-n6o-hexopyranosyl]oxy]-14-[(trimethylsilyl)oxy]-, (30,50)-

Me

OTMS

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 rlL_r



3878 EPA/NIH MASS SPECTRAL DATA BASE 720

720 CasHesCbSis 57289-27-7

Card-20(22)-enolide, 3-[[2,6-dideoxy-3,4-bis-0-(trimethyl=
silyl)-D-ri6o-hexopyranosyl]oxy]-14-[(trimethylsilyl)oxy]-,

(3/3,50)-

Me

OTMS

720 C 48H9603 56599-98-5
Hexadecanoic acid, 2-(octadecyloxy)-, tetradecyl ester

( CH2 ) 1 3 Me
I

Me { CH2 ) 1 3 OC( 0) CHO( CH2 ) 1 7 Me

721 C32H 39N3O 16 13977-37-2

/3-D-Glucopyranoside, 2,3-bis(acetyloxy)-l-[(acetyloxy)(2-
phenyl-2/i-l,2,3 triaxol-4-yl)methyl] propyl, tetraacetate (ester),

[1S(R),2R]~

OAc
I

CHCH2 OAc

CH2OAC



722 EPA/NIH MASS SPECTRAL DATA BASE 3879

100 -j
—

80 -

60 -

40 -

20-

o -L
1 1 1 1

1 i* 1 1 1 1 1
—-—r-—i

1 1

—

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

721 C 32H39N 3O 16 35405-82-4
/3-D-Glucopyranoside, 2,3,4-tris(acetyloxy)-l-(2-phenyl-2//-l,=

2,3-triazol-4-yl)butyl, tetraacetate (ester)

Ph

I

n'
N
'n

OCHCH(OAc)CH(OAc)CH 2 OAc

721 C32H39N3O 16 56298-40-9
a-D-Galactopyranoside, 2,3-bis(acetyloxy)-l-[(acetyloxy)(2-

phenyl 211- 1 ,2,3-triazol -4-yl)methyl] propyl, 2,3,4,6-tetraacetate,

[1S-[1R*(S*),2S*]]-

AcOCH,

J_0 CH(0Ac)CH20Ac

/oAc \
OCHCH(OAc

)—

Y

N—Ph

OAc '—

N

100

80

60

40

20

0

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

722 C 22H42M02O6P4 55450-69-6
Molybdenum, hexacarbonyl(tetramethyldiphosphine)bis(tri=

ethylphosphine)di-

"Me Me"

Mo2

1

P—
1

-P

|

Cco0
6
P— Et

^Et
Me Me

„



3880 EPA/NIH MASS SPECTRAL DATA BASE 722

722 C29H28F 14O5 18072-34-9

Pregna-3,5-dien-20-one, 3,21-dihydroxy-, bis(heptalluorobutyrate)

722 C40H68O7P2 38005-61-7
Diphosphoric acid, mono[[2-methyl-3-(2,6,10,14-tetramethyl-

l,5,9,13-pentadecatetraenyl)-2-(4,8,12-trimethyl-3,7,ll-tri=

decatrienyl)cyclopropyl]methyl] ester, [la,2(3(3E,7E),3/3(l£,°

5E,9E)]~

CH=CMeCH2 (CH 2CH=CMeCH2 ) 2CH 2CH=.CMe 2

HO [p(0)(OH)o]
2
CH 2

'

Me

'CH2(CH2 CH=rCMeCH2)2CH 2 CH=CMe2

722 C45H86O6 555-45-3
Tetradecanoic acid, 1,2,3-propanetriyl ester

OC(O) ( CH 2 ) 1 2 Me

Me ( CH 2 ) 1 2 C( 0) OCH 2 CHCH 2 OC( 0) ( CH 2 ) 1 2 Me

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40
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0

100

80

60
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20

0

724 C39H7606Si3 56053-01-1

Ergostane-5,25-diol, 3,6,12-tris[(trimethylsilyl)oxy]-, 25-acetate,

(3/3,5of,6/3,12/3)—

Me



725 EPA/NIH MASS SPECTRAL DATA BASE 3881

724 C4oH68Oii 28380-24-7
Nigericin

724 C46H7606 55401-92-8
Lup-20(29)-en-21-ol, 3,28-bis[(tetrahydro-2/7-pyran-2-yl)oxy] -,

3,3-dimethylbutanoate, (3/3,21/S)—

725 C33H43NO 17 35427-08-8
D-Glucopyranosylamine, iV-(4-methylphenyl)-6-0-(2,3,4,6~te=
tra-O-acetyl-a- D-galactopyranosyl)-, 2,3,4-triacetate

lI 11l_L _ l_i l il l 1

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

i.l
,

1 ,-L 1 r . ,1 T Ji_u_, 1, 1“-r ‘
' 1 ‘-r 1

“
1 *i r“—1 “t r~

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



3882 EPA/NIH MASS SPECTRAL DATA BASE 725

610 620 630 640 650 660 670 660 690 700 710 720 730 740 750

725 C 33H43NO 17 35427-10-2
D-Glucopyranosylamine, AM4-methylphenyl)-4-0-(2,3,4,6-te=

tra-O-acetyl-0-D-galactopyranosyl)-, 2,3,6-triacetate

100

80

60

40

20

0

100
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0

100
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0
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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

I . ii. .Illi. I I 1 1 i 1

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

725 C33H43NO 17 35427-12-4
D-Glucopyranosylamine, N-(4-methylphenyl)-3-0-(2,3,4,6-te=

tra-0-acetyl-j3-D-glucopyranosyl)-, 2,4,6-triacetate

725 C33H 43NO 17 35427-13-5
D-Glucopyranosylamine, JV-(4-methylphenyl)-2-0-(2,3,4,6-te=

tra-0-acetyl-/3-D glucopyranosyl)-, 3,4,6-triacetate

OAc

1, 1 ill . i i

10 20 30 40 50 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



728 EPA/NIH MASS SPECTRAL DATA BASE 3883

726 C46H62O7 33474-10-1

a-Carotene, 7,8-dihydro-3,3',19-trihydroxy~8-oxo-, triacetate,

all-trans-

728 C34H20O6RU2 33310-08-6
Ruthenium, hexacarbonyl[/4-(l,2,3,4-tetraphenyl-l,3-butadie=

nylene)]di-, (Ru-Ru)

oc^co co

,Ru

1

/|\
rr\ 1 r 1

*1 r* 1
‘—1 1 1 —I

1
1 1 1

—,-
i

310 320 330 340 350 360 370 300 390 400 410 420 430 440 450

10 20 30 40 50 60 70

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

728 CssPbeOsSis 17563-09-6
Silane, (5/J-pregnane-3a,l l/3,17,20|8,21-pentaylpentaoxy)penta :=

kis[trimethyl-

OTMS

I

TMSOCHgCH
OTMS

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

80-

60-

,

1,
40-

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750
20-

0
<1 1 _|_U . I l l . --! Lu_ .111"

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



3884 EPA/NIH MASS SPECTRAL DATA BASE 728

728 C36H760sSi5 32213-62-0

Silane, (5/3-pregnane-3a,ll/3,17,20a,21-pentaylpentaoxy)penta=

kis[trimethyl-

OTMS

TMSO
Me

728 CselReOsSis 57326-11-1
Silane, [[(3/3,5a,ll|8,20S)-pregnane-3,ll,17,20,21-pentayl]pen=

takis(oxy)]pentakis[trimethyl-

TMSO
Me

,GH(0TMS)CH20TMS

....l.lll......Jll.l l.l.lll.
-i 1 1

1
- r*rt » i

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

--*1-1-1 1-1 lI "-!- 1 ll nil 1

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

728 CsetDeOsSis 57456-94-7

Silane, [(30,5a,ll|3,17a,2OR)-pregnane-3,ll,17,2O,21-pentayl=

pentakis(oxy )
]pentakis [trimethyl-



730 EPA/NIH MASS SPECTRAL DATA BASE 3885

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

L li. i,,.

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

730 Ci2Be4Fi 80i3 56377-92-5
Beryllium, M4-oxohexakis[(U-(trichloroacetato-0:0')]tetra-

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

728 C 41H60O 11 56312-53-9
Cholesta-9(ll),20(22)-dien-23-one, 6-(acetyloxy)-3-[(2,3,4-tri-

O-acetyl-deoxy-0-D-galactopyranosyl)oxy]-, (30,5a,6a)-

CMe=CHCOCH 2CHMe 2

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

1 - ... . 1.1 , 1

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

60

40

.
20 -

I

.1.1 610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

730 C 24F20P2

Diphosphine, tetrakis(pentafluorophenyl)-
6846-59-9



3886 EPA/NIH MASS SPECTRAL DATA BASE 730

732 C 34Hi SFioORh 31760-85-7
Rhodium, [2,4-bis(pentafluorophenyl)-3,5-diphenyl-2,4-cyclo=

pentadien 1 -one] ircyclopentadienyl

733 C37H67NO 13 114-07-8
Erythromycin

NMe 2

733 C37H67NO 13 21395-58-4
Erythromycin, 12-deoxy-, N-oxide

Et



734 EPA/NIH MASS SPECTRAL DATA BASE 3887

733 CwHgoNOsP 2644-64-6
3,5,9-Trioxa-4-phosphapentacosan-l-aminium, 4-hydroxy-
Af^/Vv?V-trimethyl-10-oxo-7-[(l-oxohexadecyl)oxy]-, hydroxide,

inner salt, 4-oxide

Me

Me ( CH2 ) 1 4 C( 0) 0 0-
1 1 I

.

Me
( CH2 ) i <C(0)0CH2CHCH2 0P0CH2CH2 N + Me

>1
I

0

Me

734 C 48H 38N4O 4 22112-78-3
21//,23/f-Porphine, 5,10,15,20-tetrakis(4-methoxyphenyl)-

734 C48H94O4 56599-97-4
Hexadecanoic acid, l-tetradecyl-l,2-ethanediyl ester

( CH2 ) 1 3 Me

Me
( CH2 ) 1 4 C( 0) OCH2 CHOC( 0) ( CH2 ) 1 4 Me

100

80

60

40

20

0

100

80
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0

100
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0
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

.1, ,1. Ii .1 Il L III. mill.,

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

1

160 170 180 19C 200 210 220 230 40 250 260 270 280 290 300

................ — —— -



3888 EPA/NIH MASS SPECTRAL DATA BASE 734

100

80

60

40

20

0
460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

736 C40H64O 12 6833-84-7
Nonactin

736 C52H56N4 28081-91-6
Phenazine, 2,2'-(3,7,12,16-tetramethyl-l,3,5,7,9,ll,13,15,17-oc=
tadecanonaene-1, 18-diyl)bis [3,4-dihydro-l, 3,3-trimethyl-,
(all-E)-

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

736 C52H80O2 10232-06-1
Phenol, 2-methoxy-6-(3,7,ll,15,19,23,27,31,35-nonamethyl-2,~

6,10,14,18,22,26,30,34-hexatriacontanonaenyl)-

CH 2 (CH=CMeCH 2 CH2)8CH=CMe 2

100

80

60

40

20

0

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



742 EPA/NIH MASS SPECTRAL DATA BASE 3889

742 C23H6oOnP2Si6 55622-57-6
D-eryt/iro-2-Pentulose, 3,4-bis-0-(trimethylsilyl)-, bis[bis=

(trimethylsilyl) phosphate]

OS I M83

OSi M03

MeaSi

0

OSI Me

3

I

MesSi 0P 0CH 2 COCHCHCH 2 OP OS i Me 3
II II

0 0

742 C 24F2oGe 1452-12-6
Germane, tetrakis(pentafluorophenyl)-

F

100-

80

60

40

20-

1 . 1 lU 1

1 1 1 1 1 1 1 1 1 1 1 1 1 1 1

310 320 330 340 350 380 370 380 390 400 410 420 430 440 450

80-

60-

40-

20-

11u
1 1 1 1 1 1 1 1 1 1 1 1 1 1

460 470 480 490 500 510 520 530 540 550 580 570 580 590 600

80-

60-

40 •

20-

III,
,

610 620 630 640 650 660 670 680 890 700 710 720 730 7 W 750

742 CsoHToOsSie 56784-11-3
a-L-Mannopyrar.oside, 6-deoxy-2,3.4-tris-0-(trimethylsilyl)-

a-L- mannopyranosyl 6-deoxy-2,3,4-tris-0-(trimethylsilyl)-

TMSO OTMS

610 620 630 640 650 660 ?70 690 700 710 720 730 740 750



3890 EPA/NIH MASS SPECTRAL DATA BASE 742

742 C36H66Be4Oi3 56377-84-5
Beryllium, hexakis[M-(2-ethylbutanoato-0:0')]~M4-oxotetra-

743 C 39H65N7O7 42547-82-0
L-Leucine, N-[A/-[N-[N-[N-[./V-(2-pyridinylmethylene)-L-va~

lyl]-L-isoleucyl]-L-alanyl]-L-leucyl]-L-leucyl]-, methyl ester

CH2CHM02

CH 2 CHM62

CHM02
I

CHM0CH2M0
I

CH2CHM02
I

CH : NCHCONHCHCONHCHM0 CONHCHCONHCHCONHCHC( 0 ) OM0

743 C41H69N5O7 35146-60-2
L-Phenylalanine, N-[N-[N-[N2

y
N5-bis(l-oxodecy\)-L-orni~

thyl]-L-alanyl]-L-alanyl]-, methyl ester

PhCH 2 NHCO(CH 2 ) 8 M0

M0 OC( 0 ) CHNHCOCHM0 NHCOCHM0 NHCOCH ( CH2 )

3

NHC0 ( CH2 )

8

M0

100

80

60

40

20

0

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

100 -r

80-

60-

40-

20-

ol
, , , , , , , , , , , , , ,

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

746 C 18H 10F24O4 18770-68-8
Succinic acid, bis(2,2,3,3,4,4,5,5,6,6,7,7-dodecafluoroheptyl)ester

F2CH(CF2 )5C h2oc (OXC

H

2)2C(0) och2 (CF2 )5C h

f

2

100

80

60

40

20

0

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



747 EPA/NIH MASS SPECTRAL DATA BASE 3891

746 CsoHggOs 40710-26-7
Pentacontanoic acid, 18-oxo-

H02C( CH2
) 1 6 C0( CH2

) 3 1 Me

100

80

60

40

20

0
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

746 C51H 102O2 40710-34-7
Pentacontanoic acid, methyl ester

Me
( CH2 ) 4 8 C( 0) OMe

1
,

-ly. .,! 1 , nil .-,111

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

747 CwHesOn-Na 28643-80-3
Nigericin, monosodium salt



3892 EPA/NIH MASS SPECTRAL DATA BASE 748

748 C 52H 4oN4Si 23115-34-6

Silanetetramine, tetrakis(diphenylmethylene)-

N : CPh 2

I

Ph2C:NSI N=CPh2
I

Ph2 C : N

100

00

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

748 C53H80O2 4299-57-4
2,5-Cyclohexadiene-l,4-dione, 2,3-dimethyl-5-(3,7,ll,15,19,=

23,27
)
31,35-nonamethyl-2,6,10,14,18 )

22,26,30,34-hexatriacon=

tanonaenyl)-, (all- E)-

Me^i4^^CH
2(CH=CMeCH 2

CH 2 )
e
CH = CMe 2

IT
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

749 CasHTgNOeSis 56247-92-8
Acetamide, A/-[2,9,10,14-tetrakis[(trimethylsilyl)oxy]-l-[[(tri~

methylsilyl)oxy]methyl]-3-heptadecenyl]-

Me 3 S i 0 OS i Me 3

Ac NH OS i Me

3

I I I I

Me 3 S I OCH2 CHCHCH = CH( CH2 ) 4 CHCH ( CH2 ) 3 CHP r OS i Me 3

750 C34H43N209.I 55256-21-8
Yohimbanium, ll,17-dimethoxy-16-(methoxycarbonyl)-4-
methyl- 18-[(3,4,5-trimethoxybenzoyl)oxy]-, iodide, (16/3,-

17a,180,20a)-

OMe

ioo -j
—

80-

60-

40-

20-

0 -*
1 . 1 1 1 1 1 1 1 1 1 “I 1 1 1

—

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



750 EPA/NIH MASS SPECTRAL DATA BASE 3893

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

750 C 36H38N4O 14 33796-99-5
Glucopyranoside, D-eryt/iro-2,3-dihydroxy-l-(l-phenyl-17/-

pyrazolo[3,4-6]quinoxalin-3-yl)propyl, hexaacetate (ester), a-D-

CH2OAc

J—

0

750 C 36H38N4O 14 33797-00-1
Glucopyranoside, D-eryt/iro-2,3-dihydroxy-l-(l-phenyl-17f-

pyrazolo[3,4 •’quinoxalin 3-yl)propyl, hexaacetate (ester), f}-D-

CH(0Ac)CH20Ac

Ac°CH2
1 N

J—OOCH-

AcO
OAc Ph

I , 1
—J-—r—Li—

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

CH(0Ac)CH20Ac

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

100 t-

8C
*

60-

40-

20-

L , L 111 JlL LllL
610 620 630 640 650 660 670 680 690 700 712 720 730 740 750

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

210 320 330 340 350 360 370 380 390 400 410 420 430 440 450

750 C36H38N4O 14 33797-01-2
Glucopyranoside, D-eryf/iro-2,3-dihydroxy-3-(l-phenyl-l//-

pyrazolc-[3,4-6]quinoxalin-3-yl)propyl, hexaacetate (ester), a-D-

CH20Ac

fBi
cO [OAcO f 0CH2CH(0Ac)CH(0Ac)-

AcO

r

J_X

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750



3894 EPA/NIH MASS SPECTRAL DATA BASE 750

750 C36H38N4O 14 33909-98-7
Glucopyranoside, D-eryt/iro-2,3-dihydroxy-3-(l-phenyl-l.H-

pyrazolo[3,4-6]quinoxalin-3-yl)propyl, hexaacetate (ester),

„ OCH?CH(OAc)CH(OAc)
—C ^ ^

O.l <= ^l\T

750 C36H38N4O 14 34948-23-7
Galactopyranoside, D-eryt/iro-2,3-dihydroxy-l-(l-phenyl-lfT-

pyrazolo[3,4-6]quinoxalin-3-yl)propyl, hexaacetate (ester), /?-D-

CH(0Ac)CH2 0Ac

AcOCH2

AcO
'



750 EPA/NIH MASS SPECTRAL DATA BASE 3895

750 C36H38N4O14 55658-20-3

a-D-Glucopyranoside, 2,3-bis(acetyloxy)-3-(l-phenyl-l/i-
pyrazolo[3,4-6]quinoxalin-3-yl)propyl, 2,3,4,6-tetraacetate,

(R*,S*)~

AcOCH2

)—

0

Ph

N
" NrN

r^i
AcO

|

OCH2CH(OAc)CH(OAc)—^

^

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

750 C 49H98O 4 10322-47-1
Laurie acid, 2-(hexadecyloxy)-3-(octadecyloxy)propyl ester

0( CH2 ) 1 5 Me

Me
( CH2 ) 1 0 C( 0) OCH2 CHCH2 0( CH2 ) 1 7 Me

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

80-

60-

40-

1

20-

....... - .1.1-. ~li 1 l 1 1

1
- \ 4, , lu_ u, .i.lill — . 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

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

460 470 480 490 500 510 520 530 540 550 580 570 580 590 600

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

750 C 53H82O2 4382-43-8
2H-l-Benzopyran-6-ol, 3,4-dihydro-2,7,8-trimethyl-2-(4,8,=

12,16,20,24,28,32-octamethyl-3,7,ll,15,19,23,27,31-tritriacon=
taoctaenyl)-, [R-(all-E)]-

750 C47H90O6 56599-90-7
Hexadecanoic acid, 2-[(l-oxododecyl)oxy]-l,3-propanediyl ester

OC(O) ( CH2 ) 1 0 Me

Me
( CH2 ) 1 4 C( O) OCH2 CHCH2 0C( O) ( CH2 ) 1 4 Me

Me Me

Me' 0

Me

CH2 (CH 2 CH=CCH 2
)_CH 2 CH=C(Me) ;



3896 EPA/NIH MASS SPECTRAL DATA BASE 750

753 C19CI15 33517-72-5
Benzyl, a,2,3,4,5-pentachloro-a,6-bis(pentachlorophenyl)-

ci

755 C40H49N7O6S 40760-02-9
L-Phenylalaninamide, Af-[[4-(dimethylamino)phenyl]methyl=
ene]-L-tryptophyl-L-methionyl-L-a-aspartyl-, ethyl ester

H

CP- CH2CHN=CH

C0NHCHC0NHCHC0NHCHCH2 Ph
I

CONH 2

CH2C( 0) OEt

CH 2 CH 2 SMe

756 C 22H 12O6OS2 57174-04-6
Osmium, hexacarbonyl[M-[(l,2,3,4-77:l,4-7?)-l,4-diphenyl-l,3-

butadiene-l,4-diyl]]di-, (Os-Os)



757 EPA/NIH MASS SPECTRAL DATA BASE 3897

757 C40H71NO 5S 14 57326-03-1
Pregn-5-en-20-one, 3,ll,17,21-tetrakis[(trimethylsilyl)oxy]-,

0-(phenylmethyl)oxime, (3/3,11/3)-

756 C27H6iN 209PSi6 56145-27-S
2,4(l/7,3/7)-Pyrimidinedione, 5-[2-0-[bis[(trimethylsilyl)oxy] =

phosphinyl]-3,5-bis-0-(trimethylsilyl)-/3-D-ribofuranosyl]-
l,3-bis(trimethylsilyl)-

CHgOTMS

TMSO C— NOCHpPh
TMSO Me

f

760 770 780 790 800 810 820 830 840 850 860 870 880 890 900

757 C4oH7iN05Si 4 57326-04-2
Pregn-5-en-20-one, 3,16,17,21-tetrakis[(trimethylsilyl)oxy]-,

0-(phenylmethyl)oxime, (3/3, 16a)-

CHgOTMS

TMSO /— K
Me



3898 EPA/NIH MASS SPECTRAL DATA BASE 757

759 C 40H73NO5SH 57326-05-3

Pregnan-20-one, 3,ll,17,21-tetrakis[(trimethylsilyl)oxy]-, 0-
(phenylmethyl)oxime, (3a,5(3,1 1(3)-

760 770 780 790 800 810 820 830 840 850 860 870 880 890 900

760 C52H104O2
Pentacontanoic acid, ethyl ester

Me(CH 2 ) 48 C(O) 0Et

40710-37-0



763 EPA/NIH MASS SPECTRAL DATA BASE 3899

761 C36H43NOl7 33458-64-9 761 C36H43NOl7 41758-54-7

Evonine Evonimine

OAc OAc

763 C36H37N 5O 14 35426-85-8
3//-Pyrazol-3-one, 2,4-dihydro-4-[[5-hydroxy-l-phenyl-3-

[l,2,3-tris(acetyloxy)propyl]-l/f-pyrazol-4-yl]imino]-2-
phenyl-5-[l,2,3-tris(acetyloxy)propyl]-, stereoisomer

OAc OAc

J

OAc
j

OAc

CHCHCH2 OAc CHCHCH2 OAc

Ph OH 0 Ph

100

80

60

40

20

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



3900 EPA/NIH MASS SPECTRAL DATA BASE 763

764 C27H6909PSi7 33800-38-3

Inositol, l,2,4,5,6-pentakis-0-(trimethylsilyl)-, bis(trimethylsilyl)

phosphate, L-myo-

Me3 S i

Me 3 Si

OS i Me 3

764 C27H69O9PS 17 33800-40-7
Inositol, l,2,3,5,6-pentakis-0-(trimethylsilyl)-, bis(trimethylsilyl)

phosphate, L-chiro-

MesSi

Me 3 Si

OSi Me3

OSi Me3

\

764 C27H6909PSi7 33910-0674

myo-Inositol, l,3,4,5,6-pentakis-0-(trimethylsilyl)-, bis(tri=

methylsilyl) phosphate

TMSO 0P(0)(0TMS)
2

I OTMS

OTMS



764 EPA/NIH MASS SPECTRAL DATA BASE 3901

100

80

00
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20

0

100

80
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0

100
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20

0

100

80

60

40

20

0

760 770 780 790 800 810 820 830 840 850 860 870 880 890 900

764 C27H 6909PSi7 55555-41-4
myo-Inositol, l,3,4,5,6-pentakis-0-(trimethylsilyl)-, bis(tri=

methylsilyl) phosphate

TMSO 0P(0)(TMS)2

1 OTMS

TMSO

100

80

60

40

20

0

760 770 780 790 800 810 820 830 840 850 860 870 880 890 900

764 C27H6909PSi7 55568-91-7
D-myo-Inositol, l,2,4>5,6-pentakis~0-(trimethylsilyl)-, bis(tri=

methylsilyl) phosphate

M03SI

Me 3 S i

OSi Me3

OSi M63



3902 EPA/NIH MASS SPECTRAL DATA BASE 764

764 CsgHesOgSia 40837-89-6

24-Norchola-20,22-dien-19-al, 3-[ [6-deoxy-3-0-methyl-2,4-
bis(trimethylsilyl)-a-L-glucopyranosyl]oxy]-21,23-epoxy-14-
hydroxy-23-[(trimethylsilyl)oxy]-, (3/3,50)-

764 C39H 6809Si3 56784-21-5
Card-20(22)-enolide, 3-[[6 deoxy-3-O methyl-2,4-bis-0-(tri =
methylsilyl)-a-L-glucopyranosyl]oxy] 19-oxo-14-[(tri =
methylsilyl)oxy]-, (3/3,5/3)-



766 EPA/NIH MASS SPECTRAL DATA BASE 3903

764 C41H64O 13 71-63-6

Card-20(22)-enolide, 3-[(0-2,6-dideoxy-d-D-rt'6o-hexopyrano=
syl-(l-*-4)-0-2,6 dideoxy-d-D-ri'6o-hexopyranosyl-(l—4)-

2,6-dideoxy-d-D-n6o-hexopyranosyl)oxy]-l4-hydroxy-, (30,5/3)-

60-

40-

20-

lllL U Jj 1.I1 1

.

.i.ijiiiiii- i.iiiL. —1.111
,

1.

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

764 CsaHsoOs 7200-28-4
2,5-Cyclohexadiene-l,4-dione, 5-methoxy-2-methyl-3-(3,7, :=

11, 15,19,23,27, 31,35-nonamethyl-2, 6, 10, 14, 18,22,26,30,34-
hexatriacontanonaenyl)-, (all-E)-

760 770 780 790 800 810 820 830 840 850 860 870 880 890 900

766 C27H 7i09PSi7 33800-35-0
Glucitol, 1 ,2,3,4,5-pentakis-0-(trimethylsilyl)-, bis( trimethylsilyl)

phosphate, D-

QS i Me 3

OS i Me 3

OS ! Me 3

Me3 S i

O

I

OS I Me 3

I

Me 3 S i OPOCH2 CHCHCHCHCH2 OS i Me3
II

O

11.. . i.l
li

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

MeCr yf ^(CH 2 CH=zCMeCH 2 ) e CH 2 CH:=:CMe 2

O
460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

40-

20-

, , , , , M ilu_
1

llil|i. li |lil I|lililii..|i.i.u.i| 100-1

1 1 1 1 1 1 1 1 1 1 1 1 T '

"1 '

1

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

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

lUiii l,Li i 1 1
1
, 1 iildUu 1 i.Ijiu.K. |_iiU lliljl 1 lillijlll.. l|llllllld |l .i.lll.l. . .mi.ll.li 1 1 . I.,

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

760 770 780 790 800 810 820 830 840 850



3904 EPA/NIH MASS SPECTRAL DATA BASE 766

766 C27H7iOgPSi7 33800-37-2

Mannitol, l,2,3,4,5-pentakis-0-(trimethylsilyl)-, bis(trimethylsilyl)

phosphate, D-

osi Me3

OS I M63

OS i Me 3

Me 3 S i 0 OS i Me 3

I I I

Me 3 Si OPOCH 2 CHCHCHCHCH 2 OS i Me 3

II

0

767 C40H61N7O8 55822-85-0
DL-Alanine, N-[iV-[l-[AT-[iV-[iV-(l-oxopropyl)-DL-trypto=
phy 1]-DL-leucyl-DL-valyl]-DL-prolyl]-DL-leucyl] methyl ester

EtCO-Trp-Leu-Val-Pr<rLeu-AlcrOMe

460 470 480 490 500 510 520 53Q 540 550 560 570 580 590 600

760 770 780 790 800 810 820 830 840 850 880 870 880 890 900

768 CioCdOioRe2

Rhenium, /u-cadmiodecacarbonyldi-
33728-45-9

,Re 0

V
-Re

A
Cd Re 0 C:

0



770 EPA/NIH MASS SPECTRAL DATA BASE 3905

768 C41H68O 13 17313-43-8

l,6-Dioxaspiro[4.5]decane-7-butyric acid, 2-[5-ethyltetra=
hydro-5-[tetrahydro-3-methyl-5-[tetrahydro-6-hydroxy-6-
(hydroxymethyl)-3,5-dimethyl-2/7-pyran-2-yl]-2-furyl]-2-
furyl]-9-hydroxy-d-methoxy-a,7,2,8-tetramethyl-, methyl ester,

diacetate

768 C 54H 72O3 20357-51-1
2,5-Cyclohexadien-l-one, 4,4',4"-[(2,4,6-trimethyl-l,3,5-

benzenetriyl) trimethylidyne] tris
[
2,6-bis( 1 , 1-dimethylethyl)-

770 C 14H 12O 10P2W 2 18129-38-9
Tungsten, decacarbonyl[M“(tetramethyldiphosphine)]di-

o=c CIO

CIO



3906 EPA/NIH MASS SPECTRAL DATA BASE 770

770 C 42H58N406Si2 38574-18-4

21//,23//-Porphine-2,18-dipropanoic acid, 3,7,12,17-tetra°

methyl-8,13-bis[l-[(trimethylsilyl)oxy]ethyl]-, dimethyl ester

Me CHMeOSiMe3

770 C42H58N406Si2 38574-19-5
21/f,23H-Porphine-2,18-dipropanoic acid, 3,7,12,17-tetra=

methyl-8,13-bis[2-[(trimethylsilyl)oxy]ethyl]-, dimethyl ester

771 C21H 10F21NO6 55255-98-6

Butanoic acid, heptafluoro-, 4-[l-(2,2,3,3,4,4,4-heptafluoro-l-

oxobutoxy)-2-[(2,2,3,3,4,4,4-heptafluoro-l-oxobutyl)amino] :=

ethyl]-2-methoxyphenyl ester

F3CCF2CF2C(0)0

0C(0)CF2CF2CF3
I

CHCH 2 NHCOCF 2 CF 2 CF 3

iii i i 1 .hi

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

I
*1 *-| *f —T l—T 1 1 1 1 1 *t ' '

—

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



772 EPA/NIH MASS SPECTRAL DATA BASE 3907

772 C 36H47N4O2TI 33339-93-4
Thallium, aquahydroxy[2,3,7,8,12,13,17,18-octaethyl-21/f,23H-

porphinato(2-)-iV21 ,.lV22,N23,Ar24]-, (OC-6-23)-

Et Et

760 770 760 790 800 810 620 830 840 850 860 870 880 890 900

772 CisClisP
Phosphine, tris(pentachlorophenyl)-

16716-14-6

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

1 , , 1, 1

i ,11 ,i nil, h ,

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

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

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

1 ll

80-

i < ii, n lilil ih ill Ldj .

60-

40-

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

-1 1 r—

810 620 630 640 650 660 670
-l 1

1 l 1 l
1 1

1
1 *

l
1-

700 710 720 730 740 750

910 920 930 940 950 960 970 980 990 1000 1010 1020 1030 1040 1050



3908 EPA/NIH MASS SPECTRAL DATA BASE 772

772 C44H 24Cl4MgN4 39479-01-1

Magnesium, [5,10,15,20-tetrakis(4-chlorophenyl)-21//,23/f-
porphinato(2-)-N21,N22,N23,iV24 ]-, (SP-4-1)-

100

80
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20

0
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0

100
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0
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0

100

80

60

40

20

0

100

80

60

40
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0

760 770 780 790 800 810 820 830 840 850 860 870 880 890 900

774 C 53H 106O 2 40710-39-2
Pentacontanoic acid, propyl ester

Me ( CH 2 ) 4 8 C( 0) OP r

776 C4oH48Fe2N405 20559-32-4
Iron, M-oxotetrakis[2-[(propylimino)methyl]phenolato-N,0]di-



778 EPA/NIH MASS SPECTRAL DATA BASE 3909

778 C42H3oBe 4Oi3 12216-77-2

Beryllium, hexakis[/i-(benzoato-0:0')]-M4-oxotetra-, tetrahedro

Be 4 0(PhC(0)0)6

778 C49H 94O6 56599-89-4
Hexadecanoic acid, 2-[(l-oxotetradecyl)oxy]-l,3-propanediyl ester

OC(O) ( CH2 ) 1 2 Me

Me ( CH2 ) 1 4 C( 0) 0CH 2 CHCH2 OC( 0) ' CH2 ) 1 4 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

. ,J,.
,

,

JU ii . Jll ill I II. 1 .

10 20 30 40
1 1 1 1 1 1 1 1 1 1

50 60 70 80 90 100 110 120 130 140 150

i 1 _ _ li L. ... 1

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

— 1 I ' I -L L L

778 C 49H 94O6 56846-96-9
Octadecanoic acid, 2,3-bis[(l-oxotetradecyl)oxy]propyl ester

OC(O) ( CH2 ) 1 2 Me
I

Me
( CH2 ) 1 6 C( 0) OCH2 CHCH2 OC( 0) ( CH2 ) 1 2 Me

778 C 51H 102O4 10322-42-6
Hexadecanoic acid, 2,3-bis(hexadecyloxy)propyl ester

0( CH2 )i 5 Me
I

Me ( CH2 ) 1 4 C( 0) OCH2 CHCH2 0( CH2 ) 1 5 Me

....... ,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

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



3910 EPA/NIH MASS SPECTRAL DATA BASE 778

780 C 27H690ioPSi7 28176-77-4

Gluconic acid, 2,3,4,5-tetrakis-0-(trimethylsilyl)-, trimethylsilyl

ester, bis(trimethylsilyl) phosphate, D-

Me3Si

0

I

Me 3 S i OPOCH 2
It

0

OS i Me 3

OS i Me 3

OS i Me 3

OS i Me 3

I I

CHCHCHCHC( 0) OSi Me3

781 C4oH79N06Si4 55780-42-2
Cholest-7-en-6-one, 14-hydroxy-2,3,22,25-tetrakis[(trimethyl=

silyl)oxy]-, O-methyloxime, (2d,3d,5d)-

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

784 C 24H5C04F5O 10 12572-37-1

Cobalt, decacarbonyl [ (pentafluorophenyl)phenylacetylene]tetra-



786 EPA/NIH MASS SPECTRAL DATA BASE 3911

785 C 22H 12F21NO6 55255-99-7
Butanoic acid, heptafluoro-, 4-[l-(2,2,3,3,4,4,4-heptafluoro-l-

oxobutoxy)-2-[(2,2,3,3,4,4,4-heptafluoro-l-oxobutyl)methyl=
amino]ethyl]-2-methoxyphenyl ester

0C(0)CF2CF2CF3

F3CCF2CF2C(0)0'

785 C44H 84N08P 56648-95-4
Ethanaminium, 2-[[[2,3-bis[(l-oxo-9-octadecenyl)oxy]prop=

oxy|hydroxyphosphinyl |oxy]- /V,ALY-trimethyl-
,
hydroxide, inner

salt, (R)-

Me(CH 2 )7CH=CH(CH 2)7C(0)0 0
-

I I

Me(CH 2 ) 7
CH=CH(CH 2 )7C(0)0CH 2

CHCH
2
0P0(CH 2 )2

NMe
3

° /

786 C35H67N208PSu 33745-66-3
Pregna-l,4-diene-3,20-dione, 21-hydroxy-lld,17-bis(tri=

methylsiloxy)-, bis(O-methyloxime) bis(trimethylsilyl) phosphate
(ester)

Me3Si 0 MeON
I II



3912 EPA/NIH MASS SPECTRAL DATA BASE 786

788 C35H69N 208PSi4 33745-67-4
Pregn-4-ene-3,20-dione, 21-hydroxy-ll/3,17-bis(trimethylsiloxy)-,

bis(O-methyloxime), bis(trimethylsilyl) phosphate (ester)

788 C24F2oSn
Stannane, tetrakis(pentafluorophenyl)-

1065-49-2

Me 3 Si 0 MeON
I li

Me 3 S I OPOCH 2 C
Me 3 S I 0

OSi Me3

789 C 32H 4oBrNOi7 35427-09-9

D-Glucopyranosylamine, AT-(4-bromophenyl)-6-0-(2,3,4,6-te~
tra-O-acetyl-a-D-galactopyranosyl)-, 2,3,4-triacetate

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



789 EPA/NIH MASS SPECTRAL DATA BASE 3913

100- 100
1

80- 80-

60 60-

40 40-

20

0 _Ll . AJU *, , ^ 1 ,

20-

0

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300 610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

789 C44H88NO8P 816-94-4
3,5,9-Trioxa-4-phosphaheptacosan-l-aminium, 4-hydroxy-
A^A^Af-trimethyl-lO-oxo-?-! ( l-oxooctadecyl)oxy]-, hydroxide,
inner salt, 4-oxide, (/?)-

Me( CH2 )l 6 C( O) 0 0-
I I

Me ( CH2 ) 1 6 C( 0) OCH2CHCH2OPOCH2 CH2 -N + Me

789^ C32H4oBrNOi7 35427-11-3
D-Glucopyranosylamine, lV-(4-bromophenyl)-4-0-(2,3,4,6-te=

tra-O-acetyl-d-D-galactopyranosyl)-, 2,3,6-triacetate

UlgUMC

)—0 rz=
AcOCH 2

Ac
?J-0? I0

OAc

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750



3914 EPA/NIH MASS SPECTRAL DATA BASE 790

790 C48H36N4NiC>4 39828-57-4
Nickel, [5,10,15,20-tetrakis(4-methoxyphenyl)-21/f,23f/-por=

phinato(2-)-N2i,Af22,N23,N24] (SP-4- 1 )-

792 C51H 100O5 1116-45-6
Hexadecanoic acid, l-[(hexadecyloxy)methyl]-l,2-ethanediyl ester

CH2 0( CH2 ) i 5 Me
I

Me ( CH2 ) 1 4 C( 0) OCH2 CHOC( 0) ( CH2 ) 1 4 Me

all
,

lJi . blit i.i.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
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0
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0

100

80

60

40

20

0

760 770 780 790 800 810 820 830 840 850 860 870 880 890 900

792 C51H 100O5 10322-32-4
Octadecanoic acid, l-[(dodecyloxy)methyl]-l,2-ethanediyl ester

CH2 0( CH2
) 1 1 Me

I

Me
( CH2 ) 1 6 C( O) OCH2 CHOC( O) ( CH2 ) 1 6 Me



794 EPA/NIH MASS SPECTRAL DATA BASE 3915

792 C 55H 84O3 56282-30-5

2H-l-Benzopyran-6-ol, 3,4-dihydro-2,7,8-trimethyl-2-(4,8,~

12,16,20,24,28,32-octamethyl-3,7,11, 15, 19,23,27,31-tritriacon=

taoctaenyl)-, acetate

794 C 22H 10F24O4 18770-70-2
Terephthalic acid, bis(2,2,3,3,4,4,5,5,6,6,7,7-dodecafluoroheptyl) ester

CtOlOCHjlCFjijCHFj

F2CH(CF2) 5 CH20C(0)

794 C28H71OioPSi7 55470-93-4
D-a/tro-2-Heptulose, l,3,4,5,6-pentakis-0-(trimethylsilyl)-,

bis(trimethylsilyl) phosphate

OS I MB3

Me 3 S i 0 OS i Me 3

Me 3 S i 0 OS i Me 3III I

MesSi OCH 2 COCHCHCHCHCH 2 OP OS i Me 3
II

O



3916 EPA/NIH MASS SPECTRAL DATA BASE 794

794 C45H62O 12 56193-57-8
8'-Apo-^,i//-carotenoic acid, l,2-dihydro-l-[tetrakis(acetyl=

oxy)dihydroxyhexyl]-, methyl ester

STRUCTURE UNDEFINED
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0
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80

80
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0
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0
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0
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0

100

80
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20

0
760 770 780 790 800 810 820 830 840 850 860 870 880 890 900

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

795 C28H62N508PSi6 32653-15-9
9//-Purine, 9-[2,3-bis-0-(trimethylsilyl)-/3-D-ribofuranosyl]-

6-(trimethylsiloxy)-2-[(trimethylsilyl)amino]-, 5'-[bis(tri-

methylsilyl) phospate]

OTMS

100

80

80

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

760 770 780 790 800 810 820 830 840 850 860 870 880 890 900

797 C4oH79N07Si4 55821-12-0
Cholest-7-en-6-one, 14,20-dihydroxy-2,3,22,25-tetrakis[(tri~

methylsilyOoxy]-, O-methyloxime, (2/3, 3/3, 5/3,20£)-



800 EPA/NIH MASS SPECTRAL DATA BASE 3917

798 C43H54N 4O9S 1 38684-68-3
21ff,23H-Porphine-2,7,12,18-tetrapropanoic acid, 3,8,13,17-

tetramethyl-/37(or /3
12)-[(trimethylsilyl)oxy]-, tetramethyl ester

798 C43H54N409Si 57174-06-8
21JT,23/f-Porphine-2,7,18-tripropanoic acid, 8-(2-methoxy-2-

oxoethyl)-3,13,17-trimethyl-12-[l-[(trimethylsilyl)oxy]ethyl]-,
trimethyl ester

100

80

60

40

20

0

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

800 C2oH2oMn4Oi2S4 22450-91-5
Manganese, dodecacarbonyltetrakis(/«-ethanethiolato)tetra-



3918 EPA/NIH MASS SPECTRAL DATA BASE 800

800 C3oH54Cl 2N2OiiSi4 40619-05-4
jft-D-Glucopyranosiduronic acid, 2-[(dichloroacetyl)amino]-3-

(4-nitrophenyl)-3-[(trimethylsilyl)oxy] propyl 2,3,4-tris-O-
(trimethylsilyl)-, methyl ester, [R-(R* tR*)]~

MeOC(O)
NHCOCHCI 2

I

OCH2 CHCH(OTMS)

N02

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

800 C48H97I 40710-70-1
Octatetracontane, 1-iodo-

Me( CH2 )47 I

100

80

60

40

20

0

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

801 C50H 51N5O5 57237-95-3
L-Phenylalanine, Af-[AT-[N-[AT-[[4-(dimethylamino)-l-
naphthalenyl]methylene]-L-phenylalanyl]-L-phenylalanyl]-
L-phenylalanyl]-, methyl ester

CH2 Ph CH2 Ph CH2 Ph CH2 Ph
I I I I

NCHCONHCHCONHCHCONHCHC( O) OMe

NM9 2



806 EPA/NIH MASS SPECTRAL DATA BASE 3919

802 C58H 42O 2S 56728-01-9

Benzene, l,l
l ,l",l'",l"",l , "",l""",l"'""-(sulfonyldi-l,3-cyclo=

pentadiene-5, 1,2,3,4-pentayl)octakis-

803 C43H 73N5O7S 19729-26-1
Glycine, !V-[2V-[lV-[3-[(2-decanamidoethyl)thio]-lV-decanoyl-

L-alanyl]-3-phenyl-L-alanyl]-L-leucyl]-, methyl ester

Me ( CH2 ) 8 CONH CH2 Ph CH2CHMe 2

1 1 1

Me ( CH2 ) 8 CONHCH2 CH2 SCH2 CHCONHCHCONHCHCONHCH2 C( O) OMe

1

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

: 1 i
, r L - L-iii li il. lull) ill 1

1'
,l"ll, <1 r T T 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

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

806 C6l2060s 2 22391-77-1
Osmium, hexacarbonyldi-ju-iododi-, (Os-Os)

CEO

OiC

760 770 780 790 800 810 820 830 840 850 860 870 880 890 900

806 C37H66N4O 15 51313-55-4
D-Streptamine, 0-3-(acetylinethylamino)-3-deoxy-2,4,6-tri-0-
methyl-a-D-glucopyranosyl-(l-,'6)-0-[6-(acetylmethyl :=

amino)-6-deoxy-2,3,4-tri-0-methyl-a-D-glucopyranosyl-
(1—»4)]-iV,iV'-diacetyl-2-deoxy-iV,iV'-dimethyl-



3920 EPA/NIH MASS SPECTRAL DATA BASE 806

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

760 770 780 790 800 810 820 830 840 850 870 880 890 900

806 C4oH8608Si4 56728-07-5
Docosanoic acid, 13—

[ [2,3,4,6-tetrakis-0-(trimethylsilyl)-D-
glucopyranosyl]oxy]-

TMSOCH?
(CH 2 ) fl

Me

/
0

I

/otmsN—0CH(CH 2 )„C0 2
H

TMSCj —

[

OTMS

806 CsiHesOe 35405-55-1
Octadecanoic acid, 3-[(l-oxododecyl)oxy]-l,2-propanediyl ester

OC( O) ( CH2 ) 1 6 Me

Me ( CH2 ) i 6 C( 0) OCH2 CHCH2 OC( O) ( CH2 ) 1 0 Me

n..l....llllll I.lh .

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

100-

80-

60-

40-

20-
I

0 J—

4

—

4

— ^
1 “i

—
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 L

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

806 C51H98O6

Hexadecanoic acid, 1,2,3-propanetriyl ester

OC( O) (CH2 ) 1 4 Me

Me ( CH2 ) 1 4 C( O) OCH2 CHCH2 OC( 0) ( CH2 ) 1 4 Me

555-44-2

80-

60-

40 -

20-

LfJLllln l.lll.ll-

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

760 770 780 790 800 810 820 830 840 850 880 870 880 890 900



808 EPA/NIH MASS SPECTRAL DATA BASE 3921

806 CsiHggOe 56183-45-0
Octadecanoic acid, 2-[(l-oxododecyl)oxy]-l,3-propanediyl ester

OC( O) ( CH2 ) 1 0 Me
I

Me ( CH2 ) t 6 C( 0) 0CH2 CHCH2 OC( 0) ( CH2 ) 1 6 Me

100

80

60

40

20

0

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

808 C 4iH7608Si4 56009-07-5
Card-20(22)-enolide, 3-[ [2,6-dideoxy-3,4-bis-0-(trimethyl=

silyl)-n6o-hexopyranosyl]oxy]-12,14-bis[(trimethylsilyl)oxy]-,

(3/3,5/3,12/3)-

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

760 770 780 790 800 810 820 830 840 850 860 870 880 890 900

806 C51H98O6 56554-26-8
Octadecanoic acid, 3-[(l-oxohexadecyl)oxy]-2-[(l-oxotetrade=:

cyl)oxy] propyl ester

OC( 0) (CH2 h 2 Me

Me ( CH2 ) 1 6 C( 0) OCH2 CHCH2 OC( 0) { CH2 ) 1 4 Me

760 770 780 790 800 810 820 830 840 850 860 870 880 890 900



3922 EPA/NIH MASS SPECTRAL DATA BASE 808

808 C4iH760sSi4 57304-67-3

Card-20(22)-enolide, 3-[[2,6-dideoxy-3,4-bis-0-(trimethyl=

silyl)- D-ri6o-hexopyranosyl]oxy]-12,14-bis[(trimethylsilyl)oxy]-,

(3/8,5/3,12/3)-

808 C43H80N6O8 56009-16-6

L-Alanine, Af-[iV-[AT-[7V-[JV2,iV5-bis(l-oxodecyl)-L-ornithyl]-

L-leucyl]glycyl]-L-leucyl]-, methyl ester

CH2 CHM62

Me 2 CH CH 2 NHCO( CH 2 ) e Me
I I I

MeOCf 0) CHMe NHCOCHNHCOCH 2 NHCOCHNHCOCH/ CH 2 ) 3 NHCO( CHa ) e Me

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

-*
1

1 1
1 1 1 1 1 1 "

1 1 1 1 1 1
—

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

;

811 C42H49N7O10 33477-38-2
Virginiamycin Si, 4-L-phenylalanine-5-(cis-4-hydroxy-L-2-

piperidinecarboxylic acid)-



814 EPA/NIH MASS SPECTRAL DATA BASE 3923

100 —
80-

60 -

40 -

20-

0 J
r

-
i

1
r i

»•“
i

1 1 1 1 1 1 1 1

—

760 770 780 790 800 810 820 830 840 850 860 870 880 890 900

812 Br8N4P4 14621-11-5
1,3,5,7,2,4,6,8-Tetrazatetraphosphocine, 2,2,4,4,6,6,8,8-octa=

bromo-2,2,4,4,6,6,8,8-octahydro-

814 Ci2H6Be4Cli20i3 56377-93-6
Beryllium, hexakis[/u-(dichloroacetato-0:0')]-M4-oxotetra-

814 C50H 70O9 19974-59-5
5/?-Cholan-24-oic acid, 4-(23-carboxy-7,12-dioxo-24-nor-5|8-

chol-3-en-3-yl)-3,7,12-trioxo-, dimethyl ester

100

80-

60-

40-

20-

0 J
1 1 1 1 1 1 1 1 1 1 1 1 1

1 i

—

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



3924 EPA/NIH MASS SPECTRAL DATA BASE 814

100-

80-

60-

40-

, ,lllllllllllllllllllll'l'lllllllllll k-
20-

0-
i

,i.
1

,
... . .1

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300 610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

760 770 780 790 800 810 820 830 840 850 860 870 880 890 900

816 C2oHio08Re2S2
Rhenium, bis(/i- benzenethiolato)octacarbonyldi-

CO CO

v\//“
S Re CO

OC^ l t I

J^Re—

S

OC-^^

f

I V

15680-94-1

CO

Ph

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

490 500 510 520 530 540 550 560 570 580 590 600

818 C 40H82O 16 56247-74-6
Docosane, l-(2,3-dimethoxypropoxy)-2,4,5,7,8,10,ll,13,14,16,=

17,19,20-tridecamethoxy-

Me0CH2CH(0Me)CH20CH 2CH(0Me) [cH2CH(OMe)CH(OMe)] 6
CH 2CH3

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

819 C51H57NSO5 42547-83-1
L-Phenylalanine, A/-[AT-[AT-[iV-[3-[4-(diethylamino)phenylj-
2-propenylidene]-L-phenylalanyl]-L-phenylalanyl]-L-
phenylalanyl]-, ethyl ester

CH2 Ph CH2 Ph CH2 Ph CH2Ph
I I I I

CH = CHCH = NCHCONHCHCONHCHCONHCHCI 0 ) OEt

E t 2 N

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

460 470 480



823 EPA/NIH MASS SPECTRAL DATA BASE 3925

822 C 34H 30M02N 2O 2S4 55955-44-7
Molybdenum, tetrakis(benzenethiolato)di-2,4-cyclopentadien-

1-yldinitrosyldi-

-,0

(Mo)2 (N0)2 (SPh)4

.
2

100

80

60

40

20

0

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

822 C52Hiio0 2Si2 35177-38-9
3,50-Dioxa-2,51-disiladopentacontane, 2,2,51,51-tetramethyl-

Me3 S i 0( CH2 ) 46 OSi M63

823 C29H74NOioPSi7 55470-94-5
D-a/£ro-2-Heptulose, l,3,4,5,6-pentakis-0-(trimethylsilyl)-, 0-
methyloxime, 7-[bis(trimethylsilyl) phosphate]

OSI M03

OSi Mes

OS i Me 3

Me3 S i O I NOMe
I I I II

Me 3 S i OPOCH2 CHCHCHCHCCH2 OS I Me3
II

O



3926 EPA/NIH MASS SPECTRAL DATA BASE 823

823 C 43H49N7O 10 11098-76-3
Virginiamycin Si

823
Virginiamycin Si

C43H49N7O10 23152-29-6

r oy ) CONH—CH—CO—NH—CH—CO—N L—

OH
MeCH

I

CO
I

NMe

0
1

1

Ph

0̂

) 1

/ CH 2 Ph

, , ,
yli . .ilil

i

1 I.., ,
1. 1 1 Ui 1 n.l. .1.

80 90 100 110 120 130 140 150
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0

760 770 780 790 800 810 820 830 840 850 880 870 880 890 900

*1 1
—“—1

1 r-k'—1
1 1 1 1 1 1 r

830 C33H780ioSi7 56784-10-2
D-Glucose, 6-0-[6-deoxy-2,3,4-tris-0-(trimethylsilyl)-a-L-

mannopyranosyl]-2,3,4,5-tetrakis-0-(trimethylsilyl)-

OTMS
I OT MS
I I

TM SO 0 9CH2CHCHCH(OTMS)CH (CHO)OTMS

[Me

TMSO OTMS



830 EPA/NIH MASS SPECTRAL DATA BASE 3927

830 C33H78OioSi7 56784-13-5
D-Glucose, 3-0-[6-deoxy-2,3,4-tris-0-(trimethylsilyl)-a-L-

mannopyranosyl]-2,4,5,6-tetrakis-0-(trimethylsilyl)-

CHtCHO)OTMS

OTMS
I I

TMSO _Q
0CHCHCH(0TMS)CH20TMS

^Me

TMSO OTMS

830 C33H 780ioSi7 56784-12-4
D-Glucose, 4~0-[6-deoxy-2,3,4-tris-0-(trimethylsilyl)-a-L-

mannopyranosyl]-2,3,5,6-tetrakis-0-(trimethylsilyl)-

CH(OTMS)CH? OTMS
I

TMSO OCHCH (OTMS)CH(CHO)OTMS

TMSO OTMS

830 C 33H780ioSi7 56784-14-6
D-Glucose, 2-0-[6-deoxy-2,3,4-tris-0-(trimethylsilyl)-a-L-

mannopyranosyl]-3,4,5,6-tetrakis-0-(trimethylsilyl)-

OTMS

I OTMS

^Me

TMSO OTMS

100 -r

80-

60-

40-

“i 1 1 1 1 1 1
1 l

1
1 l

1 1 1

—

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

20-



3928 EPA/NIH MASS SPECTRAL DATA BASE 830

760 770 780 790 800 810 820 830 840 850 860 870 880 890 900

830 CssHvsOioSi? 56784-15-7
/3-d- Glucopyranoside, 6-deoxy-2,3,4-tris-0-(trimethylsilyl)-a-

L-mannopyranosyl 2,3,4,6-tetrakis-0-(trimethylsilyl)-

tmsoch 2 .

TMSCj
I

\Me>^
OTMS

I |

TMSO OTMS

760 770 780 790 800 810 820 830 840 850 870 880 890 900

834 C 53H 102O6 2177-97-1
Octadecanoic acid, 2-[(l-oxohexadecyl)oxy]-l-[[(l-oxohexade=

cyl)oxy]methyl]ethyl ester

Me ( CH2 ) 1 4 C( O) OCH2 CHCH2 OC( O) ( CH2 ) 1 4 Me

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

160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

1 i. ..1, jL

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

1 1 1 1 1 1

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

834 C53H 102O6 57396-99-3
Octadecanoic acid, 2-[(l-oxotetradecyl)oxy]-l,3-propanediyl ester

OC(O) ( CH2 ) 1 2 Me

Me ( CH2 ) 1 6 C( O) OCH2 CHCH2 OC( O) ( CH2 ) 1 6 Me

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750



839 EPA/NIH MASS SPECTRAL DATA BASE 3929

:

100-

80-

60-

40-

|

20-

0- 1 1

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750 160 170 180 190 200 210 220 230 240 250 280 270 280 290 300

760 770 780 790 800 810 820 830 840 850 860 870 880 890 900

834 CeoHgsO 17093-81-1
2,6,10,14,18,22,26,30,34,38,42,46-Octatetracontadodecaen-l-ol,

3,7,1 1,15, 19,23,27,31,35,39,43,47-dodecamethyl-

Me 2 C=CHCH 2 CH 2(CMe=CHCH 2 CH 2 )
10
CMe=CHCH 2 OH

870 880 890 900

837 CmHotNOtSU 56247-91-7
Acetamide, iV-[2,3,4,13,14-pentakis[(trimethylsilyl)oxy]-l-

[ [ (trimethylsilyl)oxy ] methyl]-3-heptadecenyl]
-

OS i Me

3

OS i Me

3

OSi Me 3

Me 3 S

i

0
I

NHAc
I

Me 3 S i OCHP r CH ( CH2 ) 8 C = CCHCHCH2 OS i Me

3

610 620 630 640 650 660 670 680 890 700 710 720 730 740 750

760 770 780 790 800 810 820 830 840 850 860 870 880 890 900

839 C 43H49N7O 11 33477-39-3
Virginiamycin Si, 5-(5-hydroxy-4-oxo-L-2-piperidinecarboxylic

acid)-

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



3930 EPA/NIH MASS SPECTRAL DATA BASE 839

844 C 18CI10C02O6S2 35918-21-9
Cobalt, [M-[bis(pentachlorophenyl) disulfide-S,S

,

':S,S']]hexa=

carbonyldi-, (Co-Co)

843 C43H53N7O 11 36261-13-9

Glycine, Af-[(3-hydroxy-2-pyridinyl)carbonyl]-L-threonyl-D-
a-aminobutyryl-L-prolyl-L-phenylalanyl-ds-4-hydroxy-L-
pipecoloyl-L-2-phenyl-, methyl ester

Q
CH( OH) Me

I
.N

N COCHEt NHCOCHNHCO f S|

CO
I

NH
I

CHCH2 Ph
I

N. .CONHCHPhC( 0) OMe

844 C27H 70O 12P2Si7 33800-33-8

Fructose, 3,4,5-tris-0-(trimethylsilyl)-, l,6-bis[bis(trimethylsilyl)

phosphate], D-

pSiMe3

OS i Me 3

OSi M63

Me 3 S i

0

I

OS i Me 3

I

Me3 S i OPOCH2 COCHCHCHCH2 OPOS i Me

3

II II

0 0



855 EPA/NIH MASS SPECTRAL DATA BASE 3931

846 C41H66N8O 11 4249-33-6
Leucine, N[N-[N-[N-[N[N-[N-(N-carboxy-L-alanyl)-L-va=

/yZ]glycyl]leucyl]-L-alanyl]-L-valyl]glycyl]-, N-benzyl methyl
ester, L-

PhCH 2 0C(0)-Ala-Val -Gly- Leu- Ala - Val-Gly -Leu -OMe

852 C 8I 208Re2 15189-53-4
Rhenium, octacarbonyldi-/2-iododi-

CO CO

855 C44H53N7O11 36261-12-8
Glycine, 7V-[(3-hydroxy-2-pyridinyl)carbonyl]-L-threonyl-D-
a-aminobutyryl-L-prolyl-iV-methyl-L-phenylalanyl-4-oxo-
L-pipecoloyl-L-2-phenyl-, methyl ester

JL Jj. -liJl ..mu 'll ..ll.l- .1,. ..!1 1
I
""—r-“—

i T- -
I
-— “r—

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



3932 EPA/NIH MASS SPECTRAL DATA BASE 855

856 CioHgOioRe2

Rhenium, decacarbonyl-^- mercuriodi-

33728-46-0

Re 0

0:C CiO

,Hg Re 0 0:0

A
o;c c:-o

760 770 780 790 800 810 820 830. 840 850 860 870 880 890 900

860 CssHhmOb 2190-28-5
9-Octadecenoic acid (Z)-, 3-[(l-oxohexadecyl)oxy]-2-[(l-ox=

ooctadecyl)oxy]propyl ester

OC(O) ( CH 2 ) 1 6 Me

Me( CH 2 )7 CH = CH( CH 2 )7 C(O) 0CH 2 CHCH 2 0C( 0) ( CH 2 1 1 4 Me

40

20

862 CsLOsOsg
Osmium, octacarbonyldiiododi-, (Os-Os)

22587-71-9

u: c v.

0

\l
.Os

<^/\
Os + CEO

-I CEO

sCEO

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750



862 EPA/NIH MASS SPECTRAL DATA BASE 3933

—i 1

1
1

—
i 1
—

—

i— 1 1

—1—
i 1 H 1 i 1 1

—
760 770 780 790 800 810 820 830 840 850 860 870 880 890 900

862 C38H70O21 38948-17-3
a-D-Glucopyranoside, 1,3,4,6-tetra-O- methyl-/l-D-fructofuranosyl

0-2,3,4,6-tetra-0-methyl-a-D-galactopyranosyl-(l-*6)-0-
2,3,4-tri-0-methyl-a-D-galactopyranosyl-(l—**6)-2,3,4-tri-

O-methyl-

862 C48H42Be40i3 56377-80-1
Beryllium, hexakis [/4-(benzeneacetato-0: O'

)

] -^4-oxotetra-

862 C55H62N10 52617-25-1
Psychotridine

100

80

60

40

20

0

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



3934 EPA/NIH MASS SPECTRAL DATA BASE 862

862 C55H106O6 2177-99-3

Octadecanoic acid, l-[[(l-oxohexadecyl)oxy]methyl]-l,2-ethanediyl

ester

OC(O) ( CH 2 ) 1 6 Me

Me ( CH 2 ) 1 e C( 0) OCH 2 CHCH 2 0C( 0) ( CH 2 ) 1 4 Me

862 CssHioeOe 2190-24-1
Octadecanoic acid, 2-[(l-oxohexadecyl)oxy]-l,3-propanediyl ester

0C(0) ( CH 2 ) i 4 Me

Me ( CH 2 ) i e C( 0) OCH 2 CHCH 2 0C( 0) ( CH 2 ) 1 8 Me

862 C55H 106O6 56630-28-5
Eicosanoic acid, 2-[(l-oxohexadecyl)oxy]-l-[[(l-oxohexade=

cyl)oxy]methyl]ethyl ester

OC(O) ( CH 2 ) 1 8 Me

Me
( CH 2 ) 1 4 C( 0) OCH 2 CHCH 2 0C( 0) ( CH 2 ) 1 4 Me

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750



869 EPA/NIH MASS SPECTRAL DATA BASE 3935

868 C 34H 5C0F20O 31760-82-4

Cobalt, (j)
5-2,4-cyclopentadien-l-yl)[(2,3,4,5-?7)-2,3,4,5-tetra=

kis(pentafluorophenyl)-2,4-cyclopentadien-l-one]-

869 C38H51N3O20 32887-58-4
Alanine, 3-[[2-acetamido-4-0-(2-acetamido-2-deoxy-/?-D-

glucopyranosyl)-2-deoxy -/3-D-glucopyranosyl]pxy]-iV- carboxy-,
A/-benzyl methyl ester, pentaacetate (ester), L-

C(0)0Me



3936 EPA/NIH MASS SPECTRAL DATA BASE 871

871 C38H49NO22 25773-32-4
L-Alanine, N-[(phenylmethoxy)carbonyl]-3-[[2,3,4-tri-0-

acetyl-6-0-(2,3,4,6-tetra-0-acetyl-a-D-galactopyranosyl)-/3-
D-glucopyranosyl]oxy]-, 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

100

80

60

40

20

0

100

80

60

40

20

0
760 770 780 790 800 810 820 830 840 850 860 870 880 890 900

, , , , , , , J »
,

' " l|
' 1
—L,—

I

p ' 1

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

871 C38H49NQ22 26034-15-1

L-Serine, AT-[(phenylmethoxy)carbonyl]-0-[2,3,6-tri-0-acetyl-
4-0-(2,3,4,6-tetra-0-acetyl-a-D-glucopyranosyl)-/3-D-gluco c::

pyranosyl]-, methyl ester

100--

80 -

60-

40-

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

872 C42H64O 19 33279-57-1
Card-20(22)-enolide, 3-[(0-/3-D-glucopyranosyl-(1^6)-0-/3--D-
glucopyranosyl-(l—1-4)-2,6-dideoxy-3-0-methyl-d-D-ri6o-
hexopyranosyl)oxy]-5,14-dihydroxy-19-oxo-, (3/3,5/3)-

20-



878 EPA/NIH MASS SPECTRAL DATA BASE 3937

872 C 60H 120O2 40710-31-4
Hexacontanoic acid

H02C( CH 2 ) 5 8 Me

100

80

60

40

20

0

100

80

60

40

20

0

100

80

00

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

760 770 780 790 800 810 820 830 840 850 860 870 880 890 900

876 C 24F2oPb 1111-02-0
Plumbane, tetrakis(pentafluorophenyl)-

F

F

878 C 38H38M02N 2O 2S4 55955-43-6
Molybdenum, tetrakis(benzenemethanethiolato)di-2,4-cyclo~

pentadien-l-yldinitrosyldi-

(Mo) 2 (N0)2 (SCH2Ph)4

-* 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

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750



3938 EPA/NIH MASS SPECTRAL DATA BASE 878

878 C 44H 62N8O 11 299-20-7

Etamycin

M02 CHCHMe 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

100

80

60

40

20

0

100

80

60

40

20

0

760 770 780 790 800 810 820 830 840 850 860 870 880 890 900

886 C46H62N40ioSi2 57174-07-9
21//,23//-Porphine-2,7,12,18-tetrapropanoic acid, 3,8,13,17-

tetramethyl-id7
,^

12-bis[(trimethylsilyl)oxy]-, tetramethyl ester

OSi

M

63
I

100

80

60

40

20

0

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

886 C60H 118O3 40710-27-8
Hexacontanoic acid, 18-oxo-

HO2 C( CH2 ) 1 6 CO( CH2 ) 4 1 Me



887 EPA/NIH MASS SPECTRAL DATA BASE 3939

886 C 61H 122O2 40710-35-8

Hexacontanoic acid, methyl ester

Me ( CH2 ) 5 8 C( 0 )
OMe

887 CasHsiNOnSiv 55956-12r2
D-Mannose, 2-0-[2-(acetylamino)-2-deoxy-3,4,6-tris-0-(tri-

methylsilyl)-jd-D-glucopyranosyl] -3,4,5,6-tetrakis-0-(tri~
methylsilyl)-

OTMS

OTMS

. OCH(CHO)CHCHCH(OTMS)CH2OTMS

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

iL
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

:

.-1-
,

. U t H

—

887 CasHsiNOnSiv 55956-13-3
D-Galactopyranose, 4-0-[2-(acetylamino)-2-deoxy-3,4,6-tris-

0-(trimethylsilyl)-jd-D-galactopyranosyl]-l,2,3,6-tetrakis-0-
(trimethylsilyl)-

NHAc OTMS



3940 EPA/NIH MASS SPECTRAL DATA BASE 887

887 CuHnNOuSi? 55956-1474
D-Galactose, 6-0-[2-(acetylamino)-2-deoxy-3,4,6-tris-0-(tri~

methylsilyl)-0-D-galactopyranosyl]-2,3,4,5-tetrakis-O-(tri =

methylsilyl)-

OTMS

TMS0CH2
|

y™ 5

TMSO J—0 0CH2CHCHCH(0TMS)CH(CH0)0TMS

U)TMSy

NHAc

887 CssHsiNOuSiT 55956-1575
D-Galactose, 3-0-[2-(acetylamino)-2-deoxy-3,4,6-tris-0-(tri=

methylsilyl)-)3-D-galactopyranosyl]-2,4,5,6-tetrakis-0-(tri=:

methylsilyl)-

CH(CHO)OTMS
TMSOCH2

40-

20-

—l
1 1 1

—
1 1 1 1 1 1 1 1 1

I

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

887 CasHsiNOnSi? 55956-16-6
D-Glucose, 2-(acetylamino)-2-deoxy-6-0-[2,3,4,6-tetrakis-0-

(trimethylsilyl)-a-D-glucopyranosyl]-3,4,5-tris-0-(trimethylsilyl)-

tmsoch2

iH
>O I

oc

OTMS
I OTMS

I

TMSO
|

0CH2CHCHCH(0TMS)CH(CH0)NHAc

TMSO



900 EPA/NIH MASS SPECTRAL DATA BASE 3941

100 100-1

80- 80 -

60- 80 •

40- 40-

20- 20-

li.

760 770 780 790 800 810 820 830 840 850 860 870 880 890 900 460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

890 C57H 110O6

Octadecanoic acid, 1,2,3-propanetriyl ester

OC( 0) (CH 2 )1 6 Me

Me ( CH 2 ) 1 e C( 0) OCH 2 CHCH2 OC( 0) ( CH 2 ) 1 6 Me

555-43-1

610 620 630 640 650 660 670 660 690 700 710 720 730 740 750

894 C 10H 10I4M02N2O2 12203-25-7
Molybdenum, bislr?-^- 2,4-cyclopentadien-l-yl)di-/u-iododiiodo=

dinitrosyldi-

N=0

N=0

898 C35H74N4Oi3Si5 ' 56051-47-9
L-Asparagine, Af-[2-(acetylamino)-4-0-[2-(acetylamino)-2-

deoxy-3,4,6-tris-0-(trimethylsilyl)-|3-D-glucopyranosyl]-2-
deoxy-3,6-bis-0-(trimethylsilyl)-/3-D glucopyranosyl]

tmsoch 2

-0 NHC0CH2CH(NH 2)C02 H

ms;

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

liin illii ll ... i i i I.. 1.
ll Ll" 'l'"-ll'-i 4 r 1 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

610 620 630 640 650 660 670

900 Ci2H30i2Re3
Rhenium, dodecacarbonyltrihydrotri-

12146-47-3

[H
3 Re 3 (CO),2]



3942 EPA/NIH MASS SPECTRAL DATA BASE 900

780 770 780 790 800 810 820 830 840 850 860 870 880 890 900

908 C 34H20O6OS2 33310-10-0
Osmium, hexacarbonyl^ -[(

1

,2,3 ,4-r;: 1 ,4 -tj)- 1,2,3,4-tetraphenyl-

1 ,3-butadiene-l ,4-diyl] ]di—, (Os-Os)

c

\l7
CO

Ph/

0s\ -/Ph
C

wOs+

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

910 C45H66N8O 12 36261-15-1
Glycine, N-[N-[N-[N-[cis-4-hydToxy-l-[N-[N-[(3-hydTOxy-

2-pyridinyl)carbonyl]-L-threonyl]-D-leucyl]-D-prolyl]-(V-
methylglycyl]-./V,3-dimethyl-L-leucyl]-L-alanyl]-iV-methyl-
L-2-phenyl-, methyl ester

CH2 CHMe2

C0NMeCH2C0NMeCHC0NHCHMeC0NMeCHPhC(0)0Me

CHMeCHMe2



912 EPA/NIH MASS SPECTRAL DATA BASE 3943

100

80 -

60 -

40-

20-

o L- r -
i

1 1 1 1 1
1 i r - "

i
1 1

1 i

—

910 920 930 940 950 960 970 980 990 1000 1010 1020 1030 1040 1050

912 C 12O 12OS3 15696-40-9
Osmium, dodecacarbonyltri-, triangulo

CO CO

ocO\ A'Co
Os

oc\ /0\/co

/Os Osn>

OC//|0 0|Y^CO
OC CO CO CO

912 C28H36Mn40i2S4 15680-95-2
Manganese, tetrakis(;u-l-butanethiolato)dodecacarbonyltetra-,
octahedro-



3944 EPA/NIH MASS SPECTRAL DATA BASE 912

912 C34H5F2oORh 31760-84-6

Rhodium, (i}6-2,4-cyclopentadien-l-yl)[(2,3,4,5-??)-2,3,4,5-te=

trakis(pentafluorophenyl)-2,4-cyclopentadien-l-one]-

912 C49H8oN6Oio 56272-43-6
L-Proline, l-[0-(l-oxohexyl)-iV-[./V-[7V6~(l-oxohexyl)-2V2-[iV-

(l-oxohexyl)-L-valyl]-L-lysyl]-L-valyl]-L-tyrosyl]-, methyl ester

Q

( CH2 ) 4 NHCO( CH2 ) 4 Me

CHMe2 CHMe2
I I i

NHCOCHNHCOCHNHCOCHNHCO( CH2 ) 4 Me

— COCHCH2

C( 0 )
OMe

0C( 0 ) ( CH2 ) 4 Me

914 C63H 126O 2

Hexacontanoic acid, propyl ester

Me ( CH2 ) 5 8 C( 0 )
OPr

40710-40-5

.... 1, ,1LJi I. iLl _JilI

,

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



918 EPA/NIH MASS SPECTRAL DATA BASE 3945

910 920 930 940 950 960 970

918 CaeHseOnSig 17225-43-3
Glucopyranose, 4-0-[2,3,4,6-tetrakis-0-(trimethylsilyl)-/3-D-

glucopyranosyl]-l,2,3,6-tetrakis-0-(trimethylsilyl)-, D-

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

910 920 930 940 950 960 970 980 990 1000 1010 1020 1030 1040 1050

916 C 3oH780i2P2Si8 33981-93-0
Inositol, l,2,4,5-tetrakis-0-(trimethylsilyl)-, bis[bis(trimethylsilyl)

phosphate], myo-

OS i Me

3

OS i Me 3

Me3SIO. . OP OS i Me 3

0
II

DPO c
I

Me3 S i 0P0 Y OS i Me 3

I

M63SI0 OS i Me

3

760 770 780 790 800 810 820 830 840 850 860 870 880 890 900



3946 EPA/NIH MASS SPECTRAL DATA BASE 918

918 C36H860nSi8 19159-25-2

a-D-Glucopyranoside, 1 ,3,4,6-tetrakis-0-(trimethylsilyl)-|3-D-

fructofuranosyl 2,3,4,6-tetrakis-0-(trimethylsilyl)-

ch 2otms

o
;on
TMSO

TMSOCH
2 q 0

^ch2otms

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

918 CaeHseOnSis 39523-07-4
D-Fructose, 3-0- [2,3,4,6-tetrakis-0-(trimethylsilyl)-a-D-

glucopyranosyl]-l,4,5,6-tetrakis-0-(trimethylsilyl)-

TMSOCH,

OTMS
I OTMS

0—CHCHCHCH2OTMS

TMS OTMS
|

COCHoOTMS

918 CaeHseOuSis 55649-73-5
D-Galactose, 6-0-[2,3,5,6-tetrakis-0-(trimethylsilyl)-/J-D-

galactofuranosyl]-2,3,4,5-tetrakis-0-(trimethylsilyl)-

TMS-

TMSO OTMS
I I

OCHoCHCHCHCHCHO
I I

OTMS OTMS

OTMS
HCOTMS

I

CH 2
OTMS



918 EPA/NIH MASS SPECTRAL DATA BASE 3947

100

80

60

40

20

0

918 C36H860nSi8 55669-93-7

D-Glucose, 4-0- [2,3,4,6-tetrakis-0-( trimethylsilyl)-0-D-
galactopyranosyl]-2,3,5,6-tetrakis-0-(trimethylsilyl)-

910 920 930 940 950 960 970 980 990 1000 1010 1020 1030 1040 1050

918 C36H860nSi8 56145-25-6
D-Glucose, 4-0-[2,3,4.6-tetrakis-0-(trimethylsilyl)-j3-D-gluco=

pyranosyl]-2,3,5,6-tetrakis-0-(trimethylsilyl)-

TMSt

CH(OTMS)CH,OTMS

|

OCHCH(OTMS)CH(CHO)OTMS

OTMS

CH(OTMS)CH 2 OTMS
TMSOCH2

TMSO I „ OCHCH(OTMS)CH(CHO)OTMS

OTMS

918 CseHseOnSis 56145-26-7
D-Fructose, 6-0-[2,3,4,6-tetrakis-0-(trimethylsilyl)-a-D-

glucopyranosyl]-l,3,4,5-tetrakis-0-(trimethylsilyl)-

OTMS
I

0CH 2 CHCHCH(0TMS)C0CH20TMS

°™S OTMS



3948 EPA/NIH MASS SPECTRAL DATA BASE 918

928 C 36H84Al3LaOi2 20538-49-2
Lanthanum, tris[bis(2-propanolato)aluminum]hexakis[/u-(2-

propanolato)]-

i -Pr /

i-Pr o— A1
\ 1

+3' \

^ AO /^ Pr -'

^Al +3 "Ta +3

V'] A>-Pr-I

iVr 0— Al

I -Pr

953 C24H7F28NO7 55256-00-3
Butanoic acid, heptafluoro-, 4-[l-(2,2,3,3,4,4,4-heptafluoro-l-

oxobutoxy)-2-[(2,2,3,3,4,4,4-heptafluoro-l-oxobutyl)amino] =
ethyl]-l,2-phenylene ester

F3CCF2CF2C( 0) 0.

F3CCF2CF2C(0) 0

0C(0)CF2CF2CF3

CHCH 2 NHCOCF 2 CF 2 CF 3



958 EPA/NIH MASS SPECTRAL DATA BASE 3949

955 C51H69N7O 11 36261-14-0

Alanine, Af-[(3-methoxy-2-pyridinyl)carbonyl]-/V,0-dimethyl-
L-threonyl-Af-methyl-D-a-aminobutyrylL-prolyl-A/-
methyl-L-phenylalanyl-cjs-4-methoxy-L-pipecoloyl-iV-
methyl-2-phenyl-, methyl ester

958 C49H82N8O 11 56272-44-7
L-Leucine, N-methy\-N-[N~methy\-N~[N~methy\-N-[N-

methyl-./V-[,/V-methyl-Af-[N-methyl-.ZV-[Ar-methyl-2V-[A/-
methyl-Af-ilphenylmethoxylcarbonyll-L-alanyll-L-valyl] 0
glycyl]-L-leucyl]-L-alanyl]-L-valyl]glycyl]-, methyl ester

Q
CH (

OMe
)
Me

I— COCHE t NMe COCHNMe CO

CO
I

NMe
I

CHCH 2 Ph
I

CO
I

^CONMeCPhMe C( 0) OMe

JO CHMe, CH,C

I I

PhCH 20C(0)NMeCHMeC0NMeCHC0NMeCH 2C0NMeCH

CHpCHMep CHMe?

Me0C(0)CHNMeC0CH 2NMeC0CHNMeC0CHMeNMeC0

!J|,||||! , ill lllllllll lllllllll 1 lllill 1 111 1 kill

10 20 30 40 50 60 7 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
100-

80-

60-

40-

20- 1

1 310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

460 470 480 490 500 510 520 530 540 550 580 570 580 590

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

760 770 780 790 800 810 820 830 840 850 860 870 880

910 920 930 940 950 960 970 980 990 1000 1010 1020 1030 1040 1050

910 920 930 940 950 960 970 990 1000 1010 1020 1030 1040 1050



3950 EPA/NIH MASS SPECTRAL DATA BASE 964

964 C 53H72N8O9 56818-04-3

L-Lysine, NQ-acety\-N2-[N-[N-[N-(N2-acety\~N
y
N,N2-tri —

methyl-L-asparaginyl)-iV-methyl-L-phenylalanyl]-7V-
methyl-L-phenylalanyl]-./V,l-dimethyl-L-tryptophyl]-iV2

v/V6
-

dimethyl-, methyl ester

Me
I

CH2 CHNMe COCHNMe COCHNMe COCHCH2 CONMe

2

I I I

CH2 Ph CH2 Ph N( Ac )
Me

CONMe CHC( 0) OMe
I

(CH2)4N( Ac) Me

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

:iiililiii|iiunlli|llliliiiiiiiiiiui 1 Ill'll L| 1
i k

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

990 1000 1010 1020 1030 1040 1050

967 C 25H9F28NO7 55282-79-6
Butanoic acid, heptafluoro-, 4-[l-(2,2,3,3,4,4,4-heptafluoro-l-

oxobutoxy)-2-[(2,2,3,3,4,4,4-heptafluoro-l-oxobutyl)methyl=
amino]ethyl]-l,2-phenylene ester, (-)-

F3CCF2CF2C(0)0

F3CCF2CF2C(0)0

OC( O) CF2CF2CF3
1

CHCH2 NMe COCF 2 CF 2 CF

3

100

80

60

40

20

0

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

978 C 54H44ITP3 38316-81-3
Iridium, [2-(diphenylphosphino)phenyl-C,P]bis(triphenyl~

phosphine)-, (SP-4-2)-

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600



992 EPA/NIH MASS SPECTRAL DATA BASE 3951

991 C 52H93N7O 11 56272-51-6
L-Threonine, iV-[Af-[,/V-[l-[Ar-[Ar-[A/-(3-hydroxy-l-oxoeico=

syl)-L-threonyl]-L-valyl]-L-alanyl]-L-prolyl]-L-leucyl]-L-valyl]-,

\p- lactone

(CH2),6Me

Leu-Va|-Thr-OCHCH2CO-Thr-Val-A|Q-Pro

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

:

i.i.l.ll|i . .,.ii|lln..ll,|.liliilli. II ill".' -I'll'lll.
.

ill ll|lll.l.lll|llllll .l|lllllllli| ,.dllU|ll. Iil|lll..,..l|ijlliL
310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

610 620 630 640 650 660 670

992 C39H960iiSi9 55649-72-4
D-Galactitol, 6-0-[2,3,5,6-tetrakis-0-(trimethylsilyl)-/3-D-

galactofuranosyl]-!,2,3,4,5-pentakis-0-(trimethylsilyl)-

TMSO OTMS

I I

TM 2 OCH,CHCHCHCHCH, OTMS

VO
to 7 OTMS OTMS

OTMS
HCOTMS

I

ch 2otms

910 920 930 940 950 960 970 980 990 1000 1010 1020 1030 1040 1050



3952 EPA/NIH MASS SPECTRAL DATA BASE 992

992 CasHgeOnSig 55823-10-4

D-Galactitol, l,2,3,4,6-pentakis-0-(trimethylsilyl)-, anhydride with

l,2,3,6-tetrakis-0-(trimethylsilyl)-/T-D-galactofuranose

TMS OTMS

OTMS

HCCH(OTMS)CH(OTMS)CH(OTMS)CH 2
OTMS

ch2otms

100

80

60

40

20

0

100

80

60

40

20

o

100

80

80

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
910 920 930 940 950 960 970 980 990 1000 1010 1020 1030 1040 1050

998 C69H 138O2 40710-32-5
Nonahexacontanoic acid

H02C( CH 2 ) e 7 Me

1009 C44H55N3O24 35405-85-7
/3-D-Glucopyranoside, 2,3-bis(acetyloxy)-l-[(acetyloxy)(2-

phenyl-2//-l, 2,3-triazol-4-yl) methyl] propyl 4-0-(2,3,4,6-te~
tra-O-acetyl- ft-D glucopyranosyl)-, triacetate (ester)



1012 EPA/NIH MASS SPECTRAL DATA BASE 3953

100 -t
—

80

60-

40 -

20-

0 -I
1 S 1 1 1 r 1 1 1 1 1 1 1 1 1

—

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

1010 C3oF2oFe20eP2 15627-18-6

Iron, bis[jt-[bis(pentafluorophenyl)phosphino]]hexacarbonyldi-,

(Fe-Fe)

F F

910 920 930 940 950 960 970 980 990 1000 1010 1020 1030 1040 1050

1010 C37H 39F21O8 57326-14-4
Cholan-24-oic acid, 3,7,12-tris(2,2,3,3,4,4,4-heptafluoro-l-oxo=

butoxy)-, methyl ester, (3a,5/3,7a,12a)-

Me

1012 C 69H 136O3 40710-28-9
Nonahexacontanoic acid, 18-oxo-

H02C{ CH 2 ) i e CO( CH 2 ) 5 o Me

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300



3954 EPA/NIH MASS SPECTRAL DATA BASE 1012

910 920 930 940 950 960 970 980 990 1000 1010 1020 1030 1040 1050

1012 C70H 140O2

Nonahexacontanoic acid, methyl ester

Me ( CH 2 ) e 7 C( 0) OMe

40710-36-9

1013 C45H 59NO25 55298-14-1
D-Glucopyranosylamine, 0-2,3,4,6-tetra-0-acetyl-/8-D-gluco=

pyranosyl-(l—1'4)-0-2,3,6-tri-0-acetyl-d-D-glucopyranosyl-
(l-

i

*-4)-N-(4-methylphenyl)-, 2,3,6-triacetate

-Me

760 770 780 790 800 810 820 830 840 850 860 870 880 890 900



1015 EPA/NIH MASS SPECTRAL DATA BASE 3955

1013 C45H59NO25 55331-35-6
D-Glucopyranosylamine, 0-2,3,4,6-tetra-0-acetyl-/J-D-gluco=

pyranosyl-(l—3)-0-2,4,6-tri-0-acetyl-|3-D-glucopyranosyl-
(1—3)-iV-(4-methylphenyl)-, 2,4,6-triacetate

1014 C63H 66O 12 56689-40-8
/3-D-Glucopyranoside, phenylmethyl 3,6-bis-0-(phenylme=
thyl)-4-0-[2,3,4,6-tetrakis-0-(phenylmethyl)-a-D-gluco=
pyranosyl]-, acetate

PhCHpOCH?

1015 BnoNsPs 15163-08-3
1,3,5,7,9,2,4,6,8,10-Peptazapentaphosphecine, 2,2,4,4,6,6,8,8,10,=

10-decabromo-2,2,4,4,6,6,8,8,10,10-decahydro-

Br Br

Br Br



3956 EPA/NIH MASS SPECTRAL DATA BASE 1015

100-]

80 -

60-

40-
,

20-
|

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750 910 920 930 940 950 960 970 980 $90 1000 1010 1020 1030 1040 1050

1021 C37H60O6.C27H51NO2 17368-53-5
Azacyclohexacosan-14-one, 1-acetyl-, catena compd. with bicy=

clo[25.3. 1 ]hentriaconta-1 (3 l),27,29-triene-28,29,3 1-triol triacetate

( 1 : 1 )

AcO

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

1040 C72H144O2
Nonahexacontanoic acid, propyl ester

Me ( CH 2 ) 6 7 C{ O) OPr

40710-41-6

910 920 930 940 950 960 970 960 990 1000 1010 1020 1030 1040 1050

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450



1100 EPA/NIH MASS SPECTRAL DATA BASE 3957

1050 C49H74C0N 12O9.HO 13963-62-7

Cobinamide, cyanide hydroxide, monohydrate

1058 C69H 134O6 18641-57-1
Docosanoic acid, 1,2,3-propanetriyl ester

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

1100 C61H64O19 20408-73-5
[4,6":4",6""-Terflavan]-3,3",3""-triol, 3',3 n, ,3"m ,4

,

,4
m

,4
M ",4Mm ,=

7,7",
7" "-decamethoxy-, triacetate

MeO

OC(O) ( CH2 ) 2 0 Me

Me ( CH2 ) 2 0 C( O) OCH2 CHCH2 OC( O) ( CH2 ) 2 0 Me

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

760 770 780 790 800 810 820 830 840 850 860 870 880 890 900



3958 EPA/NIH MASS SPECTRAL DATA BASE 1100

1110 C28H14F24O19 56890-07-4
D-Glucose, 4-0- [2,3,4,6-tetrakis-0-(trifluoroacetyl)-/?-D-

galactopyranosyl]-, 2,3,5,6-tetrakis(trifluoroacetate)

I

F
3cc(0)(

>CHCHCH(CH0)0C(0)CF
;

0C(0)CF,

I

CHCH 2 0C(0)CF3

0C(0)CF,

0C(0)CF3

100 -I

80-

60 -

40-

20-

0 ^
1 1 1 r 1 r—1

1 1 1 1 1 1
1 1

—

1060 1070 1080 1090 1100 1110 1120 1130 U40 1150 1160 1170 1180 1190 1200

1140 CsTHisOsReaSs 17685-50-6
Rhenium, tris(/j benzenethiolato)nonacarbonyltri-, triangulo-

CO CO CO



1168 EPA/NIH MASS SPECTRAL DATA BASE 3959

1156 C 47HiooN4Oi6Si7 51246-90-3 1168 Ci20i 60s4 12091-42-8

D-Streptamine, 0-3-(acetylamino)-3-deoxy-2,4,6-tris-0-(tri= Osmium, dodecacarbonyltetraoxotetra-

methylsilyl)-a-D-glucopyranosyl-(l—*6)-0-[6-(acetylamino)-
6-deoxy-2,3,4-tris-0-(trimethylsilyl)-a-D-glucopyranosyl-
(1—4)]-Ar,N'

,-diacetyl-2-deoxy-5-0-(trimethylsilyl)-
[0S

4
0 4 (C0), 2J

AcNHCHp

1060 1070 1080 1090 1100 1110 1120 1130 1140 1150 1160 1170 1180 1190 1200
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80

60

40

20

0

100

80

60

40

20

0

100
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0
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0
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0
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0
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0
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40

20

0

1060 1070 1080 1090 1100 1110 1120 1130 1140 1150 1160 1170 1180 1190 1200



3960 EPA/NIH MASS SPECTRAL DATA BASE 1218

1218 BmNePe 17497-82-4
l,3,5,7,9,ll-Hexaaza-2,4,6,8,10,12-hexaphosphacyclododecahexaene,

2,2 )
4,4,6,6,8,8,10,10,12,12-dodecabromo-2,2,4,4,6,6,8,8,10,10,=

12,12-dodecahydro-

Br R
\l
f

"P

Br'
N " P

1256 C5H 12N8.2C1H 7059-23-6
Hydrazinecarboximidamide, 2,2'-(l-methyl-l,2-ethanediylid :=

ene)bis-, dihydrochloride

HN=C(NH2)NHN=CHCMe=NNHC(NH2)=NH .2HCI

1297 C 56H71N3O32 35405-86-8
/3-D-Glucopyranoside, 2,3-bis(acetyloxy)-l-[(acetyloxy)(2-

phenyl-2// 1, 2,3- triazol-4-yl) methyl] propyl 0-2,3,4,6-tetra-
0-acetyl-;8-D-glucopyranosyl-(l—1'4)-0-2,3,6-tri-0-acetyl-/3-

D-glucopyranosyl-(l-*-4)-, triacetate (ester)

CH(OAc)CH,OAc

OAc



1301 EPA/NIH MASS SPECTRAL DATA BASE 3961

1301 C57H75NO33 35573-84-3
/3-D-Glucopyranosylamine, 0-2,3,4,6-tetra-0-acetyl-^-D-
glucopyranosyl-(l—1>-4)-0-2,3,6-tri-0-acetyl-/3-D-gluco =
pyranosyl-(l—4)-0-2,3,6-tri-0-acetyl-/3-D-glucopyranosyl-
(
1—4)-iV-(4-methylphenyl)-, 2,3,6-triacetate

1301 C57H75NO33 55256-04-7
D-Glucopyranosylamine, 0-2,3,4,6-tetra-0-acetyl-/3-D-gluco=

pyranosyl-(l—4)-0-2,3,6-tri-0-acetyl-|3-D-glucopyranosyl-
(l—*-4)-0-2,3,6-tri-0-acetyl-|3-D-glucopyranosyl-(l—
(4-methylphenyl)-, 2,3,6-triacetate

760 770 820 830 840



3962 EPA/NIH MASS SPECTRAL DATA BASE 1301

1326 C60H70N4O30 33910-03-1
Glucopyranoside, D-ery£/zro-2,3-dihydroxy-3-(l-phenyl-l//-

pyrazolo[3,4-6]quinoxalin-3-yl)propyl O-a-D-glucopyrano-
syl-(l—^)-0-«-D-glucopyranosyl-(l-^6)-, dodecaacetate (ester),

a-D-

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

1210 1220 1230 1240 1250 1260 1270 1280 1290 1300 1310 1320 1330 1340 1350

1326 C60H70N4O30 56298-41-0
a-D-Glucopyranoside, 2,3-bis(acetyloxy)-l-(l-phenyl-lH-
pyrazolo[3,4-5]quinoxalin-3-yl)propyl 0-2,3,4,6-tetra-0-
acetyl a-D-glucopyranosyl-(l—»-4)-0-2,3,6- tri-0 -acetyl-a-D-
glucopyranosyl-(l—*4)-, 2,3,6-triacetate, [ 1S-(1/?*,2>S*)]-

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750



1585 EPA/NIH MASS SPECTRAL DATA BASE 3963

1520 C36H2oOi2Re4S4 23686-30-8
Rhenium, tetrakis[/i;r (benzene! hiolato)]dodecacarbonyltetra-

1585 CbsHstNsOw 35405-87-9
/J-D-Glucopyranoside, 2,3-bis(acetyloxy)-l-[(acetyloxy)(2-

phenyl-2/7-1, 2,3-triazol-4-yl) methyl] propyl 0-2,3,4,6-tetra-

0 acetyl /3-D-glucopyranosyl-(l—»-4)-0-2,3,6-tri- 0 -acetyl-/?-

D-glucopyranosyl-(l—4)-0-2,3,6-tri-0-acetyl-/3~‘D“gluco=
pyranosyl-(l—*4)-, .triacetate (ester)

CH(0Ac)CH?0Ac

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600



3964 EPA/NIH MASS SPECTRAL DATA BASE 1585

1674 C66Hi5402iSii4 32831-69-9
Glucopyranoside, 0-l,3,4,6-tetrakis-0-(trimethylsilyl)-/?-D-

fructofuranosyl-(2—^l)-0-3,4,6-tris-0-(trimethylsilyl)-/3-D-
fructofuranosyl-(2—lJ-S^^-tris-O-CtrimethylsilyU-jd-D-
fructofuranosyl, a-D-

100

80

60

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

100

80

80

40

20

0

100

80

60

40

20

0

100

80

60

40

20

0

1360 1370 1380 1390 1400 1410 1420 1430 1440 1450 1460 1470 1480 1490 1500

Aflatoxins

1402-68-2

STRUCTURE UNDEFINED

100

80-

60-

40-

20-

il L ... .1— 111 l.lJ -.-..III ,1k . ..... ... .

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

80-

60-

40-

20-

L

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

Safflower oil

8001-23-8

STRUCTURE UNDEFINED

100

80

60

40

20

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



**** EPA/NIH MASS SPECTRAL DATA BASE 3965

**** 11120-78-8

B 1 (binder)

STRUCTURE UNDEFINED

100

80

60

40

20

0

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450
, , , , , , , 1 T

100

80

60

40

20

0

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

**** 11126-05-9
Freon

STRUCTURE UNDEFINED

90 100 110 120 130 140 150

**** 11126-42-4
Aroclor 5460

STRUCTURE UNDEFINED

610 620 630 640 650 670 680 690 700 710 720 730 740 750

760 770 780 790 800 810 820 830 840 850 860 870

910 920 930 940 950 960 970 980 990 1000 1010 1020 1030 1040 1050

Halowax 1014
12616-36-3

60-

40-

20-

i|

o J

i
1- 11111 !' T—‘-•i 1

1 1

—
80-

60-

40-

20-

STRUCTURE UNDEFINED

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

1060 1070 1080 1090 1100 1110 1120 1130 1140 1150 1160 1170 1180 1190 1200



3966 EPA/NIH MASS SPECTRAL DATA BASE

**** 39379-10-7

1,4-Benzenedicarboxylic acid, methyl ester

STRUCTURE UNDEFINED

**** 39422-18-9
Decaborane, ethyl-

STRUCTURE UNDEFINED

100-

80-

60 -

40-

20-

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

80-

60-

40-

20-

’60 170 180 190 200 210 220 230 240 250 260 270 280 290 300

**** 51845-86-4

Boric acid, ethyl ester

STRUCTURE UNDEFINED

**** 55955-42-5
Isarolide

STRUCTURE UNDEFINED

100

80

60

40

20

0
10 20 30 40 50 60 70 00 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 ii. -r—

1

1. jJi-ilil . 1 «JiL lit jlJ ‘-“‘4—V ••
1

**** CH5N3.XCH 2O3 3425-08-9
Carbonic acid, compd. with guanidine

(H 2 N)2C=NH • xho2coh

100

80

60

40

20

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

**** (C 2H403 )2 55682-62-7
Ethanedial, monohydrate, dimer

((HO)
a CHCHO^

2

**** C 2H6O. 1
/ 3AI 555-75-9

Ethanol, aluminum salt

E10H • 1/3 Al



**** EPA/NIH MASS SPECTRAL DATA BASE 3967

100

80

60

40

20

0

1210 1220 1230 1240 1250 1260 1270 1280 1290 1300 1310 1320 1330 1340 1350

**** ' C 2H7N. 1
/ 4M0 33851-46-6

Methanamine, /V-methyl-, molybdenum(4+) salt

NHMe 2 .'/
4

Mo (IV)

Ethanol, gallium salt

CaHeO.i/aGa 2572-25-0

EtOH • 1/3 Gq

100

80 -

60-

40 -

20-

0 J -1
1 1 1 1 1 1 1 1 1 1 1 1 1

l

—

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

100-]

80 -

60-

40 -

20-

0 J—

1

—1—1—1

i
1

—

1
—1—1

—

L—1—1—1

—

J—1—1—1—
160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

100

80 -

60-

40 -

20-

0 J 1
1

1 1 1 1 r~* 1 1 1
1 ‘1 1 ‘1 1 ‘i

—

310 320 330 340 350 360 370 380 390 400 410 420 430 440 450

100

80-
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40-

460 470 480 490 500 510 520 530 540 550 560 570 580 590 600

i-PrOH • \ 6a
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0
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0
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0
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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



3968 EPA/NIH MASS SPECTRAL DATA BASE ****

**** (C 4H5CD 2

1,3-Butadiene, 2-chloro-, dimer

(H,C=C(CI)CH=CHJ,

14523-89-8

910 920 930 940 950 960 970 980 990 1000 1010 1020 1030 1040 1050

**** (C3H80.!/3A1)x
Isopropyl alcohol, aluminum salt, polymers

9019-21-0

(i-PrOH • 1/3AI)
X

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

760 770 780 790 800 810 820 830 840 850 860 870 880 890 900

**** (C4H4N202)2
2,4(lH,37/)-Pyrimidinedione, dimer

28806-15-7

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

**** (C 4H8)3

1-Propene, 2-methyl-, trimer

(Me 2 C— CHg )3

7756-94-7

**** (C4H8>4
1-Propene, 2-methyl-, tetramer

(Me2C=CH 2) 4

15220-85-6

**** C4Hio0. 1/4Cr
2-Propanol, 2-methyl-, chromium(4+) salt

10585-25-8

10 20 30 40 50 60 70

t - BuOH . % Cr

90 100 110 120 130 140 150



**** EPA/NIH MASS SPECTRAL DATA BASE 3969

**** (C5H6N202)2 28806-14-6
2,4(l/7,3/f)-Pyrimidinedione, 5-methyl-, dimer

A Me

0^ N
H

**** (C5H8C1N0)2
Cyclopentane, l-chloro-2-nitroso-, dimer

6866-01-9

**** (C 5H9N2TPX
Thallium, (imidazolato)dimethyl-, polymers

31923-88-3

<y n/
N

,TIMe 2

100-1

80-
NO
1

60-

civS 40-

20-

2 oi -

610 620 630 640 650 660 670 680 690 700 710 720 730 740 750

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

**** (C 5H80) 2

3-Buten-2-one, 3-methyl-, dimer

[MeC0CMe=CH2J

54789-11-6

**** C6H6C12N2.xC1H 57396-93-7
Hydrazine, (3,5-dichlorophenyl)-, hydrochloride

CI\^Sv^NHNH2A •

,1.1

1

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

60 -

40 -

10



3970 EPA/NIH MASS SPECTRAL DATA BASE ****

**** (CeHeFeOz)* 28550-51-8

1,3-Dioxocane, 5,5,6,6,7,7-hexafluoro-, homopolymer

**** C6H 7FN2.XCIH
Hydrazine, (4-fluorophenyl)-, hydrochloride

40594-35-2

Q?
1 F

160 170 100 190 200 210 220 230 240 250 260 270 280 290 300

**** CeH7BrN2.xClH
Hydrazine, (2-bromophenyl)-, hydrochloride

57396-95-9

nhnh 2

ill,!,. 1 1 I 1 .. |i. .1 ., 1 . ,u. ,1 .. .11,. I

10 20 30 40 50 60 70 80 90 100 1 0 120 130 140 150

**** C6H7FN2.xC1H
Hydrazine, (2-fluorophenyl)-, hydrochloride

40594-36-3

a;

ll

,

I'.l i.l, |li, ,1. „|. .I.li.,il -J-T- •> 1
, y

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

.1,1,1 1 l . ilii Jii in [„ I in J LI

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

-
. , ,|lli

160 170 180 190 200 210 220 230 240 250 260 270 280 290 300

**** C6H7C1N 2.XC1H
Hydrazine, (2-chlorophenyl)-, hydrochloride

41126-12-9

__ iliLI 1 ill,. . . .ill, Tiilii i.iill.j - .ji.

—

[l . Lfju

—

T—1 IL, , J.

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

**** C6H 7N3O2.XCIH
Hydrazine, (3-nitrophenyl)-, hydrochloride

51516-96-2

**** C6H7N3O2.XCIH
Hydrazine, (2-nitrophenyl)-, hydrochloride

nhnh2

56413-75-3

oc

,llll. 1 u L Jl j II lL * * ,

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



EPA/NIH MASS SPECTRAL DATA BASE 3971

**** C6H8CINS. 1
/ 2C2H6O6S2 1867-58-9

1,2-Ethanedisulfonic acid, compd. with 5-(2-chloroethyl)-4-

methylthiazole (1:2)

• 1/2H0 3SCH2 CH 2 S0 3H

**** C6H 15O3PS2.C6H 15O3PS 2 8022-00-2
Phosphorothioic acid, 0-[2-(ethylthio)ethyl] 0,0-dimethyl ester,

mixt. with S-[2-(ethylthio)ethyl] 0,0-dimethyl phosphorothioate

OMe

I

EtSCHpCHp OPOMe

II

S

OMe

I

Et SCH ? CH ? SPOMe

II

0

Silanamine, 1,1,1 trimethyl- N-(trimethylsilyl)-, chromium(3+) salt

Me 3 SiNHSiMe 3 • 1/3 Cr(III)

100

80

60-

40-

20 -

0 J
r 1 —I 1 1 1 L-i r- 1 1 1 . 1 1 r-

460 470 480 490 500 510 520 530 540 550 580 570 580 590 600

**** C6Hi9NSi2.i/ 3Fe 22999-67-3
Silanamine, 1,1, 1-trimethyl-Af-(trimethylsilyl)-, iron(3+) salt

Me 3SiNHSiMe 3 .’/jFedll)

**** C6Hi9NSi2.V3Sc 37512-28-0
Silanamine, 1,1,1 -trimethyl-AMtrimethylsilyll

,
scandium(3+) salt

Me 3 SiNHSiMe 3 • 1/3 Sc(IH)
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**** CeHigNShA/sTi 37512-29-1

Silanamine, 1
,
1

, 1-trimethyl-AHtrimethylsilyl)-, titanium(3+) salt

Me 3 SiNHSiMe 3 • 1/3 Ti(III)

**** (C7H8OS)2
4H-Thiopyran-4-one, 2,6-dimethyl-, dimer

55649-32-6

**** (C7H802S)2 55649-34-8
4H-Thiopyran-4-one, 2,6-dimethyl-, 1-oxide, dimer

:
, , ,

in
,

j,
,

ll[
,

iL, J IiLl,
,

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

**** (C7H803S)2 55649-36-0
4H-Thiopyran-4-one, 2,6-dimethyl-, 1,1-dioxide, dimer

**** C7H9C1N 2.xC1H 57396-90-4

Hydrazine, (3-chloro-4-methylphenyl)-, hydrochloride

XX

**** C 7H9CIN 2.XCIH 57396-92-6

Hydrazine, (3-chloro-2-methylphenyl)-, hydrochloride

CC •

90 100 110 120 130 140 150
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**** C 7H 10N2O.XCIH 57396-67-5

Hydrazine, (2-methoxyphenyl)-, hydrochloride

• X HCI

100
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60

40

20

0

**** C 7H 10N2O.XCIH 57396-68-6
Hydrazine, (3-methoxyphenyl)-, hydrochloride

L_, dn| lil^
Jjj I

.111.
-I

lllj Jill—, Ll, 111
, 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

**** C8H 10N2O2.XCIH 57396-94-8
Benzoic acid, 2-hydrazino-5-methyl-, hydrochloride
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0
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**** C8Hi 2N 20.xC1H 57396-69-7
Hydrazine, (2-methoxy-5-methylphenyl)-, hydrochloride

OMe

NHNH2

• x HCI

Me

... 1 .. . 1 li.i - iH' ilii ..Ini.
. llL, |1 u1— 1 r- t-—r* —“1 —i——i 1—

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

**** CsHeNaS.xCIH 144487
67-0

2(3//)-Benzothiazolone, 3-methyl-, hydrazone, hydrochloride

**** (C9HiiN02 )2 56909-29-6
1/f-Azepine-l-carboxylic acid. 3-methyl-, methyl ester, dimer
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**** C 9H 19N. 1
/ 3AI 26815-89-4

Propylidenimine, l-tert-butyl-2,2-dimethyl-, aluminum salt

**** (C 12H15N3OSQ 2 56196-01-1
lH-l,2,4-Triazole-3-carboxaldehyde, 5-phenyl-l-(trimethylsilyl)-,

dimer

CMe 3

Me 3 CC=NH

**** (CnHi4N2OSi)2 56195-99-4
lH-Benzimidazole-2-carboxaldehyde, l-(trimethylsilyl)-, dimer

Me 3 Si

,

JV >C
'NT

)=N
Ph
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**** Ci3H 23N03SSi2.CioHi5N03SSi 56173-32-1
Glycine, N-{2 thienylcarbonyl)-, mono(trimethylsilyl) deriv., compd.
with trimethylsilyl N-(2-thienylcarbonyl)-Ar-(trimethylsi)yl)-

glycine (1:1)

SiMe3

C0NCH2C(0)0SiMe3 /Sn^CONHCH 2 COjH

Optms



**** EPA/NIH MASS SPECTRAL DATA BASE 3975

**** (CuH2iN09)2 56195-97-2

D-Glucose, 4- amino-4-deoxy-, 2,3,5,6-tetraacetate, dimer

OAc OAc

I
I

AcOCH(CHO)CHCH(NH2)CHCH2OAc
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40

20

o
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**** (C24H6iN05Si6)2 56247-39-3
D-Galactose, 4-[bis(trimethylsilyl)amino]-4-deoxy-2,3,5,6-te=;

trakis-O-(trimethylsilyl)-, dimer

TMSOCH(CHO)CH(OTMS)CHCH(OTMS)CH2OTMS
I

N(TMS)2
J 2
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