File :C:\msdchem\1\DATA\20190429M\DCAT1.D

Operator : SARA

Acquired : 30 Apr 2019 11:28 using AcgMethod AYA.M
Instrument : GCMSD004

Sample Name: DCATI1

M%SC Info Data obtained from DC AB
Vial Number: 2

Abundance TIC: DCAT1.D\data.ms
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Library Search Report

Data Path : C:\msdchem\1\DATA\20190429M\
Data File : DCAT1.D

Acg On : 30 Apr 2019 11:28

Operator : SARA

Sample : DCATI1

Misc :

ALS Vial : 2 Sample Multiplier: 1

Search Libraries: C:\msdchem\bib...s ms\PMW TOX2.L Minimum Quality: 50

C:\msdchem\bib...s ms\WILEY275.L Minimum Quality: 50

Unknown Spectrum: Peak average
Integration Events: ChemStation Integrator - autointl.e

Pk# RT Area% Library/ID Ref# CAS# Qual
1 10.167 0.34 C:\msdchem\bibliotecas ms\PMW TOX2.L
Myristic acid 1140 000544-63-8 58
P1035
Diethylene glycol dipivalate 1904 000000-00-0 9
P639
Acetic acid 1548 000064-19-7 4
Pl1l6

2 11.105 3.09 C:\msdchem\bibliotecas ms\PMW TOX2.L

Cyclotetradecane 2354 000295-17-0 99
P835
Cyclohexadecane 2355 000295-65-8 90
P1017
Stearyl alcohol 2356 000112-92-5 62
P1298
3 11.432 6.27 C:\msdchem\bibliotecas ms\PMW_ TOX2.L
2-Octadecyloxyethanol 2357 002136-72-3 50
P1383
Octacosane 3797 000630-02-4 47
P1837
Octadecane 2351 000593-45-3 47
P1197
4 11.998 0.52 C:\msdchem\bibliotecas ms\PMW TOX2.L
Octadecane a 2351 000593-45-3 87
P1197
Eicosane 2352 000112-95-8 80
P1379
Octacosane 3797 000630-02-4 76
P1837
5 12.318 0.31 C:\msdchem\bibliotecas ms\WILEY275.L
2-Pentylthiazole 41289 000000-00-0 64
Thiazole, 2-(2-methylpropyl)- (CAS 28653 018640-74-9 59

) $$ 2-Isobutylthiazole (CAS) $S$ T

hiazole, 2-isobutyl-

5,5,6, 6-TETRADEUTERIO-TRANS-8-METH 38311 020379-99-1 50
YLHYDRINDAN-2-ONE

6 12.582 0.44 C:\msdchem\bibliotecas ms\PMW TOX2.L

Cyclohexadecane 2355 000295-65-8 99
P1017

Cyclotetradecane 2354 000295-17-0 94
P835

Stearyl alcohol 2356 000112-92-5 64
P1298

7 12.885 2.68 C:\msdchem\bibliotecas ms\PMW TOX2.L

Eicosane 2352 000112-95-8 70
P1379

2-Octadecyloxyethanol 2357 002136-72-3 52
P1383

Tridecane 2362 000629-50-5 50
P772

8 12.965 1.90 C:\msdchem\bibliotecas ms\WILEY275.L
7,9-di-tert-butyl-l-oxaspiro[4.5]d 158640 000000-00-0 98
eca-6, 9-diene-2,8-dione
2,5-Di-t-amyl-p-benzoquinone 121994 000000-00-0 35
(E,2)-2,5-bis(2,2-dimethylpropylid 106099 115984-11-7 35
ene) cyclopentanone $$ Cyclopentano
ne, 2,5-bis(2,2-dimethylpropyliden

PSTEFS217.M Fri Jun 07 15:53:33 2019 Page: 1
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Search Libraries:
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Library Search Report

C:\msdchem\1\DATA\20190429M\
DCAT1.D

30 Apr 2019
SARA

DCAT1

11:28

2 Sample Multiplier: 1

C:\msdchem\bib...s ms\PMW TOX2.L Minimum Quality:

C:\msdchem\bib...s ms\WILEY275.1L Minimum Quality:

Peak average
ChemStation Integrator - autointl.e

50
50

lthio) -
an

(CAS) $$ 2- (Methylthio) fur

PSTFS217.M Fri Jun 07 15:53:33 2019

RT Area% Library/ID Ref# CAS# Qual
e>_1 (E/Z>_
120 .14 C:\msdchem\bibliotecas ms\PMW TOX2.L
Palmitic acid B 822 000057-10-3 94
P1210
Stearic acid 969 000057-11-4 72
P1389
Myristic acid 1140 000544-63-8 52
P1035
182 .65 C:\msdchem\bibliotecas ms\PMW TOX2.L
Octadecane n 2351 000593-45-3 64
P1197
Nonadecane 2363 000629-92-5 50
P1286
Hexadecane 2353 000544-76-3 45
P1024
.211 .84 C:\msdchem\bibliotecas ms\PMW TOX2.L
Butyl-2-methylpropylphthalate @ 2995 017851-53-5 96
P1351
Butyl-2-ethylhexylphthalate @ 713 000085-69-8 78
P1013
Decyldodecylphthalate @ 3542 000000-00-0 38
P1935
.251 .51 C:\msdchem\bibliotecas ms\WILEY275.L
Benzene, 1,1'-(3-methyl-1,3-butadi 106216 077915-31-2 83
enylidene)bis-
2-methoxy-6-allyloxy-7-methyl-7H-p 104854 097184-80-0 83
urine $$ 7H-Purine, 2-methoxy-7-me
thyl-6-(2-propenyloxy) -
2,5-Di-tert-butyl-1,4-benzoquinone 105439 000000-00-0 68
.377 .08 C:\msdchem\bibliotecas ms\WILEY275.L
Dotriacontane (CAS) $$ n-Dotriacon 250416 000544-85-4 43
tane $$ Bicetyl $$ Tris(trimethyls
ilyl)ether, methyl ester of ethyl
anthranilate azo pigment (.alpha.z)
of bilivubin-1x.alpha. 2-O-acyl g
lucuronide
Hexatriacontane (CAS) $$ n-Hexatri 260486 000630-06-8 43
acontane $$ NOR-HEXATRIACONTANE
Eicosane (CAS) $$ n-Eicosane 163881 000112-95-8 41
594 0.48 C:\msdchem\bibliotecas ms\WILEY275.L
CIS-3-PROPOXY-B-METHYL-B-NITROSTYR 106501 000000-00-0 59
ENE
1H-Purin-6-amine, [ (2-fluorophenyl 128472 074421-44-6 47
ymethyl]- (CAS)
Hexasiloxane, tetradecamethyl- (CA 251945 000107-52-8 46
S) $$ Tetradecamethylhexasiloxane
663 0.41 C:\msdchem\bibliotecas ms\WILEY275.L
1-Thiacyclohept-2-ene $$ 4,5,6,7-T 11968 (077566-13-3 38
etrahydrothiepin $$ Thiepin, 2,3,4
, 5-tetrahydro- (CAS) $$ Thiacycloh
ept-2-ene
2-METHYLMERCAPTOFURAN 12548 000000-00-0 35
METHYLTHIOFURAN $$ Furan, 2-(methy 11601 013129-38-9 27
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Library Search Report

C:\msdchem\1\DATA\20190429M\
DCAT1.D

30 Apr 2019
SARA

DCAT1

11:28

2 Sample Multiplier: 1

Search Libraries: C:\msdchem\bib...s ms\PMW TOX2.L Minimum Quality: 50
C:\msdchem\bib...s ms\WILEY275.L Minimum Quality: 50
Unknown Spectrum: Peak average
Integration Events: ChemStation Integrator - autointl.e
RT Area% Library/ID Ref# CAS# Qual
921 1.51 C:\msdchem\bibliotecas ms\PMW TOX2.L
Cyclohexadecane - 2355 000295-65-8 96
P1017
Stearyl alcohol 2356 000112-92-5 91
P1298
Cyclotetradecane 2354 000295-17-0 72
P835
178 0.34 C:\msdchem\bibliotecas ms\WILEY275.L
Octadecanoic acid, methyl ester (C 176793 000112-61-8 95
AS) $$ Methyl stearate $$ Methyl o
ctadecanocate $$ Methyl n-octadecan
oate $$ Stearic acid methyl ester
$$ Kemester 9718 $$ Stearic acid,
methyl ester $$ n-Octadecanoic aci
d methyl ester $$ Methyl-octadecan
oate $$ Methyl es
Octadecanoic acid, methyl ester (C 176791 000112-61-8 95
AS) $$ Methyl stearate $$ Methyl o
ctadecanocate $$ Methyl n-octadecan
oate $$ Stearic acid methyl ester
$$ Kemester 9718 $$ Stearic acid,
methyl ester $$ n-Octadecanoic aci
d methyl ester $$ Methyl-octadecan
oate $$ Methyl es
Octadecanoic acid, methyl ester (C 176800 000112-61-8 95
AS) $$ Methyl stearate $$ Methyl o
ctadecanocate $$ Methyl n-octadecan
oate $$ Stearic acid methyl ester
$$ Kemester 9718 $$ Stearic acid,
methyl ester $$ n-Octadecanoic aci
d methyl ester $$ Methyl-octadecan
oate $$ Methyl es
.275 0.89 C:\msdchem\bibliotecas ms\PMW TOX2.L
Eicosane 2352 000112-95-8 60
P1379
Octacosane 3797 000630-02-4 53
P1837
Octadecane 2351 000593-45-3 45
P1197
.396 1.59 C:\msdchem\bibliotecas ms\PMW TOX2.L
Stearic acid 969 000057-11-4 94
P1389
Myristic acid 1140 000544-63-8 47
P1035
Cyclamate-M AC 1229 001124-53-4 9
P553
470 0.45 C:\msdchem\bibliotecas ms\PMW TOX2.L
Octadecane 2351 000593-45-3 52
P1197
Triacontane 2366 000638-68-6 42
P1885
Eicosane 2352 000112-95-8 40
P1379
527 1.48 C:\msdchem\bibliotecas ms\WILEY275.L
Eicosane (CAS) $$ n-Eicosane 163883 000112-95-8 70
Nonadecane (CAS) $$ n-Nonadecane 151981 000629-92-5 64
Heneicosane (CAS) $$ n-Heneicosane 175418 000629-94-7 60

PSTFS217.M Fri Jun 07 15:53:33 2019
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Library Search Report

Data Path C:\msdchem\1\DATA\20190429M\
Data File DCAT1.D

Acg On 30 Apr 2019 11:28

Operator SARA

Sample DCAT1

Misc

ALS Vial Sample Multiplier: 1

Search Libraries: C:\msdchem\bib...s ms\PMW TOX2.L Minimum Quality: 50
C:\msdchem\bib...s ms\WILEY275.L Minimum Quality: 50
Unknown Spectrum: Peak average
Integration Events: ChemStation Integrator - autointl.e
Pk# RT Area% Library/ID Ref# CAS# Qual
22 14.607 1.36 C:\msdchem\bibliotecas ms\PMW TOX2.L
Nonadecane - 2363 000629-92-5 90
P1286
Hexadecane 2353 000544-76-3 78
P1024
Octacosane 3797 000630-02-4 74
P1837
23 14.642 2.32 C:\msdchem\bibliotecas ms\PMW TOX2.L
Stearyl alcohol - 2356 000112-92-5 59
P1298
Octacosane 3797 000630-02-4 41
P1837
Nonadecane 2363 000629-92-5 38
P1286
24 14.951 0.36 C:\msdchem\bibliotecas ms\WILEY275.L
2 (3H) -Furanone, dihydro-4,4-dimeth 11845 013861-97-7 64
yl- (CAS) $$ 4,4-Dimethylbutyrolac
tone $$ 4,4-Dimethyl-4-butanolide
$$ .beta., .beta.-Dimethyl-.gamma. -
butyrolactone $$ Dihydro-4,4-dimet
hyl-2 (3H) -furanone $$ .beta., .beta
.-Dimethylbutylrolacton $$ Butyric
acid, 4-hydroxy-
2 (3H) -Furanone, dihydro-4,4-dimeth 11844 013861-97-7 64
yl- (CAS) $$ 4,4-Dimethylbutyrolac
tone $$ 4,4-Dimethyl-4-butanolide
$$ .beta.,.beta.-Dimethyl-.gamma.-
butyrolactone $$ Dihydro-4,4-dimet
hyl-2 (3H) -furanone $$ .beta.,.beta
.-Dimethylbutylrolacton $$ Butyric
acid, 4-hydroxy-
Tetratriacontane (CAS) $S$ n-Tetrat 256281 014167-59-0 53
riacontane
25 15.071 4.22 C:\msdchem\bibliotecas ms\PMW TOX2.L
Polychlorocamphene B 880 008001-35-2 60
P18638
Polyethylene glycol 29 025322-68-3 52
P508
Metaldehyde 1092 009002-91-9 9
P503
26 15.185 5.36 C:\msdchem\bibliotecas ms\PMW TOX2.L
Cyclohexadecane 2355 000295-65-8 62
P1017
Bemegride 77 000064-65-3 38
P625
Stearyl alcohol 2356 000112-92-5 25
P1298
27 15.380 1.09 C:\msdchem\bibliotecas ms\WILEY275.L
1,2-Benzenedicarboxylic acid, bis( 185320 002078-22-0 43
trimethylsilyl) ester (CAS) $$ PHT
HALIC ACID 2TMS $$ BIS(TRIMETHYLSI
LYL ESTER)OF PHTHALIC ACID $$ BIST
RIMETHYLSILYL PHTHALIC ACID $$ PHT
HALIC ACID-DITMS $$ bis(trimethyls
ilyl) phthalate $$ Phthalic acid (
tms) $$ Phthalic
di-TMS-3- (2'-hydroxyphenyl)propion 185425 000000-00-0 38

ic acid $$ trimethylsilyl 3-[(2'-

PSTFS217.M Fri Jun 07 15:53:33 2019
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Data Path
Data File
Acg On
Operator
Sample
Misc

ALS Vial

Search Libraries:

Unknown Spectrum:
Integration Events:

Pk#

28
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31

32

33

RT Area%

15.523

15.654

15.746

15.786

16.038

16.101

Library Search Report

C:\msdchem\1\DATA\20190429M\
DCAT1.D

30 Apr 2019
SARA

DCAT1

11:28

2 Sample Multiplier: 1

C:\msdchem\bib...s ms\PMW TOX2.L Minimum Quality:

C:\msdchem\bib...s ms\WILEY275.1L Minimum Quality:

Peak average

Library/ID

trimethylsilyloxy)phenyl]propionat
Mercaptoacetic acid, bis(trimethyl
silyl) -

ChemStation Integrator - autointl.e

Ref#

CASH#

Qual

50
50

121053

0.54 C:\msdchem\bibliotecas ms\WILEY275.L

Nonadecane (CAS) $$ n-Nonadecane
Tricosane (CAS) $$ n-Tricosane
HENEICOSANE

151981
195910
175428

0.24 C:\msdchem\bibliotecas ms\WILEY275.L

2-methoxy-5-[2- (7-methoxy-1, 3-benz
odioxol-5-yl)ethenyl]lphenol (E) $$

Phenol, 2-methoxy-5-[2-(7-methoxy
-1,3-benzodioxol-5-yl)ethenyl]—-, (
E)-
4'-octylspiro[2H-1-benzopyran-2,2"
-(1,3)dioxolan]
Estra-1,3,5(10)-trien-17-one, 11-h
ydroxy-3-methoxy-, (1ll.alpha.)- (C
AS) $$ 1ll.alpha.-Hydroxyestrone 3-
methyl ether $$ Estra-1,3,5(10)-tr
ien-17-one, 1ll.alpha.-hydroxy-3-me
thoxy-

178177

179999

178433

1.89 C:\msdchem\bibliotecas ms\PMW_ TOX2.L

Tricosane
P1612

Eicosane
P1379

Octacosane
P1837

2364

2352

3797

0.39 C:\msdchem\bibliotecas ms\PMW TOX2.L

Hexacosane
P1768

Tricosane
P1612

Nonadecane
P1286

2365

2364

2363

0.89 C:\msdchem\bibliotecas ms\WILEY275.L

METHYL VALERATE

Decanoic acid, methyl ester (CAS)
$$ Methyl caprate $$ Methyl decano
ate $$ Capric acid methyl ester $$
Uniphat A30 $$ Metholene 2095 $5
Methyl caprinate $$ Methyl-n-capra
te $$ Decanoic acid methyl ester $
$ Methyl n-caprate $$ Methyl n-dec
anoate $$ n-Capri

Nonanoic acid, methyl ester (CAS)
$$ Methyl nonanoate $$ Methyl n-no
nanoate $$ Nonanoic acid methyl es
ter $$ Methyl nonylate $$ Methyl p
elargonate $$ Pelargonic acid meth
yl ester $$ NONANOIC ACID-METHYL E
STER

13263
70972

57292

0.38 C:\msdchem\bibliotecas ms\WILEY275.L

4,8,12-Trimethyltridecan-4-olide
2 (3H) -Furanone, dihydro-4,4-dimeth
yl- (CAS) $$ 4,4-Dimethylbutyrolac
tone $$ 4,4-Dimethyl-4-butanolide

PSTFS217.M Fri Jun 07 15:53:33 2019

139253
11844

006398-62-5 38

000629-92-5
000638-67-5
000000-00-0

111394-53-7

126291-61-0

005210-12-8

000638-67-5

000112-95-8

000630-02-4

000630-01-3

000638-67-5

000629-92-5

000624-24-8
000110-42-9

001731-84-6

000000-00-0
013861-97-7

91
91
86

90

80

74

72

53

53

53

43
38

37

83
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Data Path : C:\

Library Search Report

msdchem\1\DATA\20190429M\

Data File DCAT1.D

Acg On : 30 Apr 2019 11:28
Operator SARA

Sample DCAT1

Misc :

ALS Vial : 2 Sample Multiplier: 1

Search Libraries:

Unknown Spectrum:
Integration Events:

Pk#

34

35

36

37

38

39

40

PSTFS217.M Fri

RT Area%

16.175 1.48

16.198 1.86

16.255 1.04

16.398 7.35

16.576 2.60

C:\msdchem\bib...s ms\PMW TOX2.L Minimum Quality: 50
C:\msdchem\bib...s ms\WILEY275.L Minimum Quality: 50
Peak average
ChemStation Integrator - autointl.e
Library/ID Ref# CAS# Qual
$$ .beta., .beta.-Dimethyl-.gamma.-
butyrolactone $$ Dihydro-4,4-dimet
hyl-2 (3H) -furanone $$ .beta., .beta
.-Dimethylbutylrolacton $$ Butyric
acid, 4-hydroxy-
4,8,12,16-Tetramethylheptadecan-4- 195842 000000-00-0 49
olide
C:\msdchem\bibliotecas ms\WILEY275.L
CIS-3-PROPOXY-B-METHYL-B-NITROSTYR 106501 000000-00-0 60
ENE
SILICATE ANION TETRAMER 275052 000000-00-0 59
di-TMS-3-(2'-hydroxyphenyl)propion 185425 000000-00-0 35
ic acid $$ trimethylsilyl 3-[(2'-
trimethylsilyloxy)phenyl]propionat
C:\msdchem\bibliotecas ms\WILEY275.L
12,12'-Bi-1,4,7,10-tetraoxacyclotr 225506 109773-66-2 64
idecane
1,1'-Bis(3,6,9,12-tetraoxacyclotri 225505 000000-00-0 64
decane)
Methyl 1-Methyl-d3-2-propenyl Ethe 3545 000000-00-0 50
C:\msdchem\bibliotecas ms\WILEY275.L
Nonadecane, 2-methyl- (CAS) $$ 2-M 163871 001560-86-7 53
ethylnonadecane $$ 2-Methylnonadec
ene
Cyclononanone (CAS) $$ NONADECANON 28109 003350-30-9 46
E (NAME ?)
Cyclononanone (CAS) $$ NONADECANON 28108 003350-30-9 38
E (NAME ?)
C:\msdchem\bibliotecas ms\WILEY275.L
Hexadecanoic acid, 2-hydroxy-1-(hy 199572 023470-00-0 68
droxymethyl)ethyl ester (CAS) $S$ 2
-Monopalmitin $$ Palmitin, 2-mono-
$$ 2-Hexadecanoyl glycerol $$ 2-M
onopalmitoyl-sn-glycerol $$ Palmit
ic acid .beta.-monoglyceride $$ 1,
2,3-Propanetriol 2-hexandecanoyl e
ster $$ Glycerol
2-METHYL-7-KETOUNDECANOLIDE $$ Oxa 97618 033015-90-6 38
cyclododecane-2,8-dione, 3-methyl-
(CAS)
CYCLONONANONE 28217 000000-00-0 27
C:\msdchem\bibliotecas ms\PMW TOX2.L
Polychlorocamphene @ 880 008001-35-2 70
P1868
Metaldehyde 1092 009002-91-9 4
P503
Polyethylene glycol 29 025322-68-3 2
P508
16.616 0.86 C:\msdchem\bibliotecas ms\PMW_TOX2.L
Diisooctylphthalate @ 723 027554-26-3 62
P1828
Decyldodecylphthalate g 3542 000000-00-0 47
P1935
Butyl-2-methylpropylphthalate @ 2995 017851-53-5 38
P1351

16.673 0.53 C:\msdchem\bibliotecas ms\PMW TOX2.L

Jun 07 15:53:33 2019
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Data Path
Data File
Acg On
Operator
Sample
Misc

ALS Vial

Search Libra

Unknown Spec
Integration

Pk# RT Ar

41 16.799 1

42 16.833 O

43 16.873 O

44 16.913 2

45 17.022 0.

46 17.325 1.

47 17.468 4.

PSTFS217.M Fri

Library Search Report

C:\msdchem\1\DATA\20190429M\
DCAT1.D

30 Apr 2019 11:28

SARA

DCAT1

2 Sample Multiplier: 1

ries: C:\msdchem\bib...s ms\PMW TOX2.L Minimum Quality: 50
C:\msdchem\bib...s ms\WILEY275.L Minimum Quality: 50
trum: Peak average
Events: ChemStation Integrator - autointl.e
ea% Library/ID Ref# CAS# Qual
Eicosane 2352 000112-95-8 53
P1379
Nonadecane 2363 000629-92-5 45
P1286
Hexacosane 2365 000630-01-3 42
P1768
.54 C:\msdchem\bibliotecas ms\PMW TOX2.L
Nonadecane 2363 000629-92-5 95
P1286
Eicosane 2352 000112-95-8 91
P1379
Triacontane 2366 000638-68-6 80
P1885
.77 C:\msdchem\bibliotecas ms\WILEY275.L
la, 9p-dihydro-4-methyl-1H-phenanth 92618 111005-47-1 90
ro[9,10-b]Jazirine
1,1-DICYANO-2-METHYL-4- (P-CYANOPHE 92515 000000-00-0 83
NYL) PROPENE
1H-Indole, 2-methyl-3-phenyl- (CAS 92606 004757-69-1 38
) $$ 3 PHENYL-2-METHYLINDOLE $$ 2-
Methyl-3-phenylindole $$ Indole, 2
-methyl-3-phenyl-
.74 C:\msdchem\bibliotecas ms\WILEY275.L
Eicosane (CAS) $$ n-Eicosane 163881 000112-95-8 89
Hexadecane, 2,6,10,14-tetramethyl- 163891 000638-36-8 86
(CAS) $$ Phytane $$ 2,6,10,14-Tet
ramethylhexadecane $$ Phytan
N-DOCOSANE 186069 000629-97-0 74
.66 C:\msdchem\bibliotecas ms\WILEY275.L
SILICATE ANION TETRAMER 275052 000000-00-0 53
3,6-Dioxa-2,4,5,7-tetrasilaoctane, 172798 004342-25-0 49
2,2,4,4,5,5,7,7-octamethyl- (CAS)
$$ SILANE, DIMETHYL (TRIMETHYLSILY
LOXY)BIS- $$ 3,6-Dioxa-2,4,5,7-tet
rasilaoctane, octamethyl-
Mercaptoacetic acid, bis(trimethyl 121053 006398-62-5 43
silyl) -
65 C:\msdchem\bibliotecas ms\PMW TOX2.L
Eicosane 2352 000112-95-8 50
P1379
Hexadecane 2353 000544-76-3 38
P1024
Octacosane 3797 000630-02-4 38
P1837
39 C:\msdchem\bibliotecas ms\WILEY275.L
CYCLONONANONE 28217 000000-00-0 42
Cyclononanone (CAS) $$ NONADECANON 28109 003350-30-9 42
E (NAME ?)
3,4,8-TRIMETHYL-2-NONENAL 67167 000000-00-0 35
94 C:\msdchem\bibliotecas ms\WILEY275.L
2-METHYL-7-KETOUNDECANOLIDE $$ Oxa 97618 033015-90-6 43
cyclododecane-2,8-dione, 3-methyl-
(CAS)
2-n-dodecylcyclohexanone 150223 000000-00-0 27
12-0xo-15-hexadecanolide $$ Oxacyc 151621 095338-34-4 25

lohexadecane-2,13-dione, 16-methyl

Jun 07 15:53:33 2019

Page:

7



Library Search Report

Data Path C:\msdchem\1\DATA\20190429M\
Data File DCAT1.D

Acg On 30 Apr 2019 11:28

Operator SARA

Sample DCAT1

Misc :

ALS Vial : 2 Sample Multiplier: 1

Search Libraries:

C:\msdchem\bib...s ms\PMW TOX2.L Minimum Quality:

C:\msdchem\bib...s ms\WILEY275.1L Minimum Quality:

Unknown Spectrum:

Peak average

Integration Events: ChemStation Integrator - autointl.e

Pk#

48

49

50

51

52

53

54

17.

17.

17.

17.

18.

18.

18.

RT Area%

657

794

834

857

052

098

515

Library/ID Ref#

CASH#

Qual

50
50

-, (.+=-.)—- (CAS)

3.43 C:\msdchem\bibliotecas ms\WILEY275.L

CIS-3-PROPOXY-B-METHYL-B-NITROSTYR 106501
ENE
3,6-Dioxa-2,4,5, 7-tetrasilaoctane, 172798
2,2,4,4,5,5,7,7-octamethyl- (CAS)
$$ SILANE, DIMETHYL (TRIMETHYLSILY
LOXY)BIS- $$ 3,6-Dioxa-2,4,5,7-tet
rasilaoctane, octamethyl-
TETRACOSAMETHYLCYCLODODECASILOXANE 275053
$$ Cyclododecasiloxane, tetracosa
methyl- (CAS)

.33 C:\msdchem\bibliotecas ms\PMW _ TOX2.L

Tridecane 2362
P772

Hexadecane
P1024

Triacontane

P1885

2353

2366

.54 C:\msdchem\bibliotecas ms\WILEY275.L

163884
69457

Eicosane (CAS) $$ n-Eicosane
Tridecane (CAS) $$ n-Tridecane $$
Tridecane, n-

Nonadecane (CAS) $$ n-Nonadecane 151981

.81 C:\msdchem\bibliotecas ms\PMW TOX2.L

Triacontane 2366
P1885
Tricosane
P1612

Nonadecane

P1286

2364

2363

.49 C:\msdchem\bibliotecas ms\WILEY275.L

Hexatriacontane (CAS) $$ n-Hexatri 260488
acontane $$ NOR-HEXATRIACONTANE
(3R*,4S*,5E) -4, 8-dibromo-3, 7-dichl 217529
oro-3,7-dimethylocta-1,5-diene $$
1,5-Octadiene, 4,8-dibromo-3,7-dic
hloro-3,7-dimethyl-, (3R*,4S*,5E,7
S*)-(-)-

3-Methylheneicosane $$ Heneicosane 186065
, 3-methyl-

0.68 C:\msdchem\bibliotecas ms\PMW TOX2.L

GC septum bleed
P1944

Butinoline artifact-1
P1000

2220

3239

2.55 C:\msdchem\bibliotecas ms\WILEY275.L

CIS-3-PROPOXY-B-METHYL-B-NITROSTYR 106501
ENE

Hexasiloxane, tetradecamethyl- (CA 251945
S) $$ Tetradecamethylhexasiloxane
1,2-Benzenedicarboxylic acid, bis( 185320
trimethylsilyl) ester (CAS) $$ PHT

HALIC ACID 2TMS $$ BIS(TRIMETHYLSI

LYL ESTER)OF PHTHALIC ACID $$ BIST
RIMETHYLSILYL PHTHALIC ACID $$ PHT

PSTFS217.M Fri Jun 07 15:53:33 2019

000000-00-0

004342-25-0

018919-94-3

000629-50-5

000544-76-3

000638-68-6

000112-95-8
000629-50-5

000629-92-5

000638-68-6

000638-67-5

000629-92-5

000630-06-8

119903-44-5

006418-47-9

000000-00-0

000000-00-0

000000-00-0

000107-52-8

002078-22-0

60

49

35

50

42

42

87
83

64

83

80

72

68

60

53

97

60

43

35
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Library Search Report

Data Path : C:\msdchem\1\DATA\20190429M\
Data File : DCAT1.D

Acg On : 30 Apr 2019 11:28

Operator : SARA

Sample : DCATI1

Misc :

ALS Vial : 2 Sample Multiplier: 1

Search Libraries: C:\msdchem\bib...s ms\PMW TOX2.L Minimum Quality:

C:\msdchem\bib...s ms\WILEY275.1L Minimum Quality:

Unknown Spectrum: Peak average
Integration Events: ChemStation Integrator - autointl.e

Pk# RT Area% Library/ID Ref# CAS# Qual

50
50

HALIC ACID-DITMS $$ bis(trimethyls
ilyl) phthalate $$ Phthalic acid (
tms) $$ Phthalic

55 19.002 0.41 C:\msdchem\bibliotecas ms\PMW_ TOX2.L

GC septum bleed 2220 000000-00-0 97
P1944

Butinoline artifact-1 3239 000000-00-0 4
P1000

56 19.173 0.25 C:\msdchem\bibliotecas ms\PMW_ TOX2.L

Nonadecane 2363 000629-92-5 64
P1286

Triacontane 2366 000638-68-6 40
P1885

Hexadecane 2353 000544-76-3 40
P1024

57 19.557 2.45 C:\msdchem\bibliotecas ms\WILEY275.L
CIS-3-PROPOXY-B-METHYL-B-NITROSTYR 106501 000000-00-0 60
ENE
3,6-Dioxa-2,4,5,7-tetrasilaoctane, 172798 004342-25-0 60
2,2,4,4,5,5,7,7-octamethyl- (CAS)
$$ SILANE, DIMETHYL (TRIMETHYLSILY
LOXY)BIS- $$ 3,6-Dioxa-2,4,5,7-tet
rasilaoctane, octamethyl-
1H-Purin-6-amine, [(2-fluorophenyl 128472 074421-44-6 38
ymethyl]- (CAS)

58 20.043 -0.11 C:\msdchem\bibliotecas ms\WILEY275.L
(3R*,4S*,5E) -4, 8-dibromo-3, 7-dichl 217529 119903-44-5 70
oro-3,7-dimethylocta-1,5-diene $$
1,5-Octadiene, 4,8-dibromo-3,7-dic
hloro-3,7-dimethyl-, (3R*,45*,5E,7
S*¥)—-(-)-
3-(3,6,9,12-Tetraoxacyclotridecyl) 242524 000000-00-0 64
-1,5,8,11,14-pentaoxacyclohexadeca
ne
Cl15-E5 $$ pentaethoxylated pentad 245749 000000-00-0 59
ecyl alcohol

59 20.890 2.01 C:\msdchem\bibliotecas ms\WILEY275.L
CIS-3-PROPOXY-B-METHYL-B-NITROSTYR 106501 000000-00-0 60
ENE
Hexasiloxane, tetradecamethyl- (CA 251945 000107-52-8 43
S) $$ Tetradecamethylhexasiloxane
SILICATE ANION TETRAMER 275052 000000-00-0 40

60 22.629 1.77 C:\msdchem\bibliotecas ms\WILEY275.L
3,6-Dioxa-2,4,5,7-tetrasilaoctane, 172798 004342-25-0 55
2,2,4,4,5,5,7,7-octamethyl- (CAS)
$$ SILANE, DIMETHYL (TRIMETHYLSILY
LOXY)BIS- $$ 3,6-Dioxa-2,4,5,7-tet
rasilaoctane, octamethyl-
CIS-3-PROPOXY-B-METHYL-B-NITROSTYR 106501 000000-00-0 53
ENE
Heptasiloxane, hexadecamethyl- (CA 263407 000541-01-5 38
S) $$ Hexadecamethylheptasiloxane

61 24.941 0.05 C:\msdchem\bibliotecas ms\WILEY275.L
CIS-3-PROPOXY-B-METHYL-B-NITROSTYR 106501 000000-00-0 53
ENE

3,6-Dioxa-2,4,5, 7-tetrasilaoctane, 172798 004342-25-0 49
PSTFS217.M Fri Jun 07 15:53:33 2019
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Library Search Report

Data Path C:\msdchem\1\DATA\20190429M\

Data File DCAT1.D

Acg On 30 Apr 2019 11:28

Operator SARA

Sample DCAT1

Misc

ALS Vial 2 Sample Multiplier: 1

Search Libraries: C:\msdchem\bib...s ms\PMW TOX2.L Minimum Quality: 50
C:\msdchem\bib...s ms\WILEY275.L Minimum Quality: 50

Unknown Spectrum: Peak average

Integration Events: ChemStation Integrator - autointl.e

Pk# RT Area% Library/ID Ref# CAS# Qual

2,2,4,4,5,5,7,7-octamethyl- (CAS)

$$ SILANE, DIMETHYL (TRIMETHYLSILY
LOXY)BIS- $$ 3,6-Dioxa-2,4,5,7-tet
rasilaoctane, octamethyl-
Trisiloxane, 1,1,1,5,5,5-hexamethy 227726 003555-47-3 30
1-3,3-bis[ (trimethylsilyl)oxy]- (C
AS) $S$ Tetrakis (trimethylsiloxy)si
lane $$ Trisiloxane, 1,1,1,5,5,5-h
examethyl-3,3-bis (trimethylsiloxy)

- $$ Tetrakis(trimethylsilyloxy)si
lane

PSTFS217.M Fri Jun 07 15:53:33 2019
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