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RT Compound Name Area % Molecular Formula  Molecular Cas # MF Library
Weight
21.50 Hexadecanoic acid, methyl ester 3.02 C17H3402 270 112-39-0 934 replib
21.50 PENTADECANOIC ACID, 3.02 C17H3402 270 5129-60-2 799  WileyRegi
14-METHYL-, METHYL ESTER stry8e
21.50 HEXADECANOIC ACID, METHYL 3.02 C17H3402 270 112-39-0 803 WileyRegi

ESTER

stry8e
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Compound Name Area % Molecular Formula  Molecular Cas # MF Library
Weight
HEXADECANOIC ACID, METHYL 3.02 C17H3402 270 112-39-0 835 WileyRegi
ESTER stry8e
Hexadecanoic acid, methyl ester 3.02 C17H3402 270 112-39-0 839 replib
Compound Structure Hit Spectrum
Hexadecanoic acid, methyl ester
Formula C17H3402, MW 270, CAS# 112-39-0, Entry# 10415 74
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PENTADECANOIC ACID, 14-METHYL-, METHYL ESTER
Formula C17H3402, MW 270, CAS# 5129-60-2, Entry# 161312 74
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HEXADECANOIC ACID, METHYL ESTER
Formula C17H3402, MW 270, CAS# 112-39-0, Entry# 161288 74
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HEXADECANOIC ACID, METHYL ESTER
Formula C17H3402, MW 270, CAS# 112-39-0, Entry# 161274 74
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Compound Structure

Hit Spectrum

Hexadecanoic acid, methyl ester
Formula C17H3402, MW 270, CAS# 112-39-0, Entry# 10411
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RT Compound Name Area % Molecular Formula  Molecular Cas # MF Library
Weight
22.61 HEXADECANOIC ACID 8.90 C16H3202 256 57-10-3 851 WileyRegi
stry8e
22.61 n-Hexadecanoic acid 8.90 C16H3202 256 57-10-3 831 replib
2261 HEXADECANOIC ACID 8.90 C16H3202 256 57-10-3 821 WileyRegi
stry8e
22.61 n-Hexadecanoic acid 8.90 C16H3202 256 57-10-3 820 mainlib
22.61 HEXADECANOIC ACID 8.90 C16H3202 256 57-10-3 820 WileyRegi
stry8e
Compound Structure Hit Spectrum
HEXADECANOIC ACID
Formula C16H3202, MW 256, CAS# 57-10-3, Entry# 146746 3
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Compound Structure

Hit Spectrum

n-Hexadecanoic acid

Formula C16H3202, MW 256, CAS# 57-10-3, Entry# 7566
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Formula C16H3202, MW 256, CAS# 57-10-3, Entry# 146743
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Formula C16H3202, MW 256, CAS# 57-10-3, Entry# 9208

Hexadecanoic acid
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Formula C16H3202, MW 256, CAS# 57-10-3, Entry# 387074
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PWD #4998 RT: 22.82 AV: 1 NL: 7.40E5
T: + ¢ EI Q1MS [50.000-650.000]
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RT Compound Name Area % Molecular Formula  Molecular Cas # MF Library
Weight
22.82 HEXADECANOIC ACID, 4.40 C19H3804 330 542-44-9 732 WileyRegi
2,3-DIHYDROXYPROPYL ESTER stry8e
22.82 Estra-1,3,5(10)-trien-174-ol 4.40 C18H240 256 2529-64-8 776 mainlib
22.82 PENTADECANOIC ACID 4.40 C15H3002 242 1002-84-2 750 WileyRegi
stry8e
22.82 HEXADECANOIC ACID 4.40 C16H3202 256 57-10-3 826 WileyRegi
stry8e
22.82 9-OCTADECENOIC ACID (2)- 4.40 C18H3402 282 112-80-1 894  WileyRegi
stry8e
Compound Structure Hit Spectrum
HEXADECANOIC ACID, 2,3-DIHYDROXYPROPYL ESTER
Formula C19H3804, MW 330, CAS# 542-44-9, Entry# 214589 o
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Compound Structure

Hit Spectrum

PENTADECANOIC ACID
Formula C15H3002, MW 242, CAS# 1002-84-2, Entry# 131990
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HEXADECANOIC ACID
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9-OCTADECENOIC ACID (2)-
Formula C18H3402, MW 282, CAS# 112-80-1, Entry# 172901 43
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RT Compound Name Area % Molecular Formula  Molecular Cas # MF Library
Weight
24.13 17-OCTADECENOIC ACID, 4.82 C19H3602 296  18654-84-7 810 WileyRegi
METHYL ESTER stry8e
24.13 ELAIDINSAEUREMETHYLESTER 4.82 C19H3602 296 NA 826 WileyRegi
stry8e
24.13 10-Octadecenoic acid, methyl ester 4.82 C19H3602 296  13481-95-3 804 mainlib
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RT Compound Name Area % Molecular Formula  Molecular Cas # MF Library
Weight
24.13 10-OCTADECENOIC ACID, 4.82 C19H3602 296 13481-95-3 804 WileyRegi
METHYL ESTER stry8e
24.13 16-OCTADECENOIC ACID, 4.82 C19H3602 296 56554-49-5 803 WileyRegi
METHYL ESTER stry8e
Compound Structure Hit Spectrum
17-OCTADECENOIC ACID, METHYL ESTER
Formula C19H3602, MW 296, CAS# 18654-84-7, Entry# 186184 74
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ELAIDINSAEUREMETHYLESTER
Formula C19H3602, MW 296, CAS# NA, Entry# 359292 a7
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10-Octadecenoic acid, methyl ester
Formula C19H3602, MW 296, CAS# 13481-95-3, Entry# 19319 55
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10-OCTADECENOIC ACID, METHYL ESTER
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Compound Structure

Hit Spectrum

16-OCTADECENOIC ACID, METHYL ESTER

Formula C19H3602, MW 296, CAS# 56554-49-5, Entry# 186182
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RT Compound Name Area % Molecular Formula  Molecular Cas # MF Library
Weight
2436  E,E,Z-1,3,12-Nonadecatriene-5,14-d 0.94 C19H3402 294 NA 777 mainlib
iol
24.36 CYCLOPROPANEOCTANOIC 0.94 C22H3802 334  10152-71-3 808 WileyRegi
ACID, stry8e
2-[[2-[(2-ETHYLCYCLOPROPYL)M
ETHYL]JCYCLOPROPYL]METHYL
]-, METHYL ESTER
24.36 17-Octadecynoic acid 0.94 C18H3202 280  34450-18-5 777 mainlib
24.36 Cyclopropaneoctanoic acid, 0.94 C22H3802 334  10152-71-3 809 mainlib
2-[[2-[(2-ethylcyclopropyl)methyl]cyc
lopropyl]methyl]-, methyl ester
24.36 9,12-Octadecadienoic acid (Z,2)- 0.94 C18H3202 280 60-33-3 788 replib

Compound Structure

Hit Spectrum

E,E,Z-1,3,12-Nonadecatriene-5,14-diol
Formula C19H3402, MW 294, CAS# NA, Entry# 21026
(3E,127)-1,3,12-Nonadecatriene-5,14-diol #
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Compound Structure Hit Spectrum

Formula C22H3802, MW 334, CAS# 10152-71-3, Entry# 217974
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17-Octadecynoic acid
Formula C18H3202, MW 280, CAS# 34450-18-5, Entry# 20510
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Formula C22H3802, MW 334, CAS# 10152-71-3, Entry# 2765
Methyl 8-[2-((2-[(2-ethylcyclopropyl)methyl]lcyclopropyl)methyl)cyclopropyllJoctanoate # 100 55
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9,12-Octadecadienoic acid (Z,2)-
Formula C18H3202, MW 280, CAS# 60-33-3, Entry# 8057
cis-9,cis-12-Octadecadienoic acid
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PWD #5507 RT: 24.73 AV: 1 NL: 5.03E5
T: + ¢ EI Q1MS [50.000-650.000]
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RT Compound Name Area % Molecular Formula  Molecular Cas # MF Library
Weight
24.73 1H,4H,5H,8H-3A 4A,7A 8A-TETR 1.60 C16H30N4 278 122763-31-9 889 WileyRegi
AAZACYCLOPENTA[DEF]FLUO stry8e
RENE,
HEXAHYDRO-2,2,4,6,6,8-HEXAM
ETHYL-, (43,84,8B4,8C.A LPHA.)-
24.73 4-PENTEN-1-ONE, 1.60 C15H180S2 278 116145-44-9 845 WileyRegi
2-[BIS(METHYLTHIO)METHYLEN stry8e
E]-4-METHYL-1-PHENYL-
24.73 (+-)-5-HYDROXY-6-(1-HYDROX 1.60 C14H1406 278 NA 841 WileyRegi
YETHYL)-2,7-DIMETHOXYNAPH stry8e
THOQUINONE
24.73 9,12-Octadecadienoic acid (Z,2)-, 1.60 C21H3804 354 3443-82-1 720 replib
2-hydroxy-1-(hydroxymethyl)ethyl
ester
24.73 Butyl 9,12,15-octadecatrienoate 1.60 C22H3802 334 NA 743 mainlib
Compound Structure Hit Spectrum
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Compound Structure

Hit Spectrum

(+-)-5-HYDROXY-6-(1-HYDROXYETHYL)-2,7-DIMETHOXYNAPHTHOQUINONE

Formula C14H1406, MW 278, CAS# NA, Entry# 168333
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9,12-Octadecadienoic acid (Z,2)-, 2-hydroxy-1-(hydroxymethyl)ethyl ester
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Butyl 9,12,15-octadecatrienoate
Formula C22H3802, MW 334, CAS# NA, Entry# 48702 79
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RT Compound Name Area % Molecular Formula  Molecular Cas # MF Library
Weight
25.14 9-Octadecenoic acid, (E)- 56.59 C18H3402 282 112-79-8 901 replib
25.14 Oleic Acid 56.59 C18H3402 282 112-80-1 898 replib
25.14 9-OCTADECENOIC ACID (2)- 56.59 C18H3402 282 112-80-1 892 WileyRegi
stry8e
25.14 cis-13-Octadecenoic acid 56.59 C18H3402 282 13126-39-1 882 mainlib
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RT Compound Name Area % Molecular Formula  Molecular Cas # MF Library
Weight
25.14 trans-13-Octadecenoic acid 56.59 C18H3402 282 693-71-0 880 mainlib
Compound Structure Hit Spectrum
9-Octadecenoic acid, (E)-
Formula C18H3402, MW 282, CAS# 112-79-8, Entry# 5015 55
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Compound Structure

Hit Spectrum

trans-13-Octadecenoic acid

Formula C18H3402, MW 282, CAS# 693-71-0, Entry# 19306

$:28BDLLSHRIFPDGQB-AATRIKPKSA-N 100 55
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g
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§z 7 4] e9
g 40 83 o7
M/ % ]
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AT o a2 e 22 P e
50 100 1%0 2(‘JO 25‘0
m/z
PWD #5689 RT: 25.42 AV: 1 NL: 2.39E6
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RT Compound Name Area % Molecular Formula  Molecular Cas # MF Library
Weight
25.42 9,12-Octadecadienoic acid (Z,2)- 3.52 C18H3202 280 60-33-3 855 replib
25.42 9,12-OCTADECADIENOIC ACID 3.52 C18H3202 280 60-33-3 854 WileyRegi
(Z2,2)- stry8e
25.42 17-Octadecynoic acid 3.52 C18H3202 280  34450-18-5 828 mainlib
25.42 9,12-Octadecadienoyl chloride, 3.52 C18H31CIO 298 7459-33-8 842 replib
(Z,Z)-
25.42 (9E,12E)-9,12-OCTADECADIENO 3.52 C18H31CIO 298 7459-33-8 842 WileyRegi
YL CHLORIDE # stry8e
Compound Structure Hit Spectrum
9,12-Octadecadienoic acid (Z,2)-
Formula C18H3202, MW 280, CAS# 60-33-3, Entry# 8057 o7
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3
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Compound Structure

Hit Spectrum

/

9,12-OCTADECADIENOIC ACID (Z,2)-

(9E,12E)-9,12-OCTADECADIENOIC ACID #

17-Octadecynoic acid
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9,12-Octadecadienoyl chloride, (Z,2)-

Linoleoyl chloride

W

(9E,12E)-9,12-OCTADECADIENOYL CHLORIDE #
Formula C18H31CIO, MW 298, CAS# 7459-33-8, Entry# 187801

(9E,12E)-9,12-OCTADECADIENOYL CHLORIDE

Formula C18H3202, MW 280, CAS# 60-33-3, Entry# 170904

Formula C18H3202, MW 280, CAS# 34450-18-5, Entry# 20510
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PWD #5848 RT: 26.01 AV: 1 NL: 1.13E6
T: + ¢ EI Q1MS [50.000-650.000]

m/z
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50 100 150 200 250 300 350 400 450 500 550 600 650
m/z
RT Compound Name Area % Molecular Formula  Molecular Cas # MF Library
Weight
26.01 9-OCTADECENOIC ACID (2)- 1.75 C18H3402 282 112-80-1 799 WileyRegi
stry8e
26.01 trans-13-Octadecenoic acid 1.75 C18H3402 282 693-71-0 804 mainlib
26.01 cis-Vaccenic acid 1.75 C18H3402 282 506-17-2 796 mainlib
26.01 E,E,Z-1,3,12-Nonadecatriene-5,14-d 1.75 C19H3402 294 NA 783 mainlib
iol
26.01 cis-13-Octadecenoic acid 1.75 C18H3402 282  13126-39-1 796 mainlib
Compound Structure Hit Spectrum
9-OCTADECENOIC ACID (2)-
Formula C18H3402, MW 282, CAS# 112-80-1, Entry# 172910 a1
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trans-13-Octadecenoic acid
Formula C18H3402, MW 282, CAS# 693-71-0, Entry# 19306
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Compound Structure

Hit Spectrum

cis-Vaccenic acid

Formula C18H3402, MW 282, CAS# 506-17-2, Entry# 20090

11-Octadecenoic acid, (2)-

E,E,Z-1,3,12-Nonadecatriene-5,14-diol
Formula C19H3402, MW 294, CAS# NA, Entry# 21026
(3E,127)-1,3,12-Nonadecatriene-5,14-diol #

H

cis-13-Octadecenoic acid
Formula C18H3402, MW 282, CAS# 13126-39-1, Entry# 20126
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m/z
RT Compound Name Area % Molecular Formula  Molecular Cas # MF Library
Weight
26.66 9-OCTADECENOIC ACID (2)- 0.91 C18H3402 282 112-80-1 797 WileyRegi
stry8e
26.66 trans-13-Octadecenoic acid 0.91 C18H3402 282 693-71-0 784 mainlib
26.66  12-Methyl-E,E-2,13-octadecadien-1- 0.91 C19H360 280 NA 816 mainlib

ol
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RT Compound Name Area % Molecular Formula  Molecular Cas # MF Library
Weight

26.66 cis-Vaccenic acid 0.91 C18H3402 282 506-17-2 781 mainlib

26.66 9-Octadecenoic acid, (E)- 0.91 C18H3402 282 112-79-8 805 replib

Compound Structure Hit Spectrum

\/7 \/\OH

9-OCTADECENOIC ACID (2)-
Formula C18H3402, MW 282, CAS# 112-80-1, Entry# 172910
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(2E,157)-14-Methyl-2,15-octadecadien-1-ol # 100
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Compound Structure Hit Spectrum

9-Octadecenoic acid, (E)-

Formula C18H3402, MW 282, CAS# 112-79-8, Entry# 5015 55

trans-é(sup 9)-Octadecenoic acid 100
8 80{ 69 83
g
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= 20
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0 \‘ M‘\ L
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PWD #6636 RT: 28.98 AV: 1 NL: 8.84E5
T: + ¢ EI Q1MS [50.000-650.000]
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m/z
RT Compound Name Area % Molecular Formula  Molecular Cas # MF Library
Weight
28.98 9-OCTADECENOIC ACID (2)-, 3.60 C21H4004 356 3443-84-3 825 WileyRegi
2-HYDROXY-1-(HYDROXYMET stry8e
HYL)ETHYL ESTER
28.98 9-Octadecenoic acid (2)-, 3.60 C21H4004 356 3443-84-3 825 mainlib
2-hydroxy-1-(hydroxymethyl)ethyl
ester
28.98 9-Octadecenoic acid (Z2)-, 3.60 C21H4004 356 111-03-5 831 replib
2,3-dihydroxypropy! ester
28.98 9-OCTADECENOIC ACID (2)-, 3.60 C21H4004 356 111-03-5 830 WileyRegi
2,3-DIHYDROXYPROPYL ESTER stry8e
28.98 Oleic anhydride 3.60 C36H6603 546  24909-72-6 800 mainlib
Compound Structure Hit Spectrum
9-OCTADECENOIC ACID (2)-, 2-HYDROXY-1-(HYDROXYMETHYL)ETHYL ESTER
Formula C21H4004, MW 356, CAS# 3443-84-3, Entry# 232585
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Compound Structure Hit Spectrum

9-Octadecenoic acid (2)-, 2-hydroxy-1-(hydroxymethyl)ethyl ester
Formula C21H4004, MW 356, CAS# 3443-84-3, Entry# 19276
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9-Octadecenoic acid (2)-, 2,3-dihydroxypropyl ester
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PWD #6697 RT: 29.21 AV: 1 NL: 5.42E5
T: + ¢ EI Q1MS [50.000-650.000]
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RT Compound Name Area % Molecular Formula  Molecular Cas # MF Library
Weight
29.21 9,12-Octadecadienoic acid (Z,2)-, 1.08 C21H3804 354 3443-82-1 808 replib
2-hydroxy-1-(hydroxymethyl)ethyl
ester
29.21 Linoleic acid ethyl ester 1.08 C20H3602 308 544-35-4 782 replib
29.21 9,12-Octadecadienoic acid (Z,2)-, 1.08 C21H3804 354 2277-28-3 796 mainlib
2,3-dihydroxypropy! ester
29.21 9,12-OCTADECADIENOIC ACID 1.08 C21H3804 354 2277-28-3 791 WileyRegi
(Z2,2)-, 2,3-DIHYDROXYPROPYL stry8e
ESTER
29.21 E,E,Z-1,3,12-Nonadecatriene-5,14-d 1.08 C19H3402 294 NA 778 mainlib
iol
Compound Structure Hit Spectrum
9,12-Octadecadienoic acid (Z,2)-, 2-hydroxy-1-(hydroxymethyl)ethyl ester
Formula C21H3804, MW 354, CAS# 3443-82-1, Entry# 8055
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Linoleic acid ethyl ester
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Compound Structure

Hit Spectrum

9,12-Octadecadienoic acid (Z,2)-, 2,3-dihydroxypropyl ester
Formula C21H3804, MW 354, CAS# 2277-28-3, Entry# 32821

Linolein, 1-mono- 100 67
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9,12-OCTADECADIENOIC ACID (Z,2)-, 2,3-DIHYDROXYPROPYL ESTER
Formula C21H3804, MW 354, CAS# 2277-28-3, Entry# 231385 67
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E,E,Z-1,3,12-Nonadecatriene-5,14-diol
Formula C19H3402, MW 294, CAS# NA, Entry# 21026 55
(3E,127)-1,3,12-Nonadecatriene-5,14-diol # 100
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m/z
RT Compound Name Area % Molecular Formula  Molecular Cas # MF Library
Weight
35.65 STIGMAST-5-EN-3-OL, (34,24S)- 3.08 C29H500 414 83-47-6 725 WileyRegi
stry8e
35.65 METHYL COMMATE C 3.08 C31H5004 486 NA 763  WileyRegi

stry8e
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RT Compound Name Area % Molecular Formula  Molecular Cas # MF Library
Weight
35.65 METHYL COMMATE D 3.08 C31H5004 486 NA 726  WileyRegi
stry8e
35.65  2-[4-methyl-6-(2,6,6-trimethylcycloh 3.08 C23H320 324 NA 740 mainlib
ex-1-enyl)hexa-1,3,5-trienyl]cyclohe
x-1-en-1-carboxaldehyde
35.65 STIGMAST-5-EN-3-0L, (34)- 3.08 C29H500 414 83-46-5 703  WileyRegi
stry8e
Compound Structure Hit Spectrum
STIGMAST-5-EN-3-OL, (34,24S)-
Formula C29H500, MW 414, CAS# 83-47-6, Entry# 262359 o1
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Compound Structure Hit Spectrum

STIGMAST-5-EN-3-OL, (34)-
Formula C29H500, MW 414, CAS# 83-46-5, Entry# 262352
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PWD #8565 RT: 36.23 AV: 1 NL: 152E6
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m/z
RT Compound Name Area % Molecular Formula  Molecular Cas # MF Library
Weight
36.23 24-Norursa-3,12-diene 3.45 C29H46 394 201358-25-0 802 mainlib
36.23 24-Noroleana-3,12-diene 3.45 C29H46 394 201358-24-9 797 mainlib
36.23 METHYL COMMATE C 3.45 C31H5004 486 NA 786 WileyRegi
stry8e
36.23 METHYL COMMATE B 3.45 C31H5003 470 NA 777  WileyRegi
stry8e
36.23 METHYL COMMATE D 3.45 C31H5004 486 NA 756  WileyRegi
stry8e
Compound Structure Hit Spectrum
24-Norursa-3,12-diene
Formula C29H46, MW 394, CAS# 201358-25-0, Entry# 194805 218
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Compound Structure

Hit Spectrum

24-Noroleana-3,12-diene

Formula C29H46, MW 394, CAS# 201358-24-9, Entry# 195020

METHYL COMMATE C
Formula C31H5004, MW 486, CAS# NA, Entry# 283159

METHYL COMMATE B
Formula C31H5003, MW 470, CAS# NA, Entry# 279570

METHYL COMMATE D
Formula C31H5004, MW 486, CAS# NA, Entry# 283158
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PWD #9701 RT: 40.49 AV: 1 NL: 4.59E5
T: + ¢ EI Q1MS [50.000-650.000]
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m/z
RT Compound Name Area % Molecular Formula  Molecular Cas # MF Library
Weight
40.49 D:A-Friedo-2,3-secooleanane-2,3-di 2.35 C32H5404 502 88373-58-4 649 mainlib
oic acid, dimethyl ester, (4R)-
40.49 METHYL 2.35 C32H5404 502 88373-58-4 649 WileyRegi
2-[1-(2-METHOXY-2-OXOETHYL stry8e
)-2,4B,6A,9,9,10B,12A-HEPTAMET
HYLOCTADECAHYDRO-2-CHRY
SENYL]PROPANOATE #
40.49 9,19-Cyclochloestene-3,7-diol, 2.35 C31H5203 472 NA 651 mainlib
4,14-dimethyl-, 3-acetate
40.49 <No Name> 2.35 C31H5203 472 NA 651 WileyRegi
stry8e
40.49 Betulin 2.35 C30H5002 442 473-98-3 644 replib
Compound Structure Hit Spectrum
D:A-Friedo-2,3-secooleanane-2,3-dioic acid, dimethyl ester, (4R)-
Formula C32H5404, MW 502, CAS# 88373-58-4, Entry# 68094 o5
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Compound Structure Hit Spectrum

9,19-Cyclochloestene-3,7-diol, 4,14-dimethyl-, 3-acetate

Formula C31H5203, MW 472, CAS# NA, Entry# 174414 187

100
- 43

] 95

109

| -l

!
100 200 300 400

m/z
<No Name> S 611, RSI 651, WileyRegistry8e, Entry# 375102, CAS# NA, <No Name>
Formula C31H5203, MW 472, CAS# NA, Entry# 375102
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Betulin S1 598, RSI 644, replib, Entry# 27738, CAS# 473-98-3, Betulin
Formula C30H5002, MW 442, CAS# 473-98-3, Entry# 27738
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