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gerfa_EA #2064 RT: 10.92 AV: 1 NL: 8.04E6
T: + ¢ El Full ms [50.000-650.000]
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RT Compound Name Area % Molecular Cas# MF Library
Formula
10.92 Benzofuran, 2-methyl- 0.24 C9H80 4265-2 901 mainlib
5-2
10.92 Benzofuran, 2-methyl- 0.24 C9H80O 4265-2 905 replib
5-2
10.92 BENZOFURAN, 2-METHYL- 0.24 C9H8O 4265-2 905 WileyRegi
5-2 stry8e

Compound Structure

Hit Spectrum

Benzofuran, 2-methyl-

Formula C9H80O, MW 132, CAS# 4265-25-2, Entry# 115872

2-Methylbenzofuran

Benzofuran, 2-methyl-

Relative Abundance
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Formula C9H80O, MW 132, CAS# 4265-25-2, Entry# 20576
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gerfa_EA #2405 RT: 12.06 AV: 1 NL: 4.21E7

T: + ¢ El Full ms [50.000-650.000]
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RT Compound Name Area % Molecular Molecular Cas# MF Library
Formula Weight
12.06 (2)-3-Phenylacrylaldehyde 1.94 C9H80 132 57194-6 960 mainlib
9-1
12.06 2-Propenal, 3-phenyl- 1.94 C9H80O 132 104-55- 949 replib
2
12.06 Cinnamaldehyde, (E)- 1.94 C9HB8O 132 14371-1 949 mainlib
0-9
Compound Structure Hit Spectrum
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Cinnamaldehyde, (E)-
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gerfa_EA #2875 RT: 13.64 AV: 1 NL: 2.16E8
T: + ¢ El Full ms [50.000-650.000]
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RT Compound Name Area % Molecular Molecular Cas# MF Library
Formula Weight
13.64 (2)-3-Phenylacrylaldehyde 53.81 C9H80 132 57194-6 959 mainlib
9-1
13.64 2-Propenal, 3-phenyl- 53.81 C9H80O 132 104-55- 943 replib
2
13.64 Cinnamaldehyde, (E)- 53.81 C9H8O 132 14371-1 943 mainlib
0-9
Compound Structure Hit Spectrum
(2)-3-Phenylacrylaldehyde
Formula C9H80O, MW 132, CAS# 57194-69-1, Entry# 115751 131
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Cinnamaldehyde, (E)-
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gerfa_EA #3162 RT: 14.60 AV: 1 NL: 6.98E7

T: + ¢ El Full ms [50.000-650.000]

My GC-MS Report

m/z

100+ 921
90
80
o 707
g 601 78.1 134.1
< 50
e 115.1
§ 40
[3)
@
30
207 651
10 162.1
ol 146.1 H 178.0 207.0 2309 2539 2833 3151 3454 383.1 405.3 4440 4711  503.8 5285 551.3 5815 6117 638.3
rr——r+ 11 1| 111 1. [ 1. 1.1 1. [ 1. 1.1 1. [ T 1. 1. 1. [ T T T T [ T T T T [ T T T T [ T T T T [ T T T T ]
50 100 150 200 250 300 350 400 450 500 550 600 650
m/z
RT Compound Name Area % Molecular Molecular Cas# MF Library
Formula Weight
14.60 2-Propen-1-ol, 3-phenyl-, (E)- 4.27 C9H100 134 4407-3 926 mainlib
6-7
14.60 2-Propen-1-ol, 3-phenyl- 4.27 C9H100 134 104-54- 914 mainlib
1
14.60 2-Propen-1-ol, 3-phenyl- 4.27 C9H100 134 104-54- 908 replib
1
Compound Structure Hit Spectrum
2-Propen-1-ol, 3-phenyl-, (E)-
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gerfa_EA #3579 RT: 16.00 AV: 1 NL: 8.57E6
T: + ¢ El Full ms [50.000-650.000]

octahydro-1,7a-dimethyl-5-(1-methylethyl)-,
[1S-(14,2a,3a4,44,53,7a4,85%)]-

Compound Structure
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RT Compound Name Area % Molecular Molecular Cas# MF Library
Formula Weight
16.00 1,2,4-Metheno-1H-indene, 0.62 C15H24 204 22469-5 935 replib
octahydro-1,7a-dimethyl-5-(1-methylethyl)-, 2-9
[1S-(14,2a,3a4,44,53,7a4,85%)]-
16.00 (+)-CYCLOISOSATIVENE 0.62 C15H24 204 NA 915 WileyRegi
stry8e
16.00 1,2,4-Metheno-1H-indene, 0.62 C15H24 204 22469-5 911 replib

Hit Spectrum

Formula C15H24, MW 204, CAS# 22469-52-9, Entry# 16426

(+)-Cyclosativene

(+)-CYCLOISOSATIVENE

Formula C15H24, MW 204, CAS# NA, Entry# 89651
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Compound Structure

Hit Spectrum

Formula C15H24, MW 204, CAS# 22469-52-9, Entry# 16246
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16.31 TRICYCLO[4.4.0.0(2,7)]DEC-3-ENE, 3.68 C15H24 204 3856-2 951 WileyRegi
1,3-DIMETHYL-8-(1-METHYLETHYL)-, ST 5-5 stry8e
16.31 .alfa.-Copaene 3.68 C15H24 204 NA 930 mainlib
16.31 TRICYCLOJ[4.4.0.0(2,7)]DEC-3-ENE, 3.68 C15H24 204 3856-2 952 WileyRegi
1,3-DIMETHYL-8-(1-METHYLETHYL)-, ST 5-5 stry8e
Compound Structure Hit Spectrum
TRICYCLO[4.4.0.0(2,7)]DEC-3-ENE, 1,3-DIMETHYL-8-(1-METHYLETHYL)-, ST
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Compound Structure

Hit Spectrum

.alfa.-Copaene

Formula C15H24, MW 204, CAS# NA, Entry# 150578
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Formula Weight
16.64 1,4-Methano-1H-indene, 0.24 C15H24 204  3650-2 915 mainlib
octahydro-4-methyl-8-methylene-7-(1-methylet 8-0
hyl)-, [1S-(13,3a4,4a,7a,7a4)]-
16.64 (+)-SATIVEN 0.24 C15H24 204 3650-2 915 WileyRegi
8-0 stry8e
16.64 1,4-METHANO-1H-INDENE, 0.24 C15H24 204 3650-2 915 WileyRegi
OCTAHYDRO-4-METHYL-8-METHYLENE-7 8-0 stry8e

-(1-METHYLETHYL)-,
[1S-(1,3A4,43,73,7A4)]-
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Compound Structure Hit Spectrum
Formula C15H24, MW 204, CAS# 3650-28-0, Entry# 84625 108
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gerfa_EA #3793 RT: 16.72 AV: 1 NL: 2.71E6
T: + ¢ El Full ms [50.000-650.000]

100 93.1
90 81.1
80
70+

107.2

60

50

40 1212 147.2

Relative Abundance

30 161.2

20— 189.3

10—

175.2
Jl Hh ||} 2943 2311 2532 2809 3039 3313 355.1 377.0 404.3 426.2 448.0 470.3 5127 540.0 565.1 5959 623.7 648.3
T 7Tt 71Tt 111 1. [ 1. 1. 1. 1. [ 1. 1. 1. 1. [ T T T T [ T T T T [ T T T T [ T T T T [ T T T T ]
50 100 150 200 250 300 350 400 450 500 550 600 650
m/z

RT Compound Name Area % Molecular Molecular Cas# MF Library
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16.72 CYCLOHEXANE, 0.16 C15H24 204 515-13- 949  WileyRegi
1-ETHENYL-1-METHYL-2,4-BIS(1-METHY 9 stry8e
LETHENYL)-, [1S-(13,24,44)]-



My GC-MS Report

RT Compound Name Area % Molecular Molecular Cas# MF Library
Formula Weight
16.72 CYCLOHEXANE, 0.16 C15H24 204 515-13- 936 WileyRegi
1-ETHENYL-1-METHYL-2,4-BIS(1-METHY 9 stry8e
LETHENYL)-, [1S-(14,24,44)]-
16.72 Cyclohexane, 0.16 C15H24 204 515-13- 914 replib
1-ethenyl-1-methyl-2,4-bis(1-methylethenyl)-, 9

[1S-(14,24,44)]-
Compound Structure

Hit Spectrum

CYCLOHEXANE, 1-ETHENYL-1-METHYL-2,4-BIS(1-METHYLETHENYL)-, [1S-(1&,24,44)]-
Formula C15H24, MW 204, CAS# 515-13-9, Entry# 89511
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gerfa_EA #3817 RT: 16.80 AV: 1 NL: 4.87E6
T: + ¢ El Full ms [50.000-650.000]
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m/z
RT Compound Name Area % Molecular Molecular Cas# MF Library
Formula Weight
16.80 1,4-Methano-1H-indene, 0.35 C15H24 204  3650-2 908 mainlib
octahydro-4-methyl-8-methylene-7-(1-methylet 8-0
hyl)-, [1S-(13,3a4,4a,7a,7a4)]-
16.80 1,4-METHANO-1H-INDENE, 0.35 C15H24 204 3650-2 908 WileyRegi
OCTAHYDRO-4-METHYL-8-METHYLENE-7 8-0 stry8e
-(1-METHYLETHYL)-,
[1S-(14,3A4,44,74,7A4)]-
16.80 (+)-SATIVEN 0.35 C15H24 204 3650-2 908 WileyRegi
8-0 stry8e
Compound Structure Hit Spectrum
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Compound Structure

Hit Spectrum

(+)-SATIVEN
Formula C15H24, MW 204, CAS# 3650-28-0, Entry# 392536 108
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gerfa_EA #3849 RT: 16.90 AV: 1 NL: 3.66E6
T: + ¢ El Full ms [50.000-650.000]
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RT Compound Name Area % Molecular Molecular Cas# MF Library
Formula Weight
16.90 CINNAMALDEHYDE DIMETHYL ACETAL 0.11 C11H1402 178 NA 921 WileyRegi
stry8e
16.90 9-Methoxybicyclo[6.1.0]nona-2,4,6-triene 0.11 C10H120 148 826-14- 774 mainlib
2
16.90 9-METHOXYBICYCLO[6.1.0NONA-2,4,6-T 0.11 C10H120 148 NA 774  WileyRegi
RIENE stry8e
Compound Structure Hit Spectrum
CINNAMALDEHYDE DIMETHYL ACETAL
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Compound Structure Hit Spectrum
9-Methoxybicyclo[6.1.0]nona-2,4,6-triene
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Bicyclo[6.1.0]nona-2,4,6-trien-9-yl methyl ether # 100
80
8 148
e 7
o] |
g 60— 116 147
Qo -
<
_g 40— 105
g a1
[3] -
o . 39 133
20 51
B 55 79 131
i e AN 2t
07“‘\‘ ‘M‘MH [lL L. M‘\ Ll BZ ) ‘\‘\H il Il
L L L L L L L L
40 60 80 100 120 140
m/z
9-METHOXYBICYCLO[6.1.0]NONA-2,4,6-TRIENE
Formula C10H120, MW 148, CAS# NA, Entry# 370644 115
9-METHOXY-BICYCLO[6.1.0]NONA-2,4,6-TRIENE 100
80
8 148
e 7
o] |
g 60— 116 147
Qo -
<
_g 40— 105
g a1
[3) -
& . 39 133
20 51
B 55 79 131
i e AN 2
7‘“ M‘MH [l M‘\‘\“\H B2 ‘\‘\H il Il
0 T
L L L L L L L L
40 60 80 100 120 140
m/z
gerfa_EA #3925 RT: 17.16 AV: 1 NL: 1.13E7
T: + ¢ EI Full ms [50.000-650.000]
100+ 942
90
80
o 707
s
8 60|
c
3
< 50
2
g 40
° 105.1
30+
70.1 119.1
201 1, 1612
10d 671 ‘ 204.3
147.2 189.2 ‘
o ‘ \MH‘ N N \‘ A 2191 2‘53.} 2831 3‘06;1 (3321 3‘55.‘3 ‘ ‘38‘9.2‘ 4141 4357 ‘46‘1.9‘ ‘ 4‘95.‘8 5303 ‘56‘71.8‘ 584.8 e‘;oe‘.s 6329 ‘
50 100 150 200 250 300 350 400 450 500 550 600 650
m/z
RT Compound Name Area % Molecular Molecular Cas# MF Library
Formula Weight
17.16 Isosativene 0.28 C15H24 204 24959-8 958 replib
3-9
17.16 (-)-1SOSATIVENE 0.28 C15H24 204 24959-8 929 WileyRegi
3-9 stry8e
17.16 Isosativene 0.28 C15H24 204 24959-8 923 replib

3-9
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Compound Structure Hit Spectrum
Isosativene S1938, RSI 958, replib, Entry# 14356, CAS# 24959-83-9, Isosativene
Formula C15H24, MW 204, CAS# 24959-83-9, Entry# 14356 0
100
° 80|
g
e
g
2 60
s
Qo -
<
2 a0+
% ] 91| 105
x50 119
i o 770 133 161 204
’39‘ ‘ m ‘ ‘134 ‘162 189
ol JL ol 1 1
L I e ) A B Y B
50 100 150 200
m/z
(-)-ISOSATIVENE
Formula C15H24, MW 204, CAS# 24959-83-9, Entry# 89650 04
100
\ ° 80|
g
e
g
2 60
s
Qo -
<
g 40
s HJu %11 105
[+ N 79
207 | 43 77 1o . 161 204
| e
ol bl 1 M S -
50 100 150 200
m/z
Isosativene S1917, RSI 923, replib, Entry# 14330, CAS# 24959-83-9, Isosativene
Formula C15H24, MW 204, CAS# 24959-83-9, Entry# 14330 04

100+

41 %L1 105
79

43 77 119 133 161 204
WLl p [

DA A A 1 A e S | L
L B B B B LI e N A B B B

50 100 150 200

m/z

gerfa_EA #3994 RT: 17.39 AV: 1 NL: 5.00E6
T: + ¢ El Full ms [50.000-650.000]
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(2]
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N
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Relative Abundance

N
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69.1
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60—
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30+ 161.2
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L | 229.2 2531 281.2 303.2 327.1 350.5 374.2 406.1 443.0
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m/z

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

474.3 497.1 521.0 550.5 578.3 599.9 622.4 647.2
T T 1 T T T T [ T T 1 T [ T T T T ]

17.39 BICYCLO[7.2.0]JUNDEC-4-ENE, 0.38 C15H24 204 87-44-5 951 WileyRegi
4,11,11-TRIMETHYL-8-METHYLENE-, stry8e
[1R-(1R* 4E,95%)]-
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RT Compound Name Area % Molecular Molecular Cas# MF Library
Formula Weight
17.39 BICYCLO[7.2.0]JUNDEC-4-ENE, 0.38 C15H24 204 87-44-5 948 WileyRegi
4,11,11-TRIMETHYL-8-METHYLENE-, stry8e
[1R-(1R*,4E,95%)]-
17.39 Caryophyllene 0.38 C15H24 204 87-44-5 934 mainlib
Compound Structure Hit Spectrum

BICYCLO[7.2.0JUNDEC-4-ENE, 4,11,11-TRIMETHYL-8-METHYLENE-, [1R-(1R*,4E,9S*)]-
Formula C15H24, MW 204, CAS# 87-44-5, Entry# 89162

2,6,10,10-TETRAMETHYLBICYCLO[7.2.0JUNDECA-1,6-DIENE # 1007 4, o1 98
] 79 133
) SOt
% B 69 105
g 60
_2 . 67 107
2 40| =3
8
© ] 147 161
N 20i 189
: | e
0— e (R s B B
50 100 150 200
m/z
BICYCLO[7.2.0JUNDEC-4-ENE, 4,11,11-TRIMETHYL-8-METHYLENE-, [1R-(1R*,4E,95*)]-
Formula C15H24, MW 204, CAS# 87-44-5, Entry# 89170 w
2,6,10,10-TETRAMETHYLBICYCLO[7.2.0JUNDECA-1,6-DIENE # 100
o 80
g
e
@ _
2 60
s °V]
Qo -
< 4
2 40+
s
s
20—
7 189
7 ‘ 204
0 —h ‘L
50 100 150 200
m/z
Caryophyllene S1932, RSI 934, mainlib, Entry# 66572, CAS# 87-44-5, Caryophyllene
Formula C15H24, MW 204, CAS# 87-44-5, Entry# 66572 03
Bicyclo[7.2.0Jundec-4-ene, 4,11,11-trimethyl-8-methylene-, [1R-(1R*,4E,9S*)]- 100 133
] 91
o 80
g
e
@ _
2 60
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()] —|
2 407 161
c 147
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: LT e
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gerfa_EA #4175 RT: 18.00 AV: 1 NL: 1.51E8
T: + ¢ El Full ms [50.000-650.000]
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RT Compound Name Area % Molecular Molecular Cas# MF Library
Formula Weight
18.00 2H-1-BENZOPYRAN-2-ONE 9.92 C9H602 146 91-64-5 972 WileyRegi
stry8e
18.00 Coumarin 9.92 C9H602 146 91-64-5 972 replib
18.00 Coumarin 9.92 C9H602 146 91-64-5 946 replib
Compound Structure Hit Spectrum
2H-1-BENZOPYRAN-2-ONE
Formula C9H602, MW 146, CAS# 91-64-5, Entry# 30896 118
CHROMEN-2-ONE 100 146
\ 8 SOt 90
g
2 60
3 ]
< 4
2 40+
g ]
[3] -
= 20
1 119 147
o 120 148
\ 90 1(‘)0 110 1£o 1&0 14‘10
m/z

Coumarin

Formula C9H602, MW 146, CAS# 91-64-5, Entry# 18483

2H-1-Benzopyran-2-one

Coumarin

Formula C9H602, MW 146, CAS# 91-64-5, Entry# 18488

2H-1-Benzopyran-2-one

gerfa_EA #4223 RT: 18.16 AV: 1 NL: 1.10E8
T: + ¢ El Full ms [50.000-650.000]
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S1960, RSI 972, replib, Entry# 18483, CAS# 91-64-5, Coumarin
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S1 946, RSI 946, replib, Entry# 18488, CAS# 91-64-5, Coumarin
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RT Compound Name Area % Molecular Molecular Cas# MF Library
Formula Weight
18.16 Acetic acid, cinnamyl ester 4.83 C11H1202 176 103-54- 955 mainlib
8
18.16 2-PROPEN-1-OL, 3-PHENYL-, ACETATE 4.83 C11H1202 176 103-54- 943 WileyRegi
8 stry8e
18.16 CINNAMYL ALCOHOL, ACETATE, (E)- 4.83 C11H1202 176 21040-4 968 WileyRegi
5-9 stry8e
Compound Structure Hit Spectrum
Acetic acid, cinnamyl ester
Formula C11H1202, MW 176, CAS# 103-54-8, Entry# 11373 43
2-Propen-1-ol, 3-phenyl-, acetate 100 115
° 80|
g °]
g
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P 0] o 105 134
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20; . 39| 51 . 78
oL - “\ }‘H\‘\H : mh‘ “\ il \\1‘35‘14‘7 -
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2-PROPEN-1-OL, 3-PHENYL-, ACETATE
Formula C11H1202, MW 176, CAS# 103-54-8, Entry# 58949 115
ACETIC ACID CINNAMYL ESTER 100
4 43
o 80
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g
° —|
g 60: 105 116 134
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& 20{ 51 . 7889 103
B 52 || 76 131 135
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CINNAMYL ALCOHOL, ACETATE, (E)-
Formula C11H1202, MW 176, CAS# 21040-45-9, Entry# 59025 115
(2E)-3-PHENYL-2-PROPENYL ACETATE # 100
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gerfa_EA #4254 RT: 18.26 AV: 1 NL: 5.10E6
T: + ¢ El Full ms [50.000-650.000]

100+ 93.1
90
80—
o 707
é 60—
'§ 50—
% 40 80.1
¢
30 671 121.2
20 . 147.2
10-| 1332 | 1612 2043
o H‘\“H\‘ I “‘ 1‘7?‘2 | L‘ 2282 2529 2811 3063 3282 3539 3923 4304 4553 4813 5076 5438 _ 5800 6158 _ 6458
50 100 1%0 260 2%0 360 3%0 460 4%0 560 5%0 6&0 6%0
m/z
RT Compound Name Area % Molecular Molecular Cas# MF Library
Formula Weight
18.26 Humulene 0.11 C15H24 204  6753-9 907 replib
8-6
18.26 Humulene 0.11 C15H24 204 6753-9 895 replib
8-6
18.26 1,4,8-CYCLOUNDECATRIENE, 0.11 C15H24 204 6753-9 871 WileyRegi
2,6,6,9-TETRAMETHYL-, (E,E,E)- 8-6 stry8e

Compound Structure

Hit Spectrum

Formula C15H24, MW 204, CAS# 6753-98-6, Entry# 14003

Formula C15H24, MW 204, CAS# 6753-98-6, Entry# 14104

Humulene

a-Caryophyllene

i)

Humulene

a-Caryophyllene

i)

S1887, RSI 907, replib, Entry# 14003, CAS# 6753-98-6, Humulene
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S1861, RSI 895, replib, Entry# 14104, CAS# 6753-98-6, Humulene
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1,4,8-CYCLOUNDECATRIENE, 2,6,6,9-TETRAMETHYL-, (E,E,E)-

Formula C15H24, MW 204, CAS# 6753-98-6, Entry# 89108
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gerfa_EA #4431 RT: 18.86 AV: 1 NL: 1.84E7
T: + ¢ El Full ms [50.000-650.000]

My GC-MS Report

100+ 161.2
90
80 105.1
g 70 oy | 1192
8 60
= 79.1
< 50
£ 40 1332
¢
30
sl €71 204.3
10+ 189.2
o , \Mh “\ Loy \“ L 22‘\22‘ 2531 2831 3000 3312 3550 3893 4170 4441 4607 4932 5152 5458 5832 6192 6476
50 100 1%0 260 2%0 360 3%0 4[‘JO 4%0 560 5%0 660 6%0
m/z
RT Compound Name Area % Molecular Molecular Cas# MF Library
Formula Weight
18.86 ¢-Muurolene 1.05 C15H24 204 30021-7 938 replib
4-0
18.86 Naphthalene, 1.05 C15H24 204 483-75- 954 replib
1,2,4a,5,6,8a-hexahydro-4,7-dimethyl-1-(1-meth 0
ylethyl)-
18.86 ¢-Muurolene 1.05 C15H24 204 30021-7 929 replib
4-0

Compound Structure

Hit Spectrum

Naphthalene, 1,2,4a,5,6,8a-hexahydro-4,7-dimethyl-1-(1-methylethyl)-

¢-Muurolene
Formula C15H24, MW 204, CAS# 30021-74-0, Entry# 24906

e

Formula C15H24, MW 204, CAS# 483-75-0, Entry# 24889

1-Isopropyl-4,7-dimethyl-1,2,4a,5,6,8a-hexahydronaphthalene #

S1921, RSI 938, replib, Entry# 24906, CAS# 30021-74-0, ¢-Muurolene
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Compound Structure

Hit Spectrum

¢-Muurolene
Formula C15H24, MW 204, CAS# 30021-74-0, Entry# 24843

S1909, RSI 929, replib, Entry# 24843, CAS# 30021-74-0, ¢-Muurolene
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gerfa_EA #4564 RT: 19.30 AV: 1 NL: 3.51E6
T: + ¢ El Full ms [50.000-650.000]
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50 100 150 260 2%0 360 3%0 4[‘JO 4%0 560 5%0 660 6%0
m/z
RT Compound Name Area % Molecular Molecular Cas# MF Library
Formula Weight
19.30 Azulene, 0.26 C15H24 204 22567-1 918 replib
1,2,3,3a,4,5,6,7-octahydro-1,4-dimethyl-7-(1-me 7-5
thylethenyl)-, [LR-(13,3a4,4a,74)]-
19.30 Aromandendrene 0.26 C15H24 204 489-39- 909 replib
4
19.30 Naphthalene, 0.26 C15H24 204 10219-7 898 mainlib
1,2,3,5,6,7,8,8a-octahydro-1,8a-dimethyl-7-(1- 5-7
methylethenyl)-, [1S-(1a,73,8a3)]-
Compound Structure Hit Spectrum
Azulene, 1,2,3,3a,4,5,6,7-octahydro-1,4-dimethyl-7-(1-methylethenyl)-, [1R-(1&,3a4,4a,74)]-
Formula C15H24, MW 204, CAS# 22567-17-5, Entry# 1321 "
14,4a4H,104H-Guaia-5,11-diene 100
o 80 91 105
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\ _g
<
2
%‘ 189 204
o
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200
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Compound Structure

Hit Spectrum

Aromandendrene
Formula C15H24, MW 204, CAS# 489-39-4, Entry# 13310

Formula C15H24, MW 204, CAS# 10219-75-7, Entry# 83645
Eremophila-1(10),11-diene

gerfa_EA #4615 RT: 19.47 AV: 1 NL: 9.72E7
T: + ¢ El Full ms [50.000-650.000]

S1860, RSI 909, replib, Entry# 13310, CAS# 489-39-4, Aromandendrene

100+

Relative Abundance

Relative Abundance
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79 93

105

107

161
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80—
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é 60
'§ 50—
g 161.2
& 40
& 93.1
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o I ‘H“\‘\H‘ \‘h‘ H 1‘7“5-‘2 L‘ | 2202 2531 2811 3094 3313 3553 3785 4050 427.5 4557 4883 517.3 5480 5740 5995 634.2
50 100 1%0 260 2%0 360 3%0 4[‘JO 4%0 560 5%0 660 6%0
m/z
RT Compound Name Area % Molecular Molecular Cas# MF Library
Formula Weight
19.47 a-Muurolene 4.14 C15H24 204 31983-2 960 replib
2-9
19.47 a-Muurolene 414 C15H24 204 10208-8 945 replib
0-7
19.47 NAPHTHALENE, 4.14 C15H24 204 31983-2 926 WileyRegi
1,2,4A5,6,8A-HEXAHYDRO-4,7-DIMETHYL 2-9 stry8e

-1-(1-METHYLETHYL)-, (12,4A%,8A%)-
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Compound Structure

Hit Spectrum

[1a,4aa,8aa]-1,2,4a,5,6,8a-hexahydro-4-7-dimethyl-1-[1-methylethyllnaphthalene

a-Muurolene

S1952, RSI 960, replib, Entry# 16421, CAS# 31983-22-9, a-Muurolene

Formula C15H24, MW 204, CAS# 31983-22-9, Entry# 16421

N

N
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S1945, RSI 945, replib, Entry# 16423, CAS# 10208-80-7, a-Muurolene

Formula C15H24, MW 204, CAS# 10208-80-7, Entry# 16423

Naphthalene, 1,2,4a,5,6,8a-hexahydro-4,7-dimethyl-1-(1-methylethyl)-, (1S,4aS,8aR)- 100 105
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e 7
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10 o 150 200
m/z
NAPHTHALENE, 1,2,4A,5,6,8 A-HEXAHYDRO-4,7-DIMETHYL-1-(1-METHYLETHYL)-, (1a,4A&,8Aa)-
Formula C15H24, MW 204, CAS# 31983-22-9, Entry# 89350 105
NAPHTHALENE, 1,2,4A4,5,6,8A4-HEXAHYDRO-14-ISOPROPYL-4,7-DIMETHYL- 100
° 80|
g °]
e 7
o] |
2 60
3 161
<
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5 ] 81 204
20 43 g5 79 119
i‘27‘ ‘67 h ‘11":3 147 |162 189
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m/z
gerfa_EA #4670 RT: 19.66 AV: 1 NL: 2.58E6
T: + ¢ El Full ms [50.000-650.000]
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g
8 60+
c
§ 504 79.1
2
§ 40
[}
€ o0 119.1
161.2
20
1332 204.2
10— 147.2 189.2
\HMH‘ b ) 1752 ‘ | 2202 2531 2822 3052 327.1 355.8 391.4 416.0 457.5 482.6 505.0 531.5 554.0 579.9 615.6 639.3
et T~ T T 7Tt r1 1. [ 1. 1. 1. 1. [ 1. 1. 1. 1. [ T T 1T T [ T T T T [ T T T T [ T T T T [ T T T T ]
50 100 150 200 250 300 350 400 450 500 550 600 650
m/z
RT Compound Name Area % Molecular Molecular Cas# MF Library
Formula Weight
19.66 CYCLOHEXENE, 0.12 C15H24 204 495-61- 933 WileyRegi
1-METHYL-4-(5-METHYL-1-METHYLENE- 4 stry8e
4-HEXENYL)-, (S)-
19.66 a-Bisabolene 0.12 C15H24 204 495-61- 896 replib

4
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RT Compound Name Area % Molecular Molecular Cas# MF Library
Formula Weight
19.66 1-METHYL-4-(5-METHYL-1-METHYLENE- 0.12 C15H24 204 NA 896 WileyRegi
4-HEXENYL)-1-CYCLOHEXENE stry8e
Compound Structure Hit Spectrum
CYCLOHEXENE, 1-METHYL-4-(5-METHYL-1-METHYLENE-4-HEXENYL)-, (S)-
Formula C15H24, MW 204, CAS# 495-61-4, Entry# 89082 69
1-METHYL-4-(5-METHYL-1-METHYLENE-4-HEXENYL)-1-CYCLOHEXENE # 100
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a-Bisabolene
Formula C15H24, MW 204, CAS# 495-61-4, Entry# 8536

m/z

S1 889, RSI 896, replib, Entry# 8536, CAS# 495-61-4, a-Bisabolene

69
Cyclohexene, 1-methyl-4-(5-methyl-1-methylene-4-hexenyl)-, (S)- 1007
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1-METHYL-4-(5-METHYL-1-METHYLENE-4-HEXENYL)-1-CYCLOHEXENE
Formula C15H24, MW 204, CAS# NA, Entry# 388678 69
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My GC-MS Report

RT Compound Name Area % Molecular Molecular Cas# MF Library
Formula Weight
19.77 Naphthalene, 0.18 C15H24 204 39029-4 932 replib
1,2,3,4,4a,5,6,8a-octahydro-7-methyl-4-methyle 1-9
ne-1-(1-methylethyl)-, (1a,4a4,8aa)-
19.77 Naphthalene, 0.18 C15H24 204 39029-4 932 replib
1,2,3,4,4a,5,6,8a-octahydro-7-methyl-4-methyle 1-9
ne-1-(1-methylethyl)-, (1a,4a4,8aa)-
19.77 ¢-Muurolene 0.18 C15H24 204 30021-7 929 replib
4-0
Compound Structure Hit Spectrum

Formula C15H24, MW 204, CAS# 39029-41-9, Entry# 24895

¢-Cadinene

Formula C15H24, MW 204, CAS# 39029-41-9, Entry# 24890

¢-Cadinene

¢-Muurolene

Formula C15H24, MW 204, CAS# 30021-74-0, Entry# 24906
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S1921, RSI 929, replib, Entry# 24906, CAS# 30021-74-0, ¢-Muurolene
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gerfa_EA #4785 RT: 20.04 AV: 1 NL: 6.19E7
T: + ¢ El Full ms [50.000-650.000]

My GC-MS Report

100+ 119.2 161.2
90 105.1
80—
o 707
é 60 91.1
= 134.2
< 507 204.3
Q 81.1
B 40
¢
30
20 189.2
10+ 147.2
o L H“\ ]"7‘\6"2 | \“ ‘22‘0.3‘ : 253.:!. : ‘29‘1.0 : "‘327‘.1‘ 356.‘0 ‘377‘.6‘ 403.:‘l ‘43‘0.3‘ 454.9 ‘47‘9.3‘ 5024 : 5?2.5‘) 557‘.6‘ ‘55‘)2.7 ‘62‘0.4‘ 61‘12.5
50 100 1%0 260 2%0 3(‘JO 3%0 460 4%0 560 5%0 660 6%0
m/z
RT Compound Name Area % Molecular Molecular Cas# MF Library
Formula Weight
20.04 NAPHTHALENE, 4.78 C15H24 204 483-76- 942 WileyRegi
1,2,3,5,6,8A-HEXAHYDRO-4,7-DIMETHYL- 1 stry8e
1-(1-METHYLETHYL)-, (1S-CIS)-
20.04 NAPHTHALENE, 4.78 C15H24 204 483-76- 900 WileyRegi
1,2,3,5,6,8A-HEXAHYDRO-4,7-DIMETHYL- 1 stry8e
1-(1-METHYLETHYL)-, (1S-CIS)-
20.04 1-1sopropyl-4,7-dimethyl-1,2,3,5,6,8a-hexahydr 4,78 C15H24 204 16729-0 921 mainlib
onaphthalene 1-4
Compound Structure Hit Spectrum
NAPHTHALENE, 1,2,3,5,6,8A-HEXAHYDRO-4,7-DIMETHYL-1-(1-METHYLETHYL)-, (15-CIS)-
Formula C15H24, MW 204, CAS# 483-76-1, Entry# 89277 6
1-ISOPROPYL-4,7-DIMETHYL-1,2,3,5,6,8A-HEXAHYDRONAPHTHALENE # 100 rot
805 119

S~
/

Relative Abundance

NAPHTHALENE, 1,2,3,5,6,8A-HEXAHYDRO-4,7-DIMETHYL-1-(1-METHYLETHYL)-, (1S-CIS)-
Formula C15H24, MW 204, CAS# 483-76-1, Entry# 89273

1-ISOPROPYL-4,7-DIMETHYL-1,2,3,5,6,8 A-HEXAHYDRONAPHTHALENE #
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My GC-MS Report

Compound Structure Hit Spectrum

1-lsopropyl-4,7-dimethyl-1,2,3,5,6,8a-hexahydronaphthalene
Formula C15H24, MW 204, CAS# 16729-01-4, Entry# 150583

Cadina-1(10),4-diene 100, 61
° 80
g ] 119
/ .‘é‘ so] 105 134
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3 Ha o1 204
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\ g 4 . 77 | 93
x . 7] 162
20: 53| s ‘ u 189
O: “\ h\‘\ 1 \H}“ ‘\HH‘ 1\ ‘1\7? ] ‘
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gerfa_EA #4838 RT: 20.22 AV: 1 NL: 9.18E7
T: + ¢ El Full ms [50.000-650.000]
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50 100 1%0 260 2%0 3(‘JO 3%0 4[‘JO 4%0 560 5%0 660 6%0
m/z
RT Compound Name Area % Molecular Molecular Cas# MF Library
Formula Weight
20.22 2-PROPENAL, 3-(4-METHOXYPHENYL)- 491 C10H1002 162 1963-3 883 WileyRegi
6-6 stry8e
20.22 (2E)-3-(2-METHOXYPHENYL)-2-PROPENA 491 C10H1002 162  1504-7 891 WileyRegi
L# 4-1 stry8e
20.22 2-Propenal, 3-(2-methoxyphenyl)- 4.91 C10H1002 162 1504-7 876 mainlib
4-1
Compound Structure Hit Spectrum
2-PROPENAL, 3-(4-METHOXYPHENYL)-
Formula C10H1002, MW 162, CAS# 1963-36-6, Entry# 45236
CINNAMALDEHYDE, P-METHOXY- 100, 13
/ ) 80{
Q
g
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My GC-MS Report

Compound Structure Hit Spectrum

(2E)-3-(2-METHOXYPHENYL)-2-PROPENAL #
Formula C10H1002, MW 162, CAS# 1504-74-1, Entry#
(2E)-3-(2-METHOXYPHENYL)-2-PROPENAL

)

Relative Abundance

~_

45156
131
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50 100 150
m/z
2-Propenal, 3-(2-methoxyphenyl)-
Formula C10H1002, MW 162, CAS# 1504-74-1, Entry# 115637 151
Cinnamaldehyde, o-methoxy- 100
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g
B 60
P 3 91
< 4
2 a0+
8 9
:E? b 77 103 g 162
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] 39 62 H 75mJJ;& 92 147 161
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gerfa_EA #4912 RT: 20.47 AV: 1 NL: 1.55E7
T: + ¢ El Full ms [50.000-650.000]
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50 160 1%0 260 2%0 360 3%0 460 4%0 560 5%0 660 6%0
m/z
RT Compound Name Area % Molecular Molecular Cas# MF Library
Formula Weight
20.47 4-Isopropyl-6-methyl-1-methylene-1,2,3,4-tetra 0.43 C15H20 200 50277-3 934 mainlib
hydronaphthalene 4-4
20.47 1,1,6-TRIMETHYL-1,2-DIHYDRO 0.43 C13H16 172 NA 956 WileyRegi
NAPHTHALENE stry8e
20.47 a-Calacorene 0.43 C15H20 200 213919 940 mainlib

9-1



My GC-MS Report

Compound Structure Hit Spectrum

4-lsopropyl-6-methyl-1-methylene-1,2,3,4-tetrahydronaphthalene
Formula C15H20, MW 200, CAS# 50277-34-4, Entry# 146807

Naphthalene, 1,2,3,4-tetrahydro-6-methyl-1-methylene-4-(1-methylethyl)- 100 157
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& 20 200
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B 115 ,g
O f Py T ety \H‘\ T T \‘
50 100 150 200
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1,1,6-TRIMETHYL-1,2-DIHYDRO NAPHTHALENE
Formula C13H16, MW 172, CAS# NA, Entry# 56092 157
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a-Calacorene
Formula C15H20, MW 200, CAS# 21391-99-1, Entry# 146806 157
1-Isopropyl-4,7-dimethyl-1,2-dihydronaphthalene, (S)- 100
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gerfa_EA#5102 RT: 21.11 AV: 1 NL: 3.41E6
T: + ¢ El Full ms [50.000-650.000]
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m/z
RT Compound Name Area % Molecular Molecular Cas# MF Library
Formula Weight
21.11 Caryophyllenyl alcohol 0.14 C15H260 222 913176 901 mainlib
-41-7
21.11 Caryophyllenyl alcohol 0.14 C15H260 222 913176 856 replib

-41-7



My GC-MS Report

RT Compound Name Area % Molecular Molecular Cas# MF Library
Formula Weight
21.11 4aH-Cycloprop[e]azulen-4a-ol, 0.14 C15H260 222 5986-4 804 replib
decahydro-1,1,4,7-tetramethyl-, 9-2

[1aR-(1a4,44,4a4,74,7a4,7ba)]-
Compound Structure

Hit Spectrum

Caryophyllenyl alcohol
Formula C15H260, MW 222, CAS# 913176-41-7, Entry# 88498

4,8,11,11-Tetramethylbicyclo[7.2.0Jundec-3-en-5-ol # 100 11
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Caryophyllenyl alcohol
Formula C15H260, MW 222, CAS# 913176-41-7, Entry# 17579 11
4,8,11,11-Tetramethylbicyclo[7.2.0Jundec-3-en-5-ol # 100
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Formula C15H260, MW 222, CAS# 5986-49-2, Entry# 17563 1
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My GC-MS Report

RT Compound Name Area % Molecular Molecular Cas# MF Library
Formula Weight
2141 (-)-5-OXATRICYCLO[8.2.0.0(4,6)]DODECA 0.14 C15H240 220 1139-3 921 WileyRegi
NE,,12-TRIMETHYL-9-METHYLENE-, 0-6 stry8e
[1R-(1R*4R* 6R*,10S*)]-
21.41 (-)-5-OXATRICYCLO[8.2.0.0(4,6)]DODECA 0.14 C15H240 220 1139-3 925 WileyRegi
NE,,12-TRIMETHYL-9-METHYLENE-, 0-6 stry8e
[1R-(1R*,4R*,6R*,10S*)]-
21.41 Caryophyllene oxide 0.14 C15H240 220 1139-3 913 mainlib
0-6
Compound Structure Hit Spectrum

Formula C15H240, MW 220, CAS# 1139-30-6, Entry# 107245 a1
5-OXATRICYCLO[8.2.0.04,6]DODECANE, 4,12,12-TRIMETHYL-9-METHYLENE-, (1R,4R,6R,10S)- 100 43

7 79
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Formula C15H240, MW 220, CAS# 1139-30-6, Entry# 107244 "
5-OXATRICYCLO[8.2.0.04,6]DODECANE, 4,12,12-TRIMETHYL-9-METHYLENE-, (1R,4R,6R,10S)- 100 43

\ |

Relative Abundance
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Caryophyllene oxide

Formula C15H240, MW 220, CAS# 1139-30-6, Entry# 6247 43
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My GC-MS Report

gerfa_EA #5213 RT: 21.48 AV: 1 NL: 4.55E6
T: + ¢ El Full ms [50.000-650.000]
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50 100 150 200 250 300 350 400 450 500 550 600 650
m/z
RT Compound Name Area % Molecular Molecular Cas# MF Library
Formula Weight
21.48 (5S,6R,7S,10R)-7-1sopropyl-2,10-dimethylspiro 0.16 C15H260 222 722039 905 mainlib
[4.5]dec-1-en-6-ol 9-7
21.48 gleenol 0.16 C15H260 222 NA 877 mainlib
21.48 ¢-Elemene 0.16 C15H24 204 29873-9 820 mainlib
9-2
Compound Structure Hit Spectrum
(5S,6R,7S,10R)-7-Isopropyl-2,10-dimethylspiro[4.5]dec-1-en-6-0l
Formula C15H260, MW 222, CAS# 72203-99-7, Entry# 102652 121
Spiro[4.5]dec-1-en-6-0l, 2,10-dimethyl-7-(1-methylethyl)-, (5S,6R,7S,10R)- 100
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gleenol S1 864, RSI 877, mainlib, Entry# 102651, CAS# NA, gleenol
Formula C15H260, MW 222, CAS# NA, Entry# 102651 121
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¢-Elemene S1 775, RSI 820, mainlib, Entry# 102784, CAS# 29873-99-2, ¢-Elemene

Formula C15H24, MW 204, CAS# 29873-99-2, Entry# 102784
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My GC-MS Report

gerfa_EA #5324 RT: 21.85 AV: 1 NL: 3.15E6
T: + ¢ El Full ms [50.000-650.000]
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50 100 150 200 250 300 350 400 450 500 550 600 650
m/z
RT Compound Name Area % Molecular Molecular Cas# MF Library
Formula Weight
21.85 3,7-Cycloundecadien-1-ol, 1,5,5,8-tetramethy|- 0.11 C15H260 222 118014 889 mainlib
-38-3
21.85 1,5,5,8-TETRAMETHYL-3,7-CYCLOUNDEC 0.11 C15H260 222 118014 889 WileyRegi
ADIEN-1-OL # -38-3 stry8e
21.85 1,5,5,8-TETRAMETHYL-3,7-CYCLOUNDEC 0.11 C15H260 222 118014 889 WileyRegi
ADIEN-1-OL # -38-3 stry8e
Compound Structure Hit Spectrum
3,7-Cycloundecadien-1-0l, 1,5,5,8-tetramethyl-
Formula C15H260, MW 222, CAS# 118014-38-3, Entry# 51254 8
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1,5,5,8-TETRAMETHYL-3,7-CYCLOUNDECADIEN-1-OL #
Formula C15H260, MW 222, CAS# 118014-38-3, Entry# 109756
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1,5,5,8-TETRAMETHYL-3,7-CYCLOUNDECADIEN-1-OL #
Formula C15H260, MW 222, CAS# 118014-38-3, Entry# 385407
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gerfa_EA #5344 RT: 21.92 AV: 1 NL: 1.69E6
T: + ¢ El Full ms [50.000-650.000]

My GC-MS Report
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50 100 150 260 2%0 360 3%0 4[‘JO 4%0 560 5%0 660 6%0
m/z
RT Compound Name Area % Molecular Molecular Cas# MF Library
Formula Weight
21.92  (1S,3aS,4S,5S,7aR,8R)-5-I1sopropyl-1,7a-dimeth 0.14 C15H260 222 21966-9 896 mainlib
yloctahydro-1H-1,4-methanoinden-8-ol 3-8
21.92 Globulol 0.14 C15H260 222 51371-4 844 mainlib
7-2
21.92 1,1,4,7-TETRAMETHYLDECAHYDRO-1H-C 0.14 C15H260 222 51371-4 844 WileyRegi
YCLOPROPA[E]JAZULEN-4-OL # 7-2 stry8e
Compound Structure Hit Spectrum
(1S,3a8,4S,5S,7aR,8R)-5-Isopropyl-1,7a-dimethyloctahydro-1H-1,4-methanoinden-8-ol
Formula C15H260, MW 222, CAS# 21966-93-8, Entry# 86038
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Globulol S1 816, RSI 844, mainlib, Entry# 6178, CAS# 51371-47-2, Globulol

Formula C15H260, MW 222, CAS# 51371-47-2, Entry# 6178
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1,1,4,7-TETRAMETHYLDECAHYDRO-1H-CYCLOPROPA[E]JAZULEN-4-OL #
Formula C15H260, MW 222, CAS# 51371-47-2, Entry# 390796
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My GC-MS Report

gerfa_EA #5403 RT: 22.12 AV: 1 NL: 2.07E6
T: + ¢ El Full ms [50.000-650.000]
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Area % Molecular Molecular Cas# MF Library
Formula Weight

2212 6-epi-shyobunol
22.12 Carotol

22.12 3A(1H)-AZULENOL,
2,3,4,5,8,8A-HEXAHYDRO-6,8A-DIMETHY
L-3-(1-METHYLETHYL)-, [3R-(33,3A4,8A3)]-

0.22 C15H260 222 NA 806 mainlib
0.22 C15H260 222 465-28- 813 replib

0.22 C15H260 222 465-28- 808 WileyRegi

Compound Structure

1 stry8e

Hit Spectrum

6-epi-shyobunol

Formula C15H260, MW 222, CAS# NA, Entry# 49759

elema-1,3-dien-6a-ol

/

H

Carotol

Formula C15H260, MW 222, CAS# 465-28-1, Entry# 24838
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gerfa_EA #5510 RT: 22.48 AV: 1 NL: 9.95E6
T: + ¢ El Full ms [50.000-650.000]
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RT Compound Name Area % Molecular Molecular Cas# MF Library
Formula Weight
22.48 Di-epi-1,10-cubenol 0.53 C15H260 222 73365-7 939 mainlib
7-2
22.48 Epicubenol 0.53 C15H260 222 19912-6 919 mainlib
7-5
22.48 Cubenol 0.53 C15H260 222 21284-2 914 mainlib
2-0
Compound Structure Hit Spectrum
Di-epi-1,10-cubenol
Formula C15H260, MW 222, CAS# 73365-77-2, Entry# 100531 119
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Epicubenol S1904, RSI 919, mainlib, Entry# 100535, CAS# 19912-67-5, Epicubenol

Formula C15H260, MW 222, CAS# 19912-67-5, Entry# 100535
(1S,4R,4aS,8aR)-1-Isopropyl-4,7-dimethyl-1,2,3,4,4a,5,6,8a-octahydronaphthalen-4a-ol

Cubenol
Formula C15H260, MW 222, CAS# 21284-22-0, Entry# 98767
1-Isopropyl-4,7-dimethyl-1,3,4,5,6,8a-hexahydro-4a(2H)-naphthalenol-, [1S-(1a,44,4a4,8aa)]-
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gerfa_EA #5606 RT: 22.80 AV: 1 NL: 1.35E7
T: + ¢ El Full ms [50.000-650.000]

My GC-MS Report

100+ 95.2
90
80—
o 70 121.2
é 607 161.2
< 50
Q 79.1
2 a0+ 109.2
E 204.3
30
20—
10 133.2 189.2
o ‘\‘m : \‘ ‘ \‘22“2'3‘ 2581 2813 3050 327.1 3528 3770 4047 4354 4588 499.7  530.6 565.3 5901 6120 637.4
50 100 150 260 2%0 360 3%0 4[‘JO 4%0 560 5%0 6&0 6%0
m/z
RT Compound Name Area % Molecular Molecular Cas# MF Library
Formula Weight
22.80 .tau.-Muurolol 0.77 C15H260 222 19912-6 949 replib
2-0
22.80 a-Cadinol 0.77 C15H260 222 481-34- 934 replib
5
22.80 .tau.-Muurolol 0.77 C15H260 222 19912-6 923 mainlib
2-0
Compound Structure Hit Spectrum
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My GC-MS Report

gerfa_EA #5635 RT: 22.89 AV: 1 NL: 9.19E6
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RT Compound Name Area % Molecular Molecular Cas# MF Library
Formula Weight
22.89 1-Naphthalenol, 0.37 C15H260 222 19435-9 947 mainlib
1,2,3,4,4a,7,8,8a-octahydro-1,6-dimethyl-4-(1-m 7-3
ethylethyl)-, [1R-(1a,44,4a4,8a4)]-
22.89 1-NAPHTHALENOL, 0.37 C15H260 222 19435-9 947 WileyRegi
1,2,3,4,4A,7,8,8A-OCTAHYDRO-1,6-DIMET 7-3 stry8e
HYL-4-(1-METHYLETHYL)-,
[1R-(13,44,4A4,8A8)]-
22.89 1-Naphthalenol, 0.37 C15H260 222 19435-9 934 replib
1,2,3,4,4a,7,8,8a-octahydro-1,6-dimethyl-4-(1-m 7-3
ethylethyl)-, [1R-(1a,44,4a4,834)]-
Compound Structure Hit Spectrum
Formula C15H260, MW 222, CAS# 19435-97-3, Entry# 150252
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My GC-MS Report

Compound Structure

Hit Spectrum

Formula C15H260, MW 222, CAS# 19435-97-3, Entry# 24849
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Formula Weight
30.01 Palmitic acid vinyl ester 0.25 C18H3402 282 693-38- 919 replib
9
30.01 Palmitic acid vinyl ester 0.25 C18H3402 282 693-38- 862 mainlib
9
30.01 Hexadecanoic acid, 4-nitrophenyl ester 0.25 C22H35N04 377  1492-3 823 mainlib
0-4
Compound Structure Hit Spectrum
Palmitic acid vinyl ester
Formula C18H3402, MW 282, CAS# 693-38-9, Entry# 6202 57
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My GC-MS Report

Compound Structure Hit Spectrum
Palmitic acid vinyl ester
Formula C18H3402, MW 282, CAS# 693-38-9, Entry# 24552 57
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Hexadecanoic acid, 4-nitrophenyl ester
Formula C22H35N0O4, MW 377, CAS# 1492-30-4, Entry# 7638 43
4-Nitrophenyl palmitate # 100
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gerfa_EA #8726 RT: 33.26 AV: 1 NL: 2.03E6
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Formula Weight
33.26 E,E,Z-1,3,12-Nonadecatriene-5,14-diol 0.12 C19H3402 294 NA 720 mainlib
33.26 2,5-FURANDIONE, 0.12 C16H2603 266 25377-7 797 WileyRegi
3-(DODECENYL)DIHYDRO- 3-5 stry8e
33.26 2-Dodecen-1-yl(-)succinic anhydride 0.12 C16H2603 266 19780-1 794 mainlib

1-1



My GC-MS Report

Compound Structure

Hit Spectrum

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
° 80|
g ]
e
o] -
g 60
H H 2 ]
g 40
- T
—_— /\/ 2
ZOt
o
2,5-FURANDIONE, 3-(DODECENYL)DIHYDRO-
Formula C16H2603, MW 266, CAS# 25377-73-5, Entry# 156913 a
2,5-FURANDIONE, 3-DODECYL- 100 55
N 69
o 80
g ]
e 7
_(g -
£ 607 83
Qo -
S < ]
2 a0+
g 7
o 137
20
] 149 166
: © 167 209 593 L,
o
50 100 150 200 250
m/z
2-Dodecen-1-yl(-)succinic anhydride
Formula C16H2603, MW 266, CAS# 19780-11-1, Entry# 2686 a
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Formula Weight
35.47 (1-METHYLCYCLOPROPYL)BENZENE 0.21 C10H12 132 NA 814 WileyRegi
stry8e
35.47 DELTACYCLENE 0.21 C9H10 118 7785-1 897 WileyRegi
0-6 stry8e



My GC-MS Report

RT Compound Name Area % Molecular Molecular Cas# MF Library
Formula Weight
35.47 Deltacyclene 0.21 C9H10 118 7785-1 896 mainlib
0-6
Compound Structure Hit Spectrum
(1-METHYLCYCLOPROPYL)BENZENE
Formula C10H12, MW 132, CAS# NA, Entry# 380177 117
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DELTACYCLENE
Formula C9H10, MW 118, CAS# 7785-10-6, Entry# 358032 117
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Deltacyclene
Formula C9H10, MW 118, CAS# 7785-10-6, Entry# 97452

S1 769, RSI 896, mainlib, Entry# 97452, CAS# 7785-10-6, Deltacyclene
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