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12.09 0.82 426551844.35
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My GC-MS Report

RT Compound Name Area % Molecular Molecular Cas# MF Library
Formula Weight
12.09 (2)-3-Phenylacrylaldehyde 0.82 C9H80 132 57194-6 961 mainlib
9-1
12.09 Cinnamaldehyde, (E)- 0.82 C9H80O 132 14371-1 946 mainlib
0-9
12.09 2-Propenal, 3-phenyl- 0.82 C9H80 132 104-55- 945 replib
2
Compound Structure Hit Spectrum
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gerfa_acetone #2859 RT: 13.59 AV: 1 NL: 2.21E8
T: + ¢ El Full ms [50.000-650.000]
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Formula Weight
13.59 (2)-3-Phenylacrylaldehyde 52.87 C9H80 132 57194-6 960 mainlib
9-1
13.59 Cinnamaldehyde, (E)- 52.87 C9H80O 132 14371-1 947 mainlib
0-9
13.59 2-Propenal, 3-phenyl- 52.87 C9HB80 132 104-55- 946 replib
2
Compound Structure Hit Spectrum
(2)-3-Phenylacrylaldehyde
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gerfa_acetone #3159 RT: 14.59 AV: 1 NL: 7.60E7
T: + ¢ El Full ms [50.000-650.000]
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Formula Weight
14.59 2-Propen-1-ol, 3-phenyl-, (E)- 4.70 C9H100 134 4407-3 914 mainlib
6-7
14.59 2-Propen-1-ol, 3-phenyl- 4.70 C9H100 134 104-54- 903 replib
1
14.59 3-PHENYL-2-PROPEN-1-OL 4.70 C9H100 134 NA 903 WileyRegi
stry8e
Compound Structure Hit Spectrum
2-Propen-1-ol, 3-phenyl-, (E)-
Formula C9H100, MW 134, CAS# 4407-36-7, Entry# 65164 o
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3-PHENYL-2-PROPEN-1-OL
Formula C9H100, MW 134, CAS# NA, Entry# 384433 92
ZIMTALKOHOL 100
A@ o 80 91
Q —
— H 5 4 115
c 60—
3 B 77 78 105 134
<
g 4Oi 103
G 51 79 117
= 50 133
2759 39 50 |55 %3 65 || 89| 102 ‘
] 118
) dee il ozl lies L2 |
I L L L L L L
40 60 80 100 120

m/z
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gerfa_acetone #3525 RT: 15.82 AV: 1 NL: 1.13E7
T: + ¢ El Full ms [50.000-650.000]
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Formula Weight
15.82 2-PROPENOIC ACID, 3-PHENYL-, (E)- 0.69 C9HB802 148 140-10- 850 WileyRegi
3 stry8e
15.82 2-PROPENOIC ACID, 3-PHENYL- 0.69 C9HB02 148 621-82- 850 WileyRegi
9 stry8e
15.82 2-Propenoic acid, 3-phenyl- 0.69 C9H802 148 621-82- 855 replib
9
Compound Structure Hit Spectrum
2-PROPENOIC ACID, 3-PHENYL-, (E)-
Formula C9H802, MW 148, CAS# 140-10-3, Entry# 32043 148
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gerfa_acetone #3578 RT: 16.00 AV: 1 NL: 7.77E6
T: + ¢ El Full ms [50.000-650.000]
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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 22469-5 951 replib
octahydro-1,7a-dimethyl-5-(1-methylethyl)-, 2-9
[1S-(14,2a,3a4,44,53,7a4,85%)]-
16.00 (+)-CYCLOSATIVEN 0.62 C15H24 204 NA 928 WileyRegi
stry8e
16.00 1,2,4-Metheno-1H-indene, 0.62 C15H24 204 22469-5 928 mainlib
octahydro-1,7a-dimethyl-5-(1-methylethyl)-, 2-9
[1S-(14,2a,3a4,44,53,7a4,85%)]-
Compound Structure Hit Spectrum
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My GC-MS Report

Compound Structure

Hit Spectrum

Formula C15H24, MW 204, CAS# 22469-52-9, Entry# 150503
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gerfa_acetone #3670 RT: 16.31 AV: 1 NL: 8.16E7
T: + ¢ El Full ms [50.000-650.000]
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16.31 TRICYCLO[4.4.0.0(2,7)]DEC-3-ENE, 3.72 C15H24 204 3856-2 951 WileyRegi
1,3-DIMETHYL-8-(1-METHYLETHYL)-, ST 5-5 stry8e
16.31 .alfa.-Copaene 3.72 C15H24 204 NA 934 mainlib
16.31 TRICYCLOJ[4.4.0.0(2,7)]DEC-3-ENE, 3.72 C15H24 204 3856-2 956 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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My GC-MS Report

Compound Structure

Hit Spectrum

.alfa.-Copaene

Formula C15H24, MW 204, CAS# NA, Entry# 150578
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TRICYCLO[4.4.0.0(2,7)]DEC-3-ENE, 1,3-DIMETHYL-8-(1-METHYLETHYL)-, ST

Formula C15H24, MW 204, CAS# 3856-25-5, Entry# 89463
TRICYCLO[4.4.0.0(2,7)]DEC-3-ENE, 1,3-DIMETHYL-8-(1-METHYLETHYL)-, STEREOISOMER
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Formula Weight
16.80 1,4-METHANO-1H-INDENE, 0.34 C15H24 204 3650-2 894 WileyRegi
OCTAHYDRO-4-METHYL-8-METHYLENE-7 8-0 stry8e
-(1-METHYLETHYL)-,
[1S-(14,3A4,44,7a,7A4)]-
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hyl)-, [1S-(1a,3a4,4a,7a,7ad)]-
16.80 1,4-METHANO-1H-INDENE, 0.34 C15H24 204 3650-2 892 WileyRegi
OCTAHYDRO-4-METHYL-8-METHYLENE-7 8-0 stry8e

-(1-METHYLETHYL)-,
[1S-(12,3A4,43,73,7A4)]-
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Compound Structure Hit Spectrum
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gerfa_acetone #3993 RT: 17.39 AV: 1 NL: 4.85E6
T: + ¢ El Full ms [50.000-650.000]
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Compound Name Area % Molecular Molecular Cas# MF Library
Formula Weight

17.39

BICYCLO[7.2.0JUNDEC-4-ENE, 0.37 C15H24 204 87-44-5 950 WileyRegi

4,11,11-TRIMETHYL-8-METHYLENE-, stry8e

[1R-(1R* 4E,95%)]-



My GC-MS Report

RT Compound Name Area % Molecular Molecular Cas# MF Library
Formula Weight
17.39 BICYCLO[7.2.0JUNDEC-4-ENE, 0.37 C15H24 204 87-44-5 951 WileyRegi
4,11,11-TRIMETHYL-8-METHYLENE-, stry8e
[1R-(1R*,4E,95%)]-
17.39 BICYCLO[7.2.0JUNDEC-4-ENE, 0.37 C15H24 204 87-44-5 953 WileyRegi
4,11,11-TRIMETHYL-8-METHYLENE-, stry8e
[1R-(1R*,4E,95%)]-
Compound Structure Hit Spectrum
BICYCLO[7.2.0JUNDEC-4-ENE, 4,11,11-TRIMETHYL-8-METHYLENE-, [1R-(1R*,4E,95*)]-
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gerfa_acetone #4176 RT: 18.01 AV: 1 NL: 1.48E8
T: + ¢ El Full ms [50.000-650.000]

My GC-MS Report

Coumarin
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RT Compound Name Area % Molecular Molecular Cas# MF Library
Formula Weight
18.01 2H-1-BENZOPYRAN-2-ONE 10.63 C9H602 146 91-64-5 973 WileyRegi
stry8e
18.01 Coumarin 10.63 C9H602 146 91-64-5 960 replib
18.01 Coumarin 10.63 C9H602 146 91-64-5 943 replib
Compound Structure Hit Spectrum
2H-1-BENZOPYRAN-2-ONE
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S1943, RSI 943, replib, Entry# 18488, CAS# 91-64-5, Coumarin
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gerfa_acetone #4220 RT: 18.15 AV: 1 NL: 1.06E8
T: + ¢ El Full ms [50.000-650.000]
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RT Compound Name Area % Molecular Molecular Cas# MF Library
Formula Weight
18.15 Acetic acid, cinnamyl ester 4.35 C11H1202 176 103-54- 946 mainlib
8
18.15 CINNAMYL ALCOHOL, ACETATE, (E)- 4.35 C11H1202 176 21040-4 965 WileyRegi
5-9 stry8e
18.15 2-PROPEN-1-OL, 3-PHENYL-, ACETATE 4.35 C11H1202 176 103-54- 932 WileyRegi
8 stry8e
Compound Structure Hit Spectrum
Acetic acid, cinnamyl ester
Formula C11H1202, MW 176, CAS# 103-54-8, Entry# 11373 3
2-Propen-1-ol, 3-phenyl-, acetate 100 115
o 80
g 897
e
o] _
2 60
5 °V]
g -
g 20 . 105 134
8 117
T 176
€ Lo 77 91
B 39| 51 78
RIS ‘
ol L “m Ll m‘ Lk 1 i 147 |
L S EE A AR B B E R R B E—]
50 100 150
m/z
CINNAMYL ALCOHOL, ACETATE, (E)-
Formula C11H1202, MW 176, CAS# 21040-45-9, Entry# 59025 115
(2E)-3-PHENYL-2-PROPENYL ACETATE # 100
N o 80
g 897
e
-g _
60—
é ] 133 134
< 4 92 105
= £ 40 117 176
s ] 7 0
o
7 2075t 63 78 | 103
:‘ 76 H ‘ 118 || 135
‘ ‘ ol | T \ -l ol !
T T T T T T T T T T T
X 50 100 150
m/z
2-PROPEN-1-OL, 3-PHENYL-, ACETATE
Formula C11H1202, MW 176, CAS# 103-54-8, Entry# 58949 115
ACETIC ACID CINNAMYL ESTER 100
] 43
o 80
g 897
e
-g _
60—
é 7 105 |18 134
<
2 40 92
g 7 176
© 51
S 78 | 103
207 63 76| 8
f‘ 52 ‘ ‘87 131 135
— 147
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gerfa_acetone #4430 RT: 18.86 AV: 1 NL: 1.74E7
T: + ¢ El Full ms [50.000-650.000]

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

e

100+ 161.2
90
80 105.1
g 707 ot 119.2
8 60
_§ 50 79.1
2
& 40
E 133.2
30
20 671 204.2
10+ 189.2
o ) \\Hh “\‘\1‘7?\2 “ “22“2'3‘ 2531 2053 3172 3461 3685 3902 4143 4556 4793 5093 5475 5794 6048 6345
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 1.00 C15H24 204 30021-7 933 replib
4-0
18.86 ¢-Muurolene 1.00 C15H24 204 30021-7 933 replib
4-0
18.86 Naphthalene, 1.00 C15H24 204 483-75- 954 replib
1,2,4a,5,6,8a-hexahydro-4,7-dimethyl-1-(1-meth 0
ylethyl)-
Compound Structure Hit Spectrum
¢-Muurolene S1916, RSI 933, replib, Entry# 24906, CAS# 30021-74-0, ¢-Muurolene
Formula C15H24, MW 204, CAS# 30021-74-0, Entry# 24906 161
100
° 80
g 897
S ] 105 119
B 60
/ 3
< 4
(] —|
L% 40: 133 204
& -
20 134 162
189
o L ‘H : ‘H‘i }“ 1‘79‘ ! ‘ |
50 100 150 200

m/z
S1915, RSI 933, replib, Entry# 24843, CAS# 30021-74-0, ¢-Muurolene

161

._.
o
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80

60

N
o

133 204
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134

) HN\‘H‘ “H‘i ““ ‘1ZS‘ ‘i ‘ |
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My GC-MS Report

Compound Structure

Hit Spectrum

Naphthalene, 1,2,4a,5,6,8a-hexahydro-4,7-dimethyl-1-(1-methylethyl)-
Formula C15H24, MW 204, CAS# 483-75-0, Entry# 24889

1-Isopropyl-4,7-dimethyl-1,2,4a,5,6,8a-hexahydronaphthalene # 100 161
80
§ 1 a4 79 o1 108
3 6o 93| 119
§ ]
.f‘zj 40{ " 133
\ % i 55 67 204
= 20 134 | 162
i 175 189
o
50 100 150 200
m/z
gerfa_acetone #4564 RT: 19.31 AV: 1 NL: 3.12E6
T: + ¢ EI Full ms [50.000-650.000]
105.1
1007 93.1
90
80
g " T 1192 161.2
é 60 133.2
§ 50| 189.2
2
§ 40
&
30 204.2
20
10
N \‘\ “‘ L 22“2-3‘ 2532 2821 304.9 327.2 3517 3901 4152 4488 4837 5119 5466 570.1 5965 6191 6439
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
19.31 Azulene, 0.28 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)]-
19.31 Aromandendrene 0.28 C15H24 204 489-39- 905 replib
4
19.31 NAPHTHALENE, 0.28 C15H24 204  4630-0 891 WileyRegi
1,2,3,5,6,7,8,8A-OCTAHYDRO-1,8A-DIMET 7-3 stry8e
HYL-7-(1-METHYLETHENYL)-,
[1R-(13,74,8A%)]-
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 a1
14,44H,104H-Guaia-5,11-diene 100
o 80 91 105
Q
g
f=
3
<
g
= 204
§ 189
| |
T




My GC-MS Report

Compound Structure Hit Spectrum

Aromandendrene SI1 857, RSI 905, replib, Entry# 13310, CAS# 489-39-4, Aromandendrene

Formula C15H24, MW 204, CAS# 489-39-4, Entry# 13310 o1
100 105

Relative Abundance
L

Formula C15H24, MW 204, CAS# 4630-07-3, Entry# 89318
3-ISOPROPENYL-4A,5-DIMETHYL-1,2,3,4,4A,5,6,7-OCTAHYDRONAPHTHALENE #

Relative Abundance

50 100 150 200
m/z

gerfa_acetone #4613 RT: 19.47 AV: 1 NL: 9.297
T: + ¢ El Full ms [50.000-650.000]

100 105.1
90
80—
o 707
é 60
§ 50
2 161.2
& 40
z 932
* 301 1192
81.1
207 133.2 204.2
104 671 147.2 189.2
o I ‘”J““H \‘h‘ H 1‘7“5-‘2 L‘ | 2203 2532 2810 3093 3461 3838 4071 4336 4630 4903 5186 5540 577.8 (62176460
50 100 1%0 260 2%0 360 3%0 4[‘JO 4%0 5(‘)0 5%0 660 6%0
m/z
RT Compound Name Area % Molecular Molecular Cas# MF Library
Formula Weight
19.47 a-Muurolene 3.92 C15H24 204 10208-8 954 replib
0-7
19.47 a-Muurolene 3.92 C15H24 204 31983-2 959 replib
2-9
19.47 NAPHTHALENE, 3.92 C15H24 204 31983-2 930 WileyRegi
1,2,4A5,6,8A-HEXAHYDRO-4,7-DIMETHYL 2-9 stry8e

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



My GC-MS Report

Compound Structure

Hit Spectrum

Naphthalene, 1,2,4a,5,6,8a-hexahydro-4,7-dimethyl-1-(1-methylethyl)-, (1S,4aS,8aR)- 100

a-Muurolene

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

<k

a-Muurolene

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

S1 954, RSI 954, replib, Entry# 16423, CAS# 10208-80-7, a-Muurolene

. 105
@ 807
Q
e 7
3
B 60
S °Y]
3
< _ 161
2 a0+
g 7 93
3 A1 119 204
o

20 77 81 133

SEdta 0 A et

0 H‘ \‘ ‘\‘ il ‘h L H i H”H‘H\ H " ‘i .

100 150 200
m/z

S1 953, RSI 959, replib, Entry# 16421, CAS# 31983-22-9, a-Muurolene

105

[1a,4aa,8aa]-1,2,4a,5,6,8a-hexahydro-4-7-dimethyl-1-[1-methylethyllnaphthalene 100
° 80
g °]
e 7
] -
\ B 60
28( 1a 161
2 404 o1 204
\ . 79 81 |[|94| 119
x 7 43
20 55
7 ‘ 1T3 147 162 189
o ‘\n \\‘\H“\\‘x“‘\ 1 e ‘{ ‘\
50 100 150 200
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
] -
B 60
3 161
<
_g 40i 11 94
3 7 81 204
% 20 43 g5 79 119
i‘27‘ ‘67 ‘ 133 147 |162 189
o \‘ I ‘\“ L H“ o ‘hi \MM ui\hu‘ \‘h‘ M . ‘i : |
50 100 150 200
m/z
gerfa_acetone #4783 RT: 20.04 AV: 1 NL: 5.97E7
T: + ¢ EI Full ms [50.000-650.000]
100 119.2 161.2
90 105.1
80
o 707
60
g 91.1 1342
< 50
[
2 40 811 204.3
°
@
30+
20 189.2
104 147.2
o ‘ H“ 162 | \‘\ 2202 2531 2760 3004 327.0 349.2 3715 4057  438.0 474.6 513.0 543.8 567.4 590.4 612.3 648.4
et T 1T T T T [ T T T T [ T T T T [ T T 1 T T T 1 [ 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
20.04 NAPHTHALENE, 4.64 C15H24 204 483-76- 937 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 4.64 C15H24 204 16729-0 920 mainlib
onaphthalene 1-4



My GC-MS Report

RT Compound Name Area % Molecular Molecular Cas# MF Library
Formula Weight
20.04 NAPHTHALENE, 4.64 C15H24 204 483-76- 895 WileyRegi
1,2,3,5,6,8A-HEXAHYDRO-4,7-DIMETHYL- 1 stry8e
1-(1-METHYLETHYL)-, (1S-CIS)-
Compound Structure Hit Spectrum
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# 89277 161
1-ISOPROPYL-4,7-DIMETHYL-1,2,3,5,6,8A-HEXAHYDRONAPHTHALENE # 100
° 80— 119
S 105
]
o
\/ g
Qo
< 204
E
/ k|
[0}
o« 189
50 100 150 200
m/z
1-Isopropyl-4,7-dimethyl-1,2,3,5,6,8a-hexahydronaphthalene
Formula C15H24, MW 204, CAS# 16729-01-4, Entry# 150583 161
Cadina-1(10),4-diene 100
° 80
e ]
] 119
/ .‘éﬂ o] 105 134
S %7
2 Ja o1 204
()] —|
2 407 69
& 77 | 93
\ & - 55 162
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] 65 | 147 176
o “H\‘w 1 \H}“ ‘\HM“ 1\ e ‘
50 100 150 200
m/z
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 161
1-ISOPROPYL-4,7-DIMETHYL-1,2,3,5,6,8A-HEXAHYDRONAPHTHALENE # 100
° 80
g °]
e 7
\/ "g il
3 60; 134 204
<
2 40| 105 119
= 20 41 81 91 162 189
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m/z
gerfa_acetone #4838 RT: 20.23 AV: 1 NL: 9.28E7
T: + ¢ El Full ms [50.000-650.000]
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RT Compound Name Area % Molecular Molecular Cas# MF Library
Formula Weight

20.23 2-Propenal, 3-(2-methoxyphenyl)- 5.04 C10H1002 162 1504-7 881 mainlib
4-1

20.23 (2E)-3-(2-METHOXYPHENYL)-2-PROPENA 5.04 C10H1002 162 1504-7 891 WileyRegi

L# 4-1 stry8e

20.23 2-PROPENAL, 3-(4-METHOXYPHENYL)- 5.04 C10H1002 162 1963-3 880 WileyRegi

6-6 stry8e

Compound Structure

Hit Spectrum

2-Propenal, 3-(2-methoxyphenyl)-
Formula C10H1002, MW 162, CAS# 1504-74-1, Entry# 115637
Cinnamaldehyde, o-methoxy-

/\6

/

\

(2E)-3-(2-METHOXYPHENYL)-2-PROPENAL #
Formula C10H1002, MW 162, CAS# 1504-74-1, Entry# 45156
(2E)-3-(2-METHOXYPHENYL)-2-PROPENAL

\V/

SN

2-PROPENAL, 3-(4-METHOXYPHENYL)-
Formula C10H1002, MW 162, CAS# 1963-36-6, Entry# 45236
CINNAMALDEHYDE, P-METHOXY-

-
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gerfa_acetone #4911 RT: 20.47 AV: 1 NL: 1.43E7

T: + ¢ El Full ms [50.000-650.000]

100 157.2
90
80
2 70 1421
8 60
c
3
< 50
2
§ 40
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@
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207 115.1 2002
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o o ‘Mh o \H‘\‘ “ ... 1892|2222 2530 2810 303.7 327.1 354.4 3832 405.1 444.3 479.3 514.8 553.2 5825 6100  644.3
Tt e et ettt r—+1— 1 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 [ 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
20.47 4-Isopropyl-6-methyl-1-methylene-1,2,3,4-tetra 0.44 C15H20 200 50277-3 926 mainlib
hydronaphthalene 4-4
20.47 1-ISOPROPYL-4,7-DIMETHYL-1,2-DIHYDRO 0.44 C15H20 200 213919 950 WileyRegi
NAPHTHALENE # 9-1 stry8e
20.47 1,1,6-TRIMETHYL-1,2-DIHYDRO 0.44 C13H16 172 NA 946 WileyRegi
NAPHTHALENE stry8e
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 157
Naphthalene, 1,2,3,4-tetrahydro-6-methyl-1-methylene-4-(1-methylethyl)- 100
° 80|
g 897
e
@ _
2 60
5 °V]
2 7 142
g 40—
s 4 141
& 20] 200
] 115 108 158
Cme e | )|
Ot el =
50 100 150 200
m/z
1-ISOPROPYL-4,7-DIMETHYL-1,2-DIHYDRONAPHTHALENE #
Formula C15H20, MW 200, CAS# 21391-99-1, Entry# 85030 157
a-CALACORENE 100
y o0
_—— e
-g _
s 607 142
e} -
<
\ 2 40 141
© ]
£ 28
© 20 115 158 200
128
q 4L a3 7791103“ ‘m
o iy TS Ll |
1 ] T T T T [ T T T T T T ]
50 100 150 200
m/z
1,1,6-TRIMETHYL-1,2-DIHYDRO NAPHTHALENE
Formula C13H16, MW 172, CAS# NA, Entry# 56092 157
CALACORENE 100
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e
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gerfa_acetone #5213 RT: 21.48 AV: 1 NL: 2.86E7

T: + ¢ El Full ms [50.000-650.000]

100 81
90—
104.1
80—
o 707
s
S 60
c
3
< 50
2
B 40
& 172.2
30—
78.1
20 130.2
91.1
10+ ‘ ‘
o L \“u \M L ‘11\4'2 | 22‘2'3 253.1 277.0 300.2 329.1 357.1 382.1 405.2 428.7 451.0 474.1 509.1 530.8 555.3 578.0 602.9 641.0
L L ettt r——r—— 7117t 71 1.1 1.1 1. 1. [ 1. 1.1 1. [ T T 1. 1. [ T T 1 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
21.48 2-PROPANONE, 1.05 C12H120 172 93769-2 901 WileyRegi
1-[2-(1-PROPYNYL)PHENYL]- 4-5 stry8e
21.48 1-Phenylbicyclo(4.1.0)heptane 1.05 C13H16 172 2415-8 676 mainlib
2-9
21.48 Benzene, [(cyclohex-1-en-1-yl)methyl]- 1.05 C13H16 172 4714-0 693 mainlib
9-4
Compound Structure Hit Spectrum
2-PROPANONE, 1-[2-(1-PROPYNYL)PHENYL]-
Formula C12H120, MW 172, CAS# 93769-24-5, Entry# 55965 130
1-[2-(1-PROPYN-1-YL)PHENYL]-2-PROPANOL 100
o 80
g 897
g
-g 60— 172
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e} -
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2 40+
g
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20—
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o T T T 1T [ T T T 1T [ 1 T T T [ T T T T [ I f
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m/z
1-Phenylbicyclo(4.1.0)heptane
Formula C13H16, MW 172, CAS# 2415-82-9, Entry# 113978 120
$:28GJUWIDAFIWWNSH-UHFFFAOYSA-N 100
" 80— 104 172
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a 118 144
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2 a0 81
g
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- 26
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Benzene, [(cyclohex-1-en-1-yl)methyl]-
Formula C13H16, MW 172, CAS# 4714-09-4, Entry# 50602 o1
(1-Cyclohexen-1-ylmethyl)benzene # 100
o 80
g 897
o
@ _
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Ed ] 104 172
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gerfa_acetone #5510 RT: 22.48 AV: 1 NL: 9.29E6
T: + ¢ El Full ms [50.000-650.000]

100 119.1
90+
80+
o 707
s
8 60 105.1
5 161.2
& 50
2
g 40
& 95.1
30+
204.3
20+ | 69.1
179.2
10 147.2
o L \‘M‘\‘ i H‘M 4 11,2203 2531 277.3 301.2 331.3 357.3 383.3 4050 429.4 456.0 479.6 5028  536.0 573.8  603.7 646.7
ettt 7 1 T 1. 1 1. [ 1.1 1.1 [ 1 T T T [ 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
22.48 Di-epi-1,10-cubenol 0.41 C15H260 222 73365-7 938 mainlib
7-2
22.48 Epicubenol 0.41 C15H260 222 19912-6 931 mainlib
7-5
22.48 Cubenol 0.41 C15H260 222 21284-2 912 mainlib
2-0
Compound Structure Hit Spectrum
Di-epi-1,10-cubenol
Formula C15H260, MW 222, CAS# 73365-77-2, Entry# 100531 119
(1S,4S,4aS,8aR)-1-Isopropyl-4,7-dimethyl-1,3,4,5,6,8a-hexahydronaphthalen-4a(2H)-ol 100
H g 807
e
o] _
2 60
e 161
<
(] 40—
% 1 105 204
/ E - 82
20— 41 55 g9 95 120 179
139 135 180 205
o] S R |
I L L L L L
50 100 150 200
m/z
Epicubenol S1915, RSI 931, mainlib, Entry# 100535, CAS# 19912-67-5, Epicubenol
Formula C15H260, MW 222, CAS# 19912-67-5, Entry# 100535 119
(1S,4R,4aS,8aR)-1-Isopropyl-4,7-dimethyl-1,2,3,4,4a,5,6,8a-octahydronaphthalen-4a-ol 100
i 161
80—
H 8 A
e
-g _
c 60 179
3 ] 105
<
(] —|
% 40 41 55 g1 95 204
v 69 123
20
] 162
39 135 ‘ 180 | 205
o \H“\\Mu‘ ‘W Lo 1 L ‘M‘ ‘
50 100 150 200
m/z
Cubenol 1889, RSI 912, mainlib, Entry# 98767, CAS# 21284-22-0, Cubenol
Formula C15H260, MW 222, CAS# 21284-22-0, Entry# 98767 119
1-Isopropyl-4,7-dimethyl-1,3,4,5,6,8a-hexahydro-4a(2H)-naphthalenol-, [1S-(1a,44,4a4,8aa)]- 100 41 43 161
s
H 2
@
°
c
3
E
() 204
2
©
[3)
@ 189

200
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gerfa_acetone #5606 RT: 22.80 AV: 1 NL: 1.297
T: + ¢ El Full ms [50.000-650.000]

100+ 95.2
90
80—
o 707
] 121.2
S 60
< 161.2
ﬁ 50 79.1
% 40—
& 204.2
30
20—
147.1
10+ 189.3
o “\“‘ : L L‘ \‘22“2-3: 2531 2772 3146 3471 3772 4072 4434 4790 5157 5393 5662  599.2  627.2 649.1
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
22.80 .tau.-Muurolol 0.67 C15H260 222 19912-6 944 replib
2-0
22.80 a-Cadinol 0.67 C15H260 222 481-34- 927 replib
5
22.80 .tau.-Muurolol 0.67 C15H260 222 19912-6 911 mainlib
2-0
Compound Structure Hit Spectrum

.tau.-Muurolol
Formula C15H260, MW 222, CAS# 19912-62-0, Entry# 3342

4-lIsopropyl-1,6-dimethyl-1,2,3,4,4a,7,8,8a-octahydro-1-naphthalenol-, [1S-(1a,4a,4aa,8aa)]-

gs)

a-Cadinol
Formula C15H260, MW 222, CAS# 481-34-5, Entry# 3029

4-Isopropyl-1,6-dimethyl-1,2,3,4,4a,7,8,8a-octahydro-1-naphthalenol #

gs)

.tau.-Muurolol
Formula C15H260, MW 222, CAS# 19912-62-0, Entry# 68534

4-lIsopropyl-1,6-dimethyl-1,2,3,4,4a,7,8,8a-octahydro-1-naphthalenol-, [1S-(1a,4a,4aa,8aa)]-

S1926, RSI 944, replib, Entry# 3342, CAS# 19912-62-0, .tau.-Muurolol
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S1916, RSI 927, replib, Entry# 3029, CAS# 481-34-5, a-Cadinol
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S1910, RSI 911, mainlib, Entry# 68534, CAS# 19912-62-0, .tau.-Muurolol
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My GC-MS Report

gerfa_acetone #5635 RT: 22.90 AV: 1 NL: 9.01E6

T: + ¢ El Full ms [50.000-650.000]
100+ 161.2
90—
80 119.1
o 707
é 60 105.1
§ 50
v 95.2
T 40 79.1
&
30—
204.3
20—
147.1
10 189.2
o ‘hh‘ l‘\u 1‘715-‘2 L‘ | 2202 2531 2805 3030 327.1 3549 3788 4051 4286 4631 4869 5117 5512 5755 6110 6355
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
22.90 1-Naphthalenol, 0.28 C15H260 222 19435-9 926 mainlib
1,2,3,4,4a,7,8,8a-octahydro-1,6-dimethyl-4-(1-m 7-3
ethylethyl)-, [1R-(1a,44,4a4,8a4)]-
22.90 1-NAPHTHALENOL, 0.28 C15H260 222 19435-9 926 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)]-
22.90 1-Naphthalenol, 0.28 C15H260 222 19435-9 941 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
(1R,4S,4aR,8aS)-4-Isopropyl-1,6-dimethyl-1,2,3,4,4a,7,8,8a-octahydronaphthalen-1-ol 100 43 161
H ]
8 SOt
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Formula C15H260, MW 222, CAS# 19435-97-3, Entry# 109844

4-ISOPROPYL-1,6-DIMETHYL-1,2,3,4,4A,7,8,8A-OCTAHYDRO-1-NAPHTHALENOL # 100
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My GC-MS Report

Compound Structure Hit Spectrum
Formula C15H260, MW 222, CAS# 19435-97-3, Entry# 24848 161
(1R,4S,4aR,8aS)-4-Isopropyl-1,6-dimethyl-1,2,3,4,4a,7,8,8a-octahydronaphthalen-1-ol 100 43
H i
o 80
g ]
e 7
o] |
2 60 119
3 105
< ]
2 407 79 o5 204
% ] 55 5g 121
= 20 162
] 133 334
] i o]
ol . ‘\M‘ M‘H‘ T T s
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gerfa_acetone #5678 RT: 23.04 AV: 1 NL: 6.19E7
T: + ¢ El Full ms [50.000-650.000]

100+ 128.1
90
80
o 707
g 172.2
§ 60
2 5] 157.1
% 40—
&
30 771 95.1
20
115.1
10
o ‘ M‘\H \\“ L w o \‘ “ ‘185‘3.3 ‘22‘2.3‘ ‘253.} ‘28‘1.2‘ 305.‘3 ‘327‘.2‘ 355.‘2 ‘35‘;3? 405.‘2 ‘427‘.9‘ 454.9 ‘48‘0.9‘ 505.‘2 : 5‘36;1 56‘1.6‘ ‘59‘0.8 ‘615‘).1‘ 6‘44.9
50 160 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
23.04 6-Phenyl-3,5-hexadien-2-one 3.15 C12H120 172 4173-4 927 mainlib
4-8
23.04 1(4H)-NAPHTHALENONE, 4,4-DIMETHYL- 3.15 C12H120 172 16020-1 958 WileyRegi
6-9 stry8e
23.04 (3'E,2R,2'RS)-2-T-BUTYL-6-[2'-HYDROXY-4 3.15 C18H2204 302 NA 897 WileyRegi
-“PHENYL-3-BUTENYL]-4H-1,3-DIOXIN-4- stry8e
ONE
Compound Structure Hit Spectrum
6-Phenyl-3,5-hexadien-2-one
Formula C12H120, MW 172, CAS# 4173-44-8, Entry# 112566
6-Phenylhexa-3,5-dien-2-one 100 128
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o 80
g 897
s 7 172
g 60
2 — 157
< |
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g ] 171
& -
20 43 51 77 95 115
’ 63 130 158
Al il gl 1™ =)
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My GC-MS Report

Compound Structure

Hit Spectrum

1(4H)-NAPHTHALENONE, 4,4-DIMETHYL-
Formula C12H120, MW 172, CAS# 16020-16-9, Entry# 55977
4,4-DIMETHYLNAPHTHALEN-1(4H)-ONE

N
\

(3'E,2R,2'RS)-2-T-BUTYL-6-[2'-HYDROXY-4'-PHENYL-3'-BUTENYL]-4H-1,3-DIOXIN-4-ONE
Formula C18H2204, MW 302, CAS# NA, Entry# 191419
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