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4.26 13.71 8336492900.63 697429860.56
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4.26 1,6-OCTADIEN-3-OL, 13.71 942 C10H180 154 78-70-6 WileyRegi

3,7-DIMETHYL-

stry8e
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RT Compound Name Area % Molecular Molecular Cas# Library
Formula Weight
4.26 1,6-OCTADIEN-3-OL, 13.71 940 C10H180 154 78-70-6 WileyRegi
3,7-DIMETHYL- stry8e
4.26 1,6-OCTADIEN-3-OL, 13.71 933 C10H180 154 78-70-6 WileyRegi
3,7-DIMETHYL- stry8e
4.26 Linalool 13.71 925 C10H180 154 78-70-6 mainlib
4.26 1,6-OCTADIEN-3-OL, 13.71 921 C10H180 154 78-70-6 WileyRegi
3,7-DIMETHYL- stry8e
Compound Structure Hit Spectrum
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Compound Structure

Hit Spectrum

1,6-OCTADIEN-3-OL, 3,7-DIMETHYL-
Formula C10H180, MW 154, CAS# 78-70-6, Entry# 358563
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RT Compound Name Area % MF Molecular Molecular Cas# Library
Formula Weight
4.50 1,6-OCTADIEN-3-OL, 0.25 929 C10H180 154 78-70-6 WileyRegi
3,7-DIMETHYL- stry8e
4.50 1,6-OCTADIEN-3-OL, 0.25 913 C10H180 154 78-70-6 WileyRegi
3,7-DIMETHYL- stry8e
4.50 1,6-OCTADIEN-3-OL, 0.25 908 C10H180 154 78-70-6 WileyRegi
3,7-DIMETHYL- stry8e
4.50 1,6-OCTADIEN-3-OL, 0.25 905 C10H180 154 78-70-6 WileyRegi
3,7-DIMETHYL- stry8e
4.50 1,6-OCTADIEN-3-OL, 0.25 912 C10H180 154 78-70-6 WileyRegi
3,7-DIMETHYL- stry8e
Compound Structure Hit Spectrum
1,6-OCTADIEN-3-OL, 3,7-DIMETHYL-
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Compound Structure

Hit Spectrum
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Lavender_oil #357 RT: 5.19 AV: 1 NL: 2.54E7
T: + ¢ El Full ms [50.000-750.000]
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RT Compound Name Area % MF Molecular Molecular Cas# Library
Formula Weight
5.19 3-CYCLOHEXEN-1-OL, 0.46 874 C10H180 154  562-74 WileyRegi
4-METHYL-1-(1-METHYLETHYL -3 stry8e
)_
5.19 3-CYCLOHEXEN-1-OL, 0.46 871 C10H180 154  562-74 WileyRegi
4-METHYL-1-(1-METHYLETHYL -3 stry8e
)-
5.19 3-CYCLOHEXEN-1-OL, 0.46 869 C10H180 154  562-74 WileyRegi
4-METHYL-1-(1-METHYLETHYL -3 stry8e
)-
5.19 Terpinen-4-ol 0.46 858 C10H180 154 562-74 replib
-3
519  1-ISOPROPYL-4-METHYL-3-CYC 0.46 858 C10H180 154 NA  WileyRegi
LOHEXEN-1-OL stry8e
Compound Structure Hit Spectrum
3-CYCLOHEXEN-1-OL, 4-METHYL-1-(1-METHYLETHYL)-
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Compound Structure Hit Spectrum
3-CYCLOHEXEN-1-OL, 4-METHYL-1-(1-METHYLETHYL)-
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Formula Weight
5.52 3-CYCLOHEXEN-1-OL, 8.24 907 C10H180 154  562-74 WileyRegi

4-METHYL-1-(1-METHYLETHYL

)_
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stry8e
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RT Compound Name Area % Molecular Molecular Cas# Library
Formula Weight
5.52 3-CYCLOHEXEN-1-0OL, 8.24 892 C10H180 154 562-74 WileyRegi
4-METHYL-1-(1-METHYLETHYL -3 stry8e
)-
5.52 3-CYCLOHEXEN-1-OL, 8.24 888 C10H180 154  562-74 WileyRegi
4-METHYL-1-(1-METHYLETHYL -3 stry8e
)-
5.52 3-CYCLOHEXEN-1-0OL, 8.24 882 C10H180 154  562-74 WileyRegi
4-METHYL-1-(1-METHYLETHYL -3 stry8e
)-
5.52 3-CYCLOHEXEN-1-0OL, 8.24 881 C10H180 154  562-74 WileyRegi
4-METHYL-1-(1-METHYLETHYL -3 stry8e
)-
Compound Structure Hit Spectrum
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My GC-MS Report

Compound Structure

Hit Spectrum

3-CYCLOHEXEN-1-OL, 4-METHYL-1-(1-METHYLETHYL)-
Formula C10H180, MW 154, CAS# 562-74-3, Entry# 38348
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RT Compound Name Area % MF Molecular Molecular Cas# Library
Formula Weight
5.89 L-a-Terpineol 0.70 875 C10H180 154 10482-5 replib
6-1
5.89 a-Terpineol 0.70 912 C10H180 154 98-55-5 mainlib
5,89 3-CYCLOHEXENE-1-METHANOL 0.70 882 C10H180 154 98-55-5 WileyRegi
, 3,3,4-TRIMETHYL- stry8e
5.89 3-CYCLOHEXENE-1-METHANOL 0.70 893 C10H180 154 10482-5 WileyRegi
, ,3,4-TRIMETHYL-, (S)- 6-1 stry8e
5.89 (-)-(1S,2R,4R)-BETA-FENCHOL 0.70 882 C10H180 154  470-08 WileyRegi
-6 stry8e
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Compound Structure

Hit Spectrum
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Compound Structure

Hit Spectrum

(-)-(1S,2R,4R)-BETA-FENCHOL
Formula C10H180, MW 154, CAS# 470-08-6, Entry# 38737
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RT Compound Name Area % MF Molecular Molecular Cas# Library
Formula Weight
6.88 1,6-OCTADIEN-3-OL, 6.10 950 C12H2002 196  115-95 WileyRegi
3,7-DIMETHYL-, ACETATE -7 stry8e
6.88  1,5-DIMETHYL-1-VINYL-4-HEXE 6.10 949 C17H23NO2 273  7149-2 WileyRegi
NYL 2-AMINOBENZOATE # 6-0 stry8e
6.88 Linalyl acetate 6.10 943 C12H2002 196  115-95 mainlib
-7
6.88 1,6-OCTADIEN-3-OL, 6.10 947 C12H2002 196  115-95 WileyRegi
3,7-DIMETHYL-, ACETATE -7 stry8e
6.88 1,6-OCTADIEN-3-OL, 6.10 940 C12H2002 196 11595 WileyRegi
3,7-DIMETHYL-, ACETATE -7 stry8e
Compound Structure Hit Spectrum
1,6-OCTADIEN-3-OL, 3,7-DIMETHYL-, ACETATE
Formula C12H2002, MW 196, CAS# 115-95-7, Entry# 80154
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Compound Structure

Hit Spectrum

1,5-DIMETHYL-1-VINYL-4-HEXENYL 2-AMINOBENZOATE #
Formula C17H23NO2, MW 273, CAS# 7149-26-0, Entry# 163952
1, 6-OCTADIEN-3-OL, 3,7-DIMETHYL-, 2-AMINOBENZOATE

~

Linalyl acetate

e

Formula C12H2002, MW 196, CAS# 115-95-7, Entry# 65823

1,6-Octadien-3-ol, 3,7-dimethyl-, acetate

/

1,6-OCTADIEN-3-OL, 3,7-DIMETHYL-, ACETATE

Formula C12H2002, MW 196, CAS# 115-95-7, Entry# 80128

(1)-1,5-DIMETHYL-1-VINYLHEX-4-ENYL ACETATE

1,6-OCTADIEN-3-OL, 3,7-DIMETHYL-, ACETATE

Formula C12H2002, MW 196, CAS# 115-95-7, Entry# 80148

(1)-1,5-DIMETHYL-1-VINYLHEX-4-ENYL ACETATE
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Lavender_oil #931 RT: 7.12 AV: 1 NL: 4.78E8
T: + ¢ El Full ms [50.000-750.000]

100+ 93.1
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80—
o 707
é 60
'§ 50—
% 40 80.1 121.1
¢
30
20—
10-| ‘ 136.1
‘L“\ “‘“ ‘\‘H“ T ‘ “‘H\“ U T ‘“\ 15%‘\1 T 1\96'1\ 2\27\'2\ 2\65'\1 \29\12 3\17\'0\ \354'\5 T ?\’87\'1 \42\2':\'- T 46\1'2\ \49\0'4 5\16\'1\ \549'3\ 5\75?4 \601'5\ T 6\36\'2 (\36%7\ 6\94'8 T \73§'7
50 160 1%0 2(‘)0 2‘50 360 3&")0 4[‘JO 4%0 5(‘)0 5‘50 660 6&")0 760 7%0
m/z
RT Compound Name Area % MF Molecular Molecular Cas# Library
Formula Weight
7.12 1,6-OCTADIEN-3-OL, 0.56 939 C12H2002 196  115-95 WileyRegi
3,7-DIMETHYL-, ACETATE -7 stry8e
7.12 1,6-OCTADIEN-3-OL, 0.56 940 C12H2002 196  115-95 WileyRegi
3,7-DIMETHYL-, ACETATE -7 stry8e
7.12 Linalyl acetate 0.56 936 C12H2002 196  115-95 mainlib
-7
712  15-DIMETHYL-1-VINYL-4-HEXE 0.56 936 C17H23NO2 273  7149-2 WileyRegi
NYL 2-AMINOBENZOATE # 6-0 stry8e
7.12 1,6-OCTADIEN-3-OL, 0.56 934 C12H2002 196  115-95 WileyRegi
3,7-DIMETHYL-, ACETATE -7 stry8e
Compound Structure Hit Spectrum
1,6-OCTADIEN-3-OL, 3,7-DIMETHYL-, ACETATE
Formula C12H2002, MW 196, CAS# 115-95-7, Entry# 80148
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Compound Structure

Hit Spectrum

Linalyl acetate
Formula C12H2002, MW 196, CAS# 115-95-7, Entry# 65823

S1935, RSI 936, mainlib, Entry# 65823, CAS# 115-95-7, Linalyl acetate
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1,5-DIMETHYL-1-VINYL-4-HEXENYL 2-AMINOBENZOATE #
Formula C17H23NO2, MW 273, CAS# 7149-26-0, Entry# 163952 3
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RT Compound Name Area % MF Molecular Molecular Cas# Library
Formula Weight
7.33 1,5-DIMETHYL-1-VINYL-4-HEXE 21.92 934 C17H23N02 273 7149-2 WileyRegi
NYL 2-AMINOBENZOATE # 6-0 stry8e
7.33 1,6-OCTADIEN-3-OL, 21.92 933 C12H2002 196  115-95 WileyRegi
3,7-DIMETHYL-, ACETATE -7 stry8e
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RT Compound Name Area % Molecular Molecular Cas# Library
Formula Weight
7.33 1,6-OCTADIEN-3-OL, 21.92 928 C12H2002 196 115-95 WileyRegi
3,7-DIMETHYL-, ACETATE -7 stry8e
7.33 1,6-OCTADIEN-3-OL, 21.92 926 C12H2002 196  115-95 WileyRegi
3,7-DIMETHYL-, ACETATE -7 stry8e
7.33 Linalyl acetate 21.92 924 C12H2002 196  115-95 mainlib
-7
Compound Structure Hit Spectrum
1,5-DIMETHYL-1-VINYL-4-HEXENYL 2-AMINOBENZOATE #
Formula C17H23NO2, MW 273, CAS# 7149-26-0, Entry# 163952 3
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Compound Structure

Hit Spectrum

Linalyl acetate

Formula C12H2002, MW 196, CAS# 115-95-7, Entry# 65823
1,6-Octadien-3-ol, 3,7-dimethyl-, acetate

N

Lavender_oil #1091 RT: 7.66 AV: 1 NL: 6.76E6
T: + ¢ El Full ms [50.000-750.000]

S1924, RSI 924, mainlib, Entry# 65823, CAS# 115-95-7, Linalyl acetate
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Compound Structure
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50 100 1%0 2(‘)0 2‘50 360 3&")0 4[‘JO 4%0 5(‘)0 5‘50 660 6&")0 760 7%0
m/z
RT Compound Name Area % MF Molecular Molecular Cas# Library
Formula Weight
7.66 Bornyl acetate 0.10 919 C12H2002 196 76-49-3 mainlib
7.66 BICYCLO[2.2.1]HEPTAN-2-OL, 0.10 919 C12H2002 196  5655-6 WileyRegi
1,7,7-TRIMETHYL-, ACETATE, 1-8 stry8e
(1S-ENDO)-
7.66 BICYCLO[2.2.1]HEPTAN-2-0OL, 0.10 912 C12H2002 196 76-49-3 WileyRegi
1,7,7-TRIMETHYL-, ACETATE, stry8e
ENDO-
7.66 BICYCLO[2.2.1]HEPTAN-2-OL, 0.10 914 C12H2002 196  125-12 WileyRegi
1,7, 7-TRIMETHYL-, ACETATE, -2 stry8e
EXO-
7.66 BICYCLO[2.2.1]HEPTAN-2-0OL, 0.10 914 C12H2002 196 76-49-3 WileyRegi
1,7,7-TRIMETHYL-, ACETATE, stry8e

Hit Spectrum

Formula C12H2002, MW 196, CAS# 76-49-3, Entry# 67808

Bornyl acetate

Bicyclo[2.2.1]heptan-2-ol, 1,7,7-trimethyl-, acetate, endo-

S1917, RSI 919, mainlib, Entry# 67808, CAS# 76-49-3, Bornyl acetate
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Compound Structure

Hit Spectrum

BICYCLO[2.2.1]JHEPTAN-2-OL, 1,7,7-TRIMETHYL-, ACETATE, (1S-ENDO)-
Formula C12H2002, MW 196, CAS# 5655-61-8, Entry# 80072
1,7,7-TRIMETHYLBICYCLO[2.2.1]HEPT-2-YL ACETATE #

e

BICYCLO[2.2.1]JHEPTAN-2-OL, 1,7,7-TRIMETHYL-, ACETATE, ENDO-
Formula C12H2002, MW 196, CAS# 76-49-3, Entry# 80076
1,7,7-TRIMETHYLBICYCLO[2.2.1]JHEPT-2-YL ACETATE #

i

BICYCLO[2.2.1]JHEPTAN-2-OL, 1,7,7-TRIMETHYL-, ACETATE, EXO-
Formula C12H2002, MW 196, CAS# 125-12-2, Entry# 80091
1,7,7-TRIMETHYLBICYCLO[2.2.1]HEPT-2-YL ACETATE #
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BICYCLO[2.2.1]JHEPTAN-2-OL, 1,7,7-TRIMETHYL-, ACETATE, ENDO-
Formula C12H2002, MW 196, CAS# 76-49-3, Entry# 80082
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Lavender_oil #1160 RT: 7.89 AV: 1 NL: 2.20E8
T: + ¢ El Full ms [50.000-750.000]

My GC-MS Report
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h“‘”\‘ ' L ‘\‘ “‘H\ ‘\H‘\ ‘\154‘\1 \18\1']\- 207\'2\ T \248'8\ \28\1'0\ T \32?'0\ 354'\2 \37\99\ 41\1'2\ T \453'\2 \47?'1\ 507\'0\ \54\0'4 T 5\86\'4 6\14'\3\ T 656\'9\ T \698'8\ \7\36\'0
50 160 1%0 2(‘)0 2‘50 360 3&")0 4[‘JO 4%0 5(‘)0 5‘50 660 6&")0 760 7%0
m/z
RT Compound Name Area % MF Molecular Molecular Cas# Library
Formula Weight
7.89 4-Hexen-1-ol, 11.85 940 C12H2002 196 25905-1 mainlib
5-methyl-2-(1-methylethenyl)-, 4-0
acetate
7.89 4-HEXEN-1-OL, 11.85 946 C12H2002 196 25905-1 WileyRegi
2-1SOPROPENYL-5-METHYL-, 4-0 stry8e
ACETATE
7.89 4-Hexen-1-ol, 11.85 905 C12H2002 196 25905-1 replib
5-methyl-2-(1-methylethenyl)-, 4-0
acetate
7.89 2,6-OCTADIEN-1-OL, 11.85 892 C12H2002 196  105-87 WileyRegi
3,7-DIMETHYL-, ACETATE -3 stry8e
7.89 2,6-OCTADIEN-1-OL, 11.85 887 C12H2002 196  105-87 WileyRegi
3,7-DIMETHYL-, ACETATE -3 stry8e
Compound Structure Hit Spectrum
4-Hexen-1-ol, 5-methyl-2-(1-methylethenyl)-, acetate
Formula C12H2002, MW 196, CAS# 25905-14-0, Entry# 35656 69
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Compound Structure Hit Spectrum

4-Hexen-1-ol, 5-methyl-2-(1-methylethenyl)-, acetate

Formula C12H2002, MW 196, CAS# 25905-14-0, Entry# 8604 69

2-Isopropenyl-5-methyl-4-hexenyl acetate # 100
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2,6-OCTADIEN-1-OL, 3,7-DIMETHYL-, ACETATE
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2,6-OCTADIEN-1-OL, 3,7-DIMETHYL-, ACETATE
Formula C12H2002, MW 196, CAS# 105-87-3, Entry# 79954 69
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@ 807
Q
g 1 s
\ \ g 60i 43
Qo -
< ]
2 a0 68
8 93
s 3
207 67 80
1 39 53 121 136
ST 55‘ ‘ 94 107 1123 |137 154
RPN R T A it ekl
50 100 150
m/z
Lavender_oil #1635 RT: 9.48 AV: 1 NL: 1.95E7
T: + ¢ El Full ms [50.000-750.000]
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RT Compound Name Area % MF Molecular Molecular Cas# Library
Formula Weight
9.48 2,6-OCTADIEN-1-OL, 0.75 934 C12H2002 196 141-12 WileyRegi
3,7-DIMETHYL-, ACETATE, (2)- -8 stry8e
9.48 2,6-Octadien-1-ol, 3,7-dimethyl-, 0.75 925 C12H2002 196  141-12 mainlib

acetate, (2)- -8
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RT Compound Name Area % Molecular Molecular Cas# Library
Formula Weight

9.48 2,6-OCTADIEN-1-OL, 0.75 928 C12H2002 196 141-12 WileyRegi

3,7-DIMETHYL-, ACETATE, (2)- -8 stry8e

9.48 2,6-Octadien-1-ol, 3,7-dimethyl-, 0.75 927 C12H2002 196  141-12 replib
acetate, (2)- -8

9.48 2,6-OCTADIEN-1-OL, 0.75 913 C12H2002 196 105-87 WileyRegi

3,7-DIMETHYL-, ACETATE -3 stry8e

Compound Structure Hit Spectrum

2,6-OCTADIEN-1-OL, 3,7-DIMETHYL-, ACETATE, (2)-
Formula C12H2002, MW 196, CAS# 141-12-8, Entry# 80149
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Compound Structure

Hit Spectrum

2,6-OCTADIEN-1-OL, 3,7-DIMETHYL-, ACETATE
Formula C12H2002, MW 196, CAS# 105-87-3, Entry# 79958

2,6-OCTADIEN-1-OL, 3,7-DIMETHYL-, ACETATE, (E)- 100, 69
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100 591
90—
80—
o 707
é 60
§ 50
£ 0]
T 93.1
« 30+
121.1
207 llgoa1 1361
10
o ‘H““H“\H““ \\H‘ MH“ L 15f‘~‘1 : }8?.1 ‘22‘0.2‘ ‘253.‘3 ‘28‘1.3“ ‘315‘3.0‘ ‘355.‘1‘ : ‘404.‘8 ‘43‘1.? 457‘.2‘ 1‘187‘.2 ‘5‘23‘7 5‘65‘.8‘ ‘602.? fsz?.g 657‘.5‘ ‘69‘1.0 ‘71?.5‘ 749.5
50 160 1%0 2(‘)0 2‘50 360 3&")0 4[‘JO 4%0 5(‘)0 5‘50 660 6&")0 760 7%0
m/z
RT Compound Name Area % MF Molecular Molecular Cas# Library
Formula Weight
9.97 2,6-OCTADIEN-1-OL, 2.24 879 C12H2002 196  141-12  WileyRegi
3,7-DIMETHYL-, ACETATE, (2)- -8 stry8e
9.97 2,6-Octadien-1-ol, 3,7-dimethyl-, 2.24 907 C12H2002 196 16409-4 replib
acetate 4-2
9.97 Geranyl acetate 2.24 870 C12H2002 196  105-87 mainlib
-3
9.97 2,6-OCTADIEN-1-OL, 2.24 868 C12H2002 196  105-87 WileyRegi
3,7-DIMETHYL-, ACETATE -3 stry8e
9.97 2,6-OCTADIEN-1-OL, 2.24 871 C12H2002 196  105-87 WileyRegi
3,7-DIMETHYL-, ACETATE -3 stry8e
Compound Structure Hit Spectrum
2,6-OCTADIEN-1-OL, 3,7-DIMETHYL-, ACETATE, (2)-
Formula C12H2002, MW 196, CAS# 141-12-8, Entry# 80149
(22)-3,7-DIMETHYL-2,6-OCTADIENYL ACETATE # 100 69
g %0,
g
2 60 |43
g 40
§ 1 67| 0 121
207 53 9 136
5 ‘ 55 79 94 107
S e Y Y M i 128|157 154
L e e e S s s e B B
40 60 80 100 120 140

m/z



My GC-MS Report

Compound Structure Hit Spectrum

2,6-Octadien-1-ol, 3,7-dimethyl-, acetate
Formula C12H2002, MW 196, CAS# 16409-44-2, Entry# 8437

h - 69
2,6-Dimethyl-2,6-octadien-8-yl acetate 100— 41
| a3
@ 807
Q
e 7
3
2 60
g °Y]
g -
2 40 68
2z ]
. 93
o B 67
20i 53 80 121 136
— 7 92
I e e
o gl [P e 1 1 m T I ’
L L L L L L L
40 60 80 100 120 140
m/z

Geranyl acetate S1859, RSI 870, mainlib, Entry# 34129, CAS# 105-87-3, Geranyl acetate

Formula C12H2002, MW 196, CAS# 105-87-3, Entry# 34129

2,6-Octadien-1-ol, 3,7-dimethyl-, acetate, (E)- 100 69
° 80|
g
e
g
2 60
s
2 43
£ 40 68
g B 93
x50 67 121
20 w || 53 80 o 1‘36
o7
o I ‘w n‘\\ h‘ HM\ \H\ L T \137 \154 196
L I ) R R B B B R T
50 100 150
m/z
2,6-OCTADIEN-1-OL, 3,7-DIMETHYL-, ACETATE
Formula C12H2002, MW 196, CAS# 105-87-3, Entry# 79958 69
2,6-OCTADIEN-1-OL, 3,7-DIMETHYL-, ACETATE, (E)- 100
° 80|
g
g
1:: 60— 43
3 68
<
2 40| 93
g 7
o _ 67 80 121 a6
20 1
" 515‘355 7o) (%04 207 123
07 Ll L ‘\ ‘\HM‘\ ‘H\ \‘u T \137 1$4
L ) N ) I B B
40 60 80 100 120 140
m/z
2,6-OCTADIEN-1-OL, 3,7-DIMETHYL-, ACETATE
Formula C12H2002, MW 196, CAS# 105-87-3, Entry# 79957 69
2,6-OCTADIEN-1-OL, 3,7-DIMETHYL-, ACETATE, (E)- 100
4 41
o 807
g
e
g
\ \ ‘(EJ 60—
s
g -
2 0] 68
g 7
& - 67 93
Ty 20 53 ‘ 80 121 436
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Lavender_oil #1977 RT: 10.63 AV: 1 NL: 1.21E8
T: + ¢ El Full ms [50.000-750.000]

100+ 93.1
90 133.1
80—
3 707 79.1
é 60
% 50 161.1
§ 407 189.1
o 304 147.1
20—
17511 041
10—
\”“ \L T “\ 1 “\ \23\2'% T \28\19 T \33\0'1\ 355\'7\ T \403'\9 T 4\35\'6 \47\2'\7 T :51\9'2\ 5\45'0\ T \5\95'0\ T ?36\'9 T \67?'6\ T 7\26\'7\
50 100 1%0 2(‘)0 2‘50 360 3&")0 460 4%0 5(‘)0 5‘50 660 6&")0 760 7%0
m/z
RT Compound Name Area % MF Molecular Molecular Cas# Library
Formula Weight
10.63 Caryophyllene 16.35 933 C15H24 204 87-44-5 mainlib
10.63 BICYCLO[7.2.0]JUNDEC-4-ENE, 16.35 930 C15H24 204 87-44-5 WileyRegi
4,11,11-TRIMETHYL-8-METHYLE stry8e
NE-, [1R-(1R*,4E,9S%)]-
10.63 Isocaryophillene 16.35 919 C15H24 204 NA mainlib
10.63 BICYCLO[7.2.0]JUNDEC-4-ENE, 16.35 919 C15H24 204 87-44-5 WileyRegi
4,11,11-TRIMETHYL-8-METHYLE stry8e
NE-, [1R-(1R*,4E,9S%)]-
10.63 Bicyclo[7.2.0]undec-4-ene, 16.35 915 C15H24 204  118-65 replib
4,11,11-trimethyl-8-methylene-,[1R-( -0

1R*4Z,9S%)]-

Compound Structure

Hit Spectrum

Caryophyllene

S1933, RSI 933, mainlib, Entry# 66572, CAS# 87-44-5, Caryophyllene

Formula C15H24, MW 204, CAS# 87-44-5, Entry# 66572
Bicyclo[7.2.0lundec-4-ene, 4,11,11-trimethyl-8-methylene-, [1R-(1R*,4E,95%)]-

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 #

100
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Compound Structure

Hit Spectrum

Isocaryophillene

Formula C15H24, MW 204, CAS# NA, Entry# 65988

S1915, RSI 919, mainlib, Entry# 65988, CAS# NA, Isocaryophillene

93

4,11,11-Trimethyl-8-methylenebicyclo[7.2.0Jundec-4-ene # 100
o 80 41 69
g 4 133
] -
B 60 161
s °]
Qo -
<
2 a0+
8 135 204
& 20 147 189
i ‘ 162
o Ul Jo b, il
50 100 150 200
m/z
BICYCLO[7.2.0]JUNDEC-4-ENE, 4,11,11-TRIMETHYL-8-METHYLENE-, [1R-(1R*,4E,95*)]-
Formula C15H24, MW 204, CAS# 87-44-5, Entry# 89170 "
2,6,10,10-TETRAMETHYLBICYCLO[7.2.0]JUNDECA-1,6-DIENE # 100
@ 807
Q
e 7
] -
B 60
s °]
Qo -
<
2 a0+
s
g -
20
7 189
] ‘ 204
o S -
200
Bicyclo[7.2.0lundec-4-ene, 4,11,11-trimethyl-8-methylene-,[1R-(1R*,4Z,95*)]-
Formula C15H24, MW 204, CAS# 118-65-0, Entry# 1329 a1
Isocaryophyllene 100 93
@ 807
Q
g 133
B 60
s °]
Qo -
? a0 161
(] —|
2 40
(_4—& ] 135
g -
207 147 189 204
* Hulll
o L L‘ \‘ i“ “\‘ ! ‘\
150 200
Lavender_oil #2072 RT: 10.95 AV: 1 NL: 5.15E6
T: + ¢ El Full ms [50.000-750.000]
100+ 93.1
90| 119.1
80~
o 70
s
S 60
5 771
< 50
2
§ 40
[3)
@
30~
20~
10+ . 02
H‘u‘ I L .|, 2250 2632 299.3 329.6 370. 4205 4517 479.7 528.9 5730  610.8 654.8 683.7 712.7 738.8
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
50 100 150 200 250 300 350 400 450 500 550 600 650 700 750
m/z
RT Compound Name Area % MF Molecular Molecular Cas# Library
Formula Weight
10.95 Bicyclo[3.1.1]hept-2-ene, 0.26 958 C15H24 204 17699-0 mainlib
2,6-dimethyl-6-(4-methyl-3-pentenyl 5-7
10.95 trans-a-Bergamotene 0.26 954 C15H24 204 13474-5 replib

9-4
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RT Compound Name Area % MF Molecular Molecular Cas# Library
Formula Weight
10.95 1,3,6,10-Dodecatetraene, 0.26 920 C15H24 204 26560-1 mainlib
3,7,11-trimethyl-, (Z,E)- 4-5
10.95 1,3,6,10-Dodecatetraene, 0.26 937 C15H24 204 26560-1 replib
3,7,11-trimethyl-, (Z,E)- 4-5
10.95 cis-a-Bergamotene 0.26 908 C15H24 204 18252-4 mainlib
6-5
Compound Structure Hit Spectrum
Bicyclo[3.1.1]hept-2-ene, 2,6-dimethyl-6-(4-methyl-3-pentenyl)-
Formula C15H24, MW 204, CAS# 17699-05-7, Entry# 65801 o3
2-Norpinene, 2,6-dimethyl-6-(4-methyl-3-pentenyl)- 100
Ja1 119
° 80
g ]
e 7
o] |
B 60
3]
< 91
2 40 &
g 85 |77 107
& s3
ZOt 67 94 120
] H 133 161 189 204
s o e ‘hh o . | I
1 T T T
50 100 150 200
m/z
trans-a-Bergamotene
Formula C15H24, MW 204, CAS# 13474-59-4, Entry# 14007 .
2,6-Dimethyl-6-(4-methyl-3-pentenyl)bicyclo[3.1.1]hept-2-ene # 100
4 41
’ 119
8 BOt
e 7
o] |
B 60
s °]
2 69 1
Q 40 77
3 139 55 107
g 53
207 67 94 120
:‘ ‘ H ‘ 133 147 161 189
oL “ | Al il ‘u liy 1 | |
T [ T T T T 1
50 100 150
m/z
1,3,6,10-Dodecatetraene, 3,7,11-trimethyl-, (Z,E)-
Formula C15H24, MW 204, CAS# 26560-14-5, Entry# 3802 a1
(Z,E)-a-Farnesene 100
] 93
o 80
g ]
A
\/\ 8 60: 119
S i
Qo -
< 4 55 69
£ 40 91 | 107
© _
& 53
20
b 67 94 120
] 133 161
O: t Ll !m “H\ T 1. ‘ 18\9 204
T T T T ]
50 100 150 200
m/z
1,3,6,10-Dodecatetraene, 3,7,11-trimethyl-, (Z,E)-
Formula C15H24, MW 204, CAS# 26560-14-5, Entry# 1332 a1
(Z,E)-a-Farnesene 100
° 80| 93
g ]
e 7
\/\ _(g 60:
s 119
< ] 69
¢ 40 55 91
g 139 107
o o7
< 500 53 o
] ‘ ‘ 120 . 161
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Compound Structure Hit Spectrum

cis-a-Bergamotene
Formula C15H24, MW 204, CAS# 18252-46-5, Entry# 99916
(1R,5R,6R)-2,6-Dimethyl-6-(4-methylpent-3-en-1-yl)bicyclo[3.1.1]hept-2-ene 100

- 93
BOt
60—
\{/ )
‘ 133 161 189
| O TR L I
LN e B B R
150

Lavender_oil #2277 RT: 11.63 AV: 1 NL: 2.05E8
T: + ¢ El Full ms [50.000-750.000]

119

Relative Abundance

100 %9°
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80
93.1
o 707
é 60
§ 50| 133.1
% 40 120.1
& 30 161.1
20
104 ‘ ‘ 148.1 189.1
07 : \H‘ “‘LH‘\‘H \‘ ‘h\ H‘ i‘ \‘\ ‘\ ‘\218\3\ 2641 T \28\10\ T 3\25\4 \3519\ \37§8\ 41\10\ \44\04 \47\2(\) T \52\01\ T \56\91\ 5\966\ 6\27\6\ \67\21\1 T 70?4\ 7\36\5
50 160 1%0 2(‘)0 2‘50 360 3&")0 4(‘JO 4%0 5(‘)0 5‘50 660 6&")0 760 7%0
m/z
RT Compound Name Area % MF Molecular Molecular Cas# Library
Formula Weight
11.63 cis-a-Farnesene 14.09 938 C15H24 204 28973-9 mainlib
7-9
11.63 (E)-a-Famesene 14.09 931 C15H24 204 18794-8 mainlib
4-8
11.63 (E)-a-Famesene 14.09 943 C15H24 204 18794-8 replib
4-8
11.63 1,6,10-DODECATRIENE, 14.09 941 C15H24 204 502-60 WileyRegi
7,11-DIMETHYL-3-METHYLENE-, -3 stry8e
(B)-
11.63 Bicyclo[7.2.0]undec-4-ene, 14.09 891 C15H24 204  118-65 replib
4,11,11-trimethyl-8-methylene-,[1R-( -0
1R*,47,9S*%)]-
Compound Structure Hit Spectrum
cis-a-Farnesene S1935, RSI 938, mainlib, Entry# 3453, CAS# 28973-97-9, cis-a4-Farnesene
Formula C15H24, MW 204, CAS# 28973-97-9, Entry# 3453
1,6,10-Dodecatriene, 7,11-dimethyl-3-methylene-, (2)- 100 41
n 69
o 80
g 897
\ \ S ]
\ € oo
-§( b 93
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g 1 67
2 .7 s3 81 120
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o \H“ ‘m\‘ I “\‘H‘ | —t ‘\
50 100 150 200

m/z



My GC-MS Repor

Compound Structure

t

Hit Spectrum

(E)-a4-Famesene
Formula C15H24, MW 204, CAS# 18794-84-8, Entry# 3451

S1928, RSI 931, mainlib, Entry# 3451, CAS# 18794-84-8, (E)-a&-Famesene

. ) 41
1,6,10-Dodecatriene, 7,11-dimethyl-3-methylene-, (E)- 100
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@ 807
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(E)-a4-Famesene
Formula C15H24, MW 204, CAS# 18794-84-8, Entry# 8532

S1920, RSI 943, replib, Entry# 8532, CAS# 18794-84-8, (E)-4-Famesene

1,6,10-Dodecatriene, 7,11-dimethyl-3-methylene-, (E)- 100 69
° 80|
g
e
_(g -
e 60—
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g 40
g 133
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1,6,10-DODECATRIENE, 7,11-DIMETHYL-3-METHYLENE-, (E)-
Formula C15H24, MW 204, CAS# 502-60-3, Entry# 89037 69
(E)-&-FARNESENE 100
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Bicyclo[7.2.0lundec-4-ene, 4,11,11-trimethyl-8-methylene-,[1R-(1R*,4Z,95*)]-
Formula C15H24, MW 204, CAS# 118-65-0, Entry# 1245 a1
Isocaryophyllene 100
Q
Q
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Lavender_oil #2389 RT: 12.01 AV: 1 NL: 3.18E7
T: + ¢ El Full ms [50.000-750.000]

My GC-MS Report

100 161.1
90—
804 91.0
o 707
8 60
< 119.1
£ 504
v 79.1
B 40
& 133.1
30—
20 204.1
10+ ‘ 147.1
IMALTE 0| e g aos sz oo o s wasso s ews ez gso s pus
50 160 1%0 2(‘)0 2‘50 360 3&")0 4[‘JO 4%0 5(‘)0 5‘50 660 6&")0 760 7%0
m/z
RT Compound Name Area % MF Molecular Molecular Cas# Library
Formula Weight
12.01 1,6-CYCLODECADIENE, 1.29 961 C15H24 204 23986-7 WileyRegi
1-METHYL-5-METHYLENE-8-(1- 4-5 stry8e
METHYLETHYL)-, [S-(E,E)]-
12.01 1,6-CYCLODECADIENE, 1.29 948 C15H24 204 23986-7 WileyRegi
1-METHYL-5-METHYLENE-8-(1- 4-5 stry8e
METHYLETHYL)-, [S-(E,E)]-
12.01 Germacrene D 1.29 949 C15H24 204 23986-7 replib
4-5
12.01 Germacrene D 1.29 951 C15H24 204 23986-7 mainlib
4-5
12.01 1,6-CYCLODECADIENE, 1.29 951 C15H24 204 23986-7 WileyRegi
1-METHYL-5-METHYLENE-8-(1- 4-5 stry8e
METHYLETHYL)-, [S-(E,E)]-
Compound Structure Hit Spectrum
1,6-CYCLODECADIENE, 1-METHYL-5-METHYLENE-8-(1-METHYLETHYL)-, [S-(E,E)]-
Formula C15H24, MW 204, CAS# 23986-74-5, Entry# 89578 6
GERMACRA-1(10),4(15),5-TRIENE, (-)- 100 161
g 807 105
g 91
B 60
a3 81
i | 79 119
40—
§ 4 77 93 10
\ x 20: 67 162 204
] 95 ‘ 147 ‘ ‘
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50 100 150 200
m/z
1,6-CYCLODECADIENE, 1-METHYL-5-METHYLENE-8-(1-METHYLETHYL)-, [S-(E,E)]-
Formula C15H24, MW 204, CAS# 23986-74-5, Entry# 89560 6
GERMACRA-1(10),4(15),5-TRIENE, (-)- 100 161
g % 105
g
g 60 91
2 119
Q40 79 81
\ S 1a 77 93 120 433
% 20 55 47 162 204
] ‘ 147 ‘
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Compound Structure Hit Spectrum
Germacrene D S1934, RSI 949, replib, Entry# 24886, CAS# 23986-74-5, Germacrene D
Formula C15H24, MW 204, CAS# 23986-74-5, Entry# 24886 161
(S8,12,62)-8-Isopropyl-1-methyl-5-methylenecyclodeca-1,6-diene 100

- 105
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m/z
Germacrene D
Formula C15H24, MW 204, CAS# 23986-74-5, Entry# 150487

(8,12,62)-8-Isopropyl-1-methyl-5-methylenecyclodeca-1,6-diene 161
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1,6-CYCLODECADIENE, 1-METHYL-5-METHYLENE-8-(1-METHYLETHYL)-, [S-(E,E)]-
Formula C15H24, MW 204, CAS# 23986-74-5, Entry# 362375

GERMACRA-1(10),4(15),5-TRIENE, (-)- 100, 161
° got 105
Q
% ] 119
2 60
g 607
Qo -
< |
2 a0+
g
\ 3 0 120 333
ZOt 162 204
| H 147 ‘
0— \h\ M\H \“\ T T I
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Lavender_oil #2614 RT: 12.76 AV: 1 NL: 5.43E6
T: + ¢ El Full ms [50.000-750.000]
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50 100 150 200 250 300 350 400 450 500 550 600 650 700 750
m/z
RT Compound Name Area % MF Molecular Molecular Cas# Library
Formula Weight
12.76 Naphthalene, 0.35 924 C15H24 204 39029-4 replib
1,2,3,4,4a,5,6,8a-octahydro-7-methyl 1-9

-4-methylene-1-(1-methylethyl)-,
(13,4a4,8aa)-
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RT Compound Name Area % MF Molecular Molecular Cas# Library
Formula Weight
12.76 ¢-Muurolene 0.35 927 C15H24 204 30021-7 replib
4-0
12.76 NAPHTHALENE, 0.35 917 C15H24 204 39029-4 WileyRegi
1,2,3,4,4A,5,6,8A-OCTAHYDRO-7 1-9 stry8e
-METHYL-4-METHYLENE-1-(1-M
ETHYLETHYL)-, (1a,4A4,8A3)-
12.76 Naphthalene, 0.35 915 C15H24 204 39029-4 replib
1,2,3,4,4a,5,6,8a-octahydro-7-methyl 1-9
-4-methylene-1-(1-methylethyl)-,
(1a,4a4,8aa)-
12.76 ¢-Muurolene 0.35 912 C15H24 204 30021-7 replib
4-0

Compound Structure

Hit Spectrum

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

¢-Cadinene

¢-Muurolene

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

e

Formula C15H24, MW 204, CAS# 39029-41-9, Entry# 89268
1-ISOPROPYL-7-METHYL-4-METHYLENE-1,2,3,4,4A,5,6,8A-OCTAHYDRONAPHTHALENE #
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133 204
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S1916, RSI 927, replib, Entry# 24843, CAS# 30021-74-0, ¢-Muurolene
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Compound Structure

Hit Spectrum

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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S1906, RSI 912, replib, Entry# 24906, CAS# 30021-74-0, ¢-Muurolene
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Lavender_oil #3082 RT: 14.33 AV: 1 NL: 1.06E7
T: + ¢ El Full ms [50.000-750.000]
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50 100 150 260 2‘50 360 3&")0 4(‘JO 5(‘)0 5‘50 660 6&")0 760 7%0
m/z
RT Compound Name Area % MF Molecular Molecular Cas# Library
Formula Weight
14.33 (-)-5-OXATRICYCLO[8.2.0.0(4,6)] 0.77 940 C15H240 220 1139-3 WileyRegi
DODECANE,,12-TRIMETHYL-9-M 0-6 stry8e
ETHYLENE-,
[1R-(1R*4R* 6R* 10S*)]-
14.33 (-)-5-OXATRICYCLO[8.2.0.0(4,6)] 0.77 929 C15H240 220 1139-3 WileyRegi
DODECANE,,12-TRIMETHYL-9-M 0-6 stry8e
ETHYLENE-,
[1R-(1R*,4R*,6R*,10S*)]-
14.33 (-)-5-OXATRICYCLO[8.2.0.0(4,6)] 0.77 926 C15H240 220 1139-3 WileyRegi
DODECANE,,12-TRIMETHYL-9-M 0-6 stry8e
ETHYLENE-,
[1R-(1R*,4R*,6R*,10S*)]-
14.33 Caryophyllene oxide 0.77 913 C15H240 220  1139-3 mainlib
0-6
1433 4,12,12-TRIMETHYL-9-METHYLE 0.77 913 C15H240 220 NA  WileyRegi
NE-5-OXATRICYCLO[8.2.0.0~4,6 stry8e

~]DODECANE
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Compound Structure

Hit Spectrum

Formula C15H240, MW 220, CAS# 1139-30-6, Entry# 107245

5-OXATRICYCLO[8.2.0.04,6]DODECANE, 4,12,12-TRIMETHYL-9-METHYLENE-, (1R,4R,6R,10S)-
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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)-

%

Formula C15H240, MW 220, CAS# 1139-30-6, Entry# 107246
5-OXATRICYCLO[8.2.0.04,6]DODECANE, 4,12,12-TRIMETHYL-9-METHYLENE-, (1R,4R,6R,10S)-
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Caryophyllene oxide

Formula C15H240, MW 220, CAS# 1139-30-6, Entry# 6247
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Compound Structure Hit Spectrum

4,12,12-TRIMETHYL-9-METHYLENE-5-OXATRICYCLO[8.2.0.0~4,6~]DODECANE
Formula C15H240, MW 220, CAS# NA, Entry# 388109
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