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4.74 56.43 25013820264.90 1129121917.45
5.02 0.12 55129962.68 21722588.01
5.27 7.16 3173657422.95 395266522.26
5.79 5.40 2395131674.20 321059292.84
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4.74 (+)-2-Bornanone 56.43 940 C10H160 152 464-49 replib
-3
4.74 BICYCLO[2.2.1]JHEPTAN-2-ONE, 56.43 942 C10H160 152 76-22-2 WileyRegi
1,7,7-TRIMETHYL- stry8e
4.74 (+)-2-Bornanone 56.43 937 C10H160 152 464-49 replib
-3
4.74 Bicyclo[2.2.1]heptan-2-one, 56.43 944 C10H160 152  464-48 mainlib
1,7,7-trimethyl-, (1S)- -2
4.74 BICYCLO[2.2.1]JHEPTAN-2-ONE, 56.43 934 C10H160 152 76-22-2 WileyRegi

1,7, 7-TRIMETHYL- stry8e
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Compound Structure

Hit Spectrum

(+)-2-Bornanone
Formula C10H160, MW 152, CAS# 464-49-3, Entry# 14551
Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1R)-

S

BICYCLO[2.2.1]JHEPTAN-2-ONE, 1,7,7-TRIMETHYL-
Formula C10H160, MW 152, CAS# 76-22-2, Entry# 36210
NORBORNAN-2-ONE

k<

(+)-2-Bornanone
Formula C10H160, MW 152, CAS# 464-49-3, Entry# 14554
Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1R)-

S

Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S)-
Formula C10H160, MW 152, CAS# 464-48-2, Entry# 68159
(-)-Alcanfor

&

S1939, RSI 940, replib, Entry# 14551, CAS# 464-49-3, (+)-2-Bornanone
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S1937, RSI 937, replib, Entry# 14554, CAS# 464-49-3, (+)-2-Bornanone
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Compound Structure

My GC-MS Report

Hit Spectrum

BICYCLO[2.2.1]JHEPTAN-2-ONE, 1,7,7-TRIMETHYL-
Formula C10H160, MW 152, CAS# 76-22-2, Entry# 394883
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Rosemary_Oil #306 RT: 5.02 AV: 1 NL: 7.88E7
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Formula Weight
5.02 Bicyclo[2.2.1]heptan-2-one, 0.12 919 C10H160 152 464-48 mainlib
1,7,7-trimethyl-, (1S)- -2
5.02 Camphor 0.12 862 C10H160 152  76-22-2 replib
5.02 1,7,7-TRIMETHYL-BICYCLOJ[2.2. 0.12 862 C10H160 152 NA  WileyRegi
1JHEPTAN-2-ONE stry8e
5.02 BICYCLO[2.2.1]JHEPTAN-2-ONE, 0.12 868 C10H160 152 76-22-2 WileyRegi
1,7, 7-TRIMETHYL- stry8e
5.02 Camphor 0.12 863 C10H160 152  76-22-2 replib
Compound Structure Hit Spectrum
Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S)-
Formula C10H160, MW 152, CAS# 464-48-2, Entry# 68159 o5
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Compound Structure

Hit Spectrum

Camphor
Formula C10H160, MW 152, CAS# 76-22-2, Entry# 14454
Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-

<

1,7,7-TRIMETHYL-BICYCLO[2.2.1]HEPTAN-2-ONE
Formula C10H160, MW 152, CAS# NA, Entry# 371259
1,7,7-TRIMETHYLBICYCLO[2.2.1]JHEPTAN-2-ONE

¢

BICYCLO[2.2.1]HEPTAN-2-ONE, 1,7,7-TRIMETHYL-
Formula C10H160, MW 152, CAS# 76-22-2, Entry# 394883
NORBORNAN-2-ONE

k<

Camphor
Formula C10H160, MW 152, CAS# 76-22-2, Entry# 14453
Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-

<

SI 850, RSI 862, replib, Entry# 14454, CAS# 76-22-2, Camphor
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S1 849, RSI 863, replib, Entry# 14453, CAS# 76-22-2, Camphor
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Rosemary_Oil #381 RT: 5.27 AV: 1 NL: 2.69E8
T: + ¢ El Full ms [50.000-750.000]
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Compound Structure
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Formula Weight
5.27 Isoborneol 7.16 935 C10H180 154  124-76 replib
-5
5.27 endo-Borneol 7.16 933 C10H180 154  507-70 replib
-0
5.27 endo-Borneol 7.16 931 C10H180 154 507-70 mainlib
-0
5.27 BICYCLO[2.2.1]HEPTAN-2-OL, 7.16 926 C10H180 154  464-45 WileyRegi
1,7, 7-TRIMETHYL-, (1S-ENDO)- -9 stry8e
5.27 Bicyclo[2.2.1]heptan-2-ol, 7.16 928 C10H180 154  464-45 replib
1,7,7-trimethyl-, (1S-endo)- -9

Hit Spectrum

Formula C10H180, MW 154, CAS# 124-76-5, Entry# 14437

Isoborneol

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

Formula C10H180, MW 154, CAS# 507-70-0, Entry# 14458

endo-Borneol

endo-2-Hydroxy-1,7,7-trimethylnorbornane

S1 935, RSI 935, replib, Entry# 14437, CAS# 124-76-5, Isoborneol
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S1931, RSI 933, replib, Entry# 14458, CAS# 507-70-0, endo-Borneol
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Compound Structure Hit Spectrum
endo-Borneol S1931, RSI 931, mainlib, Entry# 68442, CAS# 507-70-0, endo-Borneol
Formula C10H180, MW 154, CAS# 507-70-0, Entry# 68442 .
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BICYCLO[2.2.1]HEPTAN-2-OL, 1,7,7-TRIMETHYL-, (1S-ENDO)-
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Bicyclo[2.2.1]heptan-2-0l, 1,7,7-trimethyl-, (1S-endo)-
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Formula Weight
5.79 (-)-(1S,2R,4R)-BETA-FENCHOL 5.40 937 C10H180 154  470-08 WileyRegi
-6 stry8e
5.79 3-CYCLOHEXENE-1-METHANOL 5.40 927 C10H180 154 98-55-5 WileyRegi

, ,3,4-TRIMETHYL- stry8e
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RT Compound Name Area % Molecular Molecular Cas# Library
Formula Weight
579 3-CYCLOHEXENE-1-METHANOL 5.40 926 C10H180 154 98-55-5 WileyRegi
, 3,2,4-TRIMETHYL- stry8e
5.79  3-CYCLOHEXENE-1-METHANOL 5.40 928 C10H180 154 10482-5 WileyRegi
, 3,3,4-TRIMETHYL-, (S)- 6-1 stry8e
5.79 1,6-OCTADIEN-3-OL, 5.40 931 C13H2202 210 144-39 WileyRegi
3,7-DIMETHYL-, PROPANOATE -8 stry8e
Compound Structure Hit Spectrum
(-)-(1S,2R,4R)-BETA-FENCHOL
Formula C10H180, MW 154, CAS# 470-08-6, Entry# 38737 59
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Compound Structure Hit Spectrum

1,6-OCTADIEN-3-OL, 3,7-DIMETHYL-, PROPANOATE
Formula C13H2202, MW 210, CAS# 144-39-8, Entry# 96030
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Formula Weight
7.57 BICYCLO[2.2.1]HEPTAN-2-0OL, 3.69 953 C12H2002 196  5655-6 WileyRegi
1,7,7-TRIMETHYL-, ACETATE, 1-8 stry8e
(1S-ENDO)-
7.57 BICYCLO[2.2.1]JHEPTAN-2-OL, 3.69 945 C12H2002 196 76-49-3 WileyRegi
1,7,7-TRIMETHYL-, ACETATE, stry8e
ENDO-
7.57 Bornyl acetate 3.69 943 C12H2002 196 76-49-3 mainlib
7.57 Bicyclo[2.2.1]heptan-2-ol, 3.69 938 C12H2002 196  5655-6 mainlib
1,7,7-trimethyl-, acetate, (1S-endo)- 1-8
7.57 BICYCLO[2.2.1]JHEPTAN-2-OL, 3.69 936 C12H2002 196  125-12  WileyRegi
1,7, 7-TRIMETHYL-, ACETATE, -2 stry8e
EXO-
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
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Compound Structure

Hit Spectrum

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 #

s

Bornyl acetate
Formula C12H2002, MW 196, CAS# 76-49-3, Entry# 67808
Bicyclo[2.2.1]heptan-2-0l, 1,7,7-trimethyl-, acetate, endo-

Vi

Bicyclo[2.2.1]heptan-2-0l, 1,7,7-trimethyl-, acetate, (1S-endo)-
Formula C12H2002, MW 196, CAS# 5655-61-8, Entry# 68273
Borneol, acetate, (1S,2R,4S)-(-)-

2

BICYCLO[2.2.1]JHEPTAN-2-OL, 1,7,7-TRIMETHYL-, ACETATE, EXO-
Formula C12H2002, MW 196, CAS# 125-12-2, Entry# 80091
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Rosemary_Oil #1641 RT: 9.50 AV: 1 NL: 4.35E6
T: + ¢ El Full ms [50.000-750.000]
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RT Compound Name Area % MF Molecular Molecular Cas# Library
Formula Weight
9.50 .alfa.-Copaene 0.34 928 C15H24 204 NA mainlib
950 TRICYCLOJ4.4.0.0(2,7)]DEC-3-EN 0.34 941 C15H24 204  3856-2 WileyRegi
E, 5-5 stry8e
1,3-DIMETHYL-8-(1-METHYLET
HYL)-, ST
9.50 TRICYCLOJ4.4.0.0(2,7)]DEC-3-EN 0.34 913 C15H24 204  3856-2 WileyRegi
E, 5-5 stry8e
1,3-DIMETHYL-8-(1-METHYLET
HYL)-, ST
9.50 Copaene 0.34 911 C15H24 204  3856-2 replib
5-5
950 TRICYCLOJ4.4.0.0(2,7)]DEC-3-EN 0.34 909 C15H24 204  3856-2 WileyRegi
E, 5-5 stry8e
1,3-DIMETHYL-8-(1-METHYLET
HYL)-, ST

Compound Structure

Hit Spectrum

.alfa.-Copaene
Formula C15H24, MW 204, CAS# NA, Entry# 150578

S1921, RSI 928, mainlib, Entry# 150578, CAS# NA, .alfa.-Copaene
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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# 89462 105
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Compound Structure

Hit Spectrum

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# 89460
TRICYCLO[4.4.0.0(2,7)]DEC-3-ENE, 1,3-DIMETHYL-8-(1-METHYLETHYL)-, STEREOISOMER

o

Copaene
Formula C15H24, MW 204, CAS# 3856-25-5, Entry# 18672
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S1905, RSI 911, replib, Entry# 18672, CAS# 3856-25-5, Copaene

Tricyclo[4.4.0.02,7]dec-3-ene, 1,3-dimethyl-8-(1-methylethyl)-, stereocisomer 100 105 11° 161
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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# 89461 161
TRICYCLO[4.4.0.0(2,7)]DEC-3-ENE, 1,3-DIMETHYL-8-(1-METHYLETHYL)-, STEREOISOMER 100 105 119
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Rosemary_Oil #1970 RT: 10.60 AV: 1 NL: 1.17E8
T: + ¢ EI Full ms [50.000-750.000]
100 133.1
91.0
90
80
8 7 79.1
=4
8 60|
5
2 119.1
< 507 161.1
2
& 40 147.1
&
30+ 189.1
207 175.1
10+ 204.2
H“ I ‘ \ 239.2 2721 299.2 3249 3522 380.7 413.0 4472 4824 5084 5468 5848 612.8 6432 670.8 7033 736.8
0Tt r1rrTr o7 11 1 [ 1111 [ 1 1 T 1 [ T 1T 1 1 [ T T T 1T [ [ T T T [ 1 T 1 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
10.60 Caryophyllene 23.00 947 C15H24 204 87-44-5 mainlib
10.60 BICYCLO[7.2.0]JUNDEC-4-ENE, 23.00 942 C15H24 204 87-44-5 WileyRegi

4,11,11-TRIMETHYL-8-METHYLE
NE-, [LR-(LR* 4E,95*)]-

stry8e
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RT Compound Name Area % Molecular Molecular Cas# Library

Formula Weight
10.60 TRANS(4)-CARYOPHYLLENE 23.00 932 C15H24 204 NA  WileyRegi
stry8e
10.60 BICYCLO[7.2.0]JUNDEC-4-ENE, 23.00 932 C15H24 204 87-44-5 WileyRegi
4,11,11-TRIMETHYL-8-METHYLE stry8e

NE-, [1R-(1R*,4E,9S%)]-

10.60 BICYCLO[7.2.0]JUNDEC-4-ENE, 23.00 923 C15H24 204 87-44-5 WileyRegi
4,11,11-TRIMETHYL-8-METHYLE stry8e

NE-, [1R-(1R* 4E,9S*)]-

Compound Structure

Hit Spectrum

Caryophyllene

Formula C15H24, MW 204, CAS# 87-44-5, Entry# 66572
Bicyclo[7.2.0Jundec-4-ene, 4,11,11-trimethyl-8-methylene-, [1R-(1R*,4E,9S*)]-

S1947, RSI 947, mainlib, Entry# 66572, CAS# 87-44-5, Caryophyllene
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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
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Compound Structure

Hit Spectrum

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# 89160
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Rosemary_Oil #2184 RT: 11.32 AV: 1 NL: 7.18E7
T: + ¢ El Full ms [50.000-750.000]
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50 100 2(‘)0 2‘50 360 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
11.32 Humulene 3.20 947 C15H24 204  6753-9 replib
8-6
11.32 1,4,8-CYCLOUNDECATRIENE, 3.20 924 C15H24 204  6753-9 WileyRegi
2,6,6,9-TETRAMETHYL-, (E,E E)- 8-6 stry8e
11.32 1,4,8-CYCLOUNDECATRIENE, 3.20 916 C15H24 204 6753-9 WileyRegi
2,6,6,9-TETRAMETHYL-, (E,E,E)- 8-6 stry8e
11.32 Humulene 3.20 919 C15H24 204  6753-9 replib
8-6
11.32 1,4,8-CYCLOUNDECATRIENE, 3.20 908 C15H24 204  6753-9 WileyRegi
2,6,6,9-TETRAMETHYL-, (E,E,E)- 8-6 stry8e

Compound Structure

Hit Spectrum

Humulene

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

S1940, RSI 947, replib, Entry# 14003, CAS# 6753-98-6, Humulene
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Compound Structure

Hit Spectrum

1,4,8-CYCLOUNDECATRIENE, 2,6,6,9-TETRAMETHYL-, (E,E,E)-
Formula C15H24, MW 204, CAS# 6753-98-6, Entry# 89108
2,6,6,9-TETRAMETHYL-1,4,8-CYCLOUNDECATRIENE #
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Humulene
Formula C15H24, MW 204, CAS# 6753-98-6, Entry# 14104
a-Caryophyllene

1,4,8-CYCLOUNDECATRIENE, 2,6,6,9-TETRAMETHYL-, (E,E,E)-
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S1909, RSI 919, replib, Entry# 14104, CAS# 6753-98-6, Humulene
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Rosemary_Oil #2351 RT: 11.88 AV: 1 NL: 2.80E6
T: + ¢ El Full ms [50.000-750.000]

My GC-MS Report

100 161.1
907 91.1
80—
105.1
o 707
;é 60| 79.1 119.1
§ 50
% 40 133.1
¢
30
20 204.2
10— 147.1 189.1
AL e oz ssa sne swo s e wer sz wa s ewn gwr jors m
50 100 1%0 260 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
11.88 ¢-Muurolene 0.26 945 C15H24 204 30021-7 replib
4-0
11.88 Naphthalene, 0.26 949 C15H24 204  483-75 replib
1,2,4a,5,6,8a-hexahydro-4,7-dimethy -0
I-1-(1-methylethyl)-
11.88 ¢-Muurolene 0.26 926 C15H24 204 30021-7 replib
4-0
11.88 Naphthalene, 0.26 913 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)-
11.88  (1S,4aR,8aS)-1-1sopropyl-7-methyl-4 0.26 912 C15H24 204  6980-4 mainlib
-methylene-1,2,3,4,4a,5,6,8a-octahyd 6-7

ronaphthalene

Compound Structure

Hit Spectrum

¢-Muurolene

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

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 #

S1932, RSI 945, replib, Entry# 24843, CAS# 30021-74-0, ¢-Muurolene
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Compound Structure Hit Spectrum

¢-Muurolene S1917, RSI 926, replib, Entry# 24906, CAS# 30021-74-0, ¢-Muurolene

Formula C15H24, MW 204, CAS# 30021-74-0, Entry# 24906 161
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Formula C15H24, MW 204, CAS# 39029-41-9, Entry# 24895 161
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(1S,4aR,8aS)-1-Isopropyl-7-methyl-4-methylene-1,2,3,4,4a,5,6,8a-octahydronaphthalene
Formula C15H24, MW 204, CAS# 6980-46-7, Entry# 150501
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Rosemary_Oil #2680 RT: 12.98 AV: 1 NL: 3.94E6
T: + ¢ El Full ms [50.000-750.000]
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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
12.98 NAPHTHALENE, 0.39 928 C15H24 204  483-76 WileyRegi
1,2,3,5,6,8A-HEXAHYDRO-4,7-DI -1 stry8e

METHYL-1-(1-METHYLETHYL)-,
(1S-CIS)-
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RT Compound Name Area % MF Molecular Molecular Cas# Library
Formula Weight
12.98 Naphthalene, 0.39 911 C15H24 204  483-76 replib
1,2,3,5,6,8a-hexahydro-4,7-dimethyl- -1
1-(1-methylethyl)-, (1S-cis)-
12.98  1-lsopropyl-4,7-dimethyl-1,2,3,5,6,8a 0.39 913 C15H24 204 16729-0 mainlib
-hexahydronaphthalene 1-4
12.98 NAPHTHALENE, 0.39 873 C15H24 204  483-76 WileyRegi
1,2,3,5,6,8A-HEXAHYDRO-4,7-DI -1 stry8e
METHYL-1-(1-METHYLETHYL)-,
(1S-CIS)-
12.98 NAPHTHALENE, 0.39 863 C15H24 204  483-76 WileyRegi
1,2,3,5,6,8A-HEXAHYDRO-4,7-DI -1 stry8e
METHYL-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
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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# 24907

Cadina-1(10),4-diene
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1-Isopropyl-4,7-dimethyl-1,2,3,5,6,8a-hexahydronaphthalene
Formula C15H24, MW 204, CAS# 16729-01-4, Entry# 150583
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Compound Structure Hit Spectrum

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