Library Search Report

Data Path : G:NOCNO 1399\99-11-18\
Data File : 4955-osareh.D

AcqOn : 9Feb 2021 22:25
Operator :

Sample :4955-osareh

Misc

ALS Vial : 96 Sample Multiplier: 1

Search Libraries: E:\Database\wiley7n.| Minimum Quality: 0

Unknown Spectrum: Apex
Integration Events: ChemStation Integrator - events.e

Abundance TIC: 4955-0sareh.D\data.ms
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Abundance Scan 20 (5.191 min): 4955-osareh.D\data.ms m/z 55.10 100.00%
55.1
69.1
5000
831 T ‘ T T T ‘ T T T ‘ T
| “ 97.1 11‘1'11210 1 1511 1012 2070 520 540 560
0,
0\‘\\\\‘\\\\‘\\\\“\‘\\\‘\\\\“\\1‘\“‘\\1\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ m/Z 69 10 7608/0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210
Abundance #36469: 4-Octene, 2,6-dimethyl-, [S-(Z)]-
55.0
69.0
5000 \‘\\\\‘\\\\‘\\
41.0 520 540 560
m/z 70.00 39.49%
29.0 ‘ 83.0 1.0 140.0 1
0\‘\\\‘\“\\\\“\\\\‘\‘\\‘\‘\\\‘\“\\\\‘\M\\‘\\9\7\()‘\\\\“\\\\‘1\2\5)\9‘\\\\1\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 50 70 90 100 110 120 130 140 150 160 170 180 190 200 210
Abundance #36470: 4-Octene, 2,6-dimethyl-, [S-(Z)]- (CAS)
55.0
690 \‘\\\\‘\\\\‘\\
520 540 560
5000 410 m/z 56.10 33.98%
29.0 83.0 1110 140.0
0\‘\\\‘\“\\\\‘\\\\‘\‘\\‘\‘\\\‘\“\\\\‘\M\\‘\\9\7\()‘\\\\“\\\\‘1\2\5)\9‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 30 40 50 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210
Abundance #36471: 4-Octene, 2,6-dimethyl-, [S-(E)]- T
55.0 520 540 560
69.0 m/z 57.00 26.88%
5000 M
41.0
83.0
29.0 ‘ ‘ ‘ 970 110 140.0
0\‘\\\\‘\\\\“\\\\‘\‘\\‘\‘\\\‘\“\\\\‘\!\\‘\\\‘\‘\\\\“\\\\‘1\2\5)\9‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T ‘ T T T 7T ‘ T T T 7T ‘ T T
m/z--> 20 30 40 70 90 100 110 120 130 140 150 160 170 180 190 200 210 520 540 560

Data File: G:NVOCNO 1399\99-11-18\4955-0sareh.D
Sample :4955-osareh

Peak Number: 1 at 5.191 min Area: 19449861 Area % 0.13

The 3 best hits from each library. Ref\# CASW  Qual

E:\Database\wiley7n.|

1 4-Octene, 2,6-dimethyl-, [S-(Z)]- 36469 062960-77-4 94
2 4-Octene, 2,6-dimethyl-, [S-(Z)]... 36470 062960-77-4 94
3 4-Octene, 2,6-dimethyl-, [S-(E)]- 36471 062960-76-3 94

BTEX-esance.M Wed Feb 10 06:59:40 2021 Page: 2



Unknown Spectrum based on Apex
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Library Search Report - ChemStation Integrator

Scan 56 (5.378 min): 4955-osareh.D\data.ms m/z 93.00 100.00%

=

121.1 1361

1971 ‘ ‘ 192.9207.0 280.9

520 5.40 5.60 5.80
m/z 91.00 28.80%

m/z-->
Abundance

5000

o

10 20 30 40 50 60 70 80 90

#32273: Tricyclene $$ Tricyclo[2.2.1.0(2,6)]heptane, 1,7,7-trimethyl- (CAS) $$ 1,7,7-Trimethyltricyclo[2.2.1.0(2,6)]heptane $$ °
93.0

o 79.0
[ 65.0 H ‘
L I, |

100110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280

P

5.20 5.40 5.60 5.80

121.0 136.0 m/z 92.00 22.90%

1 ‘7.0 ‘

m/z-->
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5000

o

10 20 30 40 50 60 70 80 90

#32274: Tricyclo[2.2.1.02,6]heptane, 1,7,7-trimethyl-
.0

93

41.0 79.0
il o
“ m‘ ‘\H\ H‘m H\ ‘

100110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280

>

520 5.40 5.60 5.80
m/z 121.10 21.29%

1210 150 0
107.0 ‘

m/z-->
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5000

10 20 30 40 50 60 70 80 90
#32272: Tricyclo[2.2.1.02,6]heptane, 1
93

’

79.0
27.0

410
H 65.0 H
1 P N

.0

100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
7,7-trimethyl- $$ Tricyclene $$ 1,7,7-Trimethyltricyclo[2.2.1.0(sup2,6)]heptane $$ 1,7,7

—

520 5.40 5.60 5.80
m/z 79.00 20.73%

121.0 1360

=

107.0 ‘

o

m/z-->

10 20 30 40 50 60 70 80 90

100110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280

5.20 5.40 5.60 5.80

Data File: G:NVOCNO 1399\99-11-18\4955-0sareh.D

Sample

Peak Number: 2

: 4955-0sareh

at

The 3 best hits from each library.

5.378 min Area: 73323253 Area % 0.48

Ref\# CASW  Qual

E:\Database\wiley7n.|

1 Tricyclene $$ Tricyclo[2.2.1.0(2...
2 Tricyclo[2.2.1.02,6]heptane, 1,7...
3 Tricyclo[2.2.1.02,6]heptane, 1,7...

BTEX-esance.M Wed Feb 10 06:59:42 2021

32273 000508-32-7 96
32274 000508-32-7 96
32272 000508-32-7 95

Page: 3



Unknown Spectrum based on Apex

Library Search Report - ChemStation Integrator

Abundance Scan 113 (5.673 min): 4955-osareh.D\data.ms m/z 93.10 100.00%
93.1
5000
771
1211
o | ‘ 13?1 1519 207.1 281.0 290 ST
0\\\‘\\\\‘\\\\‘\\\\“\“\‘\\‘\‘\‘\“\“\\\1“\\\\‘\\‘\\‘\‘\\“\“\\\\“\‘\\\‘\\\\‘\\\\‘\\.\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\.‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\.\\\‘m/Z 91-1 50-40%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
Abundance#32184: .ALPHA.-PINENE, (-)- $$ Bicyclo[3.1.1]hept-2-ene, 2,6,6-trimethyl- (CAS) $$ Pinene $$ 2-Pinene $$ .alpha.-Pinene §
93.0
5000 I =
77.0 5.50 6.00
410 miz 9210 44.67%
H 55.0 197_0121-0 136.0
0\\\‘\\\\‘\\\\i\w\\i‘}\‘\\‘\‘\‘{M‘\\\ll‘\\\\‘\\\\‘\‘\H\‘\\\\“\\\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
Abundance#32180: .ALPHA.-PINENE, (-)- $$ Bicyclo[3.1.1]hept-2-ene, 2,6,6-trimethyl- (CAS) $$ Pinene $$ 2-Pinene $$ .alpha.-Pinene §
93.0
T ‘ T T ‘ T
5.50 6.00
5000 m/z 77.10 32.54%
77.0
39.0
|, 0 ‘ 107.0 1210 136.0
0\\\‘\\\\‘\\\\i\‘\\\i‘}‘\‘\\‘\‘\‘\M‘\\\}l‘\\\\‘\!\\‘\‘?}‘\.‘\\\\“‘\\\\‘\\!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
Abundance#32176: .ALPHA.-PINENE, (-)- $$ Bicyclo[3.1.1]hept-2-ene, 2,6,6-trimethyl- (CAS) $$ Pinene $$ 2-Pinene $$ .alpha.-Pinene § —L S
93.0 5.50 6.00
m/z 79.10 27.63%
5000
77.0
39.0
53.0 ‘ 121.0 136.0
0\\\‘\zﬁho‘\\\\‘i‘\‘\\\i‘}‘\‘\\‘\‘\‘ih‘\\\1l‘\\\\‘\1\\‘1\‘\13.‘(\)\\\“‘\\\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 5.50 6.00

Data File: G:NVOCNO 1399\99-11-18\4955-0sareh.D

Sample

Peak Number: 3

: 4955-0sareh

at

The 3 best hits from each library.

5.673 min Area: 2175773565 Area % 14.18

Ref\# CASW  Qual

E:\Database\wiley7n.|

1 .ALPHA.-PINENE, (-)- $$ Bicyclo...
2 .ALPHA.-PINENE, (-)- $$ Bicyclo...
3 .ALPHA.-PINENE, (-)- $$ Bicyclo]...

BTEX-esance.M Wed Feb 10 06:59:43 2021

32184 000080-56-8 96
32180 000080-56-8 95
32176 000080-56-8 94

Page: 4



Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Abundance Scan 157 (5.902 min): 4955-osareh.D\data.ms m/z 93.10 100.00%
93.1
1211
5000
670 ‘ T T ‘ T
AL
0\‘\\\\‘\\‘}“\“\“!‘\\ “\\\\“\“!\\“\\1\\‘8‘.1\\\‘\\\\‘\\\\‘2(\)7\.\()\‘\\\\‘\\\\‘\\\2\8‘1\.()\\\‘\\\\‘\\\\‘\??5.‘1\ m/Z 121-10 74-85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance#32117: Camphene $$ Bicyclo[2.2.1]heptane, 2,2-dimethyl-3-methylene- (CAS) $$ 3,3-Dimethyl-2-methylenenorbornane $$ 2,
93.0
121.0
5000 T 7
5.50 6.00
67.0
390 m/z 79.00 37.24%
0 “\“!\\“\\1\3!‘7‘.9\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance#32122: Camphene $$ Bicyclo[2.2.1]heptane, 2,2-dimethyl-3-methylene- (CAS) $$ 3,3-Dimethyl-2-methylenenorbornane $$ 2,
93.0
‘ T T ‘ T
121.0 5.50 6.00
5000 m/z 91.10 35.17%
67.0
41.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance#32120: Camphene $$ Bicyclo[2.2.1]heptane, 2,2-dimethyl-3-methylene- (CAS) $$ 3,3-Dimethyl-2-methylenenorbornane $$ 2, . o
93.0 121.0 5.50 6.00
m/z 107.10 31.16%
5000
41.0 67.0
‘ ‘ 137.0
0\‘\\\\‘}“\\“}“\“\H\“\\ \‘\‘1\\“\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ ‘\ \‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 550 6.00

Data File: G:NVOCNO 1399\99-11-18\4955-0sareh.D

Sample

Peak Nu

The 3 best hits from each library.

: 4955-0sareh

mber: 4 at

5.902 min Area: 698787643 Area % 4.55

Ref\# CASW  Qual

E:\Database\wiley7n.|

1 Camphene $$ Bicyclo[2.2.1]heptan...
2 Camphene $$ Bicyclo[2.2.1]heptan...
3 Camphene $$ Bicyclo[2.2.1]heptan...

BTEX-esance.M Wed Feb 10 06:59:45 2021

32117 000079-92-5 98
32122 000079-92-5 97
32120 000079-92-5 97

Page: 5



Unknown Spectrum based on Apex
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Library Search Report - ChemStation Integrator

Scan 246 (6.363 min): 4955-osareh.D\data.ms m/z 93.00 100.00%

]

6.50
m/z 91 00 43.31%

.0

é

\ 107.0 ° ' 192.8 207.0

m/z-->
Abundance

20 30 40 50 60 70 80 90
#32053: .beta.-Phellandrene $$ Cy

100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
clohexene, 3-methylene-6-(1-methylethyl)- (CAS) $$ 3-ISOPROPYL-6-METHYLENE-CYCI

93.0
5000 M
600 650
0
390 1360 m/z 77.00 36.06%
H “ 107.0 121.0
0\\‘\\\\‘\\\\‘\‘\\\“\‘\\\‘\\\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
Abundance #32154: Sabinene $$ Bicyclo[3.1.0]hexane, 4-methylene-1-(1-methylethyl)- (CAS) $$ 4(10)-Thujene $$ Sabinen $$ (+)-Sabine
93.0
600 650
5000 m/z 79.00 28.81%
77.0
41. 136
\ 55. | 107.0121.0
0\\‘\\\\‘\\\\“\‘\\\“\‘\\\‘\\‘\‘\‘\\\\l\\\\‘1\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
Abundance#32278: Tricyclene $$ Tricyclo[2.2.1.0(2,6)]heptane, 1,7,7-trimethyl- (CAS) $$ 1,7,7-Trimethyltricyclo[2.2.1.0(2,6)]heptane $$ M
93.0 6.00 6.50
m/z 92.00 16.53%
5000
79.0 121.0 4360
107.0 ‘
0\\‘\\\\‘\\\\“\‘\\\“\‘\‘\\‘\\‘\‘\‘\\\‘\M\\\\‘H\\\‘\\?\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ ‘ T T ‘ T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 6.00 6.50

Data File: G:NVOCNO 1399\99-11-18\4955-0sareh.D

Sample

Peak Number: 5

: 4955-0sareh

at  6.363 min

The 3 best hits from each library.

Area: 5728752 Area % 0.04

Ref\# CASW  Qual

E:\Database\wiley7n.|

1 .beta.-Phellandrene $$ Cyclohexe...
2 Sabinene $$ Bicyclo[3.1.0]hexane...
3 Tricyclene $$ Tricyclo[2.2.1.0(2...

BTEX-esance.M Wed Feb 10 06:59:46 2021

32053 000555-10-2 95
32154 003387-41-5 95
32278 000508-32-7 95

Page: 6



Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Abundance Scan 264 (6.457 min): 4955-osareh.D\data.ms
93.0

5000
69.1

53‘.0 |
TN

121.1
136.1
HL 1071 \ 192.8207.0

o

93.0

5000 410

69.0
27.0
o

L

m/z--> 10 20 30 40 50 60 70 80 90 100110120 130140150 160 170 180 190 200 210 220 230 240 250 260 270 280
Abundance#32196: Bicyclo[3.1.1]heptane, 6,6-dimethyl-2-methylene-, (1S)- $$ 2(10)-Pinene, (1S,5S)~(-)- $$ (-)-.beta.-Pinene $$ (-)-2(10)

o

93.0

5000 41.0

69.0

Pl |

H 107.0 121.0 136.0

o

m/z--> 10 20 30 40 50 60 70 80 90 100110120 130140150 160 170 180 190 200 210 220 230 240 250 260 270 280
Abundance#32213: 2-.BETA.-PINENE $$ Bicyclo[3.1.1]heptane, 6,6-dimethyl-2-methylene- (CAS) $$ .beta.-Pinene $$ Nopinen $$ Nopin

93.0

5000
69.0

53.0

Ll oo

o

m/z--> 10 20 30 40 50 60 70 80 90 100110120 130140150 160 170 180 190 200 210 220 230 240 250 260 270 280
Abundance#32216: 2-.BETA.-PINENE $$ Bicyclo[3.1.1]heptane, 6,6-dimethyl-2-methylene- (CAS) $$ .beta.-Pinene $$ Nopinen $$ Nopin

m/z 93.00 100.00%

=

‘6.%0‘
m/z 69.10 29.93%

.

‘6.%0‘
m/z 91.00 28.11%

=

‘6.%0‘
miz 79.00 2399%

=

‘6.%0‘
[z 77.00 22.62%

=

Data File: G:NVOCNO 1399\99-11-18\4955-0sareh.D
Sample :4955-osareh

Peak Number: 6 at 6.457 min Area: 60729451 Area % 0.40

The 3 best hits from each library. Ref\# CASW  Qual

E:\Database\wiley7n.|

1 Bicyclo[3.1.1]heptane, 6,6-dimet... 32196 018172-67-3 97

2 2- BETA.-PINENE $$ Bicyclo[3.1.1... 32213 000127-91-3 96
3 2-.BETA.-PINENE $$ Bicyclo[3.1.1... 32216 000127-91-3 96

BTEX-esance.M Wed Feb 10 06:59:47 2021 Page: 7

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 140150 160 170 180 190 200 210 220 230 240 250 260 270 280



Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Abundance od0 Scan 323 (6.763 min): 4955-osareh.D\data.ms m/z 93.00 100.00%
69.1
5000
53.0 ‘ 1211 1361 650  7.00
oWH_HWwu‘m_m‘:;H“;MMHuﬂ??ﬂwuWs;_‘WH_Hwm‘_“1%?-9‘?9?-‘9”Ww_m_HWH_‘%%T-‘QW m/z 69.10 71.04%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
Abundance#31858: .beta.-Myrcene $$ 1,6-Octadiene, 7-methyl-3-methylene- (CAS) $$ 2-Methyl-6-methylene-2,7-octadiene $$ 2-ETHEN

93.0
69.0
5000 L= —
6.50 7.00
60 m/z 91.00 23 44%
. Ll om0t taso
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
Abundance#31867: .beta.-Myrcene $$ 1,6-Octadiene, 7-methyl-3-methylene- (CAS) $$ 2-Methyl-6-methylene-2,7-octadiene $$ 2-ETHEN

41.0 93.0
69.0

=

T ‘ T T ‘ T
6.50 7.00

5000 m/z 79.00 16.96%

50 || || || 107.01210136.0

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
Abundance #32206: .beta.-Pinene
93.0

o

=

T ‘ T T ‘ T
6.50 7.00

m/z 77.00 16,03%

41.0
5000 69.0
27.0 136.0
R O T 2 e
0 i 1Ll Ll \‘\ 1N ‘

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 6.50 7.00

Data File: G:NVOCNO 1399\99-11-18\4955-0sareh.D
Sample :4955-osareh

Peak Number: 7 at 6.763 min Area: 164667773 Area % 1.07

The 3 best hits from each library. Ref\# CASW  Qual

E:\Database\wiley7n.|

1 .beta.-Myrcene $$ 1,6-Octadiene,... 31858 000123-35-3 96
2 .beta.-Myrcene $$ 1,6-Octadiene,... 31867 000123-35-3 94
3 .beta.-Pinene 32206 000127-91-3 91

BTEX-esance.M Wed Feb 10 06:59:49 2021 Page: 8



Unknown Spectrum based on Apex
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Library Search Report - ChemStation Integrator

Scan 365 (6.981 min): 4955-osareh.D\data.ms
1

123.1 138.1
109.1 ‘

\ ‘ 190.9 206.9 280.9

m/z-->
Abundance

5000

0

10 20 30 40 50 60 70 80 90

810 99

67.0
410
27.0 ‘
il \\‘\ 1 ‘

100110120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280

#34308: Cyclohexene, 4-methyl-1-(1-methylethyl)-

.0

123.0 138.0
‘ 109.0 ‘ ‘

m/z-->
Abundance

5000

10 20 30 40 50 60 70 80 90

9['

67.0

27.0

100110120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280

#34102: Cyclohexene, 1-methyl-3-(formylmethyl)-

.0

123.0
109.0

41.0 8
H“ MM\ \\‘H ‘\

1.0
\‘\‘

138.0

0
m/z-->
Abundance

5000

0

10 20 30 40 50 60 70 80 90

81.0 93

67.0
41.0

100110120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
#34445: 3-Menthene
.0

27.0
‘M‘ \\‘\‘n i M ‘\‘ ‘

‘ 109.0 ‘ ‘

m/z 95.10 100.00%

-

7.00
m/z 67.10 54.88%

-

7.00
m/z 93.00 39.96%

o

7.00
miz 81.10 39,27%

-

7.00
m/z 69.10 35,16%

.

m/z-->

10 20 30 40 50 60 70 80 90

100110120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280

Data File: G:NVOCNO 1399\99-11-18\4955-0sareh.D

Sample

Peak Number: 8

: 4955-0sareh

at

The 3 best hits from each library.

6.981 min Area: 7373155 Area % 0.05

Ref\# CASW  Qual

E:\Database\wiley7n.|

1 Cyclohexene, 4-methyl-1-(1-methy...
2 Cyclohexene, 1-methyl-3-(formylm...
3 3-Menthene

BTEX-esance.M Wed Feb 10 06:59:51 2021

34308 000500-00-5 90
34102 129993-40-4 89

34445 000000-00-0 81

Page: 9



Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Abundance

5000

o

93

77.0

Scan 381 (7.064 min): 4955-osareh.D\data.ms m/z 93.00 100.00%

.0

.

136.1 — :

7.00
7%

. 107.0 1211 m/z 91.00 53.5

‘ 207.0

280
H\‘H\\‘\\H‘\H\‘H\\‘\\H‘H\\‘H\\‘\\H‘HH‘HH‘\\H‘\H\‘H\\‘\H\‘\H\‘HH‘HH‘HH‘HH‘

m/z-->
Abundance

5000

o

30 40 50 60 70 80 90

#31925: I-Phellandrene $$ 1,3-

93

77.0

0 e40 )

100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
Cyclohexadiene, 2-methyl-5-(1-methylethyl)- (CAS) $$ p-Mentha-1,5-diene $$ .alpha.-Fellandre
.0

3

1 \
7.00

136.0 m/z 77.00 34.90%

| 107.0 121.0

m/z-->
Abundance

30 40 50 60 70 80 90

#31918: I-Phellandrene $$ 1,3-

93

100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
Cyclohexadiene, 2-methyl-5-(1-methylethyl)- (CAS) $$ p-Mentha-1,5-diene $$ .alpha.-Fellandre
.0

k|

7.00

5000 770 m/z 92.00 28.67%
390 136.0
D e o |
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
Abundance #32342: . ALPHA. PHELLANDRENE — ‘
93.0 7.00
m/z 136.05 20.73%
5000 77.0
136.0
0\‘\\\\“‘\‘\\\?‘\3\(\)\‘\\\\‘\\\!“\\\\‘\!\\‘1\\7\‘(\)\1\2“1\\9\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ T ‘ T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 7.00

Data File: G:NVOCNO 1399\99-11-18\4955-0sareh.D

Sample

Peak Nu

The 3 best hits from each library.

: 4955-0sareh

mber: 9 at

7.064 min Area: 65494029 Area % 0.43

Ref\# CASW  Qual

E:\Database\wiley7n.|

1 I-Phellandrene $$ 1,3-Cyclohexad...
2 |-Phellandrene $$ 1,3-Cyclohexad...
3 .ALPHA. PHELLANDRENE

BTEX-esance.M Wed Feb 10 06:59:52 2021

31925 000099-83-2 97
31918 000099-83-2 96
32342 001529-99-3 95

Page: 10



Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Abundance Scan 422 (7.277 min): 4955-osareh.D\data.ms m/z 111.10 100.00%
111.1
71.0
5000
55.0 154.1
93.0
| H ‘ 136]1 7.00 7.50
0 \\‘\\‘\“\““\‘\“}\H“‘M\M“““\“M\‘\“\‘\\}‘\\\‘\‘\\\\‘\1\91\\1‘2(\)7\9\‘\\\\‘2\4\8\9\2‘6\4.\9\2\8‘1\1\\\‘\\\\‘\\\\‘\???‘1\ m/Z 71-0 53.97%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance#53065: Isocineole $$ 7-Oxabicyclo[2.2.1]heptane, 1-methyl-4-(1-methylethyl)- (CAS) $$ 7-Oxabicyclo[2.2.1]heptane, 1-isopro
43.0
111.0
71.0
5000
7.00 7.50
154.0 m/z 125.10 46.33%
o o |
0 \\“‘\\\M“\H‘\\“HH\\M\“\HW\“\‘\1?\6).‘0\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance#53148: 1,8-Cineole $$ 2-Oxabicyclo[2.2.2]octane, 1,3,3-trimethyl- (CAS) $$ Terpan $$ Zineol $$ Eucapur $$ p-Cineole $$ C¢
71.0 111.0
T ‘ T T ‘ T
7.00 7.50
5000 m/z 154.10 35.60%
154.0
93.0
0 \\‘\\\\‘\\\\‘\‘\\‘!‘\\\\‘1\‘7\.9\“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #53068: Isocineole $$ 7-Oxabicyclo[2.2.1]heptane, 1-methyl-4-(1-methylethyl)- (CAS) $$ 7-Oxabicyclo[2.2.1]heptane, 1-isopro
43.0 7.00 7.50
m/z 55.00 34.69%
111.0
5000 71.0
154.0
0 ‘ ‘ 1J7'0 ‘\ ‘ I I I I \ I I I I \ I
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\ \‘\ \‘\
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 7.00 7.50

Data File: G:NVOCNO 1399\99-11-18\4955-0sareh.D
Sample :4955-osareh

Peak Number: 10 at 7.277 min Area: 908752495 Area % 5.92

The 3 best hits from each library. Ref\# CASW  Qual

E:\Database\wiley7n.|

1 Isocineole $$ 7-Oxabicyclo[2.2.1... 53065 000470-67-7 93
2 1,8-Cineole $$ 2-Oxabicyclo[2.2.... 53148 000470-82-6 93
3 Isocineole $$ 7-Oxabicyclo[2.2.1... 53068 000470-67-7 87

BTEX-esance.M Wed Feb 10 06:59:53 2021 Page: 11



Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Abundance Scan 441 (7.375 min): 4955-osareh.D\data.ms m/z 121.10 100.00%
1211
93.1
136.1
5000
77.0
‘ T T ‘ T
51.0 g4 ‘ | 1?\7'1 \ 1541 177.0 190.9 207.0 2489 2649 2810 i 7o
0\‘\\\\‘\\\\“H\‘\\‘\‘\”9‘\\\1}‘\\\\‘\\‘\\‘\H}l“\\‘\‘\“\\\\‘\\\‘\‘\\\\‘\\\.\‘\\\\‘\\\\.‘\\\\‘\.\\\‘\\\\.‘\\\\‘\\\\‘\\\\‘\\\\‘.\\\\‘\\\.\‘\\\\‘\.\\\‘\m/Z 93-10 81-99%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
Abundance#31906: .alpha.-Terpinene $$ 1,3-Cyclohexadiene, 1-methyl-4-(1-methylethyl)- (CAS) $$ 1,3-P-MENTHADIENE $$ 1-Methyl-
93.0 121.0
5000 136.0 — —
77.0 7.00 7.50
m/z 136.05 53.60%
51.0 1T7-0
0\‘\\\\‘\\\\“1‘\‘\}‘6\4\.).9‘\\\1}‘\\\\‘!!\\‘\H1‘1‘\\‘\‘\“!\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
Abundance#31897: .alpha.-Terpinene $$ 1,3-Cyclohexadiene, 1-methyl-4-(1-methylethyl)- (CAS) $$ 1,3-P-MENTHADIENE $$ 1-Methyl-
93.0 121.0
‘ T T ‘ T
136.0 7.00 7.50
5000 m/z 91.00 45.64%
77.0
Lo LY
0\‘\\\\“\\\\““\‘\““\‘\‘\‘\‘\\\}}‘\\\\‘\1\\‘\‘\}}‘\\\\“!\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
Abundance #31909: .alpha.-Terpinene $$ 1,3-Cyclohexadiene, 1-methyl-4-(1-methylethyl)- (CAS) $$ 1,3-P-MENTHADIENE $$ 1-Methyl _J_ -
m/z 77.00 30.51%
5000 136.0
77.0
41.0 1T7.o
0\‘\\\\‘\1\\‘\\\\‘\\\\‘\\\1}‘\\\\‘!1\\‘\‘\}‘}‘\\\\“!\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ ‘ T T ‘ T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 7.00 7.50

Data File: G:NVOCNO 1399\99-11-18\4955-0sareh.D

Sample

Peak Number: 11

The 3 best hits from each library.

: 4955-0sareh

at

Ref\# CASW

7.375 min Area: 223238949 Area % 1.45

Qual

E:\Database\wiley7n.
1 .alpha.-Terpinene $$ 1,3-Cyclohe...
2 .alpha.-Terpinene $$ 1,3-Cyclohe...
3 .alpha.-Terpinene $$ 1,3-Cyclohe...

BTEX-esance.M Wed Feb 10 06:59:54 2021

31906 000099-86-5 98
31897 000099-86-5 98
31909 000099-86-5 98
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Abundance Scan 455 (7.448 min): 4955-osareh.D\data.ms
119.1
5000
910 134.1
51.0 7.0 ‘ 105.1 |
0\H‘\H\‘\\\\‘\H\‘H\\“\.H‘\‘\‘\‘H‘\HM“H\\“UH\‘\m\\‘H‘i\‘l‘\\\\‘\\‘H‘H\\1‘5\)\4.\.\1‘\\\\‘1\\7\6\.‘9\\1\\9‘1\.\(\)\‘2\(\)\7\.‘(\)\\\‘H\\‘\H\‘\2\\4.\8‘.\9\\\2‘\6\4\..\9‘\\2\\8‘1\.\(\)\‘\

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 140150160170 180 190200210 220230 240250 260 270 280
Abundance#29872: Benzene, 1-methyl-2-(1-methylethyl)- (CAS) $$ 1-Methyl-2-isopropylbenzene $$ o-Cymene $$ o-Cymol $$ o-Isopropy
119.0

m/z 119.10 100.00%

L

7.50
m/z 134.05 30.17%

L

5000 w
134.0 7.0
91.0 ' m/z 91.00 23.67%
\\\‘\H\‘\\\\‘\H\‘\\\\i\H}“\‘\i\‘\H}“H\\“}‘H\‘\“\\‘\\i{‘H\\‘\\‘\\‘H\\‘\H\‘H\\‘\H\‘H\\‘\H\‘H\\‘\H\‘H\\‘\H\‘H\\‘\H\‘H\\‘\\H‘H\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 140150160170 180 190 200210 220 230 240 250 260 270 280
Abundance #29888: Benzene, 1-methyl-4-(1-methylethyl)-
119.0
T ‘ T
7.50
5000 m/z 117.10 14.80%
91.0 134.0
o 20410 a0 70 | 1050
\\\‘\H\‘\\\\‘\H\‘\\\\‘\H\‘\\\\‘\H“‘H\\““H\‘\“\\‘\Hi‘H\\‘\\‘\\‘H\\‘\H\‘H\\‘\H\‘H\\‘\H\‘H\\‘\H\‘H\\‘\H\‘H\\‘\H\‘H\\‘\\H‘H\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 140150 160170 180 190 200210 220 230 240 250 260 270 280
Abundance#29870: Benzene, 1-methyl-2-(1-methylethyl)- $$ o-Cymene $$ o-Cymol $$ o-Isopropyltoluene $$ 1-Isopropyl-2-methylbenzen =
119.0 7.50
m/z 120.10 10.99%
5000
91.0 134.0
39.0 :
0\\\‘1\?\.(\)‘\\\‘\‘\\\\“‘\\\\i‘i‘\\ﬁ%\.‘(\)\‘\7\7}.‘(‘)\\\\“‘i‘\\\}(\‘)}?.\(‘)\\‘\‘\lH\\‘\\‘\\‘H\\‘\H\‘H\\‘\H\‘H\\‘\H\‘H\\‘\H\‘H\\‘\H\‘H\\‘\H\‘H\\‘\\H‘H\\‘\ T ‘ T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 140150 160170 180 190 200 210 220 230 240 250 260 270 280 7.50

Data File: G:NVOCNO 1399\99-11-18\4955-0sareh.D
Sample :4955-osareh

Peak Number: 12 at 7.448 min Area: 289364608 Area % 1.89

The 3 best hits from each library. Ref\# CASW  Qual

E:\Database\wiley7n.|

1 Benzene, 1-methyl-2-(1-methyleth... 29872 000527-84-4 97
2 Benzene, 1-methyl-4-(1-methyleth... 29888 000099-87-6 97
3 Benzene, 1-methyl-2-(1-methyleth... 29870 000527-84-4 97

BTEX-esance.M Wed Feb 10 06:59:56 2021

Page: 13



Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Abundance Scan 490 (7.629 min): 4955-osareh.D\data.ms m/z 81.10 100.00%
81.1 108.1
139.1 154.1
5000 55.0 A
6
T ‘ T T ‘ T
H H \ I, 12\1\1 | 179.1193.0 207.0 2491 264.9 281.0 720 o
0 \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\‘\\‘w\\\‘\\‘\\‘\\\\‘\\\ ‘\‘\\\“\\\‘\‘\\\\‘“\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ /Z 108 10 8633%
m/z--> 20 30 40 50 60 70 80 90 100 110120130140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
Abundance#53139: 1,8-Cineole $$ 2-Oxabicyclo[2.2.2]octane, 1,3,3-trimethyl- (CAS) $$ Terpan $$ Zineol $$ Eucapur $$ p-Cineole $$ Ce
81.0
108.0
55.0 154.0
139.0
5000 -t ——
7.50 8.00
m/z 93.00 78.15%
H 125.0
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\H\‘\\\‘\“!\‘\\“\1\\‘\\\“1\\\“\\“\‘\\!\}\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 30 40 50 60 70 80 90 100 110120130140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
Abundance#53144: 1,8-Cineole $$ 2-Oxabicyclo[2.2.2]octane, 1,3,3-trimethyl- (CAS) $$ Terpan $$ Zineol $$ Eucapur $$ p-Cineole $$ C¢
43.0
810 T ‘ T T ‘
108.0 7.50 800
5000 154.0 m/z 111.10 77.59%
139.0
‘ ‘ 126.0
0\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\H\‘\\\\i\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 30 40 50 60 70 80 90 100 110120130140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
Abundance#53138: 1,8-Cineole $$ 2-Oxabicyclo[2.2.2]octane, 1,3,3-trimethyl- (CAS) $$ Terpan $$ Zineol $$ Eucapur $$ p-Cineole $$ Cz — —
43.0 7.50 8.00
m/z 154.10 72.66%
5000 81.0
108.0
27.0 139.0 154.0
O A o 0
0\\\‘\\\\‘\\\\i\\\\‘\H\\“\\‘\\‘\\\‘\“1\\\‘\\\\‘\\\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ T ‘ T T ‘ T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 7.50 8.00

Data File: G:NVOCNO 1399\99-11-18\4955-0sareh.D
: 4955-0sareh

Sample

Peak Number: 13 at 7.629 min Area: 153027338 Area % 1.00

The 3 best hits from each library. Ref\# CASW  Qual

E:\Database\wiley7n.|

1 1,8-Cineole $$ 2-Oxabicyclo[2.2.... 53139 000470-82-6 98
2 1,8-Cineole $$ 2-Oxabicyclo[2.2.... 53144 000470-82-6 94
3 1,8-Cineole $$ 2-Oxabicyclo[2.2.... 53138 000470-82-6 94

BTEX-esance.M Wed Feb 10 06:59:57 2021 Page: 14



Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Abundance Scan 503 (7.697 min): 4955-osareh.D\data.ms m/z 68.10 100.00%
68.1 93.1
5000
107.1 1211 136.1
53.0 — —
‘ | ‘ L 1541 178.9 192.9 207.0 249.0 281.0 o o0
0‘\\\\‘\\\\‘H{‘\\‘\‘\\‘“\\\1‘\‘\\\‘\\\\‘\‘\‘\‘\‘\\‘\\“\‘\\\‘\\\‘\‘\\\\‘\\\.\‘\\\\‘\\\\‘.\\\\‘\\.\\‘\\\\.‘\\\\‘\\\\‘\\\\‘\\\\‘.\\\\‘\\\\‘\\\\‘\.\\\‘\\m/Z 93-1 92.11%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290
Abundance#32008: I-Limonene $$ Cyclohexene, 1-methyl-4-(1-methylethenyl)-, (S)- (CAS) $$ $ (-)-Limonene $$ p-Mentha-1,8-diene, (S)
68.0
93.0
5000 — -
39.0 530 7.50 8.00
' ’ 107.0 121.0 136.0 m/z 67.1 79.79%
0
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290
Abundance#31986: di-Limonene $$ Cyclohexene, 1-methyl-4-(1-methylethenyl)- (CAS) $$ 1-P-MENTHA-1,8-DIENE $$ Limonene $Cine|
68.0 93.0
T ‘ T T ‘ T
7.50 8.00
5000 m/z 79.00 44.29%
39.0 530 107.0 121.0 136.0
0
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290
Abundance#31993: dl-Limonene $$ Cyclohexene, 1-methyl-4-(1-methylethenyl)- (CAS) $$ 1-P-MENTHA-1,8-DIENE $$ Limonene $Cine| —= —
68.0 7.50 8.00
930 m/z 94.10 35.59%
5000
53.0
107.0 121.0 136.0
0 T ‘ T T ‘ T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 7.50 8.00

Data File: G:NVOCNO 1399\99-11-18\4955-0sareh.D
Sample :4955-osareh

Peak Number: 14 at 7.697 min Area: 267380958 Area % 1.74

The 3 best hits from each library. Ref\# CASW  Qual

E:\Database\wiley7n.|

1 I-Limonene $$ Cyclohexene, 1-met... 32008 005989-54-8 98
2 dI-Limonene $$ Cyclohexene, 1-me... 31986 000138-86-3 98
3 dl-Limonene $$ Cyclohexene, 1-me... 31993 000138-86-3 97

BTEX-esance.M Wed Feb 10 06:59:59 2021 Page: 15



Unknown Spectrum based on Apex

Library Search Report - ChemStation Integrator

Abundance Scan 575 (8.070 min): 4955-osareh.D\data.ms m/z 93.00 100.00%
93.0
5000 79.0 u
53.0 121.1 — :
‘ 6 ‘0 ‘ 1?7.1 ‘ 136.1 8.00
0 T ‘\ TTT ‘\\ \\‘ TTT \‘M }‘“\ ‘\‘ﬁ.!“‘\\} 1“\ T ‘\ !‘\\ ‘\‘\ H\“ \\‘\‘\“‘} TTT ‘\\‘1\‘ TTT \1‘\7)\4\\1‘\ TTT ‘\\ \\‘ \\\1\‘9\2\.\9\‘2\9\6\.‘9\\\ \‘\ TTT ‘\ TTT ‘\\ \\‘ TTT \‘\ TTT ‘\\2\\8‘1\\(\)\‘ m/Z 91-00 5 -32%
m/z--> 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280

Abundance

#31804: 1,3,6-Octatriene, 3,7-dimethyl-, (E)- (CAS) $$ .BETA. OCIMENE Y $$ trans-.beta.-Ocimene $$ .beta.-trans-Ocimene
93.0

.

5000 79.0 T \
41.0 500
: 1210 m/z 79.00 43.50%
H SF.O ‘ 1?7_0 ‘ 136.0
0\\‘\\\\‘\\\\}i‘\\\i‘}i‘\\‘\‘\M‘}“\\\1“\\\\‘\!‘\\‘\‘\H\‘\\\\“}\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
Abundance #31830: 1,3,7-Octatriene, 3,7-dimethyl-
93.0
T T [
8.00
5000 41.0 790 m/z 77.00 36.03%
27.0
121.0
L e
0\\‘\\\\‘\\\{}}\\\ih{‘\\‘\‘\MM“\\\1“\\\\‘\!\\‘\‘\H\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
Abundance #31827: cis-Ocimene $$ 1,3,7-Octatriene, 3,7-dimethyl-, (E)- (CAS) $$ trans-.alpha.-Ocimene ‘ :
93.0 T [
8.00
m/z 80.00 34.62%
5000
41.0 79.0
55.0 121.0
e e
0\\‘\\\\‘\\\\}\\\\ih\\\‘\‘\MM“\\\1“\\\\‘\1\\‘\\H\‘\\\\“\\\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ T ‘ T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 8.00

Data File: G:NVOCNO 1399\99-11-18\4955-0sareh.D

Sample

Peak Number: 15 at

: 4955-0sareh

The 3 best hits from each library.

8.070 min Area: 63098290 Area % 0.41

Ref\# CASW  Qual

E:\Database\wiley7n.|

1 1,3,6-Octatriene, 3,7-dimethyl-,...
2 1,3,7-Octatriene, 3,7-dimethyl-
3 cis-Ocimene $$ 1,3,7-Octatriene, ...

BTEX-esance.M Wed Feb 10 07:00:00 2021

31804 003779-61-1 96
31830 000502-99-8 96
31827 006874-10-8 94

Page: 16



Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Abundance Scan 622 (8.314 min): 4955-osareh.D\data.ms m/z 93.10 100.00%
93.1
5000
77.0 1361 \JL
‘ T T ‘ T
51.0 ‘ 114 ; 8.00 8.50
0\ L ‘ T \w‘\ “\“\ T \‘}‘\ T ‘\ “\M\ \‘\““.\ L ‘ \1\5\)4\1‘ T 1T ‘ L \‘2(\)7\\1\ ‘ T 1T ‘ L \‘2\66\\9\ ‘ T 1T ‘ T 1T ‘ T 1T ‘ T \354\‘9\ m/Z 91-0 52-77%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance#31970: .gamma.-Terpinene $$ 1,4-Cyclohexadiene, 1-methyl-4-(1-methylethyl)- (CAS) $$ 1-ISOPROPYL-4-METHYL-1,4-CY
93.0
5000 L —
77.0 136.0 8.00 8.50
m/z 136.05 37.92%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #31963: .gamma.-Terpinene $$ 1,4-Cyclohexadiene, 1-methyl-4-(1-methylethyl)- (CAS) $$ 1-ISOPROPYL-4-METHYL-1,4-CY
93.0
‘ T T ‘ T
8.00 8.50
5000 m/z 77.00 34.11%
77.0 136.0
51.0 ‘ | 1190
0\\\‘\\‘}“\“\“\\\‘}\\‘\“\“\\\“‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance#31957: .gamma.-Terpinene $$ 1,4-Cyclohexadiene, 1-methyl-4-(1-methylethyl)- (CAS) $$ 1-ISOPROPYL-4-METHYL-1,4-CY - ——
93.0 8.00 8.50
m/z 121.10 30.33%
5000 o 136.0
39.0 J
H 0 ‘ 119.0
0\\\‘i‘\ \ﬁﬁ\““i“‘\\\”‘\\‘ ‘\‘M“}\‘\““\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ ‘ T T ‘ T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 8.00 8.50

Data File: G:NVOCNO 1399\99-11-18\4955-0sareh.D
Sample :4955-osareh

Peak Number: 16 at 8.314 min Area: 320454155 Area % 2.09

The 3 best hits from each library. Ref\# CASW  Qual

E:\Database\wiley7n.|

1 .gamma.-Terpinene $$ 1,4-Cyclohe...
2 .gamma.-Terpinene $$ 1,4-Cyclohe...
3 .gamma.-Terpinene $$ 1,4-Cyclohe...

31970 000099-85-4 97
31963 000099-85-4 96
31957 000099-85-4 96

BTEX-esance.M Wed Feb 10 07:00:01 2021 Page: 17



Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280

Abundance Scan 653 (8.475 min): 4955-osareh.D\data.ms m/z 93.00 100.00%
93.0
79.0
5000
121.1 136.1 ——
S0 107.0 ‘ H 152.1 8.50
0\‘\\\\‘\\\\‘\\\\“M‘{H‘}“\H‘}‘H“\\‘\!1‘}‘}}\‘\\‘“\‘H\‘\‘{‘{“‘\\‘\‘\‘i}\\i“\\‘\\“\\\\‘\‘\\\‘\\\\‘\\\\‘\\1\\9‘9.\9\\‘2\97\.‘(\)\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\2\\89.\§\‘m/Z 7 -00 78-09%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
Abundance #32111: Bicyclo[2.2.1]heptane, 7,7-dimethyl-2-methylene-
93.0
79.0
5000 121.0 A /J
107.0 .
410 136.0 m/z 91.00 49.49%
27.0 ‘ 55.0
0\‘\\\‘i“\\\\M}‘\\\iu‘}‘\‘\‘\‘\‘}M‘i\\\1‘1\\\‘\\‘\\‘\\‘{!‘\\\\“1\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
Abundance #31963: .gamma.-Terpinene $$ 1,4-Cyclohexadiene, 1-methyl-4-(1-methylethyl)- (CAS) $$ 1-ISOPROPYL-4-METHYL-1,4-CY
93.0
T ‘ T T T
8.50
5000 m/z 77.00 40.63%
77.0
121.0 136.0
51.0 ‘ 107.0
0 M\ 64\')’ H ‘ | \‘ Ll |
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

Abundance#32059: .beta.-Phellandrene $$ Cyclohexene, 3-methylene-6-(1-methylethyl)- (CAS) $$ 3-ISOPROPYL-6-METHYLENE-CYCI ‘

93.0 8.50
m/z 94.10 30.60%
5000 77.0
39.0 136.0
‘ ‘ SF.O ‘ ‘ ‘ 107.0 121.0
0\‘\\\\‘\\\\‘\‘\\\i\‘\\\‘\‘\\‘N‘\\\!l\\\\‘\\\\‘\\‘\w‘\\\\“\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ T ‘ T
m/z—-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 8.50

Data File: G:NVOCNO 1399\99-11-18\4955-0sareh.D
Sample :4955-osareh

Peak Number: 17 at 8.475 min Area: 3254477 Area % 0.02

The 3 best hits from each library. Ref\# CASW  Qual

E:\Database\wiley7n.|

1 Bicyclo[2.2.1]heptane, 7,7-dimet... 32111 000471-84-1 58

2 .gamma.-Terpinene $$ 1,4-Cyclohe... 31963 000099-85-4 55
3 .beta.-Phellandrene $$ Cyclohexe... 32059 000555-10-2 53

BTEX-esance.M Wed Feb 10 07:00:03 2021
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Unknown Spectrum based on Apex

Library Search Report - ChemStation Integrator

Abundance Scan 700 (8.719 min): 4955-osareh.D\data.ms
81.1
5000
51.0 119.1 4361 152.1
0 H‘\H\‘\H\‘HH‘HH‘HH‘M‘}H‘}“\‘\MH‘H}\H\H!\H‘HH‘\\‘\‘\“\\‘\‘\“‘HH“H‘!‘\‘HH‘\‘H\‘HH‘HH‘\1\\8\9‘\\1\\‘2\(\)\7\‘(\)\\\‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘
m/z—-> 0 10 20 30 40 50 60 70 80 90 100110120130140150160170180 190200210220 230240 250260270280

Abundance #50220: L-Fenchone
81.0
5000
41.0
27.0 6710 152.0
0 H‘\H\‘\H\‘H\‘\“HHH\H‘\‘H\‘\H‘HH\‘\‘1!\\\‘9\\\‘5\9\1\(\)\9‘\(\)\1\‘2\:\3\(\)‘1\?\7\‘(\)\H‘!H\‘\H\‘HH‘HH‘HH‘\H\‘\H\‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120130 140150160170180 190200210220230240250260270280
Abundance #49837: Bicyclo[2.2.1]heptan-2-one, 1,3,3-trimethyl-
81.0
5000 41.0
27.0
670 152.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120130 140150160170180 190200210220230240250260270280

m/z 81.10 100.00%

T
8.50

m/z 69.00

-

9.00
53.30%

g

T
8.50

m/z 93.00

B

9.00
35.27%

——

8.50

m/z 91.00

-

‘9 60‘
22.44%

S

Abundance #49836: Bicyclo[2.2.1]heptan-2-one, 1,3,3-trimethyl- :

81.0 8.50 9.00
m/z 57.00 20.23%
5000
41.0
6710 152.0

H‘HH‘\H\‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘ T ‘ T T ‘ T
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120130 140150160170180 190200210220230240250260270280 8.50 9.00

Data File: G:NVOCNO 1399\99-11-18\4955-0sareh.D

Sample

Peak Number: 18 at

: 4955-0sareh

8.719 min

The 3 best hits from each library.

Area: 2929391 Area % 0.02

Ref\# CASW  Qual

E:\Database\wiley7n.|
1 L-Fenchone

2 Bicyclo[2.2.1]heptan-2-one, 1,3,...
3 Bicyclo[2.2.1]heptan-2-one, 1,3,...

BTEX-esance.M Wed Feb 10 07:00:04 2021

50220 000126-21-6 60
49837 001195-79-5 60
49836 001195-79-5 60
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Abundance Scan 768 (9.072 min): 4955-osareh.D\data.ms m/z 121.10 100.00%
93.1 121.1
5000
77.0
T \
53.0 M 137.1 9.00
0 LI ‘ T \M“\ “\H\‘ T \““\ T “\ “i‘\‘ \‘\“i‘\ T \“‘ \1\5\3\1‘ UL ‘1\8\9\1\ ‘2(\)7\9\ ‘ UL ‘ T T T ‘2\67\9\ ‘ T 1T ‘ T T T ‘ UL ‘ T ??4\.‘9\ m/Z 136-05 90-60%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance#32041: . ALPHA.-TERPINOLENE $$ Cyclohexene, 1-methyl-4-(1-methylethylidene)- (CAS) $$ 1,4(8)-P-MENTHADIENE $$
93.0 121.0
5000 1 \
77,0 9.00
0,
53.0 m/z 93. 89.92%
‘ 137.0
0\\\‘\\h“‘\“u“‘}\\w‘\\!‘\“\H\‘\““\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #32030: .ALPHA -TERPINOLENE $$ Cyclohexene, 1-methyl-4-(1-methylethylidene)- (CAS) $$ 1,4(8)-P-MENTHADIENE $$
93.0 136.0
T \
9.00
5000 m/z 91. 51.78%
77.0
43.0
| 590 ‘ 119.0
0\\\‘i\\‘}ﬁ%“\m}\\‘}‘\\“\“\“1\\“”\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance#32031: . ALPHA.-TERPINOLENE $$ Cyclohexene, 1-methyl-4-(1-methylethylidene)- (CAS) $$ 1,4(8)-P-MENTHADIENE $$ S :
93.0  121.0 900
m/z 79. 36.04%
5000
41.0 770
137.0
Oﬁso \‘\
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 9.00

Data File: G:NVOCNO 1399\99-11-18\4955-0sareh.D
Sample :4955-osareh

Peak Number: 19 at 9.072 min Area: 1320659110 Area % 8.61

The 3 best hits from each library. Ref\# CASW  Qual

E:\Database\wiley7n.|

1 .ALPHA.-TERPINOLENE $$ Cyclohexe... 32041 000586-62-9 98
2 ALPHA.-TERPINOLENE $$ Cyclohexe... 32030 000586-62-9 98
3 .ALPHA.-TERPINOLENE $$ Cyclohexe... 32031 000586-62-9 98

BTEX-esance.M Wed Feb 10 07:00:05 2021 Page: 20



Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Abundance Scan 828 (9.383 min): 4955-osareh.D\data.ms m/z 71.10 100.00%
711 93.1
5000 55.1
121.1
‘ T T ‘ T
‘ ‘ ‘ 107.1 136.1 9.00 9.50
0\\‘\\\\‘\\\\‘\\H‘\\\\“i‘\‘\“\”‘\\HM\‘\\‘\“MM\“\\M‘\‘\\‘\‘m“\\\\“\‘H\‘\H“\“\\\\1‘\’:\-)\4.\.\1‘\\H‘\1\7\\8‘.\()\\\‘\\\\‘2\97\.‘(\)\H‘\\\\‘H\\‘\\\\‘\\\\‘\\\\‘\\2\\8‘1\.\(\)\‘m/Z 93-10 94-40%
m/z--> 10 20 30 40 50 60 70 80 90 100110120 130140150 160170 180 190 200210 220 230 240 250 260 270 280
Abundance #53281: LINALOOL L
71.0
43.0 93.0
5000 - =
9.00 9.50
121.0 m/z 55.10 47.49%
107.0 136.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120 130140150 160170 180 190 200210 220 230 240 250 260 270 280
Abundance #52686: Linalool $$ 1,6-Octadien-3-ol, 3,7-dimethyl- (CAS) $$ Linalol $$ .beta.-Linalool $$ Linalyl alcohol
71.0
41.0
‘ T T ‘ T
55.0 93.0 9.00 9.50
5000 m/z 69.10 43.34%
27.0
‘ ‘ 121.0
107.0 136.0
0 \\‘\\H‘\\i1“‘\\H}1i‘\\‘H‘}!w‘\\‘\‘M1H‘\“M‘}\\“!M\‘\\‘\‘\“‘\\\\‘\\\\‘\H\‘\\\\1‘5\)\4.\.\()‘\\H‘\\\\‘H\\‘\\\\‘\\\\‘\\H‘\\\\‘H\\‘\\H‘HH‘HH‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120 130140150 160170 180 190 200210 220 230 240 250 260 270 280
Abundance #52695: 1,6-Octadien-3-ol, 3,7-dimethyl- = =
71.0 930 9.00 9.50
m/z 80.10 36.19%
41.0
5000 55.0
121.0
27.0 107.0 ‘ 136.0
0\\‘\\‘\}‘\\\‘H‘\\H‘H\\\“\‘{!‘“‘\\‘\HH‘\\‘\“M‘M\“!M‘\‘\\‘\‘i““\\\\“}H\‘\\!‘\“\\\\1‘5\)\4.\.\()‘\\H‘\\\\‘H\\‘\\\\‘\\\\‘\\H‘\\\\‘H\\‘\\H‘HH‘HH‘HH‘HH‘ ‘ T T ‘ T
m/z--> 10 20 30 40 50 60 70 80 90 100110120 130140150 160170 180 190 200 210 220 230 240 250 260 270 280 9.00 9.50

Data File: G:NVOCNO 1399\99-11-18\4955-0sareh.D

Sample

Peak Number: 20 at

The 3 best hits from each library.

: 4955-0sareh

9.383 min Area: 2535851682 Area % 16.52

Ref\# CASW  Qual

E:\Database\wiley7n.|
1 LINALOOL L

2 Linalool $$ 1,6-Octadien-3-ol, 3...
3 1,6-Octadien-3-ol, 3,7-dimethyl-

BTEX-esance.M Wed Feb 10 07:00:06 2021

53281 000078-70-6 96
52686 000078-70-6 95
52695 000078-70-6 94
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Abundance Scan 850 (9.497 min): 4955-osareh.D\data.ms m/z 139.10 100.00%
95.1 1391
71.0 109.1
55.0
5000
‘9 50
122 1

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
Abundance#31901: .alpha.-Terpinene $$ 1,3-Cyclohexadiene, 1-methyl-4-(1-methylethyl)- (CAS) $$ 1,3-P-MENTHADIENE $$ 1-Methyl-

93.0

121.0

N
5000 1360 T T T T T T T
77.0 9.50
43.0 m/z 93.00 71.08%
H A
0\\‘\H\‘\H\‘\H\‘WUH‘\H\‘\HE}‘\\H‘!!H‘\HM‘\\H‘!\H‘\H‘\‘\\H‘\H\‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
Abundance #32037: Cyclohexene, 1-methyl-4-(1-methylethylidene)-
93.0 121.0
136.0 T
39.0 9.50
5000 ' 79.0 m/z 109.10 69.43%
53.0 1T7.o
0\\ 6¢§? \H \\H‘i!!‘H‘\\l‘\‘\\\‘\‘i!\\\‘1\\‘\‘\\H‘\\H‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
Abundance #32105: Bicyclo[2.2.1]hept-2-ene, 1,7,7-trimethyl- ‘ ‘
93.0 121.0 :
9.50
m/z 71,00 66.07%
5000
136.0
79.0 108.0
mo 1 oo
0\\‘\H\‘\H\‘\‘H\“\HH‘\H\‘\\H}‘\H\‘\!‘H‘\\‘\‘\‘\\H‘1\H‘\H\‘\\H‘\H\‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘ T ‘ T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 9.50

Data File: G:NVOCNO 1399\99-11-18\4955-0sareh.D

Sample

: 4955-0sareh

Peak Number: 21 at 9.497 min Area: 15489563 Area % 0.10

The 3 best hits from each library.

Ref\# CASW  Qual

E:\Database\wiley7n.|

1 .alpha.-Terpinene $$ 1,3-Cyclohe...
2 Cyclohexene, 1-methyl-4-(1-methy...
3 Bicyclo[2.2.1]hept-2-ene, 1,7,7-...

31901 000099-86-5 59
32037 000586-62-9 55
32105 000464-17-5 53

BTEX-esance.M Wed Feb 10 07:00:08 2021
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Abundance

5000

o

81

Kl

Scan 865 (9.575 min): 4955-osareh.D\data.ms m/z 81.00 100.00%

.0
107 1 121 1

H‘ ?L \H‘ 154.1 207.0

9.50
m/z 80.00 69.59%

1361

m/z-->
Abundance

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280

#53076: D-Fenchyl alcohol $
81.

$ Blcyclo[2 2.1]heptan-2-ol, 1,3,3-trimethyl- (CAS) $$ Fenchyl alcohol $$ Fenchol $$ 2-Fenchano

i

5000
41.0 950
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
Abundance#53080: D-Fenchyl alcohol $$ Bicyclo[2.2.1]heptan-2-ol, 1,3,3-trimethyl- (CAS) $$ Fenchyl alcohol $$ Fenchol $$ 2-Fenchano
81.0
T \
9.50
5000 m/z 93.00 41.01%
43.0
95.0 1110 139.0
: T
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
Abundance #53073: Bicyclo[2.2.1]heptan-2-ol, 1,3,3-trimethyl- = “/
81.0 9.50
m/z 69.00 37.61%
5000
28.0 H H || 90 H 125.0 139.0152.0
0\‘\\\‘1“\\\\‘\\\\‘\\\\‘\\\}i\\\‘\‘\\\\‘\\}w‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ T ‘ T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 9.50

Data File: G:NVOCNO 1399\99-11-18\4955-0sareh.D

Sample

Peak Nu

The 3 best hits from each library.

: 4955-0sareh

mber: 22 at

9.575 min Area: 27489745 Area % 0.18

Ref\# CASW  Qual

E:\Database\wiley7n.|

1 D-Fenchyl alcohol $$ Bicyclo[2.2...
2 D-Fenchyl alcohol $$ Bicyclo[2.2...
3 Bicyclo[2.2.1]heptan-2-0l, 1,3,3...

BTEX-esance.M Wed Feb 10 07:00:09 2021

53076 001632-73-1 95
53080 001632-73-1 76
53073 001632-73-1 70

Page: 23



Unknown Spectrum based on Apex

Library Search Report - ChemStation Integrator

Abundance Scan 958 (10.058 min): 4955-osareh.D\data.ms m/z 95.10 100.00%
95.1
81.1
5000 108.1 A
1521

551 T T ‘ T T T ‘

\‘ Q] 1214 1371 92.8206.9 266.9 281.0 10.09 0
0\‘HH‘HH‘\H\“\H\‘H\\‘HH‘HH‘\H‘\‘\H\‘H\\‘HH‘HH‘\H\‘\H\‘H\\‘HH‘HH‘\H\‘\H\‘H\\‘HH‘HH‘\H\‘\H\‘H\\‘HH‘HH‘m/Z 811 6655/0

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280

Abundance

5000

#49852: Camphor $$ Bicyclo[2.2.1]

98.0

81.0
41.0
55.0

ol T Al

heptan-2-one, 1,7,7-trimethyl- (CAS) $$ NORBORNAN-2-ONE $$ BORNAN-2-ONE $$ 2-

108.0

éo

10.00
m/z 108.10 41.69%

152.0

o

m/z-->
Abundance

5000

o

20 30 40 50 60 70 80 90

#49877: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S)- (CAS) $$ (-)-Alcanfor $$ (-)-Camphor $$ Camphor, (1S,4S)-(-)- $$
95

81.0

55.0

0

Sl

100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280

.0

>

10.00
0,
108.0 m/z 109.10 35.15%

152.0

m/z-->
Abundance

5000

20 30 40 50 60 70 80 90
#49851: Camphor $$ Bicyclo[2.2.1]

95

41.0 81.0

27.0 55.0

T

|
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
heptan-2-one, 1,7,7-trimethyl- $$ Camphor, natural $$ Root bark oil $$ Spirit of camphor $$
.0

é

| “10‘06 | |
miz 152.05 34.04%

108.0
152.0

F

I 124.0137.0

o

m/z-->

20 30 40 50 60 70 80 90

100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280

10.00

Data File: G:NVOCNO 1399\99-11-18\4955-0sareh.D

Sample

Peak Number: 23 at

: 4955-0sareh

The 3 best hits from each library.

10.058 min Area: 899002928 Area % 5.86

Ref\# CASW  Qual

E:\Database\wiley7n.|

1 Camphor $$ Bicyclo[2.2.1]heptan-...
2 Bicyclo[2.2.1]heptan-2-one, 1,7,...
3 Camphor $$ Bicyclo[2.2.1]heptan-...

BTEX-esance.M Wed Feb 10 07:00:10 2021

49852 000076-22-2 98
49877 000464-48-2 98
49851 000076-22-2 98
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Abundance

5000

o

69.0

55.0

Scan 985 (10.198 min): 4955-osareh.D\data.ms
0

m/z 93.00 100.00%

93
109.1

=

1000 1050
m/z 9510 93.18%

136.1
152.1

el ‘ 206.9 266.9280.9

m/z-->
Abundance

5000

o

10 20 30 40 50 60 70 80 90
#32071: Cyclohexane, 1

79

41.0
27.0

' F

100110120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
-methylene-3-(1-methylethenyl)-, (R)- $$ m-Mentha-1(7),8-diene, (R)-(-)-

.0 93.0 121.0
136.0 M
1000 1050
m/z 69.00 92.77%

m/z-->
Abundance

5000

o

10 20 30 40 50 60 70 80

#32088:

79.0

41.0

90 100110120130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
cis-3-Methylene-cyclononene $$ Cyclononene, 3-methylene- (CAS)

N

T ‘ T T T T ‘ T
10.00 10.50

121.0 m/z 71.00 92.23%

93.0
107.0 136.0

m/z-->
Abundance

5000

0

10 20 30 40 50 60 70 80 90 100110120130 140150160 170 180 190 200 210 220 230 240 250 260 270 280
#32087: (cis,cis)-2-Methyl-1,3-cyclononadiene $$ 1,3-Cyclononadiene, 2-methyl- (CAS)

79

41.0

A

1000 1050
m/z 79.00 90.10%

.0 93.0

121.0

136.0

—

m/z-->

10 20 30 40 50 60 70 8

0 90 100110120130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280

10.00 10.50

Data File: G:NVOCNO 1399\99-11-18\4955-0sareh.D

Sample

Peak Number: 24 at

: 4955-0sareh

The 3 best hits from each library.

10.198 min Area: 8822129 Area % 0.06

Ref\# CASW  Qual

E:\Database\wiley7n.|

1 Cyclohexane, 1-methylene-3-(1-me...
2 cis-3-Methylene-cyclononene $$ C...
3 (cis,cis)-2-Methyl-1,3-cyclonona...

BTEX-esance.M Wed Feb 10 07:00:12 2021

32071 013837-95-1 87
32088 066135-92-0 86
32087 066135-93-1 83
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Abundance Scan 1042 (10.494 min): 4955-osareh.D\data.ms
9§.1
5000
67.0 121.1
139.1
0\\\\‘\\\\‘\§M%HUMMme\“w‘UWM\J\\\?M\j???\\\\‘1?193979\‘\\\\‘\\\\‘\\\%un\\‘\\\\‘\\\3AP€
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance#53119: Bicyclo[2.2.1]heptan-2-ol, 1,7,7-trimethyl-, exo- (CAS) $$ Isoborneol $$ Isobornyl alcohol $$ exo-2-Hydroxy-1,7,7-trim
=

98.0

m/z 95.10 100.00%

e

10.50
m/z 93.10 19.45%

5000 T T ‘\ T
10.50
121.0 m/z 110.10 17.26%
430 710 ‘ | 1300
0\\\\‘\\\\Mh\\MM\MM“NM\!$‘\WM\‘H\\HM\?\\W\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance#53109: Isoborneol $$ Bicyclo[2.2.1]heptan-2-ol, 1,7,7-trimethyl-, exo- $$ exo-2-Hydroxy-1,7,7-trimethylnorbornane $$ Isoborn
95.0
T \‘ T T
10.50
5000 m/z 121.10 13.63%
41.0
‘ 67.0 ‘ ‘ 121.0 4399
0\\j?PﬂM\MM\JMH\MH“WlHMh\WW\J\\\!M\j???\\\\‘\\\w\\\\‘\\\\‘\\\\‘\\\\‘\\\\M\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #53178: Borneol — =
95.0 ‘
5. 10.50
m/z 67.00 13.17%
5000
MR % 136.0
01301540 T \‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10.50

Data File: G:NVOCNO 1399\99-11-18\4955-0sareh.D
Sample :4955-osareh

Peak Number: 25 at 10.494 min Area: 163913175 Area % 1.07

The 3 best hits from each library. Ref\# CASW  Qual

E:\Database\wiley7n.|

1 Bicyclo[2.2.1]heptan-2-ol, 1,7,7... 53119 000124-76-5 95
2 Isoborneol $$ Bicyclo[2.2.1]hept... 53109 000124-76-5 95
3 Borneol 53178 010385-78-1 94

BTEX-esance.M Wed Feb 10 07:00:13 2021 Page: 26



Unknown Spectrum based on Apex

Abundance

5000

0

Library Search Report - ChemStation Integrator

Scan 1078 (10.680 min): 4955-osareh.D\data.ms
95.1

55.0 9.1
\‘\ H\ L Ly

110.1
1
L 125.1 20 1541 207.1

280
H‘\H\‘HH‘\\H‘\H\‘HH‘\\H‘\H\‘HH‘H\\‘\H\‘HH‘\H\‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘

m/z-->
Abundance

5000

o

10 20 30 40 50 60 70 80 90

95

‘ 55.0 69.0
H \‘ LUy \‘

100110120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
#53282: BORNEOL L
.0

110.0

L 125.0 390 1540

m/z-->
Abundance

5000

o

10 20 30 40 50 60 70 80 90
#53098: endo-Borneol $$ Bicyclo[2.2.1
95

Ll i

100110120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
Jheptan-2-ol, 1,7,7-trimethyl-, endo- (CAS) $$ Borneol (CAS) $$ Camphol $$ endo-2-Hy
.0

110.0

139.0
L J125.0 || 154.0

m/z-->
Abundance

5000

10 20 30 40 50 60 70 80 90

100110120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280

#53099: Borneol $$ Bicyclo[2.2.1]heptan-2-ol, 1,7,7-trimethyl- $$ endo-Borneol $$ endo-2-Hydroxy-1,7,7-trimethylnorbornane ¢

95

.0

110.0

a0 550 a0
| Ll

39.0
L ‘ 125.0 || 154.0

m/z 95.10 100.00%

?

L I S B B
10.50 11.00

m/z 110.10 18.77%

=

10.50 11.00

m/z 55.00 10.72%

&

10.50 11.00

m/z 93.00 10.17%

1

10.50 11.00
m/z 67.00 10.07%

1

m/z-->

10 20 30 40 50 60 70 80 90

100110120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280

Data File: G:NVOCNO 1399\99-11-18\4955-0sareh.D

Sample

Peak Number: 26 at

: 4955-0sareh

The 3 best hits from each library.

10.680 min Area: 60496691 Area % 0.39

Ref\# CASW  Qual

E:\Database\wiley7n.|
1 BORNEOL L

2 endo-Borneol $$ Bicyclo[2.2.1]he...
3 Borneol $$ Bicyclo[2.2.1]heptan-...

BTEX-esance.M Wed Feb 10 07:00:15 2021

53282 000464-45-9 97
53098 000507-70-0 94
53099 000507-70-0 91
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Abundance

Scan 1149 (11.049 min): 4955-osareh.D\data.ms

108.1
5000 55.0
81.0
152.1
0\‘\\\\‘\\‘}““‘“‘\“ “N‘\‘U!Mi \““\‘\““‘\ ??‘ﬁ“‘r\\!‘\‘\\\\‘\\\\‘2(\)6\.\9\‘\\\\‘\\\\‘2\6?.\1\‘\\\\‘\\\\‘\\\\‘\???IH\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #49883: Bicyclo[2.2.1]heptan-2-one, 5,5,6-trimethyl-, endo- $$ 2-Norbornanone, 5,5,6-trimethyl-, endo-
108.0
5000 41.0
69.0
‘ 152.0
o
0%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance

#49854: Camphor $$ Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl- (CAS) $$ NORBORNAN-2-ONE $$ BORNAN-2-ONE $$ 2-
0

95.

m/z 108.10 100.00%

—

11.00
m/z 95.10 86.73%

-

11.00
m/z 93.00 53.03%

o

11.00
69.0 m/z 55.00 49.67%
5000 41.0 152.0
0\ ‘ T T T \‘i“\ ‘ \‘H‘\ \‘\‘ 1‘ ‘ \1\‘1\\()‘ T \1:\3\’:\-1‘()\ T 1T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T T 1T ‘ T
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #49869: Camphor $$ Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl- (CAS) $$ NORBORNAN-2-ONE $$ BORNAN-2-ONE $$ 2- S ‘
95.0 11.00
m/z 69.00 42.60%
5000
69.0 152.0
43.0 ‘
0\‘\\\\““\\\‘\‘\‘!‘\\“‘}\\“!“\1\1.\()‘{\\\“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ T T ‘ T T
miz—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 11.00

Data File: G:NVOCNO 1399\99-11-18\4955-0sareh.D
Sample :4955-osareh

Peak Number: 27 at

The 3 best hits from each library.

11.049 min Area: 8699717 Area % 0.06

Ref\# CASW  Qual

E:\Database\wiley7n.|

1 Bicyclo[2.2.1]heptan-2-one, 5,5,...
2 Camphor $$ Bicyclo[2.2.1]heptan-...
3 Camphor $$ Bicyclo[2.2.1]heptan-...

BTEX-esance.M Wed Feb 10 07:00:16 2021

49883 003767-44-0 91
49854 000076-22-2 64
49869 000076-22-2 64
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Abundance Scan 1197 (11.298 min): 4955-o0sareh.D\data.ms m/z 59.00 100.00%
59.0
93.0
1211
5000
B R B e
5‘. ‘ H 139.0 11.00 11.50
05 [T T T T \‘\“\‘M‘\“\‘}“\‘ ‘\“\ \H“‘ \“hm\‘\“h\ f \‘\‘i T \1\6‘1\.1\ T ‘\]9\(\)\9‘2(\)7\0\ L \‘2§6\\9\ [T T T T [T T T T[T T T T \:\3\\5?.‘1\ 1 m/z 93.00 79.37%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance#52843: 3-Cyclohexene-1-methanol, .alpha.,.alpha.4-trimethyl- $$ p-Menth-1-en-8-ol $$ .alpha.-Terpineol $$ Terpineol schlech
59.0

93.0

5000 1210 1 1 1 T 1 T 1
11.00 11.50

m/z 121.10 62.57%

=

41)0
‘ M 139.0
0\‘\‘\“\\‘i‘w\‘\“‘\i\‘\“\\‘H‘\\‘1‘\‘H\\“\\\\H‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance#52859: 3-Cyclohexene-1-methanol, .alpha.,.alpha.,4-trimethyl-, (S)- $$ p-Menth-1-en-8-ol, (S)-(-)- $$ .alpha.-Terpieol $$ .alph:
59.0
‘ T T T T ‘ T T
93.0 11.00 11.50
5000 121.0 m/z 95.1 59.65%
4110
s i
0\‘\\\\‘i‘“\‘\“\”i\“\“\\“}‘\\‘1‘\‘h\\“\\\\H‘\}\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #53278: BETA. FENCHYL ALCOHOL R ——
59.0 93.0 1100 1150
m/z 136.05 52.59%
121.0
5000
4110
il |
0\‘\\\\}‘\‘\“N\‘i‘\“\“\\‘l‘\\ 1‘\“1 ‘ “
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 11.00 11.50

Data File: G:NVOCNO 1399\99-11-18\4955-0sareh.D
Sample :4955-osareh

Peak Number: 28 at 11.298 min Area: 37017181 Area % 0.24

The 3 best hits from each library. Ref\# CASW  Qual

E:\Database\wiley7n.|

1 3-Cyclohexene-1-methanol, .alpha... 52843 000098-55-5 95
2 3-Cyclohexene-1-methanol, .alpha... 52859 010482-56-1 93
3 .BETA. FENCHYL ALCOHOL 53278 000470-08-6 70
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Abundance Scan 1402 (12.361 min): 4955-osareh.D\data.ms m/z 71.00 100.00%
710 811
93.0
55.0 1211
5000 107.0
137 O T T T ‘ T T
a0 s o) .=
0\\\\‘\\\\‘\\\\‘}\‘\\ }!‘\‘\1‘\\“1‘\‘ \\lli ‘\\\M\‘H\‘\‘“\\\‘\!‘\‘\‘\\\\‘\\\1\6‘1\(\)\\‘\\\\‘\\\\‘1\9\4\()\‘\2\()\6\‘9\\\ m/Z 68-00 96.41%
m/z--> 40 70 80 100 110 120 130 140 150 160 170 180 190 200 210
Abundance #216620: (3Z)-Cembrene A
68.0 81.0 930
41.0
5000 55.0 107.0 T B —
12.00 12.50
121.0 4339 7o 1610 m/z 81.10 89.74%
0 .
: S N S I TCT R
\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210
Abundance #50529: Undeca-2Z,4E-diene
68.0
T T T ‘ T T
81.0 12. 00 12.50
5000 ' m/z 93.00 70.67%
152.0
. ol %30 1000 1230 ]
\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 40 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210
Abundance #50512: Z E-2,4-undecadiene $$ 2,4-Undecadiene, (Z,E)- (CAS) —
68.0 12.00 12.50
m/z 67.10 59.98%
81.0
5000
152.0
. Co L %30 1000 1230 |
\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ ‘\\ \‘\\
m/z--> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 12.00 12.50

Data File: G:NVOCNO 1399\99-11-18\4955-0sareh.D
Sample :4955-osareh

Peak Number: 29 at 12.361 min Area: 21897132 Area % 0.14

The 3 best hits from each library. Ref\# CASW  Qual

E:\Database\wiley7n.|

1 (3Z)-Cembrene A 216620 071213-92-8 43

2 Undeca-2Z,4E-diene 50529 000000-00-0 38

3 Z,E-2,4-undecadiene $$ 2,4-Undec... 50512 066717-37-1 38
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Abundance Scan 1531 (13.031 min): 4955-osareh.D\data.ms m/z 93.10 100.00%
93.1
5000 1211
69.1 A W
53,1 “ ‘ 136.1 13.00
0 T \‘\‘\ T \‘HW \““H\ \H‘\ T \H\”\ \“‘\ T \‘“‘ \‘\]?‘4\1‘1\6\9\1\ T \1\9\6"1\ L B B \2\8‘1\2\ L B B \:3\49\9\ m/Z 12110 3882%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #109657: LINALYL ACETATE
93.0
5000 43.0
121.0 | "13.‘06 | |
69.0 m/z 80.10 38.30%
‘ ‘ 136.0
Owww‘i‘\\\“\‘\‘H“{\““M\\H‘\‘\HU\\“‘\\\!“\‘\]?4\.(‘)\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #151428: Linalyl butyrate
93.0
T T
13.00
0,
50000 43 71.0 m/z 69.10 24.32%
121.0
‘ 136.0
0\\\“‘\\\“\‘\‘!‘1\““”\\‘!“\‘\“\\\“\\\!“\1?4\.(‘)\\\\‘\\1\9\7"0\\\\2‘2\4.\0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #109664: LINALYL ACETATE e :
93.0 13.00
m/z 92.10 18.62%
5000
69.0
121.0
T |
136.0
0\\\‘\\‘\“1‘\‘HW\““H\\M“\‘\H\‘\\“\\\1‘\154\.(‘)\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.00

Data File: G:NVOCNO 1399\99-11-18\4955-0sareh.D
Sample :4955-osareh

Peak Number: 30 at 13.031 min Area: 3696992825 Area % 24.09

The 3 best hits from each library. Ref\# CASW  Qual
E:\Database\wiley7n.|
1 LINALYL ACETATE 109657 000115-95-7 91
2 Linalyl butyrate 151428 000078-36-4 90
3 LINALYL ACETATE 109664 000115-95-7 87
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Abundance Scan 1585 (13.311 min): 4955-osareh.D\data.ms m/z 109.10 100.00%
1091
5000
69.0 ﬂ
1381 T T T T ‘ T T
53,0 ‘ 93.0 1300 1350
0 \\\‘\\\\‘\\\d\“\1“\‘\““\\‘\H\‘\\‘\\“\\\\‘\\\\‘1\6\9\1\‘\\\\‘2(\)6\\9\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\:3\4‘1\9 m/Z 6900 3533%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance#33507: 4,5,6,7-Tetrahydro-1(3H)-isobenzofuranone $$ 1(3H)-Isobenzofuranone, 4,5,6,7-tetrahydro- (CAS) $$ 4,5,6,7-Tetrah
109.0
81.0
5000 ‘ T T T T ‘ T T

13.00 13.50
m/z 138.05 23.26%

\
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #56063: dihydrolinalool $$ 3,7-dimethyl-6-octen-3-ol
/\

138.0

109.0

13. 00 13.50

5000 410 690 m/z 67.00 20.90%
138.0
0 T ‘ T T ‘ T ‘ \‘\ T ‘ T T ‘ T \‘\ T “\ T \“ T T ‘ L ‘ L ‘ L ‘ T T ‘ L ‘ L ‘ T T ‘ L ‘ L ‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #33767: 2,4-Heptadienal, 2,4-dimethyl- $$ 2,4-Dimethyl-2,4-heptadienal e
109.0 13.00 13.50

m/z 55.10 13.07%

5000

41.0
‘ : 138.0
18.0 |, ‘\ | \‘\ L, ?\ Ll \ ‘

0\\\‘\\\\‘\\\\‘\\\\‘\\\}‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ LA B B B
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.00 13.50

Data File: G:NVOCNO 1399\99-11-18\4955-0sareh.D
Sample :4955-osareh

Peak Number: 31 at 13.311 min Area: 61127925 Area % 0.40

The 3 best hits from each library. Ref\# CASW  Qual

E:\Database\wiley7n.|

14,5,6,7-Tetrahydro-1(3H)-isobenz... 33507 066309-76-0 64
2 dihydrolinalool $$ 3,7-dimethyl-... 56063 000000-00-0 64

3 2,4-Heptadienal, 2,4-dimethyl- $... 33767 042452-48-2 50
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Abundance Scan 1620 (13.493 min): 4955-osareh.D\data.ms
93.0
69.0
5000 121.1
53T
8.1154.1

0‘\\\\‘\\‘}“!‘”‘\‘ #1890 ‘2(\)7\9\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\3\4‘1\()\

m/z--> 20 40 60 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance#109430: Neryl acetate $$ 2,6-Octadien-1-ol, 3,7-dimethyl-, acetate, (Z)- (CAS) $$ Nerol acetate $$ Linalyl, neryl, geranyl acet:

69.0

m/z 93.00 100.00%

13.50
m/z 95.10 58.45%

5000 93.0 BADS.
13.50
41.0 1210 m/z 69.00 52.65%
. Lol s 196.0
‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #32248: .DELTA.3-Carene $$ Bicyclo[4.1.0]hept-3-ene, 3,7,7-trimethyl- (CAS) $$ (+)-3-CARENE $$ .DELTA.-3-CARENE $$
93.0
T T T ‘ T T
13.50
5000 m/z 121.10 42.86%
77
43.0 121.0
0‘\\‘\\‘\\\“\‘\M\\‘\\\‘\‘\“{\\““\\1\3!7‘.()\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #48076: 1,2-Dihydropyridine, 1-(1-oxobutyl)- e
93.0 13.50
m/z 109.00 38.09%
43.0
5000 121.0
67.0
| L
0‘\\\\‘\\\\‘\U\\‘\\\\‘\‘}\\“\\\‘\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \\\‘\\
miz—> 20 40 100 120 140 160 180 200 220 240 260 280 300 320 340 13.50

Data File: G:NVOCNO 1399\99-11-18\4955-0sareh.D
Sample :4955-osareh

Peak Number: 32 at 13.493 min Area: 2193185 Area % 0.01

The 3 best hits from each library. Ref\# CASW  Qual

E:\Database\wiley7n.|

1 Neryl acetate $$ 2,6-Octadien-1-... 109430 000141-12-8 60
2 DELTA.3-Carene $$ Bicyclo[4.1.0... 32248 013466-78-9 55
3 1,2-Dihydropyridine, 1-(1-oxobut... 48076 000000-00-0 55
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Abundance Scan 1650 (13.648 min): 4955-osareh.D\data.ms z 85.00 100.00%
83.0
69.0
5000
53# ‘ 121.0 SR
13 50
0 ‘ T 1T ‘ T \M“!“i ‘\‘! [ “\ ‘“‘\“W \H\“HH‘\ ‘\‘ \#\“8 1\ 1\5\)‘4; 1‘ T T T ‘ 1T \‘2(\)Z(\)\ ‘ T 1T ‘ T 1T ‘ T 1T ‘ T 1T ‘ T 1T ‘ L \:3\4‘1\()\ m/Z 69 00 70 83%
m/z--> 20 40 60 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance#109430: Neryl acetate $$ 2,6-Octadien-1-ol, 3,7-dimethyl-, acetate, (Z)- (CAS) $$ Nerol acetate $$ Linalyl, neryl, geranyl acet:
69.0
5000 93.0 L R B B B B
13.50 14.00
0,
1210 93.10 69.55%
. H bl | maroses 196.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #32073: Cyclohexane, 1-methylene-4-(1-methylethenyl)- $$ p-Mentha-1(7),8-diene $$ .psi.-Limonene $$ Pseudolimonen $$ P:
93.0
T T T T ‘ T
13 50 14.00
5000 57.10 38.48%
41.0 136.0
69.0
‘\\ “\w M‘H Hh H‘\ M\ \‘\ | !
0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #109437: 2,6-Octadien-1-ol, 3,7-dimethyl-, acetate, (E)- e
69.0 1350 14.00
0,
430 55.00 30.55%
5000
93.0 136.0
0 1Q90 “\\\!“\1\5\)4.\(‘)\\\\‘\\1\9\6‘0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ T ‘ T T T T ‘ T
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.50 14.00

Data File: G:NVOCNO 1399\99-11-18\4955-0sareh.D
Sample :4955-osareh

Peak Number: 33 at 13.648 min Area: 2342096 Area % 0.02

The 3 best hits from each library. Ref\# CASW  Qual

E:\Database\wiley7n.|

1 Neryl acetate $$ 2,6-Octadien-1-... 109430 000141-12-8 42

2 Cyclohexane, 1-methylene-4-(1-me... 32073 000499-97-8 42
3 2,6-Octadien-1-0l, 3,7-dimethyl-... 109437 000105-87-3 42
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Abundance Scan 1691 (13.861 min): 4955-osareh.D\data.ms m/z 135.10 100.00%
135.1

5000

—

107.0 13.50 14.00
51.0 69.0 15‘1.1
O [T T T it T il forer ‘\“V T ‘1‘ i‘ T \“‘ ‘ 177.1 207.0 281.0 340.9 m/Z 150.05 33.7100

91.0
111 ‘m

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance#46681: Phenol, 2-methyl-5-(1-methylethyl)- (CAS) $$ Carvacrol $$ 2-HYDROXY-4-ISOPROPYL-1-METHYLBENZENE $$ T
135.0
5000 ‘ T T T T ‘ T T
13.50 14.00
28.0 010 m/z 91.00 19.58%
0\ ‘ T ‘\ T ““\5\?‘}.‘?“?ﬁ.(\) \““ T ‘; T ‘1‘(\)‘{.?‘;‘ i‘ T \‘ ! ‘ \1\5?.9‘ T T 17T ‘ T T 1T ‘ T T 17T ‘ T T 17T ‘ T T 17T ‘ T T 17T ‘ T T 17T ‘ T T 17T ‘ T T 17T ‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #46682: Phenol, 2-methyl-5-(1-methylethyl)- (CAS) $$ Carvacrol $$ 2-HYDROXY-4-ISOPROPYL-1-METHYLBENZENE $$ T
135.0
‘ T T T T ‘ T T
13.50 14.00
5000 m/z 136.05 11.58%
91.0
0\ ‘ T \3\9‘.‘? \‘M“\ ‘6?‘.‘}()\ \““ T i T ‘1‘(\)‘(.?‘{‘ i‘ T \‘ ! ‘ \1\5?.9‘ T T 17T ‘ T T 1T ‘ T T 17T ‘ T T 17T ‘ T T 17T ‘ T T 17T ‘ T T 17T ‘ T T 17T ‘ T T 17T ‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance#46691: Phenol, 2-methyl-5-(1-methylethy))- (CAS) $$ Carvacrol $$ 2-HYDROXY-4-ISOPROPYL-1-METHYLBENZENE $$ T ~/>r)
135.0 13.50 14.00
m/z 77.00 11.53%

5000

91.0

107.0
>1:0 690, W 1810 4770

0\‘\\\\‘\\1‘\‘\‘\‘\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ LA B B

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.50 14.00

—

Data File: G:NVOCNO 1399\99-11-18\4955-0sareh.D
Sample :4955-osareh

Peak Number: 34 at 13.861 min Area: 236808892 Area % 1.54

The 3 best hits from each library. Ref\# CASW  Qual

E:\Database\wiley7n.|

1 Phenol, 2-methyl-5-(1-methylethy... 46681 000499-75-2 95
2 Phenol, 2-methyl-5-(1-methylethy... 46682 000499-75-2 95
3 Phenol, 2-methyl-5-(1-methylethy... 46691 000499-75-2 95
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Unknown Spectrum based on Apex

Abundance Scan 1846 (14.665 min): 4955-osareh.D\data.ms m/z 93.00 100.00%
93.0
135.0
7.
5000 51.0
77 ) B B B B B
‘ ‘ m ‘ 159 15‘11 1450 1500
O [T T T ‘}M“‘ ‘\“H}H!“wa \M\“ f ‘\“U‘i ‘1”i byl T ‘\ .\ “1\6\8\2\ T ‘2(\)7\(\)\ AL B ey \2\8‘0\9\ L \3\4‘0\9\ m/Z 135-00 79-23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance#46690: Phenol, 2-methyl-5-(1-methylethyl)- (CAS) $$ Carvacrol $$ 2-HYDROXY-4-ISOPROPYL-1-METHYLBENZENE $$ T

4

135.0
5000 T T ‘ T T T T ‘ T
91.0 1450 1500
107.0 m/z 57.00 51.32%
1.
0+ T \““\5\“}‘? ‘Q\K\.O\ ey T 1‘ i‘\ T \h! T \1\\5‘1\9‘ L e e e B I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance#32116: Camphene $$ Bicyclo[2.2.1]heptane, 2,2-dimethyl-3-methylene- $$ 2,2-Dimethyl-3-methylenebicyclo[2.2.1]heptane $§
93.0
T T ‘ T T T T ‘ T
121.0 14.50 15.00
5000 m/z 69.10 39.02%

39.0 67.0

“\\ il ‘\W‘ ‘\M\ “‘ | 137.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #32202: (-)-.beta.-Pinene $$ 6,6-DIMETHYL-2-METHYLENEBICYCLO[3.1.1]-HEPTANE $$ I-.beta.-Pinene $$ Bicyclo[3.1.1]f ——— L

93.0 14.50 15.00
m/z 80.10 35.53%

o

N

41.0
5000 69.0
121.0

‘ 137.0
0\‘\\\\“\\‘i“\‘\“M‘\\1“\\H\‘\“i\\“‘\\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ L B B B B B

|
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.50 15.00

-

Data File: G:NVOCNO 1399\99-11-18\4955-0sareh.D
Sample :4955-osareh

Peak Number: 35 at 14.665 min Area: 5650427 Area % 0.04

The 3 best hits from each library. Ref\# CASW  Qual

E:\Database\wiley7n.|

1 Phenol, 2-methyl-5-(1-methylethy... 46690 000499-75-2 86
2 Camphene $$ Bicyclo[2.2.1]heptan... 32116 000079-92-5 80
3 (-)-.beta.-Pinene $$ 6,6-DIMETHY... 32202 018172-67-3 50
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Unknown Spectrum based on Apex

Abundance Scan 1881 (14.847 min): 4955-osareh.D\data.ms m/z 135.00 100.00%
135.0

e

5000
550 71.0
‘ T T T T ‘ T T
0\ ‘ T 1T ‘ L h‘ ! “ \“! U T “Hm\ \H\‘ i“\‘ \“‘\‘ ‘\H‘ \ \ T \‘ ‘ T \“\‘.\ “ L \1\79‘\1 T T T ‘2(\)6\\9\ ‘ T 1T ‘ T 1T ‘ L \2\8‘()\9\ L ‘ L \:3‘2\4.\9\:3\4‘1\()\ m/Z 93 00 37 82%
m/z--> 20 40 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #47334: Cyclohexene, 2-ethenyl-1,3,3-trimethyl-
135.0
5000 ‘ T T T T ‘ T T
93.0 14.50 15.00
4. 0 m/z 150.05 35.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance#45995: Pyridinium, 1-(acetylamino)-2-methyl-, hydroxide, inner salt $$ 2-Picolinium, 1-acetamido-, hydroxide, inner salt $$ 1-A
135.0
‘ T T T T ‘ T T
93.0 14.50 15.00
5000 m/z 91.00 30.49%
66 0
. 109.0
0\‘\\\\‘”‘ \‘M‘\ “ \!\‘\\\\‘\\\\‘\1?‘?.9‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ M
m/z--> 20 40 60 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #46684: Phenol, 2- methyl -5-(1-methylethyl)- (CAS) $$ Carvacrol $$ 2-HYDROXY-4-ISOPROPYL-1-METHYLBENZENE $$ T e
135.0 14.50 15.00
m/z 71.00 29.50%
5000 M
91.0 107.
0 PO
0\‘\\\\‘\\‘\\“\H\\\“\\\\‘\‘\\\“\\\‘\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ ‘\\\\‘\\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.50 15.00

Data File: G:NVOCNO 1399\99-11-18\4955-0sareh.D
Sample :4955-osareh

Peak Number: 36 at 14.847 min Area: 2104968 Area % 0.01

The 3 best hits from each library. Ref\# CASW  Qual

E:\Database\wiley7n.|

1 Cyclohexene, 2-ethenyl-1,3,3-tri... 47334 005293-90-3 64
2 Pyridinium, 1-(acetylamino)-2-me... 45995 007584-27-2 62
3 Phenol, 2-methyl-5-(1-methylethy... 46684 000499-75-2 60
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Unknown Spectrum based on Apex

Abundance Scan 1937 (15.137 min): 4955-osareh.D\data.ms m/z 69.10 100.00%
69.1
5000 93.0
1211 L S B I
\ ‘ ‘ | 150.1 1750 207.0 266.8 341.0 429.0 15.00 o
. . . . . . 0,
0 \‘\\\\‘\\‘\‘;“\‘ “\ ;H‘N‘\Hh\“\“\H\\‘H\\\‘\“\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ m/Z 93-0 44.37/0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420
Abundance #109658: NERYL ACETATE $$ NERYLACETAT
69.0
41.0
5000 930 LI L L B B B
15.00 15.50
121.0 m/z 68.00 40.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420
Abundance #109422: Neryl acetate $$ 2,6-Octadien-1-ol, 3,7-dimethyl-, acetate, (Z)- (CAS) $$ Nerol acetate
69.0
410 T T ‘ T T T T ‘ T
15.00 15.50
5000 93.0 m/z 67.00 20.89%
121.0
0 \‘\‘\‘\\‘i‘\‘\‘\“\i\”“\\Hl”‘\‘“‘\‘\“\\\“\\\!“\1\5)\4\..‘()\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420
Abundance #109659: NERYL ACETATE $$ NERYLACETAT -
69.0 15.00 15.50
41.0 m/z 80.00 20.21%
5000 93.0
121.0
0 T ‘ \‘}‘\ \‘H\ \‘\“‘\ ‘ \‘ “\ \‘ ‘!‘HU T Hh\“ \‘ ‘\ T “\ T 1 ‘ \1\5)\4\..‘()\ TTT ‘ \1\9\6‘(\)\ T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT 1 T T ‘ T T T T ‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 15.00 15.50

Data File: G:NVOCNO 1399\99-11-18\4955-0sareh.D
Sample :4955-osareh

Peak Number: 37 at

The 3 best hits from each library.

15.137 min Area: 54682545 Area % 0.36

Ref\# CASW  Qual

E:\Database\wiley7n.|

1 NERYL ACETATE $$ NERYLACETAT
2 Neryl acetate $$ 2,6-Octadien-1-...
3 NERYL ACETATE $$ NERYLACETAT

BTEX-esance.M Wed Feb 10 07:00:29 2021

109658 000141-12-8 91
109422 000141-12-8 91
109659 000141-12-8 91
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Unknown Spectrum based on Apex

Abundance Scan 2014 (15.537 min): 4955-osareh.D\data.ms m/z 69.10 100.00%
69.1

5000

—

93.0

T T ‘ T T ‘
53.0 1211 15.50

‘ 137.1 154.1 189.1 207.0 340.9 0
0 ‘ L ‘ L ‘\‘M‘ ‘ T ‘\ \Hl‘ }‘ T wh\ ‘ T ‘\ T “ T T \‘ ‘ T T ‘ L ‘ T 1T ‘ T 1T ‘ L ‘ L ‘ T 1T ‘ T 1T ‘ L ‘ T 1T ‘ L m/Z 68 00 37 93 /0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance#109447: Geranyl acetate $$ 2,6-Octadien-1-ol, 3,7-dimethyl-, acetate, (E)- (CAS) $$ Geraniol acetate $$ Bay pine (oyster) oil
69.0

b

5000 e
43.0 15.50
930 m/z 93.00 26.22%
121.0
0‘\\\\“‘\\\M\‘\“\\1‘\‘\1\‘\‘\\\“‘\\1\3!7‘()\1\5\)4.\(‘)\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #109446: Geranyl acetate $$ 2,6-Octadien-1-ol, 3,7-dimethyl-, acetate, (E)- (CAS) $$ Geraniol acetate $$ Bay pine (oyster) oil
69.0
T T ‘ T T ‘
15.50
10 18.289
5000 43.0 m/z 67.10 18.28%
93.0
121.0
0 e by | 13701540 196.0
‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #109815: 2,6-Octadien-1-ol, 3,7-dimethyl-, acetate e ‘
41.0 69.0 15.50
m/z 121.10 15.09%
5000
93.0
121.0
0 ‘ L ‘ } \‘i“‘\ ‘ \‘ ‘\ \Hl‘ }‘ T ‘M‘\ ‘ \‘\ T “‘\ \1\3!‘7‘()\ 1\5\)4.\(‘)\ 1T ‘ T 1T ‘ T 1T ‘ L ‘ L ‘ T 1T ‘ T 1T ‘ L ‘ T 1T ‘ L T T ‘ T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15.50

Data File: G:NVOCNO 1399\99-11-18\4955-0sareh.D
Sample :4955-osareh

Peak Number: 38 at 15.537 min Area: 36188201 Area % 0.24

The 3 best hits from each library. Ref\# CASW  Qual

E:\Database\wiley7n.|

1 Geranyl acetate $$ 2,6-Octadien-... 109447 000105-87-3 91
2 Geranyl acetate $$ 2,6-Octadien-... 109446 000105-87-3 91
3 2,6-Octadien-1-0l, 3,7-dimethyl-... 109815 016409-44-2 91
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Unknown Spectrum based on Apex

Abundance

Scan 2154 (16.263 min): 4955-osareh.D\data.ms

m/z 161.10 100.00%

69.1 161.1
91.0
105.0
57.1
5000 119.0  135.0
2041 T ‘ T T T T ‘ T T
LA T
0\‘\\\\‘\\\\‘\\\\“\\\1}\‘}\\ ‘\‘\‘\\‘Hl!“‘\!““‘ }!1}}\\\‘H\‘\‘H“\\\H“\‘\‘\‘\“w\\\‘}J\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\m/Z 6910 9423%
m/z--> 20 30 40 50 60 70 90 100 110 120 130 140 150 160 170 180 190 200 210
Abundance #121792 GERMACRENE-D
161.0
91.0  105.0
5000 410 810 1190 L B B B
16.00 16.50
55.0 7.0 133.0 2040 m/z 91.00 80.53%
1470 :
m/z--> 20 30 40 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210
Abundance#121722: Germacrene D $$ 1,6-Cyclodecadiene, 1-methyl-5-methylene-8-(1-methylethyl)-, [s-(E,E)]- (CAS) $$ Germacra-1(10
41.0 91.0 161.0
: 105.0
T ‘ T T T T ‘ T T
16.00 16.50
50000 57 &0 119.0 m/z 93.00 78.49%
580 67.0 133.0
‘ 204.0
0\‘\\\!‘\\\\‘\\\\“\\\\‘\\\\“\\\!l\\\\‘\\‘\\‘\\H\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\‘\\‘\\\\
m/z--> 20 40 50 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210
Abundance #121806: GERMACRENE-D S
161.0 16.00 16.50
105.0 m/z 105.00 70.85%
91.0
5000 81.0 119.0
55.0
133.
67.0 ‘ 33.0 204.0
147.0
0\‘\\\\‘\\\\‘\\\\‘u‘\\\‘\\‘\‘\‘\\\\‘\‘\\\‘!H\\‘\‘\H\‘\\‘\‘\‘\\\\‘\1\\‘\\\‘\‘\\\\}\\\\‘\\\\‘\\1\8\9‘(\)\\\‘\\\\‘\\\\ \‘\\\\‘\\
m/z--> 20 30 40 70 90 100 110 120 130 140 150 160 170 180 190 200 210 16.00 16.50

Data File: G:NVOCNO 1399\99-11-18\4955-0sareh.D

Sample

Peak Number: 39 at

The 3 best hits from each library.

: 4955-0sareh

Ref\#

CASW#

E:\Database\wiley7n.|

1 GERMACRENE-D

2 Germacrene D $$ 1,6-Cyclodecadie...

3 GERMACRENE-D

BTEX-esance.M Wed Feb 10 07:00:32 2021

16.263 min Area: 2278671 Area % 0.01

Qual

121792 023986-74-5 93

121722 023986-74-5 93

121806 023986-74-5 93
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Unknown Spectrum based on Apex

Abundance Scan 2175 (16.372 min): 4955-osareh.D\data.ms m/z 91.00 100.00%
91.0 161.1
105.0
79.0
135.1
5000 550 69.0 119.1 .
147 .1 204.2
‘ T T T T ‘ T T
| \‘ Al ‘ .l L V216110 9
0H‘\H\‘HH‘\H\‘\H\“‘H\\“‘\‘\l\‘}‘\‘i‘\!‘“MM“\\\H{ ‘”\‘HH“MHM\‘H‘Ui‘\‘\\‘}‘\‘\‘Mm‘\‘\H‘i\‘\\\‘H‘\“\‘HH}HH‘H‘\‘\‘\H m/Z 161-10 94-28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210
Abundance#121407: Junipene $$ 1,4-Methanoazulene, decahydro-4,8,8-trimethyl-9-methylene-, [1S-(1.alpha.,3a.beta.,4.alpha.,8a.beta.)]-
93.0
790 107.0
69.0 133.0 189.0
5000 1210 ’ 2040 ‘ T T T T ‘ T T
147.0 16.00 16.50
: 0
‘ ‘ 162.0 1750 m/z 93.00 79.21%
0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210
Abundance#121409: Junipene $$ 1,4-Methanoazulene, decahydro-4,8,8-trimethyl-9-methylene-, [1S-(1.alpha.,3a.beta.,4.alpha.,8a.beta.)]-
93.0
79.0 107.0 LA B B
69.0 133.0 189.0 16.00 16.50
5000 121.0 ~ 2040 m/z 105.00 72.35%
147.0
162.0 175.0
0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\!‘\\\\‘!‘\\\‘\\M\‘\\\\}\\\\‘\\‘\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210
Abundance #121399: 1,4-Methanoazulene, decahydro-4,8,8-trimethyl-9-methylene-, [1S-(1.alpha.,3a.beta.,4.alpha.,8a.beta.)]- e I
16.0 16.00  16.50
m/z 79.00 63.97%
91.0 1050
410 79.0 119.0 133.0 189.0
5000 55.0 :
’ 67.0 147.0 204.0
175.0
20 1l .
0\\‘\1\\’5;9‘\\\‘\“\\\\i}‘\\\‘M}“\‘\‘\‘}}i‘\\\ll!‘\\\‘\\1\‘\‘}\\}‘\\‘}‘}‘\‘\\“‘M\“}‘\\‘\!‘i\\\\‘\‘\\\‘\\1\‘\\\\}\\\\‘\\‘\\‘\\\ ‘ T T T T ‘ T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 16.00 16.50

Data File: G:NVOCNO 1399\99-11-18\4955-0sareh.D
Sample :4955-osareh

Peak Number: 40 at 16.372 min Area: 11372392 Area % 0.07

The 3 best hits from each library. Ref\# CASWH

Qual

E:\Database\wiley7n.|

1 Junipene $$ 1,4-Methanoazulene, ...
2 Junipene $$ 1,4-Methanoazulene, ...
3 1,4-Methanoazulene, decahydro-4,...

121407 000475-20-7 99
121409 000475-20-7 99
121399 000475-20-7 99

BTEX-esance.M Wed Feb 10 07:00:33 2021
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Unknown Spectrum based on Apex

Abundance Scan 3189 (21.634 min): 4955-osareh.D\data.ms m/z 55.00 100.00%
550
1111
1351 T T ‘ T T T T ‘ T
1610 1918 238.2 21.50 22.00
0 L ‘ L \H\“‘ H\ ‘ ‘HM‘U“‘M\H‘\M\H \‘ M‘HH w ‘\H\H byl \‘ \‘ ‘\m\ ‘ \‘\ \%2‘2\ 2\\ \M‘ T 1T ‘ L \2\8‘1\1\ L ‘ T 1T ‘ T T 17T ‘ T ??‘4\.‘9\ m/Z 57 10 97 87%
m/z--> 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #171678: E-14-Hexadecenal
43.0
83.0
5000 T T ‘ T T T T ‘ T
1.0 21.50 22.00
7 m/z 69.10 92.53%
ol I |, 1400 1680 19402100  238.0
\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 40 60 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #171784: 3-Heptadecene, (Z)-
55.0
83.0
T T ‘ T T T T ‘ T
21.50 22.00
5000 111.0 m/z 83.10 65.60%
238.0
39/0
0 \‘i - \“ “ \”H f ‘\ T \‘ T ! \‘\ \1:\3‘??\ iH‘\ ‘1\6\8\0\ ‘ \1\9\4\ (‘)2\1\0\(\)‘ T \“ L Y B B B
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #171764: Cyclopropane, 1-methyl-1-(2-methylpropyl)-2-nonyl- e
55.0 83.0 21.50 22.00
m/z 97.10 56.91%
5000
111.0
182.0
| | 139.0 238.0
0\\‘M\\‘\‘\\\\‘\\\\“\\‘\\‘\\\\‘\\\\‘\\\\}‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\\‘\
m/z--> 40 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 21.50 22.00

Data File: G:NVOCNO 1399\99-11-18\4955-0sareh.D
Sample :4955-osareh

Peak Number: 41 at 21.634 min Area: 3201747 Area % 0.02

The 3 best hits from each library. Ref\# CASW  Qual
E:\Database\wiley7n.|
1 E-14-Hexadecenal 171678 000000-00-0 93
2 3-Heptadecene, (Z)- 171784 000000-00-0 83

3 Cyclopropane, 1-methyl-1-(2-meth... 171764 041977-41-7 78
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Unknown Spectrum based on Apex

Abundance Scan 3280 (22.106 min): 4955-osareh.D\data.ms m/z 57.10 100.00%
57.1
5000 85.1
200
131 4411 2402 :
0' \‘\“1““ T \“\“\ ‘ \M\ T i‘\ L ‘1\6\9\1 ‘ 1\\9\1\7‘ T \2\2‘1\1\ \?\ TTT ‘ T \2\8‘1\\1\ T ‘ TTT \:3‘2\?.\1\ ‘ \:\3??‘1\ TTT ‘ T \\4.\()‘1\.(\)\ m/Z 71-1 67.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400
Abundance #174549: Heptadecane
57.0
5000 e ‘
85.0 22.00
m/z 85.10 46.52%
0 38, “N I ) 1130 1410 169.0 197.0 240.0
\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400
Abundance #174546: Heptadecane $$ n-Heptadecane $$ Normal-heptadecane
57.0
T T ‘ T T ‘
85.0 22.00
5000 m/z 55.00 25.03%
29.0
0 l \“ ‘UU “‘\ Al | 11\\\?0 Il 14\\10 U 1690 . 197.0 2490
\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400
Abundance #174554: Heptadecane (CAS) $$ n-Heptadecane $$ Normal-heptadecane — :
57.0 22.00
m/z 56.00 16.24%
5000
85.0
29.0
0 “ \“\ wH\ H\ Hw H‘ 11?0 L 1400 1690 2400
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ \\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 22.00

Data File: G:NVOCNO 1399\99-11-18\4955-0sareh.D
Sample :4955-osareh

Peak Number: 42 at 22.106 min Area: 33636139 Area % 0.22

The 3 best hits from each library. Ref\# CASW  Qual

E:\Database\wiley7n.|

1 Heptadecane 174549 000629-78-7 96

2 Heptadecane $$ n-Heptadecane $$ ... 174546 000629-78-7 96
3 Heptadecane (CAS) $$ n-Heptadeca... 174554 000629-78-7 96

BTEX-esance.M Wed Feb 10 07:00:36 2021
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Unknown Spectrum based on Apex

Abundance Scan 3635 (23.948 min): 4955-osareh.D\data.ms m/z 57.10 100.00%
57.1
711
5000 85.1
1 2400
w1190 1351 :
0 \‘HH‘HH‘\H\‘\H!M\Mhl1‘\‘\‘1”‘\“\‘\“\ Mfﬁp\‘1‘1‘}‘”\‘\‘\““1‘1‘M“H‘iW“‘\‘H“\]‘ﬁ“]\‘.\“‘]\‘\“‘]‘\6‘\?‘.\‘(‘)‘\1‘\7\%9 \1\9‘?\.\7\‘\297.‘1\%2\9.?\\2%:\3.\2\‘\\\%?\‘4.\.\2‘\\\\‘\\2\\8‘1\.\(\)\‘ m/Z 71.1 59.24%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
Abundance #193182: Octadecane (CAS) $$ n-Octadecane $$ Octadecan
43.0 57.0
71.0
5000 85.0 ——
24.00
m/z 55.00 46.86%
29.0 99.0 113.0 1270
0 ol ‘\ bl u‘ A p 14‘\1'0 155.0 169.0 183.0196.0 210.0 225.0 254.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
Abundance #193176: Octadecane
43.0 57.0
T T ‘ T T
71.0 24.00
5000 85.0 m/z 85.1 44 .48%
29.0 990 1130
ol M G| 7T 127:0141.0 1550 169.0 183.0 197.0 211.0 225.0 254.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
Abundance #193179: Octadecane e
m/z 69.00 36.15%
71.0
5000 85.0
o L g T M199127.0141.0 155.0 169.0 183.0 197.0 211.0 225.0 239.0 254.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ T T ‘ T T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 24.00

Data File: G:NVOCNO 1399\99-11-18\4955-0sareh.D
Sample :4955-osareh

Peak Number: 43 at

23.948 min Area: 5961596 Area % 0.04

The 3 best hits from each library. Ref\# CASW  Qual

E:\Database\wiley7n.|

1 Octadecane (CAS) $$ n-Octadecane... 193182 000593-45-3 95
2 Octadecane
3 Octadecane

193176 000593-45-3 95
193179 000593-45-3 92
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Unknown Spectrum based on Apex

Abundance Scan 3680 (24.181 min): 4955-osareh.D\data.ms m/z 57.10 100.00%
5000
0.2 2400 2450
““ 165.1 228.1 . .
0— HHH HH\ “9“3‘ s ‘\‘ i H\ T ‘2‘6(\) :\3 L B L B O L L Y I B B m/Z 5-00 76'56%
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance#3398 Borane diethylmethyl- (CAS) $$ Methyldiethylborane $$ DIETHYLMETHYL-BORANE $$ Diethylmethylborane $$ Bori
57.0
5000 LA e B B
24.00 24.50
200 125.0 m/z 69.00 66.21%
L m Hm Hm “““9“?3 9221 0249.0277.0305.0333.0362.0 400.0 432.0462.0 496.0 ‘ ‘
‘ 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 T T T T T T T

o

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #236429: 14- BETA.-H-PREGNA $$ 14-.BETA.-PREGNA $$ 14B-PREGNANE
T T ‘ T T T T ‘ T
24.00 24.50
5000 97.0 m/z 71.10 64.42%
125.0
0 i Hm\ b e 2189 2520 28803200 3670 4190 4930 5700
N ‘ \ 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
m/z--> 0 50 100 1 50 200 250 300 350 400 450 500 550
Abundance #381315: 1-Hentetracontanol (CAS) $$ N-HENTETRACONTANOL-1 e
57.0 24.00 24.50
m/z 83.10 43.37%
97.0
5000
18.0 125 0
0 ‘ I “ “H \\‘H MH \‘u 5? 9\181 0209 0 250.0278.0306.0 54605740
‘ 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 ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T ‘ T T T T ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.00 24.50

Data File: G:NVOCNO 1399\99-11-18\4955-0sareh.D
Sample :4955-osareh

Peak Number: 44 at 24.181 min Area: 2070380 Area % 0.01

The 3 best hits from each library. Ref\# CASW  Qual

E:\Database\wiley7n.|

1 Borane, diethylmethyl- (CAS) $$ ... ~ 3398 001115-07-7 93

2 14- BETA.-H-PREGNA $$ 14-BETA.-... 236429 000000-00-0 81
3 1-Hentetracontanol (CAS) $$ N-HE... 381315 040710-42-7 70

BTEX-esance.M Wed Feb 10 07:00:40 2021 Page: 45



Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Abundance Scan 3865 (25.141 min): 4955-osareh.D\data.ms m/z 55.00 100.00%
540 69.0 83.1 g7 4
5000 111.1
125.1 2663 e
2500 2550
139.1
m/z--> 10 20 30 40 50 60 70 80 90 100110120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
Abundance #208874: Z-5-Nonadecene
=
410 55.0 69.0 83.0 97.0
5000 111.0 e
25.00 25.50
125.0 266.0 m/z 69.00 90.57%
. | “ | \ ‘H‘ il ““ 1390 154.0168.0182.0196.0210.0224.0238.0252.0 |
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ H\\‘\H\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\H‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
Abundance #208868: 9-Nonadecene
41.0 55.0
69.0 83.0 : ‘ —
97.0 25.00 25.50
5000 m/z 97.10 84.64%
111.0
27.0 ‘ 125.0
1 266.0
0\\‘\\\i‘\\\‘l‘\\\\“!}\\‘\‘\}H‘}!‘\H\“‘!\‘\\‘\\‘!!“\\\\‘}1\\\‘\}‘1\‘\\ﬁﬁ\?\?ﬁ?\?‘?ﬁ?‘(\)\?\s‘T\(\)\‘\\\\‘\\\\‘\\\\‘\\\\‘\2\:\3\8‘\()\\\‘\\\\‘\\1\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
Abundance #208867: cis-2-Methyl-7-octadecene T
46.0 560 2500 2550
m/z 57.10 83.85%
5000 83.0
7.
29.0 97.0
111.0
266.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 25.00 25.50

Data File: G:NVOCNO 1399\99-11-18\4955-0sareh.D

Sample :4955-osareh

Peak Number: 45 at

25.141 min Area: 90517020 Area % 0.59

The 3 best hits from each library. Ref\# CASW  Qual

E:\Database\wiley7n.|
1 Z-5-Nonadecene
2 9-Nonadecene

208874 000000-00-0 99
208868 031035-07-1 97

3 cis-2-Methyl-7-octadecene 208867 035354-39-3 93
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Abundance Scan 3961 (25.639 min): 4955-osareh.D\data.ms m/z 5 100.00%
571
711
85.1
5000
99.1 R
113112711411 2550 2600
155.1 169.1 183.2 197.2 211.2 225.2 239.2 254.3 268.3281 1 0
0\‘\H\‘HH‘\H\‘\‘H‘\‘H\‘}H\‘H\‘\H}\‘\HH“HH“\“\H‘\H“\‘HHi‘\H\‘HH‘\H\‘H\\‘HH‘\H\‘HH‘\H\‘HH‘HH‘\H\‘HH‘\H\‘HH‘\H\‘m/Z 71 7396/0
m/z--> 20 30 40 50 60 70 80 90 100 110120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
Abundance #211486: Nonadecane $$ n-Nonadecane
571.0
43.0 71.0
85.0
5000 e —
2550 26.00
m/z 85.10 52.46%
29.0 99.0
L gl 7 11301270 141.0 1550 1690 183.0 1670
\‘\H\‘HH‘\\H‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘\H\‘HH‘\H\‘HH‘\H\‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘\H\‘HH‘\H\‘HH‘\H\‘
m/z--> 20 30 40 50 60 70 80 90 100 110120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
Abundance #211487: Nonadecane (CAS) $$ n-Nonadecane
43.0 57.0
71.0 2550 2600
5000 85.0 z 55.00 23.07%
29.0 99.0
11301270
o M I T 7T127.0141.0154.0 168.0 183.0 197.0 268.0
\‘\H\‘HH‘\\H‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘\H\‘HH‘\H\‘HH‘\H\‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘\H\‘HH‘\H\‘HH‘\H\‘
m/z--> 20 30 40 50 60 70 80 90 100 110120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
Abundance #211481: Nonadecane
57.0 25.50 26.00
43.0 m/z 99.10 14.65%
71.0
5000 85.0
290 99.01130
0 ‘\w W T 127.0141.0 1550 169.0 183.0196.0 210.0 224.0 239.0 268.0
\‘\H\‘HH‘\\H‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘\H\‘HH‘\H\‘HH‘\H\‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘\H\‘HH‘\H\‘HH‘\H\‘ \\‘ \‘\
m/z--> 20 30 40 50 60 70 80 90 100 110120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 25.50 26.00

Data File: G:NVOCNO 1399\99-11-18\4955-0sareh.D
: 4955-0sareh

Sample

Peak Number: 46 at

25.639 min Area: 252670422 Area % 1.65

The 3 best hits from each library. Ref\# CASW  Qual

E:\Database\wiley7n.|

1 Nonadecane $$ n-Nonadecane 211486 000629-92-5 98

2 Nonadecane (CAS) $$ n-Nonadecane 211487 000629-92-5 98
3 Nonadecane

211481 000629-92-5 95
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Abundance Scan 4061 (26.158 min): 4955-osareh.D\data.ms m/z 57.10 100.00%
571
711
149.0
85.1
5000
111.1 =
191.9 2600 2650
0 "““““‘“\‘\“““MH‘\H\‘“U”Mm‘\“H‘H‘\“\‘H“\\“"}8‘1\‘Z\‘8\‘9““‘\M“‘2‘33‘9‘2“2‘1}1‘““%4‘%%‘2‘5‘)‘6“()‘““%7“8‘%%9‘%%“ /Z 71 10 73 85%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150160170180190200210220230240250260270280290
Abundance #193185: Octadecane (CAS) $$ n-Octadecane $$ Octadecan
57.0
71.0
5000 85.0 R
43.0 26.00 26.50
m/z 55.00 61.28%
990113012701410 254.0
0 29.0 \‘\ \‘\ Al \\‘ | 155016\90183019702110 |
\‘HH‘H\\‘H\\‘H\\‘\H\‘HH‘H\\‘H\\‘\H\‘HH‘HH‘H\\‘H\\‘\H\‘HH‘H\\‘\\H‘\H\‘HH‘HH‘H\\‘\\H‘\H\‘HH‘HH‘HH‘HH‘HH‘\

m/z--> 20 30 40 50 60 70 80 90 100110120 130140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290

Abundance #211479: Nonadecane
57.0
71.0 ‘ ‘ tT
43.0 2600 2650
5000 85.0 m/z 149.00 59.47%
99.01130
. ““ L [71270141.0155.0169.0183.0197.0211.0225.0 239.0 268.0
\‘\\\\‘HH‘\\\\‘\\\\‘\\H‘HH‘\\\\‘\\H‘HH‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘HH‘\\H‘\\\\‘HH‘H\\‘\\\\‘\\H‘H\\‘\\H‘HH‘HH‘HH‘HH‘\
m/z--> 20 30 40 50 60 70 80 90 100110120 130140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290
Abundance #208863: 1-Nonadecene (CAS) : | —
43.0 57.0 83.0 2600 2650
970 m/z 69.10 53.98%
5000
111.0
29.0
0 “ “ ‘ H ““ ‘ 13“%015\7‘30168018201960 238.0 266.0
\‘\\\\‘HH‘\\\\‘\\\\‘\\H‘HH‘\\\\‘\\H‘HH‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘HH‘\\H‘\\\\‘HH‘H\\‘\\\\‘\\H‘H\\‘\\H‘HH‘HH‘HH‘HH‘\ T T ‘ T T T T ‘ T
m/z-->

20 30 40 50 60 70 80 90 100110120130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 26.00 26.50

Data File: G:NVOCNO 1399\99-11-18\4955-0sareh.D
Sample :4955-osareh

Peak Number: 47 at 26.158 min Area: 2150202 Area % 0.01

The 3 best hits from each library. Ref\# CASW  Qual

E:\Database\wiley7n.|

1 Octadecane (CAS) $$ n-Octadecane... 193185 000593-45-3 90
2 Nonadecane 211479 000629-92-5 87

3 1-Nonadecene (CAS) 208863 018435-45-5 56
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Abundance

5000

0

63

504,

Scan 4182 (26.786 min): 4955-osareh.D\data.ms m/z 63.90 100.00%
9
83.1 97.1
11 1279
159.8 191.8 255.7 e
141.0 ‘ _ ‘ 207.0 223, 26.50 27.00
1790382422 \“\“‘\\\\‘\\2\\8‘(‘3.\4\.\‘\\\ m/Z 57-10 88-95%

m/z--> 20 30 40 50 60
#151530: (1R,3aS,7aS)-7a-Hydroxyethyl-1,4,4-trimethylhexahydrindan-5-one $$ 5H-Inden-5-one, octahydro-7a-(2-hydroxyeth

Abundance

5000

0

64

70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290

.0 192.0

-

128.0 160.0

96.0 26.50 27.00
109.0 224.0 m/z 55.00 83.03%

81.0

m/z--> 20 30 40 50 60

Abundance

5000

0

64

32.0

70 80 90 100 110120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290
#195804: Cyclic octaatomic sulfur

3

.0

‘26.50 27.00
m/z 69.00 67.89%

96.0 128.0 160.0 192, 256.0
| 1100 | \ 9‘0 224.0 L,

a

m/z--> 20 30 40 50 60
#195803: Sulfur, mol. (S8) (CAS) $$ OCTA-SULFUR $$ S8 $$ Sulfur (S8) $$ Octathiocane $$ Cyclooctasulfur $$ Orthorhom

Abundance

5000

64

28.0

| 440

70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290

0 26.50 27.00
m/z 97.10 53.83%

256.0

-

160.0
96.0 128.0 ‘ 192.0
|

| . I 2240 |

0

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 26.50 27.00

Data File: G:NVOCNO 1399\99-11-18\4955-0sareh.D

Sample

: 4955-0sareh

Peak Number: 48 at

26.786 min Area: 4765579 Area % 0.03

The 3 best hits from each library. Ref\# CASW  Qual

E:\Database\wiley7n.|

1 (1R,3aS,7aS)-7a-Hydroxyethyl-1,4... 151530 128790-34-1 70
2 Cyclic octaatomic sulfur 195804 010544-50-0 70

3 Sulfur, mol. (S8) (CAS) $$ OCTA-... 195803 010544-50-0 70
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Abundance Scan 4270 (27.242 min): 4955-osareh.D\data.ms m/z 57.10 100.00%
571
711
5000 85.1
991 T ‘ T T T T ‘ T T
‘ 113.1127.1141.1155.1169 1 27.00 27.50
. . . .1183.2197.1211.2225.2239.1 255.7 282.3
0H‘HH‘HH‘HH‘HH‘\‘\‘!\“\}\u1\‘\‘\\“‘}“}\“\\u‘\‘“\\‘\\‘i‘\“\H“\‘\‘M‘HHi‘\\H‘HHH‘HH“HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\‘\H‘HH‘\m/Z 71-1 70-80%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140150160170180190200210220230240250260270280290
Abundance #228985: Eicosane
43.0 57.0
71.0
5000 T ‘ T T T T ‘ T T
85.0 27.00 27.50
m/z 85.10 47.03%
99.0 113.0
0 “‘ M“ H‘ I A 2 12“7.014‘1.0155.0169.0183.0197.0211.0225.0239.0253.0267.0282-0
H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140150160170180190200210220230240250260270280290
Abundance #228988: Eicosane
57.0
43.0
T ‘ T T T T ‘ T T
71.0 27.00 27.50
5000 m/z 55.00 28.64%
85.0
29.0
99.0 113.0
o140 || ‘\‘ Iy '19P127.0141.0155.0169.0183.0197.0211.0225.0 282.0
H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140150160170180190200210220230240250260270280290
Abundance #134012: Pentadecane e
51.0 27.00  27.50
430 m/z 69.00 19.34%
71.0
5000
85.0
29.0 99.0
. L H‘ L 118.0127.0141.0155.0169.0183.0 212.0
H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\ T ‘ T T T T ‘ T T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140150160170180190200210220230240250260270280290 27.00 27.50

Data File: G:NVOCNO 1399\99-11-18\4955-0sareh.D

Sample

Peak Number: 49 at

The 3 best hits from each library.

: 4955-0sareh

27.242 min Area: 20570476 Area % 0.13

Ref\# CASW  Qual

E:\Database\wiley7n.|
1 Eicosane
2 Eicosane

3 Pe

BTEX-esance.M Wed Feb 10 07:00:47 2021

ntadecane

228985 000112-95-8 96
228988 000112-95-8 96
134012 000629-62-9 95
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Abundance Scan 4479 (28.327 min): 4955-osareh.D\data.ms m/z 57.10 100.00%
57.

1
83.0
5000
111.1
‘ T T T ‘ T T
137.1 165.1 207.0 28.00 28.50
: 294.3
0' ‘M\H\H}h‘\““‘\“\‘\‘\h“u\‘\MWW“‘\H“}‘\“\“H\‘\\\‘?ﬁ?i?\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ m/Z 55-00 94-85%

_

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520
Abundance #208863: 1-Nonadecene (CAS)
7.
51.0 83.0
5000 ‘ T T T ‘ T T
111.0 28.00 28.50
29.0 m/z 69.00 76.92%
‘\\\\‘\\\\‘\\\ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\H‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520
Abundance #243342: 10-Heneicosene (c,t)
55.0
83.0 T LI B —
28.00 28.50
5000 m/z 83.00 67.86%
290 111.0
139.0 294,
0‘\\\‘\‘\‘1\\“‘}\\ ‘\\“!‘\‘\“\\\“i\\\‘\1‘6\?\.(\)‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\9\‘\‘9\\\‘\\\\‘\\\\‘\\\\‘\\H‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520
Abundance #392048: HAHNFETT - —
51.0 28.00 2850
m/z 97.10 61.25%
97.0
5000
20.0 125.0
' 151.0 0
0 H‘ L il e M?QZ-QMZSS.O 261.0287.0 333.0 373.0400.0 432.0458.0 496.0
‘\\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\H‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ ‘ T T T ‘ T T

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 28.00 28.50

Data File: G:NVOCNO 1399\99-11-18\4955-0sareh.D
Sample :4955-osareh

Peak Number: 50 at 28.327 min Area: 2932767 Area % 0.02

The 3 best hits from each library. Ref\# CASW  Qual
E:\Database\wiley7n.|
1 1-Nonadecene (CAS) 208863 018435-45-5 95
2 10-Heneicosene (c,t) 243342 095008-11-0 87
3 HAHNFETT 392048 000000-00-0 87
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Abundance Scan 4566 (28.778 min): 4955-osareh.D\data.ms m/z 57.10 100.00%
571
711
5000 85.1
|| 99\ 113-1127.1141.1155.1169.1183.2197.2211.2225 2239.2 296.3 250 2000
0 T T ‘ L ‘ T \M\“ \‘1‘} T “\“\ T \“ T \w‘\ ‘ \‘\ T ‘M\ T \‘\ ‘ T \ T ‘ L ‘ T T T ‘ \5\ T \:39‘ \2\5)\3\3‘2\6?\2\28‘2\:\3\ T ‘ 1 m/Z 71 1o 70 25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #245745: Heneicosane $$ n-Heneicosane
57.0
71.0
43.0 85.0
5000 T ‘ T T T T ‘ T T
28.50 29.00
m/z 85.10 49.40%
29.0 113012701410
o150 [l ‘M‘ Ll ‘h‘ J 5 7141.0155.0169.0183.0197.0211.0225.0239.0253.0267.0281.0 296.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #245744: Heneicosane
57.0
71.0 LB T
43.0 28.50 29.00
5000 85.0 m/z 55.10 24.61%
99.0 113.0
. Ll [T1Pr0141.0155.0169.0183.0197.0211.0225.0230.0253.0267.0 2980
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #245746: Heneicosane . ‘
430 57.0 2850  29.00
m/z 69.00 14.12%
71.0
5000 85.0
99.0
0 o T 118.0127.0141.0155.0169.0183.0197.0211.0225.0239.0253.0267.0281.0 296.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 28.50 29.00

Data File: G:NVOCNO 1399\99-11-18\4955-0sareh.D
Sample :4955-osareh

Peak Number: 51 at 28.778 min Area: 92159232 Area % 0.60

The 3 best hits from each library. Ref\# CASW  Qual
E:\Database\wiley7n.|
1 Heneicosane $$ n-Heneicosane 245745 000629-94-7 98
2 Heneicosane 245744 000629-94-7 95
3 Heneicosane 245746 000629-94-7 94
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Abundance Scan 4849 (30.247 min): 4955-osareh.D\data.ms m/z 57.10 100.00%
57.1
711
5000 85.1
000 300
0 ‘ T T T ‘ T \HJ“ M“‘ ‘ “H‘\“\ \ ‘\‘H‘ \ \‘M T ‘ ‘\“\ T \ “ T \\L.-)‘\‘L.\-) ‘ T \ T \1‘8:\3\2 T ‘2(\)7\(\) \2‘2\5\1?§9‘ \12\5)\3\2‘2\67\ \12\8‘1\1\ L ‘ ?1\()\:3\ ‘ m/Z 71 1 69 09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #193185: Octadecane (CAS) $$ n-Octadecane $$ Octadecan
57.0
71.0
5000 85.0 b
43.0 30.00 30.50
99.0 m/z 85.10 47.51%
0 290 |l \\‘ A (R 1690183 0197.0211.0 L
‘ T T T ‘ T T T ‘ T ‘ T T T ‘ T \ T ‘ T \ T ‘ T T ‘ T \ T ‘ \ L \ ‘ T T T ‘ T T T ‘ L ‘ T T T ‘ T T T ‘ T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #369892: Hexatriacontane
43.0 57.0
T ‘ T T T ‘ T T
71.0 30.00 30.50
5000 m/z 55.00 29.61%
85.0
99.0
o ““ M ““ | 1130127.0141.0155.0169.0183.0197.0211.0225.0239.0
‘ T T T ‘ T T T ‘ T ‘ T T ‘ T T ‘ T ‘ L \ ‘ T \ T ‘ T T T ‘ T T T ‘ T T T ‘ T T T ‘ T T T ‘ T T T ‘ T T T

m/z—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #261314: Docosane e
43.0 57.0 30.00 30.50
m/z 69.00 19.98%
71.0
5000 85.0 W‘A_\/KMAW
oLl PO TI0127 011 01550160.0183.0107 02110225 0230 0255 0267.0261.020503100.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 30.00 30.50

Data File: G:NVOCNO 1399\99-11-18\4955-0sareh.D
Sample :4955-osareh

Peak Number: 52 at 30.247 min Area: 12036662 Area % 0.08

The 3 best hits from each library. Ref\# CASW  Qual

E:\Database\wiley7n.|

1 Octadecane (CAS) $$ n-Octadecane... 193185 000593-45-3 95
2 Hexatriacontane 369892 000630-06-8 94

3 Docosane 261314 000629-97-0 92
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Unknown Spectrum based on Apex

Abundance Scan 5119 (31.648 min): 4955-osareh.D\data.ms 57.10 100.00%
57.1
5000 85.1
31 56 B I‘32‘06
1131
1411 169.1 188.9207.1225.2 2451 267.2 2953 324.3 355.1 20,
0' \\WH‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ 711 676/0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #154904: Hexadecane
57.0
5000 T ‘ T T T T ‘ T
85.0 3150  32.00
0,
290 z 85.10 46.61%
\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #174546: Heptadecane $$ n-Heptadecane $$ Normal-heptadecane
57.0
T T T T ‘ T
85.0 31.50 32.00
5000 z 55.10 28.79%
29.0
113.0
0 | \“ U_u “‘\ A I \‘ il 141 0 U 169.0 197.0 2400
\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #275692: Tricosane .
51.0 31 50 32,00
69.00 19.26%
5000 85.0
113.0 141.0 324.0
0 LI ‘ T \:3\9‘“} T h’u T \M} T ‘H T \h“ T \W‘\ ‘ \‘\ T ‘ T \‘\ ‘1\6\‘9\9 ‘ ‘\ \1\9\‘7‘()\ T ‘\ T ‘ \‘ T \2:\39‘ \()\ \ \‘zéz \()\ ‘ \\2\9\’:\-) ‘()\ LI ‘ T T ‘ T T 1T ‘ T T ‘ T T T T ‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 31.50 32.00

Data File: G:NVOCNO 1399\99-11-18\4955-0sareh.D
Sample :4955-osareh

Peak Number: 53 at 31.648 min Area: 13595897 Area % 0.09

The 3 best hits from each library. Ref\# CASW  Qual

E:\Database\wiley7n.|

1 Hexadecane 154904 000544-76-3 96

2 Heptadecane $$ n-Heptadecane $$ ... 174546 000629-78-7 93
3 Tricosane 275692 000638-67-5 93
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Unknown Spectrum based on Apex

Abundance Scan 5380 (33.002 min): 4955-osareh.D\data.ms m/z 57.10 100.00%
571
5000
85.1
316.2 U
111.149g 1 1471 191.0 5 33.00
0 “ ‘\“\Ml“\“ ““‘i“‘l“\“\“i"\“1“\“\ “‘1‘\‘6\“9\.‘] T \“‘\” * ‘2\9\9\.1\ T \2\3\‘7‘.9 \2\??‘1\ TT \8?\9\ A NN LA L B B \:‘3?7\\0\ m/Z 71-0 43-58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #228982: Eicosane (CAS) $$ n-Eicosane
57.0
5000 T T ‘ T T
85.0 33.00
m/z 85.10 29.48%
290 113.0
0 \‘ | U_U Il Il H‘ n‘. i 14\10 I 1690 I 197.0 225.0 253.0 282.0
\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #228985: Eicosane
43.0
T T ‘ T T
71.0 33.00
5000 m/z 55.00 29.41%
99.0
0 ‘ h” H‘ Ly ; 12“7-0 ‘ 155.0 183.0 211.0 239.0 282.0
\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #228992: Eicosane e
51.0 33.00
m/z 69.00 25.90%
5000
85.0
29.0
0 \‘ | ‘ ‘U_U \H\ il H‘ 11?0 | 1410 169.0 282.0
\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 33.00

Data File: G:NVOCNO 1399\99-11-18\4955-0sareh.D
Sample :4955-osareh

Peak Number: 54 at 33.002 min Area: 8036804 Area % 0.05

The 3 best hits from each library. Ref\# CASW  Qual
E:\Database\wiley7n.|
1 Eicosane (CAS) $$ n-Eicosane 228982 000112-95-8 98
2 Eicosane 228985 000112-95-8 94
3 Eicosane 228992 000112-95-8 94
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Unknown Spectrum based on Apex

Abundance Scan 5646 (34.382 min): 4955-osareh.D\data.ms m/z 149.00 100.00%
149.0
5000
571 167.0
‘ T T T T ‘ T T
83.1 1131 279.2 34.00 34.50
132.0 189.1207.0 231.0 2609 316.0 355.2 0
0‘\\\\‘\\\\‘\\\‘\“\H\“\}“h‘\\‘\“l‘\\“\‘”\\}\‘\\‘\\‘\}\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\m/257-10 31-48/0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360

Abundance#131213: 1,2-Benzenedicarboxylic acid, 3-nitro- (CAS) $$ 3-Nitrophthalic acid $$ Phthalic acid, 3-nitro- $$ m-Nitrophthalic acid

5000

0l100 29.0 \‘\

57.0

K
Ul

149.0

-

167.0 34.00

M30 4320 |

m/z--> 0 20 40

60

80

100 120 140 160 180 200 220 240 260 280 300 320 340 360

Abundance#326908: Bis(2-ethylhexyl) phthalate $$ 1,2-Benzenedicarboxylic acid, bis(2-ethylhexyl) ester $$ Phthalic acid, bis(2-ethylhexyl

34.50

m/z 167.00 28.72%

-

149.0
‘ T T T T T T
34.00 34.50
5000 m/z 71.10 20.18%
57.0 167.0
113.0
83.0 279.0
0 ‘ T T 1T ‘ L ““\ T \M ‘ T \‘H\ } ‘M T 17T ‘ } T H\ ‘ \1\:3\2\()‘ T \‘\ T ‘ T i T ‘ L ‘ T T 1T ‘ T T 1T ‘ T T 1T ‘ T 17T \“ T T 17T ‘ T T 1T ‘ T T 1T ‘ T T 1T ‘ T
mz-> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #326913: Bis(2-ethylhexyl) phthalate e
149.0 34.00 34.50
m/z 70.10 16.74%
5000 167.0
5.0 279.0
‘ | 830 113.0
0‘\\\\‘\\\\‘\\\M‘\\‘\i‘H\\\‘}\H\‘\\\\‘\\‘\\‘\}\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\i\\\\‘\\\\‘\\\\‘\\\\‘\ ‘\\\\‘\\
mz—-> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 34.00

Data File: G:NVOCNO 1399\99-11-18\4955-0sareh.D
Sample :4955-osareh

Peak Number: 55 at

The 3 best hits from each library.

34.382 min Area: 30104178 Area % 0.20

Ref\# CASW  Qual

E:\Database\wiley7n.|
1 1,2-Benzenedicarboxylic acid, 3-... 131213 000603-11-2 91
2 Bis(2-ethylhexyl) phthalate $$ 1... 326908 000117-81-7 91

3 Bis(2-ethylhexyl) phthalate

326913 000117-81-7 91
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Unknown Spectrum based on Apex

Abundance Scan 6100 (36.738 min): 4955-osareh.D\data.ms m/z 57.00 100.00%
57.0
2070 T ‘ T T T T ‘ T T
111.0
141.1 281.0 36.50 37.00
0' ‘ \me \‘ “‘ ‘\M\H\M\‘ “‘ T ‘\‘ T ‘\ ‘1\6\‘9\()\ ‘1\8%\1\ ‘ \ \ \‘\2‘2\5\2\\ ‘ \\2\?\7) ‘2\ \ T “\ 1T ‘ T \3\1\6‘2\ 1T ‘ \\3§§ ‘1\ m/Z 71-10 65-81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #228982: Eicosane (CAS) $$ n-Eicosane
57.0
5000 T ‘ T T T T ‘ T T
850 36.50  37.00
m/z 85.10 48.56%
29.0 113.0
ol Ly, [ N30 1410 1690 1970 2250 2530 2820
\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #228990: Eicosane (CAS) $$ n-Eicosane
57.0
T ‘ T T T T ‘ T T
36.50 37.00
5000 85.0 m/z 55.00 43.51%
113.0
. Uﬂ Loy T 110 1690 1970 2250 2530 2820
\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #245750: Heptadecane, 2,6,10,15-tetramethyl- e
51.0 3650  37.00
m/z 69.00 33.51%
5000 85.0
130 4410
0 400 1 “ A | | 183.0 211.0 239.0 267.0 296.0
\\‘\\\\‘\\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 280 300 320 340 360 36.50 37.00

Data File: G:NVOCNO 1399\99-11-18\4955-0sareh.D
Sample :4955-osareh
Peak Number: 56 at 36.738 min Area: 2878625 Area % 0.02

The 3 best hits from each library. Ref\# CASW  Qual

E:\Database\wiley7n.|

1 Eicosane (CAS) $$ n-Eicosane

2 Eicosane (CAS) $$ n-Eicosane

3 Heptadecane, 2,6,10,15-tetramethyl-

228982 000112-95-8 95
228990 000112-95-8 95
245750 054833-48-6 91
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Unknown Spectrum based on Apex

Abundance Scan 6156 (37.028 min): 4955-osareh.D\data.ms m/z 57.00 100.00%
57.0
5000 830 1121 1490 207.0
261.1 ———— |
37.00
179 0 ‘ 2
0' MH“ \“\h}“\ ‘\ \“U \“ T !M\ ‘\ ‘\2\:3\:3\ ‘2\ \ T “\‘\ T ﬁ‘\ TTT ‘ TTT \:3‘2\?\()\ ‘ \:3\5\)?‘1\ TTT ‘ TTTT ‘ TTT \‘4.\2\9\ \1‘ m/Z 70-10 67.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420
Abundance #80889: 2-methyl-3-chloronaphthalene $$ Naphthalene, 2-chloro-3-methyl- (CAS)
57.0
5000 149.0 T ‘
85.0 37.00 .
113.0 m/z 71.00 65.05%
‘ ‘ ‘ 176.0
0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\!\‘\\\\“\\‘\\‘\\\1“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420
Abundance #52336: Ethanone, 1-(6-methyl-7-oxabicyclo[4.1.0]hept-1-yl)-
43.0
112.0 e |
37.00
5000 m/z 55.00 63.89%
69.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420
Abundance #76872: 2-Nonanol, 5-ethyl- (CAS) $$ 5-Ethyl-2-nonanol $$ (3-Ethyl-n-heptyl)methylcarbinol ——— ‘
57.0 37.00
m/z 69.10 49.38%
5000
83.0 112.0
29.0
0 13301540 \\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 37.00

Data File: G:NVOCNO 1399\99-11-18\4955-0sareh.D
Sample :4955-osareh

Peak Number: 57 at 37.028 min Area: 3444195 Area % 0.02

The 3 best hits from each library. Ref\# CASW  Qual

E:\Database\wiley7n.|

1 2-methyl-3-chloronaphthalene $$ ... 80889 062956-38-1 22
2 Ethanone, 1-(6-methyl-7-oxabicyc... 52336 015120-94-2 18
3 2-Nonanol, 5-ethyl- (CAS) $$ 5-E... 76872 000103-08-2 14
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Unknown Spectrum based on Apex

Abundance Scan 6348 (38.024 min): 4955-osareh.D\data.ms

69.1

5000
207.0
951
123.1 149.0 281.0
0' ‘\“H}H\ \H\H“\“\‘\‘\ ‘H\ \‘\‘\‘7‘\1\“\‘\ ‘ \ ‘\ T \2‘2\?\2\‘2\4.\9\(\)‘ T \ T “‘\ T ‘ \:3\1\\’-\3‘:3\ TTT ‘ \:3\5\)?‘()\ TTT ‘ TT T ‘ TTTT ‘ TTTT ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420
Abundance #345737:1,6,10,14,18,22-Tetracosahexaen-3-ol, 2,6,10,15,19,23-hexamethyl-, (all-E)-

69.0

5000

135.0

0 161018102030 231.0251.0271.0 299.0 327.0 357.0 383.0 426.0
N \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420
Abundance #337960: Squalene
69.0
5000
41.0 137.0
610 193.0 247.0
0 T ‘ TTTT M T \“\“ \‘ \‘\ \‘Hh\ \MH‘ ‘H \H‘\ T \H‘! ‘ \‘\‘\ T ‘ \ T \“ T \H\‘\ ‘ \\2\1\7‘(\)\ T ‘ T \ T ‘\2\7\:3\(‘)\ \2\9\9‘\()\ T ‘ T \:3\4.‘1\(\)\ \:3‘6\?\()\ ‘ TTTT ‘4.\1\()\ \()‘ TTTT ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420
Abundance #344833: 11-METHYLSQUALENE $$ 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,11,15,19,23-heptamethyl-, (all-E)- (CAS)
69.0

m/z 69.10 100.00%

38.00

m/z 57.10 52.23%

3800
m/z 81.00 49.16%

3800
m/z 71.00 37.89%

38.00
m/z 55.00 33.34%
5000
41.0
920 137.0
0 o il \‘ 170 4 1630 1890 2170 2620 2950 355.0 4240
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420

Data File: G:NVOCNO 1399\99-11-18\4955-0sareh.D
Sample :4955-osareh

Peak Number: 58 at 38.024 min Area: 2350031 Area % 0.02

The 3 best hits from each library. Ref\# CASW  Qual

E:\Database\wiley7n.|

11,6,10,14,18,22-Tetracosahexaen-... 345737 054159-46-5 62

2 Squalene 337960 007683-64-9 62

3 11-METHYLSQUALENE $$ 2,6,10,14,1... 344833 063424-36-2 50
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Unknown Spectrum based on Apex

Abundance Scan 6720 (39.955 min): 4955-osareh.D\data.ms m/z 57.10 100.00%
57.1
207.0
5000 85.1
281.0
.017 :
0' ‘\“M\h‘\ “\H“ J\ ‘\“ ‘H\‘\ \‘\‘ ‘\ \‘\‘\ ‘ \ !‘ T ‘\ “\ \2\:\3‘9\1\ \ T ‘ \‘\ T “\ TTT ‘ TTT \:3‘2\6\ \2\ “ \:3\5\)?‘1\ T \:‘3\8\8\2\‘ TTT \‘4\2\9\ \2‘ TTTT m/Z 71 -Oo 73-00%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440
Abundance #228987: Eicosane
57.0
5000 85.0 e
40.00
m/z 207.00 61.55%
113.0
m/z--> 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440
Abundance #228986: Eicosane (CAS) $$ n-Eicosane
57.0
T T ‘ T T
40.00
5000 85.0 m/z 55.00 51.30%
113.0 282.0
m/z--> 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440
Abundance #228990: Eicosane (CAS) $$ n-Eicosane e
57.0 40.00
m/z 85.10 49.56%
5000 85.0
113.0
0 L [0 1410 1690 1970 2250 2530 2820
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\ \\‘\\
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 40.00

Data File: G:NVOCNO 1399\99-11-18\4955-0sareh.D
Sample :4955-osareh

Peak Number: 59 at 39.955 min Area: 2423136 Area % 0.02

The 3 best hits from each library. Ref\# CASW  Qual

E:\Database\wiley7n.|

1 Eicosane 228987 000112-95-8 92

2 Eicosane (CAS) $$ n-Eicosane 228986 000112-95-8 74
3 Eicosane (CAS) $$ n-Eicosane 228990 000112-95-8 72
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Unknown Spectrum based on Apex

Abundance Scan 7687 (44.972 min): 4955-osareh.D\data.ms m/z 57.10 100.00%
57.1
5000
316.2
191.1 T
91.0 4479 1471 45.00
: 2531  291.0
0 TT ‘ TTTT ‘ TT \“N‘ \‘\H\‘ \H‘”\‘ T ‘\ WH‘ \“\ ‘\ ‘\H“ T ‘M\‘“\ ‘H\‘ “\ \“ ‘\ T \“\ ‘ T \‘} T ‘ %‘1\?‘1\ TT \“ T \‘\ ‘ TTTT “\ \‘\ T ‘ TTTT ‘ T \:\3\4.‘1\.\()\ \:3‘6\\7\1\ ‘ T \4\.(\)‘1\.\1\ T ‘ TT \4.\4‘.:\3\:\3\ ‘ T \4.\7\‘9\:\3\ T ‘ T m/Z 316-20 33-25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500
Abundance #267658: Pregn-16-en-20-one, 3-hydroxy-, (3.beta.,5.beta.)- $$ 5.beta.-Pregn-16-en-20-one, 3.beta.-hydroxy-
43.0
5000 R
93.0 45.00
670 ' 273.0 3160 m/z 191.10 16.98%
’ 121.0 147.0 ‘ ‘
0 \“\H\“\“\‘\\“‘1\\7\;3‘\.‘()\‘\2\(\)“1\.\()\\‘\\2\:3\9‘;(\)\‘}‘\‘\\‘\“\\\\“\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500
Abundance#148135: 1-(N-tert-Butylamino)-2,2-dicyclopropane-1-carbonitrile $$ Cyclopropanecarbonitrile, 1-[(1,1-dimethylethyl)amino]-2,2
57.0
123.0 T
45.00
5000 m/z 147.05 13.14%
81.0
‘ 179.0 207.0
0\\‘\\\\‘h\\\!‘\H‘\\‘\\\”‘\\‘\\‘\\\\“\\\\‘\‘\\\“\\\\‘\‘i\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500
Abundance #239770: 1,3,2-Dioxaphospholane, 2-t-butyl-4,5-bis(ethoxycarbonyl)- e
200 °1° 121.0 4500
' ' 207.0 m/z 55.00 11.77%
5000
93.0
179.0 2350
Ll 1
0' ih\\h\‘\“m\“\\i‘\”\\\“\w\}‘\‘\\‘\‘\\\\i\\‘\\‘\1\\‘\\\}‘\\\\‘\\\\‘\\}\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ T T ‘ T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 45.00

Data File: G:NVOCNO 1399\99-11-18\4955-0sareh.D
Sample :4955-osareh

Peak Number: 60 at 44.972 min Area: 38207846 Area % 0.25

The 3 best hits from each library. Ref\# CASW  Qual

E:\Database\wiley7n.|

1 Pregn-16-en-20-one, 3-hydroxy-, ... 267658 000566-59-6 10
2 1-(N-tert-Butylamino)-2,2-dicycl... 148135 123445-52-3 9

3 1,3,2-Dioxaphospholane, 2-t-buty... 239770 080043-97-6 9
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Unknown Spectrum based on Apex

Abundance Scan 7779 (45.449 min): 4955-osareh.D\data.ms m/z 57.10 100.00%
57.1
207.0
5000
85.0
114 o 2810 3462 550 |
253.0 ‘ 355.0 =
0\\\‘\\\”\‘“}\ \‘\“\“\H‘“\H\H\‘\“ ‘\\‘\“\\‘\‘\“\\‘\\‘\!‘\\‘2\:\31\2‘\\\\‘\‘\\\‘h\\\\‘\\\\“\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘4\2\9\\2‘\\\\m/2207-00 5 -98%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440
Abundance #125287: N-ethyl-1,3-dithioisoindoline $$ 1H-Isoindole-1,3(2H)-dithione, 2-ethyl- (CAS)
207.0
5000 T T ‘ T T
m/z 71.10 46.67%
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\i‘\\}‘\‘\“\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440
Abundance #125444: 3,4-dihydro-6,7-dimethoxyisoquinoline 2-oxide
207.0
T T ‘ T T
45.50
5000 m/z 55.00 38.00%
133.0
176.0
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\!‘\\\‘\‘\!\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440
Abundance #261322: Heneicosane, 3-methyl- $$ 3-Methylheneicosane ———
57.0 45.50
m/z 69.00 33.39%
5000
85.0 281.0
113.0
141.0
0\\\“M\\“‘\‘\‘\\‘\\\\“‘\\\\‘\\\\‘\\\\‘1\6\‘9\(\)“\\\\“2\1\?\()‘\‘\\\‘\2?\:3\(‘)\\\\1\\\\‘:3\1\()\\()‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\‘\\
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 45.50

Data File: G:NVOCNO 1399\99-11-18\4955-0sareh.D
Sample :4955-osareh

Peak Number: 61 at 45.449 min Area: 2621446 Area % 0.02

The 3 best hits from each library. Ref\# CASW  Qual

E:\Database\wiley7n.|

1 N-ethyl-1,3-dithioisoindoline $$... 125287 035373-06-9 49

2 3,4-dihydro-6,7-dimethoxyisoquin... 125444 084122-10-1 47
3 Heneicosane, 3-methyl- $$ 3-Meth... 261322 006418-47-9 38
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Unknown Spectrum based on Apex

Abundance Scan 8529 (49.341 min): 4955-osareh.D\data.ms m/z 57.00 100.00%
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Data File: G:NVOCNO 1399\99-11-18\4955-0sareh.D
: 4955-0sareh

Sample

Peak Number: 62 at 49.341 min Area: 7120929 Area % 0.05

The 3 best hits from each library. Ref\# CASW  Qual

E:\Database\wiley7n.|

1 3,5,7-trimethyl-1-azaadamantane-... 125661 136947-01-8 27
2 3-Methylheneicosane $$ Heneicosa... 261321 006418-47-9 10
3 2-Pyridinepropanoic acid, .alpha... 125485 000000-00-0 9
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