Library Search Report

Data Path : G:NOCNO 1399\99-09-27\
Data File : 4054-osareh.D

AcqgOn :21Dec2020 2:51
Operator :

Sample :4054-osareh

Misc

ALS Vial : 89 Sample Multiplier: 1

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

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

Abundance TIC: 4054-0sareh.D\data.ms
7.48405
1.6e+07
1.5e+07
1.4e+07
1.3e+07
1.2e+07
1.1e+07
1e+07
9000000
8000000
7000000
6000000
5000000
4000000

30000007 6.487

2000000

1000000

0 796 18.450 25.786

36.735

39.013
41.191245%-777

0\\‘\\'\\‘\JT\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\/\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

Time--> 6.00 8.00 10.00 12.00 14.00 16.00 18.00 20.00 22.00 24.00 26.00 28.00 30.00 32.00 34.00 36.00 38.00 40.00 42.00 44.00 46.00 48.00

OCp.M Tue Dec 22 10:29:13 2020 Page: 1



Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Abundance Scan 76 (5.481 min): 4054-osareh.D\data.ms m/z 93.10 100.00%
93.1
5000
77.0
‘\\\\‘\\\\‘\\\\‘\\\\
136.1 5.20 5.40 5.60 5.80
51.0 65.0 105.0 1211
0\‘\\\\‘\\\\“\‘\‘N\‘\\\‘\‘\\\\“i\\\\‘\\‘\\‘\‘\\‘\‘\\\\“\\\\‘\\\‘\‘\1\4\.7\.‘1\\\\‘\\\\‘\\\\‘\\\\1‘9\:3\.(\)\‘\2\()\6\.‘9\\\m/291-10 54-18%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210
Abundance#32142: .alpha.-Thujene $$ Bicyclo[3.1.0]hex-2-ene, 2-methyl-5-(1-methylethyl)- (CAS) $$ Origanene $$ 3-Thujene $$ ALPH/
93.0
5000 77.0 BARERREERN RN R
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410 m/z 92.00 35.47%
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m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210
Abundance#31918: I-Phellandrene $$ 1,3-Cyclohexadiene, 2-methyl-5-(1-methylethyl)- (CAS) $$ p-Mentha-1,5-diene $$ .alpha.-Fellandre
93.0
‘\\\\‘\\\\‘\\\\‘\\\\
5.20 5.40 5.60 5.80
5000 77.0 m/z 77.00 34.53%
136.0
39.0
65.0
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210
Abundance#32145: .alpha.-Thujene $$ Bicyclo[3.1.0]hex-2-ene, 2-methyl-5-(1-methylethyl)- (CAS) $$ Origanene $$ 3-Thujene $$ ALPH/ S MEL— LSS
93.0 5.20 5.40 5.60 5.80
m/z 79.10 11.54%
5000
77.0
41.
o0 0 50 | | 1050 210 1360
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\i\\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 5.20 5.40 5.60 5.80

Data File: G:NOCNO 1399\99-09-27\4054-0sareh.D
Sample :4054-osareh

Peak Number: 1 at 5.481 min Area: 8088980 Area % 0.52

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

E:\Database\wiley7n.|

1 .alpha.-Thujene $$ Bicyclo[3.1.0...
2 |-Phellandrene $$ 1,3-Cyclohexad...
3 .alpha.-Thujene $$ Bicyclo[3.1.0...

OCp.M Tue Dec 22 10:29:15 2020

32142 002867-05-2 94
31918 000099-83-2 94
32145 002867-05-2 93
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Abundance Scan 105 (5.632 min): 4054-osareh.D\data.ms m/z 93.10 100.00%
93.1
5000
T ‘ T T ‘ T
67_0“ 1211 5.50 6.00
0\‘\\\\‘\\H“”“\H}\\‘l‘\\“\“\“‘\\\“‘\\\pﬁﬁ.(\)\‘\\\\‘\\\\z‘q?.\q‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\4.‘4:6\.\\‘m/Z 91-10 39.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440
Abundance#32180: .ALPHA.-PINENE, (-)- $$ Bicyclo[3.1.1]hept-2-ene, 2,6,6-trimethyl- (CAS) $$ Pinene $$ 2-Pinene $$ .alpha.-Pinene §
93.0
5000 R SRR
5.50 6.00
39.0 m/z 92.10 37.37%
H 670 121.0
0\‘\\\\i‘\\‘h“\“\“h\\‘l‘\\‘\“\“‘\\\“‘\\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440
Abundance#32415: (1S)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene $$ 1S-.alpha.-Pinene $$ (-)-.alpha.-Pinene $$ L-.alpha.-Pinene $$ Bicyc|
93.0
T ‘ T T ‘ T
5.50 6.00
5000 m/z 77.00 25.35%
41.0
H 67.0“ 121.0
0\‘\‘\‘\\i‘\\u“\‘\‘u\\‘l‘\\‘\‘\M\\\“\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440
Abundance#32184: . ALPHA.-PINENE, (-)- $$ Bicyclo[3.1.1]hept-2-ene, 2,6,6-trimethyl- (CAS) $$ Pinene $$ 2-Pinene $$ .alpha.-Pinene § -~

5000

93

5.50 6.00
m/z 79.10 20.18%

.0

121.0

41.0 67.0
gl

%

o

m/z-->

20 40 60 80

100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440

Data File: G:NOCNO 1399\99-09-27\4054-0sareh.D

Sample

Peak Number: 2

The 3 best hits from each library.

: 4054-osareh

at

5.632 min Area: 8636519 Area % 0.56

Ref\# CASW  Qual

E:\Database\wiley7n.|

1 .ALPHA.-PINENE, (-)- $$ Bicyclol...
2 (1S)-2,6,6-Trimethylbicyclo[3.1....
3 .ALPHA -PINENE, (-)- $$ Bicyclol...

OCp.M Tue Dec 22 10:29:16 2020

32180 000080-56-8 96
32415 007785-26-4 96
32184 000080-56-8 95
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Abundance Scan 270 (6.488 min): 4054-osareh.D\data.ms m/z 93.10 100.00%
93.1
5000
69.1
1211
53.1 H ] ‘ 107 1 136.1 6.50
: 165.1 207.0 281.0
0\\\\‘\\\\“i‘\‘\\‘\\‘\‘\‘i\\\}“ﬂ‘\\\\‘\‘\“\\‘\\‘\‘i‘\\\\“\\\\‘\\!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘m/Z 69-1 27-50%
m/z--> 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 #32198: Bicyclo[3.1.1]heptane, 6,6-dimethyl-2-methylene-, (1S)-
93.0
41.0
5000 T
69.0 6.50
m/z 91.10 25.78%
53.0 121.0 136.0
TN I e
0\\\\‘H\\\ih}‘\\‘\‘\‘}}i\\\\“\\\\‘\\‘\\‘\\‘\M‘\\\\‘\\\\‘\\!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 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#32216: 2-.BETA.-PINENE $$ Bicyclo[3.1.1]heptane, 6,6-dimethyl-2-methylene- (CAS) $$ .beta.-Pinene $$ Nopinen $$ Nopin
93.0
T ‘ T
6.50
5000 m/z 79.10 21.71%
69.0
53.0 121.0
m/z--> 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 #32199: (-)-.beta.-Pinene $$ 6,6-DIMETHYL-2-METHYLENEBICYCLO[3.1.1]-HEPTANE $$ I-.beta.-Pinene $$ Bicyclo[3.1.1]t
93.0 6.50
m/z 77.00 19.75%
41.0
5000 69.0
53.0 121.0
m/z--> 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

Data File: G:NOCNO 1399\99-09-27\4054-0sareh.D
Sample :4054-osareh

Peak Number: 3 at 6.488 min Area: 62613095 Area % 4.06

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

E:\Database\wiley7n.|

1 Bicyclo[3.1.1]heptane, 6,6-dimet... 32198 018172-67-3 94

2 2- BETA.-PINENE $$ Bicyclo[3.1.1... 32216 000127-91-3 94
3 (-)-.beta.-Pinene $$ 6,6-DIMETHY... 32199 018172-67-3 94
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Abundance Scan 329 (6.794 min): 4054-osareh.D\data.ms m/z 93.10 100.00%
93.1
69.1
5000
79.1
53.1 ‘ 6.50 7.00
107.0 1211 1361
0\\\‘\\\\‘\\\\‘\\\\‘H‘\‘\“\‘\\‘\‘\‘i\\\‘}““\\\\‘\‘\‘\\‘\\‘\‘\‘\\\\“\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\1\8\9‘.\2\\\‘\2\()\7\.‘1\\\m/269-10 65-37%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210
Abundance#31866: .beta.-Myrcene $$ 1,6-Octadiene, 7-methyl-3-methylene- (CAS) $$ 2-Methyl-6-methylene-2,7-octadiene $$ 2-ETHEN
41.0 93.0
69.0
5000
6.50 7.00
m/z 91.10 22.28%
53.0 79.0
H 107.0 121.0 136.0
0\\\‘\\\\‘\\\\‘\‘\\\“\‘\‘\\‘\\‘\M‘\\\\}‘\\\\‘H!\\‘\\\‘\.‘\\\\‘\\\\‘\\}\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210
Abundance#31854: .beta.-Myrcene $$ 1,6-Octadiene, 7-methyl-3-methylene- (CAS) $$ 2-Methyl-6-methylene-2,7-octadiene $$ 2-ETHEN
41.0
69.0 93.0
6.50 7.00
5000 m/z 79.10 14.89%
27.0 53.0 79.0
M | I |, 1070 1210 1360
0\\\‘\\\\“\\\i}“\\\i‘}\‘\\‘\\H1}\\\}}\\\\‘!1\\‘\\\‘\‘\\\\“\\\\‘\\}\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210
Abundance #31853: .beta.-Myrcene $$ 1,6-Octadiene, 7-methyl-3-methylene- (CAS) $$ 2-Methyl-6-methylene-2,7-octadiene $$ 2-ETHEN _. ~~ ——
41.0 69.0 93.0 6.50 7.00
m/z 77.10 14.10%
5000
79.0
29.0 57'0 ‘ | ‘ ‘ 1070 1210 136.0
0\\\‘H\\“H\\}“\\\m\‘\\‘\\‘11}H\1l‘{\H‘!1‘\\‘\\‘\‘\‘\\\\‘\\\\‘\\1\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 6.50 7.00

Data File: G:NOCNO 1399\99-09-27\4054-0sareh.D
Sample :4054-osareh

Peak Number: 4 at 6.794 min Area: 11427800 Area % 0.74

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

E:\Database\wiley7n.|

1 .beta.-Myrcene $$ 1,6-Octadiene,... 31866 000123-35-3 94
2 .beta.-Myrcene $$ 1,6-Octadiene,... 31854 000123-35-3 94
3 .beta.-Myrcene $$ 1,6-Octadiene,... 31853 000123-35-3 93
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Abundance Scan 464 (7.494 min): 4054-osareh.D\data.ms
119.1
5000
134.1
91.1
0\‘\H\‘HH‘\\\?‘1\\1\\‘Gﬂ.j\‘z?\:\\\\“\\\\1‘%\?\1‘\\‘\‘\‘ 1550 1893 2070

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#29886: Benzene, 1-methyl-4-(1-methylethyl)-

(CAS) $$ p-Cymene $$ 1-Methyl-4-isopropylbenzene $$ p-Cymol $$ p-Cimene

m/z 119.10 100.00%

|

750
m/z 134.05 32.19%

119.0 k
5000
750
134.0
91.0 m/z 91.10 20.79%
41‘0 58‘0‘ 77‘0 105.0 Ll
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#29883: Benzene, 1-methyl-3-(1-methylethyl)- (CAS) $$ m-Cymene $$ 1-Methyl-3-isopropylbenzene $$ m-Cymol $$ .beta.-Cy
119.0
750
5000 m/z 117.10 13.90%
134.0
91.0
o 390 580 77.0 ‘ 105.0 \\\ 147.0
\‘\\\\‘\\\\‘\}\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\}\\‘\\\\‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
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 #29894: Benzene, 1-methyl-4-(1-methylethyl)-
119.0 750
m/z 120.10 10.55%
5000
134.0
91.0
270 410 630 71O | 1050 )
0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ T ‘ T
7.50

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

Data File: G:NOCNO 1399\99-09-27\4054-0sareh.D

Sample :4054-osareh

Peak Number: 5 at 7.494 min Area: 572751971 Area % 37.14

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

E:\Database\wiley7n.|

1 Benzene, 1-methyl-4-(1-methyleth...
2 Benzene, 1-methyl-3-(1-methyleth...
3 Benzene, 1-methyl-4-(1-methyleth...

OCp.M Tue Dec 22 10:29:20 2020

29886 000099-87-6 95
29883 000535-77-3 95
29894 000099-87-6 95
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Abundance Scan 499 (7.676 min): 4054-osareh.D\data.ms m/z 68.10 100.00%
68.1 93.1
5000
119.1 1361

53.1
e \1Q4 L. 1542 207.1 ]
0,
0‘\\\\‘\\\\“}\‘\\‘\‘\}‘\\\\‘\\\\‘\\\\‘\\\\‘\\‘\‘\i}\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘m/Z 9310 9739/0

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

>
Abundance#31986: dl-Limonene $$ Cyclohexene, 1-methyl-4-(1-methylethenyl)- (CAS) $$ 1-P-MENTHA-1,8-DIENE $$ Limonene $Cinel
68.0 93.0

5000
390 107.0 136.0 750 800
53.0 .0 121.0 136. m/z 67.10 75.51%
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
Abundance#32008: I-Limonene $$ Cyclohexene, 1-methyl-4-(1-methylethenyl)-, (S)- (CAS) $$ $ (-)-Limonene $$ p-Mentha-1,8-diene, (
68.0
93.0
750 800
5000 m/z 79.10 40.26%
39.0 530
‘ 10701210 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

Abundance#31993: dl-Limonene $$ Cyclohexene, 1-methyl-4-(1-methylethenyl)- (CAS) $$ 1-P-MENTHA-1,8-DIENE $$ Limonene $Cine|
68.0

5000
53.0

750 800
m/z 91.10 35.57%

L

93.0

1070 121 0 136.0

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

Data File: G:NOCNO 1399\99-09-27\4054-0sareh.D
Sample :4054-osareh

Peak Number: 6 at 7.676 min Area: 24816957 Area % 1.61

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

E:\Database\wiley7n.|

1 dI-Limonene $$ Cyclohexene, 1-me...
2 I-Limonene $$ Cyclohexene, 1-met...
3 dI-Limonene $$ Cyclohexene, 1-me...

31986 000138-86-3 99
32008 005989-54-8 98
31993 000138-86-3 97
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Abundance Scan 639 (8.402 min): 4054-osareh.D\data.ms m/z 93.10 100.00%
93.1

Fo

5000 136.1
77.0 1211
‘ T T ‘ T
105.1 8.00 8.50
511  65.1 ‘ ‘ :
145.0 207.0
0\\\\‘\\\\‘\‘\\\‘\\‘\\‘\\\\“\\\\‘\\‘\\‘\\‘\‘\‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\m/2911 5063%
miz-> 30 40 50 60 70 90 100 110 120 130 140 150 160 170 180 190 200 210
Abundance#31970: .gamma.-Terpinene $$ 1 4 -Cyclohexadiene, 1-methyl-4-(1-methylethyl)- (CAS) $$ 1-ISOPROPYL-4-METHYL-1,4-CY
93.0
5000 T T
77.0 1210 1360 8.00 8.50
m/z 136.05 44.69%
‘ ‘ 105.0
0 ‘ ‘ ‘ L

\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z-—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210
Abundance#31963: .gamma.-Terpinene $$ 1,4-Cyclohexadiene, 1-methyl-4-(1-methylethyl)- (CAS) $$ 1-ISOPROPYL-4-METHYL-1,4-CY
93.0

>

8.60‘ ‘8.‘50‘
5000 m/z 121.10 33.94%

77.0 136.0
510  65.0 ‘ 105.0

121.0
N \‘\ \ iN

\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210
Abundance#31955: .gamma.-Terpinene $$ 1,4-Cyclohexadiene, 1-methyl-4-(1-methylethyl)- (CAS) $§ 1-ISOPROPYL-4-METHYL-14-CY e
93.0

o

>

8.00 8.50
m/z 77.00 31.40%
5000
136.0
43.0 77.0 121.0
| w0 |, oo
0\\\\‘\\\\“H\‘\\‘\‘\\\‘\\\\}\\\\‘\1\\‘\\‘\‘\‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ ‘\ \‘\
m/z--> 30 90 100 110 120 130 140 150 160 170 180 190 200 210  8.00 8.50

Data File: G:NOCNO 1399\99-09-27\4054-0sareh.D
Sample :4054-osareh

Peak Number: 7 at 8.402 min Area: 731111571 Area % 47.40

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

E:\Database\wiley7n.|

1 .gamma.-Terpinene $$ 1,4-Cyclohe... 31970 000099-85-4 97
2 .gamma.-Terpinene $$ 1,4-Cyclohe... 31963 000099-85-4 96
3 .gamma.-Terpinene $$ 1,4-Cyclohe... 31955 000099-85-4 96

OCp.M Tue Dec 22 10:29:23 2020 Page: 8



Unknown Spectrum based on Apex

Library Search Report - ChemStation Integrator

Abundance Scan 2575 (18.448 min): 4054-osareh.D\data.ms
5000
571 714 91.1
119.1 1310
‘ 103.0 ‘ |
ML ‘M‘HM WQ 1T T T VY T \‘H
0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70

90 100 110 120 130 140 150 160 170 180 190 200 210
Abundance#102621: 1,3-Benzodioxole, 4-methoxy-6-(2-propenyl)- $$ Benzene, 5-allyl-1-methoxy-2,3-(methylenedioxy)- $$ Myristicin $$ £

5000
65.0 o0 119.0
390 ‘ 77.0 ‘ 103.0 ‘ 131.0
0\\‘HH‘HH‘H\1“‘\‘\‘\\NM\‘HH‘M\‘\MM‘HH‘H‘\HH‘“H‘\\Hi‘\\H‘m‘\\‘\\\\‘\\\\‘m\
m/z--> 10 20 30 40 50 60 70 90 100 110 120 130 140 150 160 170 180 190 200 210
Abundance #102620: 1,3-Benzodioxole, 4-methoxy-6-(2-propenyl)-
5000
65.0 91.0
. 119.0
o 270 39.0 530 | 77.0 ‘ 103.0 131.0
\\‘\\‘\.\‘H\‘MH\{“‘HHH}‘\‘HH‘M\‘HWM‘HH‘i1‘\HH‘“\‘\‘HH}‘\H\‘}M‘H‘HH“HHH‘\M‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 90 100 110 120 130 140 150 160 170 180 190 200 210

Abundance#102626: 1,3-Benzodioxole, 4-methoxy-6-(2-propenyl)- (CAS) $$ 1-ALLYL-3 4-METHYLEN-DIOXY-5-METHOXY-BENZENE

5000 65.0

77.0
89.0

119.0

131.0
103.0 ‘

I \“\

m/z 192.10 100.00%

Va

18.50
m/z 91.10 29.00%

Vi

18.50
m/z 57.10 28.56%

=

18.50
m/z 71.10 25.41%

=

18.50
m/z 165.00 22.55%

Ve

m/z--> 10 20 30 40 50 60 70

0

Data File: G:NOCNO 1399\99-09-27\4054-0sareh.D

Sample :4054-osareh

Peak Number: 8 at 18.448 min Area: 10645933 Area % 0.69

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

E:\Database\wiley7n.|

1 1,3-Benzodioxole, 4-methoxy-6-(2...
2 1,3-Benzodioxole, 4-methoxy-6-(2...
3 1,3-Benzodioxole, 4-methoxy-6-(2...

OCp.M Tue Dec 22 10:29:25 2020

102621 000607-91-0 98
102620 000607-91-0 98
102626 000607-91-0 97
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Abundance

5000

o

Scan 3989 (25.784 min): 4054-osareh.D\data.ms

13
81.1

1211
93.0

57.0 69.0 105.1

6.1 150.1

‘ . 163.0175.1187.1 2011 2431

m/z-->

10 20 30 40 50 60 70 80 90 100 110 120 130

140 150 160 170 180 190 200 210 220 230 240 250

m/z 136.10 100.00%

=

2550 26.00
m/z 150.05 94.13%

i

25.50 26.00
m/z 81.10 68.77%

=

2550 26.00
m/z 135.05 63.25%

=

2550 26.00
m/z 121.10 39.54%

=

Abundance #31232: 4,5-Dimethyl-ortho-phenylenediamine $$ 4,5-Dimethyl-o-phenylenediamine $$ 1,2-Benzenediamine, 4,5-dimethyl-
136.0
5000 121.0
108.0
65.0 77.0 ‘
0\\‘1\\\’5\(\)‘\2\\7\"(‘)\\\\“H\\i‘zlw()\\‘\‘\Hw‘\\\Hw\\\\‘HH\\‘\}1‘\“\\\‘!”1\\\‘\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250
Abundance #47049: 4-Methyl-2-(3-methyl-2-butenyl)-furan
150.0
135.0
91.0
5000 107.0
41.0 79.0
530 67.0
0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250
Abundance #46656: Thymol
135.0
5000
150.0
91.0
27.0 390 510 es0 770 1 10704210 |
0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\‘\\‘\\w\‘\\\\“\\\\‘\\\\‘\\‘\\‘\\‘\‘\‘H\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250

Data File: G:NOCNO 1399\99-09-27\4054-0sareh.D

Sample

Peak Number: 9

The 3 best hits from each library.

: 4054-osareh

at

Ref\# CASW

E:\Database\wiley7n.|

1 4,5-Dimethyl-ortho-phenylenediam...
2 4-Methyl-2-(3-methyl-2-butenyl)-...
3 Thymol

OCp.M Tue Dec 22 10:29:26 2020

25.784 min Area: 6887616 Area % 0.45
Qual
31232 003171-45-7 43

47049 000000-
46656 000089-83-8 38

00-0 43
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Abundance 51 Scan 6099 (36.732 min): 4054-osareh.D\data.ms m/z 57.10 100.00%
85.1
5000
h ‘ ‘ M3 4414 169.2  207.0 2393 281.2 309.3 337.2 380.5 ‘6‘56 | 57‘06 ‘
0\\\\‘\\\\‘\\\\“\”‘1\‘\\\“\\h\‘\“\\\“‘\\\‘\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\4\1\\’-\3‘:3\\m/Z 711 7629%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420
Abundance #228982: Eicosane (CAS) $$ n-Eicosane
57.0
5000 T ‘ T T T ‘ T T
85.0 36.50  37.00
m/z 85.10 57.55%
280 ‘ | 1130 1410 1690 1970 282.0
0\\\\‘\\\\‘\\\!‘\\H}\‘u\\\“\\}‘\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\2‘2\\’5\(\)\‘\2??\(‘)\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420
Abundance #193178: Octadecane
57.0
T ‘ T T T ‘ T T
36.50 37.00
5000 85.0 m/z 55.10 23.42%
280 113.0
0 L0y MO 1410 1690 1970 2050 2540
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420
Abundance #320679: Heptacosane $$ n-Heptacosane S —
51.0 3650  37.00
m/z 99.10 19.41%
5000 85.0
29 0 1130 1410
0 “ Hh‘ H“ M 1690 1970 2250 253.0 281.0 323.0 351.0 380.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\ \‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 36.50 37.00

Data File: G:NOCNO 1399\99-09-27\4054-0sareh.D
: 4054-osareh

Sample

Peak Number: 10 at

The 3 best hits from each library.

36.732 min Area: 17261463 Area % 1.12

Ref\# CASW  Qual

E:\Database\wiley7n.|

1 Eicosane (CAS) $$ n-Eicosane

2 Octadecane

3 Heptacosane $$ n-Heptacosane

OCp.M Tue Dec 22 10:29:28 2020

228982 000112-95-8 97
193178 000593-45-3 96
320679 000593-49-7 96
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Abundance Scan 6539 (39.015 min): 4054-osareh.D\data.ms m/z 57.10 100.00%
571
85.1
5000
T T ‘ T T ‘
113.1
141.2 1692 207.0 281.2 39.00
0 [TrroyrT ‘\}h‘\ T \“h‘\ \‘}M‘ T \h‘\ T \H‘\ T i‘\ T \“\ T oy ‘”\ T \‘“ Tt T \‘%3\?\.:\3\‘\ T “\.\ T \:‘39\9\\4‘ T ‘3\5\)‘\]\?\ \3\7\‘9\:\3\ \4‘(\)\8\.\4‘ T \\4‘4\6\.\1\ RRRE ‘4\\9\2\.?\ m/Z 71 -10 78-25%
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 #337000: Nonacosane
57.0
5000 85.0 T :
39.00
m/z 85.10 60.21%
113.0
oh 220 | “‘ I [ 141:0 169.0 197.0 2250 253.0 281.0 309.0 337.0 3650  408.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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 #228982: Eicosane (CAS) $$ n-Eicosane
57.0
T T ‘ T T ‘
39.00
5000 m/z 55.10 24.86%
85.0
29.0 113.0 141.0
0 \‘ | ‘\ il H‘ J L \16\90\1970 225.0 2539 28‘20 ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\
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 #193178: Octadecane S :
51.0 39.00
m/z 99.10 20.86%
5000 85.0
29.0 113.0
0 ‘\‘ i h\ o H‘ \‘ . i 14‘\10\16\90‘1970 225.0 25\40
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ 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 39.00

Data File: G:NOCNO 1399\99-09-27\4054-0sareh.D
Sample :4054-osareh

Peak Number: 11 at 39.015 min Area: 25007756 Area % 1.62

The 3 best hits from each library. Ref\# CASW  Qual
E:\Database\wiley7n.|
1 Nonacosane 337000 000630-03-5 98
2 Eicosane (CAS) $$ n-Eicosane 228982 000112-95-8 97
3 Octadecane 193178 000593-45-3 96

OCp.M Tue Dec 22 10:29:29 2020 Page: 12



Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Abundance Scan 6958 (41.189 min): 4054-osareh.D\data.ms m/z 57.10 100.00%
571
85.1
5000
113.1 207.0
1411 169.2 2393 2817 3093 3373 3654 3934 4365 ; :
T ) 482.4 0,
0\\\‘\\\\‘\\\‘\‘“\ ‘\\H\‘\“\\\N\\\\‘\\‘\\‘\\\\‘\‘}\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\m/Z 71-1 75.24/0
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
Abundance #228982: Eicosane (CAS) $$ n-Eicosane
57.0
5000 85.0
m/z 85.10 58.12%
290 113.0
. | | 730 141.0 169.0 197.0 225.0 253.0 282.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480
Abundance #211481: Nonadecane
57.0
5000 m/z 55.10 25.96%
85.0
113.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
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
Abundance #174551: Heptadecane
57.0 . .
m/z 69.10 24.72%
5000 85.0
29.
0 ‘ h ol \\‘11?0‘\1410 169.0 196.0 240.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480

Data File: G:NOCNO 1399\99-09-27\4054-0sareh.D
Sample :4054-osareh

Peak Number: 12 at 41.189 min Area: 16361038 Area % 1.06

The 3 best hits from each library. Ref\# CASW  Qual
E:\Database\wiley7n.|
1 Eicosane (CAS) $$ n-Eicosane 228982 000112-95-8 98
2 Nonadecane 211481 000629-92-5 97
3 Heptadecane 174551 000629-78-7 97

OCp.M Tue Dec 22 10:29:31 2020 Page: 13



Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Abundance Scan 7291 (42.917 min): 4054-osareh.D\data.ms
551 207.0
83.1
412.4
5000
4445 484.3
m/z—-> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480

Abundance#338951: (24S)-24-Methyl-26,26-dimethyl-27-norcholesta-5,22-dien-3.beta.-ol $$ 26,27-Dinorcholesta-5,22-dien-3-ol, 24-(2-m

83.0

m/z 55.10 100.00%

e

43.00
m/z 207.00 94.30%

00 255.0 120 S
300.0 : 43.00
. 0,
p130 miz 83.10 80.67%
379.0
0H\‘HH‘\\H‘HH‘\\H‘HH‘HH‘\\H‘HH‘\\H‘HH‘HH‘HH“HH‘\\H‘HH‘\\H‘Hu‘iwu“\“‘\H“\‘HH‘\\H‘HH‘HH
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480
Abundance #338898: Stigmasta-5,22-dien-3-ol, (3.beta.,22E)- (CAS) $$ Stigmasterol $$ Stigmasterin $3$ .beta.-Stigmasterol $$ Stigmasta-
55.0
83.0
4120 4300
5000 255.0 m/z 69.10 74.52%
133.0 159.0
0r.0 298.0
187.0 327.0 379.0
ol .
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480
Abundance #338895: Stigmasta-5,22-dien-3-ol .
55.0 43.00
m/z 412.40 67.85%
5000
81.0 412.0
271.0
| | ‘ MO‘E‘).O 13\3'0\ 10 870 2130 241 | 00 3510 3790
OH\H\“\M‘M“\ \“MH1‘1“\‘1“\‘\“‘{“‘1 \“1“\“‘1“\“\ \”‘i“\\‘\M\“\H\‘.\\“\\‘\M\“\‘\“H“\.\\““‘\‘\‘!‘\“\‘H\‘l‘\\\‘\:3‘2\?.\9‘\\‘M‘H‘H“.\\\\“H\“\‘HH‘HH‘HH‘HH = [
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 43.00

Data File: G:NOCNO 1399\99-09-27\4054-0sareh.D
Sample :4054-osareh

Peak Number: 13 at 42.917 min Area: 13442558 Area % 0.87

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

E:\Database\wiley7n.|

1 (24S)-24-Methyl-26,26-dimethyl-2...
2 Stigmasta-5,22-dien-3-ol, (3.bet...
3 Stigmasta-5,22-dien-3-ol

338951 091229-07-1 89
338898 000083-48-7 89
338895 000000-00-0 89
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Abundance

5000

0,
m/z-->
Abundance

5000

Scan 7457 (43.778 min): 4054-osareh.D\data.ms

m/z 414.40 100.00%

414.4
571
814 1071 4454 207.0 3033
3293
255.2
381.4
731 2312 2811 T ‘ T T T T ‘ T T
355.3 446 1 43.50 44.00
40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500
#340216: (23S)-ethylcholest-5-en-3.beta.-ol $$ Cholest-5-en-3-ol, 23-ethyl-, (3.beta.,23S)- (CAS)
414.0
329.0
213.0
273.0 303.0 T
381.0 43.50 44.00

‘ 35?.0
| |

m/z 55.10 79.45%

o

m/z-->
Abundance

5000

o

#340161: Stigmasterol, 22,23-dihydro-

43.0

69.0 105.0

145.0

" 17{3_0 21?.0 246. 279_0 30?.0 32?.0 354.0 38j.0 !

|
\‘\\\\‘\\\\‘\\\\‘\\\\‘\
40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 ’Aqk/v/\\x\/\

43.50 44.00
m/z 107.10 69.14%

m/z-->
Abundance

5000

#340242: b-sitrosterol
41
107.0

303.0

145.0 213.0

329.0 381.0

273.0

414.0
\‘ T Q ‘\ ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500

4350  44.00
m/z 95.10 65.68%

e

4.0

m/z-->

40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500

Data File: G:NOCNO 1399\99-09-27\4054-0sareh.D

Sample

Peak Number: 14 at

The 3 best hits from each library.

: 4054-o0sareh
43.778 min Area: 33272627 Area % 2.16

Ref\# CASW  Qual

E:\Database\wiley7n.|

1 (23S)-ethylcholest-5-en-3.beta.-...
2 Stigmasterol, 22,23-dihydro-
3 b-sitrosterol

OCp.M Tue Dec 22 10:29:34 2020

340216 113845-28-6 99
340161 000000-00-0 99
340242 000000-00-0 95
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