LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128532.D

Acqg On : 28 May 2022 02:31

Operator : CG\JU

Sample : N2930-10 :
Misc : P005-SS003-1824-01

ALS Vvial : 20 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF052622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF128532.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.075 471 474 483 rVB 89019 115007 1.44% 0.184%
2 5.457 533 539 542 rBV 4589605 4955308 62.02% 7.939%
3 6.463 704 710 713 rBV 4312121 5089528 63.70% 8.154%
4 6.840 770 774 777 rBV 1650781 1445032 18.09%  2.315%
5 7.398 863 869 872 rBV 3210213 3425129 42.87% 5.487%
6 8.122 987 992 995 rBV 1982100 1846795 23.12% 2.959%
7 9.004 1137 1142 1145 rBV2 305092 330796 4.14% 0.530%
8 9.045 1145 1149 1152 rVB 360847 290040 3.63% 0.465%
9 9.198 1169 1175 1178 rBV 5854677 5584671 69.90% 8.947%
10 9.275 1184 1188 1190 rBV2 324764 266566 3.34% 0.427%
11 9.322 1190 1196 1199 rVB 7868728 7989569 100.00% 12.800%
12 9.363 1199 1203 1206 rBV 240766 197445 2.47% 0.316%
13 9.533 1227 1232 1236 rBV 1599405 1559628 19.52% 2.499%
14  9.592 1237 1242 1245 rVWV 70149 91940 1.15% 0.147%
15 9.728 1261 1265 1272 rVWW 666099 581198 7.27% 0.931%
16 9.792 1273 1276 1283 rWV 349266 312665 3.91% 0.501%
17 9.875 1283 1290 1293 rVV 2291575 2172459 27.19%  3.480%
18 9.904 1293 1295 1298 rVW 794995 666695 8.34% 1.068%
19 9.933 1298 1300 1303 rVWV 807063 585882 7.33% 0.939%
20 10.004 1306 1312 1315 rVB 93114 95692 1.20% 0.153%
21 10.663 1416 1424 1432 rBV 3350310 3277120 41.02% 5.250%
22 10.751 1435 1439 1444 rVB2 349546 342355 4.29% 0.548%
23 10.992 1474 1480 1487 rBV 239812 274175 3.43% 0.439%
24 11.057 1487 1491 1500 rVB6 56521 116398 1.46% 0.186%
25 11.363 1539 1543 1546 rBV 2128774 1768152 22.13% 2.833%
26 11.892 1629 1633 1637 rBV 404940 371960 4.66% 0.596%
27 12.598 1751 1753 1762 rVB2 66050 92755 1.16% 0.149%
28 12.680 1763 1767 1773 rBV 117420 129021 1.61% 0.207%
29 12.951 1809 1813 1817 rBV 4330595 4040405 50.57% 6.473%
30 13.892 1965 1973 1986 rBV5 86671 306879  3.84% 0.492%
31 14.004 1986 1992 1995 rBV2 1300125 1400603 17.53%  2.244%
32 14.104 2002 2009 2018 rBV 1013141 1258759 15.76% 2.017%
33 14.821 2128 2131 2134 rVB 92121 91143 1.14% 0.146%
34 14.868 2136 2139 2145 rVB 132471 133291 1.67% 0.214%
35 15.133 2181 2184 2188 rBV 68723 90440 1.13% 0.145%

36 15.198 2189 2195 2199 rVV 3283559 4267422 53.41% 6.837%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128532.D

Acqg On : 28 May 2022 02:31

Operator : CG\JU

Sample : N2930-10 :
Misc : P005-SS003-1824-01

ALS Vvial : 20 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF052622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.468 2235 2241 2246 rBV 1007110 1200796 15.03% 1.924%
38 15.721 2276 2284 2294 rVB2 1026535 2163373 27.08%  3.466%
39 15.957 2320 2324 2330 rVB2 78332 118176 1.48% 0.189%
40 16.309 2379 2384 2385 rBV2 131380 164783 2.06% 0.264%
41 16.345 2385 2390 2398 rVB 844749 1488040 18.62% 2.384%
42 16.462 2406 2410 2417 rVB5 62301 107301 1.34% 0.172%
43 16.592 2428 2432 2445 rVBS8 61993 130675 1.64% 0.209%
44 17.580 2593 2600 2619 rBV5 205407 1003648 12.56% 1.608%
45 17.751 2625 2629 2640 rVB6 118197 279152  3.49% 0.447%

46 18.556 2760 2766 2774 rVB7 84509 199784  2.50%  ©0.320%

Sum of corrected areas: 62418651
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128532.D

Acqg On : 28 May 2022 02:31

Operator : CG\JU

Sample : N2930-10 :
Misc : P005-SS003-1824-01

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF128532.D\data.ms

7000000
6000000

5000000 5.457

6.463
4000000
7.398

3000000
2000000 6.840

1000000

5.075
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Time--> 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance TIC: BF128532.D\data.ms
9.322

7000000
6000000 9.198

5000000
12.951

4000000
10.663

3000000
8.122 il 11363
2000000 9.533
1000000 0.728 11 562
. 90045221863 9 501 | T1i0.004 (>199987 N
e e A A
9.50

12136680
T ‘ T T ‘ T T ‘ L— T T ‘ T
Time--> 8.00 8.50 9.00 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BF128532.D\data.ms

7000000
6000000
5000000

4000000
15.198

3000000

2000000

14,004

104 15.46815.721

1000000 16.345
13.89

134386815.133 15957 16.3946002 1758971 18.556

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
Time-->  13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128532.D

Acqg On : 28 May 2022 02:31

Operator : CG\JU

Sample : N2930-10 :
Misc : P005-SS003-1824-01

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 1,3-Cyclohexadiene, 1-methy... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.004 3.05 ng 330796  Acenaphthene-d10 9.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Cyclohexadiene, 1-methyl-4-(... 136 C1@H16 000099-86-5 95
2 Cyclohexene, 1-methyl-4-(1-methy... 136 C1@H16 000586-62-9 94
3 (+)-4-Carene 136 C10H16 029050-33-7 94
4 2-Carene 136 C10H16 000554-61-0 94
5 Cyclohexene, 4-ethenyl-4-methyl-... 204 C15H24 020307-84-0 93

Abundance Scan 1142 (9.004 min): BF128532.D\data.ms (-1137) ()| | m/z 121.10 100.00%
121.1
93.0
5000
41.1 161.1
67.0 189.2 8.60 8.80 9.00 9.20 9.40
0 m/z 93.05 80.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18221: 1,3-Cyclohexadiene, 1-methyl-4-(1-methylethyl)-
121.0
93.0
5000
8.60 8.80 9.00 9.20 9.40
m/z 136.20 48.987%
O \]-\5\‘0\‘\‘\ \H‘\ \U‘\ “\“\ T “\M\ T “\\\\“\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18203: Cyclohexene, 1-methyl-4-(1-methylethylidene)-
93.0 121.0
e e
8.60 8.80 9.00 9.20 9.40
5000 m/z 91.05 37.56%
41.0
0 S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18016: (+)-4-Carene | e e e
93.0 121.0 8.60 8.80 9.00 9.20 9.40
m/z 105.10 29.95%
5000
41.0
L w8700 )
oY SN (ot A P S NN
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128532.D

Acqg On : 28 May 2022 02:31

Operator : CG\JU

Sample : N2930-10 :
Misc P005-SS003-1824-01

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Cyclohexene, 4-methylene-1-... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
9.045 2.67 ng 290040  Acenaphthene-di10 9.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 4-methylene-1-(1-me... 136 C1@H16 000099-84-3 53
2 .alpha.-Pinene 136 C1oH16 000080-56-8 52
3 .beta.-Phellandrene 136 C10H16 000555-10-2 47
4 isobutyranilide 163 C10H13NO 004406-41-1 46
5 Pyridine, 4-pentyl- 149 C10H15N 002961-50-4 43
Abundance Scan 1149 (9.045 min): BF128532.D\data.ms (-1145) (-) m/z 93.10 100.00%
5000
41.0 61.2
‘ .OH ‘Hllg 11 ‘1 1892 8.80 9.00 9.20 9.40
oww““m TN wg‘”n‘l‘um_m_m_m m/z 91.85 28.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18182: Cyclohexene, 4-methylene-1-(1-methylethyl)-
93.0
5000 \\\\‘\\\\J‘\}\\\\\‘\\\\’\\\
8.80 9.00 9.20 9.40
410 136.0 m/z 41.05 22.64%
O‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18033: .alpha.-Pinene
93.0
AR RRARETEEE S
8.80 9.00 9.20 9.40
5000 m/z 107.10 19.17%
39.0
H 67, OH 121.0
o‘_m il ”m‘m‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18053: .beta.-Phellandrene
93.0 8.80 9.00 9.20 9.40
m/z 105.05 18.69%
5000
e
omu“JM‘m_H‘}H1‘_HwHHWHWHWHWH
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128532.D

Acqg On : 28 May 2022 02:31

Operator : CG\JU

Sample : N2930-10 :
Misc : P005-SS003-1824-01

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Cyclohexane, 1l-ethenyl-1-me... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
9.275 2.45 ng 266566  Acenaphthene-di10 9.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-ethenyl-1-methyl-... 204 C15H24 110823-68-2 59
2 Cyclohexane, 1-ethenyl-1-methyl-... 204 C15H24 000515-13-9 59
3 5,5-Dimethyl-1-vinylbicyclo[2.1.... 136 C10H16 016626-39-4 49
4 Bicyclo[5.2.0]nonane, 4-methylen... 204 C15H24 1000159-38-2 38
5 1H-Pyrrole, 1-(2-furanylmethyl)- 147 C9HONO 001438-94-4 38

Abundance Scan 1188 (9.275 min): BF128532.D\data.ms (-1184) (-) m/z 93.05 100.00%

93.0
410 671
5000
121.1
189.2
H ‘ ‘ 9.00 9.20 9.40 9.60
0 L mz 8l.es 87.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80285: Cyclohexane, 1-ethenyl-1-methyl-2,4-bis(1-meth
41.0 81.0
5000 UL L B B B B L
9.00 9.20 9.40 9.60
147.0 m/z 41.05 68.82%
‘ 189.0
0- \\‘\m}‘\1‘\\“M\H‘HH“H‘\H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80459: Cyclohexane, 1-ethenyl-1-methyl-2,4-bis(1-meth
41.0 81.0

9.00 9.20 9.40 9.60
m/z 67.10  65.95%

5000

147.0 189.0

=

0! ST M S A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18154: 5,5-Dimethyl-1-vinylbicyclo[2.1.1]hexane
93.0 9.00 9.20 9.40 9.60
m/z 68.05 64.77%
5000
410 690
‘121.0
o “u‘u“‘mwmwH_m‘m e
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128532.D

Acqg On : 28 May 2022 02:31

Operator : CG\JU

Sample : N2930-10 :
Misc P005-SS003-1824-01

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Cyclohexanol, 2-methyl-5-(1... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.322 73.55 ng 7989570  Acenaphthene-d10 9.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-ethenyl-1-methyl-... 204 C15H24 110823-68-2 86
2 Cyclohexane, 1-ethenyl-1-methyl-... 204 C15H24 000515-13-9 64
3 Cyclohexanol, 2-methyl-5-(1-meth... 154 C1@H180 018675-33-7 53

4 Cyclohexane, 1-ethenyl-1-methyl-... 204 C15H24 033880-83-0 41
5 Cyclobutane, 1,2-bis(1-methyleth... 136 C1@H16 019465-02-2 35

Abundance Scan 1196 (9.322 min): BF128532.D\data.ms (-1190) (-) m/z 93.10 100.00%

67.1 931
41.0
5000
121.1 1472
189.2
“ ‘ ‘ 9.00 9.20 9.40 9.60
0 ‘H‘s‘Hm,‘uwe_m_” m/z 81.10 98.61%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #80285: Cyclohexane, 1-ethenyl-1-methyl-2,4-bis(1-meth
41.0 81.0

5000 S
107.0 9.00 9.20 9.40 9.60

147.0 m/z 67.106 81.62%
‘ 189.0
01 H‘\MM\1‘\\"“\\\‘1‘\\“\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #80458: Cyclohexane, 1-ethenyl-1-methyl-2,4-bis(1-meth
81.0

41.0 9.00 9.20 9.40 9.60

5000 107.0 m/z 68.10 74.72%
189.0

147.0
M\ ‘\ ‘h ) “ |

ol el
miz-> 20 40 60 80 100 120 140 160 180 200

Abundance #31339: Cyclohexanol, 2-methyl-5-(1-methylethenyl)-, (1. A e T
41.0 9.00 9.20 9.40 9.60

m/z 79.05 65.44%

93.0

5000 67.0
121.0

154.0

m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052722\

Data Path :

Data File : BF128532.D

Acqg On : 28 May 2022 02:31
Operator : CG\JU

Sample : N2930-10

Misc

P005-SS003-1824-01

ALS vial : 20

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Caryophyllene

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
9.533 14.36 ng 1559630  Acenaphthene-d10 9.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Caryophyllene 204 C15H24 000087-44-5 99
2 Bicyclo[7.2.0]undec-4-ene, 4,11,... 204 C15H24 013877-93-5 95
3 Bicyclo[7.2.0]undec-4-ene, 4,11,... 204 C15H24 000118-65-0 91
4 4,11,11-trimethyl-8-methylenebic... 204 C15H24 889360-49-0 53
5 1H-Benzocycloheptene, 2,4a,5,6,7... 204 C15H24 003853-83-6 38
Abundance Scan 1232 (9.533 min): BF128532.D\data.ms (-1227) (-) m/z 41.10 100.00%
41.1 93.0
133.1
5000
161.2 — !
WA e
0! olhlle B b m/z 93.85  92.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80121: Caryophyllene
93.0 133.0
5000
161.0 9.50
189.0 m/z 91.05 80.30%
O,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80289: Bicyclo[7.2.0Jundec-4-ene, 4,11,11-trimethyl-8-1
69.0 93.0
41.0
133.0 9.50
5000 m/z 69.05 75.67%
161.0
‘ 189.0
NI Y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80394: Bicyclo[7.2.0Jundec-4-ene, 4,11,11-trimethyl-8-n
41.0 9.50
69.0 930
: m/z 79.10 71.99%
133.0
5000
161.0
H H ‘ 189.0
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128532.D

Acqg On : 28 May 2022 02:31

Operator : CG\JU

Sample : N2930-10 :
Misc P005-SS003-1824-01

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Humulene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.728 5.35 ng 581198  Acenaphthene-d10 9.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Humulene 204 C15H24 006753-98-6 98
2 Cyclohexane, 1-methylene-4-(1-me... 136 C10H16 000499-97-8 74
3 Butanoic acid, 3-methyl-, 1-ethe... 238 C15H2602 001118-27-0 72
4 trans-Ocimenol 154 C10H180 007643-60-9 72
5 Linalyl acetate 196 C12H2002 000115-95-7 72

Abundance Scan 1265 (9.728 min): BF128532.D\data.ms (-1261) (-) m/z 93.10 100.00%

9’2
5000
411 1211
67.0 1

147 9.50 10.00
204 2 :
0 A5, m/z 80.05 31.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #80087: Humulene
93.0
41.0
5000
9.50 10.00
121.0 o
67.0 ‘ 147.0 m/z 121.10 27.31%
O \\\‘\\\\“‘\\HH\‘\M\‘\\ \‘\H\‘\\“‘\\\\‘\‘\\\‘\]-\7\\5‘0\\\2\‘0}4\(\)\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #18199: Cyclohexane, 1-methylene-4-(1-methylethenyl)-
93.0
9.50 10.00
5000 ITI/Z 41.10 23.54%
41.0 136.0
69.0
0. T T W
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #121118: Butanoic acid, 3-methyl-, 1-ethenyl-1,5-dimethy e A
93.0 9.50 10.00
21.0 m/z 79.10 19.75%
5000 69.0
121.0
ol150l I, EEas s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128532.D

Acqg On : 28 May 2022 02:31

Operator : CG\JU

Sample : N2930-10 :
Misc P005-SS003-1824-01

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 4a,8-Dimethyl-2-(prop-l-en-... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
9.792 2.88 ng 312665  Acenaphthene-d10 9.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4a,8-Dimethyl-2-(prop-1-en-2-yl)... 204 C15H24 103827-22-1 96
2 Naphthalene, 1,2,3,4,4a,5,6,8a-0... 204 C15H24 000473-13-2 86
3 Benzenepropanal, 3-(1,1-dimethyl... 204 C14H200 062518-65-4 53
4 Cycloisolongifolene 204 C15H24 1000151-99-7 53
5 Naphthalene, decahydro-4a-methyl... 204 C15H24 000515-17-3 53

Abundance Scan 1276 (9.792 min): BF128532.D\data.ms (-1273) (-) m/z 189.15 100.00%

189.2
133.1
91.1
5000
41.1
67.0 161.1

9.50 10. 00
0! m”ww_m;_“w‘m m/z 133.05 .33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80366: 4a,8-Dimethyl-2-(prop-1-en-2-yl)-1,2,3,4,4a,5,6,7
133.0 189.0
91.0
5000
41.0 9 50 10 00
67.0 161.0 m/z 91.10  56.02%
O'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80522: Naphthalene, 1,2,3,4,4a,5,6,8a-octahydro-4a,8-
189.0
93.0 —
9.50 10.00

5000 m/z 105.10  55.80%

m/z--> 20 40 60 80 100 120 140 160 180 200 Lw
Abundance #80046: Benzenepropanal, 3-(1,1-dimethylethyl)-.alpha.- : ‘ :

0

I [
189.0 9.50 10.00

m/z 204.15 35.90%

5000 131.0

57.0 91.0 161.0

SN R O I )

m/z--> 20 40 60 80 100 120 140 160 180 200 9.50 10.00

8270-BF052622.M Tue May 31 02:27:16 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128532.D

Acqg On : 28 May 2022 02:31

Operator : CG\JU

Sample : N2930-10 :
Misc : P005-SS003-1824-01

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Azulene, 1,2,3,5,6,7,8,8a-0... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.933 5.39 ng 585882  Acenaphthene-d10 9.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Azulene, 1,2,3,5,6,7,8,8a-octahy... 204 C15H24 003691-11-0 70
2 Naphthalene, 1,2,3,4,4a,5,6,8a-0... 204 C15H24 000473-13-2 64
3 Aromandendrene 204 C15H24 000489-39-4 51
4 2,10,10-Trimethyltricyclo[7.1.1.... 204 C14H200 1000210-81-9 51
5 4a,8-Dimethyl-2-(prop-1-en-2-yl)... 204 C15H24 103827-22-1 50

Abundance Scan 1300 (9.933 min): BF128532.D\data.ms (-1298) (-) m/z 189.20 100.00%
189.2

93.1
5000
o —
10.00
0! m/z 93.10 79.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80489: Azulene, 1,2,3,5,6,7,8,8a-octahydro-1,4-dimethy
93.0

161.0

—

5000 U
10.00
m/z 107.10 70.11%
O,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80522: Naphthalene, 1,2,3,4,4a,5,6,8a-octahydro-4a,8-
189.0
93.0 SNN
41.0 10.00
133.0 m/z 91.05 68.50%
5000 161.0
67.0
0b \‘\ \““\ \ 1 MH1 RRAN “‘\ aam \‘1 - \‘\ -
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80128: Aromandendrene =
41.0 91.0 161.0 10.00
69.0 133.0 o040  M/z 133.60  64.45%
0

! T
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00

8270-BF052622.M Tue May 31 02:27:16 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128532.D

Acqg On : 28 May 2022 02:31

Operator : CG\JU

Sample : N2930-10 :
Misc P005-SS003-1824-01

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Neointermedeol Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.751 3.87 ng 342355  Phenanthrene-d10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Neointermedeol 222 C15H260 005945-72-2 99
2 Globulol 222 C15H260 051371-47-2 50
3 Cyclohexanol, 3-ethenyl-3-methyl... 222 C15H260 035727-45-8 46
4 Azulene, 1,2,3,3a,4,5,6,7-octahy... 204 C15H24 022567-17-5 45
5 3-Octyne, 2,2,7-trimethyl- 152 C11H20 055402-13-6 43

Abundance Scan 1439 (10.751 min): BF128532.D\data.ms (-1435) (- m/z 43.05 100.00%

43.0
81.0
135.1
161.1 189.2

222.1
ey ‘WuWHHMMJH‘M‘WMH‘E5%f m/z 81.05 74.03%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #101943: Neointermedeo
43.0 81.0 135.0
204.0
109.0

o

5000 e SAL
161.0 10.50 11.00
m/z 71.05 62.01%
0 ‘\‘\‘HM\W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #101919: Globulol
43.0
b M
10.50 11.00
5000 69.0 1090 m/z 135.05  54.09%
161.0
‘ 135.0 204.0
o M‘ “M : ‘1“1““ ‘M\“ ‘L}h}\ : ‘;
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #102117: Cyclohexanol, 3-ethenyl-3-methyl-2-(1-methyle o =
41.0 81.0 10.50 11.00

m/z 67.05 49.65%

5000

0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

T o
10.50 11.00

8270-BF052622.M Tue May 31 02:27:16 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128532.D

Acqg On : 28 May 2022 02:31

Operator : CG\JU

Sample : N2930-10 :
Misc : P005-SS003-1824-01

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 unknownl©.992 Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
10.992 3.10 ng 274175  Phenanthrene-di10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6,11-Dodecatrienal, 2,6-dimeth... 218 C15H220 060066-88-8 47
2 1,5-Cyclooctadiene, 1-t-butyl- 164 C12H20 1000152-18-6 43
3 Spiro[2.4]heptane, 1,5-dimethyl-... 136 C1@H16 062238-24-8 43
4 2-Octyne 110 C8H14 002809-67-8 41
5 Albene 162 C12H18 038451-64-8 27

Abundance Scan 1480 (10.992 min): BF128532.D\data.ms (-1474) (-} | m/z 107.05 100.00%
107.1
67. 162.1
5000
1100
2211 :
329.¢
0 HN‘M b | m/z 79.10  92.87%
m/z--> 50 100 150 200 250 300
Abundance #96786: 2,6,11-Dodecatrienal, 2,6-dimethyl-10-methylene
93.0
55.0
5000 U
11.00
133.0 m/z 67.05 73.53%
04 \“ L h\’uw‘ ‘H\h ; ‘1‘9?"0‘ B e e
miz--> 50 100 150 200 250 300
Abundance #39792: 1,5-Cyclooctadiene, 1-t-butyl-
95.0
41.0 At
11.00
5000 ITI/Z 41.10 71.95%
‘ 149.0
mfz--> 50 100 150 200 250 300
Abundance #18188: Spiro[2.4]heptane, 1,5-dimethyl-6-methylene- —
79.0 11.00
m/z 93.05 71.68%
5000
41.0 ‘ %1-0
ST St
m/z--> 50 100 150 200 250 300 11.00

8270-BF052622.M Tue May 31 02:27:16 2022

Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128532.D

Acqg On : 28 May 2022 02:31

Operator : CG\JU

Sample : N2930-10 :
Misc P005-SS003-1824-01

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 n-Hexadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.892 4.21 ng 371960  Phenanthrene-d10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Undecanoic acid 186 C11H2202 000112-37-8 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 64
Abundance Scan 1633 (11.892 min): BF128532.D\data.ms (-1629) (- m/z 43.05 100.00%
43.0 (73.0
5000
= —
‘ 11.50 12.00
y— m/z 73.05 97.19%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 r— P
129.0 11.50 12.00
213.0 m/z 60.00 93.79%
‘ H (ﬂ 157.0185.0 ‘
O]\-ﬁ‘o\\\\ HH\H\M{‘\‘HH\\\““\\H‘”h“\H\‘H‘HH‘H‘H‘\‘H‘H‘HH‘\‘\H‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92063: Tridecanoic acid
e
43.0 730
— =
11.50 12.00
5000 129.0 m/z 57.05 81.23%
171.0
214.0
015&?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid == —
43.0 73.0 11.50 12.00
m/z 55.05 79.12%
5000 129.0
199.0
s e
ool WAL [0 1L, | b
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00

8270-BF052622.M Tue May 31 02:27:17 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128532.D

Acqg On : 28 May 2022 02:31

Operator : CG\JU

Sample : N2930-10 :
Misc P005-SS003-1824-01

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 1-Heneicosanol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.892 4.38 ng 306879  Chrysene-d12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 87
2 Cyclohexadecane 224 C16H32 000295-65-8 83
3 Cyclotetracosane 336 C24H48 000297-03-0 83
4 n-Nonadecanol-1 284 C19H400 001454-84-8 83
5 Cyclopentadecane 210 C15H30 000295-48-7 78
Abundance Scan 1973 (13.892 min): BF128532.D\data.ms (-1965) (- m/z 55.05 100.00%
55.0
5000 uwmwmmvaM}\\ﬂN“Wﬁwuww
1950 1dog
38.9 ) . .
ob— | ‘\ “\\ \M h\ :k u\h Im \h ‘]‘.‘8“1“1 %2\2‘1\ ??? :‘I“ — ‘35’5‘ m/Z 57.10 99.1500
miz--> 50 100 150 200 250 300 350
Abundance #215083: 1-Heneicosano
55.0
97.0
5000 = e
13.50 14.00
m/z 43.00  89.51%
01\5.\0‘\‘ ‘\“ “ T ‘\‘ T H‘ ‘1 j‘\ ‘h h \%82 0 224\q ‘2§6\9 T L ’ T
miz--> 50 100 150 200 250 300 350
Abundance #104594: Cyclohexadecane
55.0
— ——
13.50 14.00
5000 m/z 83.10 81.17%
39.0 224 0
0180
m/z--> 50 100 150 200 250 300 350
Abundance #244232: Cyclotetracosane e —
43.0 83.0 13.50 14.00
' m/z 69.10 70.10%
5000
25 0
ol 1 \‘ 1, 1670 210.0250.0 293.0 336. 0
— ““‘ ! B AR T — —
m/z--> 50 100 150 00 250 300 350 13.50 14.00

8270-BF052622.M Tue May 31 02:27:17 2022 Page: 15



Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

Z:\svoasrv\HPCHEM1\BNA_F\Data\B

: BF128532.D

: 28 May 2022 02:31
¢ CG\JU

: N2930-10

: 20 Sample Multiplier: 1

Library Search Compound Report

F@52722\

P005-SS003-1824-01

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 Triphenylphosphine oxide Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14104 17.97ng 1258760 Chrysene-d12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 CigHIsOP 000791-28-6 97

2 (E)-7-Benzylidene-1-azabicyclo[3... 293
3 Formaldehyde, (triphenylphosphor... 304
4 Vanadium, cycloheptatrienyl-(pen... 277

C15H19NO3S
C19H17N2P
C17H22V

1000483-83-4 91
015990-54-2 40
1000155-20-5 28

5 5-Methyl-8-phenylfuro[3',2"':5,6]... 277 C16H11N302 1000460-07-9 25
Abundance Scan 2009 (14.104 min): BF128532.D\data.ms (-2002) (- m/z 277.10 100.00%
277.1
5000
. 9.1
‘ 11511521 ‘ H 1400 1450
ol 394 L M1 4 WL 2391 | 385 .5 078.10  32.00%
miz--> 50 100 150 200 250 300 350
Abundance #171172: Triphenylphosphine oxide
277.0
5000
1400 1450
77.0 199.0 m/z 199.85  20.02%
152.0
0 \2\7\.0\ ‘}‘ T \“\ T ‘ L “H\ T \“\ M L ‘ L ’ LI ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
1400 1450
5000 ITI/Z 201.05 19.14%
77.0 183.0
0 394 [~ \1‘2‘&0‘\\ L “ ‘n 228.0
e T T
m/z--> 50 100 150 200 250 300 350
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)h
277.0 1400 1450
m/z 77.10 18.73%
5000
77.0 183.0
e
ok b
m/z--> 50 100 150 200 250 300 350 1400 1450

8270-BF052622.

M Tue May 31 02:27:17 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128532.D

Acqg On : 28 May 2022 02:31

Operator : CG\JU

Sample : N2930-10 :
Misc : P005-SS003-1824-01

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 (4R,4aR)-4,4a-Dimethyl-6-(p... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.198 71.08 ng 4267420  Perylene-di2 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (4R,4aR)-4,4a-Dimethyl-6-(prop-1... 202 C15H22 028908-26-1 87
2 3-furancarbonitrile, tetrahydro-... 187 C11H9NO2 1010395-93-6 60
3 3,5,11-Eudesmatriene 202 C15H22 193615-07-5 59
4 Pyrazol-(4H)-one, 1-(4-ethylphen... 202 C12H14N20 107430-31-9 59
5 Cadina-1(10),6,8-triene 202 C15H22 001460-96-4 50
Abundance Scan 2195 (15.198 min): BF128532.D\data.ms (-2189) (- m/z 187.20 100.00%
187.2
5000
105.1
55 ! ‘ 1500 1550
ol “ L by "H“ hh L Alz32 8421 436 /5 062.15  94.15%
miz--> 50 100 150 200 250 300 350 400
Abundance #78074: (4R,4aR)-4,4a-Dimethyl-6-(prop-1-en-2-yl)-1,2,3
187.0
131. /
5000 r—— —
15.00 15.50
‘ m/z 105.05 29.51%
O\H\ \““H\h‘h\ \“‘M\ “
m/z--> 100 150 200 250 300 350 400
Abundance #61915. 3-furancarbonitrile, tetrahydro-2-oxo-4-phenyl-
91.0 187.0
T ‘ T T ‘ T J
15.00 15.50
5000 m/z 119.10 28.83%
42.0
0~ “ :
m/z--> 5 100 150 200 250 300 350 400
Abundance #78029: 3,5,11-Eudesmatriene — — —/
202.0 15.00 15.50
m/z 159.10 25.63%
5000 105.0
41.0 ‘
0 “‘u\WM‘\‘u\‘H‘J\w 2] 1 R ) R | S
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50

8270-BF052622.M Tue May 31 02:27:17 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128532.D

Acqg On : 28 May 2022 02:31

Operator : CG\JU

Sample : N2930-10 :
Misc P005-SS003-1824-01

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 15 3-furancarbonitrile, tetrah... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.721 36.03 ng 2163370  Perylene-d12 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-furancarbonitrile, tetrahydro-... 187 C11H9NO2 1010395-93-6 91
2 Pyrazol-(4H)-one, 1-(4-ethylphen... 202 C12H14N20 107430-31-9 83
3 (4R,4aR)-4,4a-Dimethyl-6-(prop-1... 202 C15H22 028908-26-1 81
4 3,5,11-Eudesmatriene 202 C15H22 193615-07-5 72
5 Silane, trimethyl(3-phenyl-1-but... 202 C13H18Si 028129-04-6 52

Abundance Scan 2284 (15.721 min): BF128532.D\data.ms (-2276) (-} | m/z 202.15 100.00%

202.2
5000
119.1
551 — —
“‘ ‘H 15.50 16.00
o"M‘HHW‘WW“Mum‘Wk,‘uw“??%%“‘3?594934 m/z 187.20  92.65%
miz--> 50 100 150 200 250 300 350 400
Abundance #61915: 3- furancarbonitrile, tetrahydro-2-oxo-4-phenyl-
91.0 87.0
43. 0
5000 — ——
15.50 16.00
m/z 119.10  25.72%
O \H\‘“\‘ h"\\\“\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 100 150 200 250 300 350 400
Abundance #77794. Pyrazol-(4H)-one, 1-(4-ethylphenyl)-3-methyl-
202.0
P =
15.50 16.00
5000 ITI/Z 105.05 25.66%
39.0
0 “UMM ﬁ, S —
m/z--> 50 100 150 200 250 300 350 400
Abundance #78074: (4R,4aR)-4,4a-Dimethyl-6-(prop-1-en-2-yl)-1,2,3 == =
145_0187 0 15.50 16.00
m/z 203.15 22.66%
5000 91.0
41.0
0! Mqu‘,M““““““w“““ — o
m/z--> 50 100 150 200 250 300 350 400 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128532.D

Acqg On : 28 May 2022 02:31

Operator : CG\JU

Sample : N2930-10 :
Misc : P005-SS003-1824-01

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 16 Bicyclo[5.2.@0]nonane, 2-met... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

16.310 2.74 ng 164783  Perylene-di2 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[5.2.0]nonane, 2-methylen... 204 C15H24 242794-76-9 90
2 Bicyclo[7.2.0]undec-4-ene, 4,11,... 204 C15H24 000118-65-0 83
3 Caryophyllene 204 C15H24 000087-44-5 70
4 1R,37,95-4,11,11-Trimethyl-8-met... 204 C15H24 1000159-39-4 64
5 Cycloheptane, 4-methylene-1-meth... 204 C15H24 1010159-38-5 60

Abundance Scan 2384 (16.309 min): BF128532.D\data.ms (-2379) (- m/z 93.05 100.00%

55.0 1331

5000

~

o ‘ ‘
16.00 16.50

277.0
0 e m/z 91.00 98.40%
miz--> 50 100 150 200 250 300 350
Abundance #80294: Bicyclo[5.2.0Jnonane, 2-methylene-4,8,8-trimeth
93.0
133.0
5000{ 410 = A
16.00 16.50
189.0 m/z 79.05 84.57%
0 ‘M‘ L‘ M‘\ ‘\‘MH‘\ ‘\““ H\‘ “\ “\‘ L ‘\‘ e e
miz--> 50 100 150 200 250 300 350
Abundance #80394: Bicyclo[7.2.0Jundec-4-ene, 4,11,11-trimethyl-8-1
41.0
93.0 ‘ T T ‘ T
133.0 16.00 16.50
5000 m/z 55.05 79.35%
LTS
ANATYE YN 9 W 6 o
m/z--> 50 100 150 200 250 300 350
Abundance #80124: Caryophyllene “ T
41.0 | 93.0 16.00 16.50
m/z 133.05  78.54%
133.0
5000
UL L
m/z--> 50 100 150 200 250 300 350 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128532.D

Acqg On : 28 May 2022 02:31

Operator : CG\JU

Sample : N2930-10 :
Misc P005-SS003-1824-01

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 17 unknownl6.345 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.345 24.78 ng 1488040  Perylene-di12 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzamide, N-cyclopentyl-2-[[5-m... 351 C23H29NO2 1000349-93-5 47
2 Pyridazine-3,6(1H,2H)-dione, 1-(... 202 C11H1@N202 034019-60-8 47
3 (2R,4aS,5S,8aR)-2-Al1lyl-5-((Z)-p... 243 C17H25N 1159498-69-7 43
4 4,4'-Bis(tetrahydrothiopyran) 202 C10H18S2 116196-83-9 43
5 Trichoclin 286 C16H1405 065853-14-7 40

Abundance Scan 2390 (16.345 min): BF128532.D\data.ms (-2385) (- m/z 202.20 100.00%

202.2
5000

95.1 16 OO 16 50
55.1 1451
ol by I L2500 3183 3673 /7 59320 28.52%
m/z--> 50 100 150 200 250 300 350
Abundance #260718: Benzamide, N-cyclopentyl-2-[[5-methyl-2-(1-me
202.0
134.0
5000

16 00 16 50
m/z 187.20  22.46%

4L 90.0
T ‘\“ ‘ ‘\ “\ h\ ‘“ “! H‘! ‘\‘\ “ T T T “\ T \2\5‘1--\0\ T ?9?'9\3\5}-\0\ L ‘
m/z--> 50 100 150 200 250 300 350
Abundance #77530: Pyridazine-3,6(1H,2H)-dione, 1-(4-methylphenyl
202.0

16 00 16 50
5000 m/z 95.10 11.95%

91.0
390‘
w“ o L
miz--> 50 100 150 200 250 300 350

Abundance #127361: (2R,4aS,5S,8aR)-2-Allyl-5-((Z)-pent-2-en-4-yn-
202.0 16.00 16.50

m/z 105.10 8.43%

) J\\W
WQ\\ Hm ‘u I ':L\O | 242.0

A NE T IS . S
miz--> 50 100 150 200 250 300 350 16.00 1650

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128532.D

Acqg On : 28 May 2022 02:31

Operator : CG\JU

Sample : N2930-10 :
Misc : P005-SS003-1824-01

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 18 .gamma.-Sitosterol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.580 16.72 ng 1003650  Perylene-di12 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 99
2 .beta.-Sitosterol 414 C29H500 000083-46-5 99
3 Campesterol 400 C28H480 000474-62-4 58
4 (3s,85,9S,10R,13R,14S5,17R)-17-((... 414 C29H500 029365-29-5 49
5 Ergost-7-en-3-o0l 400 C28H480 116179-22-7 30

Abundance Scan 2600 (17.580 min): BF128532.D\data.ms (-2593) (- m/z 43.10 100.00%

43.1
145.1
5000 95. 213.2
T I
” 17.50
p— m/z 55.10  75.05%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #310597: .gamma.-Sitosterol
43.0
5000 5.0 — :
145.0 414.( 17.50
\ 2130 3030 m/z 145.05 58.70%
0 u“\““‘\‘i
m/z--> 0 50 100 150 200 250 300 350 400

Abundance #310595: .beta.-Sitosterol

N
w
o

1
17.50
5000 m/z 57.10 55.86%

-

ol \“ |“ \ ‘H\‘ \
m/z--> 0 50

Abundance #302694: Campesterol T
43.0 17.50
m/z 41.10 53.48%

100 150 200 250 300 350 400

5000 105.0

400.0

59.0 213.0 289.0

S

T
m/z--> 0 50 100 150 200 250 300 350 400 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128532.D

Acqg On : 28 May 2022 02:31

Operator : CG\JU

Sample : N2930-10 :
Misc : P005-SS003-1824-01

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 19 .beta.-Amyrone Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.751 4.65 ng 279152  Perylene-di2 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Amyrone 424 C30H480 000638-97-1 93
2 .alpha.-Amyrone 424 C30H480 000638-96-0 86
3 9-Phenyl-5H-benzocycloheptene 218 C17H14 138089-71-1 72
4 1,2,3,4-Tetrahydro-1-phenyl-1,2,... 218 C17H14 138089-69-7 64
5 3-Acetyl-8-methoxycoumarin 218 C12H1004 005452-39-1 58
Abundance Scan 2629 (17.751 min): BF128532.D\data.ms (-2625) (- m/z 218.20 100.00%
218.2
5000 4/\
105.1 RAVW A
17.50 18.00
- LM ‘\“‘ J““p“hh“wh‘5‘: 4 H‘ WOl L 3BLANS L 203,20 73.90%
m/z--> 100 150 200 250 300 350 400
Abundance #315395: .beta.-Amyrone
218.0
5000 e .
17.50 18.00
55.0 m/z 41.05 29.94%
424.(
L ‘H\L‘HL‘ ‘M\uﬁ\ X T o
m/z--> 50 100 150 200 250 300 350 400
Abundance #315399: .alpha.-Amyrone
218.0
— —
17.50 18.00
5000 ITI/Z 55.00 24.96%
55.0 107.0
o 162.0 272.0 3290 424,
m/z--> 50 100 150 200 250 300 350 400
Abundance #96907: 9-Phenyl-5H-benzocycloheptene T —
218.0 17.50 18.00
m/z 219.20  23.27%
5000
108.0
o s My
m/z--> 50 100 150 200 250 300 350 400 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128532.D

Acqg On : 28 May 2022 02:31

Operator : CG\JU

Sample : N2930-10 :
Misc P005-SS003-1824-01

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 20 unknownl8.556 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.556 3.33 ng 199784  Perylene-di2 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pregn-4-ene-3,20-dione, (8.alpha... 314 C21H3002 003795-19-5 46
2 Cardoltriene 314 C21H3002 079473-24-8 41
3 Cardoltriene, 2Ac derivative 398 C25H3404 212835-71-7 38
4 Testosterone 288 C19H2802 000058-22-0 35
5 Pregn-4-en-3-one, 20,21-[[(1,1-d... 398 C25H39B03 030882-66-7 30
Abundance Scan 2766 (18.556 min): BF128532.D\data.ms (-2760) (- m/z 124.05 100.00%
124.1
43.1
5000
289.3 370.4412. 18.2018.4018.6018.80
0! m/z 43.10 54.86%
miz--> 50 100 150 200 250 300 350 400
Abundance #217694: Pregn-4-ene-3,20-dione, (8.alpha.,10.alpha.)-
124.0
43.0
5000 3140 L LA L B NN BN
18.2018.4018.6018.80
191.0 m/z 229.15 40.38%
272.0
O,
m/z--> 50 100 150 200 250 300 350 400
Abundance #217649: Cardoltriene
124.0
18.2018.4018.6018.80
5000 m/z 95.10 36.90%
79.0
314.0
0220 L L‘ﬂ Ll 3T 22902710780
m/z--> 50 100 150 200 250 300 350 400
Abundance #301209: Cardoltriene, 2Ac derivative R AR R
124.0 18.2018.4018.6018.80
m/z 55.05 32.67%
205.0 273.0
oot 50, TS0 w0
m/z--> 50 100 150 200 250 300 350 400 18.2018.4018.6018.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128532.D

Acqg On : 28 May 2022 02:31

Operator : CG\JU

Sample : N2930-10 :
Misc : P005-SS003-1824-01

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
1,3-Cyclohexadi... 9.004 3.0 ng 330796 3 9.875 2172460 20.0
Cyclohexene, 4-... 9.045 2.7 ng 290040 3 9.875 2172460 20.0
Cyclohexane, 1-... 9.275 2.5 ng 266566 3 9.875 2172460 20.0
Cyclohexanol, 2... 9.322 73.5 ng 7989570 3 9.875 2172460 20.0
Caryophyllene 9.533 14.4 ng 1559630 3  9.875 2172460 20.0
Humulene 9.728 5.3 ng 581198 3 9.875 2172460 20.0
4a,8-Dimethyl-2... 9.792 2.9 ng 312665 3 9.875 2172460 20.0
Azulene, 1,2,3,... 9.933 5.4 ng 585882 3  9.875 2172460 20.0
Neointermedeol 10.751 3.9 ng 342355 4 11.363 1768150 20.0
unknown10.992 10.992 3.1 ng 274175 4 11.363 1768150 20.0
n-Hexadecanoic ... 11.892 4.2 ng 371960 4 11.363 1768150 20.0
1-Heneicosanol 13.892 4.4 ng 306879 5 14.004 1400600 20.0
Triphenylphosph... 14.104 18.0 ng 1258760 5 14.004 1400600 20.0
(4R,4aR)-4,4a-D... 15.198 71.1 ng 4267420 6 15.468 1200800 20.0
3-furancarbonit... 15.721 36.0 ng 2163370 6 15.468 1200800 20.0
Bicyclo[5.2.0]n... 16.310 2.7 ng 164783 6 15.468 1200800 20.0
unknown16.345 16.345 24.8 ng 1488040 6 15.468 1200800 20.0
.gamma.-Sitosterol 17.580 16.7 ng 1003650 6 15.468 1200800 20.0
.beta.-Amyrone 17.751 4.7 ng 279152 6 15.468 1200800 20.0
unknown18.556 18.556 3.3 ng 199784 6 15.468 1200800 20.0
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