LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123605.D

Acqg On : 16 Apr 2021 22:22
Operator : JU/CG

Sample : M2040-07

Misc :

ALS Vvial : 13  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-BF041521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123605.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.157 4 12 17 rVB 3448512 4438755 54.45% 7.510%
2 5.104 516 513 518 rVB 99172 113013 1.39% 0.191%
3 5.504 576 581 584 rBV 8314288 7863100 96.45% 13.303%
4 6.510 747 752 755 rBV 7750632 8152629 100.00% 13.793%
5 6.698 781 784 788 rVB2 97484 124419 1.53% 0.211%
6 6.869 809 813 816 rBV 2206163 1645292 20.18% 2.784%
7 7.434 901 909 912 rBV 5690067 5468233 67.07% 9.252%
8 8.151 1026 1031 1034 rBV 2355428 2144884 26.31% 3.629%
9 8.810 1136 1143 1146 rBV6 81126 148960 1.83% 0.252%
10 9.181 1204 1206 1209 rBV 159048 121972 1.50% 0.206%
11  9.233 1211 1215 1218 rBV 8297179 7386699 90.61% 12.497%
12 9.304 1224 1227 1232 rBV3 429328 574508 7.05% 0.972%
13 9.351 1232 1235 1239 rVV3 172298 183351 2.25% 0.310%
14  9.481 1254 1257 1260 rBv4 187836 159815 1.96% 0.270%
15 9.575 1270 1273 1275 rVB2 255244 220899 2.71% 0.374%
16 9.628 1279 1282 1288 rVV2 510743 641706 7.87% 1.086%
17 9.681 1288 1291 1295 rBV6 137859 201631 2.47% 0.341%
18 9.769 1303 1306 1307 rBV 299327 283672 3.48% 0.480%
19 9.786 1307 1309 1314 rVV2 321345 426418 5.23% 0.721%
20 9.828 1314 1316 1319 rVV 700564 560759 6.88%  0.949%
21  9.916 1325 1331 1334 rBV 2589205 2498972 30.65% 4.228%
22 9.945 1334 1336 1343 rVB4 571235 836459 10.26% 1.415%
23 10.033 1348 1351 1354 rBV3 269591 286502 3.51% 0.485%
24 10.075 1356 1358 1360 rBV 140992 138131 1.69% 0.234%
25 10.186 1374 1377 1378 rBvV2 183156 166990 2.05% 0.283%
26 10.257 1387 1389 1392 rVB3 272554 207761 2.55% 0.352%
27 10.292 1392 1395 1398 rBV3 300592 338987 4.16% 0.574%
28 10.328 1398 1401 1404 rBV 530009 512117 6.28% 0.866%
29 10.380 1407 1410 1412 rBV3 282075 300127 3.68% 0.508%
30 10.575 1440 1443 1446 rVB 522106 452647 5.55% 0.766%

31 10.710 1461 1466 1469 rBV 4305987 4383434 53.77%
32 10.839 1485 1488 1495 rVB 1611937 1650468 20.24%
33 11.310 1565 1568 1573 rVB 1001615 944899 11.59%
34 11.410 1582 1585 1587 rBV 1672032 1566005 19.21%
35 13.010 1854 1857 1861 rBV 4369598 3961711 48.59%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123605.D

Acqg On : 16 Apr 2021 22:22
Operator : JU/CG

Sample : M2040-07

Misc

ALS Vvial : 13  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-BF041521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 59105925
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 16 Apr 2021 22:22
: M2040-07

. 13

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
BF123605.D

Ju/CaG

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1le+07

8000000

6000000

4000000

2000000

0

TIC: BF123605.D\data.ms

5.504
6.510

7.434

157

6.869

5.104 6.698

Time-->
Abundance

1le+07

8000000

6000000

4000000

2000000

2.20 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
TIC: BF123605.D\data.ms

8.151

0
Time-->
Abundance

1le+07

8000000

6000000

4000000

2000000

Time-->
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10.00 10.50 11.00
TIC: BF123605.D\data.ms

— — — —
11.50 12.00 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123605.D

Acqg On : 16 Apr 2021 22:22
Operator : JU/CG

Sample : M2e40-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.157 53.96 ng 4438760 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 43
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance  Scan 12 (2.157 min): BF123605.D\data.ms (-4) (-) m/z 73.05 100.00%
3.0
43.0
5000
R ERaaEE R
‘ ‘ ‘ 2.202.302.402.502.60
bl by b 12012 1652 2071 ., 43,00 52.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T [T T [T T[T T 7T
430 2.202.302.402.502.60
' m/z 54.95 37.39%
O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8392: 3-Pentanol, 2,4-dimethyl-
73.0
R ERRERE R
2.202.302.402.502.60
5000 m/z 87.10 27.67%
43.0
o2 L L s
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13739: 2,2,4-Trimethyl-3-pentanol R ERaaEE s
73.0 2.202.302.402.502.60
m/z 40.95 16.86%
5000 41.0
Obrrerliebl i 970 129.0
m/z--> 20 40 60 80 100 120 140 160 180 200 2.202.302.402.502.60

8270-BF041521.M Mon Apr 19 15:33:45 2021 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123605.D

Acqg On : 16 Apr 2021 22:22
Operator : JU/CG

Sample : M2e40-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 .alpha.-Cubebene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.304 4.60 ng 574508  Acenaphthene-d10 9.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .alpha.-Cubebene 204 C15H24 017699-14-8 97
2 .alfa.-Copaene 204 C15H24 1000360-33-0 96
3 Copaene 204 C15H24 003856-25-5 96
4 1H-Cyclopenta[1,3]cyclopropa[l,2... 204 C15H24 013744-15-5 91
5 cis-muurola-3,5-diene 204 C15H24 1000365-95-4 89

Abundance Scan 1227 (9.304 min): BF123605.D\data.ms (-1224) (-) m/z 105.00 100.00%

105.0
161.1
5000
AR
191.1 9.00 9.20 9.40 9.60
(o} m/z 119.05 92.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64313: .alpha.-Cubebene
105.0 161.0
5000 L R R IR B |
41.0 81.0 9.00 9.20 9.40 9.60
’ 204.0 m/z 161.05  82.12%
133.0 ‘
Ok \”M‘\‘\‘M\"‘HH‘HH‘\‘\H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64283: .alfa.-Copaene
119.0 161.0
O RRRREEEES S S
9.00 9.20 9.40 9.60
5000 91.0 m/z 91.00 48.41%
41.0 204.0
69.0 ‘
0! mNW!_W“”H““L“J‘H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64252: Copaene  ERARRsEE T
105.0 161.0 9.00 9.20 9.40 9.60
m/z 93.10 47.72%
41.0
5000
81.0
133.0 204.0
0+ “\1“1“‘!“\“1\H,“HH‘H‘H‘\HH 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\BF041621\
Data File : BF123605.D

Acqg On : 16 Apr 2021 22:22
Operator : JU/CG

Sample : M2e40-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Humulene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.769 2.27 ng 283672  Acenaphthene-die 9.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Humulene 204 C15H24 006753-98-6 86
2 1,4,7,-Cycloundecatriene, 1,5,9,... 204 C15H24 1000062-61-9 83
3 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 C1lOH1l6 004889-83-2 43
4 Ethanone, 1l-cyclopropyl-2-(4-pyr... 161 C10H11NO 006580-95-6 38
5 Acrylanilide 147 C9HSNO 002210-24-4 35

Abundance Scan 1306 (9.769 min): BF123605.D\data.ms (-1303) (-) m/z 93.00 100.00%
93.0

3

.

5000 152.1
41.1 121.1
9.50 10.00
- A9 Al “““M H L ““‘ el 27812052 s 152,05 43.55%
miz—> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64257: Humulene
93.0
5000 o Lt
9.50 10.00
41.0 121.0 7o m/z 80.05 34.82%
67.0 | ‘ ' 204.0
ol 1} 1750 "
\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64408: 1,4,7,-Cycloundecatriene, 1,5,9,9-tetramethyl-, Z

s

Abundance  #15837: Bicyclo[3.1.1]hept-2-ene, 3,6,6-trimethyl-
93.0 9.50 10.00
m/z 41.10 21.32%

M ‘ 121.0
n

OM‘\\““HM“\,HHW‘\‘\“HH,‘Hm‘\m‘\m‘\m‘\m‘u —— ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

93.0
9.50 10.00
5000 m/z 121.10 23.24%
121.0
147.0
41.0 67.0 ‘ 204.0
ol ot b b W arse 2
miz--> 20 40 60 80 100 120 140 160 180 200 220
e e
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123605.D

Acqg On : 16 Apr 2021 22:22
Operator : JU/CG

Sample : M2e40-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 unknown9.786 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.786 3.41 ng 426418  Acenaphthene-d10 9.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decene, 10-bromo- 218 C10H19Br 062871-09-4 27
2 Bicyclo[3.1.1]heptan-2-one, 6,6-... 138 C9H140 038651-65-9 25
3 6-Bromo-2,2-dimethylcyclohexanone 204 C8H13BroO 021690-26-6 25
4 2(1H)-Naphthalenone, octahydro-1... 194 C13H220 000775-54-2 25
5 Diethylmalonic acid, monochlorid... 282 C14H15C1l04 1000369-96-3 22

Abundance Scan 1309 (9.786 min): BF123605.D\data.ms (-1307) (-) m/z 41.05 100.00%

41.0 69.0
5000
— —
9.50 10.00
S m/z 55.05 99.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75249: 1-Decene, 10-bromo-
55.0
5000 — —
91.0 9.50 10.00
29.0 m/z 69.00  84.66%
148.0
0 ) ‘H \ i “121.0“” I ul76'0 218.0
\\\‘\\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17642: Bicyclo[3.1.1]heptan-2-one, 6,6-dimethyl-, (1R)-
83.0
— —
9.50 10.00
5000 50 m/z 95.80  68.57%
27.0 109.0
‘ ‘ ‘ 138.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64752: 6-Bromo-2,2-dimethylcyclohexanone e ——
69.0 97.0 9.50 10.00
m/z 97.10 67.02%
5000 41.0
125.0 204.0
ook bt s | aspozmea " T
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\BF041621\
Data File : BF123605.D

Acqg On : 16 Apr 2021 22:22
Operator : JU/CG

Sample : M2e40-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Naphthalene, 1,2,4a,5,6,8a-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.828 4.49 ng 560759  Acenaphthene-d10 9.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,4a,5,6,8a-hexah... 204 C15H24 000483-75-0 91
2 .gamma.-Muurolene 204 C15H24 030021-74-0 66
3 Tetracyclo[6.1.0.0(2,4).0(5,7)]In... 204 C1l5H24 051898-92-1 55
4 1H-Cyclopropa[a]naphthalene, 1a,... 204 C15H24 017334-55-3 49
5 Tricyclo[4.1.0.0(2,4)]heptane, 3... 204 C15H24 056348-21-1 42

Abundance Scan 1316 (9.828 min): BF123605.D\data.ms (-1314) (-) m/z 41.10 100.00%

411
0.0 1051 161.1
5000 1932
33.1
— ——
‘ | 221 9.50 10.00
o b L1223 sz ss.e0 78.99%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64456: Naphthalene, 1,2,4a,5,6,8a-hexahydro-4,7-dimer

161.0
410 49, 1050
5000 — ——
133.0 9.50 10.00
204.0 m/z 105.05 72.87%
O ‘\‘H‘\\“\\\\‘\\‘\\‘!\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64337: .gamma.-Muurolene
161.0
41.0 T T
200 105.0 9.50 10.00
5000 ' ITI/Z 69.05 68.54%
133.0 204.0
0! "N;h!_“lu“HH_“H_MH_H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
— ——

Abundance #64564: Tetracyclo[6.1.0.0(2,4).0(5,7)Jnonane,3,3,6,6,9,9
161.0 9.50 10.00

m/z 161.10 68.11%

5000

0 910 1190
189.0

0 H ‘ H} Hu W, o gl \‘\‘ ‘ ‘ ‘ |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

r
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123605.D

Acqg On : 16 Apr 2021 22:22
Operator : JU/CG

Sample : M2e40-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 1,6-Cyclodecadiene, 1-methy... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.033 2.29 ng 286502  Acenaphthene-die 9.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,4a,5,6,8a-hexah... 204 C15H24 000483-75-0 78
2 1,6-Cyclodecadiene, 1-methyl-5-m... 204 C15H24 023986-74-5 70
3 Bicyclo[4.4.0]dec-1-ene, 2-isopr... 204 C1l5H24 150320-52-8 70
4 .gamma.-Muurolene 204 C15H24 030021-74-0 60
5 Isoledene 204 C15H24 1000156-10-8 60

Abundance Scan 1351 (10.033 min): BF123605.D\data.ms (-1348) (-  m/z 161.10 100.00%

161.1
105.1
41.1
5000 810
L 34.1
204.2 1 1
234.1 1000
0+ : m/z 105.05 74.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64456: Naphthalene, 1,2,4a,5,6,8a-hexahydro-4,7-dimer
161.0
5000 - ‘
204.0 m/z 41.10 63.94%
0 ‘\“H‘H““\HMH‘H‘!‘HWHH‘\

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

Abundance #64468: 1,6-Cyclodecadiene, 1-methyl-5-methylene-8-(1-
161.0

5

—
10.00
5000 105.0 m/z 55.10 57.66%
41.0

77.0

133.0 204.0

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

Abundance #64422: Bicyclo[4.4.0]dec-1-ene, 2-isopropyl-5-methyl-9-| —— ‘
161.0 10.00
m/z 91.10 52.65%

5

5000

105.0
41.0 81.0 204.0
133.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00

¥
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123605.D

Acqg On : 16 Apr 2021 22:22
Operator : JU/CG

Sample : M2e40-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 unknownl®.292 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

10.292 2.71 ng 338987  Acenaphthene-d10 9.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 37
2 1-Anthracenamine 193 C14H11N 000610-49-1 22
3 4H-1,3,2-Dioxaborin, 4-ethenyl-2... 208 C12H21B02 074630-04-9 16
4 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25BO 057387-76-5 16
5 4-t-Butyl-2-(1-methyl-2-nitroeth... 241 C13H23NO3 1000192-74-8 12

Abundance Scan 1395 (10.292 min): BF123605.D\data.ms (-1392) (- m/z 41.00 100.00%

T T WW
5000 ' _
1000 10.50
218.2 : :
0 W‘H‘Mnh 2431 mjz 193.20  88.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67971: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, ti
69.0 1938.0
’ 123.0
41.0
5000 — —
98.0 10.00 10.50
m/z 57.10 88.29%
O ’111’1520’
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #55481: 1-Anthracenamine
193.0
e e
10.00 10.50
5000 165.0 m/z 69.10 67.92%
s0 10 10
] SN VRS NSV ASOR ' S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67667: 4H-1,3,2-Dioxaborin, 4-ethenyl-2-ethyl-4-methyl- — ——
198.0 10.00 10.50
m/z 55.00 54.33%
95.0
5000 43.0
151.0
L1l 8 # 1230, ||
o‘_HwH‘H,mMwl_me,www‘,mwmw —— ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123605.D

Acqg On : 16 Apr 2021 22:22
Operator : JU/CG

Sample : M2e40-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 unknownl1©.328 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.328 4.10 ng 512117 Acenaphthene-d10 9.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Benzenediamine, 4-methoxy- 138 C7H10N20 000615-05-4 43
2 2-Pyrimidinamine, 4,6-dimethyl- 123 C6H9N3 000767-15-7 35
3 3,3,5,5-Tetramethylcyclohexanol 156 C10H200 002650-40-0 35
4 4-Fluorobenzoic acid, 3-methylbu... 208 C12H13F02 1000299-15-1 27
5 (Phenylthio)acetic acid, cyclobu... 222 C12H1402S 1000299-95-5 27

Abundance Scan 1401 (10.328 min): BF123605.D\data.ms (-1398) (-  m/z 123.10 100.00%

123.1
5000 58.0 95.1
207.2 — —
10.00 10.50
151.1
o “‘H‘JHMMH“_‘H‘m?‘l“l‘wm“‘?‘3{5“1“ m/z 55.00  50.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #17204: 1,3-Benzenediamine, 4-methoxy-
123.0
5000 — —
95.0 10.00 10.50
m/z 41.05 46.30%
150 410670 | | |
O \\\‘\\\\“‘\‘\}H\‘\}\\i\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #10130: 2-Pyrimidinamine, 4,6-dimethyl-
1238.0
P P
10.00 10.50
5000 ITI/Z 69.05 45.08%
43.0 96.0
150 | % \h ‘ |
0! TR 2L N Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #28314: 3,3,5,5-Tetramethylcyclohexanol — ——
1238.0 10.00 10.50
m/z 95.10 42.86%
5000 57.0
85.0
29 O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123605.D

Acqg On : 16 Apr 2021 22:22
Operator : JU/CG

Sample : M2e40-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 unknownl1©.381 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.381 2.40 ng 300127  Acenaphthene-d10 9.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Ethoxy-2-methyl-pyridine 137 C8H11NO 055270-48-9 38
2 4,5,6,7-Tetrahydro-3-indolinone 137 C8H11NO 058074-25-2 35
3 Bicyclo[2.2.1]heptane-1-methanes... 232 C10H1604S 005872-08-2 25
4 Benzene, 1,2-dichloro-4-nitro- 191 C6H3C12N02 000099-54-7 25
5 4-Acetyl-1-methylcyclohexene 138 C9H140 006090-09-1 25

Abundance Scan 1410 (10.380 min): BF123605.D\data.ms (-1407) (-  m/z 55.10 100.00%

55.1
109.1 137.1
5000 83.1
— —
10.00 10.50
0! m/z 109.10 87.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #16750: 5-Ethoxy-2-methyl-pyridine
1090 137,
5000 80.0 — —r
10.00 10.50
27.0 53.0 m/z 41.05 84.36%
O' ‘1‘\‘1\\“‘\\}\’\“\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #16771: 4,5,6,7-Tetrahydro-3-indolinone
109.0 137.0
— —
10.00 10.50
5000 m/z 137.05 81.23%
81.0
43.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #87025: Bicyclo[2.2.1]heptane-1-methanesulfonic acid, 7 P e
109.0 10.00 10.50
m/z 57.10 66.88%
41.0 81.0
151.0
5000
e Db 1m0 220 ]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123605.D

Acqg On : 16 Apr 2021 22:22
Operator : JU/CG

Sample : M2e40-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Undecane, 5-ethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.575 3.62 ng 452647  Acenaphthene-d10 9.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 5-ethyl- 184 C13H28 017453-94-0 72
2 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 70
3 2-methyloctacosane 408 C29H60 1000376-72-8 64
4 Tridecane, 6-methyl- 198 C14H30 013287-21-3 64
5 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 62
Abundance Scan 1443 (10.575 min): BF123605.D\data.ms (-1440) (- m/z 57.10 100.00%
57.1
2000 JWVWNWkMﬁA«NWMAVMuA
1050 |
9.1 .
169.2
ol ‘L | fﬂ‘\ Lope a2 m/z 43.10  38.40%
mlz--> 50 100 150 200 250 300 350
Abundance #48841: Undecane, 5-ethyl-
57.0
5000 —— :
10.50
m/z 71.10 38.00%
‘ ‘ F8 0 1550
O\‘\U‘ “\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #48893: Decane, 2,6,8-trimethyl-
57.0
T T
10.50
5000 m/z 85.10 19.61%
99.0
o"u‘m‘\u\_u}??-?”_ww_m,w
miz--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane 7 ‘
57.0 10.50
m/z 41.05 16.14%
5000
9.0
oLy “\ H‘\ | |141-0183.0225. 0267.0309.0 3650
e ““““““““‘ s mE o
m/z--> 50 100 150 200 250 300 350 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123605.D

Acqg On : 16 Apr 2021 22:22
Operator : JU/CG

Sample : M2e40-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 Decane, 5-propyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.839 21.08 ng 1650470  Phenanthrene-d10 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 5-propyl- 184 C13H28 017312-62-8 70
2 Dodecane, 4-methyl- 184 C13H28 006117-97-1 60
3 Sulfurous acid, butyl 2-ethylhex... 250 C12H2603S 1000309-18-8 53
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 53
5 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 53

Abundance Scan 1488 (10.839 min): BF123605.D\data.ms (-1485) (- m/z 57.05 100.00%
57.0

5000 M
— —
113.1 10.50 11.00
201.2 244.2
ol—4, H“‘“,“““H“‘J}GQ"]"“MH“‘HH“3‘2‘9" m/z 71.10  58.82%
miz--> 50 100 150 200 250 300
Abundance #48838: Decane, 5-propyl-
57.0
5000 — —
10.50 11.00
m/z 43.10 54.79%
‘ 112.0
O\‘\"h\‘l‘\‘“‘\h" \“\“\ 1“\:\'-8\4\.0‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300
Abundance #48850: Dodecane, 4-methyl-
43.0
— —
10.50 11.00
5000 m/z 41.10 22.95%
85.0
‘ 140.0
A P . E
m/z--> 50 100 150 200 250 300
Abundance #101977: Sulfurous acid, butyl 2-ethylhexyl ester P —
57.0 10.50 11.00
m/z 85.10 21.86%
5000
‘H 113.0
o“mu,‘wum,uhH_H‘_H“HH_H — —
m/z--> 50 100 150 200 250 300 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123605.D

Acqg On : 16 Apr 2021 22:22
Operator : JU/CG

Sample : M2e40-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 Tridecane, 6-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.310 12.07 ng 944899  Phenanthrene-d10 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 6-methyl- 198 C14H30 013287-21-3 90
2 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 87
3 Tridecane, 2-methyl- 198 C14H30 001560-96-9 80
4 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72
5 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 70

Abundance Scan1568(11310num BF123605.D\data.ms (-1565) (- m/z 57.05 100.00%

57.0
5000
‘ ‘ 11.00 11,50
’ 229.2 ’ :
oHwmwm!uH”wHM“_“““1‘5‘%‘1‘}?%%_”WH_HZ‘?‘??_ m/z 71.10  58.36%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59895: Tridecane, 6-methyl-
57.0
5000 — —
11.00 11.50
98.0 m/z 43.10 47.82%
27.0
0 ‘ w H“\ 1270 183.0
H\‘H\\‘\H\‘\\H‘\H\‘\H\‘H\\‘\H\‘\\H‘\\H‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #28441: Nonane, 3,7-dimethyl-
57.0
— —
11.00 11.50
5000 m/z 85.10 32.72%
27,0 127.0
pre bbb b S TR e e e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59889: Tridecane, 2-methyl- “ 7
57.0 11.00 11.50
m/z 41.10 24.17%
5000 ﬂvaWVWMWAVWMMVWﬁMMM
270/ | 990 1550
O"wH‘W‘HM‘M‘NH‘M‘LM‘H‘Hﬂ‘HH‘H‘WH‘W‘HW‘H‘_H‘_ - —
m/z--> 20 40 60 80 100120140160180200220240260 11.00 11.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123605.D

Acqg On : 16 Apr 2021 22:22
Operator : JU/CG

Sample : M2040-07

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.157 54.0 ng 4438760 1 6.869 1645290 20.0
.alpha.-Cubebene 9.304 4.6 ng 574508 3  9.916 2498970 20.0
Humulene 9.769 2.3 ng 283672 3 9.916 2498970 20.0
unknown9.786 9.786 3.4 ng 426418 3 9.916 2498970 20.0
Naphthalene, 1,... 9.828 4.5 ng 560759 3 9.916 2498970 20.0
1,6-Cyclodecadi... 10.033 2.3 ng 286502 3 9.916 2498970 20.0
unknown10.292 10.292 2.7 ng 338987 3 9.916 2498970 20.0
unknown10.328 10.328 4.1 ng 512117 3 9.916 2498970 20.0
unknown10.381 10.381 2.4 ng 300127 3 9.916 2498970 20.0
Undecane, 5-ethyl- 10.575 3.6 ng 452647 3 9.916 2498970 20.0
Decane, 5-propyl- 10.839 21.1 ng 1650470 4 11.410 1566010 20.0
Tridecane, 6-me... 11.310 12.1 ng 944899 4 11.410 1566010 20.0
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