LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@051022\
Data File : BF128176.D

Acqg On : 10 May 2022 22:53
Operator : CG\JU

Sample : N2749-01

Misc :

ALS Vvial : 18 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-BF050922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF128176.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.987 284 289 295 rVB 19613 25248 1.11% 0.109%
2 5.128 481 483 494 rVB 21190 27382 1.21% 0.118%
3 5.510 544 548 552 rBV 1847373 1895810 83.66% 8.167%
4 6.522 715 720 723 rBV 1920021 2014985 88.92% 8.680%
5 6.716 749 753 756 rBvV2 28774 31714 1.40% 0.137%
6 6.893 779 783 786 rBV 545985 482260 21.28% 2.077%
7 7.151 822 827 831 rVB2 26003 27133 1.20% 0.117%
8 7.457 874 879 882 rBV 1501497 1373832 60.63% 5.918%
9 8.175 997 1001 1003 rBV 708042 631712 27.88% 2.721%
10 8.192 1003 1004 1007 rVV 201932 151393 6.68% 0.652%
11  8.222 1007 1009 1011 rVB 35979 27564  1.22% 0.119%
12 8.457 1044 1049 1053 rVB6 25934 45777 2.02% 0.197%
13 8.581 1067 1070 1072 rBV 42857 34219 1.51% 0.147%
14 8.751 1097 1099 1102 rVB2 34125 26187 1.16% 0.113%
15 8.816 1103 1110 1113 rBV8 22144 41876 1.85% ©0.180%
16 8.887 1119 1122 1125 rBV 83383 67305 2.97% 0.290%
17  8.945 1129 1132 1135 rBV3 23247 30844 1.36% 0.133%
18 8.987 1135 1139 1141 rBV 65153 61357 2.71% 0.264%
19 9.045 1145 1149 1152 rBV5 17360 31913 1.41% 0.137%
20 9.163 1166 1169 1171 rBv2 40670 37558 1.66% 0.162%
21 9.181 1171 1172 1178 rVB3 38541 37896 1.67% 0.163%
22 9.251 1178 1184 1187 rBV 2518936 2266004 100.00% 9.762%
23 9.322 1192 1196 1199 rBV 119058 120829 5.33% 0.521%
24  9.516 1225 1229 1233 rBV2 55122 77171 3.41% 0.332%
25 9.586 1238 1241 1244 rVWV 92494 100233  4.42% 0.432%
26 9.634 1246 1249 1253 rVV2 194365 171921 7.59% 0.741%
27 9.704 1256 1261 1263 rBV2 65760 90164 3.98% ©0.388%
28 9.792 1273 1276 1278 rBV 311158 274279 12.10% 1.182%
29 9.816 1278 1280 1281 rVV2 49611 44374 1.96% 0.191%
30 9.834 1281 1283 1287 rVB2 237663 222115 9.80% 0.957%
31 9.875 1287 1290 1292 rBV3 49454 59438 2.62% 0.256%
32 9.910 1293 1296 1297 rVWV 117664 109588 4.84% 0.472%
33 9.934 1297 1300 1302 rVB 772175 643668 28.41% 2.773%
34  9.963 1302 1305 1309 rBV 342112 326876 14.43% 1.408%
35 10.034 1314 1317 1321 rVV2 80303 114545 5.05% 0.493%

36 10.134 1331 1334 1338 rVV2 102230 109464 4.83% 0.472%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@051022\
Data File : BF128176.D

Acqg On : 10 May 2022 22:53
Operator : CG\JU

Sample : N2749-01

Misc :

ALS Vvial : 18 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-BF050922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 10.169 1338 1340 1344 rVB2 83097 76998  3.40% 0.332%
38 10.245 1350 1353 1355 rBV2 154482 168478 7.44% 0.726%
39 10.334 1365 1368 1370 rBV3 278046 284677 12.56% 1.226%
40 10.386 1375 1377 1379 rBV2 80700 66803 2.95% 0.288%
41 10.481 1389 1393 1399 rBvV2 170279 236251 10.43% 1.018%
42 10.569 1406 1408 1410 rVB2 103200 81201 3.58% 0.350%
43 10.728 1431 1435 1438 rBV 1460485 1443334 63.70% 6.218%
44 10.839 1451 1454 1457 rVB2 188841 162337 7.16% 0.699%
45 11.428 1550 1554 1556 rBV 745799 721930 31.86% 3.110%
46 11.451 1556 1558 1561 rVB 709829 536480 23.68% 2.311%
47 11.498 1564 1566 1569 rVV 261898 226895 10.01% 0.977%
48 11.928 1637 1639 1641 rBV 216406 183976 8.12% 0.793%
49 11.957 1642 1644 1647 rVB 290290 239109 10.55% 1.030%
50 12.004 1650 1652 1655 rBV2 162342 146465 6.46% 0.631%
51 12.039 1656 1658 1661 rvVv2 195616 194812 8.60% ©0.839%
52 12.480 1730 1733 1735 rBV 160359 161466 7.13% 0.696%
53 12.645 1758 1761 1765 rVB 762779 647410 28.57% 2.789%
54 12.875 1797 1800 1805 rVB 722244 652990 28.82% 2.813%
55 13.016 1820 1824 1827 rBV 1620223 1505652 66.45% 6.486%
56 13.269 1865 1867 1869 rVB 133494 94060 4.15% 0.405%
57 14.069 1999 2003 2006 rBV2 580955 823024 36.32%  3.545%
58 14.098 2006 2008 2015 rVB 345967 341146 15.05% 1.470%
59 14.457 2067 2069 2072 rVB 127907 108655 4.80% 0.468%
60 15.127 2179 2183 2186 rBV 320455 472367 20.85% 2.035%
61 15.239 2199 2202 2206 rVB 94127 94887 4.19%  0.409%
62 15.439 2232 2236 2242 rVB 227214 297501 13.13% 1.282%
63 15.504 2243 2247 2253 rW 334969 404832 17.87% 1.744%
64 15.568 2254 2258 2261 rVV 364427 457337 20.18% 1.970%
65 15.598 2261 2263 2269 rVB2 89084 127419 5.62% 0.549%
66 17.080 2510 2515 2521 rBV2 125446 235693 10.40% 1.015%

67 17.545 2587 2594 2600 rBV 87717 184677 8.15% ©.796%

Sum of corrected areas: 23213496
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051022\
Data File : BF128176.D

Acqg On : 10 May 2022 22:53
Operator : CG\JU

Sample : N2749-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF128176.D\data.ms
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Abundance TIC: BF128176.D\data.ms
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2500000

2000000

1500000

14.069

1000000

500000

0 T T T L — L — T T L — L — T T L — L — L —
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

8270-BF050922.M Wed May 11 16:05:50 2022 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051022\
Data File : BF128176.D

Acqg On : 10 May 2022 22:53
Operator : CG\JU

Sample : N2749-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 unknown9.322 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.322 3.75 ng 120829  Acenaphthene-di10 9.934

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Vinyltris(cyclopropyl)silane 178 C11H18Si 1000109-97-3 22
2 Oxalic acid, allyl octadecyl ester 382 C23H4204 1000309-24-5 18
3 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 15
4 2,6,10-Trimethylundeca-1,3-diene 194 C14H26 1000222-09-1 15
5 Divinylbis(cyclopropyl)silane 164 C1loH16Si 1000109-95-2 14

Abundance Scan 1196 (9.322 min): BF128176.D\data.ms (-1192) () m/z 57.10 100.00%
57.1

193.2
5000 9.1
37.1 R AR E R
H ‘ ‘ 9.00 9.20 9.40 9.60
ol— H\ “\‘\“\ \L‘M ‘HH\‘ H\!u “Hm‘u\‘\ M\‘ Pt M‘ TR — ITI/Z 193.15 78.59%
mlz--> 50 100 150 200 250
Abundance #52784: Vinyltris(cyclopropyl)silane
95.0
5000 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
55.0 9.00 9.20 9.40 9.60
m/z 43.10 72.52%
‘ ‘ ‘ 37.0
0k \““ ‘M“\ M‘ \H \““ ‘H‘ \‘H‘ T “L\ (L A B s s B
m/z--> 50 100 150 200 250
Abundance #289288: Oxalic acid, allyl octadecyl ester
41.0
N R R R R
9.00 9.20 9.40 9.60
5000 m/Z 41.10 66.92%
71.0
11.0
ol “‘ L MM ‘ ﬁ ld410 0 29N
miz-> 50 100 150 200 250
Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecyl ester R RARERRRRERRRRRT
57.0 9.00 9.20 9.40 9.60
m/z 55.10 65.22%
5000
97.0
PO L aaro w80 o MM
m/z--> 50 100 150 200 250 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051022\
Data File : BF128176.D

Acqg On : 10 May 2022 22:53
Operator : CG\JU

Sample : N2749-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Naphthalene, 2,7-dimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
9.516 2.40 ng 77171  Acenaphthene-d1e 9.934

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 95
3 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 95
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 94
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 93

Abundance Scan 1229 (9.516 min): BF128176.D\data.ms (-1225) (-}  m/z 156.10 100.00%
156.1

=

5000
T A T T ‘ T ‘
9.50
01 m/z 141.05 69.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33147: Naphthalene, 2,7-dimethyl-
156.0
5000 \

T
9.50
m/z 155.10 40.61%

77.0 128.0
0 10201 |y
O\\\‘\‘\\\“\\“\‘\‘}}\‘\“\\\\‘\\\\‘\‘\‘\\i\\‘ ‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
A Jm

AR A ‘
9.50

5000 m/z 115.00 21.47%
115.0
270 500, 710 L
O e et gl el
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33132: Naphthalene, 2,6-dimethyl- ‘

—
156.0 9.50
m/z 128.05 14.67%

77.0 115.0
51.0
27'0\ | \h\\\”‘ | ‘ \“\ L] \w‘””‘””‘””

] SR N 61 BN N
miz--> 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\BF051022\
Data File : BF128176.D

Acqg On : 10 May 2022 22:53
Operator : CG\JU

Sample : N2749-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Naphthalene, 2,3-dimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.586 3.11 ng 100233  Acenaphthene-di10 9.934

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 95
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 95

Abundance Scan 1241 (9.586 min): BF128176.D\data.ms (-1238) (1)  m/z 156.05 100.00%
15p.1

5000
115.1 .
e e
51.0 /71 ‘ ‘ 193.2 9.50
0 H“H“\H“WWAwau‘u“‘wahkwwu‘ww“uﬁ‘m“ m/z 141.05 88.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 L
9.50
115.0 m/z 155.10 30.80%
76.0 ‘
51.0
27.0
O \\\‘\\\\“\\‘\\‘h\‘\“!h‘\\‘\\‘\\\\‘\“‘\‘\\“\\L‘m‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33147: Naphthalene, 2,7-dimethyl-
156.0
g I
9.50
5000 ITI/Z 115.10 26.68%
0 128.0
410 1020/ |
O b el el el b Al e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33137: Naphthalene, 1,6-dimethyl- —— ‘
156.0 9.50
m/z 128.00 19.37%
77.0 115.0
1.
I V0 NN GO Y | ES——— -
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\BF051022\
Data File : BF128176.D

Acqg On : 10 May 2022 22:53
Operator : CG\JU

Sample : N2749-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 unknown9.634 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.634 5.34 ng 171921  Acenaphthene-di10 9.934

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 47
2 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25BO 057387-76-5 40
3 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 38
4 1-Methyl-3-(trifluoromethyl)-1H-... 193 C7H10F3N3 1000511-73-1 35
5 2-Anthracenamine 193 C14H11N 000613-13-8 22

Abundance Scan 1249 (9.634 min): BF128176.D\data.ms (-1246) (-) m/z 193.20 100.00%

193.2
69.1
41.1
5000 051 1231
2 5
‘1511 ‘ 9.50 10.00
(S el b s m/z 69.10  62.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
1938.0
5000 55.0 —— e
109.0 9.50 10.00
810 m/z 41.10 52.98%
29.0 ‘ 1370
O \\\‘\‘H‘\\‘\\\‘\“ \‘\\\““\ \H\‘\“\‘\\“\\\‘\“ T \‘\]-\?:\3\0\\‘\\\\‘\\\2%2\.\(:
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85189: Borinic acid, diethyl-, 3,3,5-trimethyl-1-cyclohexe
123.0 198.0
—— —
410 9.50 10.000
5000 83.0 ITI/Z 55.10 49.16%
ol 165.0 NMWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone —— —
193.0 9.50 10.00
m/z 57.10 48.18%
123.0
5000
150.0
95.0
0 17P 430 \690\ SAEARARSA N SRR SRS RARAS
S T e e b e e P ——
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\BF051022\
Data File : BF128176.D

Acqg On : 10 May 2022 22:53
Operator : CG\JU

Sample : N2749-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 5 Naphthalene, 1,2-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.704 2.80 ng 90164  Acenaphthene-dile 9.934

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
2 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 97
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
4 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 95
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 95

Abundance Scan 1261 (9.704 min): BF128176.D\data.ms (-1256) (-} m/z 156.05 100.00%
1

156.
5000
115.1 T e
510 77.0 ‘ ‘ | w 193.1 o0 9.50 10.00
O bt Ll Gl L STSS m/z 141,00 99.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 SV At
9.50 10.00
115.0 m/z 155.05 27.67%
270 510 76‘-0 ‘ |
0 \\\‘\‘f.\ \“\\“\ \“‘h‘\‘\“\h’\‘\‘\\“\ \\}‘\‘U\\“ T \M‘ \\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33139: Naphthalene, 1,2-dimethyl-
141.0
—h =
9.50 10.00
5000 51.0 ITI/Z 115.10 21.19%
770 115.0
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33135: Naphthalene, 1,3-dimethyl- —— ——
156.0 9.50 10.00
m/z 128.00 16.81%
5000
6.0 115.0
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\BF051022\
Data File : BF128176.D

Acqg On : 10 May 2022 22:53
Operator : CG\JU

Sample : N2749-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Naphthalene, 2-(1-methyleth... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.034 3.56 ng 114545  Acenaphthene-di10 9.934
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-(1-methylethyl)- 170 C13H14 002027-17-0 95
2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 90
3 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 90
4 Naphthalene, 1-(1-methylethyl)- 170 C13H14 006158-45-8 87
5 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 76

Abundance Scan 1317 (10.034 min): BF128176.D\data.ms (-1314) (. m/z 155.10 100.00%
1565.1

5000

=

T
10.00

0 m/z 170.05 53.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45546: Naphthalene, 2-(1-methylethyl)-
155.0
5000

P
10.00
m/z 123.10  15.85%

128.0
27.0 510 "0 1010 ") | |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ ‘\\\\‘\\\\‘\\\\‘\\

a2

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45534: Naphthalene, 2,3,6-trimethyl-
170.0
P |
10.00
5000 ITI/Z 153.05 15.60%
T B B AR e T L R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45533: Naphthalene, 1,6,7-trimethyl-
170.0 10.00
m/z 115.10 14.50%
- WM
0l..27.0 510 760 10201280 A
R B e s B —r
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\BF051022\
Data File : BF128176.D

Acqg On : 10 May 2022 22:53
Operator : CG\JU

Sample : N2749-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 7 Naphthalene, 1,6,7-trimethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
10.134 3.40 ng 109464  Acenaphthene-di10 9.934
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 90
2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 89
3 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 52
4 1-(2,2-Dimethylcyclopropyl)-2-ph... 170 C13H14 1000294-91-1 50
5 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 50

Abundance Scan 1334 (10.134 min): BF128176.D\data.ms (-1331) (1 m/z 168.05 100.00%
168.1

5000

P
10.00 10.50

63.0
87.0 115.0 203.2 232.2

0 m/z 170.10 65.77%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #45536: Naphthalene, 1,6,7-trimethyl-
170.0
5000 AL lal
10.00 10.50
m/z 155.10 63.37%
128.0
51.0 76.0
O+ \“ T \‘\ T "H \”\”1“”1‘\\1\0‘2\.9‘\ T \‘!‘\ \““\ Tt ‘\“\‘\ T T T T
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #45540: Naphthalene, 2,3,6-trimethyl-
170.0
I L —
10.00 10.50
5000 m/z 139.05 44 .08%

2

128.0
o530, 2501080 D0 L
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #45531: Naphthalene, 1,4,5-trimethyl-

T —
155.0 10.00 10.50
m/z 169.05 26.50%

5000
128.0
63.0
| 410 fa.0 ull AA

T
m/z--> 40 60 80 100 120 140 160 180 200 220 10.00 10.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051022\
Data File : BF128176.D

Acqg On : 10 May 2022 22:53
Operator : CG\JU

Sample : N2749-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 8 Naphthalene, 2,3,6-trimethyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
10.169 2.39 ng 76998  Acenaphthene-di1e 9.934
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 95
2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 94
3 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 93
4 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 91
5 1-(2,2-Dimethylcyclopropyl)-2-ph... 170 C13H14 1000294-91-1 90

Abundance Scan 1340 (10.169 min): BF128176.D\data.ms (-1338) (- m/z 170.10 100.00%
170.1

o AAJM\MA
57.1
85.1 —=— L
‘ ‘ ‘ ‘ o6 128.1 M | 071 10.00 10.50
ooyt e 398 L 29T nyz 155.16 94.57%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #45535: Naphthalene, 1,6,7-trimethyl-
155.0
5000 SE G
10.00 10.50
m/z 153.05 22.09%
115.0
0 \\\‘\5\]7\.(\)’\\7\6”-’91‘\‘\\‘\H‘\“\!H““H ‘\“\H\\‘\\\\‘\\\\‘\\
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #45540: Naphthalene, 2,3,6-trimethyl-
170.0
= Y
10.00 10.50
5000 m/z 169.10 21.90%
128.0
ol 820 20 1080 aady |
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #45532: Naphthalene, 1,4,6-trimethyl- ‘A/ﬂ : ——
155.0 10.00 10.50
m/z 57.10 21.84%
5000
128.0
63.0 g4 ‘
ol 400,530 8400059 | M J

T
m/z--> 40 60 80 100 120 140 160 180 200 220 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051022\
Data File : BF128176.D

Acqg On : 10 May 2022 22:53
Operator : CG\JU

Sample : N2749-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Naphthalene, 1,4,6-trimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
10.245 5.23 ng 168478  Acenaphthene-di10 9.934
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 97
2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 97
3 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 95
4 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 95
5 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 91

Abundance Scan 1353 (10.245 min): BF128176.D\data.ms (-1350) (1  m/z 170.05 100.00%
170.1

- J\NNU\}UL\M
69.1 128.1 e e s
41.1 95.1 10.00 10.50
02.1 232.0 o
(o} m/z 155.10  94.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45532: Naphthalene, 1,4,6-trimethyl-
155.0
5000 Sa A
10.00 10.50
128.0 m/z 153.00  25.16%
239,890 ‘ \‘ | M |
0 \\\’\\H‘\\‘H”H‘\‘H‘\“\“\\"\H\‘\‘\‘H“H ’\“\H‘HH‘HH‘HH’\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45538: Naphthalene, 2,3,6-trimethyl-
170.0
A —
10.00 10.50
5000 m/z 169.05 24.10%
128.0
o180 510 780 1020 | || |
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45531: Naphthalene, 1,4,5-trimethyl- A T4 ——
155.0 10.00 10.50
m/z 69.10  23.76%
5000
128.0
030,890 ul
0! N E——— — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051022\
Data File : BF128176.D

Acqg On : 10 May 2022 22:53
Operator : CG\JU

Sample : N2749-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 unknownl1©.334 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.334 8.85 ng 284677  Acenaphthene-di10 9.934
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(4-Hydroxyphenyl)propane-1,2-d... 168 C9H1203 1000495-85-5 30
2 4-Fluorobenzoic acid, 2-butyl ester 196 C11H13F02 090172-12-6 30
3 1-Propanone, 1-(4-fluorophenyl)- 152 C9H9FO 000456-03-1 27
4 2-Amino-4-acetamino anisole 180 C9H12N202 006375-47-9 27
5 N2-Methyl-2,3-pyridinediamine 123 C6HON3 005028-20-6 27
Abundance Scan 1368 (10.334 min): BF128176.D\data.ms (-1365) (-  m/z 123.10 100.00%
128.1
69.1
5000 41 95.1 170.1
207.2 — —
i 10.00 10.50
0 322 m/z 69.10  49.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #44215: 1-(4-Hydroxyphenyl)propane-1,2-diol (isomer 2)
123.0
5000 — —
95.0 10.00 10.50
m/z 109.10 47.10%
390 6?'0‘ L 168.0
O\H\‘HH‘”H‘\‘\’\”\\\“\H”H\”\H“ T T T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71165: 4-Fluorobenzoic acid, 2-butyl ester
123.0
— ——
10.00 10.50
5000 ITI/Z 55.10 46.41%
95.0
56.0
29.0
bbb b et 2670 1960
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #30381: 1-Propanone, 1-(4-fluorophenyl)- — —
128.0 10.00 10.50
m/z 41.10 45.28%
5000 95.0
152.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051022\
Data File : BF128176.D

Acqg On : 10 May 2022 22:53
Operator : CG\JU

Sample : N2749-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 2-Chloro-5,6,7,8-tetrahydro... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.569 2.52 ng 81201  Acenaphthene-dile 9.934
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Chloro-5,6,7,8-tetrahydro[1,6]... 168 C8H9CIN2 210539-05-2 50
2 Diphenylmethane 168 C13H12 000101-81-5 49
3 3,4-Dihydroxy-5-methoxybenzaldehyde 168 C8H804 003934-87-0 38
4 1,1'-Biphenyl, 3-methyl- 168 C13H12 000643-93-6 35
5 1,1'-Biphenyl, 2-methyl- 168 C13H12 000643-58-3 35

Abundance Scan 1408 (10.569 min): BF128176.D\data.ms (-1406) (-  m/z 167.10 100.00%
16y7.1
57.1

5000

-

85.1

115.0141 10.50
) 92.1 .
0+ 2312 m/z 168.10 79.80%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #44130: 2-Chloro-5,6,7,8-tetrahydro[1,6]naphthyridine
167.0
5000 - :
1040 1390 10.50
77.0 m/z 57.10 76.80%
51.0
ol 26,0
\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #43622: Diphenylmethane
167.0
T \
10.50
5000 ITI/Z 71.10 45.70%

0! -
miz—-> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #44086: 3,4-Dihydroxy-5-methoxybenzaldehyde
168.0 10.50

m/z 43.10 40.15%

é

5000

39.0 97.0 125.0

3

0 _"q‘Jnﬁ‘:uu‘uj‘u“‘ﬁ‘ﬂ_“w"H“H“H“_“w“‘
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051022\
Data File : BF128176.D

Acqg On : 10 May 2022 22:53
Operator : CG\JU

Sample : N2749-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Hexadecane, 2,6,11,15-tetra... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.839 4.50 ng 162337  Phenanthrene-di10 11.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 58
2 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 52
3 Tridecane, 5-propyl- 226 C16H34 055045-11-9 52
4 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 49
5 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 47

Abundance Scan 1454 (10.839 min): BF128176.D\data.ms (-1451) (- m/z 57.10 100.00%
57.1

5000

.

85.1 169.1

10.50 11.00
1981 244.2
, ‘w“‘ m/z 71.10  81.36%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176404: Hexadecane, 2,6,11,15-tetramethyl-
43.0

o

71.0

%

5000
10.50 11.00

m/z 43.10 52.33%
113.0
I

169.0
L L P %41010900970 554 5567

’\H\‘HH‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘\\H‘HH‘HH‘HH‘H

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #158620: Pentadecane, 2,6,10,14-tetramethyl-

o

%

\hmhh@“oﬁw 226.0

O =t ST B T N
miz—> 20 40 60 80 100120140160 180200220 240260280 10.50 11.00

57.0
10.50 11.00
5000 m/z 41.10 28.75%
85.0
113.0
29.0 183.0
ook At | 210 T asozsso
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107223: Tridecane, 5-propyl- — —
57.0 10.50 11.00
m/z 85.10 25.64%
5000
85.0
— —
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051022\
Data File : BF128176.D

Acqg On : 10 May 2022 22:53
Operator : CG\JU

Sample : N2749-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 13 Anthracene, 1-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.928 5.10 ng 183976  Phenanthrene-di10 11.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 1-methyl- 192 C15H12 000610-48-0 94
2 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 94
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 94
4 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 93
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 90

Abundance Scan 1639 (11.928 min): BF128176.D\data.ms (-1637) (1  m/z 192.10 100.00%

192.1
5000
94.4 12.00
630 | 16 '
ol 220l ‘1‘291\“““% 24922801 y/; 191,10 56.44%
miz--> 50 100 150 200 250
Abundance #67028: Anthracene, 1-methyl-
192.0
5000 T
12.00
m/z 189.10 33.67%
0 63.0 9? 0 126. % 0
T T T “ \‘f‘f”‘f‘ \‘\ T T M‘\‘\‘ ‘ T T T T ’ T T T T ‘
miz--> 50 100 150 200 250
Abundance #67054: 1H-Cyclopropa[l]phenanthrene,1a,9b-dihydro-
192.0
e
12.00
5000 ITI/Z 190.10 16.45%
027:0_ 630 9991260 163.0 H
e et A P
miz--> 50 100 150 200 250
Abundance #67035: Phenanthrene, 1-methyl- T
192.0 12.00
m/z 165.10 15.98%
o /\/\)\/\/\M\M/\ﬂw
e e — —
miz--> 50 100 150 200 250 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051022\
Data File : BF128176.D

Acqg On : 10 May 2022 22:53
Operator : CG\JU

Sample : N2749-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Phenanthrene, 1-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

11.957 6.62 ng 239109  Phenanthrene-di10 11.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 95
2 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 94
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93
4 Phenanthrene, 9-methyl- 192 C15H12 000883-20-5 93
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 93

Abundance Scan 1644 (11.957 min): BF128176.D\data.ms (-1642) (1 m/z 192.10 100.00%

192.1
5000
95.1 M ifod
63.0 ' 151. :
S O S i 2452 2861 /7 191.10  53.98%
miz--> 50 100 150 200 250 300
Abundance #67035: Phenanthrene, 1-methyl-
192.0
5000 T
12.00
m/z 189.10 27.74%
270 630 960 1390 | |
T \ \ ‘ \ T T T ‘ T T T \ ‘ T T T ‘ T T T T ‘ T T T T ‘ 1
m/z--> 50 100 150 200 250 300
Abundance #67016: 1H-Indene, 2-phenyl-
192.0
—
12.00
5000 ITI/Z 193.10 17.27%
0 830 150 152q |
L e e
miz--> 50 100 150 200 250 300
Abundance #67023: Anthracene, 2-methyl- —
192.0 12.00
m/z 190.10  15.29%
5000
96.0
630 | 139.0 H
ow‘_‘mHw_mw‘””_‘”_ s
m/z--> 50 100 150 200 250 300 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051022\
Data File : BF128176.D

Acqg On : 10 May 2022 22:53

Operator : CG\JU

Sample : N2749-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.M
: 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 Phenanthrene, 2-methyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
12.004 4.06 ng 146465  Phenanthrene-die 11.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 96
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 96
3 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 94
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93

Abundance Scan 1652 (12.004 min): BF128176.D\data.ms (-1650) (-]
P.1

192.

5000
95.1
41.1 151.
ob i e O LML 226 26312004
m/z--> 50 100 150 200 250 300
Abundance #67032: Phenanthrene, 2-methyl-
192.0
5000

0 27.0 63'0 ‘94%.0 139'0 h‘ . \M
T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #67030: Anthracene, 1-methyl-
192.0
5000

20|

m/z 192.10 100.00%

-

T
12.00

m/z 191.10

46.48%

=

1
12.00

m/z 189.10

27.58%

-

T
12.00

m/z 193.10

21.90%

r

oP7:0, 630 96.0 152.0
e T
miz--> 50 100 150 200 250 300
Abundance #67054: 1H-Cyclopropa[llphenanthrene,1a,9b-dihydro- — !
192.0 12.00
m/z 95.10 15.13%
5000
027'0 630 “9?.0 139'0 \‘ h‘
T T T ‘ T T T T ‘ T T T T “ \H\ ‘\ H\ ‘ T T T T ‘ T T T T ‘ T T ‘ T
m/z--> 50 100 150 200 250 300 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051022\
Data File : BF128176.D

Acqg On : 10 May 2022 22:53

Operator : CG\JU

Sample : N2749-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

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

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 16 3-Bromo-2-thiophenecarbalde...

R.T. EstConc Area
12.039 5.40 ng 194812
Hit# of 5 Tentative ID

Concentration Rank 4

Relative to ISTD R.T.

Phenanthrene-di10

1 3-Bromo-2-thiophenecarbaldehyde

2 5-Bromo-2-thiophenecarboxaldehyde
3 6H-Cyclobuta[jk]phenanthrene

4 4H-Cyclopenta[def]phenanthrene

5 SH-Dibenzo[a,d]cycloheptene

190
190
190
190
192

C5H3Bros
C5H3Bros
C15H10
C15H10
C15H12

Abundance Scan 1658 (12.039 min): BF128176.D\data.ms (-1656) (-]

000930-96-1 59
004701-17-1 59
083469-43-6 49
000203-64-5 47
000256-81-5 46

m/z 189.10 100.00%

189.1
5000
12.00 |
63.0 951 1391 241.2 '
) SN S el A o € 2893 /7 190.10  93.01%
miz--> 50 100 150 200 250 300
Abundance #64991: 3-Bromo-2-thiophenecarbaldehyde
191.0
5000 . :
82.0 12.00
45.0 m/z 192.10  78.30%
117.0
0t H‘\“‘“‘\‘ y Wh‘\“ 1”\ \‘1\4‘9%\ T M L B B B B
miz--> 50 100 150 200 250 300
Abundance #64992: 5-Bromo-2-thiophenecarboxaldehyde
191.0
N I
12.00
5000 ITI/Z 191.10 60.46%
39.0 gopo
117.0
ol bl kM0 |
miz--> 50 100 150 200 250 300
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene —— ‘
189.0 12.00
m/z 187.10 19.24%
5000
94.0
o —
m/z--> 50 100 150 200 250 300 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051022\
Data File : BF128176.D

Acqg On : 10 May 2022 22:53
Operator : CG\JU

Sample : N2749-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 9,10-Dimethylanthracene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

12.488  4.47ng 161466 Phenanthrene-d16 11.428

Hit# of 5 Tentative ID MW MolForm CASH# Qual

,10-Dimethylanthracene 206 Cl6H14 000781-43-1 93
nthracene, 1,4-dimethyl- 206 C16H14 000781-92-0 93
,4-Dimethylphenanthrene 206 Cl6H14 1000452-24-5 87
i-p-Tolylacetylene 206 Cl6H14 002789-88-0 87
henanthrene, 2,5-dimethyl- 206 C16H14 003674-66-6 87

uih wNnPE
T QaQw>>uw

Abundance Scan 1733 (12.480 min): BF128176.D\data.ms (-1730) (1 m/z 206.10 100.00%

206.1
5000
——
411 890 1974 1020 | H‘ 2433 285.2318 1250
0L 2 “‘ h“ Ll 2233 2852318. /7 191.10  49.54%
miz--> 50 100 150 200 250 300
Abundance #82932: 9,10-Dimethylanthracene
206.0
5000 T
12.50
89.0 m/z 189.10 30.47%
0 ‘4‘0“ ‘5‘\9‘\\‘\‘\““\‘\““ ‘.‘ u\ ‘\“\L‘ H‘H HM I I e
miz--> 50 100 150 200 250 300
Abundance #82936: Anthracene, 1,4-dimethyl-
206.0
——
12.50
5000 ITI/Z 205.10 23.60%
Wl |
ol Sto o0
miz--> 50 100 150 200 250 300
Abundance #82935: 3,4-Dimethylphenanthrene —
206.0 12.50
m/z 207.15 18.47%
5000
89.0
ST TE T Dl E— .
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051022\
Data File : BF128176.D

Acqg On : 10 May 2022 22:53
Operator : CG\JU

Sample : N2749-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Triphenylene, 2-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.457 2.64 ng 108655  Chrysene-di2 14.074
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylene, 2-methyl- 242 C19H14 001705-84-6 91
2 Chrysene, 6-methyl- 242 C19H14 001705-85-7 89
3 Benz[a]anthracene, 7-methyl- 242 C19H14 002541-69-7 87
4 Chrysene, 3-methyl- 242 C19H14 003351-31-3 81
5 Benz[a]anthracene, 4-methyl- 242 C19H14 000316-49-4 81

Abundance Scan 2069 (14.457 min): BF128176.D\data.ms (-2067) (1 m/z 242.10 100.00%

242.1
5000
14.50
121.0 .
711 189.1 M
Ob et e ol 2881 3990 sz 241,10 31.26%
m/z--> 50 100 150 200 250 300 350
Abundance #126450: Triphenylene, 2-methyl-
242.0
5000 T
14.50
m/z 239.10  26.63%
121.0
0l440 810 | 16302000 |
\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\’\\\
miz--> 50 100 150 200 250 300 350
Abundance #126440: Chrysene, 6-methyl-
242.0
——
14.50
5000 m/Z 243.10 22.17%
PN S F
miz--> 50 100 150 200 250 300 350
Abundance #126462: Benz[a]anthracene, 7-methyl- ——
242.0 14.50
m/z 240.10  10.46%
5000
121.0
020780 | 16302020 | o

m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051022\
Data File : BF128176.D

Acqg On : 10 May 2022 22:53
Operator : CG\JU

Sample : N2749-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Perylene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.239 4.15 ng 94887  Perylene-di12 15.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[k]fluoranthene 252 C20H12 000207-08-9 96
2 Perylene 252 C20H12 000198-55-0 94
3 Benzo[e]pyrene 252 C20H12 000192-97-2 93
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 91
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 90

Abundance Scan 2202 (15.239 min): BF128176.D\data.ms (-2199) (-] m/z 252.10 100.00%

252.1
5000
—— 0
69 1 126.0 200.0 15.00 15.50
bt 2090, L 20123301y osp 10 28.94%
m/z--> 50 100 150 200 250 300 350
Abundance #138563: BenzolK]fluoranthene
252.0
5000 = =
15.00 15.50
126.0 m/z 253.10 24.56%
O\\\\‘\\8\7\-(‘)"\‘“\‘“\\‘\\\ZP?I\O\“‘\\“‘\\\\|\\\\|\\
m/z--> 50 100 150 200 250 300 350
Abundance #138551: Perylene
252.0
— —
15.00 15.50
5000 m/z 126.00 10.47%
125.0
ol7.0 83.0 | \“ 200.0, ||
e e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene T —T
252.0 15.00 15.50
m/z 251.10 9.88%
5000
125.0
0 39.0 83.0 | 2000 ||
e e B A A B L H O S e S Al —
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051022\
Data File : BF128176.D

Acqg On : 10 May 2022 22:53
Operator : CG\JU

Sample : N2749-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Benzo[e]pyrene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.439 13.01 ng 297501  Perylene-di2 15.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Perylene 252 C20H12 000198-55-0 94
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 94
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 93
5 Benzo[a]pyrene 252 C20H12 000050-32-8 93

Abundance Scan 2236 (15.439 min): BF128176.D\data.ms (-2232) (1 m/z 252.10 100.00%

25p.1
5000
125.1 15,50
ol 420 870 | 1981, | 29208302 ./, 250.10 29.92%
miz--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
252.0
5000 T
15.50
m/z 253.10 21.37%
125.0
ol 390 830 , | 2000, |
\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #138551: Perylene
252.0
—
15.50
5000 ITI/Z 125.10 12.08%
125.0
ol7.0 83.0 | \H 2000, |
— e e e
m/z--> 50 100 150 200 250 300 350
Abundance #138567: Benzol[K]fluoranthene —
252.0 15.50
m/z 251.10 9.90%
5000
126.0
0l 390 840 | ‘\‘ 2000, |
R A e B A o A R —
m/z--> 50 100 150 200 250 300 350 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051022\
Data File : BF128176.D

Acqg On : 10 May 2022 22:53
Operator : CG\JU

Sample : N2749-01

Misc :

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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|
unknown9.322 9.322 3.8 ng 120829 3 9.934 643668 20.0
Naphthalene, 2,... 9.516 2.4 ng 77171 3 9.934 643668 20.0
Naphthalene, 2,... 9.586 3.1 ng 100233 3 9.934 643668 20.0
unknown9.634 9.634 5.3 ng 171921 3 9.934 643668 20.0
Naphthalene, 1, 9.704 2.8 ng 90164 3 9.934 643668 20.0
Naphthalene, 2-... 10.034 3.6 ng 114545 3 9.934 643668 20.0
Naphthalene, 1,... 10.134 3.4 ng 109464 3 9.934 643668 20.0
Naphthalene, 2, 10.169 2.4 ng 76998 3 9.934 643668 20.0
Naphthalene, 1,... 10.245 5.2 ng 168478 3 9.934 643668 20.0
unknown10.334 10.334 8.8 ng 284677 3  9.934 643668 20.0
2-Chloro-5,6,7,... 10.569 2.5 ng 81201 3 9.934 643668 20.0
Hexadecane, 2,6... 10.839 4.5 ng 162337 4 11.428 721930 20.0
Anthracene, 1-m... 11.928 5.1 ng 183976 4 11.428 721930 20.0
Phenanthrene, 1... 11.957 6.6 ng 239109 4 11.428 721930 20.0
Phenanthrene, 2... 12.004 4.1 ng 146465 4 11.428 721930 20.0
3-Bromo-2-thiop... 12.039 5.4 ng 194812 4 11.428 721930 20.0
9,10-Dimethylan... 12.480 4.5 ng 161466 4 11.428 721930 20.0
Triphenylene, 2... 14.457 2.6 ng 108655 5 14.074 823024 20.0
Perylene 15.239 4.2 ng 94887 6 15.569 457337 20.0
Benzo[e]pyrene 15.439 13.0 ng 297501 6 15.569 457337 20.0
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