LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061623\
Data File : BF133821.D

Acqg On : 16 Jun 2023 23:03

Operator : CG\JU

Sample : 03224-12 2X

Misc . COMPOSIT-SB-15

ALS Vvial : 19 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-BF060923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133821.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.152 6 11 20 rVB 143965 211278 13.24% 1.309%
2 5.099 508 512 518 rBV 64341 76361 4.79% 0.473%
3 5.498 576 580 583 rBV 1443080 1347275 84.45% 8.347%
4 6.493 745 749 752 rBV 1500768 1381723 86.61% 8.560%
5 6.693 780 783 786 rBvV2 25571 29403 1.84% 0.182%
6 6.863 809 812 816 rBV 652692 513174 32.17% 3.179%
7 7.422 903 907 910 rBV 1067404 851187 53.36% 5.273%
8 7.451 910 912 916 rVB 24343 20454  1.28% 0.127%
9 8.140 1026 1029 1032 rBV 772723 635041 39.81% 3.934%
10 8.416 1072 1076 1083 rBV3 17508 26887 1.69% 0.167%
11  8.728 1126 1129 1132 rBV 23044 20199 1.27% 0.125%
12 8.857 1148 1151 1158 rVB 47491 45885 2.88% 0.284%
13 8.951 1164 1167 1170 rBV 30851 26725 1.68% 0.166%
14  9.216 1208 1212 1215 rBV 2029794 1595271 100.00%  9.883%
15 9.298 1223 1226 1228 rBV 23704 21562 1.35% 0.134%
16 9.486 1254 1258 1261 rBv2 19622 24832 1.56% 0.154%
17 9.557 1267 1270 1272 rBV 29101 28497 1.79% 0.177%
18 9.757 1301 1304 1308 rBV 66733 59103 3.70% 0.366%
19 9.898 1321 1328 1331 rBV 786775 628030 39.37% 3.891%
20 9.928 1331 1333 1337 rVB2 32803 32716  2.05% 0.203%
21 10.104 1359 1363 1366 rVB2 50597 45993  2.88% 0.285%
22 10.304 1393 1397 1399 rBV3 18018 20873 1.31% 0.129%
23 10.328 1399 1401 1404 rVB2 28862 22832 1.43% 0.141%
24 10.445 1418 1421 1427 rBV3 37717 48802 3.06% ©0.302%
25 10.610 1445 1449 1456 rVB2 71757 79625 4.99% 0.493%
26 10.686 1459 1462 1467 rBV 915180 842833 52.83% 5.222%
27 10.816 1479 1484 1488 rBV3 49294 65233 4.09% 0.404%
28 10.998 1509 1515 1517 rBV5 17935 26361 1.65% 0.163%
29 11.128 1533 1537 1539 rBV2 22441 22624 1.42% 0.140%
30 11.192 1546 1548 1553 rBV2 38721 37417 2.35% 0.232%
31 11.251 1553 1558 1562 rvW4 30237 52752 3.31% 0.327%
32 11.286 1562 1564 1569 rVB 36517 35594 2.23% 0.221%
33 11.392 1578 1582 1584 rBV 801862 671554 42.10% 4.160%
34 11.416 1584 1586 1589 rVV 399882 302503 18.96% 1.874%
35 11.469 1592 1595 1598 rVB 107071 85230 5.34% 0.528%
36 11.628 1618 1622 1627 rBV 28649 34676 2.17% 0.215%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061623\
Data File : BF133821.D

Acqg On : 16 Jun 2023 23:03

Operator : CG\JU

Sample : 03224-12 2X

Misc . COMPOSIT-SB-15

ALS Vvial : 19 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-BF060923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.722 1636 1638 1644 rVB3 20222 21531 1.35% 0.133%
38 11.898 1662 1668 1669 rBV2 68626 79857 5.01% 0.495%
39 11.922 1669 1672 1676 rVV2 166848 173510 10.88% 1.075%
40 11.975 1678 1681 1683 rVV 30545 34593  2.17% 0.214%
41 12.010 1683 1687 1689 rVv2 95292 108533 6.80% 0.672%
42 12.027 1689 1690 1695 rVB 45929 38480 2.41% 0.238%
43 12.192 1715 1718 1720 rBV 54781 45788 2.87% 0.284%
44 12.216 1720 1722 1726 rVB2 43108 42331 2.65% 0.262%
45 12.345 1742 1744 1746 rVB 27093 20531 1.29% 0.127%
46 12.375 1746 1749 1751 rBV 30409 23653 1.48% 0.147%
47 12.451 1758 1762 1765 rBV2 55994 59460 3.73% 0.368%
48 12.486 1765 1768 1770 rVV2 41261 42885 2.69% 0.266%
49 12.533 1774 1776 1781 rVB 59394 59785 3.75% 0.370%
50 12.610 1786 1789 1793 rBV 659615 615025 38.55%  3.810%
51 12.710 1803 1806 1808 rBV2 31208 27246 1.71% 0.169%
52 12.845 1822 1829 1834 rBV 556055 636359 39.89% 3.942%
53 12.892 1834 1837 1841 rVB2 35887 47829 3.00% 0.296%
54 12.963 1846 1849 1850 rBV 31665 30966 1.94% 0.192%
55 12.986 1850 1853 1860 rVB 1570861 1356186 85.01%  8.402%
56 13.057 1862 1865 1870 rBV4 47584 74301 4.66% 0.460%
57 13.145 1878 1880 1882 rBV3 36209 42312 2.65% 0.262%
58 13.174 1882 1885 1888 rVB 70986 76004 4.76% 0.471%
59 13.239 1894 1896 1898 rVB 47025 32546 2.04% 0.202%
60 13.274 1898 1902 1905 rBV2 64606 75812 4.75% 0.470%
61 13.369 1916 1918 1921 rVB 30848 28910 1.81% 0.179%
62 13.398 1921 1923 1927 rBV2 31197 31686 1.99% 0.196%
63 13.680 1969 1971 1976 rBV 65995 69485 4.36% 0.430%
64 13.792 1987 1990 1993 rBV2 49140 63444  3.98% 0.393%
65 13.827 1993 1996 1997 rWV 42879 33550 2.10% ©0.208%
66 13.845 1997 1999 2004 rVVv2 31027 52229 3.27% 0.324%
67 13.892 2005 2007 2013 rVB 106550 111633 7.00% 0.692%
68 14.051 2028 2034 2036 rBV2 567667 734728 46.06% 4.552%
69 14.074 2036 2038 2044 rVB 265991 253687 15.90% 1.572%
70 14.145 2047 2050 2054 rVB2 71371 90800 5.69% 0.563%
71 15.110 2211 2214 2218 rBV 188062 286349 17.95% 1.774%
72 15.427 2265 2268 2273 rVB 101367 126403 7.92% 0.783%
73 15.492 2276 2279 2286 rVB 140099 180807 11.33% 1.120%
74 15.563 2286 2291 2294 rBV 254887 341796 21.43% 2.117%

Sum of corrected areas: 16141535
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COMPOSIT-SB-15
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061623\
Data File : BF133821.D

Acqg On : 16 Jun 2023 23:03

Operator : CG\JU

Sample ¢ 03224-12 2X

Misc . COMPOSIT-SB-15

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF133821.D\data.ms
2000000

1500000 5.498 6.493

7.422
1000000

6.863

500000

152
5.099 L 6.693 71451

0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\/H‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 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

Abundance TIC: BF133821.D\data.ms
2000000 9.216

12.986
1500000

1000000 10.686
8.140 9.898

500000

.6
8.416 8785951 9.208 8867759939 1040 app48
O\‘\\\‘\H‘/T"\?‘WJ\\\‘\\\\WM =T — — —
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF133821.D\data.ms

2000000

1500000

1000000

500000

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\BF061623\
Data File : BF133821.D

Acqg On : 16 Jun 2023 23:03

Operator : CG\JU

Sample ¢ 03224-12 2X

Misc COMPOSIT-SB-15

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.152 8.23 ng 211278 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 72
2 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Borane, dimethoxy- 74 C2H7B02 004542-61-4 9

5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance  Scan 11 (2.152 min): BF133821.D\data.ms (-6) (-) m/z 73.05 100.00%

73.0
5000 43.0
55.0 87.0

| 2.202.302.402.502.60
0L et m/z 43.00 44.20%

1 O
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

5000 e
2.202.302.402.502.60

43.0
55.0 87.0 m/z 55.00 30.08%

L Ay ‘ |
O TTT ‘ TTTT ‘ TTTT ‘ TTT \“ TTT \ ‘ \ TTT ‘ T \ T \ ‘ TTTT ‘ T } TT ‘ LI ‘ TTT
mi/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2246: Silane, tetramethyl-
73.0

2.202.302.402.502.60

5000 ITI/Z 87.05 25.36%
43.0
ol 20 180 M0 | 0es0 | 880
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2307: 1,3-Dioxolane, 2-methyl- P
73.0 2.202.302.402.502.60

m/z 41.00 15.10%

5000 43.0
58.0
29.0 87.0
0 i ‘ | I

m/z--> 0O 10 20 30 40 50 60 70 80 90 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061623\
Data File : BF133821.D

Acqg On : 16 Jun 2023 23:03

Operator : CG\JU

Sample ¢ 03224-12 2X

Misc . COMPOSIT-SB-15

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.099 2.98 ng 76361 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 47
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 36
4 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 32
5 2-Decanol, methyl ether 172 C11H240 1000333-83-9 25
Abundance Scan 512 (5.099 min): BF133821.D\data.ms (-508) (-) m/z 42.95 100.00%
43.0
59.0
5000
e  REARERES S
‘ ‘ 83.0 101.1 4.80 5.00 5.20 5.40
OFrrrprrrrprrer el e e e M/Z 59.00 55.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LN L B I B R
59.0 4.80 5.00 5.20 5.40
m/z 101.10  15.94%
15.0 101.0
2%\ L | 83.0 | ‘
O\\\‘\\H‘\\\\‘\\\\’\{\\‘\1\\‘\\H‘\\\\’\‘\\\‘H\\‘\H\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9479: 2-Hexanol, 2-methyl-
59.0
AR ARNEEERE T
4.80 5.00 5.20 5.40
5000 m/z 41.00 12.69%
410 101.0
20 830
Ot e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester /WWW ARERmEaEE TS
43.0 4.80 5.00 5.20 5.40
m/z 57.95 12.69%
57.0
5000
29.0 101.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061623\
Data File : BF133821.D

Acqg On : 16 Jun 2023 23:03

Operator : CG\JU

Sample ¢ 03224-12 2X

Misc COMPOSIT-SB-15

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Benzophenone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.610 2.54 ng 79625  Acenaphthene-di1e 9.898
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 90
2 2-Hydroxyfluorene 182 C13H100 002443-58-5 46
3 2-(2-0x0-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 45
4 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 43
5 1,2-Propanedione, 1-phenyl-, 2-o... 163 C9H9ONO2 000119-51-7 38
Abundance Scan 1449 (10.610 min): BF133821.D\data.ms (-1445) (- m/z 105.00 100.00%
105.0
770 182.1
5000
51.0
== e
1270 151.9 10.50 11.00
O oo el b 2200 b nyz 182,10 72.88%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56924: Benzophenone
77.0 105.0
51.0
i J\A ,
5000 T T f T T T T f Y
10.50 11.00
1820 nyz 77.05  69.28%
O\\\\‘2\7“\.\0\“‘\\}\‘H\\\h\“\\\\‘\‘\\\1‘2\6\.\0\‘]\-\5}2‘\.0‘\\\\‘”\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56933: 2-Hydroxyfluorene
182.0
P P
10.50 11.00
5000 m/z 51.00 33.68%
152.0
76.0
b 200 580 | a010 180 | | |
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #58785: 2-(2-Oxo0-2-phenyl-ethyl)-malononitrile B R
105.0 10.50 11.00
m/z 181.10  31.36%
77.0
5000
51.0
184.0
Ob b1 1280 1580 T il f\mw
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061623\
Data File : BF133821.D

Acqg On : 16 Jun 2023 23:03

Operator : CG\JU

Sample ¢ 03224-12 2X

Misc . COMPOSIT-SB-15

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Anthracene, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.898 2.38 ng 79857  Phenanthrene-d1e 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 91
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 90
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 87
4 1H-Indene, 1-phenyl- 192 C15H12 001961-96-2 81
5 Naphtho[2,3-b]norbornadiene 192 C15H12 107426-38-0 81
Abundance Scan 1668 (11.898 min): BF133821.D\data.ms (-1662) (- m/z 192.10 100.00%
192.1
5000
— =
41.0 94.7 . 161‘5'1 Jw 2311 . 11.50 12.00
Obrrr e s ot e bl 2o 2995 m/z 191.05  58.90%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #67024: Anthracene, 2-methyl-
192.0
5000 = —
11.50 12.00
m/z 189.10  32.02%
165.0
Ol 390 580 ms0 “M
\H‘HH‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘H \‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160 180200220 240 260
Abundance #67039: Phenanthrene, 2-methyl-
192.0
‘ e e
11.50 12.00
5000 ITI/Z 165.10 16.43%
94.0 165.0
0 27.0 630 | M 126Q " h“ | HH
AR A a e T
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #67020: Anthracene, 9-methyl- — —
192.0 11.50 12.00
m/z 190.10 14.14%
5000
96.0
165.0
0 27.0 63\0 I \“ 126.0 - M‘H L LY
e e e e e e e e — PO :
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061623\
Data File : BF133821.D

Acqg On : 16 Jun 2023 23:03

Operator : CG\JU

Sample ¢ 03224-12 2X

Misc COMPOSIT-SB-15

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Phenanthrene, 4-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.922 5.17 ng 173510  Phenanthrene-di10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 83
2 1H-Indene, 1-phenyl- 192 C15H12 001961-96-2 70
3 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 70
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 70
5 Naphtho[2,3-b]norbornadiene 192 C15H12 107426-38-0 70

Abundance Scan 1672 (11.922 min): BF133821.D\data.ms (-1669) (- m/z 192.10 100.00%
192.1

5000
43.1 730
=

‘ H 1651 12.00
Wﬁmm u“u“‘ } h‘m w}“““w““2‘2‘7(‘2‘ 25§‘1 n/z 191.10  56.51%

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

Abundance #67041: Phenanthrene, 4-methyl-
T M

o

5000 U
12.00
95.0 165.0 m/z 189.10 35.69%
0 63.0 125.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67017: 1H-Indene, 1-phenyl-
192.0
L
12.00
5000 m/z 43.10 32.53%

o

165.0
20 30890130 T |
A 2 T S SN G NN | ES—
miz—> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #67054: 1H-Cyclopropa[llphenanthrene,1a,9b-dihydro- ——
192.0 12.00

m/z 73.00  29.88%

5000
165.0
270 630 90 1390 | h\
) e e Y Y |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061623\
Data File : BF133821.D

Acqg On : 16 Jun 2023 23:03

Operator : CG\JU

Sample ¢ 03224-12 2X

Misc . COMPOSIT-SB-15

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.010 3.23 ng 108533  Phenanthrene-di10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 70
2 Carbonic acid, ethyl 2-formyl-4,... 262 C1OH8C1204 1000331-34-4 50
3 Methyl diselenide 190 C2H6Se2 007101-31-7 45
4 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 25
5 SH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 25

Abundance Scan 1687 (12.010 min): BF133821.D\data.ms (-1683) (- m/z 190.10 100.00%
190.1

=
:

5000
94.6 VAW YY
39.0 63.0 139.0 165.1 221.9 12.00
0l 2 D s e 118X, L 22E9 /7 189,10 96.05%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 LR
010 12.00
4. m/z 192.05 57.51%
ol 39.0 630 | 137.0 163.0 w
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #149879: Carbonic acid, ethyl 2-formyl-4,6-dichloropheny
190.0

-

S
12.00
5000 m/z 191,10 47.57%

2%0 63.0 970 1330 162.0 l 217.0
I}
-

-

Ol e e e
mlz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64929: Methyl diselenide s ‘
93.0 190.0 12.00

m/z 94.60  23.30%

5000

[ay
(%]
o
o

0 H“w | ‘H““\‘ RREREN ‘\“M\‘ ) 1

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061623\
Data File : BF133821.D

Acqg On : 16 Jun 2023 23:03

Operator : CG\JU

Sample ¢ 03224-12 2X

Misc COMPOSIT-SB-15

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Pyrene, 1l-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.057 2.02 ng 74301  Chrysene-d12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 89
2 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 81
3 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 81
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 62
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 53
Abundance Scan 1865 (13.057 min): BF133821.D\data.ms (-1862) (- m/z 216.10 100.00%
216.
94.5 T
13.00
51.0 165.1 m % 281.¢
0L i | f““ﬁ”hlS‘S‘ﬂ]"ﬁw‘w‘“u“‘:”‘{‘ Ay B3B8 281 7 21510 86.87%
miz-> 50 100 150 200 250
Abundance #94566: Pyrene, 1-methyl-
216.0
5000 ~Dmnn o :
13.00
94.0 m/z 213.10  23.37%
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
Abundance #94573: 11H-Benzo[a]fluorene
216.0
S ‘
13.00
5000 m/z 189.10 22.58%
107.0
0270 630 | 163.0 \\‘
S il
miz--> 50 100 150 200 250
Abundance #94572: 11H-Benzol[b]fluorene — ‘
216.0 13.00
m/z 217.10  21.06%
5000
107.0
0,280 630 | 163.0 H‘
—— e —
m/z--> 50 100 150 200 250 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061623\
Data File : BF133821.D

Acqg On : 16 Jun 2023 23:03

Operator : CG\JU

Sample ¢ 03224-12 2X

Misc COMPOSIT-SB-15

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 11H-Benzo[a]fluorene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.175 2.07 ng 76004  Chrysene-d12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 91
2 Pyrene, 2-methyl- 216 C17H12 003442-78-2 91
3 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 83
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 72
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 64
Abundance Scan 1885 (13.174 min): BF133821.D\data.ms (-1882) (-} | m/z 216.10 100.00%
216.1
- W
107.4
41.0 | as7e || 2512081 350, 1300 1350
Ol ey 2l S92 SR SO0 /7 215,18 71.65%
m/z--> 50 100 150 200 250 300 350
Abundance #94573: 11H-Benzo[a]fluorene
216.0
5000
1300 1350
m/z 107.40  20.94%
107.0
ol40 630 | 163.0 H
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #94567: Pyrene, 2-methyl-
216.0 WWW
' ‘ .
13.00 13.50
m/z 217.10  18.47%
5000 95.0
“"“““"“‘“““““““““““
m/z--> 50 100 150 200 250 300 350
Abundance #94572: 11H-Benzo[b]fluorene
216.0 1300 1350
m/z 213.00 16.52%
5000
107
0 63.0 d\ 163.0 H‘ —
-1 ‘
m/z--> 50 100 150 200 250 300 350 1300 1350
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061623\
Data File : BF133821.D

Acqg On : 16 Jun 2023 23:03

Operator : CG\JU

Sample ¢ 03224-12 2X

Misc COMPOSIT-SB-15

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Pyrene, 4-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.275 2.06 ng 75812  Chrysene-di12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 4-methyl- 216 C17H12 003353-12-6 60
2 Pyrene, 1-methyl- 216 C17H12 002381-21-7 60
3 Pyrene, 2-methyl- 216 C17H12 003442-78-2 60
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 49
5 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 46

Abundance Scan 1902 (13.274 min): BF133821.D\data.ms (-1898) (- m/z 216.10 100.00%

216.1
5000
94.7

P
13.00 13.50

55.0 163.1 281.0 :
0 280 B2l s 10 70.89%
miz-> 50 100 150 200 250 300
Abundance #94563: Pyrene, 4-methyl-
216.0
5000 L
13.00 13.50

m/z 215.10  50.69%

108.0
0,390 740 | = 1630 | |
T T T ‘ T T ‘ T ‘ T ‘ T T ‘ T T T ‘ T T T
miz--> 50 100 150 200 250 300
Abundance #94570: Pyrene, 1-methyl-
216.0

P
13.00 13.50

5000 m/z 231.10 30.60%
108.0
0 p7.0 63.0 L 163.0 h‘ . hh
L e e e e I B LA S SR
m/z--> 50 100 150 200 250 300
Abundance #94564: Pyrene, 2-methyl- e —
216.0 13.00 13.50

m/z 217.05  24.57%

5000
108.0
63.0 I d‘ 163.0 L ‘\
[

e - ——
miz--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061623\
Data File : BF133821.D

Acqg On : 16 Jun 2023 23:03

Operator : CG\JU

Sample ¢ 03224-12 2X

Misc . COMPOSIT-SB-15

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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@ 11H-Benzo[a]fluoren-11-one Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.892 3.04 ng 111633  Chrysene-di12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[a]fluoren-11-one 230 C17H100 000479-79-8 89
2 7H-Benz[de]anthracen-7-one 230 C17H100 000082-05-3 64
3 6H-Benz[de]anthracen-6-one 230 C17H1e00 080252-14-8 58
4 8-Hydroxyquinoline-5-carbaldehyd... 245 C13H15N02Si 1010463-63-7 43
5 1-Pyrenecarboxaldehyde 230 C17H1e0 003029-19-4 42
Abundance Scan 2007 (13.892 min): BF133821.D\data.ms (-2005) (- m/z 230.10 100.00%
230.1
01.0 1350 14.00
ol L A “MWM L2200, |, 2770 3811 5710 42.34%
m/z--> 50 100 150 200 250 300 350
Abundance #111819: 11H-Benzo[a]fluoren-11-one
230.0
5000 — ——
13.50 14.00
101.0 m/z 43.10 41.45%
Ot |63q|1749’ JBL LA L B B
miz--> 50 100 150 200 250 300 350
Abundance #111823: 7H-Benz[de]anthracen-7-one
230.0
— ——
13.50 14.00
5000 m/z 55.05 35.70%
oL 500 1009 150017, WWWWJ\WW
e B L L e
m/z--> 50 100 150 200 250 300 350
Abundance #111821: 6H-Benz[de]anthracen-6-one — —
230.0 13.50 14.00
m/z 202.10  23.15%
5000
101.0
m/z--> 50 100 150 200 250 300 350 13.50 14.00

8270-BF060923.M Mon Jun 19 06:30:15 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061623\
Data File : BF133821.D

Acqg On : 16 Jun 2023 23:03

Operator : CG\JU

Sample ¢ 03224-12 2X

Misc . COMPOSIT-SB-15

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Triphenylphosphine oxide Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

14.145 2.47 ng 90800 Chrysene-d12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 83
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 68
3 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 52
4 2-Phenyl-6-(trifluoromethyl)-1H-... 277 C15H10F3NO 1000387-59-3 50
5 Dimethoxymethyl-hydroxy-tripheny... 354 C21H2303P 1000132-00-1 50

Abundance Scan 2050 (14.145 min): BF133821.D\data.ms (-2047) (- m/z 277.05 100.00%

277.1
5000
77.0 199.1 s

‘ { 15f1 “‘ 516.2.356.0 14.00 14.50
Ol rtbtha b d o I 42080 | SO02 9080 m/z 278.05  30.66%
m/z--> 50 100 150 200 250 300 350
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0 AL e
152.0 14.00 14.50

m/z 199.05  21.22%

|

. \‘ \‘ “ “\ Ll \‘m“ “ “\‘Mh‘\ 4 ‘\H\‘ o ‘\“ } e

m/z--> 50 100 150 200 250 300 350

Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0

—
14.00 14.50
5000 m/z 77.00  20.36%

7.0 183.0
270 | 3280) | |20
m/z--> 50 100 150 200 250 300 350

Abundance #169750: Vanadium, cycloheptatrienyl-(pentamethylcyclg 7 ‘
277.0 14.00 14.50

m/z 51.05 19.70%

5000
51.0 91.0 1420 ‘
I ‘ | | I dH\ ‘ 234.0 |

[( SN AN NSNS R B M .S Y — b
miz--> 50 100 150 200 250 300 350 14.00 14.50

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061623\
Data File : BF133821.D

Acqg On : 16 Jun 2023 23:03

Operator : CG\JU

Sample ¢ 03224-12 2X

Misc . COMPOSIT-SB-15

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Benzo[e]pyrene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.427 7.40 ng 126403  Perylene-di2 15.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 93
2 Perylene 252 C20H12 000198-55-0 90
3 Benzo[a]pyrene 252 C20H12 000050-32-8 90
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 90
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 81

Abundance Scan 2268 (15.427 min): BF133821.D\data.ms (-2265) (- m/z 252.10 100.00%

252.1
5000

125.1 15.50

oL 410l 1741 | 3140 37614281 . 550.16  29.95%

m/z--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzo[e]pyrene
252.0

5000 T

m/z 253.10  22.90%

125.0
740 | 200.0, |
\\\\’\\\\’\\\\‘\\\\‘\\\\\\\\‘\\\\’\\\\‘\\\\
mi/z--> 50 100 150 200 250 300 350 400
Abundance #138551: Perylene
252.0

o

15.50
5000 m/z 125.10 12.69%
125.0
017.0 74.0 “m 200.0,
I L R B e I R
m/z--> 50 100 150 200 250 300 350 400
Abundance #138555: Benzo[a]pyrene —
252.0 15.50

m/z 251.05 11.24%

5000
126.0
74.0 | | 200.0

D R —— —
miz--> 50 100 150 200 250 300 350 400 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061623\
Data File : BF133821.D

Acqg On : 16 Jun 2023 23:03

Operator : CG\JU

Sample 1 03224-12 2X

Misc . COMPOSIT-SB-15

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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|
Butane, 2-metho... 2.152 8.2 ng 211278 1 6.863 513174 20.0
2-Pentanone, 4-... 5.099 3.0 ng 76361 1 6.863 513174 20.0
Benzophenone 10.610 2.5 ng 79625 3 9.898 628030 20.0
Anthracene, 2-m... 11.898 2.4 ng 79857 4 11.392 671554 20.0
Phenanthrene, 4... 11.922 5.2 ng 173510 4 11.392 671554 20.0
4H-Cyclopenta[d... 12.010 3.2 ng 108533 4 11.392 671554 20.0
Pyrene, 1-methyl- 13.057 2.0 ng 74301 5 14.051 734728 20.0
11H-Benzo[a]flu... 13.175 2.1 ng 76004 5 14.051 734728 20.0
Pyrene, 4-methyl-  13.275 2.1 ng 75812 5 14.051 734728 20.0
11H-Benzo[a]flu... 13.892 3.0 ng 111633 5 14.051 734728 20.0
Triphenylphosph... 14.145 2.5 ng 90800 5 14.051 734728 20.0
Benzo[e]pyrene 15.427 7.4 ng 126403 6 15.563 341796 20.0
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