LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010524\
Data File : BF136981.D

Acqg On : 05 Jan 2024 17:57
Operator : CG\JU

Sample : 06045-01

Misc :

ALS Vvial : 16 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-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136981.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.14e 5 9 19 rVB2 13332 23038 2.81% 0.204%
2 5.010 493 497 505 rBvV 100730 109186 13.30% 0.967%
3 5.428 564 568 590 rBV 842606 790244 96.26%  6.999%
4 6.434 735 739 756 rBV 819622 754434 91.90% 6.682%
5 6.781 795 798 802 rBV 388471 316105 38.50% 2.800%
6 7.345 890 894 897 rBV 558419 481606 58.66% 4.265%
7 8.057 1012 1015 1018 rBV 434595 372333 45.35%  3.298%
8 8.081 1018 1019 1033 rVB2 29943 31389 3.82% 0.278%
9 8.775 1134 1137 1144 rVV 8633 9508 1.16% 0.084%
10 8.869 1147 1153 1160 rVB3 7485 12060 1.47% 0.107%
11 9.134 1194 1198 1202 rBV 978692 804996 98.05% 7.129%
12 9.539 1265 1267 1273 rVB 13958 13306 1.62% 0.118%
13 9.675 1287 1290 1294 rBV 73754 67745 8.25% 0.600%
14 9.816 1310 1314 1317 rBV 459139 355420 43.29%  3.148%
15 9.845 1317 1319 1325 rVB 24693 23087 2.81% 0.204%
16 10.022 1345 1349 1353 rBV2 12326 14796 1.80% 0.131%
17 10.369 1405 1408 1414 rVB 22043 26934  3.28% 0.239%
18 10.481 1424 1427 1432 rVB4 11659 15692 1.91% 0.139%
19 10.610 1445 1449 1459 rBV 514573 458362 55.83% 4.059%
20 10.739 1466 1471 1474 rVB4 11526 16774 2.04% 0.149%
21 10.910 1497 1500 1503 rBV5 9458 11089 1.35% 0.098%
22 11.069 1524 1527 1533 rVB3 8983 10637 1.30% 0.094%
23 11.116 1533 1535 1539 rVB 13639 12600 1.53% 0.112%
24 11.169 1539 1544 1547 rBV4 7706 10822 1.32% 0.096%
25 11.204 1547 1550 1554 rVB 17382 17011 2.07% 0.151%
26 11.263 1557 1560 1564 rBV4 13662 15160 1.85% 134%

27 11.310 1564 1568 1570 rBV 434726 374192 45.58%
28 11.333 1570 1572 1575 rVV 308065 233676 28.46%
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29 11.386 1578 1581 1584 rVB 97093 77031 9.38% 682%
30 11.422 1584 1587 1590 rBvV2 24799 25005 3.05% 221%
31 11.551 1602 1609 1612 rBV2 40677 57712 7.03% 0.511%
32 11.651 1622 1626 1629 rVB3 7573 12940 1.58% 0.115%
33 11.775 1644 1647 1650 rBV5 16419 20945 2.55% 0.185%
34 11.816 1650 1654 1656 rwv 55540 55211 6.73% ©.489%
35 11.845 1656 1659 1663 rVV 202105 207421 25.27% 1.837%

36 11.892 1665 1667 16790 rVV 31048 27572 3.36%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010524\
Data File : BF136981.D

Acqg On : 05 Jan 2024 17:57
Operator : CG\JU

Sample : 06045-01

Misc :

ALS Vvial : 16 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-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.928 1670 1673 1675 rVwV 82649 83698 10.20% 0.741%
38 11.951 1675 1677 1682 rVB 37149 35756 4.36% 0.317%
39 12.004 1682 1686 1688 rBv4 11936 16523 2.01% 0.146%
40 12.110 1702 1704 1707 rBV 34971 28972 3.53% 0.257%
41 12.145 1707 171e 1713 rVB 31640 30706 3.74% 0.272%
42 12.263 1727 1730 1733 rBvV3 10361 9868 1.20% 0.087%
43 12.292 1733 1735 1737 rVB 17396 12099 1.47% 0.107%
44 12.316 1737 1739 1742 rVB3 13454 10865 1.32% 0.096%
45 12.363 1744 1747 1750 rBV 34671 38013 4.63% 0.337%
46 12.404 1750 1754 1756 rBV3 21764 28355 3.45% 0.251%
47 12.427 1756 1758 1760 rVB3 14473 10881 1.33% 0.096%
48 12.457 1760 1763 1767 rBV3 34378 42175 5.14% 0.374%
49 12.533 1770 1776 1778 rBV 562815 512290 62.40% 4.537%
50 12.627 1789 1792 1796 rBv2 46912 53092 6.47% 0.470%
51 12.763 1809 1815 1820 rVB 547700 526574 64.14% 4.664%
52 12.810 1820 1823 1829 rVB2 25014 26830 3.27% 0.238%
53 12.904 1832 1839 1842 rBV 869872 739166 90.04% 6.546%
54 12.980 1848 1852 1856 rBV3 38449 60089  7.32% 0.532%
55 13.092 1864 1871 1874 rVB 90242 132054 16.09% 1.170%
56 13.157 1880 1882 1885 rBV2 53034 46229 5.63% 0.409%
57 13.198 1885 1889 1891 rvv2 59282 62080 7.56% ©.550%
58 13.286 1902 1904 1907 rBV 61023 56379 6.87% 0.499%
59 13.322 1907 1910 1913 rVV 47694 45686 5.56% 0.405%
60 13.604 1956 1958 1962 rVB 57541 56639 6.90% 0.502%
61 13.663 1966 1968 1970 rVB2 24523 17427 2.12% 0.154%
62 13.716 1975 1977 1980 rVB 38634 33281 4.05% 0.295%
63 13.769 1984 1986 1987 rBV 57090 43443 5.29% 0.385%
64 13.816 1992 1994 1998 rVB 50309 48404 5.90% 0.429%
65 13.969 2013 2020 2023 rBvV2 537839 820965 100.00%  7.271%
66 13.998 2023 2025 2032 rVB 251615 235049 28.63% 2.082%
67 15.021 2196 2199 2202 rBV 265636 370329 45.11%  3.280%
68 15.333 2248 2252 2257 rVB 181093 234412 28.55% 2.076%
69 15.398 2259 2263 2269 rVB 208841 264416 32.21% 2.342%
70 15.457 2270 2273 2277 rBV2 221552 285934 34.83% 2.532%
71 16.980 2527 2532 2541 rVB2 108675 223056 27.17% 1.975%

72 17.439 2605 2610 2620 rVB 89150 183496 22.35% 1.625%

Sum of corrected areas: 11291270
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010524\
Data File : BF136981.D

Acqg On : 05 Jan 2024 17:57
Operator : CG\JU

Sample : 06045-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF136981.D\data.ms

5.428 6.434

800000

600000 7.345

400000 6.781

200000

5.010

.140

O-ﬁ‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ [Tt T

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: BF136981.D\data.ms
9.134 12.904

800000

600000 12.5332.763

10.610
8.057 9.816 11.310
400000

200000

9.675
o % smeeo || 9539] 9849022 108698
T ‘ T T ‘ T T /\\ =2 ‘ T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T ‘ T
Time--> 8.00 8.50 9.00 9.50 1000 1050  11.00 11.50

Abundance TIC: BF136981.D\data.ms

800000

13.969

600000

400000

16.580 17.439

200000

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\BF010524\
Data File : BF136981.D

Acqg On : 05 Jan 2024 17:57
Operator : CG\JU

Sample : 06045-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.010 6.91 ng 109186 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 497 (5.010 min): BF136981.D\data.ms (-493) (-) m/z 42.95 100.00%

43.0
59.1
5000
101.0 [P ]
83.0 4.60 4.80 5.00 5.20 5.40
L m/z 59.18  56.68%
miz--> 20 40 60 80 100 120 140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 DL B LA B R
59.0 4.60 4.80 5.00 5.20 5.40
m/z 101.00 19.64%
0 27\\\ Ll | 8370 10%0
\\\\‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
I RRREE R
4.60 4.80 5.00 5.20 5.40
5000 2410 m/z 58.00 14.05%
126.0
bl Al L 1280130
m/iz--> 20 40 60 80 100 120 140
Abundance #4528 2,3-Butanedione, monooxime s Eamaa a R
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.05 7.67%
5000
101.0
o130 600 840
e
m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010524\
Data File : BF136981.D

Acqg On : 05 Jan 2024 17:57
Operator : CG\JU

Sample : 06045-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 G5H-Indeno[1,2-b]pyridine Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.551 3.08 ng 57712  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5H-Indeno[1,2-b]pyridine 167 C12HSN 000244-99-5 90
2 Carbazole 167 C12HSN 000086-74-8 87
3 1,1'-Biphenyl, 2-azido- 195 C12H9N3 007599-23-7 87
4 9H-Carbazole-9-methanol 197 C13H11NO 002409-36-1 86
5 9H-Carbazole, 9-nitroso- 196 C12H8N20 002788-23-0 86

Abundance Scan 1609 (11.551 min): BF136981.D\data.ms (-1602) (- m/z 167.10 100.00%
16V7.1

5000
T I
139.0 11.50
834 1130 195.2
0 _“3‘8‘9‘ﬁ??uwm_mw‘Ww‘:!wwww m/z 166.10  26.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #42490: 5H-Indeno[1,2-b]pyridine
167.0
5000
11.50
140.0 m/z 168.10 14.54%
390 630 g7o 1130 | |
O‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #42483: Carbazole
167.0
il ﬂ — ‘ﬂA‘AﬂAw
11.50
5000 ITI/Z 139.00 10.99%
139.0
300 620 20 1130 | M
RS e T R T,
miz--> 20 40 60 80 100 120 140 160 180 200 A N/\{\NWW
Abundance #70317: 1,1'-Biphenyl, 2-azido- A A il :
167.0 11.50
m/z 140.05 10.42%
5000
39 900 1150 H | 1950 L b
O e AR L
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010524\
Data File : BF136981.D

Acqg On : 05 Jan 2024 17:57

Operator : CG\JU

Sample : 06045-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

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

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

Peak Number 3 1H-Indene, 2-phenyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.816 2.95 ng 55211 Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 94
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 91
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 87
4 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 87

5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 87

Abundance Scan 1654 (11.816 min): BF136981.D\data.ms (-1650) (- m/z 192.10 100.00%
192.1
5000 NUM‘A
e
94.9 11.50 12.00
41.0 152.
S UV AR hovrri SN hl“ 2451 28107 191,10 60.78%
miz--> 50 100 150 200 250
Abundance #67018: 1H-Indene, 2-phenyl-
192.0
5000 land g S
11.50 12.00
m/z 189.10 31.63%
O T 2\8\‘0\ ‘6\3.\0 T T “11\-\‘15\ o\ J\-qu T ‘1‘ ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #67024: Anthracene, 2-methyl-
192.0
— —
11.50 12.00
5000 m/z 193.05  17.40%
ol 390 580 1300 | “M
e —
miz--> 50 100 150 200 250
Abundance #67026: Anthracene, 9-methyl-
192.0 11.50 12.00
m/z 190.10 16.87%
5000 AA\
miz--> 50 100 150 200 250 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010524\
Data File : BF136981.D

Acqg On : 05 Jan 2024 17:57
Operator : CG\JU

Sample : 06045-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.845 11.09 ng 207421  Phenanthrene-di10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Anthracene, 9-methyl- 192 C15H12 000779-02-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 60
Abundance Scan 1659 (11.845 min): BF136981[ndMarns(1656)( m/z 192.10 100.00%
43.1 73.0 2.1
5000 129.0 \M\A
e =k
I H ‘H‘l 10 | 157.1 9722561 1150 12.00
O bl M m/z 73.00 87.78%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
2 3
43.0 73.0 256.0 L
5000 = T
129.0 11.50 12.00
m/z 43.10 85.49%

213.0
H ﬂ 157.0185.0
O]\-ﬁl‘o\\‘l\ \\H\H\M\‘\‘H!‘\\\““\\H‘”h“\H\‘\\‘\\\\‘\\\\‘\‘\\‘N‘\\\\‘\‘\\\‘\\\\‘\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #67020: Anthracene, 9-methyl-
192.0

11. 50 12 00
5000 m/z 59.95 82.34%
96.0
165.0
0270 630 | 1260 7" |
e e e e e e e
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #109279: Tetradecanoic acid - Py
73.0 11.50 12.00
43.0 m/z 57.05 71.04%
5000 129.0
185.0
H 228.0
0;ﬁﬂduhkM“WhNk%_ﬂwMM‘_H‘_A‘_H‘_H‘_M‘_H‘_
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 11. 50 12 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010524\
Data File : BF136981.D

Acqg On : 05 Jan 2024 17:57
Operator : CG\JU

Sample : 06045-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.928 4.47 ng 83698  Phenanthrene-d1e 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 93
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 53
3 2,3,5,6-Tetramethylterephthalald... 190 C12H1402 007072-01-7 43
4 Carbonic acid, ethyl 2-formyl-4,... 262 C10H8C1204 1000331-34-4 40
5 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 40

Abundance Scan 1673 (11.928 min): BF136981.D\data.ms (-1670) (- m/z 189.05 100.00%
189.1
- MLM
12.00
63.0 .
, 2181 2590 /7 190.10  98.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 N\‘ 1
940 12.00
4. m/z 192.10  41.80%
3.0 630 | 13701630 ||
’\\\\’\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0
L
12.00
5000 ITI/Z 191.10 39.05%
94.0
163.0 ‘
o,"",w,w,‘m“,w‘w‘w“w_MWW_MWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #64636: 2,3,5,6-Tetramethylterephthalaldehyde AT =
39.0 190.0 12.00
m/z 94.50 25.53%
91.0
5000 65.0 133.0 161.0
O bty —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010524\
Data File : BF136981.D

Acqg On : 05 Jan 2024 17:57
Operator : CG\JU

Sample : 06045-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 9,10-Dimethylanthracene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

12.363 2.03 ng 38013  Phenanthrene-die 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 93
2 Phenanthrene, 2,7-dimethyl- 206 Cl6H14 001576-69-8 93
3 Phenanthrene, 2,5-dimethyl- 206 Cl6H14 003674-66-6 93
4 Phenanthrene, 1,7-dimethyl- 206 C1l6H14 000483-87-4 93
5 Phenanthrene, 3,6-dimethyl- 206 C16H14 001576-67-6 86

Abundance Scan 1747 (12.363 min): BF136981.D\data.ms (-1744) (-] ' m/z 206.10 100.00%
206.1

5000

Py T
12.00 12.50

243.1274..

ol m/z 191.05  38.78%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #82932: 9,10-Dimethylanthracene
206.0
5000 = 2
12.00 12.50
m/z 205.10 27.78%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #82949: Phenanthrene, 2,7-dimethyl-
206.0
————
12.00 12.50
5000 m/z 189.18  27.55%
102.0 ‘
oL 290880 || 1650 |
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #82944: Phenanthrene, 2,5-dimethyl- — T
206.0 12.00 12.50
m/z 101.00 15.54%
5000
1010 165.0 ‘
020 80 [l 1 e
m/z--> 20 40 60 80 100120140160180200220240260 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010524\
Data File : BF136981.D

Acqg On : 05 Jan 2024 17:57
Operator : CG\JU

Sample : 06045-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Cyclopenta(def)phenanthrenone Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.457 2.25 ng 42175  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopenta(def)phenanthrenone 204 C15H80 005737-13-3 91
2 3,4-Biphenyldicarbonitrile 204 C14H8N2 004128-63-6 53
3 [1,1'-Biphenyl]-4,4"'-dicarbonitrile 204 C14H8N2 001591-30-6 47
4 1,2,4,8-Tetramethylbicyclo[6.3.0... 204 C15H24 137235-51-9 46
5 Quinoline, 8-methoxy-5-nitro- 204 C10H8N203 1000298-88-7 46

Abundance Scan 1763 (12.457 min): BF136981.D\data.ms (-1760) (- m/z 204.05 100.00%
204.1
5000
176.1
4
12.50
01 m/z 176.05 33.07%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #80568: Cyclopenta(def)phenanthrenone
204.0
5000
176.0 12.50
88.0 m/z 206.10  30.11%
o &0, | 122000 | |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\\‘\\\\‘\\
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #80069: 3,4-Biphenyldicarbonitrile
204.0
——
12.50
5000 ITI/Z 205.05 22.01%
500 880 176.0
L d | gzsossto )|
o) ST R e RS N | MR
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #80073: [1,1'-Biphenyl]-4,4"-dicarbonitrile A —
204.0 12.50
m/z 88.00 18.89%
- RAAWAM
177.0
75.0
oberr 200 4 020s270t500 | | el U
m/z--> 40 60 80 100 120 140 160 180 200 220 240 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010524\
Data File : BF136981.D

Acqg On : 05 Jan 2024 17:57
Operator : CG\JU

Sample : 06045-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Benzene, 1,1'-(1,3-butadiyn... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.628 2.84 ng 53092  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fluoranthene 202 C16H10 000206-44-0 86
2 Pyrene 202 Clé6H1e 000129-00-0 70
3 Benzene, 1,1'-(1,3-butadiyne-1,4... 202 C1l6H10 000886-66-8 64
4 Methyl 3-indolepropionate, TMS d... 275 C15H21NO2Si 056196-72-6 50
5 Anthracene, 9-(2-nitroethenyl)- 249 C16H11NO2 058349-77-2 45
Abundance Scan 1792 (12.627 min): BF136981.D\data.ms (-1789) (- m/z 202.05 100.00%
202.1
5000
430 73.0 — ——
12.50 13.00
0 L Nm‘“‘”““‘%z??7y%?ﬁzu‘“‘ w?4}€\ ?§4P m/z 203.05 23.38%
miz--> 50 100 150 200 250
Abundance #78090: Fluoranthene
202.0
5000 e L A
12.50 13.00
101.0 m/z 200.10  23.36%
0 \2\7\0\ ‘6\39‘\“\ “‘ T \]\_5?.(\)\‘”\ \“‘ LA B B B s
miz--> 50 100 150 200 250
Abundance #78087: Pyrene
202.0
— —
12.50 13.00
5000 m/z 73.00 17.43%
101.0
oLzio 80 | 1s0 |
Ak e
m/iz--> 50 100 150 200 250
Abundance  #78093: Benzene, 1,1'-(1,3-butadiyne-1,4-diyl)bis- %%mﬂmw ——
202.0 12.50 13.00
m/z 43.05 16.67%
5000
39.0 10‘10 150.0 m
R T e e e
m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010524\
Data File : BF136981.D

Acqg On : 05 Jan 2024 17:57
Operator : CG\JU

Sample : 06045-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Fluoranthene, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.092 3.22 ng 132054  Chrysene-di12 13.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 93
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 93
3 Pyrene, 2-methyl- 216 C17H12 003442-78-2 93
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 87
5 Pyrene, 1-methyl- 216 C17H12 002381-21-7 87
Abundance Scan 1871 (13.092 min): BF136981.D\data.ms (-1864) (- m/z 216.10 100.00%
216.1
1 \
43.0 74.0 10\7'5 161.0 H 254.1285.1 13.00
ol Ao LRl 2Dl 2f3a8l /7 215,10 80.86%
m/z--> 50 100 150 200 250 300
Abundance #94578: Fluoranthene, 2-methyl-
216.0
5000 e ‘
13.00
108.0 m/z 213.10  19.68%
Ot—— “‘eﬁl(\) 5 “\“““\ I -}6\3\0\ h‘\ f \“M\ L B e
m/z--> 50 100 150 200 250 300
Abundance #94572: 11H-Benzol[b]fluorene
216.0
wiaprn Y :
13.00
5000 ITI/Z 217.10 18.34%
107.0
0280 630 | | 163.0 H‘
— 1
miz--> 50 100 150 200 250 300
Abundance #94567: Pyrene, 2-methyl- — ‘
216.0 13.00
m/z 107.50  14.29%
) | MMM
o s20 || e —lh)
m/z--> 50 100 150 200 250 300 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010524\
Data File : BF136981.D

Acqg On : 05 Jan 2024 17:57
Operator : CG\JU

Sample : 06045-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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@ Benzo[e]pyrene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.333 16.40 ng 234412  Perylene-di2 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benzo[a]pyrene 252 C20H12 000050-32-8 96
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 93
4 Perylene 252 C20H12 000198-55-0 93
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 90
Abundance Scan 2252 (15.333 min): BF136981.D\data.ms (-2248) (- m/z 252.10 100.00%
252.1
— r=—
12‘5-0 15.00 15.50
031 850 (| 2000, 4 3311 3863 ./, 250.05 28.56%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzo[e]pyrene
252.0
5000 - el
15.00 15.50
m/z 253.10 21.13%
125.0
0390 830 | 2000 |
\\‘\\\\’\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138555: Benzo[a]pyrene
252.0
— : :
15.00 15.50
5000 ITI/Z 125.00 14.87%
126.0
ol 740 | 2000, |
e
m/z--> 50 100 150 200 250 300 350 400
Abundance #138562: Benzo[b]fluoranthene “ —
252.0 15.00 15.50
m/z 126.10 10.83%
5000
126.0
039.0 830 ‘\\ 2000, |
e i S
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010524\
Data File : BF136981.D

Acqg On : 05 Jan 2024 17:57
Operator : CG\JU

Sample : 06045-01

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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|
2-Pentanone, 4-... 5.010 6.9 ng 109186 1 6.781 316105 20.0
5H-Indeno[1,2-b... 11.551 3.1 ng 57712 4 11.310 374192 20.0
1H-Indene, 2-ph... 11.816 3.0 ng 55211 4 11.310 374192 20.0
n-Hexadecanoic ... 11.845 11.1 ng 207421 4 11.310 374192 20.0
4H-Cyclopenta[d... 11.928 4.5 ng 83698 4 11.310 374192 20.0
9,10-Dimethylan... 12.363 2.0 ng 38013 4 11.310 374192 20.0
Cyclopenta(def)... 12.457 2.3 ng 42175 4 11.310 374192 20.0
Benzene, 1,1'-(... 12.628 2.8 ng 53092 4 11.310 374192 20.0
Fluoranthene, 2... 13.092 3.2 ng 132054 5 13.969 820965 20.0
Benzo[e]pyrene 15.333 16.4 ng 234412 6 15.463 285934 20.0

8270-BF122023.M Sat Jan 06 00:16:33 2024 Pag 14



