LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52422\
Data File : BF128436.D

Acqg On : 24 May 2022 15:48
Operator : CG\JU

Sample : N2981-02

Misc :

ALS vial : 9 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-BF052022.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF128436.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.569 384 388 397 rBV 132146 153658 7.53% 0.710%
2 5.081 472 475 490 rVB 43482 66455 3.26% 0.307%
3 5.469 538 541 561 rBV 1737567 1815526 88.95% 8.391%
4 6.481 709 713 726 rBV 2003598 1906020 93.39%  8.810%
5 6.587 729 731 742 rVB 27666 38876 1.90% 0.180%
6 6.845 771 775 782 rBV 640092 575776 28.21% 2.661%
7 7.41e 867 871 879 rBV 1413397 1333748 65.35% 6.165%
8 8.128 989 993 996 rBV 851543 765910 37.53%  3.540%
9 8.845 1111 1115 1121 rBV 25573 24412 1.20% 0.113%
10 9.198 1171 1175 1179 rBV 2099506 2040971 100.00% 9.433%
11  9.269 1183 1187 1191 rBV 28344 24855 1.22% 0.115%
12 9.539 1230 1233 1236 rBV 22216 22268 1.09% 0.103%
13 9.745 1264 1268 1272 rBvV 49158 45460 2.23% 0.210%
14 9.881 1286 1291 1295 rBV 936069 868179 42.54% 4.013%
15 10.092 1323 1327 1330 rVV3 21048 25510 1.25% 0.118%
16 10.298 1355 1362 1366 rBV3 23974 39314 1.93% 0.182%
17 10.439 1381 1386 1391 rVB4 18697 31523 1.54% 0.146%
18 10.675 1423 1426 1433 rBV 1307996 1256612 61.57% 5.808%
19 10.775 1440 1443 1449 rBV4 20467 33633 1.65% 0.155%
20 10.986 1472 1479 1481 rBV3 19713 26335 1.29% 0.122%
21 11.110 1496 1500 1502 rBvV2 20897 27011 1.32% 0.125%
22 11.186 1508 1513 1516 rBV2 29356 34290 1.68% 0.158%
23 11.222 1516 1519 1522 rBV 31226 27503 1.35% 0.127%
24 11.375 1542 1545 1548 rBV 1100024 942132 46.16% 4.355%
25 11.398 1548 1549 1554 rVB 320217 213962 10.48% 0.989%
26 11.451 1554 1558 1563 rBV 58534 73481  3.60%  0.340%
27 11.616 1581 1586 1589 rBV3 39608 54633 2.68% 0.253%
28 11.710 1599 1602 1607 rVB2 15889 24906 1.22% 0.115%
29 11.751 1607 1609 1612 rBV 25567 20505 1.00% 0.095%
30 11.880 1628 1631 1633 rBV 85102 93304 4.57% 0.431%
31 11.904 1633 1635 1641 rVV 133688 138629 6.79% 0.641%
32 11.957 1641 1644 1646 rVV 39560 41213 2.02% 0.190%
33 11.992 1646 1650 1652 rVVv2 103345 123850 6.07% 0.572%
34 12.016 1652 1654 1658 rVB 60383 49870 2.44% 0.231%
35 12.174 1677 1681 1685 rBV 64082 61142 3.00% 0.283%
36 12.216 1685 1688 1691 rVB2 31913 30527 1.50% 0.141%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52422\
Data File : BF128436.D

Acqg On : 24 May 2022 15:48
Operator : CG\JU

Sample : N2981-02

Misc :

ALS vial : 9 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-BF052022.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.322 1701 1706 1709 rBV2 29298 39409 1.93% 0.182%
38 12.351 1709 1711 1714 rVB 35986 31337 1.54% 0.145%
39 12.427 1720 1724 1726 rBV 86916 84957 4.16% 0.393%
40 12.486 1732 1734 1736 rVB 38716 28311 1.39% 0.131%
41 12.527 1736 1741 1748 rVB3 40476 70184 3.44% 0.324%
42 12.592 1748 1752 1756 rBV 749215 641094 31.41% 2.963%
43 12.633 1756 1759 1761 rVV2 30455 27314 1.34% 0.126%
44 12.657 1761 1763 1766 rVB2 24845 22646 1.11% 0.105%
45 12.692 1766 1769 1772 rBV 41222 42584 2.09% ©0.197%
46 12.745 1774 1778 1780 rBv2 29915 30449 1.49% 0.141%
47 12.804 1785 1788 1789 rBV2 116676 99915 4.90% 0.462%
48 12.822 1789 1791 1797 rVB 558539 510096 24.99%  2.358%
49 12.874 1797 1800 1803 rVB 56647 56064 2.75% 0.259%
50 12.963 1807 1815 1818 rBV 2073323 1948135 95.45% 9.004%
51 13.033 1823 1827 1834 rBV4 61090 113423 5.56% 0.524%
52 13.092 1834 1837 1839 rBvV3 24029 23401 1.15% 0.108%
53 13.127 1839 1843 1845 rBV3 44683 64605 3.17% 0.299%
54 13.151 1845 1847 1849 rVB 92803 70978 3.48% 0.328%
55 13.216 1856 1858 1861 rBV 57966 49327  2.42% 0.228%
56 13.257 1861 1865 1868 rVB2 72714 82607 4.05% 0©.382%
57 13.351 1878 1881 1883 rBV 41005 36871 1.81% 0.170%
58 13.380 1883 1886 1890 rvv3 38720 40285 1.97% 0.186%
59 13.516 1906 1909 1913 rBv4 37510 44280 2.17% 0.205%
60 13.574 1917 1919 1926 rVB6 27409 44135 2.16% 0.204%
61 13.633 1926 1929 1932 rBvV4 21125 26400 1.29% 0.122%
62 13.669 1932 1935 1938 rVV 73909 68020 3.33% 0.314%
63 13.774 1948 1953 1955 rBV 78243 78792 3.86% 0.364%
64 13.798 1955 1957 1960 rVB 51271 39591 1.94% 0.183%
65 13.845 1960 1965 1967 rBvV2 55229 77437  3.79% ©.358%
66 13.880 1967 1971 1980 rVV3 124745 214762 10.52% 0.993%
67 14.021 1990 1995 1998 rBV2 721814 925240 45.33%  4.276%
68 14.051 1998 2000 2004 rVV 309228 254874 12.49% 1.178%
69 14.116 2007 2011 2013 rBV 47194 54824 2.69% 0.253%
70 14.163 2016 2019 2020 rBV 36312 30357 1.49% 0.140%
71 14.186 2020 2023 2027 rVB3 40249 46635 2.28% 0.216%
72 14.374 2053 2055 2057 rBV 24363 26182 1.28% 0.121%
73 14.416 2057 2062 2064 rVB 79917 94496 4.63% 0.437%
74 14.445 2064 2067 2069 rBV 38967 35834 1.76% 0.166%
75 14.539 2080 2083 2085 rBV 41023 38502 1.89% 0.178%
76 14.745 2115 2118 2119 rBV2 20757 22571 1.11% 0.104%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52422\
Data File : BF128436.D

Acqg On : 24 May 2022 15:48
Operator : CG\JU

Sample : N2981-02

Misc

ALS vial : 9 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-BF052022.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 14.768 2120 2122 2126 rVB3 37605 36110 1.77% 0.167%
78 14.915 2144 2147 2150 rBV 45265 44632  2.19% 0.206%
79 15.074 2170 2174 2177 rBV 280682 394809 19.34% 1.825%
80 15.186 2190 2193 2197 rBV 68387 73332 3.59% 0.339%
81 15.274 2205 2208 2209 rBV3 22580 24181 1.18% 0.112%
82 15.380 2222 2226 2233 rVB 161236 201864 9.89%  0.933%
83 15.445 2233 2237 2242 rBV 231836 288944 14.16% 1.336%
84 15.510 2243 2248 2251 rVV 448518 582248 28.53% 2.691%
85 15.539 2251 2253 2260 rVB2 60057 96325 4.72%  0.445%
86 15.686 2275 2278 2282 rBVv4 17017 23641 1.16% 0.109%
87 16.080 2343 2345 2350 rVB2 15370 21010 1.03% 0.097%
88 17.009 2497 2503 2512 rVB 125528 257265 12.61% 1.189%
89 17.192 2529 2534 2540 rBV 29759 62146  3.04% ©0.287%
90 17.468 2575 2581 2592 rBV 81234 175257 8.59% 0.810%
91 17.727 2621 2625 2635 rVB2 25795 64820 3.18% 0.300%

Sum of corrected areas: 21635507
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052422\

BF128436.D

: 24 May 2022 15:48
: CG\JU
: N2981-02

: 9 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
2000000

1500000

1000000

500000

0
Time-->
Abundance

2000000

1500000

1000000

500000

0
Time-->
Abundance

2000000

1500000

1000000

500000

Time-->

TIC: BF128436.D\data.ms
6.481
5.469
7.410
6.845
4.569
5.081 .587
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
TIC: BF128436.D\data.ms
9.198 12.963
10.675
11.375
9.881
8.128
24271 12804
S | N . .20 2o 9.53%0-7%9\ 10.00%0. 208439 _}0.7750.98FRT ) 3 AMOLObGR T S BUTRIR S e e
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
TIC: BF128436.D\data.ms
14.021

16.080

14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052422\
Data File : BF128436.D

Acqg On : 24 May 2022 15:48
Operator : CG\JU

Sample : N2981-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 8
R.T. EstConc Area Relative to ISTD R.T.
5.081 2.31 ng 66455 1,4-Dichlorobenzene-d4 6.845

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, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 35
4 3-Hexanol 102 C6H140 000623-37-0 28
5 Propane, 1l-ethoxy-2-methyl- 102 C6H140 000627-02-1 23
Abundance Scan 475 (5.081 min): BF128436.D\data.ms (-472) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.0 R R
‘ 830 4.80 5.00 5.20 5.40
Obrrprrrrrrrer e bl b M/Z 5918 55.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
(W
5000 L L B B R
59.0 4.80 5.00 5.20 5.40
m/z 101.00 19.87%
O\\\’\\\\‘\\1‘?:“\-(\)\\“‘}{\\‘\\}\‘\\\\‘\\\\8‘:\:"\-\0\’\\\]-\()‘]\-.\0\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
R e RREREE
57.0 4.80 5.00 5.20 5.40
5000 m/z 58.00 14 .89%
20.0 101.0
O o bl T30, 850 |
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime AR RREEEEE T
43.0 4.80 5.00 5.20 5.40
m/z 41.00 8.89%
5000
101.0
ol 130 310 | °89 700 86,0
e e e e
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\BF052422\
Data File : BF128436.D

Acqg On : 24 May 2022 15:48
Operator : CG\JU

Sample : N2981-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 Phenanthrene, 1-methyl-

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.904 2.94 ng 138629  Phenanthrene-di10 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 95
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 93
3 Phenanthrene, 9-methyl- 192 C15H12 000883-20-5 91
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 91
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 91

Abundance Scan 1635 (11.904 min): BF128436.D\data.ms (-1633) (1  m/z 192.10 100.00%
192.1
5000
94.7 165.1 1200
63.0 :
ol 390830 b 1390 Ll myz 1e1.10 ss.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67035: Phenanthrene, 1-methyl-
1 L\M
5000 T
12.00
m/z 189.05 31.57%
165.0
0 390 630 9?0 1390 L
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67021: Anthracene, 1-methyl-
192.0 WMNM
P eecntieg
12.00
5000 m/z 193.10 17.86%
83.0 165.0
51150 390 61,0 | | 11501390 "
R A e T b
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67033: Phenanthrene, 9-methyl- PSP “K“ e
192.0 12.00
m/z 190.05 15.62%
5000
165.0
o 300 630 ‘\ 139.0 || N\ "
A A R A P
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052422\
Data File : BF128436.D

Acqg On : 24 May 2022 15:48
Operator : CG\JU

Sample : N2981-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 4 4H-Cyclopenta[def]phenanthrene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.992 2.63 ng 123850  Phenanthrene-di10 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 70
2 1H-1,2,4-Triazol-5-amine, 3-brom... 190 C4H7BrN4 1000460-85-7 47
3 4,6-Dichloro-2-ethylpyrimidin-5-... 191 C6H7C12N3 006237-96-3 43
4 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 42
5 Methyl diselenide 190 C2H6Se2 007101-31-7 38

Abundance Scan 1650 (11.992 min): BF128436.D\data.ms (-1646) (1  m/z 190.10 100.00%
19p.1
5000 }ﬁ
VA
12.00
0! m/z 189.10 99.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 . w
940 12.00
4 m/z 192,05 67.97%
0...310 630 | 13701630 |
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64962: 1H-1,2,4-Triazol-5-amine, 3-bromo-N,N-dimethy/|
15.0
P
12.00
5000 m/z 191.10 52.45%
42.0 190.0
69.0 161.0
e ]
((LIRRUREY T S N [ AT | N A ———.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #65918: 4,6-Dichloro-2-ethylpyrimidin-5-amine o
190.0 12.00
m/z 94.55 23.47%
5000
66.0 010
101.
163.0
0! e —
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\BF052422\
Data File : BF128436.D

Acqg On : 24 May 2022 15:48
Operator : CG\JU

Sample : N2981-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 Pyrene, 1-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.033 2.45 ng 113423  Chrysene-di12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 70
2 Indeno[2,1-b]chromene, 218 C16H100 000243-24-3 55
3 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 50
4 Pyrene, 2-methyl- 216 C17H12 003442-78-2 50
5 Benzo[b]naphtho[2,3-d]furan 218 C16H100 000243-42-5 42
Abundance Scan 1827 (13.033 min): BF128436.D\data.ms (-1823) (1  m/z 218.05 100.00%
218.1
5000
fh L e
51.1 13.00
(o} m/z 216.05 73.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94570: Pyrene, 1-methyl-
216.0
5000 T :
13.00
m/z 215.05 72.16%
108.0 189.0
0 39.0 63.0 Il \\‘ 137.0 163.0 h‘ , MM
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ ‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #96869: Indeno[2,1-b]chromene,
218.0
T [
13.00
5000 m/z 232.05 37.99%
94.0 189.0
90630 | | | asmotee0 | |
R e L R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94576: 11H-Benzol[b]fluorene A
216.0 13.00
m/z 189.05 33.97%
5000
108.0
0 5?'0 Ii \“ 139'016?'0 18\M90 hm
Raaana AR Ea e AMAARAREARsa TS P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra
TIC Integ

BF128436.D

: 24 May 2022 15:48
: CG\JU

: N2981-02

: 9 Sample Multiplier: 1

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052422\

hod : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©52022.M
le : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

ry : C:\Database\NIST20.L
ration 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 Numb

13.880
Hit# of
1 11H-Be

2 7H-Ben
3 6H-Ben

er 6 11H-Benzo[a]fluoren-11-one

Concentration Rank 3

EstConc Area Relative to ISTD R.T.

4.64 ng 214762  Chrysene-d12 14.027

5 Tentative ID MW MolForm CASH# Qual
nzo[a]fluoren-11-one 230 C17H100 000479-79-8 95
z[deJanthracen-7-one 230 C17H100 000082-05-3 78
z[de]anthracen-6-one 230 C17H1e00 080252-14-8 55
necarbaldehyde 230 C17H1e00 022245-51-8 50

4 4-Pyre

5 .delta.

(supl),.alpha.-Acenaphthe... 2

30 C15H6N20

Abundance Scan 1971 (13.880 min): BF128436.D\data.ms (-1967) (-
230.1

5000

o

m/z-->
Abundance

5000

o

m/z-->
Abundance

5000

o

m/z-->
Abundance

5000

0
m/z-->

69.1
200.1

4d ‘ HM‘M M M , 1900 N

| 2601

20 40 60 80 100120140160180200220

#111819: 11H-Benzo[a]fluoren-11-
23

101.0 200.0
H \‘ HH 150.0 It M
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052422\
Data File : BF128436.D

Acqg On : 24 May 2022 15:48
Operator : CG\JU

Sample : N2981-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.M

Quant Title

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

: 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 7 Benz[a]anthracene, 7-methyl-

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
14.416 2.04 ng 94496  Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benz[a]anthracene, 7-methyl- 242 C19H14 002541-69-7 96
2 Triphenylene, 2-methyl- 242 C19H14 001705-84-6 93
3 Benz[a]anthracene, 8-methyl- 242 C19H14 002381-31-9 93
4 Chrysene, 3-methyl- 242 C19H14 003351-31-3 93
5 Benz[a]anthracene, 1-methyl- 242 C19H14 002498-77-3 92

Abundance Scan 2062 (14.416 min): BF128436.D\data.ms (-2057) (-1 m/z 242.10 100.00%
242.1
5000
e
900 881 | 1" 186.9215- H 281. 14.50
0L 299 881  J 1500 186.97R )l L1 17 241.05 29.63%
m/z--> 40 60 80 100120140160 180200 220 240 260 280
Abundance #126453: Benz[a]anthracene, 7-methyl-
242.0
5000
14.50
m/z 239.10 26.11%
119.0
0..50.0 78.0 | 150.0 187.0215.0 M
H\‘\H\‘HH‘\\H‘\H\‘\H\‘HH‘HH‘\H\‘\H\‘H\\‘HH‘\\H‘\\
m/z--> 40 60 80 100120 140160 180 200 220 240 260 280
Abundance #126450: Triphenylene, 2-methyl-
242.0 MNNA&MNV~ﬂJ&J
e A e
14.50
5000 m/z 243.10 21.39%
oL440 87,0 ‘H % 150.0 187.0215.0 M
ey ee et e e e e e
m/z--> 40 60 80 100120 140 160 180 200 220 240 260 280
Abundance #126461: Benz[a]anthracene, 8-methyl- ——
242.0 14.50
m/z 240.10 11.78%
5000
121.0
R AREd Raaasaat e o e e —ple
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52422\
Data File : BF128436.D

Acqg On : 24 May 2022 15:48

Operator : CG\JU

Sample : N2981-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 8 Benzo[e]pyrene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.186 2.52 ng 73332 Perylene-di12 15.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 96
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 94
3 Benzo[a]pyrene 252 C20H12 000050-32-8 91
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 90
5 Perylene 252 C20H12 000198-55-0 90

Abundance Scan 2193 (15.186 min): BF128436.D\data.ms (-2190) (-]

m/z 252.10 100.00%

252.1
5000
— T
58.0 1131 176.9 15.00 15.50
o280 L AreSamia Wl 885 ) ose.es  28.98%
m/z--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
252.0
5000
15.00 15.50
m/z 253.10  25.31%
125.0
0890 830 | 2000 . |
\\‘\\\\‘\\\\’\\\\‘\\\\\\\\’\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #138565: BenzolKk]fluoranthene
252.0
= —
15.00 15.50
5000 m/z 113.10 10.99%
126.0
20
O
m/z--> 50 100 150 200 250 300 350
Abundance #138557: Benzo[a]pyrene T T
252.0 15.00 15.50
m/z 126.05 10.71%
5000
126.0
ob g0 dl o weo 4o UL
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

BF128436.D

: 24 May 2022 15:48
: CG\JU

: N2981-02

: 9 Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052422\

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 9 Benzo[j]fluoranthene

15.380

Hit# of

EstConc Area
6.93 ng 201864

5 Tentative ID

Concentration Rank 1

Relative to ISTD R.T.

Perylene-di2

1 Benzo[e]pyrene

2 Benzo[k]fluoranthene
3 Benzo[j]fluoranthene
4 Perylene

5 Benzo[b]fluoranthene

Abundance Scan 2226 (15.380 min): BF128436.D\data.ms (-2222) (-,

25

252 C20H12
252 C20H12
252 C20H12
252 C20H12
252 C20H12

2.1

000192-97-2 99
000207-08-9 97
000205-82-3 97
000198-55-0 96
000205-99-2 96

m/z 252.05 100.00%

-

5000
12‘5 1 2000 15.00 15.50
0510870 j | 16102000, | 3% ;550,19 29.01%
m/z--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
252.0
5000 = T
15.00 15.50
m/z 253.10 19.42%
125.0
0,390 830 | 2000, |
\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #138563: BenzolKk]fluoranthene
252.0
— —
15.00 15.50
5000 m/z 125.05 14.81%
126.0
o S0 | oo |
m/z--> 50 100 150 200 250 300 350
Abundance #138561: Benzo[j]lfluoranthene = —7
252.0 15.00 15.50
m/z 125.95 12.16%
5000
126.0
0 51.0 870 HM 16302000 |
T e I e e e e £ T
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\BF052422\
Data File : BF128436.D

Acqg On : 24 May 2022 15:48
Operator : CG\JU

Sample : N2981-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.M

Quant Title

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

: 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 1@ Benzo[b]triphenylene

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
17.192 2.13 ng 62146  Perylene-di12 15.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]triphenylene 278 C22H14 000215-58-7 96
2 Picene 278 C22H14 000213-46-7 95
3 Dibenz[a,h]anthracene 278 C22H14 000053-70-3 90
4 Benzo[b]chrysene 278 C22H14 000214-17-5 89
5 Benzo[a]naphthacene 278 C22H14 000226-88-0 89

Abundance Scan 2534 (17.192 min): BF128436.D\data.ms (-2529) (-,
278.1

m/z 278.05 100.00%

1390 17 00 17 50
410 911 208.0 '
| T ww“‘“‘ B LS8 g 76005 25.42%
m/z--> 50 100 150 200 250 300 350
Abundance #171328: Benzolb]triphenylene
278.0
5000
17 00 17 50
139.0 m/z 279.05 20.80%
ol 500 920 , | 18702240 |
\\\‘\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #171317: Picene
278.0
17 00 17.50
5000 ITI/Z 139.00 17.69%
139.0
0l 550 920 ‘“ 187.0224.0 |
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #171333: Dibenz[a,h]anthracene e ‘ﬂmmwm
278.0 17.00 17.50
m/z 138.00  13.65%
5000
139.0
0 73.0 | 18702240 |
T B e B e e AR e e — 5
m/z--> 50 100 150 2000 250 300 350 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52422\
Data File : BF128436.D

Acqg On : 24 May 2022 15:48

Operator : CG\JU

Sample : N2981-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 11 Dibenzo[def,mno]chrysene Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
17.727 2.23 ng 64820 Perylene-di12 15.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[ghi]perylene 276 C22H12 000191-24-2 92
2 Dibenzo[def,mno]chrysene 276 C22H12 000191-26-4 76
3 Indeno[1,2,3-cd]pyrene 276 C22H12 000193-39-5 76
4 Indeno[1,2,3-cd]fluoranthene 276 C22H12 000193-43-1 62

5 Naphthalen-1-yl-(3-nitro-benzyli... 276

C17H12N202

Abundance Scan 2625 (17.727 min): BF128436.D\data.ms (-2621) (-]
P

5000

0

76.1

138.0
57 0 97 L 211.0

355.

m/z-->
Abundance

5000

o

50 100 150 200 250 300 350

#168932: Benzo[ghi]perylene
276.0

138.0

50.0 910 \“ 1740 2220 |

m/z-->
Abundance

5000

0

50 100 150 200 250 300 350

#168943: Dibenzo[def,mno]chrysene
276.0

138.0

63.0 99.0 | \“ 201.0237.0

m/z-->
Abundance

5000

50 100 150 200 250 300 350

#168939: Indeno[1,2,3-cd]pyrene
276.0

138.0
91. O i ‘H 224.0 h‘

200421-53-0 53

m/z 276.10 100.00%

—

——
17.50 18.00
m/z 277.10  24.76%

o

p0eg
17.50 18.00
m/z 274.10  22.69%

P 4
17.50 18.00
m/z 138.00  18.99%

A A
17.50 18.00
m/z 136.90  13.79%

—

m/z-->

50 100 150 200 250 300 350
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052422\
Data File : BF128436.D

Acqg On : 24 May 2022 15:48
Operator : CG\JU

Sample : N2981-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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-... 5.081 2.3 ng 66455 1 6.845 575776 20.0
Phenanthrene, 1... 11.904 2.9 ng 138629 4 11.374 942132 20.0
4H-Cyclopenta[d... 11.992 2.6 ng 123850 4 11.374 942132 20.0
Pyrene, 1-methyl- 13.033 2.5 ng 113423 5 14.027 925240 20.0
11H-Benzo[a]flu... 13.880 4.6 ng 214762 5 14.027 925240 20.0
Benz[a]anthrace... 14.416 2.0 ng 94496 5 14.027 925240 20.0
Benzo[e]pyrene 15.186 2.5 ng 73332 6 15.510 582248 20.0
Benzo[j]fluoran... 15.380 6.9 ng 201864 6 15.510 582248 20.0
Benzo[b]triphen... 17.192 2.1 ng 62146 6 15.510 582248 20.0
Dibenzo[def,mno... 17.727 2.2 ng 64820 6 15.510 582248 20.0
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