LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122623\
Data File : BF136735.D

Acqg On : 26 Dec 2023 23:38
Operator : CG\JU

Sample : 05598-01

Misc :

ALS Vvial : 12 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: BF136735.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.022 495 499 504 rVB 66084 76644 4.61% 0.484%
2 5.428 564 568 571 rBvV 1439160 1259056 75.66% 7.954%
3 6.428 734 738 741 rBV 1454748 1449594 87.11% 9.158%
4 6.781 795 798 802 rBV 613129 482742 29.01%  3.050%
5 7.345 889 894 897 rBV 1078737 955111 57.40% 6.034%
6 8.057 1011 1015 1018 rBV 765459 609272 36.61%  3.849%
7 8.081 1018 1019 1024 rVB 42235 21915 1.32% 0.138%
8 9.139 1194 1199 1202 rBV 1866270 1664094 100.00% 10.513%
9 9.216 1208 1212 1214 rBV 26714 19622 1.18% 0.124%
10 9.251 1214 1218 1222 rVB2 15112 17902 1.08% 0.113%
11  9.475 1252 1256 1258 rBV 17552 18089 1.09% 0.114%
12 9.675 1287 1290 1294 rBV 38578 30665 1.84% 0.194%
13 9.816 1310 1314 1317 rBV 733877 583910 35.09% 3.689%
14  9.845 1317 1319 1324 rVB 35103 29803 1.79% 0.188%
15 10.022 1344 1349 1353 rBV2 27360 29926 1.80% 0.189%
16 10.363 1404 1407 1412 rVB 46659 42329 2.54% 0.267%
17 10.604 1445 1448 1459 rVB 575347 520338 31.27% 3.287%
18 10.722 1465 1468 1477 rVB5 30053 51035 3.07% 0.322%
19 10.916 1497 1501 1503 rBV2 17107 19177 1.15% 0.121%
20 11.110 1531 1534 1538 rVB 23728 22065 1.33% 0.139%
21 11.175 1538 1545 1547 rBV3 26193 41563 2.50% 0.263%
22 11.204 1547 1550 1556 rVB 37758 43040 2.59% 0.272%
23 11.304 1564 1567 1569 rBV 577399 493255 29.64% 3.116%
24 11.327 1569 1571 1575 rVWW 448964 382571 22.99%  2.417%
25 11.380 1575 1580 1584 rVB 83593 77929 4.68% 0.492%
26 11.539 1601 1607 1613 rBV 29973 50371 3.03% 0.318%
27 11.604 1616 1618 1621 rVV 31982 30214 1.82% 0.191%
28 11.639 1621 1624 1629 rVB3 16719 23333  1.40% 0.147%
29 11.769 1643 1646 1649 rBVS5 15896 18613 1.12% 0.118%
30 11.810 1650 1653 1655 rvwv 68609 58403 3.51% 0.369%
31 11.839 1655 1658 1664 rVV 250308 240680 14.46%  1.520%
32 11.922 1668 1672 1674 rVV 97486 101467 6.10% 0.641%
33 11.945 1674 1676 1680 rVB 51246 41661 2.50% 0.263%
34 12.110 1700 1704 1706 rBV 40135 37173  2.23% 0.235%
35 12.133 1706 1708 1711 rVB 55074 44792  2.69% 0.283%
36 12.286 1732 1734 1737 rBV3 17801 19841 1.19% 0.125%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122623\
Data File : BF136735.D

Acqg On : 26 Dec 2023 23:38
Operator : CG\JU

Sample : 05598-01

Misc :

ALS Vvial : 12 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 12.363 1744 1747 1749 rBV 41419 41551 2.50% 0.262%
38 12.404 1751 1754 1756 rVvV2 31888 33266 2.00% 0.210%
39 12.451 1759 1762 1770 rVB 40220 45249 2.72% 0.286%
40 12.527 1771 1775 1778 rBV 710548 594547 35.73% 3.756%
41 12.627 1788 1792 1796 rBV2 47405 75277 4.52% 0.476%
42 12.674 1798 1800 1804 rVv2 31010 38053 2.29% 0.240%
43 12.757 1808 1814 1817 rVV 547979 545930 32.81% 3.449%
44 12.804 1820 1822 1827 rVB3 32425 38786 2.33%  0.245%
45 12.874 1831 1834 1835 rBV 28242 25548 1.54% 0.161%
46 12.904 1835 1839 1842 rVV 1397457 1189856 71.50% 7.517%
47 12.980 1846 1852 1855 rBvV2 42101 69964  4.20% 0.442%
48 13.063 1863 1866 1867 rBv2 31057 30900 1.86% ©.195%
49 13.086 1867 1870 1872 rVB2 74807 70004 4.21% 0.442%
50 13.151 1876 1881 1884 rBV2 49619 65390 3.93% 0.413%
51 13.192 1885 1888 1891 rVV2 52334 51875 3.12% 0.328%
52 13.257 1895 1899 1901 rBV5 20974 31827 1.91% 0.201%
53 13.280 1901 1903 1906 rVB 32435 26751 1.61% 0.169%
54 13.310 1906 1908 1911 rBV 26285 24221 1.46% 0.153%
55 13.598 1954 1957 1962 rBV 67216 68357 4.11% 0.432%
56 13.710 1973 1976 1978 rBV2 55974 52201 3.14% 0.330%
57 13.733 1978 1980 1982 rvVv 39165 26440 1.59% 0.167%
58 13.757 1982 1984 1986 rBV 25507 18542 1.11% 0.117%
59 13.810 1990 1993 1995 rVB2 66828 59754 3.59% 0.377%
60 13.845 1995 1999 2002 rBV6 35340 57266 3.44% 0.362%
61 13.963 2013 2019 2021 rBV2 611224 805267 48.39% 5.087%
62 13.986 2021 2023 2026 rVB 283345 224823 13.51% 1.420%
63 14.068 2035 2037 2039 rVB 40422 31953 1.92% 0.202%
64 14.351 2083 2085 2088 rVB 56267 48060 2.89% ©0.304%
65 14.439 2098 2100 2103 rBV3 37890 40698 2.45% 0.257%
66 14.598 2124 2127 2132 rBV2 97329 114796 6.90% 0.725%
67 15.010 2193 2197 2200 rBV 221907 314873 18.92%  1.989%
68 15.092 2207 2211 2214 rBV 258211 270940 16.28% 1.712%
69 15.315 2245 2249 2255 rBV 116016 151811 9.12% 0.959%
70 15.380 2256 2260 2265 rVB 165463 210572 12.65% 1.330%
71 15.445 2266 2271 2274 rBV 306874 386720 23.24%  2.443%
72 15.474 2274 2276 2285 rVB4 64620 89841 5.40% 0.568%
73 15.927 2350 2353 2357 rVB2 47285 62757 3.77% 0.396%
74 16.933 2519 2524 2533 rVB2 58223 115984 6.97% 0.733%
75 17.392 2597 2602 2607 rBV2 37686 70487 4.24% 0.445%

8270-BF122023.M Wed Dec 27 06:51:54 2023 Pag 2



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122623\
Data File : BF136735.D

Acqg On : 26 Dec 2023 23:38
Operator : CG\JU

Sample : 05598-01

Misc

ALS Vvial : 12 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
Sum of corrected areas: 15829332
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 26 Dec 2023 23:38
¢ CG\JU
. 05598-01

12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122623\
BF136735.D

Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF136735.D\data.ms
1500000 5.428 6.428
7.345
1000000
6.781
500000
5.022
0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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: BF136735.D\data.ms
9.139
1500000 12.904
1000000
8.057 9.816 12.527
10.604
500000
8jp8l %@9.4759-679 49,022 10.363 10.72m o rGIilI2
0 — T I e e e e e I A e e s e e e T 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: BF136735.D\data.ms
1500000
1000000
500000
0 T ‘ 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\BF122623\
Data File : BF136735.D

Acqg On : 26 Dec 2023 23:38
Operator : CG\JU

Sample : 05598-01

Misc

ALS vial : 12  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 6
R.T. EstConc Area Relative to ISTD R.T.
5.022 3.18 ng 76644  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 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 17
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 499 (5.022 min): BF136735.D\data.ms (-495) (-) m/z 42.95 100.00%

43.0
59.1
5000
101.0 RERRREEEESEamssCRsEE T
‘ 83.0 4.60 4.80 5.00 5.20 5.40
0 b e e el e e m/z 59.18 57.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I LA B B R
59.0 4.60 4.80 5.00 5.20 5.40
150 1010 m/z 101.00  20.25%
O \\\‘\f‘f‘f‘\\f‘?‘ﬁ\.\o\\“H{\\‘\\}\‘\\\\‘\\\\8‘:\3‘\.(\)\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4871: 3-Hydroxy-3-methyl-2-butanone
59.0
R e
4.60 4.80 5.00 5.20 5.40
5000 430 m/z 58.00 14 .49%
31.0
o |
I 11 L 1y L
e e e e e
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime R AR
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 8.45%
5000
101.0
oL 180 310 | 589 790 60
R Ea T e R e RAARARRaR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 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\BF122623\
Data File : BF136735.D

Acqg On : 26 Dec 2023 23:38
Operator : CG\JU

Sample : 05598-01

Misc

ALS vial : 12  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 Tridecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.722 2.07 ng 51035 Phenanthrene-d10 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 95
2 Eicosane 282 C20H42 000112-95-8 81
3 Nonadecane 268 C19H40 000629-92-5 74
4 Octacosane 394 (C28H58 000630-02-4 72
5 Tetracosane 338 C24H50 000646-31-1 72

Abundance Scan 1468 (10.722 min): BF136735.D\data.ms (-1465) (- m/z 57.05 100.00%

57.0
5000
T —
0 1411 194.9 329, 10.50 11.00
ob— ﬂwd‘ww\N‘MM\m Lol “ N - m/z 43.10 75.30%
m/z--> 50 100 150 200 250 300
Abundance #59028: Tridecane
57.0
5000 T —
10.50 11.00
m/z 71.10 50.99%
184.
01\6\&\ ‘\““‘ “ “‘ H \“\%4\10\\8\\0‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #176385: Eicosane
57.0
A =
10.50 11.00
5000 m/Z 85.05 43.81%
99.0
0 ‘\ Wil HH\ ‘“\ H‘ \\\ %4\\1? 183Q 2250 28\20
el el A e
m/z--> 50 100 150 200 250 300
Abundance #158598: Nonadecane MMM AR —
57.0 10.50 11.00
m/z 41.10 31.76%
5000
99.0
ol LUl pm0aes0 oo o THW T
m/z--> 50 100 150 200 250 300 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122623\
Data File : BF136735.D

Acqg On : 26 Dec 2023 23:38
Operator : CG\JU

Sample : 05598-01

Misc

ALS vial : 12  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 Phenanthrene, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.810 2.37 ng 58403  Phenanthrene-d10 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 93
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 93
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 93
4 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 90
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 90
Abundance Scan 1653 (11.810 min): BF136735.D\data.ms (-1650) (1  m/z 192.10 100.00%
192.1
5000
= .
164.9 11.50 12.00
43.0 63.1 139.1
o‘HH‘HH‘H‘wH“1"1‘1““‘9”‘_‘;“‘:“”:_ m/z 191.10  59.36%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #67038: Phenanthrene, 2-methyl-
192.0
5000 P ; ‘MUUV
11.50 12.00
m/z 189.00  32.11%
165.0
ol 390 630 96.0 1160 139.0 |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\[\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #67028: Anthracene, 1-methyl-
192.0
1150 1200
5000 m/z 190.10 15.86%
165.0
0 410 630\ \\\930116013\90\\\ |-
b et e e e e e e
miz--> 20 40 60 80 100 120 140 160 180
Abundance #67020: Anthracene, 9-methyl-
192.0 1150 1200
m/z 193.05 12.84%
) J\NJM
96.0
165.0
0 39.0 630 I \\‘ 1390 il I AA/\/‘A/\AM/\

m/z--> 20 40 60 80 100 120 140 160 180 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122623\
Data File : BF136735.D

Acqg On : 26 Dec 2023 23:38

Operator : CG\JU

Sample : 05598-01

Misc

ALS vial : 12  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 : 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 Anthracene, 1-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
11.839 9.76 ng 240680  Phenanthrene-di10 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 1-methyl- 192 C15H12 000610-48-0 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 89
4 Anthracene, 9-methyl- 192 C15H12 000779-02-2 87
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 78

Abundance Scan 1658 (11.839 min): BF136735.D\data.ms (-1655) (1  m/z 192.10 100.00%
192.1

43.0 73.0
5000
1291 = e
165.0
e | 520 ey R e
0 m,w‘mwm“1‘mhmw‘www“‘Hm‘u SN m/z 43.05 60.13%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #67028: Anthracene, 1-methyl-
192.0
5000 — —
11.50 12.00
165.0 m/z 191.10  59.27%
0 630\ u\gﬁo lzeq m h
\H’\H\‘HH’HH‘HH’HH‘HH‘HH‘HH‘\ \‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #143508: n-Hexadecanoic acid
43.0 73.
posr AL
11.50 12.00
5000 m/z 73.00 58.87%
129.0
213.0
‘ H 157.0185.0 ‘
LI 01 R PO O
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #67024: Anthracene, 2-methyl- [ ey
192.0 11.50 12.00
m/z 57.05 53.50%
h N\Jd\'\/w
165.0
0 39.0 8 OH 115.0 h‘ \‘H
P T e e e e e — ——
m/z--> 20 40 60 80 100120 140160180200 220 240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122623\
Data File : BF136735.D

Acqg On : 26 Dec 2023 23:38
Operator : CG\JU

Sample : 05598-01

Misc

ALS vial : 12  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 4H-Cyclopenta[def]phenanthrene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.922 4.11 ng 101467  Phenanthrene-di10 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 70
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 58
3 Methyl diselenide 190 C2H6Se2 007101-31-7 43
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 35
5 SH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 30

Abundance Scan 1672 (11.922 min): BF136735.D\data.ms (-1668) (-] m/z 189.05 100.00%
189.1

5000 /Wﬁ
94.5 e W
165.1 12.00
63.0 139.1
ol 290 i L 220 290l m/z 190,05 97.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 M\ T T \’/\/\\
94.0 12.00
4 m/z 192.10  53.35%
0., 300 630 | 1150137.0 1630 UM
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0
et
12.00
5000 ITI/Z 191.10 44 .88%
94.0
‘ 163.0 m“
1 D N [ B | S—
miz--> 20 40 60 80 100 120 140 160 180 200 M
Abundance #64929: Methyl diselenide T e
93.0 190.0 12.00
m/z 94.50 22.36%
5000
‘ 160.0
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\BF122623\
Data File : BF136735.D

Acqg On : 26 Dec 2023 23:38
Operator : CG\JU

Sample : 05598-01

Misc

ALS vial : 12  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 Dodecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.627 3.05 ng 75277  Phenanthrene-d1e 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 53
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 46
3 Pentadecanoic acid 242 C15H3002 001002-84-2 43
4 Decanoic acid, silver(1+) salt 278 C1OH19Ag02 013126-67-5 38
5 Tetradecanoic acid 228 C14H2802 000544-63-8 38
Abundance Scan 1792 (12.627 min): BF136735.D\data.ms (-1788) (1  m/z 202.05 100.00%
43.1 202.1
73.0
5000 . A
. — —
12.50 13.00
0! m/z 43.10 95.68%
miz-> 50 100 150 200 250
Abundance #75719: Dodecanoic acid
73.0
129.0
430 200.0
5000 — ——
12.50 13.00
m/z 60.00 78.25%
oL “\ u‘ﬂ‘ f \\h‘\ \H“ ‘M 1 ‘lu 1r4‘lo‘ : [‘ ————
miz-> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
12.50 13.00
5000 129.0 m/Z 72.95 77 .20%
9r.0 171 0 2130 256.0
oL , ‘“‘ H ‘\ Mh”\ u‘\ ul ‘ “ ‘ . \‘ “‘ - “\‘ —
miz--> 50 150 200 250
Abundance #126199.Pentadecanok:acm MMNW“WM‘ ‘ ‘ (MW
43.0 73.0 12.50 13.00
m/z 41.10 76.36%
5000 129.0
‘ 199.0 2420
o) “ H H‘H “HM\‘\‘ “h‘\L M\‘u} — 1 ﬂ‘o‘“ L\ A “\ — — — —
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\BF122623\
Data File : BF136735.D

Acqg On : 26 Dec 2023 23:38
Operator : CG\JU

Sample : 05598-01

Misc

ALS vial : 12  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 1,3-Benzenedicarboxylic aci... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.598 2.85 ng 114796  Chrysene-di12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 68
2 Terephthalic acid, 3-methylbut-2... 348 C21H3204 1000356-27-6 53
3 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 43
4 Terephthalic acid, di(4-octyl) e... 390 C24H3804 1000323-74-2 35
5 Terephthalic acid, monochloride,... 296 C16H21C103 1000324-22-9 35

Abundance Scan 2127 (14.598 min): BF136735.D\data.ms (-2124) (- m/z 70.10 100.00%

70.1 149.0
261.1
5000

— ‘
14.50 15.00
202.9

01i.ﬁ30313522 m/z 149.00  92.41%

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

Abundance #295780: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)

70.0
112.0
5000 261.0 ‘

—
14.50 15.00
m/z 261.05 52.03%

67.0
zﬂ'fﬁ ‘ I h i aore | jsosoaano
L ‘ T T ‘ T T ‘ L ‘ L ‘ T T ‘ L ‘ T T
m/z--> 50 100 150 200 250 300 350
Abundance #257919: Terephthalic acid, 3-methylbut-2-yl octyl ester
261.0
YaTalaa"

g
14.50 15.00
5000 70.0 m/z 57.10  44.79%

149.0
219.0
Y A e s A S
miz--> 50 100 150 200 250 300 350

Abundance #295782: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl) —
70.0 14.50 15.00

o

112.0 m/z 112.10 44.79%
5000
67.0
261.0
259 ||| ]
oL G L2050 | 3330 e
miz--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122623\
Data File : BF136735.D

Acqg On : 26 Dec 2023 23:38
Operator : CG\JU

Sample : 05598-01

Misc

ALS vial : 12  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 Octadecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.092 14.01 ng 270940  Perylene-d12 15.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Nonadecane 268 C19H40 000629-92-5 92
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
5 Docosane 310 C22H46 000629-97-0 91

Abundance Scan 2211 (15.092 min): BF136735.D\data.ms (-2207) (- m/z 57.05 100.00%
57.0

5000 MV\AW
Woo
ol “u A “L Lif }‘2‘1\5‘3{2‘2‘2‘"7'2‘ 2001 3234 3852 0 7110 61.59%
mlz--> 50 100 150 200 250 300 350
Abundance #141058: Octadecane
57.0
5000 — ‘
15.00
0.0 m/z 43.10 60.53%
L oo o
0 — ‘\“‘ T ‘\‘\“‘\“‘ \“\“\ x‘“‘\‘\ \‘\“ T “\ L e
miz--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0
T \
15.00
5000 ITI/Z 85.10 47 .37%
9.0
oL L1 P90 1010183025 02600
e e
miz--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl- ——
57.0 15.00
m/z 55.10 23.03%
- MM
9.0
41.
ob L L L 14r01830225006703090 3650 i
m/z--> 50 100 150 200 250 300 350 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122623\
Data File : BF136735.D

Acqg On : 26 Dec 2023 23:38
Operator : CG\JU

Sample : 05598-01

Misc

ALS vial : 12  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 3
R.T. EstConc Area Relative to ISTD R.T.
15.315 7.85 ng 151811  Perylene-di2 15.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 99
2 Perylene 252 C20H12 000198-55-0 95
3 Benzo[a]pyrene 252 C20H12 000050-32-8 94
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 93
5 Benzo[b]fluoranthene 252 C20H12 000205-99-2 93

Abundance Scan 2249 (15.315 min): BF136735.D\data.ms (-2245) (1 m/z 252.10 100.00%

252.1
5000
111 125.1 ‘ 15.00 15.50
Ob b k1980, [ 2004 362 o5 10 27.10%
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 21.04%
125.0
ol 390 830 , | 2000, |
\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #138551: Perylene
252.0
— L
15.00 15.50
5000 m/z 125.10 13.14%
125.0
ol7.0 83.0 | \H 2000, |
— e e e
m/z--> 50 100 150 200 250 300 350
Abundance #138555: Benzo[a]pyrene “ T
252.0 15.00 15.50
m/z 251.10 11.08%
5000
126.0
ol,390 870 | 200.0, | ) o
e T A e e o A I = PPy
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\BF122623\
Data File : BF136735.D

Acqg On : 26 Dec 2023 23:38
Operator : CG\JU

Sample : 05598-01

Misc

ALS vial : 12  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 11 Docosane, 1-iodo- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.927 3.25 ng 62757  Perylene-di12 15.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 89
2 Docosane, 1-iodo- 436 C22HA5I 1000406-31-9 64
3 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 64
4 Tetradecane, 6,9-dimethyl- 226 C16H34 055045-13-1 64
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 64
Abundance Scan 2353 (15.927 min): BF136735.D\data.ms (-2350) (- m/z 57.10 100.00%
57.1
5000
99.1 156.0 266.1 o
L Ll 2052 309.0345.2 o
oL ‘\ ll m M ALY a b Mn ‘u\m‘\ﬂ L H“\ ol o ‘\ e m/z 43.10 98.24%
mlz--> 50 100 150 200 250 300 350
Abundance #141056: Octadecane
57.0
5000 R
16.00
‘ 99.0 m/z 71.10 83.76%
O \“\ ) “‘ H‘ H‘ “‘ \“‘\ T { 9\ ]\_8\3\0‘ T \%5“4\.()\ T ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #320326: Docosane, 1-iodo-
57.0
——
16.00
5000 m/z 85.10 55.56%
99.0
bl L1000 zm0 390
miz--> 50 100 150 200 250 300 350
Abundance #287350: Octadecane, 1-iodo- ——
57.0 16.00
m/z 55.10 34.14%
5000
‘ o8 155.0 253.0
T I R -
m/z--> 50 100 150 200 250 300 350 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122623\
Data File : BF136735.D

Acqg On : 26 Dec 2023 23:38
Operator : CG\JU

Sample : 05598-01

Misc

ALS Vvial : 12  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-... 5.022 3.2 ng 76644 1 6.781 482742 20.0
Tridecane 10.722 2.1 ng 51035 4 11.304 493255 20.0
Phenanthrene, 2... 11.810 2.4 ng 58403 4 11.304 493255 20.0
Anthracene, 1-m... 11.839 9.8 ng 240680 4 11.304 493255 20.0
4H-Cyclopenta[d... 11.922 4.1 ng 101467 4 11.304 493255 20.0
Dodecanoic acid 12.627 3.0 ng 75277 4 11.304 493255 20.0
1,3-Benzenedica... 14.598 2.9 ng 114796 5 13.963 805267 20.0
Octadecane 15.092 14.0 ng 270940 6 15.445 386720 20.0
Benzo[e]pyrene 15.315 7.8 ng 151811 6 15.445 386720 20.0
Docosane, 1l-iodo- 15.927 3.3 ng 62757 6 15.445 386720 20.0
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