LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102624\
Data File : BF140073.D

Acg On : 26 Oct 2024 21:29
Operator : RC/JU

Sample : P4531-01 5X

Misc :

ALS Vial : 25 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 : 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA F\Methods\8270-BF101824 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF140073.D\data.ms
peak R.T. first max last PK peak corr.  corr. % of
# min scan scan scan TY height area % max.  total
1 2.163 5 12 20 rvB 261071 412164 30.32% 2.431%
2 5.492 573 578 588 rBV 363448 474854 34.94%  2.801%
3 6.498 744 749 767 rVB 365501 473753 34.85%  2.794%
4 6.716 781 786 792 rBV2 10344 15107 1.11% 0.089%
5 6.886 810 815 821 rBV 649189 812367 59.77%  4.792%
6 7.069 842 846 853 rVB 16003 18807 1.38% 0.111%
7 7.445 901 910 915 rBV 230922 299384 22.03% 1.766%
8 7.698 948 953 959 rvB2 11148 17826 1.31% 0.105%
9 7.910 982 989 993 rBV3 14889 24370  1.79% 0.144%
10 8.169 1026 1033 1041 rBvV2 797829 1112935 81.88% 6.564%
11 8.233 1041 1044 1051 rvB4 6428 13701 1.01% 0.081%
12 8.880 1149 1154 1159 rBV 70901 84369 6.21%  0.498%
13 8.980 1166 1171 1176 rVB 50408 60139 4.42%  0.355%
14 9.239 1211 1215 1225 rBV 375711 491425 36.15% 2.899%
15 9.322 1225 1229 1231 rBV 10292 13734 1.01% 0.081%
16 9.439 1246 1249 1254 rVB 10033 14285 1.05% 0.084%
17 9.510 1254 1261 1265 rBV 23498 37887 2.79% 0.223%
18 9.580 1269 1273 1276 rVV 36570 52458 3.86% 0.309%
19 9.604 1276 1277 1280 rVV 20734 21268 1.56% 0.125%
20 9.645 1280 1284 1289 rVV3 14175 21720 1.60% 0.128%
21 9.698 1289 1293 1303 rVB 17868 30414 2.24% 0.179%
22 9.786 1303 1308 1312 rBV 49074 63443 4.67% 0.374%
23 9.851 1314 1319 1323 rVB 9960 14787 1.09% 0.087%
24  9.922 1324 1331 1335 rBVY 702114 933191 68.65% 5.504%
25 9.957 1335 1337 1345 rVB 111313 127385 9.37% 0.751%
26 10.127 1361 1366 1370 rBv2 53844 70304 5.17% 0.415%
27 10.163 1370 1372 1380 rVB2 15341 19677 1.45%  0.116%
28 10.239 1380 1385 1388 rBv2 16434 24710 1.82% 0.146%
29 10.345 1395 1403 1407 rBv4 15348 38358 2.82% 0.226%
30 10.469 1420 1424 1430 rVB 99148 129437 9.52%  0.763%
31 10.533 1430 1435 1437 rBV 14780 24161 1.78% 0.143%
32 10.633 1447 1452 1459 rVB 93558 128398 9.45% 0.757%
33 10.710 1459 1465 1470 rBV 191126 257230 18.92%  1.517%
34 10.833 1481 1486 1492 rVB2 29753 47097  3.46% 0.278%
35 10.945 1502 1505 1510 rVB2 13025 16525 1.22% 0.097%
36 11.016 1511 1517 1520 rBV3 29309 50884  3.74% 0.300%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102624\
Data File : BF140073.D

Acg On : 26 Oct 2024 21:29
Operator : RC/JU

Sample : P4531-01 5X

Misc :

ALS Vial : 25 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 : 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA F\Methods\8270-BF101824 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 11.145 1535 1539 1541 rBv4 13026 19657 1.45% 0.116%
38 11.216 1547 1551 1555 rVB 16970 21701 1.60% 0.128%
39 11.263 1555 1559 1563 rvv4 17052 32510 2.39% 0.192%
40 11.304 1563 1566 1572 rVB 46221 63786 4.69% 0.376%
41 11.410 1579 1584 1586 rBV 653593 858905 63.19% 5.066%
42 11.433 1586 1588 1593 rVV 646420 753686 55.45%  4.445%
43 11.486 1593 1597 1601 rvV 181003 239239 17.60% 1.411%
44 11.516 1601 1602 1608 rvB2 23162 23919 1.76% 0.141%
45 11.639 1617 1623 1630 rBvY 67734 118057 8.69%  0.696%
46 11.704 1630 1634 1637 rVVv2 22395 34497 2.54% 0.203%
47 11.739 1637 1640 1645 rvB2 27101 37262 2.74%  0.220%
48 11.821 1652 1654 1658 rVB 14706 17986 1.32% 0.106%
49 11.910 1665 1669 1671 rBV 90866 122186 8.99% 0.721%
50 11.939 1671 1674 1678 rVV 139639 183795 13.52%  1.084%
51 11.986 1678 1682 1685 rVV 46371 63114 4.64% 0.372%
52 12.027 1685 1689 1696 rVB 182792 330944 24_.35% 1.952%
53 12.210 1715 1720 1722 rBV 61507 90818 6.68% 0.536%
54 12.386 1747 1750 1752 rBV 20259 22192 1.63% 0.131%
55 12.463 1758 1763 1766 rBV 77903 116340 8.56% 0.686%
56 12.498 1766 1769 1774 rW 54046 90639 6.67% 0.535%
57 12.545 1774 1777 1785 rVB2 47108 71291 5.24%  0.420%
58 12.627 1785 1791 1795 rBV 990715 1307483 96.19%  7.712%
59 12.686 1795 1801 1803 rBV2 19255 40443 2.98% 0.239%
60 12.774 1814 1816 1822 rVB2 34812 43369 3.19% 0.256%
61 12.851 1822 1829 1835 rBV 858586 1359248 100.00% 8.017%
62 12.904 1835 1838 1843 rVB2 47250 66746 4.91% 0.394%
63 12.992 1846 1853 1860 rVB2 331669 524329 38.57%  3.093%
64 13.068 1861 1866 1874 rBV3 87039 190296 14.00%  1.122%
65 13.180 1878 1885 1889 rVB 159439 274874 20.22%  1.621%
66 13.245 1892 1896 1899 rBV 126778 154122 11.34%  0.909%
67 13.280 1899 1902 1906 rVvv2 78573 93915 6.91% 0.554%
68 13.374 1916 1918 1921 rBV 37167 35992 2.65% 0.212%
69 13.404 1921 1923 1927 rVB 40839 46225 3.40% 0.273%
70 14.045 2027 2032 2036 rBv2 753139 1347969 99.17%  7.951%
71 15.098 2206 2211 2220 rBV 294119 690937 50.83%  4.075%
72 15.404 2259 2263 2268 rVB 159584 249761 18.37% 1.473%
73 15.462 2269 2273 2279 rBV 215994 330155 24.29% 1.947%
74 15.527 2280 2284 2289 rBV 267934 437073 32.16% 2.578%

Sum of corrected areas: 16954015
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102624\
Data File : BF140073.D

Acq On : 26 Oct 2024 21:29
Operator : RC/JU

Sample : P4531-01 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF140073.D\data.ms
1000000

800000

6.886
600000

400000 5.492 6.498

.163 7.445

200000

6.716 || 7.069 7.6

L _ BN
L I L L I B L L L B B B L L B B L BB BRI B

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: BF140073.D\data.ms

1000000

o

12.627
12.851

800000 8.169

9.922
4133

600000

12.992

400000 9.239

10.710

9,957 10.469.6
7. 910 1233 /\ 394

10.127

1 fdtémea s 0
(O L i A s e ‘ i ‘ — — —
Time--> 8 00 8.50 9.00 9.50 10 OO 10 50 11 00 11.50 12.00 12.50 13.00

Abundance TIC: BF140073.D\data.ms
1000000 14.045

200000 .06

800000

600000 15.098 15.527

15.462
15.4
400000

200000 {37

0 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\BF102624\
Data File : BF140073.D

Acq On : 26 Oct 2024 21:29
Operator : RC/JU

Sample : P4531-01 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*hkhkkkhkhhhhhhkx * ** *hkkkkk * * ** *hkkkkk * ** **

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.163 10.15 ng 412164 1,4-Dichlorobenzene-d4 6.886

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 10
Abundance  Scan 12 (2.163 min): BF140073.D\data.ms (-5) (-) m/z 73.10 100.00%
73.1
5000 43.0 /\
87.1 H‘\H\‘HH‘\\H‘\H\‘H\
‘ 9.0 2.202.302.402.502.60
Oyt bl WAz 43.05 41,920
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T[T T[T [rirrrr1
43.0 2.202.302.402.502.60
’ 87.0 m/z 55.05 31.27%
29.0
O II‘ILIQ-O’
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 PR
2.202.302.402.502.60
5000 410 55.0 m/z 87.10 25.39%
i
Ol 1120 1290
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- R RAmAEARE R
73.0 2.202.302.402.502.60
m/z 41.05 13.62%
5000 43.0
58.0
29.0 ‘ 87.0
0 i ‘ | it | ‘

m/z--> 20 30 40 50 60 70 80 90 100 110120 130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102624\
Data File : BF140073.D

Acq On : 26 Oct 2024 21:29
Operator : RC/JU

Sample : P4531-01 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 2 Benzophenone Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.633 2.75 ng 128398  Acenaphthene-d10 9.922
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 95
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 46
3 Phenazine, 5,10-dihydro- 182 C12H10N2 000613-32-1 43
4 Benzoylformic acid 150 C8H603 000611-73-4 43
5 Methyl benzilate 242 C15H1403 000076-89-1 43
Abundance Scan 1452 (10.633 min): BF140073.D\data.ms (-1447) (- m/z 105.05 100.00%
105.1
77.0 182.1
5000
51.0
—— =
1521 10.50 11.00
Ol 2200 LT L m/z 182.10  69.57%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 ALy ety
10.50 11.00
51.0 m/z 77.05 67.19%
J2mo || 160 1520 |
’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #30107: Benzenecarbothioic acid, S-methyl ester
105.0
= -
77.0 10.50 11.00
5000 m/z 51.05 28.29%
51.0
L O A PR S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56785: Phenazine, 5,10-dihydro- ‘A‘ ‘ —
182.0 10.50 11.00
m/z 181.10 27.21%
5000
’HH‘HH‘\Hw‘mm‘HH‘W‘H‘HH‘HH‘H\w [—— [ —
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\BF102624\
Data File : BF140073.D

Acq On : 26 Oct 2024 21:29
Operator : RC/JU

Sample : P4531-01 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 3 Anthracene, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.910 2.85 ng 122186  Phenanthrene-d10 11.410
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 93
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93
4 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 93
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 91

Abundance Scan 1669 (11.910 min): BF140073.D\data.ms (-1665) (- m/z 192.15 100.00%
192.2

5000
s
300 630 4O 139.1 1op-d 12.00
Ol e e i et e Ml m/z 191,10 58.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67024: Anthracene, 2-methyl-
192.0
5000 T

12.00
m/z 189.10 32.74%

165.0
0/15:0 39.0 61,0 830 11501300 T m
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67039: Phenanthrene, 2-methyl-
192.0
Pt
12.00
5000 m/z 190.10 15.76%
94.0 165.0
0 39.0 630 | M 116'013‘9'0”\ h“ L
Pt e e et e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67035: Phenanthrene, 1-methyl- A
192.0 12.00
m/z 193.10 15.25%
5000
165.0
0 39.0 630 960 1390 |
B L m e R AR s S o
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\BF102624\
Data File : BF140073.D

Acq On : 26 Oct 2024 21:29
Operator : RC/JU

Sample : P4531-01 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 4 Phenanthrene, 1l-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.939 4.28 ng 183795  Phenanthrene-d10 11.410
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 97
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 96
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 96
4 1H-Cyclopropa[l]phenanthrene,la, ... 192 C15H12 000949-41-7 96
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 95
Abundance Scan 1674 (11.939 min): BF140073.D\data.ms (-1671) (- m/z 192.10 100.00%
192.1
e
82.5 165.1 12.00
139.1
Ob 250 Ly 1ISOIOL | L 2211 sy 19110 55.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67035: Phenanthrene, 1-methyl-
192.0
5000 T
12.00
m/z 189.10 25.76%
165.0
oL 300630 960 1390 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\1‘1\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67032: Phenanthrene, 2-methyl-
192.0
—
12.00
5000 m/z 193.15 16.91%
165.0
0 39.0 63.0 940 139.0 | w
R R e R e B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67024: Anthracene, 2-methyl- —
192.0 12.00
m/z 190.10  14.40%
5000
165.0
0 15.0 39.0 “S%DH 115.0139.0 | w
R B AABaaamassasEEe S A
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\BF102624\
Data File : BF140073.D

Acq On : 26 Oct 2024 21:29
Operator : RC/JU

Sample : P4531-01 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*hkhkkkhkhhhhhhkx *kkk Kk *hkkkkk * *kkkk *hkkkkk *k kX Kk **

Peak Number 5 4H-Cyclopenta[def]phenanthrene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.027 7.71 ng 330944  Phenanthrene-di10 11.410
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 93
2 Methyl diselenide 190 C2H6Se2 007101-31-7 45
3 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 42
4 Carbonic acid, ethyl 2-formyl-4,... 262 C10H8CI1204 1000331-34-4 40
5 2,2"-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 37

Abundance Scan 1689 (12.027 min): BF140073.D\data.ms (-1685) (| m/z 189.10 100.00%
189.1
94.6 aliae |
630 ‘ 163.1 ) 12.00
ol 390 b 3L I 21812432 190,10 98.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 P :
12.00
94.0 m/z 192.10  44.55%
39.0 630 | | 137.0 1630 M
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64929: Methyl diselenide
93.0 190.0
T I
12.00
5000 m/z 191.10 38.73%
160.
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene — ‘
189.0 12.00
m/z 94.60 24.23%
5000
94.0
163.0
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\BF102624\
Data File : BF140073.D

Acq On : 26 Oct 2024 21:29
Operator : RC/JU

Sample : P4531-01 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 6 Tricyclo[8.2.2.2(4,7)]hexad... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.210 2.11 ng 90818  Phenanthrene-d10 11.410
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tricyclo[8.2.2.2(4,7)]hexadeca-2... 204 C16H12 006572-60-7 90
2 Naphthalene, 2-phenyl- 204 C16H12 000612-94-2 89
3 5,16[1%,2"]:8,13[1"",2""]-Dibenz... 408 C32H24 005672-97-9 86
4 Naphthalene, 1-phenyl- 204 C16H12 000605-02-7 58
5 9,10-Bis(bromomethyl)anthracene 362 C16H12Br2 034373-96-1 58
Abundance Scan 1720 (12.210 min): BF140073.D\data.ms (-1715) (|  m/z 204.10 100.00%
204.1
101.0 \ 12.00 1250
50.0 ‘- 1521 | 12. 12.5
ot Y m/z 202.05 35.41%
miz--> 50 100 150 200 250 300 350 400
Abundance #80598: Tricyclo[8.2.2.2(4,7)]hexadeca-2,4,6,8,10,12,13,
204.0
5000 — —t
12.00 12.50
0,
101.0 m/z 203.10  28.50%
51.0 | 152.0 Ll
O\\‘\V\“\“‘\“\”\\\\i“\\‘“\{}\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #80574: Naphthalene, 2-phenyl-
204.0
i —
12.00 12.50
5000 m/z 205.10 16.18%
101.0
0"§%RJM%¢‘H}?$Pmu}‘“““““““‘““‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #307050: 5,16[1',2:8,13[1",2"]-Dibenzenodibenzo[a,glcy] | Lo 5 ——
204.0 12.00 12.50
m/z 101.00 11.93%
5000
0390 1010 1500 313.0 408.(
B L B e e e — e
m/z--> 50 100 150 200 250 300 350 400 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102624\
Data File : BF140073.D

Acq On : 26 Oct 2024 21:29
Operator : RC/JU

Sample : P4531-01 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 7 9,10-Dimethylanthracene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.463 2.71 ng 116340 Phenanthrene-d10 11.410
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9,10-Dimethylanthracene 206 C16H14 000781-43-1 96
2 Phenanthrene, 2,3-dimethyl- 206 C16H14 003674-65-5 91
3 Phenanthrene, 2,5-dimethyl- 206 C16H14 003674-66-6 91
4 1,3-Diphenyl-3-methylcyclopropene 206 C16H14 086544-79-8 90
5 3,4-Dimethylphenanthrene 206 C16H14 1000452-24-5 90
Abundance Scan 1763 (12.463 min): BF140073.D\data.ms (-1758) (- m/z 206.20 100.00%
206.2
- ,ﬂJ\ﬁﬁJyw\ﬁdkfkmw
89.0 EI.Z‘Sd
630 890 1261 1651 ‘ m :
0L il 2348 g7 10110 50. 854
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82934: 9,10-Dimethylanthracene
206.0
5000 1
12.50
m/z 189.10 26.87%
210 630890 1570 1050 | |
H\‘H\\‘\H\‘\\\\‘\H\‘\\H‘H\\‘\\\\‘\\\\‘\H\‘ \H‘\H\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82943: Phenanthrene, 2,3-dimethyl-
206.0
P
12.50
5000 m/z 205.15 23.62%
89.0
oL 270 830 | aori01650 | |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82944: Phenanthrene, 2,5-dimethyl- oo —
206.0 12.50
m/z 207.15 16.72%
5000
101.0
b 880 190 1300750 || -
m/z--> 20 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\BF102624\
Data File : BF140073.D

Acq On : 26 Oct 2024 21:29
Operator : RC/JU

Sample : P4531-01 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 8 unknownl2.498 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

12498 21109 90639 Phenanthrene-dl0 11.410
Hit# of 5 Tentative ID MW MolForm CAS# Qual

yrene, 4,5,9,10-tetrahydro- 206 Cl6H14 000781-17-9 38
aphthalene, 2-phenyl- 204 C16H12 000612-94-2 38
,2,4,8-Tetramethylbicyclo[6.3.0... 204 C15H24 137235-51-9 35
-Pyridinol 3,5-dichloro-2-ethyl... 205 C8H9CI2NO 1000253-55-0 30
henanthrene, 3,6-dimethyl- 206 Cl6H14 001576-67-6 27

abdwWwN -
ObhFPL,r =271

Abundance Scan 1769 (12.498 min): BF140073.D\data.ms (-1766) (-] = m/z 204.10 100.00%
1

5000

\
12.50

177.

0f m/z 189.10 99.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82959: Pyrene, 4,5,9,10-tetrahydro-
206.0
5000 U
12.50
101.0 m/z 206.20 99.15%
‘ 165.0
O‘\\?\9‘\()\\\‘H\\’\‘1‘\‘\“\\H‘\\l\g\?\\o\\‘\‘\H“\\H‘\\ \\\‘\\\\‘\\H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #80574: Naphthalene, 2-phenyl-
204.0
—
12.50
5000 m/z 202.10 47 .30%
101.0
o 51.0 760 | 150.0176.0 w
et e e e b e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #80265: 1,2,4,8-Tetramethylbicyclo[6.3.0]undeca-2,4-die —

204.0 12.50
m/z 203.10 43.99%
108.0
5000 133.0 161.0
41.0 790
0! HWHNMW‘HW‘H‘NH‘_‘HM‘H —
m/z--> 20 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\BF102624\
Data File : BF140073.D

Acq On : 26 Oct 2024 21:29
Operator : RC/JU

Sample : P4531-01 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 9 Fluoranthene, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.068 2.82 ng 190296  Chrysene-d12 14.051
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 93
2 Pyrene, 1-methyl- 216 C17H12 002381-21-7 92
3 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 90
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 72
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 70
Abundance Scan 1866 (13.068 min): BF140073. D\data ms (-1861) (-] | m/z 216.15 100.00%
216.
94.6 T \
13.00
1631 :
ol 220, 1 1126.0 32 Ml L 2671 3050 hsy 215,10 89.72%
miz--> 50 100 150 200 250 300
Abundance #94579: Fluoranthene, 2-methyl-
216.0
5000 — :
13.00
m/z 213.10 23.94%
108.0
39.0 740 L \“ 1630 \‘ m \‘\
T T T ‘ \ \ T \ T T T T ‘ \ T T T ‘ T T T T ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #94566: Pyrene, 1-methyl-
216.0
T T
13.00
5000 m/z 217.10 19.18%
94.0
0270 630 “ 1250 1630 | |
‘ ‘ o
miz--> 50 100 150 200 250 300
Abundance #94572: 11H-Benzo[b]fluorene —
216.0 13.00
m/z 94.60 16.79%
- MW
0280 630 ‘u 1630, N ‘
R o e e —r
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\BF102624\
Data File : BF140073.D

Acq On : 26 Oct 2024 21:29
Operator : RC/JU

Sample : P4531-01 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 10 11H-Benzo[b]fluorene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.180 4.08 ng 274874  Chrysene-d12 14.051
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 90
2 Pyrene, l-methyl- 216 C17H12 002381-21-7 87
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 87
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 81
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 76
Abundance Scan 1885 (13.180 min): BF140073.D\data.ms (-1878) (- m/z 216.15 100.00%
216.2
= e
63.0 107.5 1631 ‘ 13.00 13.50
ol B30 LI 1631, | 2512288.3326. ./, 51515  79.00%
miz-> 50 100 150 200 250 300
Abundance #94572: 11H-Benzol[b]fluorene
216.0
5000 — =
13.00 13.50
m/z 213.10 21.15%
107.0
O \2\8\-0\ ‘6\3.\()\ \“““\ L \]‘-6\3\.0\ H\ ‘ \H‘\ L ‘ L ‘ LI
miz--> 50 100 150 200 250 300
Abundance #94565: Pyrene, 1-methyl-
216.0
S e
13.00 13.50
5000 m/z 217.15 16.98%
95.0
oleo s00 || 1630 |
miz--> 50 100 150 200 250 300
Abundance #94575: 11H-Benzol[a]fluorene T —
216.0 13.00 13.50
m/z 107.50 11.79%
5000
108.0
oo o | UL
m/z--> 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\BF102624\
Data File : BF140073.D

Acq On : 26 Oct 2024 21:29
Operator : RC/JU

Sample : P4531-01 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 11 11H-Benzo[a]fluorene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.245 2.29 ng 154122  Chrysene-d12 14.051
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 92
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 91
3 Pyrene, l-methyl- 216 C17H12 002381-21-7 90
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 81
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 74
Abundance Scan 1896 (13.245 min): BF140073.D\data.ms (-1892) (- m/z 216.15 100.00%
216.2
— e
650 107.8 1631 13.00 13.50
ol 830 ] 1631, | 254228913%6. 7, 51510  g2.77%
miz-> 50 100 150 200 250 300
Abundance #94577: 11H-Benzo[a]fluorene
216.0
5000 — =
13.00 13.50
108.0 m/z 213.10 23.43%
o e0 | s, |
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz-> 50 100 150 200 250 300
Abundance #94576: 11H-Benzol[b]fluorene
216.0
= -
13.00 13.50
5000 m/z 217.15 16.13%
108.0
oo L aese, |
miz--> 50 100 150 200 250 300
Abundance #94565: Pyrene, 1-methyl- R —
216.0 13.00 13.50
m/z 107.80 13.35%
5000
95.0
oleosoo i aesol j o JUUN
m/z--> 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\BF102624\
Data File : BF140073.D

Acq On : 26 Oct 2024 21:29
Operator : RC/JU

Sample : P4531-01 5X

Misc

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 12 Benzo[e]pyrene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.403 11.43 ng 249761  Perylene-d12 15.533
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 99
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 97
3 Benzo[a]pyrene 252 C20H12 000050-32-8 93
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 93
5 Benzo[b]fluoranthene 252 C20H12 000205-99-2 90
Abundance Scan 2263 (15.404 min): BF140073.D\data.ms (-2259) (-} | m/z 252.20 100.00%
25p.2
w M
125.1 i5_50
ob 740 | 2001, | 3131 3812428. 7, 25010 20.72%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzo[e]pyrene
252.0
5000 T
15.50
m/z 253.15  24.69%
125.0
0?79\9\\8:\)’\0‘ \“\‘H\\‘\\\2\09-\0\“\\“‘\\\\’\\\\’\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138563: BenzolKk]fluoranthene
252.0
e
15.50
5000 m/z 125.10 11.60%
126.0
o 740l mo0 |
m/z--> 50 100 150 200 250 300 350 400
Abundance #138555: Benzo[a]pyrene T
252.0 15.50
m/z 126.10 10.28%
5000
126.0
oL 740, | 2000 | ’ ’ ‘
- e
m/z--> 50 100 150 200 250 300 350 400 15.50

8270-BF101824 .M Mon Oct 28 08:46:41 2024 Page: 16



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102624\
Data File : BF140073.D

Acg On : 26 Oct 2024 21:29
Operator : RC/JU

Sample : P4531-01 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824 .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... 2.163 10.2 ng 412164 1 6.886 812367 20.0
Benzophenone 10.633 2.8 ng 128398 3 9.922 933191 20.0
Anthracene, 2-m... 11.910 2.9 ng 122186 4 11.410 858905 20.0
Phenanthrene, 1... 11.939 4.3 ng 183795 4 11.410 858905 20.0
4H-Cyclopenta[d... 12.027 7.7 ng 330944 4 11.410 858905 20.0
Tricyclo[8.2.2.... 12.210 2.1 ng 90818 4 11.410 858905 20.0
9,10-Dimethylan... 12.463 2.7 ng 116340 4 11.410 858905 20.0
unknown12.498 12.498 2.1 ng 90639 4 11.410 858905 20.0
Fluoranthene, 2... 13.068 2.8 ng 190296 5 14.051 1347970 20.0
11H-Benzo[b]flu... 13.180 4.1 ng 274874 5 14.051 1347970 20.0
11H-Benzo[a]flu... 13.245 2.3 ng 154122 5 14.051 1347970 20.0
Benzo[e]pyrene 15.403 11.4 ng 249761 6 15.533 437073 20.0
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