LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122420\
Data File : BF122860.D

Acqg On : 24 Dec 2020 17:42
Operator : JU/CG

Sample : L5199-01 5X

Misc :

ALS Vvial : 14 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-BF120520.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF122860.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.434 565 569 586 rBv 319786 368981 4.35% 0.369%
2 6.451 739 742 756 rBV 330970 426281 5.03% 0.426%
3 6.816 801 804 812 rVB 726269 645813  7.62%  0.646%
4 7.381 897 900 904 rBV 219506 224477  2.65% 0.224%
5 8.104 1017 1023 1025 rBV2 917197 1011816 11.93% 1.012%
6 8.122 1025 1026 1029 rW 241990 195082 2.30% 0.195%
7 8.692 1120 1123 1127 rBV 349050 308941 3.64% 0.309%
8 8.816 1141 1144 1148 rVB 441733 327200 3.86% 0.327%
9 8.916 1157 1161 1165 rBV2 360980 349662 4.12% 0.350%
10 9.175 1202 1205 1210 rVB 547844 458499 5.41% 0.459%
11 9.257 1216 1219 1222 rBV 395793 390682 4.61% 0.391%
12 9.445 1247 1251 1255 rVV2 228088 283231 3.34% 0.283%
13 9.516 1255 1263 1265 rVV 350153 381940 4.50% 0.382%
14  9.539 1265 1267 1270 rVV 205417 197693 2.33% 0.198%
15 9.581 1270 1274 1276 rVV3 171906 196416 2.32% 0.196%
16 9.634 1280 1283 1288 rVB2 190950 202176 2.38% 0.202%
17 9.786 1307 1309 1312 rVB 400086 312028 3.68% 0.312%
18 9.857 1318 1321 1324 rVB 987308 775144  9.14% 0.775%
19 9.892 1324 1327 1331 rVB2 1096232 1021101 12.04% 1.021%
20 10.016 1343 1348 1352 rBV3 152088 214696  2.53% 0.215%

21 10.063 1352 1356 1360 rVB 660031 591003 6.97%
22 10.286 1392 1394 1397 rVV2 469535 353207 4.17%
23 10.404 1410 1414 1420 rVV 1058966 1007470 11.88%
24 10.492 1427 1429 1431 rVV 217440 230512 2.72%
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[
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B

25 10.563 1438 1441 1444 rVB 253455 247129 2.91% 247%
26 10.645 1452 1455 1459 rVB 441783 439559 5.18% 0.440%
27 10.763 1472 1475 1482 rVB2 389064 535449 6.31% ©.535%
28 10.951 1503 1507 1510 rBv2 229879 283204  3.34% 0.283%
29 11.081 1525 1529 1531 rBV3 138428 180269 2.13% 0.180%
30 11.104 1531 1533 1539 rVW 176082 184138 2.17% 0.184%
31 11.210 1545 1551 1553 rVVv2 374938 448251 5.29%  ©.448%
32 11.239 1553 1556 1562 rVB 588381 569517 6.72% ©.570%
33 11.345 1571 1574 1576 rBV 796365 831935 9.81% ©.832%
34 11.375 1576 1579 1582 rVV 4269956 4241737 50.02%  4.242%
35 11.422 1584 1587 1590 rVV 1737810 1475573 17.40% 1.476%
36 11.580 1607 1614 1621 rBV2 499812 732839 8.64% 0.733%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122420\
Data File : BF122860.D

Acqg On : 24 Dec 2020 17:42
Operator : JU/CG

Sample : L5199-01 5X

Misc :

ALS Vvial : 14 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-BF120520.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.639 1621 1624 1626 rBV2 362787 356805 4.21% ©.357%
38 11.675 1629 1630 1635 rVB2 243506 211987 2.50% 0.212%
39 11.739 1637 1641 1644 rBV 3951551 3356593 39.59%  3.357%
40 11.845 1656 1659 1662 rVV 695980 720748 8.50% 0.721%
41 11.880 1662 1665 1669 rVv2 1578427 1614868 19.04% 1.615%
42 11.922 1669 1672 1675 rVW 437757 462499 5.45% 0.463%
43 11.963 1675 1679 1681 rVV 1379105 1489317 17.56%  1.489%
44 11.980 1681 1682 1687 rVB 557515 403014 4.75% 0.403%
45 12.045 1688 1693 1697 rBV3 255843 373053  4.40% ©.373%
46 12.145 1706 1710 1712 rVV 530955 502087 5.92% ©0.502%
47 12.175 1712 1715 1718 rVB 304018 265542 3.13% ©0.266%
48 12.398 1749 1753 1755 rBV 513093 549508 6.48% ©.550%
49 12.427 1755 1758 1760 rVV 4030711 4699413 55.42% 4.700%
50 12.457 1760 1763 1767 rVV 7062022 8479421 100.00%  8.480%
51 12.492 1767 1769 1772 rVB2 289584 310380 3.66% ©.310%
52 12.533 1772 1776 1778 rBV 2080617 1808151 21.32%  1.808%
53 12.575 1778 1783 1785 rVV 4887431 6205691 73.19% 6.206%
54 12.598 1785 1787 1796 rVV3 2177830 2738442 32.30% 2.739%
55 12.663 1796 1798 1802 rVV3 297045 339582 4.00% ©.340%
56 12.716 1804 1807 1811 rVV 388062 421104 4.97% 0.421%
57 12.804 1814 1822 1826 rVB2 4477539 6229120 73.46% 6.230%
58 12.845 1826 1829 1833 rVB2 292931 376280 4.44% ©.376%
59 12.916 1837 1841 1842 rBV 320743 370733  4.37% 0.371%
60 12.927 1842 1843 1846 rVW 467316 375145 4.42% 0.375%
61 12.957 1846 1848 1852 rVB 296013 319429 3.77% ©.319%
62 13.010 1852 1857 1860 rBV2 464357 736216 8.68% 0.736%
63 13.122 1868 1876 1879 rBV2 1153941 1637721 19.31% 1.638%
64 13.163 1879 1883 1884 rBV3 255927 285643 3.37% ©.286%
65 13.186 1884 1887 1890 rVB 794885 741950  8.75% 0.742%
66 13.227 1890 1894 1896 rBV2 558054 641406 7.56% 0.641%
67 13.251 1896 1898 1901 rVB2 327423 329015 3.88% ©.329%
68 13.316 1906 1909 1911 rVV 389600 295838 3.49%  ©.296%
69 13.345 1911 1914 1918 rVB 393246 402080 4.74% 0.402%
70 13.422 1924 1927 1934 rVB6 214907 417958 4.93% 0.418%
71 13.633 1960 1963 1967 rVV 383139 419534  4.95% 0.420%
72 13.686 1968 1972 1975 rVB5 310250 380605 4.49%  0.381%
73 13.739 1977 1981 1983 rBV 647925 638062 7.52% ©.638%
74 13.769 1983 1986 1988 rVV 549269 562245 6.63% 0.562%
75 13.792 1988 1990 1995 rVVv2 488329 735120 8.67% ©.735%

76 13.839 1995 1998 2002 rVB 395882 438144 5.17% ©.438%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122420\
Data File : BF122860.D

Acqg On : 24 Dec 2020 17:42
Operator : JU/CG

Sample : L5199-01 5X

Misc :

ALS Vvial : 14 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-BF120520.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
77 13.922 2008 2012 2016 rVB2 244037 397204 4.68% ©.397%
78 13.986 2016 2023 2027 rBV2 2886686 4809677 56.72% 4.810%
79 14.022 2027 2029 2036 rVB 2640206 2628230 31.00% 2.628%
80 14.098 2040 2042 2047 rVWW 737683 645472  7.61%  0.646%
81 14.145 2047 2050 2055 rVV5 220145 360220 4.25% ©.360%
82 14.221 2058 2063 2065 rVB2 231157 330650 3.90% 0.331%
83 14.339 2080 2083 2085 rVV2 265661 230296 2.72% 0.230%
84 14.380 2085 2090 2092 rVV 599233 665997 7.85% 0.666%
85 14.410 2092 2095 2099 rVB 301421 266259 3.14%  ©.266%
86 14.451 2099 2102 2104 rBV3 279768 337086 3.98% ©.337%
87 14.504 2108 2111 2113 rVV 340862 298519 3.52% ©.299%
88 14.521 2113 2114 2117 rVB 297810 193529 2.28% ©.194%
89 14.692 2141 2143 2152 rVB6 205757 327660 3.86% 0.328%
90 14.874 2170 2174 2181 rBV3 412481 597863 7.05% ©.598%
91 15.045 2196 2203 2205 rBV 2185724 3901567 46.01%  3.902%
92 15.139 2216 2219 2223 rVB 579394 585380 6.90% 0.585%
93 15.339 2248 2253 2259 rVB 1445933 2057131 24.26%  2.057%
94 15.410 2259 2265 2268 rVV 2157701 2951747 34.81%  2.952%
95 15.463 2270 2274 2276 rVV 848495 1048092 12.36% 1.048%
96 15.492 2276 2279 2285 rVB 804022 1034621 12.20% 1.035%
97 16.015 2365 2368 2373 rVB2 163460 213565 2.52% 0.214%
98 16.927 2516 2523 2528 rBV 985113 1875397 22.12% 1.876%
99 17.368 2591 2598 2607 rVB 717189 1642529 19.37% 1.643%
100 17.598 2633 2637 2642 rBV 165486 308035 3.63% ©.308%

Sum of corrected areas: 99990826
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122420\
BF122860.D

: 24 Dec 2020 17:42

Ju/CaG
L5199-01 5X

: 14  Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF122860.D\data.ms

5.434

6.816

6.451 7.381

Time-->

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

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

TIC: BF122860.D\data.ms

12.457

12.575
12.804

0
Time-->
Abundance
7000000
6000000
5000000
4000000

3000000

2000000

100000073

14
\y
— — —
10.00 10.50 11.00

TIC: BF122860.D\data.ms

15.045 15.410

NI
[

\ \ —
12.50 13.00

Time-->

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122420\
Data File : BF122860.D

Acqg On : 24 Dec 2020 17:42
Operator : JU/CG

Sample : L5199-01 5X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Tetradecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.257 10.08 ng 390682  Acenaphthene-d10 9.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 95
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 90
4 Tridecane, 7-propyl- 226 C1l6H34 055045-09-5 86
5 Tridecane 184 C13H28 000629-50-5 86

Abundance Scan 1219 (9.257 min): BF122860.D\data.ms (-1216) (-) m/z 57.10 100.00%
57.1

NI E
h 1131 1410 160.2 1981 9.00 9.20 9.40 9.60
Oberrrh bl 21024101692 1981 0 4305 77.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59879: Tetradecane
57.0
5000 L AL B I LR L
8.0 9.00 9.20 9.40 9.60
29.0 m/z 71.10 62.42%
ll
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane
57.0
RN Rt
9.00 9.20 9.40 9.60
5000 m/z 85.10 38.93%
85.0
29.0
0 ‘\‘ \‘\ H\ H\ A 113 0 141 0 169.0 226.0
e bl s e T e TR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48894: Decane, 2,3,5-trimethyl- A BB RRR AR
57.0 9.00 9.20 9.40 9.60
m/z 41.05 38.87%
5000 85.0
29.0 141.0
Y 2 T S - B B e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122420\
Data File : BF122860.D

Acqg On : 24 Dec 2020 17:42
Operator : JU/CG

Sample : L5199-01 5X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Naphthalene, 2,3-dimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
9.516 9.85 ng 381940  Acenaphthene-d10 9.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
3 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
4 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96

Abundance Scan 1263 (9.516 min): BF122860.D\data.ms (-1255) (-) m/z 156.05 100.00%
156.1

5000
571 115.0 A R M
| 77.0 ‘ #351 ﬁﬁ 9.50
bty BOML L 1901 s 14105 93.73%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28469: Naphthalene, 2,3-dimethyl-
141.0
5000 Py :
9.50
115.0 m/z 155.10 30.26%
76.0 ‘
51.0
27.0
O\\\’\1\\‘\\\\“1\‘\“““\\‘\\‘\\\\‘\“!‘\\“\\M’\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28483: Naphthalene, 2,7-dimethyl-
156.0
A s T ‘
9.50
5000 m/z 115.00  20.16%
77.0
a0 0 100 70 Il
oH‘,m‘_‘uu‘uumHu_m_uwhu  EARRR R
miz-> 20 40 60 80 100 120 140 160 180
Abundance #28472: Naphthalene, 2,6-dimethyl- — ‘
156.0 9.50
m/z 157.10 15.50%
77.0 115.0
510
oL 270 I, |l || I [\AA

H\,\\H‘\\H‘\\H‘\\\w\\\w\\\w\\
m/z--> 20 40 60 80 100 120 140 160 180 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122420\
Data File : BF122860.D

Acqg On : 24 Dec 2020 17:42
Operator : JU/CG

Sample : L5199-01 5X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Hexadecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

10.286 9.11 ng 353207 Acenaphthene-d10 9.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Tetradecane 198 C14H30 000629-59-4 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 80
5 Dodecane 170 C12H26 000112-40-3 80

Abundance Scan 1394 (10.286 min): BF122860.D\data.ms (-1392) (- m/z 57.10 100.00%
57.1

> o W
1000 10.50
1131 155.1 : :
ow_m‘MHW“WH“_mh_wwwlﬁzulwm?ﬁ‘?? m/z 43.10  69.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83026: Hexadecane
57.0
5000 85.0 e S
10.00 10.50
m/z 71.10 65.18%
29.0 ‘ 113
226.0
O\\\\‘\\\\‘\\\!‘\\Hl\‘w‘\\\H“\\‘H\‘\“\%%i%?‘\]‘-\egf)‘\%\gz\()\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59879: Tetradecane
57.0
P — =
10.00 10.50
5000 85.0 m/z 85.10 44.19%
290‘
113.0 1980
O b 901420 3600 1980
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71393: Pentadecane R 7
57.0 10.00 10.50
m/z 41.05 35.48%
5000 85.0
29.0
0 \‘ 1l H \‘\ A ‘11“30 1410 169.0 212.0
R R L o R R —— —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122420\
Data File : BF122860.D

Acqg On : 24 Dec 2020 17:42
Operator : JU/CG

Sample : L5199-01 5X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Tridecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.763 12.87 ng 535449  Phenanthrene-d10 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 94
2 Tridecane 184 C13H28 000629-50-5 91
3 Dodecane 170 C12H26 000112-40-3 87
4 Octadecane 254 C18H38 000593-45-3 83
5 Heneicosane 296 C21H44 000629-94-7 83
Abundance Scan 1475 (10.763 min): BF122860.D\data.ms (-1472) (. m/z 57.10 100.00%
57.1
1050  11.00
113.1 169.1 . .
140.1
oH‘_MM"“um”:‘_uH“Hmmm,‘H‘,H‘w!‘l‘g‘?}w‘z‘f‘?‘f m/z 43.10 68.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59880: Tetradecane
57.0
5000 85.0 e ke
10.50 11.00
29.0 m/z 71.10 67.23%
H\‘H\\‘HH‘HH‘\\H‘\\1\‘\\H’\H\’\H\‘\H\‘H\\‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48833: Tridecane
57.0
T —
10.50 11.00
m/z 85.05 46.54%
5000 o, 85.0 /
Ll me0imo 1840
0H"mqMH‘Hh“m“‘\““m,‘H‘,Hu‘mwuwmwu
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38316: Dodecane R —
43.0 10.50 11.00
m/z 41.10 33.07%
71.0
5000
‘ ‘ H 98.0 1270 170.0
o S 1 0 e S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122420\
Data File : BF122860.D

Acqg On : 24 Dec 2020 17:42
Operator : JU/CG

Sample : L5199-01 5X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Heneicosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.210 10.78 ng 448251  Phenanthrene-d10 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 74
2 Heptadecane 240 C17H36 000629-78-7 74
3 Tetracosane 338 C24H50 000646-31-1 74
4 Pentadecane 212 C15H32 000629-62-9 72
5 Tetradecane 198 C14H30 000629-59-4 72
Abundance Scan 1551 (11.210 min): BF122860.D\data.ms (-1545) (- m/z 57.10 100.00%
57.1
> J\be%wkaKmM\MkAﬂk
99, —— —
‘ 1410 182.1 11.00 11.50
- S “‘ Laped o 2943 m/z o43.10  73.72%
miz-> 50 100 150 200 250 300
Abundance #141425: Heneicosane
57.0
5000 - ik
11.00 11.50
99.0 m/z 71.05 73.01%
01\5.\0‘1 ‘\" H‘ ‘H‘ h‘ \H‘\ \4\]_ O\ ]\_8\3\0 \22\5\(\) T \2?6‘.(\)\ T
miz--> 50 100 150 200 250 300
Abundance #94346: Heptadecane
57.0
—— —
11.00 11.50
5000 m/z 85.10 50.90%
99.0
otsd |||y 110180 2000
miz--> 50 100 150 200 250 300
Abundance #175557: Tetracosane T ——
57.0 11.00 11.50
m/z 41.10 34.30%
5000
.0
ol L Ll ) 1410 1830 2250 2670 338
Ll B e AL A e S B —— ——
m/z--> 50 100 150 200 250 300 11.00 11.50

8270-BF120520.M Fri Dec 25 17:06:15 2020 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122420\
Data File : BF122860.D

Acqg On : 24 Dec 2020 17:42
Operator : JU/CG

Sample : L5199-01 5X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.739 80.69 ng 3356590  Phenanthrene-d10 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 95
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 90
4 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 87
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
Abundance Scan 1641 (11.739 min): BF122860.D\data.ms (-1637) (1 m/z 74.00 100.00%
74.0
5000
43.1
143.1 T R
M\ || rort 1852 (% 570 11.50 12.00
owwHH_uhu“vl‘J“m,m_Hwm,mH_ww\ww‘ m/z 87.05  74.29%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 o U
43.0 1150 12.00
143.0 ITI z 32.41%
‘u \“ ‘\‘ h\lc\)\lo | 17\10\199022\70 270.0
O\‘HH‘HH‘\\‘\\‘\‘H\“HH’\H\‘\H\‘HH’HH‘HH‘HH‘HH‘H‘H‘
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
1150 1200
5000{ 43.0 m/z 27.14%
Ll Lo 189 1650 2270 o
“H‘w‘H‘_H‘_‘H‘H‘w‘H‘_‘H‘HH,H‘W‘H‘_‘H‘H‘W‘H‘
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #84485: Tridecanoic acid, methyl ester
74.0 11 50 12 00
m/z 25.46%
5000y 43.0
| || 1010 1430 185.0 2280
owHHUHH_wmn‘mH,‘JH_HwHH,J‘w‘wwwww
m/z--> 20 40 60 80 100120140160 180200220240 260 11 50 12 00

8270-BF120520.M Fri Dec 25 17:06:15 2020 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122420\
Data File : BF122860.D

Acqg On : 24 Dec 2020 17:42

Operator Ju/caG

Sample : L5199-01 5X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Anthracene, 2-methyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.845 17.33 ng 720748  Phenanthrene-die 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 96
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93
3 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 93
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 90
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 87

Abundance Scan 1659 (11.845 min): BF122860.D\data.ms (-1656) (1  m/z 192.10 100.00%

192.1
5000

I T
63.0 94.6 13901651 “ 11.50 12.00
e A 2412 4/7 191.85  59.32%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #54749: Phenanthrene, 2-methyl-
192.0
‘ =

o

5000 \
11.50 12.00
m/z 189.10 30.60%
165.0
ol 270 630 960 1390 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #54735: Anthracene, 2-methyl-
192.0 \
— e
11.50 12.00
5000 ITI/Z 193.10 16.75%
83.0 165.0
0 39.0 R | 113'0139'0 h‘ . \H
A R e e AR R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #54754: Phenanthrene, 3-methyl- e —
192.0 11.50 12.00

m/z 190.10  15.83%

5000
o270 630 %40 13991000 I

T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.50 12.00

8270-BF120520.M Fri Dec 25 17:06:16 2020 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122420\
Data File : BF122860.D

Acqg On : 24 Dec 2020 17:42
Operator : JU/CG

Sample : L5199-01 5X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Phenanthrene, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.881 38.82 ng 1614870  Phenanthrene-d10 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 98
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 97
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 96
4 Anthracene, 9-methyl- 192 C15H12 000779-02-2 96
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 92

Abundance Scan 1665 (11.880 min): BF122860.D\data.ms (-1662) (1  m/z 192.10 100.00%
192.1

5000
43.1 73.0
— .
L 28| s
o‘H_m_uH_WMULm‘u]uwm‘uwe‘mmuw“_www m/z 191.18  58.23%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #54750: Phenanthrene, 2-methyl-
192.0
5000 - LA
11.50 12.00
4o 165.0 m/z 73.00 34.48%
ol 27.0 630 10 1260 | |
\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #54746: Phenanthrene, 1-methyl-
192.0 K
e
11.50 12.00
5000 m/z 43.10  28.95%
165.0
270 630 9.0 1260 | |
AR SR e e L e o
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #54735: Anthracene, 2-methyl- = e
192.0 11.50 12.00
m/z 60.00 28.39%
5000
165.0
ol 390 83"0“1150 | M
e R e e e e e — =
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 11.50 12.00

8270-BF120520.M Fri Dec 25 17:06:16 2020
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122420\
Data File : BF122860.D

Acqg On : 24 Dec 2020 17:42
Operator : JU/CG

Sample : L5199-01 5X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Phenanthrene, 3-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

11.922 11.12 ng 462499  Phenanthrene-d10 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 97
2 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 95
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 94
4 Naphtho[2,3-b]norbornadiene 192 C15H12 107426-38-0 93
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 93

Abundance Scan 1672 (11.922 min): BF122860.D\data.ms (-1669) (- m/z 192.10 100.00%

192.1
5000
.
82,5 139116"5-1 “ 12.00
O 200, | 111001891 | | ]l 2241 2600 .7 191,10 49.96%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #54749: Phenanthrene, 2-methyl-
192.0
5000 T

12.00
m/z 189.05 24.21%

165.0
270 63.0 9.0 1390

O‘HH‘H\\"\\H‘H\‘\‘HH‘HH‘\H\“H\}‘\w \‘HH‘\\H‘HH‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54747: Phenanthrene, 3-methyl-
192.0
VSN
12.00
5000 ITI/Z 193.10 18.29%
96.0
paro, 630 *T0 13901650 |
s LR AR ARRAREREAS S S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54738: Anthracene, 9-methyl- ——
192.0 12.00
m/z 165.10 12.82%
- MMMJ\MW\/\/‘
0l28:0  63.0 250 13901??9\h
AR AL AR Ea R Ra R et S e RS RN —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00

8270-BF120520.M Fri Dec 25 17:06:17 2020 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122420\
Data File : BF122860.D

Acqg On : 24 Dec 2020 17:42
Operator : JU/CG

Sample : L5199-01 5X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 4H-Cyclopenta[def]phenanthrene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.963 35.80 ng 1489320  Phenanthrene-d10 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 94
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 59
3 Thiophene-3-carboxaldehyde, 5-ch... 190 C5H4BCl03S 036155-87-0 52
4 2,3,5,6-Tetramethylterephthalald... 190 C12H1402 007072-01-7 47
5 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 42

Abundance Scan 1679 (11.963 min): BF122860.D\data.ms (-1675) (1  m/z 190.10 100.00%

19p.1
5000
94.5
1200
631 ‘ 13041631
0L 220 i it e ol 2282 m/z 189.10 95.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53203: 4H-Cyclopenta[deflphenanthrene
190.0
5000 e
94.0 1200
4 m/z 192.10  39.05%
ol 300630 | 137.0 163.0 M
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189.0
—
12.00
5000 ITI/Z 191.10 35.86%
94.0
163.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53266: Thiophene-3-carboxaldehyde, 5-chloro-2-dihydrc
190.0 1200
m/z 94.50 21.48%
5000
o! B RRSERRRRRE -~4~A~M“k
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00

8270-BF120520.M Fri Dec 25 17:06:18 2020 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122420\
Data File : BF122860.D

Acqg On : 24 Dec 2020 17:42
Operator : JU/CG

Sample : L5199-01 5X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 1H-Cyclopropa[l]phenanthren... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.980 9.69 ng 403014  Phenanthrene-d10 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 90
2 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 90
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 90
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 87
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 87
Abundance Scan 1682 (11.980 min): BF122860.D\data.ms (-1681) (1  m/z 192.10 100.00%
192.1
5000 L
—A—
1o 946 16"5.1 ’ 1200
Obrerrrr$30 T 1380, | | 2221 2565 0 10116 ge.09%
m/z--> 20 40 60 80 100120140 160180200 220 240
Abundance #54735: Anthracene, 2-methyl-
1 k4A_NAMﬂW
5000 1
12.00

m/z 165.10  14.56%

165.0
O 390 " \83‘.0‘ 115'0 " U‘ i \‘H
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #54763: 1H-Cyclopropa[l]jphenanthrene,1a,9b-dihydro-
192.0
o
12.00
5000 ITI/Z 193.10 12.73%
165.0
0,270 80 %0120 | |
e e pren pe e e b e e e
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #54750: Phenanthrene, 2-methyl- —
192.0 12.00
m/z 189.10 6.70%
5000
94.0 165.0
0 27.0 630 | M 1260\ n h‘\ ! MH W‘/\M
e e e e e e e e R e
m/z--> 20 40 60 80 100120140160 180200220240 12.00

8270-BF120520.M Fri Dec 25 17:06:18 2020
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122420\
Data File : BF122860.D

Acqg On : 24 Dec 2020 17:42
Operator : JU/CG

Sample : L5199-01 5X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 Tetracosane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.045 8.97 ng 373053  Phenanthrene-d10 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 92
2 Tetracosane 338 (C24H50 000646-31-1 76
3 Pentadecane 212 C15H32 000629-62-9 74
4 Hexadecane 226 C16H34 000544-76-3 70
5 Hexacosane 366 C26H54 000630-01-3 68

Abundance Scan 1693 (12.045 min): BF122860.D\data.ms (-1688) (1 m/z 57.10 100.00%
57.1

99.1 197.1 T !
12.00
L g g 2420 | 2381
R m/z 71.10 70.88%
m/z--> 50 100 150 200 250 300
Abundance #59880: Tetradecane
57.0
5000 —— |
12.00
m/z 43.10 67.02%
99.0
OL\S.\Q‘\ ‘\“‘H\ ‘!‘ \“‘\ ““ \“ \%4}.’0\ T \1\9?.(\)\ T ‘ T T T ‘ T T T
m/z--> 50 100 150 200 250 300
Abundance #175557: Tetracosane
57.0
T [
12.00
5000 ITI/Z 85.10 49,36%
99.0
ol L1117, 14101830 2250 267.0 338
e e  BARERSE T S
m/z--> 50 100 150 200 250 300
Abundance #71395: Pentadecane T
57.0 12.00
m/z 41.10 30.50%
5000
L1 P70 1a10 - 2120 J‘/g
o4 p‘ﬂﬂuﬂ‘hm e =
m/z--> 50 100 150 200 250 300 12.00

8270-BF120520.M Fri Dec 25 17:06:19 2020 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122420\
Data File : BF122860.D

Acqg On : 24 Dec 2020 17:42
Operator : JU/CG

Sample : L5199-01 5X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 Naphthalene, 2-phenyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.145 12.07 ng 502087 Phenanthrene-d10 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-phenyl- 204 C16H12 000612-94-2 86
2 5,16[1',2']:8,13[1'",2"'']-Dibenz... 408 C32H24 005672-97-9 86
3 Tricyclo[8.2.2.2(4,7)]hexadeca-2... 204 C1l6H12 006572-60-7 81
4 9,10-Bis(bromomethyl)anthracene 362 C1l6H12Br2 034373-96-1 52
5 1,4-Ethenoanthracene, 1,4-dihydro- 204 C16H12 027765-96-4 50
Abundance Scan 1710 (12.145 min): BF122860.D\data.ms (-1706) (.  m/z 204.10 100.00%
204.1
5000
IO LAV
55.0 101.1 1521 12.00 12.50
b 2Pt M 2582 m/z 202.10  37.12%
mlz--> 50 100 150 200 250 300 350 400
Abundance #64600: Naphthalene, 2-phenyl-
204.0
5000 —— —
12.00 12.50
m/z 203.10  29.20%
101.0
0 51Q L ‘h 1520\ Ay
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #215197: 5,16[1',2']:8,13[1",2"]-Dibenzenodibenzo[a,g]cy
204.0
R o]
12.00 12.50
5000 m/z 205.10 16.94%
39.0 10104550 313.0 408.(
o e R E e e R
miz--> 50 100 150 200 250 300 350 400
Abundance #64614: Tricyclo[8.2.2.2(4,7)lhexadeca-2,4,6,8,10,12,13, o —
204.0 12.00 12.50
m/z 101.10 10.12%
5000
101.0
NI TITNE. Y I P PRV i
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\BF122420\
Data File : BF122860.D

Acqg On : 24 Dec 2020 17:42
Operator : JU/CG

Sample : L5199-01 5X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 Phenanthrene, 2,5-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.398 13.21 ng 549508 Phenanthrene-d10 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2,5-dimethyl- 206 C1l6H14 003674-66-6 97
2 Phenanthrene, 1,7-dimethyl- 206 Cl6H14 000483-87-4 92
3 di-p-Tolylacetylene 206 Cl6H14 002789-88-0 91
4 Phenanthrene, 3,6-dimethyl- 206 C1l6H14 001576-67-6 90
5 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 90

Abundance Scan 1753 (12.398 min): BF122860.D\data.ms (-1749) (-  m/z 206.10 100.00%
206.

06
5000
12‘0(5 5.2‘56
89.0 178.JM - .
152.1
O‘\m‘\\\6\‘3‘[9\,‘\1‘\‘\““}\]7\5"9”\‘\w‘l\‘u\\1“‘\‘1l‘u‘hl‘m‘%?’ﬁ'%wu m/z 191.10  46.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #66257: Phenanthrene, 2,5-dimethyl-
206.0
5000 = e
12.00 12.50
101.0 m/z 189.05 24.54%
' 165.0 ‘
O%\?\.\()\‘\\\6\\‘?’\.\()\‘1’\1‘\“\ih‘l\\\‘\\l\s\‘g\.\oh‘\‘Hi”‘\\M\M‘H\‘HH‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #66261: Phenanthrene, 1,7-dimethyl-
206.0 JLL
12.00 12.50
5000 m/z 205.10  23.85%
102.0
0 ‘?%-9“_‘7‘6\',9:&”‘u‘um_‘l??;?‘l‘??}o‘h_“‘WHWHWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #66238: di-p-Tolylacetylene = T
206.0 12.00 12.50
m/z 207.10  14.35%
B M
ol 300 7601020 13901650 | J
R e aa L a RAGAAARAERaEEESES S e o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122420\
Data File : BF122860.D

Acqg On : 24 Dec 2020 17:42

Operator Ju/caG

Sample L5199-01 5X

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST11.L
LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 9,12-Octadecadienoic acid, Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.428 112.97 ng 4699410 Phenanthrene-di10 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
3 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
4 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
5 Methyl 10-trans,12-cis-octadecad... 294 C19H3402 1000336-44-2 98

Abundance Scan 1758 (12.427 min): BF122860.D\data.ms (-1755) (1 m/z 67.05 100.00%
67.0

5000
09.1
b
150.1 12.50
2631 2
0 ‘Smb‘ 18912202 - ??4‘ m/z 81.10 86.39%
miz--> 50 100 15 200 250
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
67.0
5000 T
12.50
09.0 m/z 55.10 62.23%
oLb— L‘“H“ “VH‘ ‘M‘h‘ H“\ ‘Hh‘“u‘ H ‘\‘ T ‘26‘?‘0‘29‘4‘(:
miz--> 50 200 250
Abundance  #139716: 10,13—Octadecad|enoic acid, methyl ester
67.0
Ea
12.50
5000 ITI/Z 95.10 58.59%
09.0 294.C
29.0 ‘ 263.0
150.0 :
ol 181.0 2200 ‘ 1 -t
Miz--> 50 100 150 200 250
Abundance  #139708: 9,12-Octadecadienoic acid, methyl ester e
67.0 12.50
m/z 41.10 51.98%
5000
29.0 09.0
294.C
oL LI | ‘u“ lull uh ‘nhwu”‘ m L 2230 26307 L
mlz--> 100 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122420\
Data File : BF122860.D

Acqg On : 24 Dec 2020 17:42
Operator : JU/CG

Sample : L5199-01 5X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 9-Octadecenoic acid (Z)-, m... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.457 203.85 ng 8479420 Phenanthrene-d10 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99
3 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99
4 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 99
5 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 99
Abundance Scan 1763 (12.457 min): BF122860.D\data.ms (-1760) (- m/z 55.10 100.00%
5!:
5000
—5
H 12.50
ob— Uw‘“ m/z 69.10  69.47%
m/z--> 50 100 150 200 250 300
Abundance #141302: 9-Octadecenoic acid (Z)-, methyl ester
53.0
5000 8.0 7
12.50
23.0 m/z 41.10 66.52%
‘ ‘ WA ‘ 180.0 222.0 264.02
02‘5“0“\“ | il \‘ H\H\\H‘MH\‘\\ ull ks ‘1 e 1“ T ‘H‘ . ‘9\6‘0
miz--> 50 100 150 200 250 300
Abundance #141286: 13-Octadecenoic acid, methyl ester
55.0
—
12.50
5000 m/z 74.10 63.16%
87.0
264.0
UL e, o 220 T s
ok, h‘ ““ Il I, M d mu g m BT - 1“‘\ - ““ : ‘\"
miz--> 50 100 150 200 250 300
Abundance #141288: 16-Octadecenoic acid, methyl ester R
55.0 12.50
m/z 83.10 57.32%
5000 87.0
264.0
23.0  180.0 222.0 ‘
ok H“ “u‘ H“ ‘M “ ol \H\‘u bt b - ;L‘ : “‘ ‘2‘96‘0 s LY
mlz--> 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122420\
Data File : BF122860.D

Acqg On : 24 Dec 2020 17:42
Operator : JU/CG

Sample : L5199-01 5X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 7,12-Dihydrobenzo[k]fluoran... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

14.874 11.41 ng 597863 Perylene-di2 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7,12-Dihydrobenzo[k]fluoranthene 254 C20H14 1000080-17-7 72
2 Benz(a)anthracene-7-carbonitrile 253 C19H11N 007476-08-6 42
3 2H-Pyrazolo[3',4':5,6]pyrimido[2... 254 C13H10N402 1000318-77-9 38
4 4,5-Dihydrobenzo[e]pyrene 254 C20H14 095676-42-9 35
5 1,1'-Binaphthalene 254 C20H14 000604-53-5 22

Abundance Scan 2174 (14.874 min): BF122860.D\data.ms (-2170) (-} m/z 58.05 100.00%

58.0 253.1
5000
o M
126.1 2663 14.50 15.00
ol o1 20020 [ 3001 3863 oes 1 g6.41%
mlz--> 50 100 150 200 250 300 350
Abundance #105931: 7,12-Dihydrobenzo[k]fluoranthene
252.0
5000 = S
126.0 14.50 15.00
m/z 254.10 45.24%
O\\\‘\\\\“\‘“}“\\‘\\\\‘\\h‘\\ \\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #104903: Benz(a)anthracene-7-carbonitrile
2538.0
T —
14.50 15.00
5000 m/z 252.10 18.10%
o630 %510 2000, |
e e e g R B S
miz--> 50 100 150 200 250 300 350
Abundance #105199: 2H-Pyrazolo[3',4":5,6]pyrimido[2,1-alisoindole-4 = —
2538.0 14.50 15.00
m/z 256.10 12.87%
5000
‘ 130.0
o34l 1 i oo | WY )
mlz--> 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\BF122420\
Data File : BF122860.D

Acqg On : 24 Dec 2020 17:42
Operator : JU/CG

Sample : L5199-01 5X

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 19 Benzo[e]pyrene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.139 11.17 ng 585380 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 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 93
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 90
5 Perylene 252 C20H12 000198-55-0 89

Abundance Scan 2219 (15.139 min): BF122860.D\data.ms (-2216) (-  m/z 252.10 100.00%

25p.1
5000
— 5
125.0 15.00 15.50
ob 740 J 1 2001, | 3021 3692 ./, 356.16  29.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104217: Benzo[e]pyrene
252.0
5000 — =
15.00 15.50
m/z 253.10  25.36%
125.0
0B9.0 830 | 2000, |
\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #104218: Benzo[a]pyrene
252.0
= —~
15.00 15.50
5000 m/z 125.00 11.72%
126.0
ol 740 | 2000,
-
m/z--> 50 100 150 200 250 300 350 400
Abundance #104227: Benz[e]acephenanthrylene e —
252.0 15.00 15.50
m/z 126.00  11.48%
5000
126.0
0B9.0 830 ‘\\ 2000, |
T i o B e BB A A . .
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\BF122420\
Data File : BF122860.D

Acqg On : 24 Dec 2020 17:42
Operator : JU/CG

Sample : L5199-01 5X

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Tetradecane 9.257 10.1 ng 390682 3 9.857 775144 20.0
Naphthalene, 2,... 9.516 9.8 ng 381940 3 9.857 775144 20.0
Hexadecane 10.286 9.1 ng 353207 3 9.857 775144 20.0
Tridecane 10.763 12.9 ng 535449 4 11.345 831935 20.0
Heneicosane 11.210 10.8 ng 448251 4 11.345 831935 20.0
Hexadecanoic ac... 11.739 80.7 ng 3356590 4 11.345 831935 20.0
Anthracene, 2-m... 11.845 17.3 ng 720748 4 11.345 831935 20.0
Phenanthrene, 2... 11.881 38.8 ng 1614870 4 11.345 831935 20.0
Phenanthrene, 3... 11.922 11.1 ng 462499 4 11.345 831935 20.0
4H-Cyclopenta[d... 11.963 35.8 ng 1489320 4 11.345 831935 20.0
1H-Cyclopropa[l... 11.980 9.7 ng 403014 4 11.345 831935 20.0
Tetracosane 12.045 9.0 ng 373053 4 11.345 831935 20.0
Naphthalene, 2-... 12.145 12.1 ng 502087 4 11.345 831935 20.0
Phenanthrene, 2... 12.398 13.2 ng 549508 4 11.345 831935 20.0
9,12-Octadecadi... 12.428 113.0 ng 4699410 4 11.345 831935 20.0
9-Octadecenoic ... 12.457 203.8 ng 8479420 4 11.345 831935 20.0
7,12-Dihydroben... 14.874 11.4 ng 597863 6 15.463 1048090 20.0
Benzo[e]pyrene 15.139 11.2 ng 585380 6 15.463 1048090 20.0
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