LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31821\
Data File : BF123394.D

Acqg On : 18 Mar 2021 20:59
Operator : JU/CG

Sample : M1713-01

Misc :

ALS Vvial : 17 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-BF031721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123394.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.122 3 6 14 rVB2 33359 53283 1.26% 0.124%
2 5.004 492 496 506 rVB 60337 83404 1.98% 0.195%
3 5.416 562 566 580 rBV 4032211 4014129 95.23% 9.375%
4 6.433 735 739 757 rBV 3930848 4215172 100.00%  9.844%
5 6.628 767 772 777 rBV4 48202 84156 2.00% 0.197%
6 6.786 796 799 803 rBV 1355151 1188426 28.19% 2.776%
7 7.351 891 895 900 rBV 2734196 2694356 63.92% 6.293%
8 8.075 1012 1018 1020 rBV 1818803 1617135 38.36% 3.777%
9 8.092 1020 1021 1026 rVB 199140 138829 3.29% 0.324%
10 9.151 1196 1201 1204 rBV 4572032 4113280 97.58% 9.606%
11 9.233 1211 1215 1217 rBV 66127 65414 1.55% ©.153%
12 9.545 1264 1268 1272 rBV 384433 362058 8.59% 0.846%
13 9.639 1281 1284 1290 rBv4 42619 58963 1.40% 0.138%
14 9.686 1290 1292 1298 rVB 216419 211916 5.03% 0.495%
15 9.763 1302 1305 1307 rVB 65943 46810 1.11% ©0.109%
16 9.827 1312 1316 1320 rBV 2056897 1655922 39.28% 3.867%
17 10.033 1347 1351 1355 rVB3 50051 54717 1.30% 0.128%
18 10.233 1381 1385 1387 rBvV2 45863 53450 1.27% 0.125%
19 10.263 1387 1390 1392 rVB 56172 52849 1.25% 0.123%
20 10.374 1406 1409 1414 rBv4 37695 54221 1.29% 0.127%
21 10.480 1422 1427 1433 rBV2 66173 90681 2.15% ©0.212%
22 10.621 1444 1451 1454 rBV 2037886 2062948 48.94% 4.818%
23 10.745 1468 1472 1479 rVB2 132727 193302 4.59% 0.451%
24 10.886 1493 1496 1499 rBV 51244 45779 1.09% 0.107%
25 10.927 1499 1503 1506 rBV5 36213 58082 1.38% 0.136%
26 11.121 1534 1536 1540 rVB 55548 51307 1.22% 0.120%
27 11.168 1540 1544 1545 rBV3 42048 47476  1.13% 0.111%
28 11.216 1549 1552 1557 rVB2 69101 77836 1.85% ©.182%
29 11.274 1557 1562 1565 rBV2 38300 48097 1.14% 0.112%
30 11.316 1565 1569 1572 rBV 1643069 1444015 34.26% 3.372%
31 11.339 1572 1573 1575 rVW 243937 135641 3.22% 0.317%
32 11.392 1579 1582 1585 rVB 141752 135976 3.23% 0.318%
33 11.427 1585 1588 1591 rBV3 51492 56799 1.35% 0.133%
34 11.574 1610 1613 1617 rVB4 39571 63678 1.51% 0.149%
35 11.610 1617 1619 1624 rBV2 89890 72806 1.73% 0.170%
36 11.710 1633 1636 1638 rVB 68124 54708 1.30% 0.128%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31821\
Data File : BF123394.D

Acqg On : 18 Mar 2021 20:59
Operator : JU/CG

Sample : M1713-01

Misc :

ALS Vvial : 17 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-BF031721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.821 1651 1655 1657 rBV 84281 102880 2.44%  ©.240%
38 11.851 1657 1660 1665 rVV 560665 599840 14.23% 1.401%
39 11.898 1665 1668 1671 rVV2 136648 194670 4.62%  0.455%
40 11.933 1671 1674 1682 rVB3 208094 330121 7.83% 0.771%
41 12.021 1683 1689 1692 rVV6 75112 142673 3.38% ©.333%
42 12.057 1693 1695 1697 rVv3 60947 64244  1.52% 0.150%
43 12.098 1699 1702 1707 rVV3 158053 207342  4.92%  0.484%
44 12.139 1707 1709 1713 rVB3 71242 79102 1.88% ©.185%
45 12.263 1725 1730 1733 rBV2 227924 239862 5.69% ©.560%
46 12.292 1733 1735 1738 rVW 292458 271657 6.44% 0.634%
47 12.345 1741 1744 1746 rVV2 118367 133574  3.17% ©.312%
48 12.368 1746 1748 1750 rVV 107396 88398 2.10% ©.206%
49 12.410 1752 1755 1757 rVV3 103834 108190 2.57% ©0.253%
50 12.457 1760 1763 1768 rVB2 88567 104339 2.48% 0.244%
51 12.533 1772 1776 1779 rBV 942415 837669 19.87%  1.956%
52 12.574 1780 1783 1785 rVB2 171545 144298 3.42% 0.337%
53 12.633 1789 1793 1798 rBV2 188696 283048 6.71% 0.661%
54 12.698 1802 1804 1808 rVB3 68141 56407 1.34% 0.132%
55 12.762 1809 1815 1817 rBV 983036 983318 23.33%  2.296%
56 12.874 1831 1834 1836 rBV2 183102 188667 4.48%  0.441%
57 12.910 1836 1840 1846 rVV 2734962 2911506 69.07%  6.800%
58 12.980 1849 1852 1856 rVvv3 136587 210922 5.00% ©.493%
59 13.045 1859 1863 1865 rVV 283430 294717 6.99% 0.688%
60 13.092 1869 1871 1874 rVB 206914 172063 4.08% 0.402%
61 13.157 1880 1882 1884 rVB 123861 84432 2.00% ©.197%
62 13.192 1884 1888 1892 rBvV2 216703 258048 6.12% 0.603%
63 13.286 1901 1904 1907 rBV 184154 145196 3.44% 0.339%
64 13.315 1907 1909 1913 rBV 121284 125979 2.99%  0.294%
65 13.598 1955 1957 1962 rVB2 100620 121940 2.89% ©.285%
66 13.739 1979 1981 1983 rVB 104199 69739 1.65% 0.163%
67 13.762 1983 1985 1990 rBV2 134910 146271 3.47%  ©.342%
68 13.809 1990 1993 2002 rVB3 440733 638613 15.15% 1.491%
69 13.962 2014 2019 2022 rBV2 1189455 1701622 40.37% 3.974%
70 13.986 2022 2023 2026 rVB 516795 368103 8.73% ©.860%
71 14.068 2035 2037 2039 rBV 159916 113336 2.69% ©0.265%
72 14.351 2083 2085 2088 rVB 214234 167314 3.97% 0.391%
73 14.474 2104 2106 2108 rBV2 136030 106233 2.52% 0.248%
74 14.998 2191 2195 2198 rBV 772778 1212512 28.77%  2.832%
75 15.098 2210 2212 2216 rBV 240696 244948 5.81% ©.572%

76 15.292 2242 2245 2251 rVB 560228 673227 15.97% 1.572%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31821\
Data File : BF123394.D

Acqg On : 18 Mar 2021 20:59
Operator : JU/CG

Sample : M1713-01

Misc

ALS Vvial : 17 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-BF031721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 15.351 2251 2255 2260 rBV 850261 1085434 25.75%  2.535%
78 15.415 2262 2266 2268 rBV 615497 754199 17.89% 1.761%
79 16.845 2504 2509 2516 rVB2 309055 593916 14.09% 1.387%

Sum of corrected areas: 42818190
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 18 Mar 2021 20:59
: M1713-01

17

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031821\
BF123394.D

Ju/CaG

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF031721.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF123394.D\data.ms
5.416
4000000 6.433
3000000 7351
2000000
6.786
1000000
0122 5.004 6.628
\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ I ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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: BF123394.D\data.ms
9.151
4000000
3000000 12.910
9.827 10.621
2000000
8.075 11.316
1000000
95@; 11133
8p92 Jstzss 63568 10.0amn2687.48010 FiRnsrn 12848
0——4 i e e e e e e e e —
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: BF123394.D\data.ms
4000000
3000000
2000000
13.962 15.351
14.998 } i5
1
1000000 13.809 068143gﬂ74 16.845
135687 ' e N
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\BF@31821\
Data File : BF123394.D

Acqg On : 18 Mar 2021 20:59
Operator : JU/CG

Sample : M1713-01

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©31721.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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.745 2.68 ng 193302  Phenanthrene-die 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 52
2 Heptadecane, 7-methyl- 254 C18H38 020959-33-5 52
3 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 52
4 Decane, 2-methyl- 156 C11H24 006975-98-0 50
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 46
Abundance Scan 1472 (10.745 min): BF123394.D\data.ms (-1468) (. m/z 57.00 100.00%
57.0
> MWM
1131 169.1 T —
10.50 11.00
1990
o,, m/z 71.05  72.62%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #129509: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 T —
10.50 11.00
1130 m/z 43.00 53.24%
H‘HH‘\H ‘H\\’\\H‘\H\’\\\\‘\H\‘H\\’HH‘HH’HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #105899: Heptadecane, 7-methyl-
57.0
—— —
10.50 11.00
5000 m/z 85.05 29.02%
112.0
oL P ere amo
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #117658: Pentadecane, 2,6,10,14-tetramethyl- —— ——
57.0 10.50 11.00
m/z 41.00 27.09%
5000
113.0 3.0
0 2”,,,'22,402530 e
m/z--> 20 40 60 80 100120140160180200220240260280 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31821\
Data File : BF123394.D

Acqg On : 18 Mar 2021 20:59
Operator : JU/CG

Sample : M1713-01

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©31721.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 Tetradecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.851 8.31 ng 599840 Phenanthrene-d10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 97
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 86
5 n-Decanoic acid 172 C10H2002 000334-48-5 60

Abundance Scan 1660 (11.851 min): BF123394.D\data.ms (-1657) (1  m/z 72.95 100.00%

43.0 ,73.0
192.1
5000 129.0
— P
| ‘ H‘ ‘22722561 11.50 12.00
— \MM s ‘w‘ J“H S P2 s se.95  93.07%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #84452: Tetradecanoic acid
73.0
43.0
129.
5000 20 — U
185.0 11.50 12.00
m/z 43.05 92.73%
Hl 228.0
OJ\-\S\.’O\‘\‘\\‘iu\\H!M‘\H\‘\‘H\‘\\(ﬁ“‘\\“}u‘\‘\‘\\‘HH‘H‘H‘\H\“\H\‘\!\\‘HH‘H
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
— —r
11.50 12.00
5000 256.0 m/Z 57 .00 78.84%
129.0
213.0
L ] HH 157.0185.0
O‘H,HHMMWMW‘MHMMWLMMHMH‘Hh_meH‘_MW‘HMH
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #72643: Tridecanoic acid — —
3
43.0 73.0 11.50 12.00
m/z 41.00 65.32%
5000 129.0
171.0
214.0
0159? — —
m/z--> 20 40 60 80 100120140160 180200 220240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31821\
Data File : BF123394.D

Acqg On : 18 Mar 2021 20:59
Operator : JU/CG

Sample : M1713-01

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©31721.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 Anthracene, 2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.898 2.70 ng 194670  Phenanthrene-die 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 94
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 94
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 76
4 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 76
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 76

Abundance Scan 1668 (11.898 min): BF123394.D\data.ms (-1665) (1  m/z 192.10 100.00%
19

2.1
5000
=4 e
65 823 1210 165.1 2391 11.50 12.00
1 : m/z 191.05 51.36%
m/z--> 20 40 60 80 100120140 160 180 200220240
Abundance #54735: Anthracene, 2-methyl-
192.0
5000 = —
11.50 12.00
m/z 189.05 29.82%
165.0
0 39.0 “8%0H1150 o M
\\\‘\\H‘\H\‘H\\‘\\\\‘\\H‘\H\‘\\\\‘\\H‘\\\‘H\\‘\\\\‘\\H‘\
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #54741: Anthracene, 1-methyl-
192.0
= P
11.50 12.00
5000 ITI/Z 193.05 17.26%
165.0
0 27.0 630 9@0 126.0 d i M
R B e R R L R R R
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #54748: Phenanthrene, 2-methyl- — —
192.0 11.50 12.00
m/z 190.05 15.97%
5000 /mwﬂk
96.0
165.0 ‘
0h 200 B30 | 1260 TR0 o e
m/z--> 20 40 60 80 100120140 160 180 200 220 240 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31821\
Data File : BF123394.D

Acqg On : 18 Mar 2021 20:59
Operator : JU/CG

Sample : M1713-01

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©31721.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.933 4.57 ng 330121 Phenanthrene-d10 11.316
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 64
3 2,3,5,6-Tetramethylterephthalald... 190 C12H1402 007072-01-7 50
4 2,2"'-Bis(4,5-dimethylimidazole) 190 C1OH14N4 069286-06-2 45
5 Methyl diselenide 190 C2H6Se2 007101-31-7 43

Abundance Scan 1674 (11.933 min): BF123394.D\data.ms (-1671) (1  m/z 190.00 100.00%

19p.0
5000
94.5
A
57.0 163.1 12.00
Olperrrmt e 27O T ML 2B 2960 189,00 97.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53203: 4H-Cyclopenta[deflphenanthrene
190.0
5000 T
940 12.00
’ m/z 192.10 36.14%
310 630 | 13701630 ||
’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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 94.50 32.52%
94.0
163.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #52976: 2,3,5,6-Tetramethylterephthalaldehyde ——
39.0 190.0 12.00
m/z 191.05 29.90%
91.0
5000 65.0 133.0 161.0
Ot b b e e ey —r
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\BF@31821\
Data File : BF123394.D

Acqg On : 18 Mar 2021 20:59
Operator : JU/CG

Sample : M1713-01

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-

BF031721.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 unknownl2.098 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

12.08 2.87ng 207342 Phenanthrene-d10 11.316

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 ((3-Indolyl)(methylthio)methylen... 239 C13H9N3S

2 Isoxazole, 5-methyl-4-phenyl- 159 C10H9NO

3 Naphthalene, 1,2,3,4-tetrahydro-... 202 C15H22

4 5-Amino-4-nitrozo-2-phenyl(2H)be... 239 C12H9N50
5 5-Nitro-3-phenyl-1H-indazole 239 C13H9N302

Abundance Scan 1702 (12.098 min): BF123394.D\data.ms (-1699) (-]

018374-66-8 27
023253-49-8 22
000483-77-2 15
166766-11-6 14
293758-67-5 14

m/z 159.10 100.00%

159.1
239.2
5000
43.0 117.0 192.0 — =
‘ | r 12.00 12.50
0 “‘ kbl “‘?1““‘\1‘\‘_‘““”“‘”J‘l“‘w“w “ etk m/z 239,15 77.73%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #93098: ((3-Indolyl)(methylthio)methylene)malononitrile
239.0
192.0
5000 165.0 A’FA ‘ ‘ TA
12.00 12.50
m/z 241.20 43.65%
138.0
O \\\2‘39[\\\6\‘2\\0\\?%\(\)‘H}\“\\‘\\Hi‘\\\“\‘l“\\\1‘\\‘\‘\“‘\H\‘\\\\‘l‘\\\\‘\
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #30464: Isoxazole, 5-methyl-4-phenyl-
117.0 159.0
T \W\ ‘ T T ‘ =
43.0 89.0 12.00 12.50
5000 ' ITI/Z 117.00 26.08%
I —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #62821: Naphthalene, 1,2,3,4-tetrahydro-1,6-dimethyl-4-( —— —
159.0 12.00 12.50
m/z 185.10 25.35%
5000
12 202.0
I e A S el st
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 12.00 12.50

8270-BF031721.M Fri Mar 19 08:20:02 2021

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31821\
Data File : BF123394.D

Acqg On : 18 Mar 2021 20:59
Operator : JU/CG

Sample : M1713-01

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©31721.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 6 unknownl2.262 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.262 3.32 ng 239862  Phenanthrene-die 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 6-ethyl-1,2,3,4-tet... 256 C19H28 301643-35-6 46
2 4b,8-Dimethyl-2-isopropylphenant... 256 C19H28 1000197-14-1 46
3 2,3,4-Trifluorobenzoic acid, hex... 256 C13H11F302 1000292-55-4 43
4 1H-Benz[de]isoquinoline-1,3(2H)-... 241 C14H11NO3 055133-82-9 20
5 Naphthalene, 1,2,3,4-tetrahydro-... 202 C15H22 000483-77-2 18

Abundance Scan 1730 (12.262 min): BF123394.D\data.ms (-1725) (1  m/z 159.10 100.00%

159.1
241.2
5000
185.1
43.0 117.0 et L
H ‘ ‘ 213.2 12.00 12.50
0 ,w_mmmm‘u\ ‘m“wl”w“w“ Wodbn L L L w7 2a115 55,379
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107707: Naphthalene, 6-ethyl-1,2,3,4-tetrahydro-1,1,4,4
241.0
5000
143.0 12.00 12.50
41.0 m/z 185.10 32.77%
e 220 | |
O ’\\\\‘\\\\‘\‘\\\“\\‘\\‘\‘\\”‘\\‘\\‘“\\\‘\\\\‘\\\\‘\\}\‘\\\\‘\\\\“\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #107705: 4b,8-Dimethyl-2-isopropylphenanthrene, 4b,5,6
241.0

N

159.0 12.00 12.50
5000 m/z 206.05  27.51%

185.0

0 mo o || 0|
[T Lo LUl nll gy L L

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #106946: 2,3,4-Trifluorobenzoic acid, hex-4-yn-3-yl ester !
159.0 12.00 12.50

m/z 191.05  25.36%

o

-

5000

79.0
131.0 241.0

02T 18602130

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00 12.50

-

8270-BF031721.M Fri Mar 19 ©8:20:02 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31821\
Data File : BF123394.D

Acqg On : 18 Mar 2021 20:59
Operator : JU/CG

Sample : M1713-01

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©31721.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 unknownl2.292 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.292 3.76 ng 271657  Phenanthrene-die 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4,4-Trimethyl-1-pentanol, pent... 276 C11H17F502 1000365-51-0 38
2 2,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 25
3 2,4,4-Trimethyl-1-pentanol, trif... 226 C1OH17F302 1000365-19-5 25
4 2,4,4-Trimethyl-1-pentanol, hept... 326 C12H17F702 1000365-01-4 25
5 Octane, 2-bromo- 192 C8H17Br 000557-35-7 25

Abundance Scan 1735 (12.292 min): BF123394.D\data.ms (-1733) (1 m/z 57.00 100.00%
57.0

. T A/L\J\JLM
‘ 206.1 12.00 12:50
1 169.2 ' ' :
o‘H,‘Hw‘“”‘!‘,‘“uﬁw_Hu‘Hlf'?"1”‘HH_m_‘w%?ﬁ‘lmw m/z 113.10  48.78%
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #123759: 2,4,4-Trimethyl-1-pentanol, pentafluoropropion:
57.0
5000 s —
97.0 12.00 12.50
m/z 97.10 40.46%
0 2?'0‘“\ ‘\ I | 147.0177.0 219.0 261
\H’\\\\‘HH’\\H‘\\H‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\\
m/z--> 20 40 60 80 100120 140160 180200 220 240 260
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
— —
12.00 12.50
5000 ITI/Z 55.00 23.16%
113.0
o‘H,‘H“HH,‘m‘u‘H_HwHH_H“HH_ww_www
m/z--> 20 40 60 80 100120 140160 180200 220 240 260
Abundance  #82218: 2,4,4-Trimethyl-1-pentanol, trifluoroacetate —— ——
57.0 12.00 12.50
m/z 83.05 15.75%
5000
97.0
290‘
Ol bbb 1270 1690 2110 — —
m/z--> 20 40 60 80 100120 140160180 200220240260 12.00 12.50

8270-BF031721.M Fri Mar 19 08:20:03 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31821\
Data File : BF123394.D

Acqg On : 18 Mar 2021 20:59
Operator : JU/CG

Sample : M1713-01

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©31721.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 8 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.633 3.92 ng 283048  Phenanthrene-die 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 92
2 4,4'-Bis(tetrahydrothiopyran) 202 C10H18S2 116196-83-9 74
3 Tetradecanoic acid 228 C14H2802 000544-63-8 56
4 Fluoranthene 202 C1l6H10 000206-44-0 46
5 Pyrene 202 Cl6H10 000129-00-0 38

Abundance Scan 1793 (12.633 min): BF123394.D\data.ms (-1789) (1  m/z 202.00 100.00%

202.0
43.0
73.0
5000 168.0
129.0 238.1 — U
‘H H | o84 12.50 13.00
o] I— mw$quﬂwwu - m/z 43.00 69.98%
miz--> 50 100 150 200 250
Abundance #131261: Octadecanoic acid
43.0,,73.0
5000 129.0 AU U
12.50 13.00
185.0 2410 284 m/z 57.05 65.65%
ob—— }‘H’ h“ \M " M} m“ ‘ L “ , ‘\‘ \‘ \“ L “\ ‘ Y “‘\‘
m/z--> 50 100 150 200 250
Abundance #62325: 4,4'-Bis(tetrahydrothiopyran)
45.0 202.0
99.0 —r S
12.50 13.00
5000 169.0 m/z 60.00  60.20%
e
ol 1T N ‘\h‘ I
m/z--> 50 100 150 200 250
Abundance #84452: Tetradecanoic acid
73.0 12.50 13.00
43.0 m/z 73.00 59.01%
5000 129.0
185.0
|
oL ““ ‘;H’HH h“ \‘H‘\“‘ M‘H‘L ;‘\\‘\‘m} “ ‘ L, \“ - \‘ — ‘\‘ —— U P
m/z--> 50 100 150 200 250 12.50 13.00

8270-BF031721.M Fri Mar 19 08:20:03 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31821\
Data File : BF123394.D

Acqg On : 18 Mar 2021 20:59
Operator : JU/CG

Sample : M1713-01

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©31721.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 11H-Benzo[a]fluorene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.980 2.48 ng 210922 Chrysene-d12 13.962
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 90
2 Pyrene, 1-methyl- 216 C17H12 002381-21-7 80
3 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 74
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 68
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 62

Abundance Scan 1852 (12.980 min): BF123394.D\data.ms (-1849) (1  m/z 216.05 100.00%
216.1

106.8 1200
13.00
71.0 176.0 ‘ 1
o‘H_‘3‘3'9“_“”‘”“M"HwHlfﬁlnqwHm_mW:“Mﬁ??;: m/z 215.10  82.72%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #74419: 11H-Benzo[a]fluorene
216.0
5000 L
13.00
m/z 213.10 20.41%
107.0
0,270 630 . | 1390 189.0 H‘
\H‘\H\‘H\\‘HH‘\\H‘\H\‘\H\‘HH‘HH‘\H\‘\H‘H\\‘HH‘\\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #74411: Pyrene, 1-methyl-
216.0
—
13.00
5000 ITI/Z 217.10 16.25%
95.0 189.0
0,270 630 | 12201500 | Il
T e e e e e e e e
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #74420: 11H-Benzo[b]fluorene ——
216.0 13.00
m/z 106.80 13.71%
108.0
5000
810‘ 187.0 ‘
SN O T Wl N eSS0 L
m/z--> 20 40 60 80 100120140160 180200220 240260 13.00

8270-BF031721.M Fri Mar 19 08:20:04 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31821\
Data File : BF123394.D

Acqg On : 18 Mar 2021 20:59
Operator : JU/CG

Sample : M1713-01

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©31721.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 Retene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.045 3.46 ng 294717 Chrysene-d12 13.962
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Retene 234 C18H18 000483-65-8 96
2 2-Isopropyl-10-methylphenanthrene 234 C18H18 066552-97-4 94
3 Phenanthrene, 2,4,5,7-tetramethyl- 234 C18H18 007396-38-5 58
4 Benzene, 1,3-bis(1,1-dimethyleth... 234 C16H260 001518-53-2 52
5 2-[[1-(4-Methylphenyl)ethylidene... 234 C16H14N2 1000326-46-0 50

Abundance Scan 1863 (13.045 min): BF123394.D\data.ms (-1859) (1  m/z 219.10 100.00%
0.1

21
5000
570 0 1520 18T1‘ 1300
Obrreprrrr ot o 2920 bl 12533 7 03410 59.33%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #89260: Retene
219.0
5000 s :
13.00
189.0 m/z 204.05 35.35%
102.0 ‘ H
0 \\\2‘\7\'9‘\\\6\‘3\'9\‘\1‘\‘\ ‘H‘\‘U\ \“ TT H‘:L\S\}Z\.‘O‘\‘\ T H“\W‘h T i‘\‘\ \“i” T
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #89274: 2-Isopropyl-10-methylphenanthrene
219.0
T I
13.00
5000 ITI/Z 203.10 28.83%
189.0
o210 sso 120 a0 20 | |
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #89276: Phenanthrene, 2,4,5,7-tetramethyl- = ‘
234.0 13.00
m/z 202.05 22.14%
5000
204.0
101.0
O P%\O\\ ‘ . i‘h\‘lw“ T &??I\(\)“ \ \“\ \ i‘H\‘\ M”l u \‘L REaRs P
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 13.00

8270-BF031721.M Fri Mar 19 08:20:04 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31821\
Data File : BF123394.D

Acqg On : 18 Mar 2021 20:59
Operator : JU/CG

Sample : M1713-01

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©31721.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 Pyrene, 1-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

13.092 2.02 ng 172063 Chrysene-d12 13.962
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 83
2 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 80
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 68
4 1,3-Dihydro-5,6-dimethyl-1-(2-pr... 216 C12H12N2S 080276-22-8 59
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 53

Abundance Scan 1871 (13.092 min): BF123394.D\data.ms (-1869) (1  m/z 216.10 100.00%
216

D.
107.5 P :
13.00
187.0 273.1
ol 320 780 i 88 Al WE3L hy7 215,10 58.38%
miz--> 50 100 150 200 250
Abundance #74416: Pyrene, 1-methyl-
216.0
5000 = |
13.00
m/z 107.50  19.83%
108.0
0 \2\7\0\ ‘6\3.(\)\ \““‘\ I ‘16\3\0\ h‘\ f \hHw LA B
m/z--> 50 100 150 200 250
Abundance #74419: 11H-Benzol[a]fluorene
216.0
T \
13.00
5000 ITI/Z 217.10 17.04%
107.0
0 27.0 63.0 | | 163.0 \ﬂ
e —
m/z--> 50 100 150 200 250
Abundance #74425: Fluoranthene, 2-methyl- —— ‘
216.0 13.00
m/z 213.10 15.48%
5000
108.0
0 39.0 740 I \“ 1630 il \H‘
R R T B —
m/z--> 50 100 150 200 250 13.00

8270-BF031721.M Fri Mar 19 08:20:05 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31821\
Data File : BF123394.D

Acqg On : 18 Mar 2021 20:59
Operator : JU/CG

Sample : M1713-01

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©31721.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 Pyrene, 4-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.192 3.03 ng 258048 Chrysene-d12 13.962
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 4-methyl- 216 C17H12 003353-12-6 90
2 Pyrene, 2-methyl- 216 C17H12 003442-78-2 86
3 Pyrene, 1-methyl- 216 C17H12 002381-21-7 86
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 50
5 1,3,5-Triazine-2,4,6-triamine, N... 216 C10H12N6 046731-79-7 35

Abundance Scan 1888 (13.192 min): BF123394.D\data.ms (-1884) (1  m/z 216.10 100.00%
216

16.1
5000
94.6
13.00 13.50
63.0 ‘ 163.0
0l i bl 2299 PP h‘: M L2881 7 232.85  68.88%
miz--> 50 100 150 200 250
Abundance #74414: Pyrene, 4-methyl-
216.0
5000 T —
13.00 13.50
m/z 215.10  53.24%
108.0
0 630 il 163.0 L \‘\‘
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #74410: Pyrene, 2-methyl-
216.0
= “
13.00 13.50
5000 m/z 231.05 33.41%
108.0
0 630 1 \\‘ 163.0 \‘ I \‘\‘\
——— el
m/z--> 50 100 150 200 250
Abundance #74411: Pyrene, 1-methyl- T —
216.0 13.00 13.50
m/z 94.60  32.94%
w W\WW
95.0
ol 270 630 | | 1630 | |
L A e e B e T e B S —— —
m/z--> 50 100 150 200 250 13.00 13.50

8270-BF031721.M Fri Mar 19 08:20:05 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31821\
Data File : BF123394.D

Acqg On : 18 Mar 2021 20:59
Operator : JU/CG

Sample : M1713-01

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©31721.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 Cyclotetradecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.810 7.51 ng 638613 Chrysene-d12 13.962
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetradecane 196 C14H28 000295-17-0 94
2 1-Heptacosanol 396 C27H560 002004-39-9 76
3 Octacosanol 410 C28H580 000557-61-9 76
4 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 76
5 1-Nonadecene 266 C19H38 018435-45-5 76
Abundance Scan 1993 (13.809 min): BF123394.D\data.ms (-1990) (1 m/z 57.00 100.00%
57.0
7.0 230.1
5000
— ——
ot |, 21 13.50 14.00
owm‘“ ‘waw‘”J_m_m_m m/z 43.85 86.05%
miz--> 50 100 150 200 250 300 350
Abundance #58279: Cyclotetradecane
553.0
5000 — ——
13.50 14.00
m/z 55.00 77.39%
‘ 39.0 196.0
O\\L“Hf\‘“JF\\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57.0
— ——
1110 13.50 14.00
5000 ' m/z 230.10 73.05%
ol bhd L} 1358 019502360278.03200 3780
il A e e
miz--> 50 100 150 200 250 300 350
Abundance #215904: Octacosanol I T
57.0 13.50 14.00
m/z 83.10 70.37%
ol L h i M 30195.0236.0 292.0334.0 392.
““““ e e P e
m/z--> 50 100 150 200 250 300 350 13.50 14.00

8270-BF031721.M Fri Mar 19 08:20:06 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31821\
Data File : BF123394.D

Acqg On : 18 Mar 2021 20:59
Operator : JU/CG

Sample : M1713-01

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©31721.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 Benzo[e]pyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.098 6.50 ng 244948 Perylene-di2 15.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[k]fluoranthene 252 C20H12 000207-08-9 98
2 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 96
3 Benzo[a]pyrene 252 C20H12 000050-32-8 96
4 Benzo[e]pyrene 252 C20H12 000192-97-2 93
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 93

Abundance Scan 2212 (15.098 min): BF123394 D\data.ms (-2210) (- m/z 252.10 100.00%

252.1
5000
125.0 == i
570 ‘ H 2000 15.00 15.50
Ob b 116812000, 3221 3691 ./, 559,10  29.42%
m/z--> 50 100 150 200 250 300 350
Abundance #104224: BenzolK]fluoranthene
252.0
5000 =1 :
15.00 15.50
126.0 m/z 253.10  25.43%
\\‘\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350
Abundance #104229: Benz[e]lacephenanthrylene
252.0
— ;
15.00 15.50
5000 m/Z 125.00 21.18%
126.0
0 830\ H ‘H\ 2000\ il
—r
m/z--> 50 100 150 200 250 300 350
Abundance #104220: Benzo[a]pyrene T —
252.0 15.00 15.50
m/z 126.00  18.77%
5000
126.0
o 80l _weo | AU
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\BF@31821\
Data File : BF123394.D

Acqg On : 18 Mar 2021 20:59
Operator : JU/CG

Sample : M1713-01

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©31721.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 Perylene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.292 17.85 ng 673227 Perylene-di2 15.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Perylene 252 C20H12 000198-55-0 99
2 Benzo[e]pyrene 252 C20H12 000192-97-2 98
3 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 96
4 Benzo[a]pyrene 252 C20H12 000050-32-8 96
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 90

Abundance Scan 2245 (15.292 min): BF123394.D\data.ms (-2242) (-} m/z 252.10 100.00%
b.1

252.
5000
125.0 — L.
H 15.00 15.50
Ol 0 L2000, il 293.1336.1380. /7 359,10 29.94%
miz--> 50 100 150 200 250 300 350
Abundance #104214: Perylene
252.0
5000 = i
15.00 15.50
125.0 m/z 253.10 22.14%
ol7.0 830 \H 2000, |l
\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #104221: Benzole]pyrene
252.0
P T
15.00 15.50
5000 m/z 125.00  19.54%
126.0
oL 410 840 | \H‘ 200.0
e e e L L
miz--> 50 100 150 200 250 300 350
Abundance #104227: Benz[e]acephenanthrylene e ——
252.0 15.00 15.50
m/z 126.00 16.26%
5000
126.0
0L.39.0 830 | 2000 |
e S —=
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31821\
Data File : BF123394.D

Acqg On : 18 Mar 2021 20:59
Operator : JU/CG

Sample : M1713-01

Misc :

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF031721.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|
Hexadecane, 2,6... 10.745 2.7 ng 193302 4 11.316 1444020 20.0
Tetradecanoic acid 11.851 8.3 ng 599840 4 11.316 1444020 20.9
Anthracene, 2-m... 11.898 2.7 ng 194670 4 11.316 1444020 20.0
4H-Cyclopenta[d... 11.933 4.6 ng 330121 4 11.316 1444020 20.0
unknown12.098 12.098 2.9 ng 207342 4 11.316 1444020 20.0
unknownl12.262 12.262 3.3 ng 239862 4 11.316 1444020 20.0
unknown12.292 12.292 3.8 ng 271657 4 11.316 1444020 20.0
Octadecanoic acid 12.633 3.9 ng 283048 4 11.316 1444020 20.0
11H-Benzo[a]flu... 12.980 2.5 ng 210922 5 13.962 1701620 20.0
Retene 13.045 3.5 ng 294717 5 13.962 1701620 20.0
Pyrene, 1-methyl- 13.092 2.0 ng 172063 5 13.962 1701620 20.0
Pyrene, 4-methyl- 13.192 3.0 ng 258048 5 13.962 1701620 20.0
Cyclotetradecane 13.810 7.5 ng 638613 5 13.962 1701620 20.0
Benzo[e]pyrene 15.098 6.5 ng 244948 6 15.415 754199 20.0
Perylene 15.292 17.9 ng 673227 6 15.415 754199 20.0
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