LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42922\
Data File : BF128004.D

Acqg On : 29 Apr 2022 19:38

Operator : CG\JU

Sample : N2602-01 :
Misc : 12-15-SB1-BK-PRISON

ALS Vvial : 15 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-BF042222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF128004.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.545 549 554 557 rBV 2410386 2290354 88.02% 8.773%
2 6.545 719 724 740 rBV 2178866 2392502 91.94% 9.165%
3 6.922 785 788 792 rVB 820784 648433 24.92% 2.484%
4 7.487 879 884 887 rBV 1716095 1598353 61.43% 6.123%
5 7.557 892 896 899 rBV 36143 34184 1.31% 0.131%
6 8.204 1002 1006 1010 rBV 883798 818228 31.44%  3.134%
7 9.281 1184 1189 1192 rBV 2913358 2602108 100.00% 9.968%
8 9.539 1230 1233 1242 rBV2 99434 95875 3.68% 0.367%
9 9.828 1278 1282 1285 rBV 37322 33917 1.30% 0.130%
10 9.963 1301 1305 1309 rBV 1003643 888000 34.13%  3.402%
11 9.998 1309 1311 1314 rVB 69536 51180 1.97% 0.196%
12 10.169 1335 1340 1344 rBV2 30413 30227 1.16% 0.116%
13 10.510 1395 1398 1403 rVB2 36494 39078 1.50% 0.150%
14 10.757 1436 1440 1443 rBV 1574397 1410733 54.22% 5.404%
15 11.063 1485 1492 1495 rBV6 26802 43079 1.66% ©0.165%
16 11.186 1508 1513 1515 rBv4 27196 36223 1.39% 0.139%
17 11.263 1522 1526 1530 rBV 38354 37935 1.46% 0.145%
18 11.310 1530 1534 1537 rVWW3 31677 48718 1.87% 0.187%
19 11.351 1539 1541 1546 rVB 36327 35939 1.38% 0.138%
20 11.457 1555 1559 1561 rBV 907968 773854 29.74% 2.964%
21 11.480 1561 1563 1566 rVV 683805 518066 19.91% 1.985%
22 11.533 1568 1572 1574 rVB 121070 104955 4.03% 0.402%
23 11.686 1594 1598 1603 rBV3 50678 69760 2.68% 0.267%
24 11.839 1620 1624 1627 rVB 180587 155069 5.96% 0.594%
25 11.957 1639 1644 1647 rBvV2 131698 177526 6.82% 0.680%
26 11.986 1647 1649 1652 rVV 155382 130654 5.02% 0.500%
27 12.033 1654 1657 1660 rVV 59595 51155 1.97% 0.196%
28 12.069 1660 1663 1666 rVV2 147644 184262 7.08% 0.706%
29 12.092 1666 1667 1671 rVB 87478 52731 2.03% 0.202%
30 12.139 1673 1675 1678 rBV3 28529 28146 1.08% 0.108%
31 12.251 1691 1694 1697 rBV 67964 63795  2.45% 0.244%
32 12.280 1697 1699 1702 rVB 61345 47749 1.84% 0.183%
33 12.510 1734 1738 1740 rBV 82527 93700 3.60% ©.359%
34 12.545 1741 1744 1746 rVV3 134314 129525 4.98%  0.496%
35 12.592 1749 1752 1757 rVWVW 70368 84052  3.23% 0.322%
36 12.633 1757 1759 1762 rVB 58023 41638 1.60% ©0.159%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42922\
Data File : BF128004.D

Acqg On : 29 Apr 2022 19:38

Operator : CG\JU

Sample : N2602-01 :
Misc : 12-15-SB1-BK-PRISON

ALS Vvial : 15 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-BF042222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.674 1762 1766 1769 rBV 1102628 925105 35.55%  3.544%
38 12.827 1789 1792 1794 rVB 33976 27999 1.08% 0.107%
39 12.904 1799 1805 1808 rBV 1005296 1044776 40.15% 4.002%
40 12.951 1810 1813 1818 rVB3 89377 131140 5.04% 0.502%
41 13.045 1825 1829 1832 rBV 1924499 1623530 62.39% 6.219%
42 13.121 1837 1842 1845 rBv2 76813 133297 5.12% 0.511%
43 13.204 1853 1856 1857 rBV2 60313 60904  2.34% 0.233%
44 13.227 1858 1860 1864 rVB 109519 106051 4.08% 0.406%
45 13.298 1869 1872 1874 rBV 58535 47459  1.82% 0.182%
46 13.333 1874 1878 1881 rBV2 108539 117682 4.52% 0.451%
47 13.427 1891 1894 1897 rBV 67314 59534  2.29% 0.228%
48 13.457 1897 1899 1902 rBV 71782 65382 2.51% 0.250%
49 13.739 1944 1947 1951 rVB 105725 102276 3.93% 0.392%
50 13.851 1963 1966 1969 rVwW2 64375 68410 2.63% 0.262%
51 13.880 1969 1971 1973 rVWwV 88430 66730 2.56% 0.256%
52 13.904 1973 1975 1979 rVWv2 65984 85369 3.28% 0.327%
53 13.945 1980 1982 1986 rVB 106986 97422 3.74% 0.373%
54 14.098 2004 2008 2011 rBV2 774644 1087268 41.78% 4.165%
55 14.127 2011 2013 2020 rVB 501605 469718 18.05% 1.799%
56 14.210 2025 2027 2031 rVB 62778 53195 2.04% 0.204%
57 14.333 2035 2048 2050 rBV3 409177 1378827 52.99% 5.282%
58 14.486 2072 2074 2078 rVB 109053 95697 3.68% 0.367%
59 14.521 2078 2080 2083 rBV 62254 54174 2.08% 0.208%
60 15.162 2185 2189 2193 rBV 393749 636649 24.47% 2.439%
61 15.274 2206 2208 2212 rVB 77898 82164 3.16% ©0.315%
62 15.480 2240 2243 2249 rVB 231422 310739 11.94% 1.190%
63 15.545 2250 2254 2260 rVB 324322 422544 16.24% 1.619%
64 15.615 2261 2266 2269 rBV 410580 547936 21.06%  2.099%
65 17.145 2521 2526 2533 rVB2 118198 229063 8.80% 0.877%

66 17.609 2601 2605 2611 rBV 72233 132721 5.10% ©0.508%

Sum of corrected areas: 26105464
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 29 Apr 2022 19:38
¢ CG\JU
: N2602-01

. 15

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042922\
BF128004.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

12-15-SB1-BK-PRISON
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42922\
Data File : BF128004.D

Acqg On : 29 Apr 2022 19:38

Operator : CG\JU

Sample : N2602-01 :
Misc : 12-15-SB1-BK-PRISON

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Nonanoic acid, 9-oxo-, meth... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.539 2.16 ng 95875  Acenaphthene-d1e 9.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanoic acid, 9-oxo-, methyl ester 186 C10H1803 001931-63-1 90
2 Methyl 6-methyloctanoate 172 C1eH2002 005129-62-4 50
3 Methyl 8-methyl-nonanoate 186 C11H2202 1000452-00-9 43

4 Octanoic acid, methyl ester 158 C9H1802 000111-11-5 38
5 Methyl 6-methyl heptanoate 158 C9H1802 002519-37-1 38

Abundance Scan 1233 (9.539 min): BF128004.D\data.ms (-1230) (-) m/z 74.00 100.00%

74.0
41.1
5000
111.0 f\
143.1 e ‘
9.50
0! m/z 55.05 82.29%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #60453: Nonanoic acid, 9-oxo-, methyl ester
74.0
111.0
143.0
5000 et :
41.0 9.50
m/z 87.00 68.43%
O' ‘\ [r1680
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47004: Methyl 6-methyloctanoate
74.0
T \
9.50
5000 41.0 m/z 41.10 57.93%
96.0
143.0
0150 wwm\ﬁw\w_wl‘zl‘qw
miz--> 80 100 120 140 160 180
Abundance #60731: Methyl 8-methyl-nonanoate — I
74.0 9.50
m/z 43.05 44.64%
5000
43.0 143.0
101.0
0150 L g e L ass wb
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\BF@42922\

Data File : BF128004.D

Acqg On : 29 Apr 2022 19:38

Operator : CG\JU

Sample : N2602-01 :
Misc 12-15-SB1-BK-PRISON

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 2 Hexadecanoic acid, methyl e... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.838  4.01ng 155069 Phenanthrene-dio 11.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98

2 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 93
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
4 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 81

5 Pentadecanoic acid, methyl ester 256 C16H3202

007132-64-1 80

Abundance Scan 1624 (11.839 min): BF128004.D\data.ms (-1620) (- m/z 74.00 100.00%
74.0
5000 30
= 1.
143.1 I o
M ||| 1150 I 12.00
owmw“ h ‘mww‘wWuwmw_‘m\uwm:‘ m/z 87.60  72.98%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 A‘A : oLyt
43.0 11.50 12.00
143.0 m/z 43.05  35.32%
0 ‘u \“ i ‘ b \115 0\ 17?' 0\199 0227.0 279 .
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #109335: Tridecanoic acid, methyl ester
74.0
— —
11.50 12.00
5000 ITI/Z 55.05 27.10%
43.0 143.0
185.0
o150, | Ul a0 | T 280
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126208: Methyl tetradecanoate “ —
74.0 11.50 12.00
m/z 41.05 24.90%
5000
43.0
3.0 199.0
O gt 4120 017101990 2020 LT
m/z--> 20 40 60 80 100120140160180200220240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42922\
Data File : BF128004.D

Acqg On : 29 Apr 2022 19:38

Operator : CG\JU

Sample : N2602-01 :
Misc 12-15-SB1-BK-PRISON

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Phenanthrene, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.957 4.59 ng 177526  Phenanthrene-di10 11.457
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 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 97
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 96
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 95
Abundance Scan 1644 (11.957 min): BF128004.D\data.ms (-1639) (- m/z 192.10 100.00%
192.1
5000 W
-
165.1
94.5 12.00
43.1 . 139.0
bt 22 B0 L 222 s 191,10 57.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67039: Phenanthrene, 2-methyl-
192.0
5000 LN
12.00
010 165.0 m/z 189.05  33.54%
0 39.0 639 | M 116013\90\” |
‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67035: Phenanthrene, 1-methyl-
192.0
e
12.00
5000 m/z 190.10 17 .00%
165.0
ol 390 630 960 1390 | |
R ARARAESEEEE S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67054: 1H-Cyclopropa[llphenanthrene,1a,9b-dihydro- L A
192.0 12.00
m/z 193.10  15.82%
5000
165.0
ol 300 630 90 1390 ] W
R e A AR Ramma na s v s e
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\BF@42922\
Data File : BF128004.D

Acqg On : 29 Apr 2022 19:38

Operator : CG\JU

Sample : N2602-01 :
Misc : 12-15-SB1-BK-PRISON

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Anthracene, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.986 3.38 ng 130654  Phenanthrene-di10 11.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 95
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 94
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 92
4 Anthracene, 9-methyl- 192 C15H12 000779-02-2 91
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 91
Abundance Scan 1649 (11.986 min): BF128004.D\data.ms (-1647) (- m/z 192.10 100.00%
192.1
5000 MJ\M
.
510 824 1300 ¢ 12.00
Obrrrrre 250, 17y 11501390 | I 2238010116 56.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67024: Anthracene, 2-methyl-
192.0
5000 LN
12.00
m/z 189.10  30.93%
83.0 165.0
0 15.0 39.0 o 11501390 h‘ L
\\\‘\\\\‘\\\\‘\\\\‘\1\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67021: Anthracene, 1-methyl-
192.0
AL
12.00
5000 m/z 193.10 15.82%
83.0 165.0
0 150‘39\0” Ll ‘\ H 115013‘90‘ h‘ "
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67035: Phenanthrene, 1-methyl- ——
192.0 12.00
m/z 190.10  15.16%
5000
165.0
oL 390630 960 1390
e e e e e e 4
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\BF@42922\
Data File : BF128004.D

Acqg On : 29 Apr 2022 19:38

Operator : CG\JU

Sample : N2602-01 :
Misc : 12-15-SB1-BK-PRISON

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 5 4H-Cyclopenta[def]phenanthrene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.069 4.76 ng 184262  Phenanthrene-die 11.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 64
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 49
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 42
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 42
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 38

Abundance Scan 1663 (12.069 min): BF128004.D\data.ms (-1660) (- m/z 189.05 100.00%
189.1
5000 Mﬁ
94.6
‘ 165.1 izbd ‘AAMAA
63.0 139.0
ol 30 b L 28 s 100,10 96.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 SELE :
940 12.00
4 m/z 190.10  89.48%
o 390 630 | | 13701630 ||
‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0
1200
5000 m/z 191.05 68.22%
94.0
‘ 163.0 HM
) SRS B RN AN | N—
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67043: Phenanthrene, 1-methyl-
192.0 12 00
m/z 94.60 27.48%
5000
0 390 63\0\\\ \‘ iy h 139.0‘” Iy
R e R
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\BF@42922\
Data File : BF128004.D

Acqg On : 29 Apr 2022 19:38

Operator : CG\JU

Sample : N2602-01 :
Misc 12-15-SB1-BK-PRISON

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Phenanthrene, 2,5-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.510 2.42 ng 93700  Phenanthrene-d1e 11.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2,5-dimethyl- 206 C16H14 003674-66-6 94
2 Phenanthrene, 1,7-dimethyl- 206 Cl6H14 000483-87-4 90
3 Phenanthrene, 2,3-dimethyl- 206 Cl6H14 003674-65-5 90
4 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 90
5 Phenanthrene, 3,6-dimethyl- 206 C16H14 001576-67-6 87
Abundance Scan 1738 (12.510 min): BF128004.D\data.ms (-1734) (- m/z 206.10 100.00%
206.1
1250 |
63.0 890 1261 165.0 ‘ :
o"§53‘H‘Muu‘Www‘H,m‘w‘mhwhmuwhmmu‘_?ﬁﬁp‘ m/z 191.10  49.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82944: Phenanthrene, 2,5-dimethyl-
206.0
5000 ——
12.50
101.0 m/z 189.10 24.58%
76.0 165.0 ‘
O ‘\\\\‘\\\\‘\\\1‘\1‘\‘\““\\\\’11]-\3\?\(\)1\’1‘\\\‘\\M\“H‘\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82948: Phenanthrene, 1,7-dimethyl-
206.0
A
12.50
5000 m/z 205.05 22.55%
102.0
rrrrrp e prrrb et e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82943: Phenanthrene, 2,3-dimethyl- v ——
206.0 12.50
m/z 207.05 17.23%
5000
89.0
020, 630, | n1a013001650 | | .
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\BF@42922\
Data File : BF128004.D

Acqg On : 29 Apr 2022 19:38

Operator : CG\JU

Sample : N2602-01 :
Misc 12-15-SB1-BK-PRISON

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 trans-13-Octadecenoic acid,... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.545 3.35 ng 129525  Phenanthrene-di10 11.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 55
2 6-Octadecenoic acid, methyl ester 296 C19H3602 052355-31-4 55
3 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 49
4 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 46
5 (Z)-15-Octadecenoic acid methyl ... 296 C19H3602 1000427-69-3 46

Abundance Scan 1744 (12 545 min): BF128004.D\data.ms (-1741) (- | m/z 55.10 100.00%

5000

1 \
12.50

0 m/z 206.10  84.29%

miz--> 50 100 150 200 250 300
Abundance  #194454: trans-13-Octadecenoic acid, methyl ester
55.0

5000 — :
97.0 12.50
m/z 189.05 72.32%
264.0
38.0 180 0 222.0
0 ]"5"0\\‘ ‘ L H‘H\ H‘HM\ alla \H\‘M U e ‘h : ‘2‘96‘ €
miz--> 50 100 150 200 250 300
Abundance #194411: 6-Octadecenoic acid, methyl ester
41.0|] 74.0
R
12.50
5000 ITI/Z 41.10 71.60%
0— Hw“ ‘” f . . W’\M/\MWM
miz--> 50 100 150 200 250 300

Abundance #194419: 10-Octadecenoic acid, methyl ester —— ‘
55.0 12.50

m/z 69.10 68.91%

264.0 W
180.0 222.0
\

5000

296.C

m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42922\
Data File : BF128004.D

Acqg On : 29 Apr 2022 19:38

Operator : CG\JU

Sample : N2602-01 :
Misc : 12-15-SB1-BK-PRISON

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 8 Cyclopenta(def)phenanthrenone Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
12.592 2.17 ng 84052  Phenanthrene-d1e 11.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopenta(def)phenanthrenone 204 C15H80 005737-13-3 96
2 5,6,7,8-Tetrahydrothieno[2,3-b]q... 204 C11H12N2S 122914-50-5 58
3 Pyrimidine, 2-chloro-4-methyl-6-... 204 C11H9CIN2 032785-40-3 50
4 9-Acridinecarbonitrile 204 C14H8N2 005326-19-2 47
5 4-Hydroxy-3-chlorobiphenyl, 2-me... 274 C16H15C102 1010447-55-1 47

Abundance Scan 1752 (12.592 min): BF128004.D\data.ms (-1749) (- m/z 204.10 100.00%
204.1

5000

176.1

o

12,50
232.0
0! 2808 m/z 176.10  37.49%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #80568: Cyclopenta(def)phenanthrenone
204.0

5000 harflod :
176.0 12.50

m/z 206.10  34.25%

88.0
’HH‘HH‘H\‘\‘\‘\\\“‘\\]\-\2‘2\\\0\‘\\“\\‘\HH\“HH‘ ‘\H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #79578: 5,6,7,8-Tetrahydrothieno[2,3-b]quinolin-4-amine
204.0

o

12.50
5000 m/z 191.05 28.17%
176.0
520 940 1350 | | |

O F ety eept e e bt el e M

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #79660: Pyrimidine, 2-chloro-4-methyl-6-phenyl- —T—
204.0 12.50

m/z 205.10  20.01%

5000
143.0

390 70 1020

m/z--> 20 40 60 80 100120140160 180200220240260280 12.50

2

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42922\

Data File : BF128004.D

Acqg On : 29 Apr 2022 19:38

Operator : CG\JU

Sample : N2602-01 :
Misc 12-15-SB1-BK-PRISON

ALS vial : 15 Sample Multiplie

r: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M

Quant Title

TIC Library : C:\Database\NIST2
TIC Integration Parameters: LSCIN

e.L
T.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Concentration Rank 9

Peak Number 9 Pyrene, 1-methyl-

R.T. EstConc Area Relative to ISTD R.T.
13.121 2.45 ng 133297  Chrysene-di12 14.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 96
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 81
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 81
4 Pyrene, 2-methyl- 216 C17H12 003442-78-2 70
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 68

Abundance Scan 1842 (13.121 min): BF128004.D\data.ms (-1837) (-} | m/z 216.10 100.00%
216.1
5000
e —
511 108.01 10174q 13.00 13.50
o el L AAEOSER b, 2771 8260 hs 215,10 94.75%
m/z--> 50 100 150 200 250 300
Abundance #94569: Pyrene, 1-methyl-
216.0
5000 = —=
13.00 13.50
m/z 213.10 23.66%
0 ’6\3.9\ \“““\.\ T %6\3\0\ h‘{ f \MH\ LA B B B
m/z--> 50 100 150 200 250 300
Abundance #94576: 11H-Benzol[b]fluorene
216.0
—r— —
13.00 13.50
5000 m/Z 217.10 18.65%
108.0
S CHU RN D
m/z--> 50 100 150 200 250 300
Abundance #94575: 11H-Benzol[a]fluorene T —
216.0 13.00 13.50
m/z 189.05 15.77%
5000
108.0
m/z--> 50 100 150 200 250 300 13.00 13.50

8270-BF042222.M Mon May 02 06:06:34 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42922\
Data File : BF128004.D

Acqg On : 29 Apr 2022 19:38

Operator : CG\JU

Sample : N2602-01 :
Misc 12-15-SB1-BK-PRISON

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Pyrene, 2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.333 2.16 ng 117682  Chrysene-di12 14.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 96
2 Pyrene, 2-methyl- 216 C17H12 003442-78-2 93
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 91
4 Pyrene, 4-methyl- 216 C17H12 003353-12-6 90
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 76
Abundance Scan 1878 (13.333 min): BF128004.D\data.ms (-1874) (- m/z 216.10 100.00%
216.1
- AM/\ML
94.5 T U
ol 22yl 19001820 | 12511 2871 p s 215 05 61.97%
miz-> 50 100 150 200 250
Abundance #94565: Pyrene, 1-methyl-
216.0
5000 = L
13.00 13.50
95.0 m/z 232.10  33.96%
0 27.0 63.0 \‘ \H 163.0 h“ " h‘\
T T T ‘ T T ‘ T L ‘ T T T ’ T LI T ‘ T T T
m/z--> 50 100 150 200 250
Abundance #94567: Pyrene, 2-methyl-
216.0
£ —
13.00 13.50
m/z 94.50  18.89%
5000 95.0
0 53.0 L ‘ I ‘H 163.0 h‘ " h“
e
miz--> 50 100 150 200 250
Abundance #94579: Fluoranthene, 2-methyl- — —
216.0 13.00 13.50
m/z 217.10  16.83%
5000
108.0
0 39.0 740 I \“ 1630 gl
— e — ——
m/z--> 50 100 150 200 250 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42922\
Data File : BF128004.D

Acqg On : 29 Apr 2022 19:38

Operator : CG\JU

Sample : N2602-01 :
Misc : 12-15-SB1-BK-PRISON

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 Benzenepropanoic acid, 3,5-... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.333  25.36 ng 1378830  Chrysene-d12 14.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenepropanoic acid, 3,5-bis(1... 530 C35H6203 002082-79-3 96
2 S-(3,5-Ditert-butyl-4-hydroxyben... 340 C18H2802S2 015367-50-7 35
3 4-(Dibromomethyl)-2-(methylthio)... 296 C6H6Br2N2s 1000326-73-0 22
4 11H-Pyrido[3',2'-4,5]pyrrolo[3,2... 219 C14H9N3 1000212-49-8 14
5 Isophthalic acid, 2-fluorophenyl... 330 C19H19F04 1000344-65-3 11

Abundance Scan 2048 (14.333 min): BF128004.D\data.ms (-2035) (- m/z 57.10 100.00%
57.1

219.2
5000

%

530.¢

147.1 \

— ‘ ‘
“ ‘ \ 360.3 \ 14.00 14.50
O dbdia d A M‘u\ulww,ww‘ﬁ?’?wm, m/z 219.20  57.99%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #341931: Benzenepropanoic acid, 3,5-bis(1,1-dimethylet
57.0

%

5000
14.00 14.50

m/z 43.10 52.11%

219.0 530.(
147.0 7
b L), 2780 34504000 4740 |

[Ty \‘\rwrr‘\r‘\ TT T T T[T T[T T T[T T [TTIT[TT1iT]

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #248214: S-(3,5-Ditert-butyl-4-hydroxybenzyl) O-ethyl dit

r

o

Abundance #194634: 4-(Dibromomethyl)-2-(methylthio)pyrimidine
219.0 14.00 14.50

m/z 530.50  34.58%

219.0

— ——

14.00 14.50
5000 m/z 217.10 38.66%
161.0
57.0 ‘
Ol brbsd U'U'«Juﬂ“_“m 28003400
m/z--> 0 50 100 150 200 250 300 350 400 450 500
= P

5000
298.0

—

(V) RSN <L SN S S — :
m/z-> 0 50 100 150 200 250 300 350 400 450 500 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42922\
Data File : BF128004.D

Acqg On : 29 Apr 2022 19:38

Operator : CG\JU

Sample : N2602-01 :
Misc 12-15-SB1-BK-PRISON

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 Benzo[e]pyrene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.274 3.00 ng 82164  Perylene-di12 15.615
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]fluoranthene 252 C20H12 000205-99-2 93
2 Benzo[e]pyrene 252 C20H12 000192-97-2 90
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 81
4 Benzo[a]pyrene 252 C20H12 000050-32-8 81
5 Perylene 252 C20H12 000198-55-0 76

Abundance Scan 2208 (15.274 min): BF128004.D\data.ms (-2206) (- m/z 252.10 100.00%

252.1
5000

——
126.0
571 " 15.00 15.50

e d 1990, L 8200 STLL ) o5e.1e 29.55%

m/z--> 50 100 150 200 250 300 350 400
Abundance #138568: Benzol[b]fluoranthene
252.0

o

5000 T LN
15.00 15.50
126.0 m/z 253.10 25.15%
O 83.0‘ “ ‘H\ 200'0 " il
\\‘\\\\‘\\\\‘\\\\’\\\\\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzo[e]pyrene
252.0
== —
15.00 15.50
5000 ITI/Z 126.00 11.40%
125.0
03&0 83.0 , | 200.0 |
L B e e e e B O A S
m/z--> 50 100 150 200 250 300 350 400
Abundance #138565: Benzo[Kk]fluoranthene T —
252.0 15.00 15.50

m/z 251.10  10.39%

B M
126.0
?9\0 | \“ “‘ ! |

i e —— .
miz--> 50 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42922\
Data File : BF128004.D

Acqg On : 29 Apr 2022 19:38

Operator : CG\JU

Sample : N2602-01 :
Misc 12-15-SB1-BK-PRISON

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 Perylene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.480 11.34 ng 310739  Perylene-d12 15.615
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 97
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 93
4 Perylene 252 C20H12 000198-55-0 90
5 Benzo[a]pyrene 252 C20H12 000050-32-8 90
Abundance Scan 2243 (15.480 min): BF128004.D\data.ms (-2240) (- m/z 252.10 100.00%
252.1
5000
0359 739 ) 16112001, [ 3132 3571 550 10  28.43%
m/z--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
252.0
5000 1
15.50
m/z 253.10 20.22%
125.0
0390 830 , | 2000 .
\\’\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #138563: BenzolKk]fluoranthene
252.0
——
15.50
5000 m/z 125.10 13.38%
126.0
ol 8ol oo,
m/z--> 50 100 150 200 250 300 350
Abundance #138568: Benzo[b]fluoranthene 7
252.0 15.50
m/z 126.10 10.81%
5000
126.0
0 830\ “ ‘H\ 2000\ 1l
— e e
m/z--> 50 100 150 200 250 300 350 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42922\
Data File : BF128004.D

Acqg On : 29 Apr 2022 19:38

Operator : CG\JU

Sample : N2602-01 :
Misc : 12-15-SB1-BK-PRISON

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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|
Nonanoic acid, ... 9.539 2.2 ng 95875 3 9.963 888000 20.0
Hexadecanoic ac... 11.839 4.0 ng 155069 4 11.457 773854 20.0
Phenanthrene, 2... 11.957 4.6 ng 177526 4 11.457 773854 20.0
Anthracene, 2-m... 11.986 3.4 ng 130654 4 11.457 773854 20.0
4H-Cyclopenta[d... 12.069 4.8 ng 184262 4 11.457 773854 20.0
Phenanthrene, 2... 12.510 2.4 ng 93700 4 11.457 773854 20.0
trans-13-Octade... 12.545 3.4 ng 129525 4 11.457 773854 20.0
Cyclopenta(def)... 12.592 2.2 ng 84052 4 11.457 773854 20.9
Pyrene, 1-methyl-  13.121 2.5 ng 133297 5 14.104 1087270 20.0
Pyrene, 2-methyl-  13.333 2.2 ng 117682 5 14.104 1087270 20.0
Benzenepropanoi... 14.333 25.4 ng 1378830 5 14.104 1087270 20.0
Benzo[e]pyrene 15.274 3.0 ng 82164 6 15.615 547936 20.0
Perylene 15.480 11.3 ng 310739 6 15.615 547936 20.0
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