LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122623\
Data File : BF136741.D

Acqg On : 27 Dec 2023 02:43

Operator : CG\JU

Sample : 05602-07

Misc : ROUTE-4-TP-4

ALS Vvial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136741.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.157 7 12 19 rBV 14831 21120 1.90% 0.208%
2 5.016 495 498 503 rBvV 27270 28437 2.56% 0.281%
3 5.428 564 568 582 rVB 1125445 1109868 100.00% 10.954%
4 6.428 734 738 741 rBV 1220674 1034876 93.24% 10.214%
5 6.781 795 798 804 rVB 479854 395055 35.59%  3.899%
6 6.904 814 819 823 rBV 31361 30245 2.73%  0.299%
7 7.051 842 844 852 rVB 31360 29913 2.70%  0.295%
8 7.122 852 856 858 rBV 16580 14373 1.30% 0.142%
9 7.210 868 871 881 rVB 11611 13983 1.26% 0.138%
10 7.345 889 894 897 rBV 730261 657450 59.24%  6.489%
11 8.057 1012 1015 1019 rBV 536651 433923 39.10% 4.283%
12 9.133 1195 1198 1202 rBV 1195120 1009561 90.96% 9.964%
13 9.816 1310 1314 1317 rBV 499806 383996 34.60%  3.790%
14 10.022 1343 1349 1353 rBV3 12780 16434 1.48% 0.162%
15 10.363 1404 1407 1413 rVB3 23273 25582 2.30% 0.252%
16 10.610 1445 1449 1460 rVB 591384 517489 46.63% 5.108%
17 10.733 1466 1470 1475 rVB6 12859 14694 1.32% 0.145%
18 10.916 1495 1501 1504 rBV2 16671 21992 1.98% 0.217%
19 11.204 1547 1550 1555 rVB 15388 14086 1.27% 0.139%
20 11.310 1564 1568 1570 rBV 417896 390660 35.20%  3.856%
21 11.333 1570 1572 1575 rVV 228721 176985 15.95% 1.747%
22 11.380 1577 1580 1584 rVB 80907 68422 6.16% 0.675%
23 11.810 1650 1653 1656 rBV 47309 45091 4.06% ©0.445%
24 11.839 1656 1658 1663 rVV 160950 154542 13.92%  1.525%
25 11.886 1663 1666 1669 rVV 37451 40599 3.66% 0.401%
26 11.922 1669 1672 1675 rW 78258 90040 8.11% 0.889%
27 11.945 1675 1676 1683 rVB 41823 30799 2.78% 0.304%
28 12.110 1697 1704 1708 rBV 30598 43855 3.95% 0.433%
29 12.257 1724 1729 1732 rBV4 14488 17368 1.56% 0.171%
30 12.292 1732 1735 1737 rBV 12569 12213 1.10% 0.121%
31 12.363 1742 1747 1750 rBV 45614 50069 4.51% 0.494%
32 12.404 1750 1754 1759 rVB4 27103 40961 3.69% 0.404%
33 12.451 1759 1762 1770 rVB4 15139 28832 2.60% 0.285%
34 12.527 1771 1775 1778 rBV ~ 338070 272375 24.54%  2.688%
35 12.627 1789 1792 1798 rBV6 16357 27483  2.48% 0.271%

36 12.757 1807 1814 1816 rBV 288114 298007 26.85% 2.941%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122623\
Data File : BF136741.D

Acqg On : 27 Dec 2023 02:43

Operator : CG\JU

Sample : 05602-07

Misc : ROUTE-4-TP-4

ALS Vvial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.774 1816 1817 1820 rVwV 36044 27962  2.52% 0.276%
38 12.810 1820 1823 1827 rVB2 17305 24145 2.18% 0.238%
39 12.874 1832 1834 1835 rBv2 16821 14726 1.33% 0.145%
40 12.904 1835 1839 1842 rVB 1109504 930333 83.82% 9.182%
41 12.980 1847 1852 1855 rBv4 25138 38302 3.45% 0.378%
42 13.086 1867 1870 1873 rVB 69669 62443 5.63% 0.616%
43 13.151 1876 1881 1884 rBV2 63503 73351  6.61% ©.724%
44 13.192 1884 1888 1891 rVV2 36989 37198 3.35% 0.367%
45 13.286 1901 1904 1906 rVB 20014 16352 1.47% 0.161%
46 13.316 1906 1909 1913 rBV2 25809 22037 1.99% 0.218%
47 13.492 1935 1939 1941 rBV5 13825 19365 1.74% 0.191%
48 13.692 1971 1973 1975 rBV3 10829 13595 1.22% 0.134%
49 13.739 1979 1981 1983 rVvV 20863 16770 1.51% 0.166%
50 13.810 1991 1993 1996 rVB2 18383 16779 1.51% 0.166%
51 13.863 1996 2002 2004 rBV6 33440 71182 6.41% 0.703%
52 13.963 2014 2019 2022 rBV2 507427 549509 49.51% 5.424%
53 13.986 2022 2023 2030 rVB 120174 98725 8.90% 0.974%
54 14.068 2034 2037 2040 rVB 39233 30317 2.73%  0.299%
55 14.351 2083 2085 2088 rVB 32274 26300 2.37% 0.260%
56 14.498 2108 2110 2114 rVB4 19408 19622 1.77% 0.194%
57 15.010 2193 2197 2200 rBV 59346 91509 8.25% ©.903%
58 15.315 2246 2249 2256 rVB 35970 51291 4.62% 0.506%
59 15.380 2256 2260 2265 rVB 53547 74047 6.67% 0.731%
60 15.445 2266 2271 2274 rBV 196090 244646 22.04% 2.415%

Sum of corrected areas: 10131884
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 27 Dec 2023 02:43
¢ CG\JU
. 05602-07

. 18

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122623\
BF136741.D

Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
1200000
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200000

o

TIC: BF136741.D\data.ms
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Time-->
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TIC: BF136741.D\data.ms
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Time-->

8270-BF122023.M Wed Dec 27 ©6:53:25 2023

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122623\

Data File : BF136741.D

Acqg On : 27 Dec 2023 02:43

Operator : CG\JU

Sample : 05602-07

Misc ROUTE-4-TP-4

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 1 Anthracene, 2-methyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.810 2.31 ng 45091 Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 96
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 96
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 96
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 95

5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 94

Abundance Scan 1653 (11.810 min): BF136741.D\data.ms (-1650) (1  m/z 192.10 100.00%

192.1
5000
— =
94.6 1651 11.50 12.00
. 62.9 139.0
0 ‘H“‘?%Q‘H‘uuwﬂhum"m“uu‘yuw‘pw‘l“ m/z 191.10 61.44%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #67024: Anthracene, 2-methyl-
192.0
5000 T T ‘ T M/\/]\/Y

83.0 165.0
ol15.0 390 620 ", 1150 1390 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\

m/z-->
Abundance

5000

o

20 40

39.0 63.0

60 80 100 120 140 160 180

#67035: Phenanthrene, 1-methyl-
192.0

165.0

9.0  139.0

m/z-->
Abundance

5000

0 |

20 40

39.0 63.0

60 80 100 120 140 160 180

#67038: Phenanthrene, 2-methyl-
192.0

165.0
96.0 139.0

m/z-->

\
11.50
m/z 189.10

L)

12.00
30.30%

11.50 12.00
m/z 193.10 19.77%

Aﬂm‘/\ /i : [y
11.50 12.00
m/z 190.10 14.62%

20 40

60 80 100 120 140 160 180
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122623\
Data File : BF136741.D

Acqg On : 27 Dec 2023 02:43

Operator : CG\JU

Sample : 05602-07

Misc : ROUTE-4-TP-4

ALS vial : 18 Sample Multiplier: 1

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

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

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

Peak Number 2 1H-Cyclopropa[l]phenanthren... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.839 7.91 ng 154542  Phenanthrene-di10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 96
2 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 94
3 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 94
4 Anthracene, 9-methyl- 192 C15H12 000779-02-2 93
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 93
Abundance Scan 1658 (11.839 min): BF136741.D\data.ms (-1656) (1  m/z 192.10 100.00%
1921
129 O ‘ \/\\ T ‘ T
1651 11.50 12.00
0! m/z 191.10  55.81%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #67024: Anthracene, 2-methyl-
192.0
5000 S : MW
11.50 12.00
m/z 73.00 41.84%
165.0
Ol 320 B0 us0 “M
\H‘HH‘H\\‘\H\‘\\H‘HH‘HH‘HH‘HH‘H \‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #67054: 1H-Cyclopropa[l]jphenanthrene,1a,9b-dihydro-
192.0
— ey
11.50 12.00
5000 m/z 43.05 40.42%
165.0
0 270 630 m 9?0 126Q 4 h‘w 4 Hh‘
AR e R aT e e e e  a aeaEe
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #67045: Phenanthrene, 3-methyl- — T
192.0 11.50 12.00
m/z 41.10 35.82%
5000
ol 270 630 940 1550 1690 |
e e e e e e e e e e e o .
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122623\
Data File : BF136741.D

Acqg On : 27 Dec 2023 02:43

Operator : CG\JU

Sample : 05602-07

Misc : ROUTE-4-TP-4

ALS vial : 18 Sample Multiplier: 1

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

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

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

Peak Number 3 Phenanthrene, 1-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.886 2.08 ng 40599  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 97
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 96
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 95
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 95
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 94
Abundance Scan 1666 (11.886 min): BF136741.D\data.ms (-1663) (1  m/z 192.05 100.00%
192.1
5000
165 0 ‘ T = T T ‘ T
94.4 ' 11.50 12.00
62.9 139.2 W
I N O IR ‘w‘u el m/z 191,10 49.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67054: 1H-Cyclopropa[l]phenanthrene,1a,9b-dihydro-
192.0
5000 s ! MM\MJ\
11.50 12.00
165.0 m/z 189.10  22.36%
o 300 630 960 1390 | w
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\ \‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67035: Phenanthrene, 1-methyl-
192.0
11.50 12.00
5000 m/z 165.00 16.43%
165.0
0. 390 630 960 1390 |
R A R o R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67024: Anthracene, 2-methyl- MNWN&AfWW =
192.0 11.50 12.00
m/z 193.10 14.62%
5000
165.0
0/15.0 39.0 610 83"'0 | 11501390 |
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122623\
Data File : BF136741.D

Acqg On : 27 Dec 2023 02:43

Operator : CG\JU

Sample : 05602-07

Misc : ROUTE-4-TP-4

ALS vial : 18 Sample Multiplier: 1

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

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

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

Peak Number 4 4H-Cyclopenta[def]phenanthrene Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
11.922 4.61 ng 90040  Phenanthrene-d1e 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 90
2 1H-1,2,4-Triazol-5-amine, 3-brom... 190 C4H7BrN4 1000460-85-7 53
3 1a,9b-Dihydro-1H-cyclopropa[a]an... 192 C15H12 006109-24-6 42
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 38
5 SH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 38

Abundance Scan 1672 (11.922 min): BF136741[ndMarns(1669)( m/z 190.10 100.00%

5000
94.5 5 ﬂ/\ : v
165.1 A ‘ s
12.00
39.0 631 139.1
o‘mw‘_m_m‘”"Mmwwmp““w m/z 189.05  98.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 T ‘ T \j\A\/\N\\
94.0 12.00
' m/z 192.05 80.34%
o 39.0 630 | 1150137.0 1630
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64962: 1H-1,2,4-Triazol-5-amine, 3-bromo-N,N-dimethy/|
15.0
12 00
42.0 190.0
69.0 161.0
0 bl M S S “‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #67051: 1a,9b-Dihydro-1H-cyclopropalajanthracene
192.0 12 OO
m/z 94.50 25.80%
5000
165.0
ol 270 597 P00 1m0

m/z--> 20 40 60 80 100 120 140 160 180 200 12 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122623\
Data File : BF136741.D

Acqg On : 27 Dec 2023 02:43

Operator : CG\JU

Sample : 05602-07

Misc : ROUTE-4-TP-4

ALS vial : 18 Sample Multiplier: 1

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

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

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

Peak Number 5 Naphthalene, 2-phenyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.110 2.25 ng 43855  Phenanthrene-d10 11.310
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 Naphthalene, 1-phenyl- 204 Cl6H12 000605-02-7 70
4 Tricyclo[8.2.2.2(4,7)]hexadeca-2... 204 Cl6H12 006572-60-7 70
5 Benzene, 1,1'-(1-buten-3-yne-1,4... 204 C1l6H12 013141-45-2 49
Abundance Scan 1704 (12.110 min): BF136741.D\data.ms (-1697) (- m/z 204.10 100.00%
204.1
5000
T
390 ‘. 1511 | 12.00 125%
O ol m/z 202.10 40.57%
mlz--> 50 100 150 200 250 300 350 400
Abundance #80581: Naphthalene, 2-phenyl-
204.0
5000
12.00 12.50
m/z 203.00  28.64%
101.0
0 51Q o ‘h 1520\ d
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #307050: 5,16[1',2']:8,13[1",2"]-Dibenzenodibenzo[a,g]cy
204.0
: S
12.00 12.50
5000 m/z 205.10 16.39%
39.0 10104550 313.0 408.(
o e R E e e R
miz--> 50 100 150 200 250 300 350 400 M
Abundance #80575: Naphthalene, 1-phenyl- L b WITY ‘
204.0 12.00 12.50
m/z 100.90 10.39%
5000
101.0
0 51.0 a i 150'0‘ L N WAV
R e T e N B AL A s
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\BF122623\
Data File : BF136741.D

Acqg On : 27 Dec 2023 02:43

Operator : CG\JU

Sample : 05602-07

Misc : ROUTE-4-TP-4

ALS vial : 18 Sample Multiplier: 1

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

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

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

Peak Number 6 Anthracene, 1,4-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.363 2.56 ng 50069 Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 1,4-dimethyl- 206 C16H14 000781-92-0 95
2 Phenanthrene, 2,5-dimethyl- 206 Cl6H14 003674-66-6 94
3 di-p-Tolylacetylene 206 Cl6H14 002789-88-0 93
4 Phenanthrene, 3,6-dimethyl- 206 C1l6H14 001576-67-6 91
5 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 91

Abundance Scan 1747 (12.363 min): BF136741.D\data.ms (-1742) (-, m/z 206.10 100.00%
206.1

5000
NIV
39.0 889 | ,o 1519 1781 12.00 12.50
0! 66.9 : m/z 191.10  51.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82936: Anthracene, 1,4-dimethyl-
206.0
5000
12.00 12.50
m/z 189.00  28.48%
89.0
ol 320 630, | 1150 1520 1159 mﬁ
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82944: Phenanthrene, 2,5-dimethyl-
e T
12.00 12.50
5000 m/z 205.05 25.39%
101.0
0270 510 1801 | 139010 | |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82923: di-p-Tolylacetylene P It ]
206.0 12.00 12.50
m/z 207.05 16.03%
5000
0 39.0 76.0 ‘10%0 139.0 1650 M‘ n“ [
R e AR e e —
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50

8270-BF122023.M Wed Dec 27 ©6:53:29 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122623\
Data File : BF136741.D

Acqg On : 27 Dec 2023 02:43

Operator : CG\JU

Sample : 05602-07

Misc : ROUTE-4-TP-4

ALS vial : 18 Sample Multiplier: 1

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

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

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

Peak Number 7 unknownl2.404 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.404 2.10 ng 40961 Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylthio-1,4-naphthoquinone 204 C11H802S 026037-60-5 47
2 Tricyclo[8.2.2.2(4,7)]hexadeca-2... 204 C16H12 006572-60-7 46
3 9,10-Bis(bromomethyl)anthracene 362 C16H12Br2 034373-96-1 43
4 [1,1'-Biphenyl]-2-0l, 5-chloro- 204 C12HSC1O0 000607-12-5 43
5 1-(5-Nitro-1H-indol-3-yl)ethan-1... 204 C10H8N203 004771-10-2 35
Abundance Scan 1754 (12.404 min): BF136741.D\data.ms (-1750) (- m/z 204.10 100.00%
204.1
5000 57.0 JM
101.0 ol ‘A ‘
151.1 12.50
0! A m/z 189.10  89.28%
mlz--> 50 100 150 200 250 300 350
Abundance #79613: 2-Methylthio-1,4-naphthoquinone
204.0
760 ol Lo
5000 133.0 [ A
12.50
(% m/z 57.00 45.85%
39.
O’
miz--> 50 100 150 200 250 300 350
Abundance #80598: Tricyclo[8.2.2.2(4,7)]hexadeca-2,4,6,8,10,12,13,
204.0
——
12.50
5000 m/z 202.10 44 .58%
101.0
63.0 | 152.0 |
ot et e
miz--> 50 100 150 200 250 300 350
Abundance #271143: 9,10-Bis(bromomethyl)anthracene —
204.0 12.50
m/z 206.10 38.87%
5000
101.0
0 63.0 , | 14%'0 e 283.0 364.0 A N\A
e e e e
m/z--> 50 100 150 200 250 300 350 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122623\
Data File : BF136741.D

Acqg On : 27 Dec 2023 02:43

Operator : CG\JU

Sample : 05602-07

Misc : ROUTE-4-TP-4

ALS vial : 18 Sample Multiplier: 1

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

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

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

Peak Number 8 Pyrene, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.086 2.27 ng 62443  Chrysene-di12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 2-methyl- 216 C17H12 003442-78-2 89
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 87
3 Pyrene, 1-methyl- 216 C17H12 002381-21-7 83
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 74
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 72
Abundance Scan 1870 (13.086 min): BF136741.D\data.ms (-1867) (-  m/z 216.10 100.00%
216.1
5000
107.6 " ann !
13.00
74.0 151.0 187.0 ‘
o‘“““?‘9‘_‘uw‘h_“wHWWwmww‘wimﬁ??ﬁ m/z 215.10  76.22%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #94567: Pyrene, 2-methyl-
216.0
5000 e ‘
92.0 13.00
m/z 213.10  20.54%
oL 530 \H 1500 1870 |
‘HH‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘\H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #94576: 11H-Benzol[b]fluorene
216.0 j\
pan el or v
13.00
5000 m/z 107.55 14.82%
108.0
0 57.0 I M 139.0 1830 h“
e e e e i e e e
m/z--> 20 40 60 80 100120140160180200220240260280 JAﬁNJm
Abundance #94566: Pyrene, 1-methyl- el
216.0 13.00
m/z 217.05 12.56%
5000
94.0 Mmm
187.0
027.0 630 “ 122.0150.0 18[9 ‘H g

m/z--> 20 40 60 80 100120140160180200220240260280 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122623\
Data File : BF136741.D

Acqg On : 27 Dec 2023 02:43

Operator : CG\JU

Sample : 05602-07

Misc : ROUTE-4-TP-4

ALS vial : 18 Sample Multiplier: 1

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

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

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

Peak Number 9 11H-Benzo[b]fluorene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.151 2.67 ng 73351  Chrysene-d12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 91
2 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 87
3 Pyrene, 1-methyl- 216 C17H12 002381-21-7 86
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 74
5 Pyrene, 4-methyl- 216 C17H12 003353-12-6 55
Abundance Scan 1881 (13.151 min): BF136741.D\data.ms (-1876) (-, m/z 216.10 100.00%
216.1
5000
1077 1300 1350
189.1 : :
39.0 150.0 m
om_m‘mw‘7?‘?””_‘“‘Wm‘_mww”pw_““2‘5“1:$ m/z 215.10  93.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94572: 11H-Benzo[b]fluorene
216.0
5000 L e
13.00 13.50
m/z 213.05  21.55%
0l.,.280 630 HH 139.0 1890 H
H\‘HH‘H\\‘\H\’H\\‘\\H‘HH‘HH‘HH‘HH‘\H ‘HH‘HH‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #94575: 11H-Benzol[a]fluorene
216.0 J\
S RALVE pir
13.00 13.50
5000 m/z 107.70 16.96%
108.0
o 500 810, | 1370 1890 |
e KA AR AR ARaEE e e e o
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 jU\/V.N\
Abundance #94565: Pyrene, 1-methyl- 4 et
216.0 13.00 13.50
m/z 217.10  16.63%
5000
Coons |
27.0 63.0 122.0150.0
o270 630 | 12201500 | oy P et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122623\
Data File : BF136741.D

Acqg On : 27 Dec 2023 02:43

Operator : CG\JU

Sample : 05602-07

Misc ROUTE-4-TP-4

ALS vial : 18 Sample Multiplier: 1

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

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

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

Peak Number 10 n-Heptadecanol-1 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.863 2.59 ng 71182  Chrysene-di12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Heptadecanol-1 256 C17H360 001454-85-9 52
2 1-Hexadecanol 242 C16H340 036653-82-4 52
3 9-Octadecene, (E)- 252 C18H36 007206-25-9 52
4 7-Heptadecene, 17-chloro- 272 C17H33Cl 056554-79-1 52
5 n-Nonadecanol-1 284 C19H400 001454-84-8 52

Abundance Scan 2002 (13.863 min): BF136741.D\data.ms (-1996) (- m/z 57.05 100.00%

i WJ\M\WJ\/\WW

‘ 1350  14.00
s m/z 83.10 91.16%

miz--> 50 100 150 200 250 300
Abundance #143654: n-Heptadecanol-1
55.0
97.0

5000

5000

o

1350 1400
m/z 55.05 85.44%

0 :!- T (H\ \ ‘ bl ‘ T ‘H“ 1“ \%\3?‘0“ T \2‘19\0\ L L B B
m/z--> 50 100 150 200 250 300
Abundance #126369: 1-Hexadecano

55.0
— —
970 1350 14.00
oLfl-P\H L\W 1‘\ 90 10 WWW
mlz--> 50 100 150 200 250 300
Abundance #138524: 9-Octadecene, (E)- — —
55.0 13.50 14.00

m/z 69.05 76.41%

97.0

0 H ‘\ 139.0 1809 2520
HH‘HH I A N — —

m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122623\
Data File : BF136741.D

Acqg On : 27 Dec 2023 02:43

Operator : CG\JU

Sample : 05602-07

Misc : ROUTE-4-TP-4

ALS vial : 18 Sample Multiplier: 1

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

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

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

Peak Number 11 Benzo[e]pyrene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.315 4.19 ng 51291  Perylene-d12 15.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[a]pyrene 252 C20H12 000050-32-8 95
2 Benzo[e]pyrene 252 C20H12 000192-97-2 95
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 95
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 90
5 Perylene 252 C20H12 000198-55-0 90

Abundance Scan 2249 (15.315 min): BF136741.D\data.ms (-2246) (| m/z 252.10 100.00%

25p.1
5000
125.1 15‘06 5.5‘56
71.1 : 1 211.2 333.2 R . :
0\\VHWW\1NMWW%§€%\W1HW ol uew“‘uuw“‘$9ﬁ m/z 250.10 26.07%
m/z--> 50 100 150 200 250 300 350
Abundance #138557: Benzo[a]pyrene
252.0
5000 T 7 e
15.00 15.50
126.0 m/z 253.05  23.54%
O ‘\\8\3\0f !‘H‘\‘H\ T T \2\0?.\0\“‘“\ \h L B I
m/z--> 50 100 150 200 250 300 350
Abundance #138554: Benzol[e]pyrene
252.0
— ——
15.00 15.50
5000 m/Z 250.95 12.01%
125.0
039.0 83.0 | | 2000 |
— 1
m/z--> 50 100 150 200 250 300 350
Abundance #138563: Benzo[K]fluoranthene — ——
252.0 15.00 15.50
m/z 125.10 10.63%
5000
126.0
o gm0yl oo R
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\BF122623\
Data File : BF136741.D

Acqg On : 27 Dec 2023 02:43

Operator : CG\JU

Sample : 05602-07

Misc : ROUTE-4-TP-4

ALS Vvial : 18 Sample Multiplier: 1

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

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Anthracene, 2-m... 11.810 2.3 ng 45091 4 11.310 390660 20.0
1H-Cyclopropa[l... 11.839 7.9 ng 154542 4 11.310 390660 20.0
Phenanthrene, 1... 11.886 2.1 ng 40599 4 11.310 390660 20.0
4H-Cyclopenta[d... 11.922 4.6 ng 90040 4 11.310 390660 20.0
Naphthalene, 2-... 12.110 2.3 ng 43855 4 11.310 390660 20.0
Anthracene, 1,4... 12.363 2.6 ng 50069 4 11.310 390660 20.0
unknownl2.404 12.404 2.1 ng 40961 4 11.310 390660 20.0
Pyrene, 2-methyl- 13.086 2.3 ng 62443 5 13.963 549509 20.0
11H-Benzo[b]flu... 13.151 2.7 ng 73351 5 13.963 549509 20.0
n-Heptadecanol-1 13.863 2.6 ng 71182 5 13.963 549509 20.0
Benzo[e]pyrene 15.315 4.2 ng 51291 6 15.445 244646 20.0
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