LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM081023\
Data File : BM@41375.D

Acqg On : 10 Aug 2023 22:45
Operator : MA/JU

Sample : 03952-01 5X

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 M\Methods\8270-BM@72823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@41375.D\data.ms

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

# min scan scan scan TY height area % max. total
1 5.346 360 367 380 rBV 309551 527555 26.33% 2.777%
2 6.957 635 641 659 rBv 198753 442746 22.10% 2.331%
3 7.769 773 779 788 rBV 223333 377613 18.85%  1.988%
4 8.957 974 981 992 rBV 121967 274934 13.72%  1.447%
5 10.575 1249 1256 1270 rBV 239915 461074 23.01%  2.427%
6 13.057 1672 1678 1693 rBV 383657 666019 33.24%  3.506%
7 13.757 1792 1797 1803 rBv4 17001 33457 1.67% 0.176%
8 13.816 1803 1807 1814 rVB5 10287 20676 1.03% 0.109%
9 13.910 1816 1823 1834 rVVv2 17156 39061 1.95% 0.206%
10 14.163 1858 1866 1877 rBV 38699 76160 3.80% 0.401%
11 14.439 1907 1913 1920 rBV 325691 524555 26.18% 2.762%
12 14.504 1920 1924 1934 rVB 43826 77416 3.86% 0.408%
13 14.845 1974 1982 1987 rBV4 16498 35131 1.75% 0.185%
14 14.916 1990 1994 2004 rVB3 12974 25348 1.27% ©.133%
15 15.057 2011 2018 2024 rBV6 12603 24258 1.21% 0.128%
16 15.498 2087 2093 2105 rVB 34728 81798 4.08% 0.431%
17 15.621 2105 2114 2117 rBV5 10845 29676 1.48% 0.156%
18 15.786 2138 2142 2148 rVB 13087 21242 1.06% 0.112%
19 15.945 2163 2169 2182 rBV 291976 524726 26.19% 2.762%
20 16.180 2204 2209 2219 rVB4 24774 70435 3.52% 0.371%
21 16.504 2257 2264 2269 rBVv4 18605 45081 2.25% ©.237%
22 16.551 2269 2272 2278 rW4 15457 23384 1.17% 0.123%
23 16.651 2285 2289 2294 rVB5 13575 22568 1.13% 0.119%
24 16.727 2299 2302 2307 rVWW6 12169 22163 1.11% 0.117%
25 16.774 2307 2310 2317 rVW6 13065 22627 1.13% 0.119%
26 16.862 2321 2325 2332 rVB4 13893 26879 1.34% 0.142%
27 16.939 2332 2338 2343 rBV3 26207 42936 2.14% 0.226%
28 17.021 2349 2352 2358 rVB 27182 43096  2.15% ©.227%
29 17.198 2376 2382 2386 rBV 434586 651636 32.52% 3.431%
30 17.245 2386 2390 2401 rVB 423578 632748 31.58% 3.331%
31 17.339 2401 2406 2411 rBV 135504 207910 10.38%  1.095%
32 17.686 2461 2465 2468 rBV2 26055 28775 1.44% 0.151%
33 17.721 2468 2471 2478 rV4 17462 26597 1.33% 0.140%
34 17.786 2478 2482 2490 rVB2 21972 39562 1.97% ©.208%
35 17.927 2503 2506 2511 rBv4 12230 21174 1.06% 0.111%

36 18.098 2527 2535 2538 rBV2 160346 343017 17.12% 1.806%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM081023\
Data File : BM@41375.D

Acqg On : 10 Aug 2023 22:45
Operator : MA/JU

Sample : 03952-01 5X

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 M\Methods\8270-BM@72823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 18.127 2538 2540 2547 rVW 148372 224010 11.18% 1.179%
38 18.215 2551 2555 2560 rVvV 56632 100759 5.03% 0.530%
39 18.274 2560 2565 2569 rVV3 162597 301005 15.02% 1.585%
40 18.315 2569 2572 2579 rVB 79182 116297 5.80% 0.612%
41 18.386 2581 2584 2591 rVW4 25692 38282 1.91% 0.202%
42 18.480 2597 2600 2606 rBV2 17643 30359 1.52% 0.160%
43 18.586 2614 2618 2622 rBV 49788 70861 3.54% 0.373%
44 18.645 2624 2628 2634 rVB3 36088 61242 3.06% ©.322%
45 18.827 2657 2659 2665 rVB3 18853 22259 1.11% 0.117%
46 18.880 2665 2668 2672 rBV 32199 37830 1.89% ©.199%
47 19.003 2684 2689 2694 rBvV2 101135 222085 11.08% 1.169%
48 19.062 2695 2699 2703 rVB4 35477 77602 3.87% 0.409%
49 19.156 2709 2715 2726 rBV5 69622 173135 8.64% 0.911%
50 19.268 2729 2734 2741 rBV 1224043 1590067 79.36% 8.371%
51 19.386 2750 2754 2758 rBV5 68187 97795 4.88% 0.515%
52 19.509 2773 2775 2778 rBV2 31309 32371 1.62% 0.170%
53 19.603 2786 2791 2792 rBV 205870 249673 12.46% 1.314%
54 19.633 2792 2796 2805 rVV 1139556 1525089 76.12% 8.029%
55 19.709 2805 2809 2814 rVB2 76527 116547 5.82% 0.614%
56 19.839 2825 2831 2836 rBV 850119 1057533 52.78% 5.567%
57 19.962 2847 2852 2860 rBv2 95333 240713 12.01% 1.267%
58 20.133 2878 2881 2886 rVB3 172434 236551 11.81%  1.245%
59 20.233 2895 2898 2902 rVB 88989 100545 5.02% 0.529%
60 20.286 2904 2907 2912 rVB2 114931 179567 8.96% 0.945%
61 20.433 2929 2932 2935 rBV2 84074 96816 4.83% 0.510%
62 20.480 2936 2940 2943 rBV 89047 115571 5.77% 0.608%
63 21.050 3034 3037 3040 rBV 112391 135536 6.76% 0.714%
64 21.397 3090 3096 3101 rBV2 897340 2003532 100.00% 10.548%
65 21.439 3101 3103 3114 rVB 564950 762798 38.07% 4.016%
66 23.050 3373 3377 3383 rBV 430709 996348 49.73%  5.245%
67 23.662 3478 3481 3488 rVB 472723 795083 39.68% 4.186%

68 23.768 3495 3499 3504 rVB 405435 652930 32.59% 3.437%

Sum of corrected areas: 18994824
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 10 Aug 2023 22:45
: MA/JU
¢ 03952-01 5X

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81023\
BMO41375.D

: 17  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@72823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance
1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BM041375.D\data.ms

5.346

6.957 7.769 10.575

8.957

Time-->

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance
1400000

1200000

1000000

800000

600000

400000

200000

TIC: BM041375.D\data.ms

19-268 5 633

19.839

17128
13.057

14.439 15.945
339
mﬂﬁ 163 5014%%18 6.180Fa AR 92

20;

0
Time--> 1

2.00 1250 13.00 1350 1400 14.50 1500 15.50 1600 1650 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50

Abundance
1400000

1200000

1000000

800000

600000

400000

200000

TIC: BM041375.D\data.ms
21.897 23.050

2386%8
21439

21.0

Time-->

21.00 2150 2200 2250 23.00 2350 24.00 2450 2500 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81023\
Data File : BM@41375.D

Acq On : 10 Aug 2023 22:45
Operator : MA/JU

Sample : 03952-01 5X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@72823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 4-Methyl-N-(1H-tetrazol-5-y... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

16.180 2.16 ng 70435 Phenanthrene-d10 17.198

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4-Methyl-N-(1H-tetrazol-5-yl)-be... 239 C8H9N502S 006455-80-7 32
2 1,6-Heptadien-3-yne 92 C7H8 005150-80-1 27
3 Benzenesulfonyl chloride, 4-methyl- 190 C7H7C102S 000098-59-9 27
4 Sulfone, p-tolyl tribromomethyl- 404 C8H7Br302S 031350-40-0 25
5 Benzenesulfonic acid, 2,4-dinitro- 248 C6H4N207S 000089-02-1 25
Abundance Scan 2209 (16.180 min): BM041375.D\data.ms (-2204) (- 91.00 100.00%

91.0
5000

121.0 154.9184.9
6 16 00 16 50

2800 4/z 65.e0 31.75%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #122582: 4-Methyl-N-(1H-tetrazol-5-yl)-benzenesulfonam
91.0
5000

132.0 16.00 16.50
39.0 m/z 92.10 27.68%

' 175.0
\H‘HH‘i‘”\“h\"hH\"\\‘!\‘HH‘H\‘\“\H}‘\H‘\’H\\2‘\]-\:\'-\‘()\\2\4\99\‘\\\\’\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #2772: 1,6-Heptadien-3-yne
91.0

16.00 16.50
5000 ITI/Z 184.90 21.69%
39.0
M e
m/z--> 20 40 60 80 100120140160180200220240260280 A
Abundance #65140: Benzenesulfonyl chloride, 4-methyl-
91.0 16.00 16.50
m/z 154.90 20.05%
5000 155.0
39.0 190.0
B T W (e
m/z--> 20 40 60 80 100120140160180200220240260280 16 00 16 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81023\
Data File : BM@41375.D

Acq On : 10 Aug 2023 22:45
Operator : MA/JU

Sample : 03952-01 5X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@72823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.098 10.53 ng 343017 Phenanthrene-di0 17.198
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Dodecanoic acid 200 C12H2402 000143-07-7 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 Octadecanoic acid 284 C18H3602 000057-11-4 60

Abundance Scan 2535 (18.098 min): BM041375.D\data.ms (-2527) (- | m/z 73.00 100.00%
73.0

5000
1290 1920

7
256.1 18.00 18.50

i | L. H‘m\\ ML‘ b 3898 h/z se.08 78.52%

m/z--> 100 1 200 250 300 350
Abundance #143510: n-Hexadecanoic acid

m\

1

5000 129.0 T T
18.00 18.50

m/z 43.00 76.47%

1710 213.0 256.0
h”\ ‘H‘\ ul \ ‘ ‘ A \‘ ““ - “\‘ T
m/z--> 00 150 200 250 300 350
Abundance #75718: Dodecanoic acid
73.0

7
18.00 18.50

5000 m/z 54.95 64.73%
129.0
mu‘m‘ * Jw/j\»\/u
m/z--> 50 100 150 200 250 300 350
Abundance #92068: Tridecanoic acid — ‘
73.0 18.00 18.50

m/z 41.00 58.02%

5000
29.
129.0
171 ° 21‘4 ° _/\A,\JLM
NMM k ‘

m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81023\
Data File : BM@41375.D

Acq On : 10 Aug 2023 22:45
Operator : MA/JU

Sample : 03952-01 5X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@72823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Phenanthrene, 1-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.127 6.88 ng 224010  Phenanthrene-di@ 17.198
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 96
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 91
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 87
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 87
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 86
Abundance Scan 2540 (18.127 min): BM041375.D\data.ms (-2538) (- | m/z 192.00 100.00%
192.0
5000 M
— ==
94.5 1520 18.00 18.50
ob 200 i 28T 4 2510 303934Lb ;7 191.e0  57.13%
miz--> 50 100 150 200 250 300
Abundance #67035: Phenanthrene, 1-methyl-
192.0
5000 RN ‘ ‘
18.00 18.50
m/z 189.00  28.61%
300 960 1390 |
T T ‘ L ’ T T T T ’ T ‘ L ‘ T T T ‘ T T T
miz—-> 50 100 150 200 250 300
Abundance #67039: Phenanthrene, 2-methyl-
192.0
— —
18.00 18.50
5000 m/z 190.00 16.50%
94.0
510 || . 1520,
e B
miz--> 50 100 150 200 250 300
Abundance #67027: Anthracene, 9-methyl- -t —
192.0 18.00 18.50
m/z 193.05 15.35%
300 %40 1520 |
e — —
m/z--> 50 100 150 200 250 300 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81023\
Data File : BM@41375.D

Acq On : 10 Aug 2023 22:45
Operator : MA/JU

Sample : 03952-01 5X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@72823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Anthracene, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.215 3.09 ng 100759  Phenanthrene-di0 17.198
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 94
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 93
3 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 93
4 Anthracene, 9-methyl- 192 C15H12 000779-02-2 91
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 91

Abundance Scan 2555 (18.215 min): BM041375.D\data.ms (-2551) (- | m/z 192.00 100.00%

192.0
5000

—r
82.7 ‘ 18.00 18.50

138.9
A9 L SR 26668050 3550 0 191,00 47.60%

m/z--> 50 100 150 200 250 300 350
Abundance #67024: Anthracene, 2-methyl-
192.0

5000 e s
18.00 18.50
m/z 188.95 26.48%
390 %9 1300 |
L ‘ T ‘ T T ‘ T T ‘ L ‘ L ’ LI ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #67039: Phenanthrene, 2-methyl-
192.0
— —
18.00 18.50
5000 m/z 193.00 19.80%

94.0
osto | w2 |
m/z--> 50 100 150 200 250 300 350

Abundance #67054: 1H-Cyclopropa[llphenanthrene,1a,9b-dihydro- ——
192.0 18.00 18.50

m/z 164.95  13.79%

h AM/\M\}\M
390 960 1390 |

T
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Title

TIC Library

Library Se

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81023\
BMO41375.D

: 10 Aug 2023 22:45
: MA/JU
¢ 03952-01 5X

: 17  Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-
. ASP BNA STANDARDS FOR 5 POINT CALIBRAT

: C:\Database\NIST20.L

arch Compound Report

BMO72823.M
ION

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 4H-Cyclopenta[def]phenanthrene Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
18.274 9.24 ng 301005 Phenanthrene-d10 17.198
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 70
2 Carbonic acid, ethyl 2-formyl-4,... 262 C10H8C1204 1000331-34-4 40
3 6H-Cyclobuta[jk]phenanthrene 190 C15H1e 083469-43-6 40
4 2-Amino-4,6-dichloropyrimidine-5... 191 C5H3C12N30 005604-46-6 32
5 3-Bromo-2-furoic acid 190 C5H3Bro3 014903-90-3 27

18p.9

Abundance Scan 2565 (18.274 min): BM041375.D\data.ms (-2560) (-

m/z 189.95 100.00%

-

5000
94.6 ‘ —
63.0 ‘ 1389 — 306 18.00 18.50
Oyl 2399 I 2220 2668 306« ;189 09 99.18%
miz--> 50 100 150 200 250 300
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 — ——
94.0 18.00 18.50
m/z 192.05 65.34%
310 630 \‘\ 1370 .|
T T T ‘ \ T \ T T T T T ‘ T T T T T T T T T T T T
miz--> 50 100 150 200 250 300
Abundance #149879: Carbonic acid, ethyl 2-formyl-4,6-dichloropheny
190.0
—r =
18.00 18.50
5000 ITI/Z 191.00 52.01%
29.0
133.0
g0 O L i e
miz--> 50 100 150 200 250 300
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene T —
189.0 18.00 18.50
m/z 94.60 24.25%
5000
94.0
T T T ‘ T T \‘ T ‘ T T T T ‘ T T T h‘ ‘ T T T T ‘ T T T T ‘ T T ‘ T T ‘ T
m/z--> 50 100 150 200 250 300 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81023\
Data File : BM@41375.D

Acq On : 10 Aug 2023 22:45
Operator : MA/JU

Sample : 03952-01 5X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@72823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 1H-Cyclopropa[l]phenanthren... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.315 3.57 ng 116297  Phenanthrene-di0 17.198
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 91
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 87
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 87
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 87
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 86
Abundance Scan 2572 (18.315 min): BM041375.D\data.ms (-2569) (- | m/z 192.00 100.00%
192.0
- —
38.0 81.9 152$ 18.00 18.50
880 e e 855 /7 191,00 52.08%
m/z--> 50 100 150 200 250 300 350
Abundance #67054: 1H-Cyclopropal[l]phenanthrene,1a,9b-dihydro-
192.0
5000 == =
18.00 18.50
m/z 165.00  20.53%
90, %0 1390 |
\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #67028: Anthracene, 1-methyl-
192.0
— —
18.00 18.50
5000 m/z 193.00 14.41%
o %60 1550 |
ety
m/z--> 50 100 150 200 250 300 350
Abundance #67027: Anthracene, 9-methyl- “ T
192.0 18.00 18.50
m/z 81.90  10.35%
5000
390 90 1520 |
e e e P e
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81023\
Data File : BM@41375.D

Acq On : 10 Aug 2023 22:45
Operator : MA/JU

Sample : 03952-01 5X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@72823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Naphthalene, 2-phenyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.586 2.17 ng 70861  Phenanthrene-d1e 17.198
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 2-phenyl- 204 CleH12 000612-94-2 96
2 6-Phenylbenzocyclohepten-7-one 232 C17H120 093327-56-1 80
3 Tricyclo[8.2.2.2(4,7)]hexadeca-2... 204 C16H12 006572-60-7 76
4 Benzene, 1,1'-(1-buten-3-yne-1,4... 204 C16H12 013141-45-2 64
5 9,10-Bis(bromomethyl)anthracene 362 C16H12Br2 034373-96-1 58
Abundance Scan 2618 (18.586 min): BM041375.D\data.ms (-2614) (- | m/z 203.95 100.00%
2038.9
5000 ij\
101.0 1850
63.0 1499 | :
i a0l 2830 3260 0 060 00 36.57%
m/z--> 50 100 150 200 250 300
Abundance #80582: Naphthalene, 2-phenyl-
204.0
I M&M

5000 L
18.50

m/z 203.05  27.97%

101.0
51.0 | . 1520 |
L ‘ T T TT ‘ L ‘ T T ‘ L ‘ L ’ T T T
miz--> 50 100 150 200 250 300
Abundance #114081: 6-Phenylbenzocyclohepten-7-one
204.0
A A(\A ;

18.50
5000 m/z 205.00 18.19%
101.0
emo s |
miz--> 50 100 150 200 250 300
Abundance #80598: Tricyclo[8.2.2.2(4,7)]hexadeca-2,4,6,8,10,12,13, el ‘
204.0 18.50

m/z 101.00 11.91%

5000

101.0 MAN\
27.0 830 | | 1520 , | m“ S W ol A

m/z--> 50 100 150 200 250 300 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81023\
Data File : BM@41375.D

Acq On : 10 Aug 2023 22:45
Operator : MA/JU

Sample : 03952-01 5X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@72823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 9,10-Dimethylanthracene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.003 6.82 ng 222085 Phenanthrene-d10 17.198
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9,10-Dimethylanthracene 206 CleH14 000781-43-1 95
2 1-Methyl-3-phenyl-1H-indene 206 CleH14 022360-62-9 94
3 Phenanthrene, 1,7-dimethyl- 206 CleH14 000483-87-4 93
4 Phenanthrene, 2,5-dimethyl- 206 C16H14 003674-66-6 93
5 3,4-Dimethylphenanthrene 206 CleH14 1000452-24-5 91

Abundance Scan 2689 (19.003 min): BM041375.D\data.ms (-2684) (- | m/z 206.10 100.00%

206.1
5000
19.00 |
100.9 165.0 :
63.0
o B30 L0 1822, [y Ll 2890 2820 191 60 41.81%
m/z--> 50 100 150 200 250
Abundance #82934: 9,10-Dimethylanthracene
206.0
5000 I

—
19.00
m/z 189.00  25.83%

150 510 890 127.0 1650 I VM

-

m/z--> 50 100 150 200 250
Abundance #82945: 1-Methyl-3-phenyl-1H-indene
206.0
e
19.00
5000 m/z 205.10 22.71%
51.0 91.0 128.0 165.0 ‘ m
S ol ‘\H‘\ ih\ ‘\“\‘\‘ | ’m‘\“\m‘ HH A
m/z--> 50 100 150 200 250
Abundance #82948: Phenanthrene, 1,7-dimethyl- —— ‘
206.0 19.00
m/z 207.00 16.18%
5000

X

102.0 ‘ m
210 630 .| 165.0 h“

—
miz--> 50 100 150 200 250 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81023\
Data File : BM@41375.D

Acq On : 10 Aug 2023 22:45
Operator : MA/JU

Sample : 03952-01 5X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@72823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 1,3-Butadiene, 1,4-diphenyl... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.062 2.38 ng 77602  Phenanthrene-d1e 17.198
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,3-Butadiene, 1,4-diphenyl-, (E... 206 C1l6H14 000538-81-8 46
2 1,4-Diphenyl-1,3-butadiene 206 CleH14 000886-65-7 46
3 3,4-Dimethylphenanthrene 206 CleH14 1000452-24-5 42
4 Naphthalene, 1,2-dihydro-1-phenyl- 206 C1l6H14 016606-46-5 42
5 Pyrene, 4,5,9,10-tetrahydro- 206 CleHi4 000781-17-9 38

Abundance Scan 2699 (19.062 min): BM041375.D\data.ms (-2695) (- | m/z 206.10 100.00%

206.1
5000
101.0 e :

153.9
H \‘\\ |l 252.9288.9  356. 19.00
‘ ““‘”‘ b, ‘M e N U T m/z 204.00  97.39%

m/z--> 50 100 150 200 250 300 350
Abundance #82978: 1,3-Butadiene, 1,4-diphenyl-, (E,E)-
206.0
91.0
T T

5000
128.0 19.00
m/z 189.00  88.43%

165.0
‘H\“H‘d‘\‘\‘n\m‘“‘““‘h‘“HHH‘HH‘HH“
miz--> 50 100 150 200 250 300 350
Abundance #82939: 1,4-Diphenyl-1,3-butadiene
206.0
I

T
19.00

5000 m/z 202.00 45.08%
91.0
128.0
51. 165.0
e
m/z--> 50 100 150 200 250 300 350
Abundance #82935: 3,4-Dimethylphenanthrene — ‘
206.0 19.00
m/z 203.00 42.95%
5000
89.0
BCERRIEE b _
m/z--> 50 100 150 200 250 300 350 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81023\
Data File : BM@41375.D

Acq On : 10 Aug 2023 22:45
Operator : MA/JU

Sample : 03952-01 5X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@72823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 Cyclopenta(def)phenanthrenone Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
19.156 5.31 ng 173135 Phenanthrene-d10 17.198
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopenta(def)phenanthrenone 204 C15H80 005737-13-3 93
2 5,6,7,8-Tetrahydrothieno[2,3-b]q... 204 C11H12N2S 122914-50-5 53
3 6-Chloro-2,3,4,9-tetrahydro-1H-c... 305 C15H16C1IN302 1000295-25-7 50
4 1,2,4,8-Tetramethylbicyclo[6.3.0... 204 C15H24 137235-51-9 49
5 [1,1'-Biphenyl]-4,4"'-dicarbonitrile 204 C14H8N2 001591-30-6 47

Abundance Scan 2715 (19.156 min): BM041375.D\data.ms (-2709) (- | m/z 204.00 100.00%

204.0
5000
P

88.0 19.00 19.50

W . “ ‘ ‘“‘ (1P R~ ‘2‘8“1]0‘ 3409 n/z 175.95  35.78%

m/z--> 50 100 150 200 250 300 350
Abundance #80568: Cydopenm«deﬂphenanﬂwenone
04.0

5000 L ol
19.00 19.50

m/z 206.00  23.12%

88.0
L
Ll | |
\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #79578: 5,6,7,8-Tetrahydrothieno[2,3-b]quinolin-4-amine
204.0
T

19.00 19.50
5000 m/z 205.00  20.87%

520 940 150.0 ‘H‘

\\Hw‘h‘u\\” \\\\\\

ool b b
mfz--> 50 100 150 200 250 300 350

Abundance #205389: 6-Chloro-2,3,4,9-tetrahydro-1H-carbazole-1-cal e ——
204.0 19.00 19.50

m/z 175.05 14.01%

5000
168.0
44.0 ‘ 305.0
84.0
et 2o b b oo |

m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81023\
Data File : BM@41375.D

Acq On : 10 Aug 2023 22:45
Operator : MA/JU

Sample : 03952-01 5X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@72823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 11H-Benzo[b]fluorene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.962 2.40 ng 240713  Chrysene-d12 21.403
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 94
2 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 91
3 Pyrene, 2-methyl- 216 C17H12 003442-78-2 91
4 Pyrene, 1-methyl- 216 C17H12 002381-21-7 90
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 81
Abundance Scan 2852 (19.962 min): BM041375.D\data.ms (-2847) (1 m/z 216.05 100.00%
216.1
5000 /\MJ\
94.6 5000
20.00
) 163.9 281.0
ok ﬁ??w‘ﬂ‘ A0 N TS 429 015,00 84.46%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94572: 11H-Benzo[b]fluorene
216.0
5000 T
20.00
m/z 213.00 22.77%
107.0
630 | 1630 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #94578: Fluoranthene, 2-methyl-
216.0
s
20.00
5000 m/z 217.05 18.43%
108.0
?3'0\ ‘ | 163.0,
Bt B
m/z--> 50 100 150 200 250 300 350 400
Abundance #94567: Pyrene, 2-methyl- T
216.0 20.00
m/z 94.60  14.44%
5000 95.0 M\M\J&j\
| o
e P
m/z--> 50 100 150 200 250 300 350 400 20.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM081023\
Data File : BM@41375.D

Acqg On : 10 Aug 2023 22:45
Operator : MA/JU

Sample : 03952-01 5X

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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|
4-Methyl-N-(1H-... 16.180 2.2 ng 70435 4 17.198 651636 20.0
n-Hexadecanoic ... 18.098 10.5 ng 343017 4 17.198 651636 20.0
Phenanthrene, 1... 18.127 6.9 ng 224010 4 17.198 651636 20.0
Anthracene, 2-m... 18.215 3.1 ng 100759 4 17.198 651636 20.0
4H-Cyclopenta[d... 18.274 9.2 ng 301005 4 17.198 651636 20.0
1H-Cyclopropa[l... 18.315 3.6 ng 116297 4 17.198 651636 20.0
Naphthalene, 2-... 18.586 2.2 ng 70861 4 17.198 651636 20.0
9,10-Dimethylan... 19.003 6.8 ng 222085 4 17.198 651636 20.0
1,3-Butadiene, ... 19.062 2.4 ng 77602 4 17.198 651636 20.0
Cyclopenta(def)... 19.156 5.3 ng 173135 4 17.198 651636 20.0
11H-Benzo[b]flu... 19.962 2.4 ng 240713 5 21.403 2003530 20.0
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