LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091322\
Data File : BG@54935.D

Acqg On : 13 Sep 2022 23:56
Operator : CG/JU

Sample : N4572-07

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : @ Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\8270-BG082522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO54935.D\data.ms

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

# min scan scan scan TY height area % max. total
1 5.196 319 325 331 rBV 45236 73195 5.24% 0.506%
2 5.678 399 407 420 rBV 478578 806901 57.72% 5.574%
3 7.288 674 681 698 rBV 465843 838947 60.02% 5.796%
4 8.134 818 825 833 rVB 137008 234712 16.79% 1.621%
5 9.309 1016 1025 1036 rBV 287068 518805 37.11%  3.584%
6 10.960 1297 1306 1312 rBV 184644 341702 24.44% 2.361%
7 12.729 1599 1607 1612 rBV2 9375 15668 1.12% ©.108%
8 13.393 1713 1720 1732 rBV 659810 1015663 72.66% 7.017%
9 14.086 1830 1838 1844 rBv4 13153 30006 2.15% 0.207%
10 14.767 1945 1954 1960 rBV 308125 506777 36.25% 3.501%
11 14.832 1960 1965 1972 rVB 100295 157404 11.26% 1.087%
12 15.079 2001 2007 2013 rVB 10977 17546 1.26% 0.121%
13 15.167 2015 2022 2030 rBV 38511 64190 4.59% 0.443%
14 15.379 2053 2058 2064 rBV3 8030 16348 1.17% 0.113%
15 15.813 2126 2132 2141 rBV2 95687 155118 11.10% 1.072%
16 15.907 2142 2148 2150 rBV3 12082 17283 1.24% 0.119%
17 15.972 2156 2159 2164 rVB4 15540 22707 1.62% 0.157%
18 16.107 2177 2182 2191 rVB 26606 44415 3.18% 0.307%
19 16.260 2201 2208 2215 rBV 652254 1061098 75.91% 7.331%
20 16.454 2236 2241 2244 rBV5 8444 16037 1.15% 0.111%
21 16.489 2244 2247 2257 rVB3 12534 24364 1.74% 0.168%
22 16.818 2291 2303 2307 rBvV3 27206 66851 4.78% 0.462%
23 16.865 2307 2311 2316 rVB4 9211 15558 1.11% 0.107%
24 16.965 2324 2328 2333 rVB2 14708 22656 1.62% 0.157%
25 17.041 2333 2341 2344 rBV5 12454 28433 2.03% 0.196%
26 17.082 2344 2348 2352 rVB3 10329 14444 1.03% 0.100%
27 17.182 2359 2365 2371 rBV6 16925 37198 2.66% ©.257%
28 17.235 2371 2374 2377 rBV4 12264 19092 1.37% 0.132%
29 17.335 2386 2391 2398 rVB 27303 45545 3.26% 0.315%
30 17.517 2416 2422 2426 rBV 422087 647258 46.30% 4.472%
31 17.558 2426 2429 2435 rVV 284122 420075 30.05% 2.902%
32 17.652 2435 2445 2450 rVV 64912 120864 8.65% 0.835%
33 17.711 2450 2455 2463 rVB 36079 63170 4.52% 0.436%
34 17.917 2483 2490 2498 rBV6 11464 36319 2.60% ©.251%
35 18.034 2506 2510 2513 rBvV2 13134 19411 1.39% 0.134%
36 18.116 2517 2524 2529 rVV5 17306 34264 2.45% 0.237%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091322\
Data File : BG@54935.D

Acqg On : 13 Sep 2022 23:56
Operator : CG/JU

Sample : N4572-07

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : @ Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\8270-BG082522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 18.240 2541 2545 2552 rVB6 6258 14336 1.03% ©.099%
38 18.393 2562 2571 2575 rBV 50296 85863 6.14% ©.593%
39 18.440 2575 2579 2585 rVB 64102 99680 7.13% 0.689%
40 18.522 2586 2593 2598 rBV 33330 50536 3.62% 0.349%
41 18.592 2598 2605 2609 rBv4 125499 230456 16.49%  1.592%
42 18.886 2650 2655 2659 rBV 40028 57485 4.11% 0.397%
43 18.933 2659 2663 2669 rvVB4 13279 20576 1.47% 0.142%
44 19.127 2690 2696 2701 rBV5 20055 31432 2.25% 0.217%
45 19.180 2701 2705 2708 rVV 10464 14762 1.06% 0.102%
46 19.297 2720 2725 2730 rBV2 25871 43741 3.13% 0.302%
47 19.368 2732 2737 2745 rVB4 18595 41827 2.99% ©.289%
48 19.450 2745 2751 2757 rBV3 22012 50141 3.59% 0.346%
49 19.568 2765 2771 2776 rBV 550937 779978 55.80% 5.388%
50 19.621 2776 2780 2784 rVV2 11979 21353 1.53% 0.148%
51 19.662 2784 2787 2793 rVB3 14746 20571 1.47% 0.142%
52 19.809 2806 2812 2820 rBV2 16971 39370 2.82% 0.272%
53 19.897 2821 2827 2829 rVV2 92921 154684 11.07% 1.069%
54 19.932 2829 2833 2840 rVW 404634 602498 43.10% 4.162%
55 19.991 2840 2843 2849 rVB2 22871 35796 2.56% 0.247%
56 20.114 2858 2864 2871 rBV 1071265 1397873 100.00% 9.657%
57 20.173 2872 2874 2881 rVB2 16969 23589 1.69% 0.163%
58 20.255 2881 2888 2894 rBV3 31334 77158 5.52% ©.533%
59 20.414 2904 2915 2921 rBV 83181 192827 13.79% 1.332%
60 20.520 2927 2933 2936 rBV 76533 114812 8.21% 0.793%
61 20.578 2939 2943 2946 rw 34865 57698 4.13% 0.399%
62 20.614 2947 2949 2952 rVB 14930 14337 1.03% 0.099%
63 20.713 2962 2966 2970 rBV 30174 48456 3.47% 0.335%
64 20.760 2971 2974 2983 rVB2 32026 53166 3.80% ©0.367%
65 21.136 3035 3038 3043 rBV7 11652 22713 1.62% 0.157%
66 21.377 3075 3079 3082 rBV 25798 41845 2.99% ©0.289%
67 21.418 3082 3086 3091 rVB2 50286 88094 6.30% 0.609%
68 21.812 3144 3153 3158 rBV2 432582 939963 67.24% 6.494%
69 21.859 3158 3161 3174 rVB 115891 200660 14.35% 1.386%
70 22.018 3183 3188 3192 rBV 24847 42706 3.06% ©.295%
71 24.104 3535 3543 3550 rBV2 62572 202233 14.47% 1.397%
72 24.861 3666 3672 3683 rVB 36134 100997 7.23% 0.698%
73 25.020 3691 3699 3711 rVB 44658 139860 10.01% ©.966%
74 25.185 3716 3727 3738 rBV2 246170 750968 53.72% 5.188%

Sum of corrected areas: 14475064
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091322\
Data File : BG@54935.D

Acq On : 13 Sep 2022 23:56
Operator : CG/JU

Sample : N4572-07

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG054935.D\data.ms

1000000
800000

600000
5.678 7.288

400000
9.309

10.960
200000 8.134

5.196 12.729

O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\”

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG054935.D\data.ms

20.114
1000000

800000

13.393 16.260
600000 19.568

400000
14.767

200000

14832 15.813 l
ﬁfJL 14.086 89187370 11e5b070s auifedidERRaS | { 1oa:

Ol e e S e e e e e e e e e e
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG054935.D\data.ms

1000000
800000
600000
400000

25.185

200000

O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time-->  23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091322\
Data File : BG@54935.D

Acq On : 13 Sep 2022 23:56

Operator : CG/JU

Sample : N4572-07

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method :
Quant Title

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

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG082522.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me...

Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.

5.196 6.24 ng 73195 1,4-Dichlorobenzene-d4 8.134
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Acetone 58 C3H60 000067-64-1 10
4 Guanidine 59 CH5N3 000113-00-8 9

5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 325 (5.196 min): BG054935.D\data.ms (-319) (-)
4’2

m/z 43.05 100.00%

3.0
5000
101.1 ‘\\\\‘\\\\’\\\\‘\\\\‘\\
| 1 831 4.80 5.00 5.20 5.40 5.60o
NSRS | NS e S m/z 59.10  68.44%
miz--> 0 20 40 60 80 100 120 140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LN B R
4.80 5.00 5.20 5.40 5.60
m/z 101.10 24.44%
. 260 | epo 830 010
\‘\\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 0 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
Do
4.80 5.00 5.20 5.40 5.60
5000 41.0 ITI/Z 58.10 17.63%
\H“ \‘H ‘ 12\6'0
ol el
m/z--> 0 20 40 60 80 100 120 140
Abundance #237: Acetone R
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.10 8.88%
5000
15.0
0 A‘A‘HA‘M“A‘H,HH_HWH
m/z--> 0 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091322\
Data File : BG@54935.D

Acq On : 13 Sep 2022 23:56
Operator : CG/JU

Sample : N4572-07

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 9H-Fluorene, 1-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.818 2.07 ng 66851  Phenanthrene-d1e 17.517
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9H-Fluorene, 1-methyl- 180 C14H12 001730-37-6 95
2 9H-Fluorene, 2-methyl- 180 C14H12 001430-97-3 94
3 9H-Fluorene, 4-methyl- 180 C14H12 001556-99-6 93
4 9H-Fluorene, 9-methyl- 180 C14H12 002523-37-7 92
5 9H-Fluorene, 3-methyl- 180 C14H12 002523-39-9 70

Abundance Scan 2303 (16.818 min): BG054935.D\data.ms (-2291) (- | m/z 165.10 100.00%
165.1

5000
600 196.1 SWARICWALE A
4o 631 | 1511301 | H 16.50 17.00 )
0\“‘w“‘w”‘”whw”M“‘w“‘w“‘w“‘ R R m/z 180.10 63.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55052: 9H-Fluorene, 1-methyl-
165.0
5000 /\‘ /\\ . [\“ patd
16.50 17.00
89.0 m/z 178.10 23.01%
O ‘ T \\3\9‘(\]\‘\ \6‘3\(\)‘\“! “\‘1‘\ \ ‘ \]\-]\.§‘(]\ \]\-3\?\(]\“! T “\‘\ T TTTT ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55055: 9H-Fluorene, 2-methyl-
165.0 /\ [/\
bbb
16.50 17.00
5000 ITI/Z 179.00 22.81%
89.0
630 ‘
1390
m/z--> 20 40 60 80 100 120 140 160 180 200 A m
Abundance #55050: 9H-Fluorene, 4-methyl- m‘ L, o -
165.0 16.50 17.00

m/z 196.10  21.02%

5000
89.0
630 ‘ rA
0 | 1501390, m D onrl a

m/z--> 20 40 60 80 100 120 140 160 180 200 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091322\
Data File : BG@54935.D

Acq On : 13 Sep 2022 23:56
Operator : CG/JU

Sample : N4572-07

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 6
R.T. EstConc Area Relative to ISTD R.T.
18.393 2.65 ng 85863 Phenanthrene-d10 17.517
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 95
3 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 94
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 93

192.1
5000
\ g

165.1

T
18.00 18.50

Abundance Scan 2571 (18.393 min): BG054935.D\data. mshﬂ;%a (- m/z 192.10 100.00%

63.1 139.0
0 _“3‘9‘9”‘_‘H‘m‘l_‘H_Wwww e m/z 191.10  66.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67035:Phenanﬂwene,lwnemyh
5000
1800 1850
m/z 189.10 34.00%
165.0
0 390 630 9(?0 1390
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\f‘\f \‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67039:Phenanﬂwene,24nemyh
= P
18.00 18.50
5000 ITI/Z 193.10 20.48%
165.0
0 39.0 630 \‘ 115.0 139.0
R L e R AR B EARRREE
m/z--> 20 40 60 80 100 120 140 160 180 200 k
Abundance #67041:Phenanﬂwene,44neﬂwh ‘ A“M ‘ ‘
1800 1850
m/z 190.10 18.61%
5000
95.0 165.0
0 030 | 1250 i
R R L e B R S — Hpd,
m/z--> 20 40 60 80 100 120 140 160 180 200 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091322\
Data File : BG@54935.D

Acq On : 13 Sep 2022 23:56
Operator : CG/JU

Sample : N4572-07

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 Phenanthrene, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.440 3.08 ng 99680  Phenanthrene-d1e 17.517
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 96
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 94
4 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 93
5 1H-Indene, 1-phenyl- 192 C15H12 001961-96-2 93
Abundance Scan 2579 (18.440 min): BG054935.D\data.ms (-2575) (- | m/z 192.10 100.00%
192.1
——
301 631 4% 1300 o 18 20
Ol oyt e et el 22 m/z 191,10 60.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67035: Phenanthrene, 1-methyl-
192.0
5000
18 50
m/z 189.0 29.56%
165.0
0 39.0 63.0 960 139.0 |
\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67039: Phenanthrene, 2-methyl-
192.0
18 50
5000 m/z 193. 18.00%
165.0
0 39.0 630 | M 1390 W
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 A'\
Abundance #67024: Anthracene, 2-methyl- A ‘A”W
192.0 18 50
m/z 190.0 17.35%
5000
165.0
0503%) ﬁounmnwoh
T e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 18 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091322\
Data File : BG@54935.D

Acq On : 13 Sep 2022 23:56
Operator : CG/JU

Sample : N4572-07

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 5 4H-Cyclopenta[def]phenanthrene Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
18.592 7.12 ng 230456  Phenanthrene-die 17.517
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 81
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 50
3 Methyl diselenide 190 C2H6Se2 007101-31-7 49
4 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 45
5 Cyclohexanone, 2-(2-furanylmethy... 190 C12H1402 056053-07-7 27

Abundance Scan 2605 (18.592 min): BG054935.D\data.ms (-2598) (- | m/z 190.10 100.00%

19p.1
5000
94.6 M),

163.1 m 18.50
L RARR

63.0
U VTN LM e = 5 X7 €5 S . m/z 189.05  99.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 1 \

010 18.50
4. m/z 191.18  25.86%

390 630 | | 11501370 1630 M
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0
\ \

18.50

o

5000 ITI/Z 192.10 21.60%
94.0
| 163.0 M
Ol e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64929: Methyl diselenide —
93.0 190.0 18.50
m/z 187.10  20.65%
5000
‘ 160.0
o‘mwuu_ul“pm | e —MAAL
m/z--> 20 40 60 80 100 120 140 160 180 200 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091322\
Data File : BG@54935.D

Acq On : 13 Sep 2022 23:56

Operator : CG/JU

Sample : N4572-07

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 6 Fluoranthene, 2-methyl- Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
20.414 4.10 ng 192827  Chrysene-d12 21.812
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 95
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 94
3 Pyrene, 1-methyl- 216 C17H12 002381-21-7 94
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 91
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 83

Abundance Scan 2915 (20.414 min): BG054935.D\data.ms (-2904) (- | m/z 216.10 100.00%
216.1
5000 /\
A e
107.6 M 20.50
163.1
ol 8L e, 2670 7 015.10  84.61%
miz--> 50 100 150 200 250
Abundance #94578: Fluoranthene, 2-methyl-
216.0
5000 1
20.50
108.0 m/z 213.85 22.71%
O “‘6%.\0 . T -‘16\3\0\ h‘\ f \“M\ LA B
m/z--> 50 100 150 200 250
Abundance #94572: 11H-Benzo[b]fluorene
216.0 /\
o T T T ‘ T
20.50
5000 m/z 217.10 18.02%
0L 280 630 | | 1630 I
————
m/z--> 50 100 150 200 250 ﬂmﬂ
Abundance #94565: Pyrene, 1-methyl- DA e
216.0 20.50
m/z 107.60 12.31%
5000
95.0
0 \%?0\‘6%9\ W‘W \ ‘%§3P‘W i”” T \ﬂn L
m/z--> 50 100 150 200 250 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091322\
Data File : BG@54935.D

Acq On : 13 Sep 2022 23:56
Operator : CG/JU

Sample : N4572-07

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 11H-Benzo[b]fluorene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.520 2.44 ng 114812  Chrysene-d12 21.812
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 94
2 Pyrene, 1-methyl- 216 C17H12 002381-21-7 94
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 90
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 64
5 Pyridin-3-0l, 2-(4-nitrophenyl)- 216 C11H8N203 030820-89-4 64
Abundance Scan 2933 (20.520 min): BG054935.D\data.ms (-2927) (- | m/z 216.10 100.00%
21p.1
5000 /\
1075 2050 |
: 1631 “ :
o B30 163Y, 2830 7 215.10  98.16%
miz--> 50 100 150 200 250 300
Abundance #94572: 11H-Benzo[b]fluorene
216.0
5000 —~— :
20.50
m/z 213.05  23.15%
107.0
0280 630 | | 163.0 | H‘
T T T ‘ T T T T ‘ T T L ‘ T T T T ‘ T T T T ‘ L T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #94565: Pyrene, 1-methyl-
216.0 /\
L pd PT
20.50
5000 m/z 217.10 16.64%
95.0
0 \%7p\‘6%9\ W‘W T %§;°‘ﬂi wk — T
miz--> 50 100 150 200 250 300 ﬂm/\
Abundance #94575: 11H-Benzo[a]fluorene e
216.0 20.50
m/z 107.50  11.72%
5000
108.0
63.0 163.0 jﬂM JW
o"H"‘m““"H_HM«HHWHH_ AL ML CSLL NIV
m/z--> 50 100 150 200 250 300 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091322\
Data File : BG@54935.D

Acq On : 13 Sep 2022 23:56
Operator : CG/JU

Sample : N4572-07

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 Benzo[e]pyrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24.861 2.69 ng 100997  Perylene-di12 25.185
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 95
2 Benzo[b]fluoranthene 252 C20H12 000205-99-2 94
3 Perylene 252 C20H12 000198-55-0 94
4 Benzo[a]pyrene 252 C20H12 000050-32-8 90
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 90

Abundance Scan 3672 (24.861 min): BG054935.D\data.ms (-3666) (- | m/z 252.10 100.00%

252.1
5000

Is

125.0 24.50 25.00
87.0 207.0 :
ol 400 B0, | 1630200 W 355 1z 250.05  31.70%
m/z--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
252.0

I\WAA AN VWA N/K\

5000 R B S
24.50 25.00

m/z 253.10  22.48%

125.0
0 39.0 83.0 i ‘H 200.0, ||
LI ‘ L ‘ T ‘ L ‘ T T L ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #138562: Benzo[b]fluoranthene
252.0 Nj\

24. 50 25 00
5000 m/z 125.00 12.29%
126.0
oL 399 ‘8‘7‘0 M“ ‘1630‘2‘0‘0‘0‘ S S
m/z--> 50 100 150 200 250 300 350
Abundance #138551: Perylene T T
252.0 24.50 25.00

m/z 126.00  10.45%

5000
125.0
ol7.0 830 MH 16302000, V\m‘ Lty ol MA

m/z--> 50 100 150 200 250 300 350 24.50 25.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG091322\
Data File : BG@54935.D

Acqg On : 13 Sep 2022 23:56
Operator : CG/JU

Sample : N4572-07

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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|
2-Pentanone, 4-... 5.196 6.2 ng 73195 1 8.134 234712 20.0
O9H-Fluorene, 1-... 16.818 2.1 ng 66851 4 17.517 647258 20.0
Phenanthrene, 1... 18.393 2.6 ng 85863 4 17.517 647258 20.0
Phenanthrene, 2... 18.440 3.1 ng 99680 4 17.517 647258 20.0
4H-Cyclopenta[d... 18.592 7.1 ng 230456 4 17.517 647258 20.0
Fluoranthene, 2... 20.414 4.1 ng 192827 5 21.812 939963 20.0
11H-Benzo[b]flu... 20.520 2.4 ng 114812 5 21.812 939963 20.0
Benzo[e]pyrene 24.861 2.7 ng 100997 6 25.185 750968 20.0
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