LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022123\
Data File : BGO56684.D

Acq On : 21 Feb 2023 14:19

Operator : CG/JU

Sample : 01552-03

Misc : SB-01-4.0-6.0-DUP.

ALS vial : 5 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-BG021523.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO56684.D\data.ms

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

# min scan scan scan TY height area % max. total
1 5.465 321 328 336 rBV 167134 260637 22.35% 1.548%
2 5.941 401 409 420 rBV 387880 622735 53.39% 3.698%
3 7.557 674 684 696 rVB 409711 705581 60.49%  4.190%
4 8.086 769 774 775 rBvVv3 11311 14669 1.26% 0.087%
5 8.103 775 777 783 rW5 10909 19544 1.68% 0.116%
6 8.174 784 789 796 rVB5 4828 14145 1.21% 0.084%
7 8.432 826 833 840 rBV 79800 136089 11.67% ©.808%
8 8.991 921 928 929 rBV2 10763 15498 1.33% 0.092%
9 9.608 1025 1033 1039 rBV 232283 421371 36.13% 2.502%
10 9.731 1046 1054 1065 rBV9 5623 19699 1.69% 0.117%
11  9.825 1065 1070 1085 rVB9 4415 14116 1.21% ©0.084%
12 10.283 1142 1148 1150 rBvV3 10208 17467 1.50% 0.104%
13 10.700 1210 1219 1225 rBV7 9119 25770 2.21% 0.153%
14 10.800 1232 1236 1249 rVB8 9268 26887 2.31% 0.160%
15 11.270 1310 1316 1321 rBV 104321 187462 16.07%  1.113%
16 11.317 1321 1324 1335 rVB 37155 65275 5.60%  0.388%
17 11.781 1396 1403 1408 rBV3 16603 41828 3.59% 0.248%
18 11.917 1420 1426 1432 rBV2 18482 47092 4.04%  0.280%
19 12.892 1585 1592 1603 rBvV3 63748 130135 11.16% 0.773%
20 13.109 1624 1629 1637 rVB 44839 79409 6.81% 0.472%
21 13.509 1691 1697 1704 rBV3 11178 29454  2.53% 0.175%
22 13.668 1717 1724 1732 rVB 569278 920492 78.92% 5.466%
23 13.873 1754 1759 1767 rVB2 12240 22786 1.95% 0.135%
24 14.196 1805 1814 1815 rBV5 20645 33467 2.87% ©.199%
25 14.279 1824 1828 1834 rBV9 8866 20696 1.77% 0.123%
26 14.355 1836 1841 1847 rW 38100 73141  6.27% 0.434%
27 14.414 1847 1851 1855 rVB2 20724 31312 2.68% 0.186%
28 14.590 1876 1881 1885 rBV2 19749 29054 2.49% 0.173%
29 14.760 1905 1910 1922 rBv4 34584 87405 7.49% 0.519%
30 14.990 1946 1949 1952 rvv4 18504 30901 2.65% 0.183%
31 15.037 1952 1957 1963 rVV2 155168 259260 22.23% 1.540%
32 15.101 1963 1968 1973 rVB3 28394 47148 4.04% 0.280%
33 15.418 2019 2022 2029 rVB2 28974 46941 4.02% 0.279%
34 15.495 2030 2035 2041 rVB2 19221 29441  2.52% ©.175%
35 15.636 2052 2059 2065 rBV5 15354 36333 3.12% 0.216%
36 15.689 2065 2068 2073 rVB3 13518 21294 1.83% 0.126%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022123\
Data File : BGO56684.D

Acq On : 21 Feb 2023 14:19

Operator : CG/JU

Sample : 01552-03

Misc : SB-01-4.0-6.0-DUP.

ALS vial : 5 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-BG021523.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.789 2080 2085 2088 rBV7 12852 23920 2.05% 0.142%
38 15.841 2091 2094 2098 rVB5 12458 18125 1.55% ©.108%
39 15.894 2098 2103 2108 rBV5 8906 19368 1.66% 0.115%
40 15.977 2114 2117 2122 rBVe6 10432 12893 1.11% 0.077%
41 16.071 2126 2133 2143 rVB 72767 136627 11.71% 0.811%
42 16.370 2174 2184 2193 rVB2 97688 172503 14.79% 1.024%
43 16.511 2201 2208 2215 rVB 471012 733583 62.90% 4.356%
44 16.599 2220 2223 2228 rBV7 8958 13316 1.14% ©.079%
45 16.735 2242 2246 2253 rVB7 14624 28233  2.42% 0.168%
46 16.870 2265 2269 2273 rBv7 14132 25118 2.15% 0.149%
47 17.064 2296 2302 2307 rVB3 29081 60508 5.19% ©.359%
48 17.122 2307 2312 2316 rVB2 19490 27883 2.39% 0.166%
49 17.216 2324 2328 2333 rVB5 18044 32461 2.78% 0.193%
50 17.293 2335 2341 2346 rBV9 10705 23790 2.04% 0.141%
51 17.416 2358 2362 2371 rVB2 33986 66523 5.70% ©.395%
52 17.487 2371 2374 2379 rBV6 10958 20576 1.76% 0.122%
53 17.586 2387 2391 2401 rVB 41751 74538 6.39% 0.443%
54 17.769 2416 2422 2425 rBV 192590 292413 25.07% 1.736%
55 17.816 2425 2430 2436 rVB 617595 908958 77.93% 5.398%
56 17.904 2440 2445 2449 rVWV 81845 116668 10.00% 0.693%
57 18.162 2483 2489 2496 rBvV2 26508 49061 4.21% ©.291%
58 18.280 2506 2509 2514 rBvV2 18290 27100 2.32% 0.161%
59 18.344 2516 2520 2525 rVWV2 27215 41060 3.52% 0.244%
60 18.485 2541 2544 2550 rVB3 17746 34929 2.99% 0.207%
61 18.556 2553 2556 2560 rBV5 11267 16032 1.37% 0.095%
62 18.632 2567 2569 2574 rVB 121227 157457 13.50% 0.935%
63 18.685 2574 2578 2585 rVB 173953 251891 21.60% 1.496%
64 18.762 2587 2591 2595 rVB 37726 56581 4.85% 0.336%
65 18.826 2596 2602 2606 rBV3 146756 301448 25.85% 1.790%
66 18.861 2606 2608 2614 rVB2 98044 126826 10.87% ©.753%
67 19.026 2634 2636 2640 rVB5 19454 21869 1.87% ©.130%
68 19.120 2647 2652 2656 rBV 72296 107313 9.20% 0.637%
69 19.161 2656 2659 2668 rVB2 53947 88692 7.60% 0.527%
70 19.249 2671 2674 2677 rBV5 10438 15275 1.31% 0.091%
71 19.361 2689 2693 2697 rVB 38716 52744  4.52% 0.313%
72 19.414 2698 2702 2705 rBV 49329 59343 5.09% 0.352%
73 19.449 2705 2708 2712 rVB 37127 50486 4.33% 0.300%
74 19.531 2716 2722 2727 rBV2 115924 198491 17.02% 1.179%
75 19.596 2727 2733 2736 rBV4 40446 93611 8.03% 0.556%

76 19.672 2741 2746 2752 rBV3 52738 118629 10.17% ©0.704%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022123\
Data File : BGO56684.D

Acq On : 21 Feb 2023 14:19

Operator : CG/JU

Sample : 01552-03

Misc : SB-01-4.0-6.0-DUP.

ALS vial : 5 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-BG021523.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
77 19.802 2761 2768 2773 rBV 648065 941280 80.70% 5.589%
78 19.943 2789 2792 2796 rBV 28485 44099 3.78% 0.262%
79 20.125 2818 2823 2824 rBV 75304 105034 9.01% 0.624%
80 20.160 2824 2829 2835 rVV 730831 1014829 87.01% 6.026%
81 20.219 2835 2839 2844 rVB2 55269 82601 7.08%  0.490%
82 20.336 2854 2859 2864 rVB 901994 1166361 100.00% 6.926%
83 20.477 2876 2883 2889 rBV3 67620 172123 14.76% 1.022%
84 20.636 2907 2910 2917 rVB 117812 177264 15.20% 1.053%
85 20.736 2924 2927 2931 rVB 57606 76418 6.55% 0.454%
86 20.800 2934 2938 2942 rVB 90265 122415 10.50% 0.727%
87 20.941 2958 2962 2966 rBV 82664 123975 10.63% 0.736%
88 20.988 2967 2970 2980 rvB2 75107 139730 11.98% 0.830%
89 21.435 3042 3046 3054 rVB 64383 117257 10.05% 0.696%
90 21.735 3093 3097 3101 rBV2 53056 85880 7.36% 0.510%
91 21.934 3127 3131 3136 rVB3 49490 75362 6.46%  0.448%
92 22.069 3148 3154 3161 rBV2 335983 836613 71.73% 4.968%
93 22.140 3162 3166 3179 rVB 263296 485076 41.59% 2.880%
94 22.299 3190 3193 3200 rBvV4 28500 54226 4.65% ©.322%
95 22.880 3289 3292 3297 rVB 55122 92315 7.91% 0.548%
96 24.502 3560 3568 3576 rBV 141939 498545 42.74%  2.960%
97 25.301 3698 3704 3714 rVB 99739 271206 23.25% 1.610%
98 25.465 3724 3732 3743 rVB 156507 460833 39.51% 2.736%
99 25.636 3753 3761 3768 rBV2 89124 255711 21.92% 1.518%
100 29.725 4448 4457 4470 rVB4 41984 179799 15.42% 1.068%

Sum of corrected areas: 16840328
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022123\
Data File : BGO56684.D

Acq On : 21 Feb 2023 14:19

Operator : CG/JU

Sample : 01552-03

Misc : SB-01-4.0-6.0-DUP.

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@21523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG056684.D\data.ms
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400000 5.941 7.557

9.608
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11.270
8.432 12.892
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Time--> 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG056684.D\data.ms

o

20.336

20.160
19.802

800000

17.816
600000{ 13.668

16.511

22.069
22,140
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13508
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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: BG056684.D\data.ms

400000

200000

800000

600000

400000

24.502 25.465
200000 25.30%5.636

29.725
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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 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022123\
Data File : BGO56684.D

Acq On : 21 Feb 2023 14:19

Operator : CG/JU

Sample : 01552-03

Misc : SB-01-4.0-6.0-DUP.

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@21523.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.465 38.30 ng 260637 1,4-Dichlorobenzene-d4 8.432

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 33
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12

Abundance Scan 328 (5.465 min): BG056684.D\data.ms (-321) (-) m/z 43.00 100.00%

3.0
59.0
5000
101.0 B e i e e
5.20 5.40 5.60 5.80
N | 83.0 9
Ot e e e e m/z 59.00 57.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B L B L AN LR
59.0 5.20 5.40 5.60 5.80
m/z 101.00  18.58%
15.0 101.0
0 ‘ 2%\ Ll il 830 | ‘
H\‘\H\‘\H\‘HH‘IH\‘HH‘\H\‘HH‘H\\‘\\H‘H\\‘\\H‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9501: n-Propyl t-butyl ether
59.0
e ARRaEEEE T
5.20 5.40 5.60 5.80
m/z 57.95 15.14%
5000 41.0 101.0 /
27.0
ol 14 H‘ Ul 70 870 | 1370
e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester A R
43.0 5.20 5.40 5.60 5.80
m/z 41.10 9.66%
5000 57.0
29.0
‘ 101.0
0 m‘mWH““HH“lm‘m‘m“HH',mwm“mwm‘m R REERRE RS EEE S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022123\
Data File : BGO56684.D

Acq On : 21 Feb 2023 14:19

Operator : CG/JU

Sample : 01552-03

Misc SB-01-4.0-6.0-DUP

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@21523.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 p-Cymene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.781 4.46 ng 41828 Naphthalene-d8 11.270
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 p-Cymene 134 CleH14 000099-87-6 64
2 Benzene, 1,1'-(1,1,2,2-tetrameth... 238 C18H22 001889-67-4 50
3 Benzene, 1l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 50
4 2-fluoro-1-(p-tolyl)ethanone 152 C9H9FO 1000456-25-9 47
5 5-Azabenzimidazole 119 C6H5N3 000272-97-9 47
Abundance Scan 1403 (11.781 min): BG056684.D\data.ms (-1396) (- | m/z 119.00 100.00%
119.0
5000
91.0
E T ‘ T T ‘ T
39.0 65.0 h 151.9 11.50 12.00
0 m_H“\MMMN‘J;“‘HlHH‘Hu_‘!www‘_mww m/z 91.00  32.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #16993: p-Cymene
119.0
5000 — ——
91.0 11.50 12.00
m/z 117.00  19.58%
39.0 65.0
O]\-\4‘\"0\‘1\\“‘\\“M““{‘H\‘H‘\H‘\“WH‘M\H‘\‘\H\‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #121378: Benzene, 1,1'-(1,1,2,2-tetramethyl-1,2-ethaned
119.0
— —
11.50 12.00
5000 m/z 118.05 13.02%
91.0
41.0
Obrrrrebrd e 8800 4yl 16501920 2380
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #17104: Benzene, 1-methyl-3-(1-methylethyl)- — ——
119.0 11.50 12.00
m/z 115.00 11.84%
5000
39.0 65.0
OO,k b e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022123\
Data File : BGO56684.D

Acq On : 21 Feb 2023 14:19

Operator : CG/JU

Sample : 01552-03

Misc SB-01-4.0-6.0-DUP

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@21523.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 7-Methoxymethyl-2,7-dimethy... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.917 5.02 ng 47092  Naphthalene-d8 11.270
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 7-Methoxymethyl-2,7-dimethylcycl... 164 C11H160 073992-48-0 59
2 p-Cymene 134 CleH14 000099-87-6 50
3 Benzene, 1l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 50
4 Benzene, 2-ethyl-1,3-dimethyl- 134 CleHi4 002870-04-4 50
5 Benzene, 1,1'-(1,1,2,2-tetrameth... 238 C18H22 001889-67-4 50
Abundance Scan 1426 (11.917 min): BG056684.D\data.ms (-1420) (- | m/z 119.05 100.00%
119.1
5000
91.0
51.0 ol
| 689 ‘ 152.0 12.00
0 ““‘H‘UMMWM‘JUNM“MH‘M“‘ ‘JHLM“““‘ m/z 91.00  26.83%
m/z--> 20 40 60 80 100 120 140 160
Abundance #39715: 7-Methoxymethyl-2,7-dimethylcyclohepta-1,3,5-t
119.0
5000 U
91.0 12.00
410 o0 m/z 121.00  22.28%
Ot T \U”\‘\“\‘ \“‘\‘.\ 1 \‘H‘ T !‘\ “U\ \‘“l T \‘!‘\ ‘1\4\9\.(\)‘ T
miz--> 20 40 60 80 100 120 140 160
Abundance #16994: p-Cymene
119.0
Y L
12.00
5000 m/z 117.00 21.73%
91.0
39.0
o B0 0 ||
o) RN R N RO PR | S NES—
m/z--> 20 40 60 80 100 120 140 160
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl- ——
119.0 12.00
m/z 51.00 15.23%
5000
91.0
39.0 65.0 ‘ ‘
I X ol N T | N A L
m/z--> 20 40 60 80 100 120 140 160 12.00
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

BGO56684.D
: 21 Feb 2023 14:19
: CG/JU
: 01552-03
: 5 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022123\

SB-01-4.0-6.0-DUP

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG021523.M

: C:\Database\NIST20.L

: 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

Concentration Rank 13

Peak Number 4 Naphthalene, 2,6-dimethyl-

R.T EstConc Area Relative to ISTD R.T.
14.355 5.64 ng 73141  Acenaphthene-d1e 15.037
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 91
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 91
3 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 91
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 91
5 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 89

Abundance Scan 1841 (14.355 min): BG056684.D\data.ms (-1836) (- | m/z 156.10 100.00%

156.1
5000
115.0 e oy

2.
XN - O e | IR s
0 bl sty ity b b DM m/z 141,00 82.85%
miz--> 20 40 60 8 100 120 140 160
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0
5000
14.00 14.50
o 770 115.0 . m/z 155.10 33.18%
O\\\‘2\7\0\\‘\\\\‘h‘HH“\\\\‘\\\‘\‘\‘!‘\\“‘\\‘
miz--> 20 40 80 100 120 140 160
Abundance #33137.Nathmene,LG{ﬂmeﬂwL
156.0 I«,\
14.00 14.50
5000 ITI/Z 115.00 22.27%

77.0 115.0
51.0 139.0
ol 200 2y 980 Lyl qumvvvﬁ\wj\ﬂﬁwwhmwﬂﬂﬂ
miz--> 20 40 60 80 100 120 140 160

Abundance #33147: Naphthalene, 2,7-dimethyl-
156.0 14. 00 14 50
m/z 128.00 21.21%
B MM
77.0 128.0
41.0
) SRR AR 23 N |
m/z--> 20 40 60 80 100 120 140 160 14. 00 14 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022123\
Data File : BGO56684.D

Acq On : 21 Feb 2023 14:19

Operator : CG/JU

Sample : 01552-03

Misc : SB-01-4.0-6.0-DUP.

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@21523.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 5 Benzophenone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.376  13.31 ng 172503  Acenaphthene-di0 15.037
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 95
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 43
3 2,4,6-Trimethoxytoluene 182 C10H1403 014107-97-2 38
4 Benzoylformic acid 150 C8H603 000611-73-4 38
5 4,4'-Dimethylbiphenyl 182 C14Hi4 000613-33-2 38
Abundance Scan 2184 (16.370 min): BG056684.D\data.ms (-2174) (- | m/z 105.00 100.00%
105.0
77.0
182.0
5000
51.0
-
152.0 ‘ 16.00 16 50
Ol 2280 T Tmyz 77.00 83.65%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56927: Benzophenone
105.0
77.0 182.0
5000
16 00 16 50
51.0 m/z 182.00  76.33%
O \\\‘\\\\‘\\‘\\‘\\\H“‘\\\\‘\\\\112\6\9\‘]\-\5%\?\\\\‘“\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #30107: Benzenecarbothioic acid, S-methyl ester
105.0
o NP
77.0 16.00 16.50
5000 ITI z 51.00 34.56%
51.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56417: 2,4,6-Trimethoxytoluene
182.0 16 00 16 50
m/z 181.10  19.15%
5000
151.0
1210
150 390 69.0 91.0 H /L
oHh_H“_u‘:hw““‘W“mw:‘w”m _m,‘m“m VIS I VAW A
m/z--> 20 40 60 80 100 120 140 160 180 16.00 16.50

8270-BG021523.M Wed Feb 22 11:18:28 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022123\
Data File : BGO56684.D

Acq On : 21 Feb 2023 14:19

Operator : CG/JU

Sample : 01552-03

Misc : SB-01-4.0-6.0-DUP.

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@21523.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 9H-Fluorene, 9-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
17.064 4.14 ng 60508  Phenanthrene-d1e 17.769
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9H-Fluorene, 9-methyl- 180 C14H12 002523-37-7 91
2 9H-Fluorene, 3-methyl- 180 C14H12 002523-39-9 58
3 9H-Fluorene, 1-methyl- 180 C14H12 001730-37-6 58
4 Benzenethiol, 4-(1,1-dimethyleth... 180 C11H16S 015570-10-2 52
5 3-tert-Butyl-4-hydroxyanisole 180 C11H1602 000121-00-6 49
Abundance Scan 2302 (17.064 min): BG056684.D\data.ms (-2296) (- | m/z 165.00 100.00%
165.0
5000
N T \
500 8710 1500 \‘95‘0 292. 17.00
0Ly il i i \N\‘ ‘m‘\ M“h’ ‘ e m/z 180.10 64.76%
miz--> 50 100 150 200 250
Abundance #55054: 9H-Fluorene, 9-methyl-
180.0 JAA
5000 pas :
17.00
m/z 178.00  33.62%
89.0
o 510 || 1390 JU
T 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
Abundance #55051: 9H-Fluorene, 3-methyl-
165.0
gl MVMME
17.00
5000 m/z 179.00 16.50%
89.0
0 39\'0‘ L \L lZG.Q A
s e B T
miz--> 50 100 150 200 250
Abundance #55062: 9H-Fluorene, 1-methyl- ! N ‘“WM‘ ‘ "
180.0 17.00
m/z 166.00  13.72%
5000
89.0
oL 28 i 120-0159’-°m R Wﬁﬂnﬂm ‘ N’W
m/z--> 50 100 150 200 250 17.00

8270-BG021523.M Wed Feb 22 11:18:30 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022123\
Data File : BGO56684.D

Acq On : 21 Feb 2023 14:19

Operator : CG/JU

Sample : 01552-03

Misc SB-01-4.0-6.0-DUP

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@21523.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 9H-Fluoren-9-one Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.416 4.55 ng 66523 Phenanthrene-d10 17.769
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9H-Fluoren-9-one 180 C13H80 000486-25-9 93
2 Benzo[c]cinnoline 180 C12H8N2 000230-17-1 83
3 Benzo[h]cinnoline 180 C12H8N2 000230-31-9 83
4 Diphenic anhydride 224 C14H803 006050-13-1 83
5 1H-Phenalen-1-one 180 C13H80 000548-39-0 64
Abundance Scan 2362 (17.416 min): BG056684.D\data.ms (-2358) (- | m/z 180.00 100.00%
180.0
152.0
5000 A
76.0 ‘17w50‘m i
39.0 | H‘ 1160 | 210.0 265.9 : .
O et LCd NT SNV RN, INRANRY (NRS NIRNNRRRNNRNRNRNIN m/z 152.00  57.67%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #55036: 9H-Fluoren-9-one
180.0
5000 IR
152.0 17.50
m/z 151.00  28.15%
76.0
O ‘\\3\\9“.\()\“\\“‘\\\H!‘\‘\HH‘\\\]\-‘2\\‘\0\‘\\“‘\‘\\\\ HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #54969: Benzolc]cinnoline
152.0180.0
17.50
5000 m/z 180.95 27.29%
76.0
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 {,\A /W\N
Abundance #54970: Benzo[h]cinnoline ‘ ———
180.0 17.50
152.0 m/z 76.00 17.39%
5000
76.0
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 17.50

8270-BGO21523.M Wed Feb 22 11:18:30 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022123\
Data File : BGO56684.D

Acq On : 21 Feb 2023 14:19

Operator : CG/JU

Sample : 01552-03

Misc SB-01-4.0-6.0-DUP

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@21523.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 Dibenzothiophene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.586 5.10 ng 74538  Phenanthrene-d1e 17.769
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dibenzothiophene 184 C12H8S 000132-65-0 93
2 Azuleno(2,1-b)thiophene 184 C12H8S 000248-13-5 90
3 Naphtho[2,3-b]thiophene 184 C12H8S 000268-77-9 83
4 Naphtho[2,1-b]thiophene 184 C12H8S 000233-02-3 78
5 Thianthrene, 5-oxide 232 C12H80S2 002362-50-7 78
Abundance Scan 2391 (17.586 min): BG056684.D\data.ms (-2387) (- | m/z 184.00 100.00%
184.0
5000 J\&
78.9 138.9 ‘17i50‘
49.9 109.9 . o
0brrr 0 o090k e 2905 13805 13.25%
m/z--> 40 60 80 100120140160180200220240260280
Abundance #58967: Dibenzothiophene
184.0
5000
17.50
620 139.0 m/z 185.00  12.82%
O H\‘\\\6\39‘\“\\!\‘\\\\‘\\H“Hl\‘\\\\‘“H\‘HH‘HH‘\\H‘HH‘HH‘
m/z--> 40 60 80 100120140160180200220240260280
Abundance #58973: Azuleno(2,1-b)thiophene
184.0
L A g
17.50
5000 m/z 152.00 7.58%
79.0 139.0
R
m/z--> 40 60 80 100120140160180200220240260280
Abundance #58975: Naphtho[2,3-b]thiophene
184.0 17 50
m/z 186.00 7.45%
5000
139.0
92.0 ‘
T D R ~
m/z--> 40 60 80 100120140160180200220240260280 17. 50

8270-BG021523.M Wed Feb 22 11:18:31 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022123\
Data File : BGO56684.D

Acq On : 21 Feb 2023 14:19

Operator : CG/JU

Sample : 01552-03

Misc SB-01-4.0-6.0-DUP

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@21523.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 Phenanthrene, 1-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.632 10.77 ng 157457  Phenanthrene-di10 17.769
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 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 94
4 1H-Indene, 1-phenyl- 192 C15H12 001961-96-2 93
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93

Abundance Scan 2569 (18.632 min): BG056684.D\data.ms (-2567) (- | m/z 192.10 100.00%
192.1

=

5000
5.8‘50 19‘0(5
63.0 945 1560 16 : :
o‘_m_HW‘m‘HwH_HﬁuWHWwwww,‘??}a‘ m/z 191.10  57.39%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67035: Phenanthrene, 1-methyl-
192.0
5000 ' !

— —
18.50 19.00
m/z 189.00  30.27%

27.0 63.0 96.0 1260 163.0 H

O\‘\H\‘\\H‘\\\\‘H\w‘HH‘!H\[HH‘HH‘H\‘HH‘HH‘HH’HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67039: Phenanthrene, 2-methyl-
192.0
i ——
18.50 19.00
5000 ITI/Z 190.05 15.63%
0l27.0 630 M 1260 1630 |
R e b e ek e
m/z--> 20 40 60 80 100120140160180200220240260280 M
Abundance #67016: 1H-Indene, 2-phenyl- R et
192.0 18.50 19.00
m/z 193.10 14.73%
5000

270 630 1150 1639 M

oY P A MPSSAF NP SIS WP | SO

m/z--> 20 40 60 80 100120140160180200220240260280 18.50 19.00

=

8270-BGO21523.M Wed Feb 22 11:18:32 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022123\

Data File : BGO56684.D

Acq On : 21 Feb 2023 14:19

Operator : CG/JU

Sample : 01552-03

Misc SB-01-4.0-6.0-DUP

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@21523.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 Phenanthrene, 2-methyl- Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
18.685 17.23 ng 251891  Phenanthrene-di0 17.769
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 95
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 95
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 91
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 91

Abundance Scan 2578 (18.685 min): BG056684.D\data.ms (-2574) (- | m/z 192.05 100.00%
192.1
18%0 1900
94.5 162.9
63.0 6.0 | 224.1 258.1 292.( o
0‘HH_H‘_me‘wuuwHuwmw%‘wwywu‘wuwu‘wuuw‘u, m/z 191.10 61.07%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67044: Phenanthrene, 1-methyl-
192.0
5000 —— e
18.50 19.00
m/z 189.0 27.31%
(27.0 630 940 1260 1630 |
‘HH‘HH‘HH‘HH‘HH‘HH’HH‘HH‘H\’HH‘HH’HH‘HH‘HH’
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67039: Phenanthrene, 2-methyl-
192.0
— ‘
1&50 1900
5000 m/z 193.10 17.26%
210 530 **° 00 1630 |
Tr e e el e e e ek e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67023: Anthracene, 2-methyl-
192.0 1850 1900
m/z 190.05 15.17%
5000
96.0
m/z--> 20 40 60 80 100120140160180200220240260280 18.50 19.00

8270-BGO21523.M Wed Feb 22 11:18:33 2023

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022123\
Data File : BGO56684.D

Acq On : 21 Feb 2023 14:19

Operator : CG/JU

Sample : 01552-03

Misc SB-01-4.0-6.0-DUP

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@21523.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 unknownl8.826 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.826 20.62 ng 301448 Phenanthrene-die 17.769
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1a,9b-Dihydro-1H-cyclopropaf[alan... 192 C15H12 006109-24-6 46
2 Propyne, 1,3-diphenyl- 192 C15H12 004980-70-5 46
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 45
4 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 43
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 43
Abundance Scan 2602 (18.826 min): BG056684.D\data.ms (-2596) (- | m/z 192.05 100.00%
192.1
1850  19.00
63.0 ‘ : :
138.9 i
N WY “M it bl 2301 28950 s 100,10 82.26%
miz--> 50 100 150 200 250
Abundance  #67051: 1a,9b-Dihydro-1H- cyclopropa[a]anthracene
192.0
5000 ! N\ e
18.50 19.00
m/z 188.95 81.64%
o0 %0 w0, |
O\ T \ ‘\‘ “ \ \‘\“‘\“ \‘\ T ‘\ “\H\‘\“\ ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #67031: Propyne, 1,3-diphenyl-
192.0
— —
18.50 19.00
5000 m/z 191.10 69.74%
115.0
63.0 ‘
oL2zo il 28 |
m/z--> 50 100 150 200 250
Abundance #67029: Anthracene, 1-methyl- — L
192.0 18.50 19.00
m/z 165.00 20.35%
5000
82.0
0 390 Ll “ H 1399 M“ -
e e P P
m/z--> 50 100 150 200 250 18.50 19.00

8270-BGO21523.M Wed Feb 22 11:18:34 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022123\

Data File : BGO56684.D

Acq On : 21 Feb 2023 14:19

Operator : CG/JU

Sample : 01552-03

Misc SB-01-4.0-6.0-DUP

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@21523.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 12 Phenanthrene, 4-methyl- Concentration Rank 8

R.T EstConc Area Relative to ISTD R.T.
18.861 8.67 ng 126826  Phenanthrene-di10 17.769
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 87
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 86
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 86
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 80

5 1a,9b-Dihydro-1H-cyclopropaf[alan... 192 C15H12

006109-24-6 80

Abundance Scan 2608 (18.861 min): BG056684.D\data.ms (-2606) (- | m/z 192.10 100.00%
192.1
1850 1900
83.0 1150 152. : : :
oL 430 9011501820 | 2241 | 292\ 'io1 10 64.21%
miz--> 50 100 150 200 250
Abundance #67041: Phenanthrene, 4-methyl-
192.0
5000 — = «J\//
18.50 19.00
m/z 165.10 15.11%
630 | 152.
Ot i‘ \“ \”‘\““m\”“ I — ‘” \%\ T " LA B B B s
miz--> 50 100 150 200 250
Abundance #67024: Anthracene, 2-methyl-
192.0
— —
18.50 19.00
5000 ITI/Z 193.10 13.57%
0 39.0 “83;.0” 139'0 h‘ . \‘
e e
m/z--> 50 100 150 200 250
Abundance #67029: Anthracene, 1-methyl- £ T
192.0 18.50 19.00
m/z 83.00 5.31%
5000
82.0
0 390 Ll “ H 1399 H“ L
—— e e e r— —
miz--> 50 100 150 200 250 18.50 19.00

8270-BGO21523.M Wed Feb 22 11:18:35 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022123\
Data File : BGO56684.D

Acq On : 21 Feb 2023 14:19

Operator : CG/JU

Sample : 01552-03

Misc : SB-01-4.0-6.0-DUP.

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@21523.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 13 5,16[1',2']:8,13[1'',2'"']-D... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.120 7.34 ng 107313 Phenanthrene-d10 17.769
Hit# of 5 Tentative ID MW MolForm CAS# Qual
15,16[1',2']:8,13[1'"',2'"']-Dibenz... 468 C32H24 005672-97-9 86
2 Naphthalene, 2-phenyl- 204 C16H12 000612-94-2 70
3 Tricyclo[8.2.2.2(4,7)]hexadeca-2... 204 C16H12 006572-60-7 62
4 Naphthalene, 1-phenyl- 204 C16H12 000605-02-7 49
5 [1,1'-Biphenyl]-4,4"'-dicarbonitrile 204 C14H8N2 001591-30-6 49
Abundance Scan 2652 (19.120 min): BG056684.D\data.ms (-2647) (- | m/z 204.10 100.00%
204.1
5000
1900 1950
51.0 lOl 1 152, o : :
ol 20 ) 2810 m/z 202.10  38.49%
m/z--> 50 100 150 200 250 300 350 400
Abundance #307050: 5,16[1',2']:8, 13[1" 2"]-Dibenzenodibenzo[a,g]cy!
04.0
5000 o /\W
19.00 19.50
m/z 203.05 33.14%
o380, 1010 1520, 313.0 408.(
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #80579: Naphthalene, 2-phenyl-
204.0 M\/\
Mw\ T ‘ T T T ‘ T
19.00 19.50
5000 m/z 205.10 16.60%
ol 510 10201520 |
e T T T A e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #80598: Tricyclo[8.2.2.2(4,7)]hexadeca-2,4,6,8,10,12,13, =gl ——
204.0 19.00 19.50
m/z 212.00 7.82%
5000
101.0
ol i uy 2O
m/z--> 50 100 150 200 250 300 350 400 19.00 19.50

8270-BG021523.M Wed Feb 22 11:18:35 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022123\
Data File : BGO56684.D

Acq On : 21 Feb 2023 14:19

Operator : CG/JU

Sample : 01552-03

Misc : SB-01-4.0-6.0-DUP.

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@21523.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 14 9,10-Anthracenedione Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.161 6.07 ng 88692  Phenanthrene-d1e 17.769
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9,10-Anthracenedione 208 C14H802 000084-65-1 91
2 Benzo[c]cinnoline 180 C12H8N2 000230-17-1 70
3 1H-Phenalen-1-one 180 C13H80 000548-39-0 50
4 9H-Fluoren-9-one 180 C13H80 000486-25-9 50
5 Benzo[h]cinnoline 180 C12H8N2 000230-31-9 43

Abundance Scan 2659 (19.161 min): BG056684.D\data.ms (-2656) (- | m/z 208.00 100.00%

208.0
152.0
5000
76.0

19.00 19.50
39. ‘ 289.
0 _‘H‘qw‘w“‘ww‘m‘www““w‘uu”m‘;“_Hl‘_wuwwwm m/z 180.00 85.95%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #85293: 9,10-Anthracenedione
180.0
5000 76.0
151.0 19.00 19.50

m/z 152.00  68.05%

209.0
‘\\3\\9‘\(#‘\\“\\\“\‘\H\‘H‘HH‘HH‘HM\‘HH‘\\\\‘\HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #54969: Benzolc]cinnoline
152.0

19.00 19.50

o

5000 m/z 151.00 31.72%
76.0 181.0
390 80
0 ‘HH‘HHwwwwww T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #55037: 1H-Phenalen-1-one T T
180.0 19.00 19.50

m/z 76.00  28.53%

5000
76.0
151.0
0 120 | i

‘\\H‘H\\‘\\\\‘HH‘HH‘HH‘HH‘HH\\\\‘HH‘HH‘HH‘HH‘HH LI T

m/z--> 20 40 60 80 100120140160180200220240260280 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022123\
Data File : BGO56684.D

Acq On : 21 Feb 2023 14:19

Operator : CG/JU

Sample : 01552-03

Misc SB-01-4.0-6.0-DUP

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@21523.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 15 Phenanthrene, 2,5-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.531 13.58 ng 198491  Phenanthrene-di0 17.769
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 2,5-dimethyl- 206 C1l6H14 003674-66-6 94
2 9,10-Dimethylanthracene 206 CleHi4 000781-43-1 93
3 di-p-Tolylacetylene 206 CleH14 002789-88-0 93
4 Phenanthrene, 3,6-dimethyl- 206 C16H14 001576-67-6 91
5 Phenanthrene, 1,7-dimethyl- 206 C1l6H14 000483-87-4 90
Abundance Scan 2722 (19.531 min): BG056684.D\data.ms (-2716) (- | m/z 206.05 100.00%
206.1
1950 |
76.0 126.0 165. :
ol 430 ST P DLl 2901 1100 46.22%
miz--> 50 100 150 200 250 300
Abundance #82944: Phenanthrene, 2,5-dimethyl-
206.0
5000 — :
19.50
101.0 m/z 189.10 26.73%
0 \2\7\0\ ‘Gg.\o‘\ “\“ ih‘\ T [:‘L?\F)\(”)\ i‘h‘\ L B B B s B
miz—-> 50 100 150 200 250 300
Abundance #82932: 9,10-Dimethylanthracene
206.0
T \
19.50
5000 m/z 205.10 24.94%
89.0
165.0 ‘
ol40, 510 ‘M\;M 20 ;M AR
miz--> 50 100 150 200 250 300
Abundance #82923: di-p-Tolylacetylene & T ‘
206.0 19.50
m/z 207.10  18.45%
5000
ol 27.0 63.0 102.0 165.0 | h“
e —
m/z--> 50 100 150 200 250 300 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022123\
Data File : BGO56684.D

Acq On : 21 Feb 2023 14:19

Operator : CG/JU

Sample : 01552-03

Misc SB-01-4.0-6.0-DUP

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@21523.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 16 unknownl9.596 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.596 6.40 ng 93611  Phenanthrene-d10 17.769
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Amino-5-bromo-2-fluoropyridine... 204 CEH6BrFN2 1000496-58-8 41
2 9,10-Dimethylanthracene 206 CleHi4 000781-43-1 38
3 Phenanthrene, 3,6-dimethyl- 206 C1leH14 001576-67-6 30
4 1,3-Butadiene, 1,4-diphenyl-, (E... 206 Cl6H14 000538-81-8 30
5 Phenanthrene, 2,7-dimethyl- 206 C1l6H14 001576-69-8 30
Abundance Scan 2733 (19.596 min): BG056684.D\data.ms (-2727) (- | m/z 206.10 100.00%
206.1
- MJ\MA/\“
R \
101.0 163.0
IR i 262.9 306.0 o
oL——— e ‘M\m‘m’h T H\}hmi\‘\H VIR | T N m/z 189.10 92.86%
miz--> 50 100 150 200 250 300
Abundance #80677: 3-Amino-5-bromo-2-fluoropyridine, Me derivative
204.0
156.0
5000 ——
19.50
m/z 204.00 75.18%
28 (r ‘ 110.0
ol li | HM\“‘\H“\H‘H“ \\MHH b bl M
miz--> 50 100 150 200 250 300
Abundance #82932: 9,10-Dimethylanthracene
206.0
e
19.50
5000 m/z 202.00 47 .99%
89.0 165.0
olao 310 ‘M\;\n 20 H\H H\H‘ S
m/z--> 50 100 150 200 250 300
Abundance #82953: Phenanthrene, 3,6-dimethyl- —— ‘
206.0 19.50
m/z 205.10 41.05%
5000
102.0
ol 20 880 [ wsol | o'l
m/z--> 50 100 150 200 250 300 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022123\
Data File : BGO56684.D

Acq On : 21 Feb 2023 14:19

Operator : CG/JU

Sample : 01552-03

Misc : SB-01-4.0-6.0-DUP.

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@21523.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 17 9,10-Dimethylanthracene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.672 8.11 ng 118629  Phenanthrene-di0 17.769
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9,10-Dimethylanthracene 206 CleH14 000781-43-1 50
2 Anthracene, 1,4-dimethyl- 206 C16H14 000781-92-0 50
3 Cyclopenta(def)phenanthrenone 204 C15H80 005737-13-3 46
4 Phenanthrene, 2,5-dimethyl- 206 C16H14 003674-66-6 45
5 [1,1'-Biphenyl]-4-0l, 4'-chloro- 204 C12HoClo 028034-99-3 43

Abundance Scan 2746 (19.672 min): BG056684.D\data.ms (-2741) (- | m/z 204.00 100.00%

204.0
5000

Praa—
52 88:0 15D-0 245.2 306.. 19.50 20.00
o ' e M/Z 206,10 69.74%
m/z--> 50 100 150 200 250 300
Abundance #82933: 9,10-Dimethylanthracene
206.0
5000 —T =
19.50 20.00

m/z 191.10  39.95%

89.0
51.0 ‘ H 127.0 165.0 m
O\\\“\‘\‘h\‘\‘i‘\\‘\\“\‘\”“\ U‘i‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300
Abundance #82936: Anthracene, 1,4-dimethyl-
206.0

T
19.50 20.00

5000 m/z 175.95 35.93%
89.0 165.0
NI W e I
miz--> 50 100 150 200 250 300
Abundance #80568: Cyclopenta(def)phenanthrenone — —
204.0 19.50 20.00

m/z 205.10  28.44%

5000
88.0
150.0
0 Ly Lo

T T
m/z--> 50 100 150 200 250 300 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022123\
Data File : BGO56684.D

Acq On : 21 Feb 2023 14:19

Operator : CG/JU

Sample : 01552-03

Misc SB-01-4.0-6.0-DUP

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@21523.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 18 11H-Benzo[b]fluorene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
20.477 4.11 ng 172123  Chrysene-d12 22.087
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 90
2 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 87
3 Pyrene, 1-methyl- 216 C17H12 002381-21-7 86
4 Pyrene, 4-methyl- 216 C17H12 003353-12-6 78
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 64
Abundance Scan 2883 (20.477 min): BG056684.D\data.ms (-2876) (- | m/z 216.05 100.00%
215.1
2050
93.8 .
57.1 152.0 .1 290.0
L Y et ;“‘L“,w“ p 2001 P0Y 0 mjz 215.05  99.73%
miz--> 50 100 150 200 250 300
Abundance #94576: 11H-Benzo[b]fluorene
216.0
5000 U
20.50
108.0 ITI/Z 213.05 27.34%
57.0 | “‘ 163.0 | ‘
O\\\\"\\\\“\\\‘\‘\”\\h\’\h‘\\\‘\\\\‘\
miz--> 50 100 150 200 250 300
Abundance #94578: Fluoranthene, 2-methyl-
216.0
T
20.50
5000 m/z 217.00 22.26%
108.0
63.0 ‘ 163.0
m/z--> 50 100 150 200 250 300
Abundance #94565: Pyrene, 1-methyl- by —
216.0 20.50
m/z 189.00  14.48%
5000
95.0
0,270 630 | | 1630 | |
Tt P
m/z--> 50 100 150 200 250 300 20.50

8270-BGO21523.M Wed Feb 22 11:18:39 2023 Page: 22



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022123\
Data File : BGO56684.D

Acq On : 21 Feb 2023 14:19

Operator : CG/JU

Sample : 01552-03

Misc : SB-01-4.0-6.0-DUP.

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@21523.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 19 11H-Benzo[a]fluorene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
20.636 4.24 ng 177264  Chrysene-d12 22.087
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 94
2 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 91
3 Pyrene, 1-methyl- 216 C17H12 002381-21-7 90
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 90
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 87

Abundance Scan 2910 (20.636 min): BG056684.D\data.ms (-2907) (- | m/z 216.10 100.00%

216.1
5000

i)

107.4 2050  21.00
163.1 ‘

ol 200 280 ,H 288 855 s 215,10 76.60%

m/z--> 50 100 150 200 250 300 350
Abundance #94572: 11H-Benzolb]fluorene
216.0

5000 1
20.50 21.00
m/z 217.10 18.36%

107.0
0 63.0 , | 163.0 | ‘m
\\\\‘\\\\‘\\\\‘\\\\’1\\\‘\\\\‘\\\\’\
m/z--> 50 100 150 200 250 300 350
Abundance #94573: 11H-Benzola]fluorene
216.0

T
20.50 21.00

5000 m/z 213.10 18.19%
107.0
0L4.0 63.0 | | 163.0 |
R A e B e L e S BAEAan
m/z--> 50 100 150 200 250 300 350
Abundance #94570: Pyrene, 1-methyl- T T
216.0 20.50 21.00

m/z 107.40 10.70%

5000

108.0

260 630 , | 1630 |
(RS VY RN Lo LT B S —

m/z--> 50 100 150 200 250 300 350 20.50 21.00

3
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022123\
Data File : BGO56684.D

Acq On : 21 Feb 2023 14:19

Operator : CG/JU

Sample : 01552-03

Misc SB-01-4.0-6.0-DUP

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@21523.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 20 Benzo[e]pyrene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
25.301 21.21 ng 271206  Perylene-di12 25.636
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 91
2 Benzo[b]fluoranthene 252 C20H12 000205-99-2 90
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 90
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 81
5 Perylene 252 C20H12 000198-55-0 81
Abundance Scan 3704 (25.301 min): BG056684.D\data.ms (-3698) (- | m/z 252.10 100.00%
252.1
w ML\
S
1250 174 25.00 25.50
ol 230, L Pn 1740 2202 28903241 y; 2se.10  32.31%
m/z--> 50 100 150 200 250 300
Abundance #138554: Benzo[e]pyrene
252.0
5000 e —
25.00 25.50
m/z 253.10 24.83%
125.0
0l 50.0 830 , | 158.0 2000 , |
T T ‘ T T 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 #138562: Benzo[b]fluoranthene
252.0
= —
25.00 25.50
5000 m/z 251.10 9.66%
126.0
0390 870 ‘\\ 161.0 2000 |
— e
miz--> 50 100 150 200 250 300
Abundance #138563: Benzo[k]fluoranthene T 7
252.0 25.00 25.50
m/z 248.05 5.88%
5000
126.0
oS0yl w00, | et U L
m/z--> 50 100 150 200 250 300 25.00 25.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022123\
Data File : BGO56684.D

Acq On : 21 Feb 2023 14:19

Operator : CG/JU

Sample : 01552-03

Misc : SB-01-4.0-6.0-DUP.

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG021523.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-... 5.465 38.3 ng 260637 1 8.432 136089 20.0
p-Cymene 11.781 4.5 ng 41828 2 11.270 187462 20.0
7-Methoxymethyl... 11.917 5.0 ng 47092 2 11.270 187462 20.0
Naphthalene, 2,... 14.355 5.6 ng 73141 3 15.037 259260 20.0
Benzophenone 16.370 13.3 ng 172503 3 15.037 259260 20.0
O9H-Fluorene, 9-... 17.064 4.1 ng 60508 4 17.769 292413 20.0
9H-Fluoren-9-one 17.416 4.5 ng 66523 4 17.769 292413 20.0
Dibenzothiophene 17.586 5.1 ng 74538 4 17.769 292413 20.0
Phenanthrene, 1... 18.632 10.8 ng 157457 4 17.769 292413 20.0
Phenanthrene, 2... 18.685 17.2 ng 251891 4 17.769 292413 20.0
unknownl18.826 18.826 20.6 ng 301448 4 17.769 292413 20.0
Phenanthrene, 4... 18.861 8.7 ng 126826 4 17.769 292413 20.0
5,16[1',2']:8,1... 19.120 7.3 ng 107313 4 17.769 292413 20.0
9,10-Anthracene... 19.161 6.1 ng 88692 4 17.769 292413 20.0
Phenanthrene, 2... 19.531 13.6 ng 198491 4 17.769 292413 20.0
unknown19.596 19.596 6.4 ng 93611 4 17.769 292413 20.0
9,10-Dimethylan... 19.672 8.1 ng 118629 4 17.769 292413 20.0
11H-Benzo[b]flu... 20.477 4.1 ng 172123 5 22.087 836613 20.0
11H-Benzo[a]flu... 20.636 4.2 ng 177264 5 22.087 836613 20.0
Benzo[e]pyrene 25.301 21.2 ng 271206 6 25.636 255711 20.0
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