LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122022\
Data File : BGO56033.D

Acqg On : 20 Dec 2022 17:06
Operator : CG/JU

Sample : N6135-01

Misc :

ALS Vvial : 10 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-BG121322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO56033.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.4e01 13 19 27 rBB 24192 37536 3.73% 0.285%
2 5.410 355 361 370 rBB 70560 112008 11.13% 0.851%
3 5.886 435 442 450 rBB 186846 292964 29.11% 2.225%
4 7.502 709 717 724 rBB 190024 328711 32.66% 2.497%
5 8.366 858 864 870 rBV 38513 63489 6.31% 0.482%
6 9.541 1056 1064 1071 rBB 123466 214373 21.30% 1.628%
7 11.198 1339 1346 1353 rBV 51229 92257 9.17% 0.701%
8 12.079 1490 1496 1501 rBB2 6283 10964 1.09% ©0.083%
9 13.601 1748 1755 1762 rBB 376026 571744 56.81% 4.343%
10 14.705 1936 1943 1957 rBV3 7550 17207 1.71% 0.131%
11 14.975 1983 1989 1995 rw 90844 137365 13.65% 1.043%
12 15.034 1995 1999 2004 rVB 6955 10409 1.03% 0.079%
13 16.010 2158 2165 2172 rBV2 10699 17229 1.71% 0.131%
14 16.450 2234 2240 2248 rVB 434008 640059 63.59% 4.862%
15 16.673 2269 2278 2286 rBV5 4872 11201 1.11% ©0.085%
16 17.002 2326 2334 2339 rBV6 7666 16694 1.66% 0.127%
17 17.349 2388 2393 2401 rBV2 33911 51818 5.15% ©.394%
18 17.525 2419 2423 2431 rVB 9435 14570 1.45% 0.111%
19 17.708 2448 2454 2458 rBV 120014 188413 18.72% 1.431%
20 17.755 2458 2462 2468 rVB 145866 213443 21.21% 1.621%
21 17.843 2471 2477 2481 rBV 24704 38044 3.78% 0.289%
22 17.890 2481 2485 2491 rVB3 6931 15117 1.50% 0.115%
23 18.101 2515 2521 2524 rBV2 10660 17037 1.69% 0.129%
24 18.219 2537 2541 2544 rBV 8761 11615 1.15% ©.088%
25 18.289 2548 2553 2559 rVB 11108 17906 1.78% 0.136%
26 18.436 2573 2578 2584 rBV3 8001 14931 1.48% 0.113%
27 18.559 2594 2599 2606 rBV2 51694 117056 11.63% ©.889%
28 18.624 2606 2610 2616 rVB 49461 71445  7.10%  0.543%
29 18.706 2616 2624 2629 rBV 14686 26996 2.68% 0.205%
30 18.771 2629 2635 2638 rVW2 50170 101011 10.04% ©.767%
31 18.806 2638 2641 2646 rVB 31167 42219 4.19% 0.321%
32 18.971 2663 2669 2673 rBV6 7624 12605 1.25% 0.096%
33 19.065 2680 2685 2688 rBvV2 25672 39405 3.92% 0.299%
34 19.106 2688 2692 2700 rVB3 29847 52235 5.19% 0.397%
35 19.300 2718 2725 2729 rBV3 19373 35298 3.51% 0.268%
36 19.353 2731 2734 2738 rW 17258 22433 2.23% 0.170%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122022\
Data File : BGO56033.D

Acqg On : 20 Dec 2022 17:06
Operator : CG/JU

Sample : N6135-01

Misc :

ALS Vvial : 10 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-BG121322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 19.394 2738 2741 2744 rVB2 13622 14711 1.46% 0.112%
38 19.476 2750 2755 2760 rBV 49140 84426  8.39% 0.641%
39 19.535 2760 2765 2768 r\V\V4 19458 39803 3.95% 0.302%
40 19.564 2768 2770 2774 rVB 15524 18532 1.84% 0.141%
41 19.617 2774 2779 2787 rBvV2 42359 85630 8.51% ©0.650%
42 19.746 2794 2801 2805 rBV 428218 640690 63.66% 4.866%
43 19.793 2805 2809 2813 rBvV3 13223 25518 2.54% 0.194%
44 19.829 2813 2815 2819 rVB2 17467 21117 2.10% 0.160%
45 19.893 2822 2826 2829 rBV 15760 26732 2.66% 0.203%
46 19.987 2835 2842 2850 rVB3 20833 56119 5.58% 0.426%
47 20.069 2850 2856 2858 rBV3 90654 159045 15.80% 1.208%
48 20.105 2858 2862 2868 rVV 458637 641563 63.74% 4.873%
49 20.163 2868 2872 2877 rVB3 34751 51619 5.13% 0.392%
50 20.287 2886 2893 2897 rBV 624799 861852 85.63% 6.546%
51 20.334 2897 2901 2906 rVB2 29926 50397 5.01% 0.383%
52 20.422 2909 2916 2922 rBV3 57950 139478 13.86% 1.059%
53 20.587 2932 2944 2948 rVB2 101909 250238 24.86% 1.901%
54 20.681 2956 2960 2964 rBV 72705 99926 9.93% 0.759%
55 20.739 2964 2970 2974 rVV2 60557 124822 12.40% 0.948%
56 20.775 2974 2976 2980 rVB2 26525 30906 3.07% 0.235%
57 20.886 2991 2995 2999 rBV 56024 84612 8.41% 0.643%
58 20.933 2999 3003 3013 rVB3 42842 82092 8.16% ©0.624%
59 21.151 3036 3040 3042 rBV4 12460 17803 1.77% 0.135%
60 21.327 3065 3070 3073 rBv4 18953 34702 3.45% 0.264%
61 21.374 3073 3078 3084 rVB 54274 97631 9.70% 0.742%
62 21.568 3103 3111 3114 rBvV2 66129 142555 14.16% 1.083%
63 21.609 3115 3118 3123 rW 73072 133860 13.30% 1.017%
64 21.668 3123 3128 3133 rVWW2 69783 142803 14.19% 1.085%
65 21.720 3133 3137 3152 rVB2 53495 125873 12.51% 0.956%
66 21.867 3159 3162 3169 rVB 20054 31143 3.09% 0.237%
67 22.003 3174 3185 3193 rBV2 359114 1006469 100.00% 7.645%
68 22.067 3193 3196 3204 rVB 254404 441876 43.90%  3.356%
69 22.232 3219 3224 3230 rBV 58288 112329 11.16% 0.853%
70 22.296 3232 3235 3242 rW5 32584 70959  7.05% 0©.539%
71 22.373 3244 3248 3253 rVWW3 44006 80959 8.04% 0.615%
72 22.449 3254 3261 3269 rVB3 39461 93476 9.29% 0.710%
73 22.713 3302 3306 3311 rVB3 23295 35573 3.53% 0.270%
74 22.802 3312 3321 3326 rW 49370 125516 12.47% ©.953%
75 22.878 3331 3334 3341 rVB3 43663 78083 7.76% ©.593%
76 23.095 3367 3371 3375 rBV2 30879 54613 5.43% 0.415%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122022\
Data File : BGO56033.D

Acqg On : 20 Dec 2022 17:06
Operator : CG/JU

Sample : N6135-01

Misc

ALS Vvial : 10 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-BG121322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 23.248 3392 3397 3412 rVB4 27984 79652 7.91% 0.605%
78 24.406 3583 3594 3601 rBV 245378 917565 91.17% 6.969%
79 24.682 3634 3641 3650 rVB 45882 126523 12.57% 0.961%
80 24.905 3671 3679 3681 rBV6 16991 43029 4.28% ©0.327%
81 25.193 3719 3728 3744 rVB 138048 459426 45.65%  3.490%
82 25.352 3744 3755 3770 rBV 186798 624143 62.01% 4.741%
83 25.510 3774 3782 3791 rVWW3 70548 254974 25.33% 1.937%
84 25.592 3791 3796 3811 rVB2 54751 196296 19.50%  1.491%
85 27.020 4033 4039 4051 rvB4 11774 44472  4.42% ©.338%
86 29.535 4455 4467 4469 rBV2 50662 147208 14.63% 1.118%
87 30.804 4669 4683 4693 rBV2 34630 178567 17.74%  1.356%

Sum of corrected areas: 13165713
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122022\
Data File : BG@56033.D

Acq On : 20 Dec 2022 17:06
Operator : CG/JU

Sample : N6135-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG056033.D\data.ms

600000
500000
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300000

200000 5.886 7.502

9.541
100000 5.410

11.198
8.366
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Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG056033.D\data.ms

o

20.p87
600000

500000 20.105
16.450 19.746

22.003

400000 13.601

300000

200000
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Time--> 13.50 14.00 14.50 15.00 1550 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: BG056033.D\data.ms

o

600000

500000

400000
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100000 29.535
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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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122022\
Data File : BG@56033.D

Acq On : 20 Dec 2022 17:06
Operator : CG/JU

Sample : N6135-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 Butane, 2-methoxy-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.401 11.82 ng 37536 1,4-Dichlorobenzene-d4 8.371

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 72
2 2-Methyl-5-hexen-3-0l 114 C7H140 032815-70-6 17
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
4 2-Pentanol, acetate 130 C7H1402 000626-38-0 9
5 1,2-Propanediol, 2-acetate 118 C5H1003 006214-01-3 9

Abundance  Scan 19 (3.401 min): BG056033.D\data.ms (-13) (-) m/z 73.00 100.00%

73.0
5000 430 /\
55.0 87'0 T ‘ T T 1 T ‘ L ‘ L
‘ ‘ 3.40 3.60 3.80
0\\“\H,\\\\M‘\\ihm\jﬁ\wﬁ\\\‘mw\\‘\\m‘\\\\ m/z 43.00 50.16%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L L B B B
43.0 3.40 3.60 3.80
~ 550 87.0 m/z 55.00  31.92%
w1
O\\‘\\\\’\\\H“\\\\“}\‘\\’\\\‘\“\\\\‘\}\\‘\\\\‘\\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #8502: 2-Methyl-5-hexen-3-ol
73.0
[\/\ T ‘ L ‘ L ‘ L
550 340 360 3.80
5000 430 m/z 87.00 25.91%
27.0
15.0 ‘ | ‘ | 81.0
o) S 1 O S R S
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2307: 1,3-Dioxolane, 2-methyl- ERamEmE e
73.0 3.40 3.60 3.80
m/z 41.00 17.03%
5000 43.0
58.0
290 87.0 m
0‘w"","MM‘H‘::",HH_HW:H_H“_M |
m/z--> 10 20 30 40 50 60 70 80 90 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122022\
Data File : BG@56033.D

Acq On : 20 Dec 2022 17:06
Operator : CG/JU

Sample : N6135-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.410 35.28 ng 112008 1,4-Dichlorobenzene-d4 8.371

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 35
4 2-Nonanone, 9-hydroxy- 158 C9H1802 025368-56-3 28
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 361 (5.410 min): BG056033.D\data.ms (-355) (-) m/z 43.00 100.00%
3.0
5000 590
101.0 S EREE N AT
83.0 5.00 5.20 5.40 5.60 5.80
Ober el B30 L w/z s9.ee  51.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L L LN B W
5.00 5.20 5.40 5.60 5.80
101.0 m/z 101.00 20.47%
R 0 83\'0 |
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9312: Acetic acid, 1,1-dimethylethyl ester
43.0
R e AR
5.00 5.20 5.40 5.60 5.80
5000 57.0 m/z 58.00 11.81%
29.0 101.0
15.0 ‘
Om‘HH_H‘;“HH‘Hm_m,uuwm_m,mwuw
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime Raaas R Raaae aEE
43.0 5.00 5.20 5.40 5.60 5.80
m/z 41.00 9.82%
5000
101.0
ol 120 310 | °80 700 86,0 A
e e e e e e e e R RRARRERE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122022\
Data File : BG@56033.D

Acq On : 20 Dec 2022 17:06
Operator : CG/JU

Sample : N6135-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.560 12.43 ng 117056  Phenanthrene-di0 17.708
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Tridecanoic acid 214 C13H2602 000638-53-9 42
3 Pentadecanoic acid 242 C15H3002 001002-84-2 38
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 25
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 25
Abundance Scan 2599 (18.559 min): BG056033.D\data.ms (-2594) (- | m/z 43.00 100.00%
3.0
73.0
213.2
129.0
5000
157.1185{1 2561
— T \
s
y—— ‘J‘M!HU LAl W L L w2 at.ee 87.74%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0
5000 j '
213.0 18.50
‘ 157.0185.0 m/z 73.00 79.08%
O \H‘\‘\‘\ \H‘U‘M\H\‘H“‘\ \H“H‘H‘\“\ \‘\“H\‘\‘\‘\H‘HH“H
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92063: Tridecanoic acid
e
43.0 730
— T \
18.50
5000 129.0 m/z 55.00 75.33%
171.0
214.0
0150?
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid ——
43.0 73.0 18.50
m/z 60.00 74.85%
5000 129.0
99.0
s e
S EXT 10 O O P O | W
m/z--> 20 40 60 80 100120140160 180200 220 240 260 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122022\
Data File : BG@56033.D

Acq On : 20 Dec 2022 17:06
Operator : CG/JU

Sample : N6135-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 10
R.T. EstConc Area Relative to ISTD R.T.

18.624 7.58 ng 71445 Phenanthrene-d10 17.708
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 95
2 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 93
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 93
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 91
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 91

Abundance Scan 2610 (18.624 min): BG056033.D\data.ms (-2606) (- | m/z 192.05 100.00%
192.1

5000
165.1 Taen Tonn
18.50 19.00
63.1 87. 1 139.0 ]
Obrrrros b BLO L 2900wl 2281 /7 191,05 55.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67038: Phenanthrene, 2-methyl-
190.0
5000 T

e e
18.50 19.00
m/z 189.05 24.63%

165.0
390 630 960 1390 " |
‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #67054: 1H-Cyclopropa[l]phenanthrene,1a,9b-dihydro-
192.0 AA
e
18.50 19.00
5000 ITI/Z 193.00 16.74%
165.0
300 630 960 1390 | W
rrerrrrrrrpeeee e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67020: Anthracene, 9-methyl- AMAWWf% ‘ —
192.0 18.50 19.00
m/z 165.05 14.93%
h M&A/\/\AMN
96.0
0 39.0 63\0 I \“ 139.0 \ 16\"50‘ Hw
R R R RRRRR — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122022\
Data File : BG@56033.D

Acq On : 20 Dec 2022 17:06
Operator : CG/JU

Sample : N6135-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 5 Anthracene, 9-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
18.706 2.87 ng 26996  Phenanthrene-die 17.708
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Anthracene, 9-methyl- 192 C15H12 000779-02-2 76
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 76
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 76
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 76
5 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 76
Abundance Scan 2624 (18.706 min): BG056033.D\data.ms (-2616) (- | m/z 192.10 100.00%
192.1
5000
165.0 o en fann
43.0 829 1090 1390 | m | 18.50 19.00
O e e el m/z 191.00  44.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67026: Anthracene, 9-methyl-
192.0
5000 el ety
18.50 19.00
96.0 m/z 189.00  27.88%
. 165.0
oL 390 €30 | 11701390 | W
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67030: Anthracene, 1-methyl-
192.0 M
4 Pt
18.50 19.00
5000 m/z 193.10 25.75%
165.0
0 27.0 63'0 96\'0 13‘9'0‘ h‘ Wyl
R L R ma
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67023: Anthracene, 2-methyl- AAWW’W ‘ —
192.0 18.50 19.00
m/z 165.00  15.48%
5000
96.0 165.0
o 630 | 1300 [
o IR L o L —— ——
m/z--> 20 40 60 80 100 120 140 160 180 200 18.50 19.00

8270-BG121322.M Thu Dec 22 11:20:47 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122022\
Data File : BG@56033.D

Acq On : 20 Dec 2022 17:06
Operator : CG/JU

Sample : N6135-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 Benzaldehyde, 3,5-dichloro-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.771 10.72 ng 101011 Phenanthrene-die 17.708
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4C1202 000090-60-8 80
2 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 58
3 Carbonic acid, ethyl 2-formyl-4,... 262 C10H8C1204 1000331-34-4 53
4 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 43
5 Naphtho[1,2-b]norbornadiene 192 C15H12 1000210-14-8 38
Abundance Scan 2635 (18.771 min): BG056033.D\data.ms (-2629) (- | m/z 190.10 100.00%
19p.1
5000
63.0 947 139.1 H 281.( 18.50 19.00
0 bt Sl P20 m/z 189.00  99.78%
miz--> 50 100 150 200 250
Abundance #65127: Benzaldehyde, 3,5-dichloro-2-hydroxy-
190.0
5000 . M L
18.50 19.00
63.0 133.0 m/z 192.05 67.88%
ol ‘h‘ m h\ ‘\‘H‘\ ‘HMH i ‘\“M‘M wh‘\‘ mm‘ G
miz--> 50 100 150 200 250
Abundance #64924: 4H-Cyclopenta[deflphenanthrene
190.0
b o
18.50 19.00
5000 m/z 191.10 54.84%
95.0
20 B0 | ao Lo
miz-> 50 100 150 200 250
Abundance #149879: Carbonic acid, ethyl 2-formyl-4,6-dichlorophen el e
190.0 18.50 19.00
m/z 187.00 18.64%
5000
29.0
o 2% 30 970 1380 | | o190 i
T T T T ‘ \ T T T “ T T ‘\‘\ ‘ \‘ T T ‘ T H\ T T ‘ T T ‘ T T T ‘ T
miz--> 50 100 150 200 250 18.50 19.00

8270-BG121322.M Thu Dec 22 11:20:48 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122022\
Data File : BG@56033.D

Acq On : 20 Dec 2022 17:06
Operator : CG/JU

Sample : N6135-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 Phenanthrene, 1-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.806 4.48 ng 42219  Phenanthrene-d10 17.708
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 87
2 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 86
3 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 86
4 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 86
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 86
Abundance Scan 2641 (18.806 min): BG056033.D\data.ms (-2638) (- | m/z 192.05 100.00%
192.1
5000
165.1 - P
39.0 71.0 94.3 136.9 ‘ 224.0 18.50 19.00 o
O L S AL U HRE SN S NUE NURER m/z 191.05 64.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67035: Phenanthrene, 1-methyl-
192.0
5000 st ey
18.50 19.00
m/z 165.05  18.65%
165.0
5. ,390 630 960 1390 |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘1\\\‘\\1\‘\\\\‘\\ \‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67042: Phenanthrene, 4-methyl-
192.0
— ——
18.50 19.00
5000 m/z 193.00 17.52%
82.0 165.0
230 5170 L L \‘ M 115.0 13\90\\ IR
R e T e e e R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67054: 1H-Cyclopropa[llphenanthrene,1a,9b-dihydro- MMW’% : ——
192.0 18.50 19.00
m/z 176.00 6.34%
5000
165.0
o 30630 %00 1m0 | | WL
R A A R R - —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 18.50 19.00

8270-BG121322.M Thu Dec 22 11:20:49 2022

Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122022\
Data File : BG@56033.D

Acq On : 20 Dec 2022 17:06
Operator : CG/JU

Sample : N6135-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 Naphthalene, 2-phenyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
19.065 4.18 ng 39405 Phenanthrene-d10 17.708
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 2-phenyl- 204 CleH12 000612-94-2 52
2 Tricyclo[8.2.2.2(4,7)]hexadeca-2... 204 Cl6H12 006572-60-7 50
3 [1,1'-Biphenyl]-2-01, 5-chloro- 204 C12HO9C10 000607-12-5 47
4 1,4-Ethenoanthracene, 1,4-dihydro- 204 C16H12 027765-96-4 46
5 3,4-Biphenyldicarbonitrile 204 C14H8N2 004128-63-6 46

Abundance Scan 2685 (19.065 min): BG056033.D\data.ms (-2680) (- | m/z 204.10 100.00%

204.1
5000

1900
39.0 88.9 139.1 165.0
o P e Wt N PN m/z 202.10  38.28%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #80579: Naphthalene, 2-phenyl-
204.0
5000 ul i

19.00
m/z 203.00  27.38%

28.0 51.0 76.0 1020 128015201760 |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\‘\\\

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #80598: Tricyclo[8.2.2.2(4,7)]hexadeca-2,4,6,8,10,12,13,

o

204.0 A
Pl M\ ATTTARE
19.00
5000 m/z 205.05 16.35%
101.0
270‘5%0‘7?- | ‘\‘ 126.0 152.0176.0,
LGP NP N M- | NN
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79843: [1,1'-Biphenyl]-2-ol, 5-chloro- ALl iy
204.0 19.00
m/z 212.00  14.79%
5000
168.0
115.0
o oM | il
miz--> 20 40 60 80 100 120 140 160 180 200 220 19.00

8270-BG121322.M Thu Dec 22 11:20:50 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122022\
Data File : BG@56033.D

Acq On : 20 Dec 2022 17:06
Operator : CG/JU

Sample : N6135-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 9,10-Anthracenedione Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.106 5.54 ng 52235 Phenanthrene-d10 17.708
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9,10-Anthracenedione 208 C14H802 000084-65-1 93
2 9H-Fluoren-9-one 180 C13H80 000486-25-9 90
3 Benzo[h]cinnoline 180 C12H8N2 000230-31-9 64
4 Benzo[c]cinnoline 180 C12H8N2 000230-17-1 50
5 2-(Dicyanomethylene)indene-1,3-d... 208 C12H4N202 016954-74-8 49
Abundance Scan 2692 (19.106 min): BG056033.D\data.ms (-2688) (- | m/z 208.00 100.00%
180.0 208.0
152.0
5000
N A
50.0 o e
‘ 7?" 126.0 | 19.00 19.50
RN DI B A T m/z 180.00  85.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85293: 9,10-Anthracenedione
180.0 208.0
152.0
5000 76.0
19.00 19.50
50.0 m/z 152.00  68.06%
126.0
O ‘2\7\(\)\‘\\“\\‘\\\\‘\“\‘?\8“‘9\\\‘\“\\\‘\\‘\‘\‘\\\\“\\\\‘\H\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55036: 9H-Fluoren-9-one
180.0
A —
19.00 19.50
5000 m/z 151.00 36.41%
152.0
01 27:0,500 | "° s 1260 |
A L e R m e A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54970: Benzo[h]cinnoline
180.0 19.00 19.50
152.0 m/z 212.00  30.73%
5000
6.0 126.0
50.0 ‘ 99.0 ‘
0 _‘“_‘W‘ﬁ‘JLMWMﬂm“‘_“"HH“H“ e AT |
m/z--> 20 40 60 80 100 120 140 160 180 200 19.00 19.50

8270-BG121322.M Thu Dec 22 11:20:51 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122022\
Data File : BG@56033.D

Acq On : 20 Dec 2022 17:06
Operator : CG/JU

Sample : N6135-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 Anthracene, 2-ethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
19.300 3.75 ng 35298 Phenanthrene-die 17.708
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Anthracene, 2-ethyl- 206 CleH14 052251-71-5 83
2 di-p-Tolylacetylene 206 CleH14 002789-88-0 70
3 Phenanthrene, 2,3-dimethyl- 206 CleH14 003674-65-5 68
4 Anthracene, 1,4-dimethyl- 206 CleH14 000781-92-0 68
5 1,3-Diphenyl-3-methylcyclopropene 206 C1l6H14 086544-79-8 64
Abundance Scan 2725 (19.300 min): BG056033.D\data.ms (-2718) (- | m/z 206.10 100.00%
206.1
570 83.1 1150 1589 ' 19.00 10, 5o
(o} m/z 191.00 %
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82928: Anthracene, 2-ethyl-
206.0
5000
19 00 19 50
m/z 189.00 %
165.0
20 50 amo T | |
O ‘\1H‘\\H“H\‘M\‘1\”}i‘\\H‘\H\‘\\H}\“\HM\WH‘ \H‘\\H‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82923: di-p-Tolylacetylene
206.0
mNNrN\ -
19 00 19.50
5000 m/z 207.10 %
oL 390 7601020 139.01650 |
R B R Ea A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82943: Phenanthrene, 2,3-dimethyl-
206.0 19 00 19 50
m/z 190.00 22%
89.0
oo 839, 1003850 | | Ll M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 19 00 19.50

8270-BG121322.M Thu Dec 22 11:20:51 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122022\
Data File : BG@56033.D

Acq On : 20 Dec 2022 17:06
Operator : CG/JU

Sample : N6135-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 3,4-Dimethylphenanthrene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.476 8.96 ng 84426  Phenanthrene-d1e 17.708
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3,4-Dimethylphenanthrene 206 CleH14 1000452-24-5 93
2 di-p-Tolylacetylene 206 CleH14 002789-88-0 93
3 Phenanthrene, 2,3-dimethyl- 206 C1l6H14 003674-65-5 90
4 Phenanthrene, 3,6-dimethyl- 206 C16H14 001576-67-6 90
5 Phenanthrene, 2,5-dimethyl- 206 C16H14 003674-66-6 90

Abundance Scan 2755 (19.476 min): BG056033.D\data.ms (-2750) (- | m/z 206.10 100.00%
206.1

5000

-

19.50
0 889 12591510 178.
o920, 2371 hm/z 191.85  45.33%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82935: 3,4-Dimethylphenanthrene
206.0
S

5000
19.50
89.0 m/z 189.00  25.20%
165.0
O ‘ T \\3\9‘ \0\ \\6‘:3\ \(]\ ‘1 “\‘1‘\‘\ “H\]-\J\-\S‘O\\]_\g\‘g\o\‘} T “}‘\ T }“ T \‘\ T ‘ \H\ TT ‘ TTTT ‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82923: di-p-Tolylacetylene
206.0
19.50
5000 ITI/Z 205.10 23.22%
ol 300 760 1020 13901650 |
P e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82943: Phenanthrene, 2,3-dimethyl- R
206.0 19.50
m/z 207.00 16.09%
5000
89.0
390630 | 115013001650 | |
R e R e R e B AR —r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 19.50

8270-BG121322.M Thu Dec 22 11:20:52 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122022\
Data File : BG@56033.D

Acq On : 20 Dec 2022 17:06
Operator : CG/JU

Sample : N6135-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 12 Naphthalene, 1,2-dihydro-4-... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
19.535 4.23 ng 39803 Phenanthrene-d10 17.708
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,2-dihydro-4-phenyl- 206 C16H14 007469-40-1 53
2 1,3-Butadiene, 1,4-diphenyl-, (E... 206 Cl6H14 000538-81-8 49
3 1,4-Diphenyl-1,3-butadiene 206 C16H14 000886-65-7 49
4 Phenanthrene, 3,6-dimethyl- 206 C16H14 001576-67-6 43
5 di-p-Tolylacetylene 206 CleH14 002789-88-0 43

Abundance Scan 2765 (19.535 min): BG056033.D\data.ms (-2760) (- | m/z 206.10 100.00%

206.1
5000

R
38.9 19.50
0

| 280.¢ o
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82969: Naphthalene, 1,2-dihydro-4-phenyl-
206.0
Cucl

m/z 189.05 59.55%
5000 91.0 T

19.50
m/z 204.10  53.58%

O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82978: 1,3-Butadiene, 1,4-diphenyl-, (E,E)-
206.0

O
19.50

5000 910 m/z 205.00  39.17%
128.0
51.0 165.0
0,
miz--> 20 40 60 80 100120140160 180200220 240260280
Abundance #82939: 1,4-Diphenyl-1,3-butadiene ST ‘
206.0 19.50

m/z 191.00  29.90%

5000
91.0
128.0
51.0 165.0
0

1 T
m/z--> 20 40 60 80 100120140160180200220240260280 19.50

8270-BG121322.M Thu Dec 22 11:20:53 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122022\
Data File : BG@56033.D

Acq On : 20 Dec 2022 17:06
Operator : CG/JU

Sample : N6135-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 13 Cyclopenta(def)phenanthrenone Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
19.617 9.09 ng 85630  Phenanthrene-d1e 17.708
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopenta(def)phenanthrenone 204 C15H80 005737-13-3 81
2 5,6,7,8-Tetrahydrothieno[2,3-b]q... 204 C11H12N2S 122914-50-5 59
3 [1,1'-Biphenyl]-4,4'-dicarbonitrile 204 C14H8N2 001591-30-6 50
4 [1,1'-Biphenyl]-2,2'-dicarbonitrile 204 C14H8N2 004341-02-0 50
5 2-Chloro-4-phenylphenol 204 C12HocClo 000092-04-6 47

Abundance Scan 2779 (19.617 min): BG056033.D\data.ms (-2774) (- | m/z 204.00 100.00%
204.0

5000
175.9
o Py
19.50 20.00
51.0 739 98.0 1259 ‘
o"H"mwHHm‘,u‘H‘HH_w‘mw”“_m“““2“3‘2;‘1 m/z 175.95  32.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #80568: Cyclopenta(def)phenanthrenone
204.0
5000 AU T
176.0 19.50 20.00
88.0 m/z 206.10  22.66%
620, | 1220500 | |
O‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\\‘\\\\‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79578: 5,6,7,8-Tetrahydrothieno[2,3-b]quinolin-4-amine

204.0
P =
19.50 20.00
5000 m/z 205.10 18.12%
176.0
200520 | 940 12201500 | | ||
e b el e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #80074: [1,1'-Biphenyl]-4,4"-dicarbonitrile R ——
204.0 19.50 20.00

m/z 174.00 12.04%

5000

27.0 500 780 102012701510 /70 | M

m/z--> 20 40 60 80 100 120 140 160 180 200 220 19.50 20.00

8270-BG121322.M Thu Dec 22 11:20:54 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122022\
Data File : BG@56033.D

Acq On : 20 Dec 2022 17:06
Operator : CG/JU

Sample : N6135-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 Pyrene, 1-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.587 4.97 ng 250238 Chrysene-di12 22.020
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 94
2 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 93
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 91
4 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 91
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 80
Abundance Scan 2944 (20.587 min): BG056033.D\data.ms (-2932) (- | m/z 216.05 100.00%
216.1
5000
20.50 |
. 107.4 163.0 ‘ :
ol B30 LA 1890 “ 2461 2820 /7 215,10 80.53%
miz--> 50 100 150 200 250
Abundance #94565: Pyrene, 1-methyl-
216.0
5000 - :
20.50
95.0 m/z 213.00  19.23%
0 27.0 63.0 \‘ \H 163.0 h“ . h‘\
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
Abundance #94578: Fluoranthene, 2-methyl-
216.0
R
20.50
5000 m/z 217.00 16.94%
108.0
63.0 ‘ 163.0 ‘
miz--> 50 100 150 200 250
Abundance #94575: 11H-Benzo[a]fluorene T
216.0 20.50
m/z 214.00 6.97%
5000
108.0
o B0 w0 | 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\BG122022\
Data File : BG@56033.D

Acq On : 20 Dec 2022 17:06
Operator : CG/JU

Sample : N6135-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 benzenamine, 4-(2-benzothia... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
21.668 2.84 ng 142803  Chrysene-d12 22.020
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 benzenamine, 4-(2-benzothiazolyl)- 226 C13H1ON2S 1000400-93-4 52
2 Benzo[ghi]fluoranthene 226 C18H10 000203-12-3 50
3 Cyclopenta[cd]pyrene 226 C18H1e 027208-37-3 49
4 9H-Xanthen-9-one, 3-methoxy- 226 C14H1003 003722-52-9 47
5 6-Bromo-3,4-dihydro-2(1H)-quinaz... 226 C8H7BrN20 1246765-38-7 37
Abundance Scan 3128 (21.668 min): BGO56033 D\data.ms (-3123) (- m/z 226.10 100.00%
226.
w M
‘Y—Y—'—Y—Y—Y—Y—'—Yﬁ
75.0 113.0150.0 2150 22.00
b RO 2R 1800 Ll 27713181 3851y 229.00  37.83%
m/z--> 50 100 150 200 250 300 350
Abundance #106596: benzenamine, 4-(2-benzothiazolyl)-
226.0
5000 = ——
21.50 22.00
108.0 m/z 224.05 21.73%
O\‘\“‘\m\\‘ \‘ ‘\“\‘\\‘]_\66\0\\“‘\\“\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #107262: Benzo[ghi]fluoranthene
226.0
ety =
21.50 22.00
5000 m/z 227.00 21.03%
113.0
039-0 740 , \‘ 174.0
1
m/z--> 50 100 150 200 250 300 350
Abundance #107261: Cyclopenta[cd]pyrene T
226.0 2150 22.00
m/z 225.05 15.74%
5000
113.0
0 740 | 174.0 H
T e
m/z--> 50 100 150 200 250 300 350 2L50 2200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122022\
Data File : BG@56033.D

Acq On : 20 Dec 2022 17:06
Operator : CG/JU

Sample : N6135-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 Benzo[e]pyrene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
24.682 9.92 ng 126523 Perylene-d12 25.516
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzo[a]pyrene 252 C20H12 000050-32-8 76
2 Benzo[e]pyrene 252 C20H12 000192-97-2 74
3 Perylene 252 C20H12 000198-55-0 72
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 64
5 3-Amino-2,6-dibromopyridine 250 C5H4Br2n2 039856-57-0 59
Abundance Scan 3641 (24.682 min): BG056033.D\data.ms (-3634) (- | m/z 252.10 100.00%
252.1
5000 /
2450 2500
113.1 223.1 . -
0440 740 U133 A0 2L 29C  w/z 25e.10  29.16%
m/z--> 40 60 80 100120140160180200220240260280300
Abundance #138560: Benzo[a]pyrene
252.0
5000 e e
24.50 25.00
126.0 m/z 253.00  25.11%
0410 83.0 2230
m/z--> 40 60 80 100120140160180200220240260280300
Abundance #138554: Benzo[e]pyrene
252.0
— =
24.50 25.00
5000 m/z 251.10 8.76%
125.0
0500 830 | 1740 2230 |
I AARAAasaamaaa e R
m/z--> 40 60 80 100120140160180200220240260280300
Abundance #138553: Perylene — =
252.0 24.50 25.00
m/z 224.00 6.30%
5000
126.0
0430 730 | 1690 2230 |
R e e e e e e A
m/z--> 40 60 80 100120140160180200220240260280300 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122022\
Data File : BG@56033.D

Acq On : 20 Dec 2022 17:06
Operator : CG/JU

Sample : N6135-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 17 Dinaphtho[1,2-b:1',2'-d]furan Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
24.905 3.38 ng 43029  Perylene-d12 25.516
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dinaphtho[1,2-b:1',2"'-d]furan 268 C20H120 000207-93-2 76
2 2.6-Dihydroxyanthraquinone, dime... 268 C16H1204 000963-96-2 59
3 Diethylstilbestrol 268 C18H2002 000056-53-1 59
4 Dinaphtho[2,1-b:1',2"'-d]furan 268 C20H120 000194-63-8 59
5 9,10-Anthracenedione, 1,5-dimeth... 268 C16H1204 006448-90-4 58

Abundance Scan 3679 (24.905 min): BG056033.D\data.ms (-3671) (- | m/z 268.00 100.00%
268.0
P
38.9 g10 1196 1760 224. 357. 25.00
Ol i L L gl B AR m/z 239.05  20.21%
m/z--> 50 100 150 200 250 300 350
Abundance #158627: Dinaphtho[1,2-b:1',2"-d]furan
268.0
5000 T
25.00
1340 m/z 268.95 19.35%
0 38.0 74.0 | H ‘ 174'0 21”3'O ‘h‘\ \“
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #158123: 2.6-Dihydroxyanthraquinone, dimethyl ether
268.0
P
25.00
5000 m/z 258.00 18.70%
126.0
169.0
63.0 ‘ ‘ 225_T ‘
Ol i‘wl“ﬂ‘”w i”“‘“ ! \“‘ ol 1
m/z--> 50 100 150 200 250 300 350
Abundance #158476: Diethylstilbestrol T
268.0 25.00
m/z 237.00 10.55%
5000 107.0
eaﬂ 145.0 #
224.
oh— L\w ‘w\“‘\“\‘u\”“u ‘\M ‘u\h‘\‘u}“ ‘\‘H‘M‘H‘M }\1‘8}9‘ ) ‘\L‘ i ‘L‘ - —
m/z--> 50 100 150 200 250 300 350 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122022\
Data File : BG@56033.D

Acq On : 20 Dec 2022 17:06
Operator : CG/JU

Sample : N6135-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 Perylene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
25.193 36.04 ng 459426  Perylene-d12 25.516
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzo[a]pyrene 252 C20H12 000050-32-8 95
2 Benzo[e]pyrene 252 C20H12 000192-97-2 93
3 Perylene 252 C20H12 000198-55-0 90
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 90
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 89

Abundance Scan 3728 (25.193 min): BG056033.D\data.ms (-3719) (- | m/z 252.10 100.00%

25p.1
5000
L\\‘\ —
1251 210 25.00 25.50
ol 390 740 7> 1850 2219 | 2839 ., 50.00 28.07%

m/z--> 50 100 150 200 250
Abundance #138557: Benzo[a]pyrene
252.0

5000 ‘
2500 2550
126.0 m/z 253.05  22.20%
Ob—r \5]‘-(\) \8\39“ ‘H‘ ‘“ I \2\Oiowo il \h‘\ T
m/z--> 50 100 150 200 250
Abundance #138554: Benzo[e]pyrene
252.0
2500 2550
5000 m/z 251.05 9.01%
125.0
0 50.0 830 I | 174.0 2220 h“
T N EREREES ——
m/z--> 50 100 150 200 250
Abundance #138551: Perylene
252.0 2500 2550

m/z 248.10 6.24%

5000
125.0
ol7.0 500 830 m 174.0 222.0 Wr Mt
L

m/z--> 50 100 150 200 250 25.00 25.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122022\
Data File : BG@56033.D

Acq On : 20 Dec 2022 17:06
Operator : CG/JU

Sample : N6135-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 unknown25.592 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
25.592  15.40 ng 196296  Perylene-di12 25.516
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzo[a]pyrene 252 C20H12 000050-32-8 81
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 81
3 Benzo[e]pyrene 252 C20H12 000192-97-2 74
4 Perylene 252 C20H12 000198-55-0 68
5 Benzo[b]fluoranthene 252 C20H12 000205-99-2 68

Abundance Scan 3796 (25.592 min): BG056033.D\data.ms (-3791) (- | m/z 252.05 100.00%

252.1
5000

25 50

124.0
0P80 740 OIS 16902020, 4 2861 34l ., 2se.10  28.21%
m/z--> 50 100 150 200 250 300
Abundance #138555: Benzo[a]pyrene
252.0
5000 \

25 50
m/z 253.00 18.61%

126.0
0l50.0 870 B 163.0 2000 |l
T ‘ T T T T T T TT L ‘ L L ‘ L
m/z--> 50 100 150 200 250 300
Abundance #138565: Benzo[K]fluoranthene
252.0

25 50
5000 m/z 251.00 9.24%

126.0
w0 ||
ottt
m/z--> 50 100 150 200 250 300
Abundance

#138554: Benzo[e]pyrene
252.0 25 50

m/z 248.00 6.69%

5000
125.0
0 500 830 , | 158.0 200.0 | .
e L B

m/z--> 50 100 150 200 250 300 25 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122022\
Data File : BG@56033.D

Acq On : 20 Dec 2022 17:06
Operator : CG/JU

Sample : N6135-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 unknown27.020 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
27.020 3.49 ng 44472  Perylene-d12 25.516
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3,4-Dibromobenzaldehyde 262 C7H4Br20 074003-55-7 42
2 2-(4H-[1,2,4]Triazol-3-yl)-benzo... 264 C14H8N402 1000318-09-6 40
3 3-(4-Chlorophenyl)-1,4-diazaspir... 264 C13H13CIN2S 899926-60-4 39
4 4-Bromo-6,8-diazatricyclo[7.5.0.... 264 C12H13BrN2 1000436-85-3 38
5 Naphthalene, 1,2,3,4,5,8-hexaflu... 264 C12H6F6 038339-32-1 38

Abundance Scan 4039 (27.020 min): BG056033.D\data.ms (-4033) (- | m/z 264.00 100.00%
264.0

o Ju
T I
41.0 79.0 1316 1021 341.1 27.00
S e w‘ Sl U BT m/z 263.00 67.56%
miz--> 50 100 150 200 250 300
Abundance #151131: 3,4-Dibromobenzaldehyde
264.0
75.0
5000 —— :

27.00
m/z 265.10  36.68%

O\\\\“‘\h\Hh‘\”‘\”\‘\M\\\\‘\\\h\‘\h\\\‘\\\\‘
m/z--> 50 100 150 200 250 300
Abundance #152880: 2-(4H-[1,2,4]Triazol-3-yl)-benzo[de]isoquinoline
264.0
\

—
27.00
5000 m/z 266.10  28.19%

126.0 1800
63.0
L o |
“‘uwpu‘w“h‘ B NI Vi o i S
miz-> 50 100 150 200 250 300

Abundance #152570: 3-(4-Chlorophenyl)-1,4-diazaspiro[4.4]non-3-en P ‘
264.0 27.00
m/z 131.55 13.67%

4mhm L4l L 1, ﬂ h‘ I Mﬁm I

miz--> 50 100 150 250 300 27.00

o

o

8270-BG121322.M Thu Dec 22 11:21:01 2022 Page: 24



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122022\
Data File : BGO56033.D

Acqg On : 20 Dec 2022 17:06
Operator : CG/JU

Sample : N6135-01

Misc :

ALS vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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|
Butane, 2-metho... 3.401 11.8 ng 37536 1 8.371 63489 20.0
2-Pentanone, 4-... 5.410 35.3 ng 112008 1 8.371 63489 20.0
n-Hexadecanoic ... 18.560 12.4 ng 117056 4 17.708 188413 20.0
Phenanthrene, 2... 18.624 7.6 ng 71445 4 17.708 188413 20.0
Anthracene, 9-m... 18.706 2.9 ng 26996 4 17.708 188413 20.0
Benzaldehyde, 3... 18.771 10.7 ng 101011 4 17.708 188413 20.0
Phenanthrene, 1... 18.806 4.5 ng 42219 4 17.708 188413 20.0
Naphthalene, 2-... 19.065 4.2 ng 39405 4 17.708 188413 20.0
9,10-Anthracene... 19.106 5.5 ng 52235 4 17.708 188413 20.0
Anthracene, 2-e... 19.300 3.8 ng 35298 4 17.708 188413 20.0
3,4-Dimethylphe... 19.476 9.0 ng 84426 4 17.708 188413 20.0
Naphthalene, 1,... 19.535 4.2 ng 39803 4 17.708 188413 20.0
Cyclopenta(def)... 19.617 9.1 ng 85630 4 17.708 188413 20.0
Pyrene, 1-methyl- 20.587 5.0 ng 250238 5 22.020 1006470 20.0
benzenamine, 4-... 21.668 2.8 ng 142803 5 22.020 1006470 20.0
Benzo[e]pyrene 24.682 9.9 ng 126523 6 25.516 254974 20.0
Dinaphtho[1,2-b... 24.905 3.4 ng 43029 6 25.516 254974 20.0
Perylene 25.193 36.0 ng 459426 6 25.516 254974 20.0
unknown25.592 25.592 15.4 ng 196296 6 25.516 254974 20.0
unknown27.020 27.020 3.5 ng 44472 6 25.516 254974 20.0
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