LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040623\
Data File : BGO57014.D

Acqg On : 6 Apr 2023 16:12
Operator : CG/JU

Sample : 02191-02

Misc :

ALS vial : 8 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-BG033023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO57014.D\data.ms

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

# min scan scan scan TY height area % max. total
1 5.444 317 324 334 rVvB 103991 171437 17.58% 1.600%
2 5.920 399 405 415 rBB 255135 425594 43.64% 3.971%
3 7.541 673 681 691 rBV 282955 488335 50.07% 4.556%
4 8.410 823 829 837 rBB2 54570 92613 9.50% 0.864%
5 9.585 1022 1029 1037 rVB 164035 291407 29.88% 2.719%
6 11.248 1305 1312 1319 rBV 70866 130263 13.36% 1.215%
7 13.650 1714 1721 1728 rVB 454849 711141 72.91% 6.635%
8 14.749 1901 1908 1917 rBV2 7449 15622 1.60% 0.146%
9 15.019 1949 1954 1960 rVB2 118755 188840 19.36% 1.762%
10 15.084 1960 1965 1971 rVB2 10645 16556 1.70% 0.154%
11 15.407 2016 2020 2027 rVB4 7160 11856 1.22% ©0.111%
12 16.059 2124 2131 2139 rVB 13465 22013 2.26% 0.205%
13 16.352 2174 2181 2187 rVB2 17951 27852 2.86% 0.260%
14 16.499 2198 2206 2213 rBV 400612 598531 61.37% 5.585%
15 16.723 2241 2244 2252 rVB4 6466 12407 1.27% 0.116%
16 17.404 2354 2360 2368 rBV4 34853 59896 6.14% 559%
17 17.580 2384 2390 2395 rBV 12845 19351 1.98% 181%

18 17.756 2413 2420 2424 rBV 153149 245130 25.13%

ONNOO
N
00
~N
R

19 17.803 2424 2428 2434 rVV 201499 291746 29.91% 722%
20 17.892 2437 2443 2447 rVW2 17866 27626 2.83% 258%
21 17.944 2447 2452 2457 rVB6 7108 13733 1.41% ©.128%
22 18.156 2482 2488 2493 rBV 16052 26839 2.75% 0.250%
23 18.268 2504 2507 2511 rVB 9165 9850 1.01% 0.092%
24 18.338 2513 2519 2525 rVB2 22742 36472 3.74%  ©.340%
25 18.479 2538 2543 2548 rVB2 14058 20978 2.15% ©.196%
26 18.550 2550 2555 2558 rBv4 6379 10993 1.13% ©.103%
27 18.597 2558 2563 2565 rvv2 52587 74532  7.64% 0.695%
28 18.626 2565 2568 2572 rVWV 61641 95200 9.76% ©.888%
29 18.673 2572 2576 2582 rVB 72954 108228 11.10% 1.010%
30 18.755 2582 2590 2593 rBV3 12423 19847 2.03% 0.185%
31 18.814 2594 2600 2604 rVV2 61954 124644 12.78% 1.163%
32 18.855 2604 2607 2615 rVB 43942 66620 6.83% 0.622%
33 19.014 2629 2634 2638 rBV3 12760 18195 1.87% ©.170%
34 19.108 2646 2650 2654 rBV 37687 56699 5.81% ©.529%
35 19.155 2654 2658 2666 rVB3 50619 88318 9.06% 0.824%
36 19.348 2684 2691 2696 rBv4 18720 37887 3.88% ©.354%

8270-BG033023.M Fri Apr 07 18:21:33 2023 Pag 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040623\
Data File : BGO57014.D

Acqg On : 6 Apr 2023 16:12
Operator : CG/JU

Sample : 02191-02

Misc :

ALS vial : 8 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-BG033023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 19.401 2696 2700 2703 rBV 27788 34761 3.56% 0.324%
38 19.437 2703 2706 2714 rVB4 20996 29904 3.07% 0.279%
39 19.525 2714 2721 2725 rBV 65411 121066 12.41% 1.130%
40 19.572 2725 2729 2734 rVW4 17122 31186 3.20% 0.291%
41 19.613 2734 2736 2740 rVB 19402 20096 2.06% 0.188%
42 19.666 2740 2745 2750 rBV5 33653 68842 7.06% 0.642%
43 19.789 2759 2766 2771 rBV 343424 486301 49.86% 4.538%
44 19.842 2771 2775 2778 rBv4 25274 39564 4.06% 0.369%
45 19.877 2778 2781 2785 rVBS5 17428 25823 2.65% 0.241%
46 19.936 2785 2791 2794 rBV3 12555 22179 2.27% 0.207%
47 19.977 2794 2798 2801 rVB3 13838 20190 2.07% ©0.188%
48 20.030 2801 2807 2817 rBv4 18448 51026 5.23% 0.476%
49 20.112 2817 2821 2823 rBV2 44203 69557 7.13% 0.649%
50 20.153 2823 2828 2833 rVB 330805 478370 49.05%  4.464%
51 20.206 2833 2837 2843 rVB 35247 51594 5.29% 0.481%
52 20.271 2843 2848 2849 rBV4 8104 12164 1.25% 0.113%
53 20.329 2852 2858 2862 rVWW 767794 975330 100.00%  9.100%
54 20.470 2873 2882 2887 rBV5 41998 111501 11.43% 1.040%
55 20.594 2900 2903 2904 rBV3 22171 23820 2.44% 0.222%
56 20.629 2907 2909 2916 rVB 58499 68010 6.97% 0.635%
57 20.729 2923 2926 2929 rVB2 25776 31469 3.23% 0.294%
58 20.788 2933 2936 2940 rVB 42135 54936 5.63% ©0.513%
59 20.876 2949 2951 2953 rVB3 150533 54663 5.60% 0.510%
60 20.935 2957 2961 2966 rBV 44428 65816 6.75% 0.614%
61 20.982 2966 2969 2977 rVB2 38007 61895 6.35% ©.578%
62 21.105 2986 2990 2993 rBV6 16701 21492 2.20% 0.201%
63 21.199 3003 3006 3008 rBV4 7311 9946  1.02% 0.093%
64 21.246 3010 3014 3017 rBV6 10661 17331 1.78% 0.162%
65 21.422 3040 3044 3051 rVB 44621 77945  7.99% 0.727%
66 21.634 3069 3080 3084 rBV4 68520 173451 17.78% 1.618%
67 21.722 3091 3095 3101 rBV3 28248 53466 5.48% 0.499%
68 21.780 3101 3105 3110 rVB2 32366 56807 5.82% 0.530%
69 21.910 3122 3127 3137 rBvV2 23383 60388 6.19% 0.563%
70 22.074 3146 3155 3161 rBV4 170136 539863 55.35% 5.037%
71 22.127 3161 3164 3177 rVB 142498 264431 27.11% 2.467%
72 22.239 3177 3183 3188 rBV6 20443 39691 4.07% 0.370%
73 22.297 3189 3193 3199 rBvV3 17322 30541 3.13% 0.285%
74 22.509 3224 3229 3236 rBV3 18692 49206 5.05% ©.459%
75 22.873 3287 3291 3297 rVB2 30646 60348 6.19% 0.563%
76 22.949 3301 3304 3309 rVB3 26039 43162 4.43% 0.403%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040623\
Data File : BGO57014.D

Acqg On : 6 Apr 2023 16:12
Operator : CG/JU

Sample : 02191-02

Misc

ALS vial : 8 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-BG033023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 23.173 3336 3342 3346 rBV3 21519 48453  4.97%  ©.452%
78 23.320 3363 3367 3373 rVB8 14018 28395 2.91% 0.265%
79 24.489 3557 3566 3575 rBV3 98690 372512 38.19% 3.476%
80 24.765 3607 3613 3622 rVB2 18135 51558 5.29% 0.481%
81 24.994 3647 3652 3658 rBvi1e 9959 27627 2.83% 0.258%
82 25.287 3693 3702 3715 rVB 60166 187499 19.22% 1.749%
83 25.452 3721 3730 3742 rVB 83303 255422 26.19%  2.383%
84 25.616 3747 3758 3767 rBV2 78117 254806 26.13% 2.378%
85 26.039 3825 3830 3833 rBV7 6147 14895 1.53% 0.139%
86 29.699 4441 4453 4470 rBV3 36664 174465 17.89% 1.628%
87 30.974 4661 4670 4685 rVB3 27882 136343 13.98% 1.272%

Sum of corrected areas: 10717357
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040623\
Data File : BGO57014.D

Acq On : 6 Apr 2023 16:12
Operator : CG/JU

Sample : 02191-02

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG057014.D\data.ms

700000
600000
500000
400000

300000 5920 7.541

200000 9.585

5.444
100000 8.410 11.248

o

Time--> 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG057014.D\data.ms

20.829
700000

600000

500000 13.650

16.499
400000 19.7890 15

300000

200000

15.019
100000

. 14.745/086.407  16.058-3586 723 i)
"r‘#ﬁ T ‘ L ‘ T 1 \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time-> 1350 14.00 1450 15.00 1550 1600 1650 17.00 17.50 18.00 18.50 19.00 1950 20.00 20.50 21.00 2150 22.00 22.50

Abundance TIC: BG057014.D\data.ms

700000
600000
500000
400000
300000

200000
24.489

1
100000 25 816

P3HET: ' 29.699
87320 4. 265994 26.039 30.974

o‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\

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\BG040623\
Data File : BGO57014.D

Acq On : 6 Apr 2023 16:12
Operator : CG/JU

Sample : 02191-02

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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.
5.444  37.02 ng 171437  1,4-Dichlorobenzene-d4 8.410

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 36
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
5 1,2-Butanediol 90 C4H1e02 000584-03-2 23
Abundance Scan 324 (5.444 min): BG057014.D\data.ms (-317) (-) m/z 43.15 100.00%
43.1
59.1
5000
101.2 R ARRRmEESSE
5.20 5.40 5.60 5.80
83.2

oH‘_HWWWMM_uJu“um_m_MH‘s_ww,m m/z 59.15  62.11%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-

43.0
5000 590 L B L LI LN B
5.20 5.40 5.60 5.80
101.0 m/z 101.15 22.61%
29.0 83.0
OH\‘H\\‘H\‘\“‘HH“H\H‘Hw‘\‘\H\‘\\H‘\‘H\‘\\\MHH‘HH’H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
e A Rmmaa e
57.0 5.20 5.40 5.60 5.80
5000 m/z 58.15 15.06%
20.0 101.0
ol B0 Ll 730 870
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9501: n-Propyl t-butyl ether R AREEEEY
59.0 5.20 5.40 5.60 5.80
m/z 41.15 10.54%
5000 410 101.0
27.0
ol 240 Ml MLl T80 FID | 11
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\BG040623\
Data File : BGO57014.D

Acq On : 6 Apr 2023 16:12
Operator : CG/JU

Sample : 02191-02

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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 1,2,4,5-Tetroxane, 3,3,6,6-... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.352 2.95 ng 27852  Acenaphthene-die 15.019
Hit# of 5 Tentative ID MW MolForm CAS# Qual
11,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004 016204-36-7 59
2 Azobenzene, (E)- 182 C12H1©N2 017082-12-1 50
3 2-Hydroxyfluorene 182 C13H100 002443-58-5 49
4 Benzophenone 182 C13H100 000119-61-9 49
5 4,4'-Dimethylbiphenyl 182 C14Hi4 000613-33-2 46
Abundance Scan 2181 (16.352 min): BG057014.D\data.ms (-2174) (- | m/z 182.15 100.00%
105.2 182.2
77.2
5000 /\
51.1 ta_a o /\
152.2 16.00 16.50
0 _m‘Mum‘mh“_‘ml“mwmm_m!”wm‘% m/z 105.15  94.20%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #299762: 1,2,4,5-Tetroxane, 3,3,6,6-tetraphenyl-
770 105.0
M
5000 182.0 — R
51.0 16.00 16.50
m/z 77.15 64.23%
32.0 ‘ ‘ ‘ 150.0
O ‘\\1\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\‘H\\‘\\\\‘H\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56778: Azobenzene, (E)-
71.0
N A T
16.00 16.50
5000 ITI/Z 181.15 42 .68%
510 182.0
LI B I mm et S
miz--> 20 40 60 80 100 120 140 160 180 (\
Abundance #56933: 2-Hydroxyfluorene A‘ ‘ ‘ ‘ﬁ‘ ‘A‘
182.0 16.00 16.50
m/z 51.15 28.73%
5000
152.0
76.0
ob2o0 S0 pono D L L Al
m/z--> 20 40 60 80 100 120 140 160 180 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040623\
Data File : BGO57014.D

Acq On : 6 Apr 2023 16:12
Operator : CG/JU

Sample : 02191-02

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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 2-Methyldibenzothiophene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.338 2.98 ng 36472  Phenanthrene-die 17.756
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Methyldibenzothiophene 198 C13H1es 1000383-55-1 87
2 Dibenzothiophene, 4-methyl- 198 C13H1es 007372-88-5 87
3 Dibenzothiophene, 3-methyl- 198 C13H1esS 016587-52-3 83
4 1-Methyldibenzothiophene 198 C13H1es 031317-07-4 80
5 4-Methylnaphtho[1,2-b]thiophene 198 C13H1es 067388-11-8 74
Abundance Scan 2519 (18.338 min): BG057014.D\data.ms (-2513) (- | m/z 198.15 100.00%
198.2
M
165.2 LS TAA WL
55.1 98.0 139.2 18.00 18.50
0" m/z 197.15 67.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #73834: 2-Methyldibenzothiophene
198.0
5000 Il M/\ il
18.00 18.50
165.0 m/z 165.15  22.21%
. 63.0 860 11401380, |, |
\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #73837: Dibenzothiophene, 4-methyl-
198.0
e e
18.00 18.50
5000 m/z 199.05 17.08%
20 690 M0 1o 1050 |
O ettt el
m/z--> 20 40 60 80 100 120 140 160 180 200 A A
Abundance #73836: Dibenzothiophene, 3-methyl- — e k
198.0 18.00 18.50
m/z 171.05 9.89%
5000
28.0 99.0 .
o 00 sme B0 o0 L]
m/z--> 20 40 60 80 100 120 140 160 180 200 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040623\
Data File : BGO57014.D

Acq On : 6 Apr 2023 16:12
Operator : CG/JU

Sample : 02191-02

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.596 6.08 ng 74532  Phenanthrene-d10 17.756
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 50

Abundance Scan 2563 (18.597 min): BG057014.D\data.ms (-2558) (- | m/z 73.10 100.00%

3

43.3

5000
129.3 213.3
157.2 185.3
. . 18.50
o} m/z 43.25 74.76%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510:n-Hexadecanok:add

5000 129.0 e ‘
18.50
' 157.0 1850 213.0  256.0 m/z 60.15  74.20%
ol

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92068: Tridecanoic acid

73.0
43.0

18.50
5000 m/z 57.20 71.99%

129.0
171.0 214.0

\‘m\\‘\ 1oL ‘ ol

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 M
Abundance #126203: Pentadecanoic acid AUl g A
43.0 73.0 18.50

m/z 41.15 69.78%

o

5000 129.0
199.0 2420

ww A .
0! il ‘ Jl ‘\ \m‘\ i ‘ ‘ ‘ | AN

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040623\
Data File : BGO57014.D

Acq On : 6 Apr 2023 16:12
Operator : CG/JU

Sample : 02191-02

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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 Phenanthrene, 3-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.626 7.77 ng 95200  Phenanthrene-d1e 17.756
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 87
2 Anthracene, 9-methyl- 192 C15H12 000779-02-2 87
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 87
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 83
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 81
Abundance Scan 2568 (18.626 min): BG057014.D\data.ms (-2565) (- | m/z 192.20 100.00%
192.2
5000
165.2 iS‘Sd ‘19‘00‘
94.6 : : :
63.1 139.2
0l 322 05 i bl m/z 191,15 55.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67036: Phenanthrene, 3-methyl-
192.0
5000

gt ey
18.50 19.00
m/z 189.15 29.23%

96.0
O 39'0 63\.0 1 ‘H 139.0 16\‘5.0\ Mw
‘\\\\‘\\\1‘\\\\‘\\\\‘\\f\‘f\\\‘\\\\‘f\\f‘\\ \‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67026: Anthracene, 9-methyl-
192.0
—r—t g ne
18.50 19.00
5000 ITI/Z 190.15 17.24%
96.0 165.0
390 €30 | 11701390 | |
e T R Ems R
m/z--> 20 40 60 80 100 120 140 160 180 200 M
Abundance #67023: Anthracene, 2-methyl- R B S
192.0 18.50 19.00
m/z 193.20 15.24%
5000
96.0 165.0
63.0 139.0
0WH‘mwmH“”m“!_uWHu“m“e‘ummWm AMMWM‘”‘ ——
m/z--> 20 40 60 80 100 120 140 160 180 200 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040623\
Data File : BGO57014.D

Acq On : 6 Apr 2023 16:12
Operator : CG/JU

Sample : 02191-02

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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 Phenanthrene, 1-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.673 8.83 ng 108228  Phenanthrene-di0 17.756
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 91
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 90
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 90
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 87
Abundance Scan 2576 (18.673 min): BG057014.D\data.ms (-2572) (- | m/z 192.20 100.00%
192.2
5000
165.2 1a'E0 1000
63.1 94.7 139, . 18.50 19.00
0bry 30 S8 2802 L2282 a1 05 6s. a5y
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67035: Phenanthrene, 1-methyl-
192.0
5000 st e
18.50 19.00
m/z 189.15 31.43%
165.0
ol 390630 960 1390 |
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67024: Anthracene, 2-methyl-
192.0
—r— s
18.50 19.00
5000 m/z 193.25 16.07%
165.0
0 15.0 39.0 ‘S%OH 11501390 |
R R e e B B e AARARRA RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67020: Anthracene, 9-methyl- L AMMM‘”‘ —
192.0 18.50 19.00
m/z 190.15 15.95%
5000
96.0
e e e e e e e ey
m/z--> 20 40 60 80 100 120 140 160 180 200 220 18.50 19.00

8270-BGO33023.M Fri Apr 07 18:21:39 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040623\
Data File : BGO57014.D

Acq On : 6 Apr 2023 16:12
Operator : CG/JU

Sample : 02191-02

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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 8,9-Dihydrocyclopenta[def]p... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.814 10.17 ng 124644  Phenanthrene-di10 17.756
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 8,9-Dihydrocyclopenta[def]phenan... 192 C15H12 027410-55-5 62
2 SH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 60
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 55
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 53
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 53

Abundance Scan 2600 (18.814 min): BG057014.D\data.ms (-2594) (- | m/z 192.20 100.00%
192.2

5000
94.8 18‘50‘ ig‘od
: 163.2 . :
63.1 126.2 :
! 2L n/z 191.15  73.04%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #67049: 8,9-Dihydrocyclopenta[deflphenanthrene
191.0
5000

=t ey
18.50 19.00
m/z 189.15 57.75%

O\H‘\H\’\\H‘H\‘\‘HH‘H\\‘HH’H”H“H\‘\‘\‘ ARRRARRRARRRRRRRRRRRRRRE
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67048: 5H-Dibenzo[a,d]cycloheptene
192.0
T L
18.50 19.00
5000 ITI/Z 190.15 51.01%
,,.280 630 %0 160 1630 |
e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280 M
Abundance #67029: Anthracene, 1-methyl- A e
192.0 18.50 19.00

m/z 165.15  21.33%

5000
82.0
| 390 1150 1630

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

o

8270-BGO33023.M Fri Apr 07 18:21:41 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040623\
Data File : BGO57014.D

Acq On 6 Apr 2023 16:12

Operator : CG/JU

Sample : 02191-02

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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 Anthracene, 2-methyl- Concentration Rank 11

R.T EstConc Area Relative to ISTD R.T.
18.855 5.44 ng 66620  Phenanthrene-d1e0 17.756
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 91
2 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 91
3 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 91
4 Phenanthrene, 9-methyl- 192 C15H12 000883-20-5 91
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 91

Abundance Scan 2607 (18.855 min): BG057014.D\data.ms (-2604) (- | m/z 192.15 100.00%
192.2
5000
1 —
51.1 95.0 151.1 ‘ 281 18.50 19.00
ol byl e 28L0 /7 191,15 56.65%
miz--> 50 100 150 200 250
Abundance #67024: Anthracene, 2-methyl-
192.0
5000 = .
18.50 19.00
m/z 165.15  17.90%
0 39.0 . ‘83"0\\ 1390 h‘ L \‘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 #67042: Phenanthrene, 4-methyl-
192.0
— —
18.50 19.00
5000 m/z 193.20 16.97%
82.0
oL 20 d e N
m/z--> 50 100 150 200 250
Abundance #67036: Phenanthrene, 3-methyl- ‘AWMA‘ e
192.0 18.50 19.00
m/z 94.95 9.15%
5000
96.0
0 27.0 63.0 I \H 152'9 L “‘
e e T
m/z--> 50 100 150 200 250 18.50 19.00

8270-BGO33023.M Fri Apr 07 18:21:42 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040623\
Data File : BGO57014.D

Acq On : 6 Apr 2023 16:12
Operator : CG/JU

Sample : 02191-02

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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 5,16[1',2']:8,13[1'',2'"']-D... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.108 4.63 ng 56699  Phenanthrene-die 17.756
Hit# of 5 Tentative ID MW MolForm CAS# Qual
15,16[1',2']:8,13[1'",2'']-Dibenz... 408 C32H24 005672-97-9 64
2 Naphthalene, 2-phenyl- 204 C16H12 000612-94-2 55
3 [1,1'-Biphenyl]-4,4'-dicarbonitrile 204 C14H8N2 001591-30-6 50
4 Tricyclo[8.2.2.2(4,7)]hexadeca-2... 204 C16H12 006572-60-7 49
5 9-Acridinecarbonitrile 204 C14H8N2 005326-19-2 43
Abundance Scan 2650 (19.108 min): BG057014.D\data.ms (-2646) (- | m/z 204.15 100.00%
204.2
5000
Ll
101.2 157 ‘ 19.00 19.50
. : 266.9
Y ideraT VU B P ‘}‘L} L m/z 202.15  41.38%
m/z--> 50 100 150 200 250 300 350 400
Abundance #307050: 5,16[1',2']:8,13[1",2"]-Dibenzenodibenzo[a,g]cy
204.0
5000 i \nM"]\\ ”\’\\/\M‘ .
19.00 19.50
m/z 203.25 37.42%
N 1010 4500 313.0 408.(
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #80574: Naphthalene, 2-phenyl- ij
204.0
A N‘MN i /WM :
19.00 19.50
5000 m/z 212.15 23.69%
101.0
510 | 1500
ol e et e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #80073: [1,1'-Biphenyl]-4,4"-dicarbonitrile AL —h—
204.0 19.00 19.50
m/z 205.15 17.69%
5000
20 1500 NA
ot e e e TN ATV L T
m/z--> 50 100 150 200 250 300 350 400 19.00 19.50

8270-BGO33023.M Fri Apr 07 18:21:43 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040623\
Data File : BGO57014.D

Acq On 6 Apr 2023 16:12

Operator : CG/JU

Sample : 02191-02

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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 10 9,10-Anthracenedione Concentration Rank 7

R.T EstConc Area Relative to ISTD R.T.
19.155 7.21 ng 88318  Phenanthrene-d1e 17.756
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9,10-Anthracenedione 208 C14H802 000084-65-1 95
2 9,10-Phenanthrenedione 208 (C14H802 000084-11-7 64
3 Benzo[c]cinnoline 180 C12H8N2 000230-17-1 60
4 9H-Fluoren-9-one 180 C13H80 000486-25-9 55

5 5,6-Dimethyl-1,10-phenanthroline 208 C14H12N2 003002-81-1 49

Abundance Scan 2658 (19.155 min): BG057014.D\data.ms (-2654) (- | m/z 208.15 100.00%
152.2 180.2 208.2
5000
76.2
501 Sl ]t
‘ ‘ 126.1 ‘H 19.00 19.50
0 _kuw‘m“‘ PN N Mum“ew‘w b 'm/z 180.15  94.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85294: 9,10-Anthracenedione
152.0 180.0 208.0
5000 76.0
19.00 19.50
m/z 152.15 85.79%
50.0 126.0 /
O‘2\7\.\0\‘\\“\\“‘\\\H\“\“\‘\9%“\0\\\‘\‘\\\‘\\‘\‘\\\\“\\\\‘\U\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85300: 9,10-Phenanthrenedione
180.0
19.00 19.50
5000 ITI/Z 151.20 45 . 60%
152.0 208.0
)280 500 790 gg0 1260 | |
L e AR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54969: Benzo[c]cinnoline
152.0 180.0 19.00 19.50
m/z 76.15 34.70%
5000
76.0 126.0
39.0 102.0 ‘
0 """""“‘mh_m_m_‘mw“_w‘mwmw LM MA”
m/z--> 20 40 60 80 100 120 140 160 180 200 1900 1950

8270-BGO33023.M Fri Apr 07 18:21:44 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040623\
Data File : BGO57014.D

Acq On 6 Apr 2023 16:12

Operator : CG/JU

Sample : 02191-02

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 11 9,10-Dimethylanthracene Concentration Rank 16

R.T EstConc Area Relative to ISTD R.T.
19.349 3.09 ng 37887  Phenanthrene-die 17.756
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9,10-Dimethylanthracene 206 CleH14 000781-43-1 76
2 3,4-Dimethylphenanthrene 206 C1l6H14 1000452-24-5 72
3 Phenanthrene, 3,6-dimethyl- 206 CleH14 001576-67-6 68
4 1H-Indene, 2-methyl-3-phenyl- 206 CleH14 035099-60-6 62
5 3-Methyl-1-phenyl-1H-indene 206 CleHi4 022360-63-0 62

Abundance Scan 2691 (19.348 min): BG057014.D\data.ms (-2684) (- | m/z 206.20 100.00%
206.2
5000
89.2 164.3 , 19.00 19.50
oL ‘???‘demhw“w H‘WMM\HWMW — ‘?8}; m/z 191.10 52.57%
miz--> 50 100 150 200 250
Abundance #82934: 9,10-Dimethylanthracene
206.0
5000
19. OO 19 50
m/z 189.15 40.26%
Jis0 510 890 1270 1650 | |
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 #82935: 3,4-Dimethylphenanthrene
206.0
19.00 19.50
5000 m/z 205.15 22.17%
89.0
0 . . ‘51"9\ ‘\‘ H“\H ‘1‘26‘(]\‘ M h‘ \‘ h ”\“ —
miz--> 50 100 150 200 250
Abundance #82953: Phenanthrene, 3,6-dimethyl- MMAA
206.0 1900 1950
m/z 207.15 18.51%
5000
102.0
oL 2‘7‘0‘ ‘6% 9\\ \\“‘ “\ . 1}9'\5"9“ \! uh“ P
miz--> 50 100 150 200 250 19,00 19.50

8270-BGO33023.M Fri Apr 07 18:21:45 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040623\
Data File : BGO57014.D

Acq On : 6 Apr 2023 16:12
Operator : CG/JU

Sample : 02191-02

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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 Phenanthrene, 3,6-dimethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
19.401 2.84 ng 34761  Phenanthrene-die 17.756
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 3,6-dimethyl- 206 C1l6H14 001576-67-6 90
2 Phenanthrene, 1,7-dimethyl- 206 C16H14 000483-87-4 90
3 Phenanthrene, 2,7-dimethyl- 206 CleH14 001576-69-8 90
4 di-p-Tolylacetylene 206 CleH14 002789-88-0 76
5 Naphthalene, 1,2-dihydro-4-phenyl- 206 C16H14 007469-40-1 72
Abundance Scan 2700 (19.401 min): BG057014.D\data.ms (-2696) (- | m/z 206.20 100.00%
206.2
5000 MAA\AAM\\
S e
101.3 . .
0 ‘51\' T ‘133'9‘ \%7%”\\\“ L. 281. m/z 189.10 31.34%
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 #82953: Phenanthrene, 3,6-dimethyl-
206.0
5000
19.00 19.50
102.0 m/z 191.15 29.98%
\2\7\0\ ‘Gﬁ'q‘\””\‘i“‘r T i“l?"swlq\ ‘!‘ i‘h\ T T T T
miz--> 50 100 150 200 250
Abundance #82948: Phenanthrene, 1,7-dimethyl-
206.0
e —
19.00 19.50
5000 m/z 205.20 23.65%
02.0
olzro w0 PP o | |
m/z--> 50 100 150 200 250 J\
Abundance #82949: Phenanthrene, 2,7-dimethyl- pa i Ayl - g
206.0 19.00 19.50
m/z 207.15 19.04%
5000
102.0 ‘
o 0710 [ 150 | S
m/z--> 50 100 150 200 250 19.00 19.50

8270-BGO33023.M Fri Apr 07 18:21:45 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040623\
Data File : BGO57014.D

Acq On : 6 Apr 2023 16:12
Operator : CG/JU

Sample : 02191-02

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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 Phenanthrene, 2,5-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.525 9.88 ng 121066  Phenanthrene-di0 17.756
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 Cl1l6H14 000781-43-1 91
3 di-p-Tolylacetylene 206 CleH14 002789-88-0 91
4 Phenanthrene, 3,6-dimethyl- 206 C16H14 001576-67-6 90
5 Anthracene, 1,4-dimethyl- 206 C16H14 000781-92-0 90
Abundance Scan 2721 (19.525 min): BG057014.D\data.ms (-2714) (- | m/z 206.20 100.00%
06.2
5000
gl \/\\“/\“ﬁ"
89.1 126.1 165.2 ‘ , 19.50
0 ‘“F%%‘WNW‘Nuu“ui”ﬂ‘w‘«w‘uu‘ — ?%%' m/z 191.15 46.21%
miz--> 50 100 150 200 250
Abundance #82944: Phenanthrene, 2,5-dimethyl-
206.0
5000 f :
19.50
101.0 - ‘ m/z 189.10  26.94%
1 5
O T 2\7\0\ ‘6\3 \o‘ “ ‘ h‘ T T T T ‘ T T ‘\ “ h‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #82932: 9,10-Dimethylanthracene
206.0 W
19.50
5000 m/z 205.25 23.57%
89.0
51.0 ‘ 165.0 ‘ m
01‘4‘0‘ . i\ \‘dh H\‘\\ “‘h‘-“ AL \‘ \‘\ HH Il ——
miz--> 50 100 150 200 250 AA rM
Abundance #82923: di-p-Tolylacetylene e —
206.0 19.50
m/z 190.25 17.69%
5000
olzmo sso 020 o | ML Ly
m/z--> 50 100 150 200 250 19.50

8270-BGO33023.M Fri Apr 07 18:21:46 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040623\
Data File : BGO57014.D

Acq On : 6 Apr 2023 16:12
Operator : CG/JU

Sample : 02191-02

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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 unknownl9.666 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.666 5.62 ng 68842  Phenanthrene-d1e 17.756
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-chloro-3-phenoxy- 204 C12HoClo 006452-49-9 49
2 Cyclopenta(def)phenanthrenone 204 C15H80 005737-13-3 47
3 Isoquinoline, 1-phenyl- 205 C15H11N 003297-72-1 43
4 6-Chloro[1,2,4]triazolo[3,4-a]ph... 204 C9H5CIN4 ©52494-53-8 43
5 Benzene, 1-chloro-4-phenoxy- 204 C12HoClo 007005-72-3 43
Abundance Scan 2745 (19.666 min): BG057014.D\data.ms (-2740) (- | m/z 204.10 100.00%
204.1
5000
176.2
o (\ (e
.y 19.50 20.00
0 L m/z 176.15  37.08%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #79836: Benzene, 1-chloro-3-phenoxy-
204.0
5000 141.0 WW‘\W —
770 19.50 20.00
’ 169.0 m/z 206.20  30.64%
390/ || 1110 “ |
O‘\M\“‘\\‘\\“”\‘N“1\\‘\“\\‘\“\‘\\H‘“HH‘H‘\‘MHH““H\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #80568: Cyclopenta(def)phenanthrenone
204.0
e ‘Adxﬁrﬁf
19.50 20.00
5000 m/z 205.20 25.17%
176.0
88.0
Olrrrrprerepr e 2220 e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #81608: Isoquinoline, 1-phenyl- albyls W —
204.0 19.50 20.00
m/z 191.15 20.08%
5000
102.0 176.0
m/z--> 20 40 60 80 100120140160180200220240260280 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040623\
Data File : BGO57014.D

Acq On 6 Apr 2023 16:12

Operator : CG/JU

Sample : 02191-02

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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 unknownl9.842 Concentration Rank 15

R.T EstConc Area Relative to ISTD R.T.
19.842  3.23ng 39564 Phenanthrene-die 17.756
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 2-(phenylmethyl)- 218 C17H14 000613-59-2 18

2 5-Adamantan-1-yl-2H-pyrazol-3-ol
3 1,1'-Carbonylbis(3,5-dimethyl-1H...

4 Disulfide, diphenyl

5 Cyclohexano[b]naphthalene, 6,7-d...

218 C13H18N20
218 C11H14N40
218 C12H1eS2
218 C14H12F2

1000274-32-3 18
050476-17-0 18
000882-33-7 18
1000116-64-1 18

Abundance Scan 2775 (19.842 min): BG057014.D\data.ms (-2771) (- | m/z 218.25 100.00%
3
5000 AMA/A
A |
19.50 20.00
0! m/z 55.15 71.10%
miz--> 50 100 150 200 250
Abundance #96911: Naphthalene, 2-(phenylmethyl)-
218.0
5000 — e
19.50 20.00
2o oo 141.0 m/z 73.15 57.40%
O T T ‘\- ‘\ “ \“\ T ‘\‘.‘ “ ‘H\ ‘\ H\ h“ ‘ \‘].\78\.? ‘h‘ T ‘\ T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #96510: 5-Adamantan-1-yl-2H-pyrazol-3-ol
218.0
— —
19.50 20.00
5000 ITI/Z 43.15 50.86%
161.0
410 910 125.0 |
m/z--> 50 100 150 200 250
Abundance  #96097: 1,1'-Carbonylbis(3,5-dimethyl-1H-pyrazole) P —
218.0 19.50 20.00
m/z 60.15 50.08%
5000{ 390
95.0
176.
o ‘\““L‘ !h ‘m\u‘\\h VLH\L‘ 10 179 M S | A Al
miz--> 50 100 150 200 250 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040623\
Data File : BGO57014.D

Acq On : 6 Apr 2023 16:12
Operator : CG/JU

Sample : 02191-02

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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 Pyrene, 1-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
20.471 4.13 ng 111501  Chrysene-d12 22.080
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 83
3 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 81
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 80
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 70
Abundance Scan 2882 (20.470 min): BG057014.D\data.ms (-2873) (-~ | m/z 215.15 100.00%
21%5.2
5000
94.5 2&50
U NV wm 2443 2811 1) 516.15  98.84%
miz--> 50 100 150 200 250
Abundance #94565: Pyrene, 1-methyl-
216.0
5000 T
20.50
95.0 m/z 213.15 20.24%
ol270 s30 | 1630 | |
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
20.50
5000 m/z 217.15 18.67%
108.0
ok —t ‘\" | u“‘ \“ : ‘16‘3‘0‘ h\‘ i ‘\M e
m/z--> 50 100 150 200 250
Abundance #94574: 11H-Benzo[b]fluorene mﬂ@ﬁ‘ —
216.0 20.50
m/z 214.25 13.67%
108.0
5000
20, \‘ 163.0 M f\ /\M\JL
ok u;w‘wwu e e s BT
m/z--> 100 150 200 250 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040623\
Data File : BGO57014.D

Acq On : 6 Apr 2023 16:12
Operator : CG/JU

Sample : 02191-02

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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 11H-Benzo[a]fluoren-11-one Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
21.422 2.89 ng 77945  Chrysene-d12 22.080
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 11H-Benzo[a]fluoren-11-one 230 C17H1e0 000479-79-8 87
2 7H-Benz[de]anthracen-7-one 230 C17H1e0 000082-05-3 64
3 1-Pyrenecarboxaldehyde 230 C17H100 003029-19-4 64
4 (E)-.alpha.,.alpha.'-Dicyanostil... 230 C16H10N2 002450-55-7 59
5 5,7-Dimethyl-8-hydroxyquinoline, ... 287 C17H25NOSi 1000463-41-6 59
Abundance Scan 3044 (21.422 min): BG057014.D\data.ms (-3040) (- | m/z 230.15 100.00%
230.2
- M
2150
101.1 174.3 ‘ ‘ .
51.3 134.2 : . R
YT O O i \H ot 2834 3260y 202,15 24.30%
m/z--> 50 100 150 200 250 300
Abundance #111819: 11H-Benzo[a]fluoren-11-one
230.0
5000 LN
21.50
101.0 m/z 231.15 19.69%
Ot— i‘G%.\OHr“‘\ “U \‘;3\4;()}‘ %?ﬂwor 1 T “ LA T B B B B
miz--> 50 100 150 200 250 300
Abundance #111823: 7H-Benz[de]anthracen-7-one
230.0
——
21.50
5000 m/z 200.15 16.82%
ol 500 1010 1500187,
—— et e
miz--> 50 100 150 200 250 300
Abundance #111817: 1-Pyrenecarboxaldehyde
230.0 21.50
m/z 201.15 16.02%
) 1 M
174.0
ol 830 asso O L ik
m/z--> 50 100 150 200 250 300 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040623\
Data File : BGO57014.D

Acq On : 6 Apr 2023 16:12
Operator : CG/JU

Sample : 02191-02

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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 Benzo[b]naphtho[2,1-d]thiop... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.634 6.43 ng 173451  Chrysene-d12 22.080
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzo[b]naphtho[2,1-d]thiophene 234 CleH1es 000239-35-0 90
2 Phenanthro(2,1-b)thiophene 234 C1leH1es 000219-25-0 86
3 Benzo[b]naphtho[2,3-d]thiophene 234 Cl6H1es 000243-46-9 81
4 Anthra(2,3-b)thiophene 234 C16H1es 022108-55-0 76
5 Benzo[b]naphtho[1,2-d]thiophene 234 C1leH1es 000205-43-6 76

Abundance Scan 3080 (21.634 min): BG057014.D\data.ms (-3069) (- | m/z 234.15 100.00%
234.2

5000
43.2 J\N/\wf\
83.2 ol

T 1112 189.2
153.2 281.1 21.50 22'000
0 m/z 43.20 29.32%
m/z--> 40 60 80 100120 140 160 180 200 220 240 260 280
Abundance #116292: Benzo[b]naphtho[2,1-d]thiophene
234.0
5000 — —
117.0 21.50 22.00

m/z 55.20  26.40%

189.0
6‘3.0162.0
m/z--> 40 60 80 100120 140 160 180 200 220 240 260 280
Abundance #116287: Phenanthro(2,1-b)thiophene

234.0

T
21.50 22.00

o

5000 m/z 57.20 23.88%
117.0 189.0
oltso, 870l | 1820 L |
m/z--> 40 60 80 100120140160 180 200 220 240 260 280
Abundance #116288: Benzo[b]naphtho[2,3-d]thiophene —— —
234.0 21.50 22.00

m/z 83.15 21.76%

5000
117.0
189.0
63.0 90, ‘ 162.0" h

O ML TS BN 2L W ‘

T T
m/z--> 40 60 80 100120 140160 180 200 220 240 260 280 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040623\
Data File : BGO57014.D

Acq On : 6 Apr 2023 16:12
Operator : CG/JU

Sample : 02191-02

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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 7-Methoxyflavone Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
24.765 4.05 ng 51558  Perylene-di2 25.622
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 7-Methoxyflavone 252 C16H1203 022395-22-8 52
2 Perylene 252 C20H12 000198-55-0 52
3 4'-Methoxyflavone 252 C16H1203 004143-74-2 50
4 2-Anthraquinonecarboxylic acid 252 C15H804 000117-78-2 50
5 2-[3-Methoxyphenyl]-4H-1-benzopy... 252 C16H1203 053906-83-5 50

Abundance Scan 3613 (24.765 min): BG057014.D\data.ms (-3607) (- | m/z 252.15 100.00%
252.2

5000 ]
2450 2500
113.3 : :
ol ‘69‘2 o492 S0l 38t s Jsei1e 30.78%
m/z--> 50 100 150 200 250 300 350
Abundance #138259: 7-Methoxyflavone
252.0
5000
24.50 25.00
150.0 m/z 253.15 14.27%
oL 520, 1070 T
\\\‘\\“\\“\\\\‘“\\\\‘i\\\“\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #138552: Perylene
252.0 NW\/
T ey
24.50 25.00
5000 m/z 251.20 11.47%
126.0
0 50.0 87.0 | \H 162.0198.0 |
I B B e e e e T B A B e
m/z--> 50 100 150 200 250 300 350
Abundance #138264: 4'-Methoxyflavone
252.0 24.50 25.00
m/z 248.05 8.87%
5000
132.0
89.0 A )
) T N U SRRSO B BV Y SN VO W Y
m/z--> 50 100 150 200 250 300 350 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040623\
Data File : BGO57014.D

Acq On : 6 Apr 2023 16:12
Operator : CG/JU

Sample : 02191-02

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@33023.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 Perylene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
25.288 14.72 ng 187499  Perylene-di12 25.622
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Perylene 252 C20H12 000198-55-0 90
2 Benzo[a]pyrene 252 C20H12 000050-32-8 89
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 81
4 Benzo[e]pyrene 252 C20H12 000192-97-2 81
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 76

Abundance Scan 3702 (25.287 min): BG057014.D\data.ms (-3693) (- | m/z 252.15 100.00%

252.2
5000
—— ‘

\
25.00 25.50
125.2
O 22 0T 2002, f 2051 429 45 250.15  31.08%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138553: Perylene
252.0
5000
25.00 25.50
m/z 253.15 23.24%
126.0
ol 730 | 200.0
\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138557: Benzo[a]pyrene
252.0
SEENAVA WY
25.00 25.50
5000 ITI/Z 251.20 13.50%
126.0
0 83'0“ \H‘ ‘“ ZOQ'O“\M J
L A B e e e B R B A
m/z--> 50 100 150 200 250 300 350 400
Abundance #138565: Benzo[k]fluoranthene
252.0 25.00 25.50

m/z 249.15 6.16%

5000 126.0 /\/\
oo [| il e

m/z--> 50 100 150 200 250 300 350 400 25.00 25.50

=

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040623\
Data File : BG@57014.D

Acqg On : 6 Apr 2023 16:12
Operator : CG/JU

Sample : 02191-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG033023.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-... 5.444 37.0 ng 171437 1 8.410 92613 20.0
1,2,4,5-Tetroxa... 16.352 3.0 ng 27852 3 15.019 188840 20.0
2-Methyldibenzo... 18.338 3.0 ng 36472 4 17.756 245130 20.0
n-Hexadecanoic ... 18.596 6.1 ng 74532 4 17.756 245130 20.0
Phenanthrene, 3... 18.626 7.8 ng 95200 4 17.756 245130 20.0
Phenanthrene, 1... 18.673 8.8 ng 108228 4 17.756 245130 20.0
8,9-Dihydrocycl... 18.814 10.2 ng 124644 4 17.756 245130 20.0
Anthracene, 2-m... 18.855 5.4 ng 66620 4 17.756 245130 20.0
5,16[1',2']:8,1... 19.108 4.6 ng 56699 4 17.756 245130 20.0
9,10-Anthracene... 19.155 7.2 ng 88318 4 17.756 245130 20.0
9,10-Dimethylan... 19.349 3.1 ng 37887 4 17.756 245130 20.0
Phenanthrene, 3... 19.401 2.8 ng 34761 4 17.756 245130 20.0
Phenanthrene, 2... 19.525 9.9 ng 121666 4 17.756 245130 20.0
unknownl19.666 19.666 5.6 ng 68842 4 17.756 245130 20.0
unknown19.842 19.842 3.2 ng 39564 4 17.756 245130 20.0
Pyrene, 1l-methyl- 20.471 4.1 ng 111501 5 22.080 539863 20.0
11H-Benzo[a]flu... 21.422 2.9 ng 77945 5 22.080 539863 20.0
Benzo[b]naphtho... 21.634 6.4 ng 173451 5 22.080 539863 20.0
7-Methoxyflavone 24.765 4.0 ng 51558 6 25.622 254806 20.0
Perylene 25.288 14.7 ng 187499 6 25.622 254806 20.0
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