LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52223\
Data File : BGO57509.D

Acqg On : 23 May 2023 1:31
Operator : CG/JU

Sample : 02871-03

Misc :

ALS Vvial : 16 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-BG042723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO57509.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.765 203 209 217 rBV 27043 43185 4.44% 0.362%
2 5.388 309 315 323 rBB 40478 63693 6.54% 0.534%
3 5.876 391 398 412 rBV 175662 286555 29.44%  2.402%
4 7.497 667 674 684 rBV 235077 416154 42.75%  3.488%
5 8.355 812 820 829 rBB 84473 144691 14.86% 1.213%
6 9.535 1013 1021 1030 rBV 155508 276980 28.45%  2.321%
7 11.192 1293 1303 1309 rBV 112441 200266 20.57% 1.678%
8 13.595 1705 1712 1721 rVB 449580 685338 70.40% 5.744%
9 14.294 1825 1831 1836 rBV3 6967 11659 1.20% 0.098%
10 14.699 1895 1900 1907 rBV3 6255 12055 1.24% 0.101%
11 14.969 1940 1946 1952 rVB 181426 275832 28.33% 2.312%
12 15.028 1952 1956 1964 rVB 15055 23604 2.42% 0.198%
13 15.357 2005 2012 2018 rBV4 8098 15081 1.55% 0.126%
14 15.756 2070 2080 2088 rBV5 5338 13197 1.36% 0.111%
15 16.009 2117 2123 2132 rVB4 14374 27389 2.81% 0.230%
16 16.303 2168 2173 2181 rVB 48876 71465 7.34% 0.599%
17 16.450 2192 2198 2205 rBV 140457 217421 22.33% 1.822%
18 16.685 2233 2238 2246 rVB5 8791 18441 1.89% 0.155%
19 17.002 2288 2292 2298 rVB6 7609 13801 1.42% 0.116%
20 17.061 2298 2302 2308 rBV5 6274 11097 1.14% 0.093%
21 17.219 2325 2329 2335 rBV6 5967 11609 1.19% 0.097%
22 17.360 2348 2353 2358 rBV2 18600 30451 3.13% 0.255%
23 17.530 2376 2382 2388 rVB 18105 28228 2.90% 0.237%
24 17.707 2406 2412 2416 rBV 219173 345739 35.51%  2.898%
25 17.754 2416 2420 2426 rVWW 283665 412258 42.35% 3.455%
26 17.842 2430 2435 2441 rBV 20788 36724 3.77% 0.308%
27 18.106 2475 2480 2485 rBV2 19343 41431 4.26% ©0.347%
28 18.218 2495 2499 2505 rBV2 10749 15499 1.59% 0.130%
29 18.288 2506 2511 2517 rVB2 25422 38484 3.95% 0.323%
30 18.429 2531 2535 2542 rVB2 16096 34520 3.55% 0.289%
31 18.500 2542 2547 2550 rBV5 10097 17466 1.79% 146%

32 18.576 2551 2560 2564 rVV 80869 158245 16.26%
33 18.623 2564 2568 2574 rVB 98480 139515 14.33%
34 18.705 2576 2582 2585 rBV3 10910 17841 1.83%
35 18.764 2586 2592 2596 rVWV3 81774 170335 17.50%
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36 18.805 2596 2599 2605 rVB 57745 85054  8.74%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52223\
Data File : BGO57509.D

Acqg On : 23 May 2023 1:31
Operator : CG/JU

Sample : 02871-03

Misc :

ALS Vvial : 16 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-BG042723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 18.964 2622 2626 2630 rVB3 12763 19272 1.98% 0.162%
38 19.058 2637 2642 2646 rBV 52839 83722 8.60% 0.702%
39 19.111 2646 2651 2660 rVB2 82604 138481 14.23% 1.161%
40 19.181 2660 2663 2666 rBv4 10658 17068 1.75% 0.143%
41 19.299 2676 2683 2687 rBV5 28942 64969 6.67% 0.544%
42 19.352 2688 2692 2695 rVB 24519 31615 3.25% 0.265%
43 19.387 2695 2698 2705 rVB4 21833 32673 3.36% 0.274%
44 19.469 2705 2712 2717 rBV 70162 137611 14.14%  1.153%
45 19.522 2717 2721 2726 rVV3 15643 33206 3.41% 0.278%
46 19.622 2732 2738 2742 rBvV2 49360 92454 9.50% 0.775%
47 19.739 2752 2758 2763 rVB 541913 755921 77.65% 6.335%
48 19.786 2763 2766 2769 rBv2 13013 16965 1.74% 0.142%
49 19.927 2787 2790 2794 rBvV3 18475 25208 2.59% 0.211%
50 20.068 2808 2814 2815 rBV2 76783 116749 11.99% 0©.978%
51 20.103 2815 2820 2825 rVV 524243 761674 78.24% 6.383%
52 20.162 2826 2830 2835 rVB 41970 60513 6.22% 0.507%
53 20.274 2844 2849 2854 rVB 721226 973503 100.00% 8.159%
54 20.415 2867 2873 2881 rBV3 61923 147340 15.14%  1.235%
55 20.556 2891 2897 2898 rBV6 42111 80910 8.31% 0.678%
56 20.579 2899 2901 2910 rVB 85557 116934 12.01% 0.980%
57 20.679 2915 2918 2921 rBV 33897 38986 4.00% 0.327%
58 20.744 2925 2929 2932 rVB 68430 88884 9.13% 0.745%
59 20.885 2949 2953 2956 rBV 63523 97177 9.98% 0.814%
60 20.914 2956 2958 2969 rVB2 83229 183528 18.85% 1.538%
61 21.372 3032 3036 3042 rVB 73592 112827 11.59% 0.946%
62 21.566 3066 3069 3074 rVV 62804 88360 9.08% 0.741%
63 21.607 3074 3076 3082 rVB 57362 80409 8.26% 0.674%
64 21.666 3083 3086 3091 rBV2 36761 52294 5.37% 0.438%
65 21.731 3093 3097 3107 rVB2 62672 129805 13.33% 1.088%
66 21.836 3111 3115 3119 rBV 126833 179300 18.42% 1.503%
67 22.013 3137 3145 3150 rBv4 241213 706728 72.60% 5.923%
68 22.065 3150 3154 3160 rVB 212883 364513 37.44%  3.055%
69 23.094 3325 3329 3336 rBVS5S 22757 51759 5.32% 0.434%
70 24.398 3543 3551 3560 rBV3 181863 601700 61.81% 5.043%
71 25.191 3679 3686 3697 rVB2 89844 260011 26.71% 2.179%
72 25.349 3704 3713 3722 rBV 112943 331203 34.02% 2.776%
73 25.514 3734 3741 3749 rVB 104373 282370 29.01% 2.366%
74 29.544 4420 4427 4429 rBV 35434 75714 7.78% 0.635%
75 30.818 4632 4644 4645 rBV8 35674 88625 9.10% 0.743%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52223\
Data File : BGO57509.D

Acqg On : 23 May 2023 1:31
Operator : CG/JU

Sample : 02871-03

Misc

ALS Vvial : 16 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-BG042723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 11932284
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052223\
Data File : BG@57509.D

Acqg On : 23 May 2023 1:31
Operator : CG/JU

Sample : 02871-03

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG057509.D\data.ms
700000
600000
500000
400000

300000
7.497

200000 5.876 9.535

11.192
100000 8.355

4.765 5388

0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\

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: BG057509.D\data.ms

20.274
700000

600000 19.7389 108
500000

13.595
400000

300000 17.754

200000

100000

O"Y_Y_‘r ‘ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG057509.D\data.ms

700000

600000

500000

400000

300000

24.398

200000

100000

0|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\|\\\\ T

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052223\
Data File : BG@57509.D

Acqg On : 23 May 2023 1:31
Operator : CG/JU

Sample : 02871-03

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 3-Penten-2-one, 4-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
4.765 5.97 ng 43185 1,4-Dichlorobenzene-d4 8.355

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 4,4-dimethyl-, (Z)- 98 C7H14 000762-63-0 86
5 Furan, 2-methoxy- 98 C5H602 025414-22-6 86
Abundance Scan 209 (4.765 min): BG057509.D\data.ms (-203) (-) m/z 83.15 100.00%
83.2
55.1
5000
43.1 98.2
T
4.40 4.60 4.80 5.00
ol ez :
o1 e m/z 55.15 75.02%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3648: 3-Penten-2-one, 4-methyl-
55.0 83.0
43.0
5000 L L LI L L I LN B
29.0 98.0 4.40 4.60 4.80 5.00
m/z 43.15 32.61%
15.0
\ WLyl 670 |
O\\\‘\\\\‘\\‘\\‘\\\‘\‘\\\\‘i\\\‘\\\\‘\\\\’\\\\’\\\\"\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3567: 3-Hexen-2-one
83.0
55.0
43.0 4.40 4.60 4.80 5.00
5000 m/z 98.15 27 .64%
29.0
98.0
\‘ “\‘\ H‘ | 69.0 |
O e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3817 2-Pentene, 3,4-dimethyl-, (E)- T
55.0 83.0 4.40 4.60 4.80 5.00
m/z 39.15 20.88%
41.0
5000
27.0 98.0
15.0 ‘ 69.0
0 m‘H‘H‘HH“m:;1‘”;‘;‘:1“m‘“;Hu,ulu,um,uu SRR N —
m/z--> 10 20 30 40 50 60 70 80 90 100 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052223\
Data File : BG@57509.D

Acqg On : 23 May 2023 1:31
Operator : CG/JU

Sample : 02871-03

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.388 8.80 ng 63693 1,4-Dichlorobenzene-d4 8.355

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 53
3 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 53
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 35
5 Propane, 1l-ethoxy-2-methyl- 102 C6H140 000627-02-1 32
Abundance Scan 315 (5.388 min): BG057509.D\data.ms (-309) (-) m/z 43.15 100.00%
59.1
5000
101.2 RS S
‘ 83.2 5.00 5.20 5.40 5.60 5.80
Ol il Tl m/z 59.15 65.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I L L B R
5.00 5.20 5.40 5.60 5.80
59.0 m/z 101.15  21.30%
101.0
O\\‘\\\\‘\2\3\.$1\\\“w}\\‘\\‘i\‘\\\7\0“9\\?%\-0\\‘\\\}“\\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9479: 2-Hexanol, 2-methyl-
59.0
R A RANEREEEE
5.00 5.20 5.40 5.60 5.80
5000 m/z 58.05 15.51%
410 101.0
o 250 TTL Il 720,880
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9522: 2-Pentanol, 2,4-dimethyl- R A RARESREEE
59.0 5.00 5.20 5.40 5.60 5.80
m/z 41.15 9.22%
5000
43.0 101.0
31.0 83.0
oHﬁ?r‘?‘mw“wu‘mww‘u“‘7‘1:9”‘quwww,‘ SN A I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60 5.80

8270-BGR42723.M Tue May 23 12:28:25 2023 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052223\
Data File : BG@57509.D

Acqg On : 23 May 2023 1:31
Operator : CG/JU

Sample : 02871-03

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Benzophenone Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.303 5.18 ng 71465  Acenaphthene-di1e 14.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 90
2 2,4,6-Trimethoxytoluene 182 C10H1403 014107-97-2 49
3 4,4'-Dimethylbiphenyl 182 C14H14 000613-33-2 49
4 1,1'-Biphenyl, 3,4'-dimethyl- 182 C14H14 007383-90-6 46
5 3-Aminocarbazole 182 C12H16N2 006377-12-4 43
Abundance Scan 2173 (16.303 min): BG057509.D\data.ms (-2168) (- | m/z 105.05 100.00%
105.1
182.2
77.0
5000
51.1
——t —
152.2 16.00 16.50
Ob b 2288 el mz 182,15 78.49%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56922: Benzophenone
105.0
77.0 /\\
5000 B T
182.0 16.00 16.50
510 m/z 77.05  69.72%
ol 210 1260 1520 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘f\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56417: 2,4,6-Trimethoxytoluene
182.0
—r— ey
16.00 16.50
5000 m/z 51.15 27 .85%
121 0 151.0
150 39.0 69.0 91.0 H
o A N {“1 - ‘HH‘HH“\ =
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #57004: 4,4'-Dimethylbiphenyl —— A
182.0 16.00 16.50
m/z 181.15 23.58%
5000
63.0 89.0 1150 152.0
150 390 I Ll A
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\BG052223\
Data File : BG@57509.D

Acqg On : 23 May 2023 1:31
Operator : CG/JU

Sample : 02871-03

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Phenanthrene, 1-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.576 9.15 ng 158245  Phenanthrene-di10 17.707
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 91
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 91
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 87
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 87
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 87
Abundance Scan 2560 (18.576 min): BG057509.D\data.ms (-2551) (- | m/z 192.15 100.00%
192.2
165.1 m 18.50 |
94.8 ’ :
. 69.3 .
0“‘_‘?%pucymwquﬂ‘u“_}gﬁgm‘ﬂh‘u‘u“H‘w m/z 191.15 59.59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67035: Phenanthrene, 1-methyl-
192.0
5000 e :
18.50
m/z 189.15 28.67%
165.0
o 390630 960 1390 |
\\\‘\\\\‘\\\\‘\\\\’\\\1‘\\1\‘\1\\‘\\\\‘\\\1‘\\ \‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67038: Phenanthrene, 2-methyl-
192.0
T \
18.50
5000 m/z 190.15 19.69%
165.0
oL 300630 90 1390 " |
N T T o
m/z--> 20 40 60 80 100 120 140 160 180 200 AA
Abundance #67021: Anthracene, 1-methyl- —
192.0 18.50
m/z 193.15 16.74%
5000
83.0 165.0
0 15.0, 390 N “ H 115.0 13‘9'0‘ h‘ " s M A
R Lt e AR REmmEEE N
m/z--> 20 40 60 80 100 120 140 160 180 200 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052223\
Data File : BG@57509.D

Acqg On : 23 May 2023 1:31
Operator : CG/JU

Sample : 02871-03

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 1H-Cyclopropa[l]phenanthren... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.623 8.07 ng 139515  Phenanthrene-di10 17.707
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 96
2 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 95
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 94
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 93

Abundance Scan 2568 (18.623 min): BG057509.D\data.ms (-2564) (- | m/z 192.15 100.00%
2

19
5000
e ‘ ‘

165.2 ‘
94.7 18.50 19.00
69.5
o301 008 Tiiuroisen | Jl 2241 019115 se.ssw
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67035: Phenanthrene, 1-methyl-
192.0
5000 e s
18.50 19.00
m/z 189.15 30.74%
165.0
0,390 630 960 1390 |
‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘1\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67054: 1H-Cyclopropa[l]phenanthrene,1a,9b-dihydro-

192.0
e e
18.50 19.00
5000 ITI/Z 193.15 16.48%
165.0
o 390 630 980 1390 ] W
P e predbp e e el
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67020: Anthracene, 9-methyl- LY o
192.0 18.50 19.00

m/z 190.15 14.78%

5000
96.0
ol 390 630 1390 10>0 Hm M
M AR

prerr e e e ‘ =
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\BG052223\
Data File : BG@57509.D

Acqg On : 23 May 2023 1:31
Operator : CG/JU

Sample : 02871-03

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Anthracene, 1-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.764 9.85 ng 170335  Phenanthrene-di10 17.707
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 1-methyl- 192 C15H12 000610-48-0 78
2 Naphtho[2,3-b]norbornadiene 192 C15H12 107426-38-0 60
3 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 60
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 60
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 60
Abundance Scan 2592 (18.764 min): BG057509.D\data.ms (-2586) (- | m/z 192.15 100.00%
192.2
165.1 T =1
94.8 18.50 19.00
63.1 139.2
0"gapu“‘HMH‘HL‘H“_“M_‘JWU“H‘ ‘u‘%%??‘ m/z 191.15 57.97%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #67028: Anthracene, 1-methyl-
192.0
5000 \
18 50 19 00
165.0 m/z 189.15  57.03%
0 410 63 0 " \\9? 0 139 Om i
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\!f‘\\\\‘f\\\‘\ \‘\\\\‘\\
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #67047: Naphtho[2,3-b]norbornadiene
192.0
— =
18.50 19.00
5000 m/z 190.15 43,25%
165.0
ol 390 630 96.0 11791390
A e o o e
m/z--> 40 60 80 100 120 140 160 180 200 220 M
Abundance #67019: 1H-Indene, 2-phenyl- o
192.0 18 50 19.00
m/z 165.10  18.00%
5000
165.0
. 630 89.0 1501300 | m
R R e e
m/z--> 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\BG052223\
Data File : BG@57509.D

Acqg On : 23 May 2023 1:31
Operator : CG/JU

Sample : 02871-03

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Phenanthrene, 4-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.805 4.92 ng 85054  Phenanthrene-d1e 17.707
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 94
2 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 90
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 90
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 87
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 87

Abundance Scan 2599 (18.805 min): BG057509.D\data.ms (-2596) (- | m/z 192.15 100.00%

192.2
5000
1850  19.00
95.0 . .
51.0 152. . Kt 5
o‘MH‘_H‘_N‘WHh_u‘_u‘_u‘ﬂu‘_‘L_%?ﬁ}w‘u‘_%gﬁ‘ m/z 191.15  48.91%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67034: Phenanthrene, 4-methyl-
192.0
5000 — e

18.50 19.00
m/z 193.15 17.60%

27.0 63.0 ?\[ 12301524

m/z--> 20 40 60 80 100120140160180200220240260280

=

Abundance #67019: 1H-Indene, 2-phenyl-
192.0
WA
18.50 19.00
5000 ITI/Z 165.10 14.33%
o 630 1130 1@ 0 h
e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67032: Phenanthrene, 2-methyl- — —
192.0 18.50 19.00
m/z 95.05 8.63%
5000

27.0 %09”1%01@0M

(LA I S S A R —

— —
m/z--> 20 40 60 80 100120140160180200220240260280 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052223\
Data File : BG@57509.D

Acqg On : 23 May 2023 1:31
Operator : CG/JU

Sample : 02871-03

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Naphthalene, 2-phenyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.058 4.84 ng 83722  Phenanthrene-d1e 17.707
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-phenyl- 204 C16H12 000612-94-2 86
2 Tricyclo[8.2.2.2(4,7)]hexadeca-2... 204 C1l6H12 006572-60-7 70
3 [1,1'-Biphenyl]-2-0l, 5-chloro- 204 C12H9C1l0 000607-12-5 58
4 Benzene, 1,1'-(1-buten-3-yne-1,4... 204 C16H12 013141-45-2 55
5 [1,2,4]Triazolo[5,1-b]quinazolin... 204 C10H12N40 1000337-56-5 53
Abundance Scan 2642 (19.058 min): BG057509.D\data.ms (-2637) (- | m/z 204.15 100.00%
204.2
5000
]
431 760 10124567 15031761 | | 19.00 .
O e e b T e e m/z 202.15 33.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #80579: Naphthalene, 2-phenyl-
204.0
5000 \’\\/\’\‘ ! A J\MA/\/‘
19.00

m/z 203.15  29.98%
28.0 51.0 76.0 1020 1280152.0176.0

‘\\\\’\\\\‘\\\1‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\ ‘H\‘\H

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,
204.0 M
Aa ﬂ‘ /\/\ Ml

o

19. 00
5000 m/z 205.15 15.26%
101.0
0270, 51.0 760 | 1260 152.0176.0,
R e SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79843: [1,1'-Biphenyl]-2-ol, 5-chloro-
204.0 19.00
m/z 212.10 14.93%
5000
139.0
168.0
115.0
S T L U S |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052223\
Data File : BG@57509.D

Acqg On : 23 May 2023 1:31
Operator : CG/JU

Sample : 02871-03

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 9,10-Anthracenedione Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.111 8.01 ng 138481  Phenanthrene-di10 17.707
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Anthracenedione 208 (C14H802 000084-65-1 95
2 9H-Fluoren-9-one 180 C13H80 000486-25-9 86
3 Benzo[c]cinnoline 180 C12H8N2 000230-17-1 70
4 1H-Phenalen-1-one 180 C13H80 000548-39-0 55
5 1,4-Anthracenedione 208 C14H802 000635-12-1 53
Abundance Scan 2651 (19.111 min): BG057509.D\data.ms (-2646) (- | m/z 208.15 100.00%
180.2 208.2
152.1
5000
76.2
o —
50. | 10221261 ‘ | H‘ 19.00 19.50
0 H_m_“H_H“_mww,w,”“,wwm,‘ b m/z 180.15  88.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85295: 9,10-Anthracenedione
152.0 180.0 208.0
5000 76.0 Ao Ll U
500 19.00 19.50
‘ ‘ 126.0 m/z 152.10 74.43%
O \\‘2\7\9\“\\‘\\“‘\\\‘\“\“\?%“8\\\’\‘\\\’\\‘\’\\\i“‘\\\\’\H\\’\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55032: 9H-Fluoren-9-one
180.0
T ]
19.00 19.50
5000 ITI/Z 151.15 39.22%
152.0
76.0
0 27.0 SQ'O\ M‘ 980 12\6.0 \‘\
o A B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54969: Benzo[c]cinnoline &MWVVN% e —
152.0 180.0 19.00 19.50
m/z 76.15 27.31%
5000
76.0 126.0
m/z--> 20 40 60 80 100 120 140 160 180 200 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052223\
Data File : BG@57509.D

Acqg On : 23 May 2023 1:31
Operator : CG/JU

Sample : 02871-03

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Anthracene, 2-ethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
19.299 3.76 ng 64969  Phenanthrene-die 17.707
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 2-ethyl- 206 Cl6H14 052251-71-5 90
2 Phenanthrene, 4,5-dimethyl- 206 Cl6H14 003674-69-9 87
3 Anthracene, 1,4-dimethyl- 206 C1l6H14 000781-92-0 87
4 1H-Indene, 2-methyl-3-phenyl- 206 Cl6H14 035099-60-6 87
5 Phenanthrene, 2,3-dimethyl- 206 C16H14 003674-65-5 86

Abundance Scan 2683 (19.299 min): BG057509.D\data.ms (-2676) (- | m/z 206.15 100.00%
206.2

5000

T R
19.00 19.50
m/z 191.10  74.60%

440 948 15051651

0,

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82927: Anthracene, 2-ethyl-
206.0
5000 . o
19.00 19.50
m/z 189.15 31.94%
89. 165.0
390 L1260 | |
O‘\H\‘\\H‘H\H\’\‘HwiHH‘HH"HH}\“HHH‘\W\‘\\H‘HH’HH‘HH‘HH’
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82941: Phenanthrene, 4,5-dimethyl-
191.0
iy e
19.00 19.50
5000 ITI/Z 205.05 19.83%
39.0 152.0
o‘W_W‘%P,HM;\Mw,w_m_uwHW,WHW,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82936: Anthracene, 1,4-dimethyl- s T
206.0 19.00 19.50

m/z 207.10  19.66%

5000

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052223\
Data File : BG@57509.D

Acqg On : 23 May 2023 1:31
Operator : CG/JU

Sample : 02871-03

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 3,4-Dimethylphenanthrene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

19.469  7.96 ng 137611 Phenanthrene-d16 17.707
Hit# of 5 Tentative ID MW MolForm CASH# Qual

,4-Dimethylphenanthrene 206 Cl6H14 1000452-24-5 91
,10-Dimethylanthracene 206 Cl6H14 000781-43-1 91
henanthrene, 2,5-dimethyl- 206 Cl6H14 003674-66-6 90
henanthrene, 3,6-dimethyl- 206 C1l6H14 001576-67-6 87
nthracene, 1,4-dimethyl- 206 C16H14 000781-92-0 86

uih wNnPE
> U U LOoWw

Abundance Scan 2712 (19.469 min): BG057509.D\data.ms (-2705) (- m/z 206.15 100.00%

206.2
5000
o
510 893 125, 1071 h m 281.] 19.50
ol =25 bl O30 sz 191.15  46.45%
miz--> 50 100 150 200 250
Abundance #82935: 3,4-Dimethylphenanthrene
206.0
5000 AU

19.50
m/z 189.10  26.24%

89.0
om0 paeee T
miz--> 50 100 150 200 250
Abundance #82932: 9,10-Dimethylanthracene
206.0 MM/\
T \/\ T T ‘

o

19.50
5000 m/z 205.10 25.82%
89.0 m
040, 50 My 20 H\ L H\M d
m/z--> 50 100 150 200 250
Abundance #82944: Phenanthrene, 2,5-dimethyl-
206.0 19 50

m/z 207.10  15.23%
5000

101.0

27.0 63.0
ow““h““h‘ NN I E—

—
miz--> 50 100 150 200 250 19.50

1650 M M
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052223\
Data File : BG@57509.D

Acqg On : 23 May 2023 1:31
Operator : CG/JU

Sample : 02871-03

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 12 Cyclopenta(def)phenanthrenone Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
19.622 5.35 ng 92454  Phenanthrene-d1e 17.707
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopenta(def)phenanthrenone 204 C15H80 005737-13-3 93
2 5,6,7,8-Tetrahydrothieno[2,3-b]q... 204 C11H12N2S 122914-50-5 53
3 [1,1'-Biphenyl]-4,4"'-dicarbonitrile 204 C14H8N2 001591-30-6 52
4 9-Acridinecarbonitrile 204 C14H8N2 005326-19-2 50
5 [1,1'-Biphenyl]-2-0l, 5-chloro- 204 C12H9C1O0 000607-12-5 49

Abundance Scan 2738 (19.622 min): BG057509.D\data.ms (-2732) (- | m/z 204.10 100.00%
204.1
5000
176.2

. ’ 19.50 20.00
. 2322 2811 h/7 176.15  34.83%

0,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #80568: Cyclopenta(def)phenanthrenone
204.0
N

5000
176.0

|, 1220 | |
’HH‘HH‘HH‘HH‘HH‘H\\‘HH‘HH‘HH‘H\‘HH‘HH‘HH‘H

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #79578: 5,6,7,8-Tetrahydrothieno[2,3-b]quinolin-4-amine
204.0

88.0

19.50 20.00
m/z 206.15 25.99%

88.0

o

.

T P
19.50 20.00

5000 m/z 205.10  20.19%

520 940 1350 ‘H “
Ot ptitetppd b dpde b el e

=
~
o
o

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #80074: [1,1'-Biphenyl]-4,4"-dicarbonitrile By — —
204.0 19.50 20.00

m/z 191.05 12.22%
5000
ol 390 >0 1270 1760

e T e e e e e —— e
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\BG052223\
Data File : BG@57509.D

Acqg On : 23 May 2023 1:31
Operator : CG/JU

Sample : 02871-03

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 11H-Benzo[a]fluorene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
20.415 4.17 ng 147340  Chrysene-di12 22.019
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 94
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 91
3 Pyrene, 1-methyl- 216 C17H12 002381-21-7 91
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 90
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 70
Abundance Scan 2873 (20.415 min): BG057509.D\data.ms (-2867) (- | m/z 216.10 100.00%
216.1
5000
94.8 2050
43.1 ' 165.1 . :
B e ag2a0 T L 2673 2820 s 215015 93.94%
miz-> 50 100 150 200 250
Abundance #94577: 11H-Benzo[a]fluorene
216.0
5000 1
20.50
108.0 m/z 213.10  22.91%
. 630 | 130, |
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #94576: 11H-Benzol[b]fluorene
216.0 J&
Al T T T T ‘ T
20.50
5000 m/z 217.15 18.44%
108.0
57.0 H 163.0 H
ol e e il
miz--> 50 100 150 200 250
Abundance #94565: Pyrene, 1-methyl- \”“A‘ 7
216.0 20.50
m/z 218.15 15.47%
5000
95.0
ol 270 630 | | 1630 | |
1 =
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\BG052223\
Data File : BG@57509.D

Acqg On : 23 May 2023 1:31
Operator : CG/JU

Sample : 02871-03

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 Pyrene, 1-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
20.579 3.31 ng 116934  Chrysene-di12 22.019
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 90
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 87
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 87
4 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 80
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 72
Abundance Scan 2901 (20.579 min): BG057509.D\data.ms (-2899) (- | m/z 216.15 100.00%
216.2
5000
106.5 5050 ‘
20.50
57.1 139.2 179.1 , :
o b gy U\ ) ‘H “2‘5‘0‘3‘2‘89' m/z 215.15  83.10%
miz-> 50 100 150 200 250
Abundance #94565: Pyrene, 1-methyl-
216.0
5000 —— :
20.50
95.0 m/z 213.15 18.70%
oL270 630 | 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
m/z--> 50 100 150 200 250
Abundance #94572: 11H-Benzol[b]fluorene
216.0 \
: e
20.50
5000 m/z 217.15 17.30%
107.
0. 280 630 | 163.0 |
A
miz--> 50 100 150 200 250
Abundance #94578: Fluoranthene, 2-methyl- —— ‘
216.0 20.50
m/z 106.45 13.32%
5000
108.0
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\BG052223\
Data File : BG@57509.D

Acqg On : 23 May 2023 1:31
Operator : CG/JU

Sample : 02871-03

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 15 Pyrene, 2-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
20.744 2.52 ng 88884  Chrysene-d12 22.019
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 93
2 Pyrene, 2-methyl- 216 C17H12 003442-78-2 93
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 80
4 Pyrene, 4-methyl- 216 C17H12 003353-12-6 76
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 74
Abundance Scan 2929 (20.744 min): BG057509.D\data.ms (-2925) (- | m/z 216.15 100.00%
216.2
5000
945 2050 2100
' 271.2 : :
ol 82t L ‘15,3:2‘1554511 Il S m/z 215.10 64.37%
miz-> 50 100 150 200 250
Abundance #94570: Pyrene, 1-methyl-
216.0
5000 = —
20.50 21.00
m/z 213.10  16.98%
108.0
0 \2\7\0\ [6\3-9\ \““‘\ T %6\3\0\ h‘\ f \hHw L B B
miz--> 50 100 150 200 250
Abundance #94567: Pyrene, 2-methyl-
216.0
e —
20.50 21.00
m/z 217.15 16.18%
5000 95.0
om0 [l oy |
miz--> 50 100 150 200 250
Abundance #94573: 11H-Benzo[a]fluorene —— ——
216.0 20.50 21.00
m/z 189.10  14.43%
5000
107.0
0270 630 | | 1630 |
Sl —— ——
m/z--> 50 100 150 200 250 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52223\
Data File : BG®57509.D

Acqg On : 23 May 2023 1:31
Operator : CG/JU

Sample : 02871-03

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 16 11H-Benzo[b]fluorene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
20.885 2.75 ng 97177  Chrysene-d12 22.019
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 94
2 Pyrene, 2-methyl- 216 C17H12 003442-78-2 93
3 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 83
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 83
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 81
Abundance Scan 2953 (20.885 min): BG057509 D\data.ms (-2949) (- | m/z 216.10 100.00%
216.
2050 2100
151.9 . .
ol Bl m\ L e | ’ | 2852 36 4z 215,15 57.79%
m/z--> 50 100 150 200 250 300 350
Abundance #94565: Pyrene, 1-methyl-
216.0
5000 — —
20.50 21.00
95.0 m/z 217.10  17.05%
O\\\5\0‘.9\\\“‘H\\\\}6\3\0\‘\i\“H\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #94567: Pyrene, 2-methyl-
216.0
— —
20.50 21.00
m/z 189.15 15.21%
5000 95.0
e “ e
m/z--> 50 100 150 200 250 300 350
Abundance #94572: 11H-Benzo[b]fluorene — —
216.0 20.50 21.00
m/z 213.15 15.00%
5000
107
0 630 M 163.0 H‘
— T —
m/z--> 50 100 150 200 250 300 350 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052223\
Data File : BG@57509.D

Acqg On : 23 May 2023 1:31
Operator : CG/JU

Sample : 02871-03

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 17 2-Phenanthrenol, 4b,5,6,7,8... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.914 5.19 ng 183528  Chrysene-di12 22.019
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 286 C20H300 000511-15-9 91
2 1-(2-Trifluoromethylphenyl)imida... 244 C1@H7F3N2S 025372-17-2 38
3 6-Amino-3-bromo-2-fluorobenzonit... 286 C10H12BrFN2Si 1000508-64-6 30
4 2,2-Bis(4'-methoxyphenyl)-2-etho... 286 C18H2203 1000283-53-7 30
5 1-(5,7-dimethyl-1-vinyl-4,5,6,7-... 272 C13H15F3N20 1000451-82-6 30
Abundance Scan 2958 (20.914 min): BG057509.D\data.ms (-2956) (- | m/z 271.25 100.00%
271.3
175.2
5000
128.1
229. 327. 21.00
0 m/z 175.15 78.37%
miz--> 50 100 150 200 250 300
Abundance #181948: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro
175.0 271.0
5000 R
21.00
m/z 201.15 70.75%
69.0 133, 5o ‘ /
oL 2‘9“% “‘\‘ “‘ 1l ‘\ “‘H“u‘\ M;‘\H‘\L} “\ “\‘. “ ‘\ P “ —
miz--> 50 100 150 200 250 300
Abundance #127596: 1-(2-Trifluoromethylphenyl)imidazoline-2-thione
175.0
Ml . | ;
21.00
5000 244.0 m/z 189.15  37.81%
72.0
28.0 125.0
0! L h}“‘\‘m‘uh\‘h\‘\u"H‘\ \““h“‘\“ ‘ “ o ‘h\‘ T
m/iz--> 50 100 150 200 250 300
Abundance #180456: 6-Amino-3-bromo-2-fluorobenzonitrile, TMS ——
271.0 21.00
m/z 286.25 32.28%
5000
73.0
192.0 ‘
134.0
ol 208 iy i ] 200 L Ayl
m/z--> 50 100 150 200 250 300 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052223\
Data File : BG@57509.D

Acqg On : 23 May 2023 1:31

Operator : CG/JU

Sample : 02871-03

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 18 11H-Benzo[a]fluoren-11-one Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
21.372 3.19 ng 112827  Chrysene-di12 22.019
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[a]fluoren-11-one 230 C17H100 000479-79-8 93
2 7H-Benz[de]anthracen-7-one 230 C17H100 000082-05-3 90
3 6H-Benz[de]anthracen-6-one 230 C17H1e00 080252-14-8 64
4 8-Hydroxyquinoline-5-carbaldehyd... 245 C13H15N02Si 1010463-63-7 59
5 Dibenzo[c,h][2,6]naphthyridine 230 C16H10N2 000218-30-4 59

Abundance Scan 3036 (21.372 min): BG057509.D\data.ms (-3032) (- | m/z 230.15 100.00%
230.2
- mw~ﬁvJ/ﬂM//\J\/\¥//\m
2100 2150
101.1 H ‘ : :
57.1 1752
ol L A38:20 122 | 2901 395 hyz 200.05  21.13%
miz--> 50 100 150 200 250 300 350
Abundance #111819: 11H-Benzo[a]fluoren-11-one
230.0
5000 = ALy
21.00 21.50
101.0 m/z 202.15 20.00%
O\\‘\i\“” “““\‘\]-\37\9]\-7\‘“\\“‘ \‘\\\\‘\\\\‘\
m/z--> 50 100 200 250 300 350
Abundance #111823:7H—Benzwe]anﬂwacen—7—0ne
230.0
P P
21.00 21.50
5000 /Z 231.15 19.59%
ol 500 1010 1500567,
L et B
m/z--> 50 lOO 150 200 250 300 350
Abundance #111821: 6H-Benz[de]anthracen-6-one ‘
230.0 2LOO 2L50
m/z 201.15 16.70%
5000
101.0
0870 529 | “\“‘1‘37‘0‘1?““‘\ SN (S A
m/z--> 50 100 15 200 250 300 350 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052223\
Data File : BG@57509.D

Acqg On : 23 May 2023 1:31

Operator : CG/JU

Sample : 02871-03

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 19 7H-Benz[de]anthracen-7-one Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
21.731 3.67 ng 129805 Chrysene-di2 22.019
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[a]fluoren-11-one 230 C17H100 000479-79-8 93
2 7H-Benz[de]anthracen-7-one 230 C17H100 000082-05-3 93
3 6H-Benz[de]anthracen-6-one 230 C17H1e00 080252-14-8 64
4 1-Pyrenecarboxaldehyde 230 C17H1e00 003029-19-4 56
5 2-Chloro-9-xanthenone 230 C13H7Cl02 013210-15-6 53

Abundance Scan 3097 (21.731 min): BG057509.D\data.ms (-3093) (- | m/z 230.15 100.00%
230.2
2150 2200
101.1 H . .
1741
ol 83k, asr2 s | ‘ (20713024 34247 dee.10  21.42%
m/z--> 50 100 150 200 250 300
Abundance #111819: 11H-Benzo[a]fluoren-11-one
230.0
5000 L S
21.50 22.00
101.0 m/z 202.15 20.28%
Ot i‘eﬁlﬂw“‘\ ““ \‘\1\37\?]\-7\ﬂ\0\ LB ) B O
miz--> 50 100 150 200 250 300
Abundance #111823: 7H-Benz[de]anthracen-7-one
230.0
—— —
21.50 22.00
5000 ITI/Z 231.15 17.61%
o500 1910 1500447,
et e
miz--> 50 100 150 200 250 300
Abundance #111821: 6H-Benz[de]anthracen-6-one T 7
230.0 21.50 22.00
m/z 201.05 12.03%
5000
101.0
oB70 39 || a0l | el A S ©
m/z--> 50 100 150 200 250 300 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052223\
Data File : BG@57509.D

Acqg On : 23 May 2023 1:31
Operator : CG/JU

Sample : 02871-03

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 20 Benzo[e]pyrene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
25.191 18.42 ng 260011 Perylene-di2 25.514
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[a]pyrene 252 C20H12 000050-32-8 95
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
3 Benzo[e]pyrene 252 C20H12 000192-97-2 91
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 91
5 Perylene 252 C20H12 000198-55-0 90
Abundance Scan 3686 (25.191 min): BG057509.D\data.ms (-3679) (- | m/z 252.15 100.00%
25p.2
— —
) 125.1 167.9 25.00 25.50
0390 742 1 16231979, A 2991 855 /7 250.15  29.01%
m/z--> 50 100 150 200 250 300 350
Abundance #138557: Benzo[a]pyrene
252.0
5000 e ol
25.00 25.50
126.0 m/z 253.15  22.22%
O 7T \8\\?)\0i }H‘\‘“\ T \%0?.9\““‘\ \‘ L B
miz--> 50 100 150 200 250 300 350
Abundance #138563: BenzolKk]fluoranthene
252.0
— e
25.00 25.50
5000 ITI/Z 251.15 9.20%
126.0
o mo il weo |
m/z--> 50 100 150 200 250 300 350 Mm
Abundance #138554: Benzo[e]pyrene ALy I
252.0 25.00 25.50
m/z 125.05 6.73%
5000
125.0
0390 830 | 2000 ’ ‘
O T T . et e T —— ——
m/z--> 50 100 150 200 250 300 350 25.00 25.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52223\
Data File : BGO57509.D

Acqg On : 23 May 2023 1:31
Operator : CG/JU

Sample : 02871-03

Misc :

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG042723.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|
3-Penten-2-one,... 4.765 6.0 ng 43185 1 8.355 144691 20.0
2-Pentanone, 4-... 5.388 8.8 ng 63693 1 8.355 144691 20.0
Benzophenone 16.303 5.2 ng 71465 3 14.969 275832 20.0
Phenanthrene, 1... 18.576 9.2 ng 158245 4 17.707 345739 20.0
1H-Cyclopropa[l... 18.623 8.1 ng 139515 4 17.707 345739 20.0
Anthracene, 1-m... 18.764 9.8 ng 170335 4 17.707 345739 20.0
Phenanthrene, 4... 18.805 4.9 ng 85054 4 17.707 345739 20.0
Naphthalene, 2-... 19.058 4.8 ng 83722 4 17.707 345739 20.0
9,10-Anthracene... 19.111 8.0 ng 138481 4 17.707 345739 20.0
Anthracene, 2-e... 19.299 3.8 ng 64969 4 17.707 345739 20.0
3,4-Dimethylphe... 19.469 8.0 ng 137611 4 17.707 345739 20.0
Cyclopenta(def)... 19.622 5.3 ng 92454 4 17.707 345739 20.9
11H-Benzo[a]flu... 20.415 4.2 ng 147340 5 22.019 706728 20.0
Pyrene, 1-methyl- 20.579 3.3 ng 116934 5 22.019 706728 20.0
Pyrene, 2-methyl- 20.744 2.5 ng 88884 5 22.019 706728 20.0
11H-Benzo[b]flu... 20.885 2.8 ng 97177 5 22.019 706728 20.0
2-Phenanthrenol... 20.914 5.2 ng 183528 5 22.019 706728 20.0
11H-Benzo[a]flu... 21.372 3.2 ng 112827 5 22.019 706728 20.0
7H-Benz[de]anth... 21.731 3.7 ng 129805 5 22.019 706728 20.0
Benzo[e]pyrene 25.191 18.4 ng 260011 6 25.514 282370 20.0
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