LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062923\
Data File : BG@57914.D

Acqg On : 29 Jun 2023 21:38
Operator : CG/JU

Sample : 03434-04

Misc :

ALS Vvial : 15 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-BG062723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BGO57914.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.021 323 329 338 rVB 66763 103131 5.08% 0.505%
2 5.491 401 409 419 rBV 647900 1058313 52.09% 5.184%
3 7.077 671 679 692 rBV 645773 1121802 55.22% 5.494%
4 7.911 814 821 831 rBV 196442 328426 16.17% 1.609%
5 9.075 1010 1019 1029 rBV 392880 687782 33.85% 3.369%
6 10.714 1287 1298 1306 rBV 281033 502475 24.73% 2.461%
7 13.170 1709 1716 1724 rBV 1010952 1537632 75.69% 7.531%
8 14.275 1899 1904 1909 rBV 15576 28634 1.41% 0.140%
9 14.545 1941 1950 1957 rBV2 430748 691114 34.02% 3.385%
10 14.950 2011 2019 2026 rBVv4 18139 37251 1.83% 0.182%
11 15.591 2123 2128 2133 rBV4 13907 22377 1.10% 110%

12 15.902 2172 2181 2187 rBV 136983 204008 10.04%
13 16.031 2195 2203 2217 rBV 733467 1190533 58.60%

OOV
o]
w
=
R

14 16.266 2237 2243 2249 rVB5 15751 30905 1.52% 151%
15 16.948 2353 2359 2365 rVB2 21202 35810 1.76% 175%
16 17.107 2381 2386 2394 rVB 16425 32701 1.61% 160%
17 17.206 2395 2403 2408 rBV 33596 56941 2.80% 279%

18 17.294 2412 2418 2422 rBV 538352 837442 41.22%

ORr PO
=
o
N
R

19 17.336 2422 2425 2430 rVB 232875 309944 15.26% 518%
20 17.424 2436 2440 2444 rBV 25910 35596 1.75% 174%
21 17.477 2444 2449 2455 rVB6 25828 42003 2.07%  ©.206%
22 17.659 2476 2480 2483 rBV 56723 83131 4.09% 0.407%
23 17.694 2483 2486 2492 rVB 26028 41103 2.02% 0.201%
24 17.870 2512 2516 2522 rBV 18862 30109 1.48% ©.147%
25 18.011 2537 2540 2547 rBV2 10276 21058 1.04% ©.103%
26 18.182 2561 2569 2572 rBV2 346980 542224 26.69% 2.656%
27 18.211 2572 2574 2580 rVB 103983 147788  7.27% ©.724%
28 18.358 2594 2599 2603 rVVv2 86506 157653 7.76% ©.772%
29 18.399 2603 2606 2612 rVB 54574 77147 3.80% 0.378%
30 18.475 2616 2619 2623 rBV5 15148 21732 1.07% ©0.106%
31 18.564 2630 2634 2638 rBv4 17549 23933 1.18% ©.117%
32 18.664 2647 2651 2654 rBV 47219 66346 3.27% 0.325%
33 18.705 2654 2658 2667 rVB3 51135 96897 4.77% 0.475%
34 18.910 2689 2693 2698 rVB2 62522 78243 3.85% ©.383%
35 18.963 2698 2702 2705 rVWV 34821 46198 2.27% ©.226%
36 18.998 2705 2708 2712 rVB2 21794 30283 1.49% 0.148%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062923\
Data File : BG@57914.D

Acqg On : 29 Jun 2023 21:38
Operator : CG/JU

Sample : 03434-04

Misc :

ALS Vvial : 15 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-BG062723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 19.e81 2717 2722 2727 rBV 86672 145053 7.14% 0.710%
38 19.139 2728 2732 2736 rVW4 25723 39945 1.97% 0.196%
39 19.222 2742 2746 2752 rBv2 44306 75727 3.73% 0.371%
40 19.345 2758 2767 2773 rBV 638457 1052041 51.78% 5.153%
41 19.457 2781 2786 2792 rBV3 116035 186148 9.16% 0.912%
42 19.586 2806 2808 2818 rVB6 27741 52441 2.58% 0.257%
43 19.709 2824 2829 2835 rVB 514982 761007 37.46% 3.727%
44 19.780 2838 2841 2846 rVB2 41449 59901 2.95% 0.293%
45 19.909 2857 2863 2868 rBV 1636302 2031587 100.00%  9.951%
46 20.027 2879 2883 2884 rBV2 55532 68523  3.37% 0.336%
47 20.197 2903 2912 2918 rVB2 86852 228309 11.24% 1.118%
48 20.297 2927 2929 2934 rVB 34907 37989 1.87% 0.186%
49 20.356 2935 2939 2943 rVWVv2 73196 104310 5.13% 0.511%
50 20.444 2951 2954 2959 rVB4 41530 52693 2.59% 0.258%
51 20.497 2959 2963 2967 rBV 80558 115412 5.68% 0.565%
52 20.544 2968 2971 2974 rVB 59097 73402 3.61% 0.360%
53 20.949 3037 3040 3046 rVB 65555 95749 4.71% 0.469%
54 21.196 3075 3082 3091 rVB4 184128 398183 19.60%  1.950%
55 21.437 3119 3123 3131 rVB 179271 240716 11.85% 1.179%
56 21.542 3133 3141 3146 rVV3 581543 1278961 62.95% 6.264%
57 21.589 3146 3149 3156 rVB 236396 363003 17.87% 1.778%
58 21.736 3170 3174 3178 rBV2 92795 123149 6.06% 0.603%
59 22.330 3271 3275 3286 rVB4 111389 202132 9.95% 0.990%
60 23.687 3500 3506 3515 rBV 180663 559951 27.56% 2.743%
61 24.398 3622 3627 3637 rVB 150376 363614 17.90% 1.781%
62 24.539 3645 3651 3665 rVB 165701 464255 22.85% 2.274%

63 24.692 3669 3677 3687 rBV 303848 883991 43.51% 4.330%

Sum of corrected areas: 20416857
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062923\
Data File : BGO57914.D

Acqg On : 29 Jun 2023 21:38
Operator : CG/JU

Sample : 03434-04

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG057914.D\data.ms
1600000
1400000
1200000
1000000

800000

5.491 7.077

600000

400000 9.075
7.911

10.714

200000
5.021

O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 900 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG057914.D\data.ms

19.909
1600000

1400000
1200000

1000000 13170

800000 16.031 19.345 21.542

600000

14.545
400000

200000 15.9
14275/ 14950 15591

N e e e

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG057914.D\data.ms

1600000
1400000
1200000
1000000
800000
600000 94,692
400000 23.687

200000 /\

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

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

8270-BGO62723.M Fri Jun 30 11:08:12 2023 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062923\
Data File : BGO57914.D

Acqg On : 29 Jun 2023 21:38
Operator : CG/JU

Sample : 03434-04

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.021 6.28 ng 103131 1,4-Dichlorobenzene-d4 7.911

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propane, 1l-ethoxy-2-methyl- 102 C6H140 000627-02-1 35
3 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 25
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 25
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 17
Abundance Scan 329 (5.021 min): BG057914.D\data.ms (-323) (-) m/z 43.00 100.00%
59.0
5000
101.0 T R
‘ 829 4.60 4.80 5.00 5.20 5.40
Ol Ol m/z 59.00  69.47%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R BLALELEL B R
59.0 4.60 4.80 5.00 5.20 5.40
m/z 101.00 21.71%
O \\‘\\\‘:}3“1-‘\-0\\\“ui\\‘\\f‘\‘\\\\‘\\\\‘8§\.0\\‘\\\]-10“]\"\()\\‘\
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #5056: Propane, 1-ethoxy-2-methyl-
31.0 59.0
REaaa e
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.00 18.64%
fo
73.0 102.0
B 1 YRS X e el
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4625: Butyl aldoxime, 3-methyl-, syn-
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 9.10%
41.0
5000
86.0
0 ‘\‘ s by 7\ 0 ‘ 101.0
e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062923\
Data File : BGO57914.D

Acqg On : 29 Jun 2023 21:38
Operator : CG/JU

Sample : 03434-04

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 Benzophenone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.902 5.90 ng 204008  Acenaphthene-di10 14.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
21,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004 016204-36-7 78
3 Azobenzene 182 C12H16N2 000103-33-3 59
4 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49

5 N-Methylbenzamide, N-chlorodiflu... 247 C10H8C1F2NO2  1000446-98-2 47

Abundance Scan 2181 (15.902 min): BG057914.D\data.ms (-2172) (- | m/z 105.00 100.00%
105.0
77.0
182.0
5000
51.0 — L
15.50 16.00
152.0
bl L2280 2R m/z 77.00  64.69%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
o 182.0
5000 — -
15.50 16.00
5L.0 m/z 182.00  53.05%
Jzmo || i 120
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #299762: 1,2,4,5-Tetroxane, 3,3,6,6-tetraphenyl-
770 105.0
P Py
15.50 16.00
5000 182.0 m/z 51.00 25.11%
51.0
3%.0 ‘ U 159.0
O+ 7 e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56777: Azobenzene T -
717.0 15.50 16.00
m/z 181.00 9.94%
182.0
5000
51.0 105.0
oo Lo Lame 0 L
m/z--> 20 40 60 80 100 120 140 160 180 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062923\
Data File : BGO57914.D

Acqg On : 29 Jun 2023 21:38
Operator : CG/JU

Sample : 03434-04

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.182 12.95 ng 542224  Phenanthrene-d10 17.294
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 2569 (18.182 min): BG057914.D\data.ms (-2561) (- | m/z 60.00 100.00%

60.0
5000
129.0
192.0 e

‘ ‘ o M ‘22712561 18.00 18.50
0 ‘”\””““‘H‘” M Hu‘\lw‘ \“M\NH‘\‘\H‘\\‘wh\\‘whw“\“\uw\ u\\\ul\\ m/Z 72.95 97.77%

m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid

2 3

43.0 73.0 256.0

5000 — -
129.0 18.00 18.50

m/z 57.00  85.31%

213.0
‘ H ﬂ 157.0185.0
O]\-ﬁ‘o\\\\ HH\H\‘{‘\‘HH\\\““\\H‘”h“\H\‘H‘HH‘H‘H‘\‘H‘N‘HH‘\‘\H‘HH“\
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0

1&00 1&50
5000 129.0 ITI/Z 43.00 82.99%
b L T
0 %?R‘H‘i“””!ﬂ ‘W HH““\“ ‘}\‘M u‘\H‘MH“H‘H‘“H“‘HH‘HH“HH“
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #92063: Tridecanoic acid T —
43.0 73.0 18.00 18.50

m/z 55.00  75.53%

5000 129.0
171.0
214.0
150“ ‘\ \‘ I \\‘ HW ?H\ gl [ ‘ ‘ ‘

T 7
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 18.00 18.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062923\
Data File : BGO57914.D

Acqg On : 29 Jun 2023 21:38
Operator : CG/JU

Sample : 03434-04

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.211 3.53 ng 147788  Phenanthrene-di10 17.294
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 95
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 93
4 Anthracene, 9-methyl- 192 C15H12 000779-02-2 91
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 90

Abundance Scan 2574 (18.211 min): BG057914.D\data.ms (-2572) (1 | m/z 192.00 100.00%

192.0
5000
T T

94.5 165.0 18.00 18.50
0 "WH‘,59:9‘m“‘H‘w‘mwlﬁ?}qwmw 2208 /7 191,00  60.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67038: Phenanthrene, 2-methyl- }U\Aﬂqgmawﬁx
192.0
5000

=t —
18.00 18.50
m/z 189.00  28.59%

165.0
390 630 960 1300 " |
\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67024: Anthracene, 2-methyl-
192.0

R =
18.00 18.50

o

5000 m/z 193.05 18.04%
165.0
0 15.0 39.0 ‘S%OH 115.0139.0 | | w
il A T N i T M| T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67028: Anthracene, 1-methyl- Yoy -
192.0 18.00 18.50

m/z 94.50  14.45%

5000
165.0
63.0 96.0 139.0

Ot et et e et et el = —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062923\
Data File : BGO57914.D

Acqg On : 29 Jun 2023 21:38
Operator : CG/JU

Sample : 03434-04

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 5-Bromo-2-thiophenecarboxal... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.358 3.77 ng 157653  Phenanthrene-di10 17.294
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Bromo-2-thiophenecarboxaldehyde 190 C5H3BroS 004701-17-1 58
2 4-Bromothiophene-2-aldehyde 190 C5H3Bros 018791-75-8 53
3 4H-Cyclopenta[def]phenanthrene 190 C15H1e 000203-64-5 46
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 46
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 45
Abundance Scan 2599 (18.358 min): BG057914.D\data.ms (-2594) (- | m/z 192.00 100.00%
192.0
94.5 165.0 T U
63.0 126.0 2181 800 1850
Ob 390 2 b 2200 A28 7 189,08 75.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64992: 5-Bromo-2-thiophenecarboxaldehyde
191.0
5000 e =
39.0 820 18.00 18.50
: m/z 191.00 67.54%
117.0 163.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64989: 4-Bromothiophene-2-aldehyde
189.0
= =
18.00 18.50
5000 82.0 m/z 190.00 66.56%
39.0
) e
0"H‘H\M:Mﬁwuhwi‘m‘u‘ﬂ“u‘u‘wm‘u‘HMW“u‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 220 N\
Abundance #64923: 4H-Cyclopenta[deflphenanthrene ey
190.0 18.00 18.50
m/z 94.50  23.32%
5000
94.0
0 39.0 630 | 137.0 163.0 UM
AR e R R AAARARREA RS B — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062923\
Data File : BGO57914.D

Acqg On : 29 Jun 2023 21:38
Operator : CG/JU

Sample : 03434-04

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 9,10-Anthracenedione Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.705 2.31 ng 96897  Phenanthrene-d1e 17.294
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Anthracenedione 208 (C14H802 000084-65-1 98
2 2-(Dicyanomethylene)indene-1,3-d... 208 C12H4N202 016954-74-8 78
3 Benzo[c]cinnoline 180 C12H8N2 000230-17-1 55
4 1H-Phenalen-1-one 180 C13H80 000548-39-0 50
5 Benzo[h]cinnoline 180 C12H8N2 000230-31-9 49

Abundance Scan 2658 (18.705 min): BG057914.D\data.ms (-2654) (- | m/z 180.00 100.00%

180.0 208.0
152.0
5000
' e

18.50 19.00
0 m/z 208.00 94.07%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85293: 9,10-Anthracenedione
180.0 208.0
152.0
N

5000 76.0 T 1
18.50 19.00
50.0 m/z 152.80  72.98%
126.0
O ‘2\7\.(\)\“ T \“\ T “‘\ T \“\“ \“\?%“.9\ TT ‘ \“\ TT ‘ T \‘\‘\ ‘ TTT \“\ TTT ‘ \H\ T ‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85018: 2-(Dicyanomethylene)indene-1,3-dione
208.0
P e
152.0 18.50 19.00
5000 ' m/z 151.00  36.65%
104.0
76.0 180.0
50.0 ‘ 130.0
NS VAN U S Gt S N Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54969: Benzol[c]cinnoline T —
152.0 180.0 18.50 19.00
m/z 75.95 31.30%

5000
76.0 126.0
0 a0
e e e e e e e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 18.50 19.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062923\
Data File : BGO57914.D

Acqg On : 29 Jun 2023 21:38
Operator : CG/JU

Sample : 03434-04

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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, 2,5-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.081 3.46 ng 145053  Phenanthrene-di10 17.294
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2,5-dimethyl- 206 C16H14 003674-66-6 94
2 Phenanthrene, 1,7-dimethyl- 206 Cl6H14 000483-87-4 94
3 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 93
4 Phenanthrene, 2,3-dimethyl- 206 C1l6H14 003674-65-5 93
5 1,3-Diphenyl-3-methylcyclopropene 206 Cl6H14 086544-79-8 91

Abundance Scan 2722 (19.081 min): BG057914.D\data.ms (-2717) (1 | m/z 206.00 100.00%
206.0

5000

=

19.00
0+ m/z 190.95 48.23%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82944: Phenanthrene, 2,5-dimethyl-
206.0
5000 T~ w
19.00
101.0 m/z 189.00 28.68%
165.0 ‘
O2’\7\9‘\\\6\%91‘\f“\‘\‘h‘\\\\]_‘fg\(‘)\\\\‘HH‘HM\“HH\‘HH‘HH‘H\\‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82948: Phenanthrene, 1,7-dimethyl-
206.0
— ‘
19.00
5000 ITI/Z 205.00 25.06%
102.0
0270 630\ Lol 137. 01659 M\ h‘
e e e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280 WA
Abundance #82933: 9,10-Dimethylanthracene : —— ‘
206.0 19.00

m/z 207.00  19.13%

5000

T
m/z--> 20 40 60 80 100120140160 180200220240260280 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062923\
Data File : BGO57914.D

Acqg On : 29 Jun 2023 21:38
Operator : CG/JU

Sample : 03434-04

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 Pentadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.457 2.91 ng 186148  Chrysene-di12 21.543
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 93
2 Octadecanoic acid 284 C18H3602 000057-11-4 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 2786 (19.457 min): BG057914.D\data.ms (-2781) (- | m/z 72.95 100.00%
43.0 73.0

5000 129.0

.

185.1 241.2

‘ 284.1 19.50
,w“‘l‘m“““ m/z 43.00  96.42%

0 :
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126203: Pentadecanoic acid
43.0 73.0
5000 129.0 —
19.50
1990 2420 m/z 60.00  90.67%
O ’\‘\H‘i‘}‘\\”!” \‘\‘M\ ng”
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #179089: Octadecanoic acid
73.
43.0 0
——
19.50
5000 129.0 ITI/Z 57 .00 86.67%
185.0 2410 284

i

0,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109281: Tetradecanoic acid
73.0 19.50
43.0 m/z 55.00 78.94%
5000
129.0
185.0 228.0
YSRAINEL AL 0 ALY M MO —
m/z--> 20 40 60 80 100120140160180200220240260280 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062923\
Data File : BGO57914.D

Acqg On : 29 Jun 2023 21:38
Operator : CG/JU

Sample : 03434-04

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 11H-Benzo[b]fluorene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.197 3.57 ng 228309  Chrysene-di2 21.543
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 91
2 Pyrene, 1-methyl- 216 C17H12 002381-21-7 87
3 Pyrene, 2-methyl- 216 C17H12 003442-78-2 74
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 74
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 72
Abundance Scan 2912 (20.197 min): BG057914.D\data.ms (-2903) (- | m/z 216.00 100.00%
216.0
s —
570 10T6 1650 2670 20.00 20.50
S0 w1850, ) 267.0 3109 3%5. . 515,06 91.57%
m/z--> 50 100 150 200 250 300 350
Abundance #94576: 11H-Benzol[b]fluorene
216.0
5000 et .
20.00 20.50
108.0 ITI/Z 213.00 21.96%
57.0 ‘d‘ 16&0‘ H
O\\\\‘\\\\‘\\\‘\‘\“\\h\‘\M\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #94565: Pyrene, 1-methyl-
216.0
T —
20.00 20.50
5000 m/z 217.00 19.13%
95.0
BT S AT U —
m/z--> 50 100 150 200 250 300 350
Abundance #94567: Pyrene, 2-methyl- 7 —
216.0 20.00 20.50
m/z 107.60  16.24%
5000 95.0
1 “‘ B L A e B = T
m/z--> 50 100 150 200 250 300 350 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062923\
Data File : BGO57914.D

Acqg On : 29 Jun 2023 21:38
Operator : CG/JU

Sample : 03434-04

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 Pentadecafluorooctanoic aci... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

21.196 6.23 ng 398183  Chrysene-d12 21.543
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
2 1-Docosene 308 C22H44 001599-67-3 93
3 Cyclohexadecane 224 C16H32 000295-65-8 93
4 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 91
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91

Abundance Scan 3082 (21.196 min): BG057914.D\data.ms (-3075) (- | m/z 57.00 100.00%

57.0
5000

—— —
21.00 21.50
# 1 2260 549
ol v bl R B e Mz 43,800 72.98%
m/z--> 0 50 100150200 250300350400 450500550600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 — —
21.00 21.50

m/z 55.00 69.83%

OJ‘FEA.?%IWZIB»Z.O3619.O’64?"
m/z--> 0 50 100150200 250300 350400450500550600650
Abundance #209741: 1-Docosene
55.0

P e
21.00 21.50
5000 m/z 83.00 57.01%
5.0
m/z--> 0 50 100150200 250300 350400450500 550 600650
Abundance #104594: Cyclohexadecane —— ——
55.0 21.00 21.50

m/z 71.00 50.49%

k. Ir
e oo

T —
m/z--> 0 50 100150200 250300350400 450500550 600 650 21.00 21.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062923\
Data File : BGO57914.D

Acqg On : 29 Jun 2023 21:38
Operator : CG/JU

Sample : 03434-04

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 Hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.330 3.16 ng 202132  Chrysene-di12 21.543
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 89
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 56
3 Heptadecane 240 C17H36 000629-78-7 53
4 Heneicosane 296 C21H44 000629-94-7 46
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 38
Abundance Scan 3275 (22.330 min): BG057914.D\data.ms (-3271) (- | m/z 57.00 100.00%
57.0
242.1
5000
2256 éz%d
- H L hH A ‘H‘l‘s,p‘ow N o] L2011 3834 4300 58.60%
m/z--> 50 100 150 200 250 300 350
Abundance #107218: Hexadecane
57.0
5000 — e
22.00 22.50
m/z 71.00 57.21%
o | ‘ | %?9 141.0183.0226.0
\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
— ——
22.00 22.50
5000 ITI/Z 242.10 54.09%
0 L\ H\ \u \‘ u‘ \ | 01830 239.0 296.0
i A
m/z--> 50 100 150 200 250 300 350
Abundance #123958: Heptadecane = —
57.0 22.00 22.50
m/z 85.05 42.18%
- /NJL\/W
g || [ wmoies0 a0 et
m/z--> 50 100 150 200 250 300 350 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062923\
Data File : BGO57914.D

Acqg On : 29 Jun 2023 21:38
Operator : CG/JU

Sample : 03434-04

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 12 Benzo[e]pyrene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
24.398 8.23 ng 363614  Perylene-d12 24.692
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 94
2 Benzo[a]pyrene 252 C20H12 000050-32-8 93
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 91
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 91
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 90
Abundance Scan 3627 (24.398 min): BG057914.D\data.ms (-3622) (- | m/z 252.00 100.00%
252.0
w /U\J&
— ——
125.0 24.00 24.50
0f10830 | 1849 , | 308135313963 ./, »50.00 30.43%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzo[e]pyrene
252.0
5000 = s
24.00 24.50
m/z 253.00 21.67%
125.0
0390 830 | 200.0. |
\\‘\\\\‘\\\\‘\\\\’\\\\\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138555: Benzo[a]pyrene
252.0
— ——
24.00 24.50
5000 m/z 125.00 11.59%
126.0
o 740 | 2000, |
et
m/z--> 50 100 150 200 250 300 350 400
Abundance #138568: Benzo[b]fluoranthene “ —
252.0 24.00 24.50
m/z 125.95 9.90%
5000
126.0
0 830\ “ ‘“\ 2000\ Wl
B A S R e e - e
m/z--> 50 100 150 200 250 300 350 400 24.00 24.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062923\
Data File : BG@57914.D

Acqg On : 29 Jun 2023 21:38
Operator : CG/JU

Sample : 03434-04

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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-... 5.021 6.3 ng 103131 1  7.911 328426 20.0
Benzophenone 15.902 5.9 ng 204008 3 14.545 691114 20.0
n-Hexadecanoic ... 18.182 12.9 ng 542224 4 17.294 837442 20.0
Phenanthrene, 2... 18.211 3.5 ng 147788 4 17.294 837442 20.0
5-Bromo-2-thiop... 18.358 3.8 ng 157653 4 17.294 837442 20.0
9,10-Anthracene... 18.705 2.3 ng 96897 4 17.294 837442 20.0
Phenanthrene, 2... 19.081 3.5 ng 145053 4 17.294 837442 20.0
Pentadecanoic acid 19.457 2.9 ng 186148 5 21.543 1278960 20.0
11H-Benzo[b]flu... 20.197 3.6 ng 228309 5 21.543 1278960 20.0
Pentadecafluoro... 21.196 6.2 ng 398183 5 21.543 1278960 20.0
Hexadecane 22.330 3.2 ng 202132 5 21.543 1278960 20.0
Benzo[e]pyrene 24.398 8.2 ng 363614 6 24.692 883991 20.0
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