LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@71524\
Data File : BG062074.D

Acqg On : 15 Jul 2024 18:42
Operator : MA/JU

Sample : P3100-20

Misc :

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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\SFAM-EPA-BG070224.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO62074.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.719 68 73 80 rBV 30180 54025 0.68% ©0.088%
2 3.966 111 115 123 rVB4 23593 37770 0.47% 0.062%
3 5.117 302 311 315 rBvV2 17372 33218 0.42% 0.054%
4 7.215 658 668 678 rVW 339602 630899 7.91% 1.029%
5 7.368 688 694 700 rVW 201722 335222 4.21% 0.547%
6 7.579 722 730 736 rBV 304384 534898 6.71% 0.873%
7 8.043 803 809 814 rVV 182148 311503 3.91% 0.508%
8 8.760 924 931 939 rBV 369168 633146 7.94% 1.033%
9 9.213 1000 1008 1019 rBV 329018 593007 7.44% 0.968%
10 9.759 1091 1101 1106 rBv2 37658 72353 0.91% 0.118%
11 9.935 1122 1131 1139 rBV2 310119 558706 7.01% 0.912%
12 10.476 1216 1223 1232 rVV 427757 770627 9.67% 1.257%
13 10.858 1281 1288 1293 rVV 257886 464095 5.82% 0.757%
14 10.905 1293 1296 1303 rVB2 25212 41774 0.52% 0.068%
15 10.993 1306 1311 1317 rVB6 14485 28647 0.36% 0.047%
16 11.586 1407 1412 1418 rBV2 53386 90001 1.13% 0.147%
17 11.751 1435 1440 1448 rVB9 12748 32469 0.41% 0.053%
18 12.244 1519 1524 1531 rVB4 17705 28603 0.36% 0.047%
19 12.509 1564 1569 1575 rBV 27996 53517 0.67% 0.087%
20 12.720 1600 1605 1611 rBV3 24798 43296 0.54% 0.071%
21 13.184 1678 1684 1687 rBV7 24058 39855 0.50% 0.065%
22 13.854 1788 1798 1804 rBV7 17284 45114 0.57% 0.074%
23 13.989 1817 1821 1827 rBV3 36793 70102 0.88% 0.114%
24 14.078 1827 1836 1842 rVB 716333 1071753 13.44% 1.749%
25 14.136 1842 1846 1852 rVB5 19684 29741 0.37% 0.049%
26 14.371 1879 1886 1896 rBV2 740236 1245539 15.63% 2.032%
27 14.506 1902 1909 1913 rBV8 17254 33061 0.41% 0.054%
28 14.553 1913 1917 1921 rVV2 26233 33098 0.42% 0.054%
29 14.677 1927 1938 1943 rBV 404188 678615 8.51% 1.107%
30 14.736 1943 1948 1957 rVB8 38359 83881 1.05% ©.137%
31 14.888 1965 1974 1984 rBV2 348885 729536  9.15%  1.190%
32 14.976 1986 1989 1993 rVV6 19265 37095 0.47% 0.061%
33 15.029 1995 1998 2002 rVV3 28520 53400 0.67% 0.087%
34 15.070 2002 2005 2012 rVV3 45326 81984 1.03% 0.134%
35 15.141 2012 2017 2024 rVV7 24325 55008 0.69% 0.090%
36 15.288 2037 2042 2046 rBV5 21393 37607 0.47% 0.061%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@71524\
Data File : BG062074.D

Acqg On : 15 Jul 2024 18:42
Operator : MA/JU

Sample : P3100-20

Misc :

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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\SFAM-EPA-BG070224.MA.M
Title : SVOA CALIBRATION
37 15.335 2048 2050 2056 rVV5 16244 29068 0.36% 0.047%
38 15.452 2064 2070 2074 rBV6 32295 66160 ©0.83% 0.108%
39 15.494 2074 2077 2081 rVB4 29704 42211 0.53% 0.069%
40 15.670 2097 2107 2112 rBV 906243 1441916 18.09% 2.353%
41 15.711 2112 2114 2121 rVV6 25765 45711 0.57% ©0.075%
42 15.787 2121 2127 2133 rVV 308912 458726 5.75% 0.748%
43 15.987 2157 2161 2163 rBV5 20438 29454 0.37% 0.048%
44 16.011 2163 2165 2170 rVB2 31298 39916 ©.50% 0.065%
45 16.228 2199 2202 2211 rVB9 26374 53434 0.67% ©0.087%
46 16.381 2221 2228 2237 rBV7 65738 153464 1.93% 0.250%
47 16.522 2247 2252 2254 rBV6 26016 43187 0.54% 0.070%
48 16.557 2254 2258 2263 rVB 112613 152177 1.91% 0.248%
49 16.951 2319 2325 2327 rBV6 28978 51286 0.64% 0.084%
50 17.074 2341 2346 2350 rBV2 50263 88099 1.11% 0.144%
51 17.156 2355 2360 2365 rvv4 93021 148917 1.87% 0.243%
52 17.239 2371 2374 2377 rBv2 23407 31102 0.39% 0.051%
53 17.297 2381 2384 2392 rVBS 23742 48088 0.60% 0.078%
54 17.421 2399 2405 2409 rBV 474445 766274  9.61%  1.250%
55 17.462 2409 2412 2417 rVV 503847 697524  8.75% 1.138%
56 17.521 2417 2422 2432 rVB 970022 1516345 19.02% 2.474%
57 17.685 2446 2450 2454 rBV7 34865 52704 0.66% ©0.086%
58 17.826 2471 2474 2481 rVB 40032 58855 0.74% 0.096%
59 17.885 2482 2484 2488 rVB3 39064 48261 0.61% 0.079%
60 17.938 2490 2493 2498 rVB6 22437 32416 0.41% 0.053%
61 18.002 2499 2504 2511 rVB8 49251 119986 1.51% 0.196%
62 18.067 2512 2515 2518 rBV4 30932 36347 0.46% 0.059%
63 18.302 2549 2555 2559 rBV2 429411 628892 7.89% 1.026%
64 18.337 2559 2561 2570 rVB3 148960 241774  3.03%  0.394%
65 18.484 2580 2586 2591 rBV4 147736 306295 3.84% 0.500%
66 18.525 2591 2593 2598 rVWV 85982 110739 1.39% 0.181%
67 18.578 2598 2602 2609 rVv4 92852 157910 1.98% 0.258%
68 18.790 2634 2638 2641 rBV 83192 100315 1.26% 0.164%
69 18.831 2641 2645 2650 rVB2 143886 182063 2.28% 0.297%
70 19.031 2677 2679 2684 rVB6 40602 53220 0.67% 0.087%
71 19.083 2684 2688 2692 rBv4 39993 70368 0.88% 0.115%
72 19.207 2704 2709 2714 rBV4 161039 253893 3.19% 0.414%
73 19.295 2721 2724 2728 rBV6 45694 56500 0.71% 0.092%
74 19.348 2729 2733 2738 rVB3 64058 112823 1.42% 0.184%
75 19.471 2748 2754 2760 rVB 1308073 1863563 23.38% 3.041%
76 19.565 2767 2770 2774 rBV5 60131 75921 0.95% 0.124%

SFAM-EPA-BGO70224.MA.M Wed Jul 17 ©7:30:18 2024 2



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@71524\
Data File : BG062074.D

Acqg On : 15 Jul 2024 18:42
Operator : MA/JU

Sample : P3100-20

Misc :

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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\SFAM-EPA-BG070224.MA.M
Title : SVOA CALIBRATION

77 19.806 2805 2811 2813 rBV2 1049658 1647387 20.67% 2.688%
78 19.835 2813 2816 2823 rVB 849048 1164682 14.61% 1.900%
79 20.147 2866 2869 2877 rVB6 74763 163394 2.05% 0.267%
80 20.288 2888 2893 2895 rBv4 185003 299378 3.76%  0.488%
81 20.311 2895 2897 2903 rVB3 260743 338263 4.24% 0.552%
82 20.417 2912 2915 2919 rBV3 70246 119917 1.50% 0.196%
83 20.611 2946 2948 2952 rVB3 92037 93643 1.17% 0.153%
84 21.081 3024 3028 3032 rBV 196707 264524  3.32% 0.432%
85 21.310 3062 3067 3072 rBV2 1227396 1668263 20.93% 2.722%
86 21.410 3080 3084 3098 rVB2 212324 455165 5.71% ©.743%
87 21.675 3122 3129 3135 rBV4 649213 1791190 22.47% @ 2.922%
88 21.727 3135 3138 3148 rVB 549636 914019 11.47% 1.491%
89 21.857 3157 3160 3168 rVB4 178852 293746 3.68% 0.479%
90 22.098 3197 3201 3207 rVB2 396888 598588 7.51% 0.977%
91 22.491 3258 3268 3278 rBV2 1643276 4133633 51.86% .744%

6

92 23.502 3434 3440 3449 rVB2 869189 1743813 21.88%  2.845%
93 23.884 3498 3505 3510 rBV3 377181 1090186 13.68% 1.779%
94 23.966 3510 3519 3525 rVV2 3236393 7971422 100.00% 13.006%
95 24.031 3525 3530 3542 rVB2 534252 1218696 15.29%  1.988%

96 24.689 3637 3642 3648 rVB2 247810 539676 6.77% ©0.881%
97 25.429 3759 3768 3778 rVB2 999702 2858564 35.86% 4.664%
98 26.046 3861 3873 3884 rVB2 2147525 7310825 91.71% 11.928%
99 28.190 4227 4238 4253 rVB3 717097 2820223 35.38% 4.601%
100 29.031 4372 4381 4404 rVB2 340848 1651807 20.72%  2.695%

Sum of corrected areas: 61290073
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071524\
BG062074.D

: 15 Jul 2024 18:42

: MA/JU

. P31006-20

: 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.MA.M
Quant Title : SVOA CALIBRATION

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

Time-->

3000000

2500000

2000000

1500000

1000000

Abundance TIC: BG062074.D\data.ms
3500000

10.476

8.043
3.710966 5.117 9.75  10/pos3 11458651 12 2421509720

500000 7.215 8.760 9.213 ’
157579 9.935 A 10.858

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\ L L L A L L B I B B B

350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Time-->

3000000
2500000
2000000
1500000
1000000 15.670

500000 14.64 15.787

Abundance TIC: BG062074.D\data.ms
3500000

22.491

14.018.371

184 138

13.50 14.00 14.50 15. OO 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

Time-->

3000000
2500000

2000000

1000000

2
23. 24.68 29.031
500000

Abundance TIC: BG062074.D\data.ms
3500000 23.866

26.046

1500000 25.429

23.502
28.190

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\\

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\BG071524\
Data File : BGO62074.D

Acqg On : 15 Jul 2024 18:42
Operator : MA/JU

Sample : P3100-20

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.MA.M
Quant Title : SVOA 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 unknown-01 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
3.719 3.47 ng/ul 54025 1,4-Dichlorobenzene-d4 8.043

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 9
2 Methoxyacetic acid, hexyl ester 174 C9H1803 145747-16-6 9
3 1-Butyne, 4-methoxy- 84 C5H80 036678-08-7 5
4 bis(1-Hydroxyethyl)-1,2,5-oxadia... 174 C6H10N204 1010443-86-6 5
5 Isopropyl Alcohol 60 C3H80 000067-63-0 4

Abundance  Scan 73 (3.719 min): BG062074.D\data.ms (-68) (-) m/z 44.95 100.00%

45.0
5000

30 | 3.40 3.60 3.80 4.00
Of ety it 2283 8wz 4300 22.71%

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #345: Isopropyl Alcohol
45.0
M/\rwm

5000 LA L L L L ML S
340 3.60 3.80 4.00
m/z 44.00 4.20%
0\”\h\‘\““\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #49728: Methoxyacetic acid, hexyl ester
45.0
R RRA
3.40 3.60 3.80 4.00
5000 ITI/Z 57 .00 3.83%
91.0
N U
mlz--> 0 50 100 150 200 250 300 350 400
Abundance #1594: 1-Butyne, 4-methoxy-
45.0 3.40 3.60 3.80 4.00
m/z 61.10 3.83%
5000
okl T
m/z--> 0 50 100 150 200 250 300 350 400 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071524\
Data File : BGO62074.D

Acqg On : 15 Jul 2024 18:42
Operator : MA/JU

Sample : P3100-20

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.MA.M
Quant Title : SVOA 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 unknown-02 Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
3.966 2.43 ng/ul 37770 1,4-Dichlorobenzene-d4 8.043

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methacrylamide 85 C4H7NO 000079-39-0 38
2 Methacrylamide 85 C4H7NO 000079-39-0 38
3 Methacrylamide 85 C4H7NO 000079-39-0 35
4 2-Pyrrolidinone 85 C4H7NO 000616-45-5 32
5 N,N'-Diacetylethylenediamine 144 C6H12N202 000871-78-3 25
Abundance Scan 115 (3.966 min): BG062074.D\data.ms (-111) (-) m/z 41.00 100.00%
41.0
5000
Hm 147.6 207.0 277.3 341.8 514. 8.60 3.80 4.00 4.20
O L et R R A E A A m/z 42.95 85.89%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1733: Methacrylamide
85.0
5000
3.60 3.80 4.00 4.20
m/z 85.00 69.97%
27.
O‘\\A“ "\J\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1732: Methacrylamide
41.0
3.60 3.80 4.00 4.20
5000 ITI/Z 38.95 48.28%
0 et M e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1734: Methacrylamide
85.0 3.60 3.80 4.00 4.20
m/z 42.00 33.71%
5000
L I R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 3.60 3.80 4.00 4.20
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71524\
BGO62074.D
: 15 Jul 2024 18:42
: MA/JU
: P3100-20
: 8 Sample Multiplier: 1
hod : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.MA.M
le : SVOA CALIBRATION
ry : 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 3 unknown-©3 Concentration Rank 33

R.T. EstConc Area Relative to ISTD R.T.
5117 2.13 ngul 33218 1,4-Dichlorobenzene-d4 8.043
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sodium N-methyl dithiocarbamate 129 C2HANNaS2  1000292-95-8 25

2 1-(2-Hydroxyethylthio)-2-(vinylt... 236 C9H200S2Si 1000226-89-8 9

3 Dodecanoic acid, 2,3-bis(acetylo... 358 C19H3406 055191-44-1 9
4 Dimethoxane 174 C8H1404 000828-00-2 9
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 9
Abundance Scan 311 (5.117 min): BG062074.D\data.ms (-302) (-) m/z 73.10 100.00%

73.1

5000

||, 1226 236.0 4225 4.805.005.205.40
Ol e e M/Z 43.00  68.34%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #14618: Sodium N-methyl dithiocarbamate

730 \
5000

s 0 4.80 5.00 5.20 5.40
' m/z 45.88  27.54%

1
OV “\‘\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #119132: 1-(2-Hydroxyethylthio)-2-(vinylthio)ethane, TMS
73.0

4.80 5.00 5.20 5.40
5000 m/z 41.10 23.61%

M‘ I \‘ ‘I L \

m/z--> 0 50 100 150 200 250 300 350 400 450 NWMMN

Abundance #267756: Dodecanoic acid, 2,3-bis(acetyloxy)propyl este L URUL R
73.0 4.80 5.00 5.20 5.40

m/z 71.00 13.17%

5000
0 \I\I‘ g ?190 21802700 341.0
N \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ H“H

|
m/z--> 0 50 100 150 200 250 300 350 400 450 4.80 5.00 5.20 5.40

o

SFAM-EPA-BGO70224 .MA.M Wed Jul 17 07:30:25 2024 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071524\
Data File : BGO62074.D

Acqg On : 15 Jul 2024 18:42
Operator : MA/JU

Sample : P3100-20

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.MA.M
Quant Title : SVOA 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 Pentanedioic acid, dimethyl... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
9.759 3.12 ng/ul 72353  Naphthalene-d8 10.858

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanedioic acid, dimethyl ester 160 C7H1204 001119-40-0 50
2 Pentanedioic acid, dimethyl ester 160 C7H1204 001119-40-0 50
3 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 47
4 Pentanedioic acid, dimethyl ester 160 C7H1204 001119-40-0 40
5 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 37
Abundance Scan 1101 (9.759 min): BG062074.D\data.ms (-1091) (-) m/z 59.00 100.00%
59.0
5000
129.0
9.50 10.00
179.4 253.1 389.4 474.

0"‘um“""!"“i‘mw‘m‘Mm"m5‘73‘H““H“H\,Hu‘m m/z 100.00  56.17%

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #36502: Pentanedioic acid, dimethyl ester

59.0
5000 B A e
129.0 9.50 10.00
m/z 101.00 42.16%
OL‘“‘“‘"
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #36503: Pentanedioic acid, dimethyl ester
59.0
wh o i
9.50 10.00
5000 m/z 42.00 33.29%
129.0
O‘H‘”J“"“"U‘“““H‘m""""‘W‘H“m‘Hu,mw‘u
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #9395: Hydrazine, 1,1-bis(1-methylethyl)- g ‘/\‘ ey
59.0 9.50 10.00

m/z 129.00 31.71%

5000

16.0

OMH, Ly Ly
miz-> 0 50 100 150 200 250 300 350 400 450 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071524\
Data File : BGO62074.D

Acqg On : 15 Jul 2024 18:42
Operator : MA/JU

Sample : P3100-20

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.MA.M
Quant Title : SVOA 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 1-Phenoxypropan-2-ol Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.586 3.88 ng/ul 90001 Naphthalene-d8 10.858
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 87
2 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 87
3 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 83
4 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 83
5 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 80

Abundance Scan 1412 (11.586 min): BG062074.D\data.ms (-1407) (- | m/z 93.95 100.00%
94.0

5000
39.0 T \
‘ 152.0 11.50
0l ‘u“\‘{"”““““hm““‘\ ook, 282334073982  486: .. 3500 51.98%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #30124: 1-Phenoxypropan-2-ol
94.0
5000 W L - \MMW
11.50
m/z 77.00 18.47%
39.0 ' 152.0
O‘\‘\‘!‘Jf“i“\“\‘\\“I\W\\“\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #30117: 1-Phenoxypropan-2-ol
94.0
11.50
5000 ITI/Z 51.00 18.46%
152.0
39 ’ ‘
o‘uJwﬂmkwwuuV‘H“H“W“w“u“u“u“_“
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #30123: 1-Phenoxypropan-2-o
94.0 11.50
m/z 78.00 18.19%
5000
39.0 ' 152.0
I
m/z--> 0 50 100 150 200 250 300 350 400 450 11.50

SFAM-EPA-BGO70224.MA.M Wed Jul 17 07:30:29 2024 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071524\
Data File : BGO62074.D

Acqg On : 15 Jul 2024 18:42
Operator : MA/JU

Sample : P3100-20

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.MA.M
Quant Title : SVOA 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 Naphthalene, 1,6-dimethyl- Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
13.989 2.07 ng/ul 70102  Acenaphthene-dile 14.671
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 91
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 91
3 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 90
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 90
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 87
Abundance Scan 1821 (13.989 min): BG062074.D\data.ms (-1817) (- | m/z 156.00 100.00%
156.0
5000
. iy /N\ L
’ 14. OO
217.9 372.3 509.1
OVWJMMMMMJ‘M“HMW"‘H"m_m_m_m_m‘ m/z 141.00  62.58%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #33137: Naphthalene, 1,6-dimethyl-
156.0
5000
14 OO
m/z 155.10  33.56%
77.0
OI‘-\S\-\O‘\ \l{Aff[f‘\A!uJ\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #33162: Naphthalene, 1,6-dimethyl-
156.0 h
/l'\/l T ‘ W)
14.00
5000 m/z 77.00 15.14%
77.0
0% ‘huQLN‘MLAML‘H“H"H“_“w“u“u“u“_“w
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #33146: Naphthalene, 2,7-dimethyl-
156.0 14 OO
m/z 128.05 14.56%
5000
77.0
] —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.00

SFAM-EPA-BGO70224.MA.M Wed Jul 17 07:30:30 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071524\
Data File : BGO62074.D

Acqg On : 15 Jul 2024 18:42
Operator : MA/JU

Sample : P3100-20

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.MA.M
Quant Title : SVOA 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 unknown-04 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.381 4.01 ng/ul 153464  Phenanthrene-di10 17.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oct-3-enoylamide, N-methyl-N-nonyl- 281 C18H35NO 1000437-41-8 45
2 Tetradecane 198 C14H30 000629-59-4 41
3 3-Methyl-4-(methoxycarbonyl)hexa... 184 C9H1204 1010104-10-8 38
4 Heptadecane 240 C17H36 000629-78-7 38
5 Acetamide, 2-(thiophen-2-yl)-N-m... 281 C16H27NOS 1000421-20-6 35
Abundance Scan 2228 (16.381 min): BG062074.D\data.ms (-2221) (-~ | m/z 57.00 100.00%
57.0
5000
183.1
— —
13.1 ‘ ‘ ‘ 16.00 16.50
0 JJH\IIuIZSSJ.354]429J m/z 43.00 62.59%
miz--> 50 100 150 200 250 300 350 400
Abundance #174790: Oct-3-enoylamide, N-methyl-N-nonyl-
71.0
5000 — —
184.0 16.00 16.50
1270 m/z 71.05 50.76%
' 252.0
0 \zq‘\q “\h"xm\ ‘H Vh\\'“H 4‘ ‘M\ “\ rh‘\“ 1 \‘\ ‘\ “\ T JLANLL L L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #74004: Tetradecane
57.0
— ——
16.00 16.50
5000 m/z 41.00 39.49%
‘ ‘ ‘ ‘ 13.0 198.0
ol e
m/z--> 50 100 150 200 250 300 350 400
Abundance #59577: 3-Methyl-4-(methoxycarbonyl)hexa-2,4-dienoic g P e
57.0 16.00 16.50
m/z 55.00 32.94%
125.0 184.0
5000
m/z--> 50 100 150 200 250 300 350 400 16.00 16.50

SFAM-EPA-BGO70224.MA.M Wed Jul 17 07:30:32 2024 Page: 11



Data Path
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

BG062074.D

: 15 Jul 2024 18:42
: MA/JU
. P3100-20

: 8 Sample Multiplier:

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L
LSCINT.P

Library Search Compound Report

¢ Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071524\

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224 .MA.M

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

16.557

Hit# of 5

8 Benzoic acid, 2,4-dihydroxy...

EstConc Area
3.97 ng/ul 152177

Tentative ID

Concentration Rank 18

Relative to ISTD R.T.

Phenanthrene-di10

1 Benzoic
2 Benzoic
3 Benzoic
4 Benzoic
5 Benzoic

-dihydroxy-3,6-.
-dihydroxy-3,6-.
-dihydroxy-3,6-.
-dihydroxy-3,6-.
-dihydroxy-3,6-.

QO

(@]

[

Q.
NNNNN
b # h » b

196
196
196
196
196

C10H1204
C1eH1204
C10H1204
C10H1204
C10H1204

004707-47-5 94
004707-47-5 93
004707-47-5 93
004707-47-5 91
004707-47-5 87

5000

o

136.0

196.1
79.0

\H H\\H \H \h‘ W | 242.1

Abundance Scan 2258 (16.557 min): BG062074.D\data.ms (-2254) (-

308.3 354.9

m/z-->

50 100 150 200 250

300

350

5000

Abundance #70986: Benzoic acid,

ZM%MHmwu‘

136.0

196.0

79.0

2,4-dihydroxy-3,6-dimethyl-, methy

o

m/z-->

50 100 150 200 250

300

350

5000

o

136.0

196.0

79.0
\WNMM h‘ J

Abundance #70984: Benzoic acid, 2,4-dihydroxy-3,6-dimethyl-, methy

m/z-->

50 100 150 200 250

300

350

5000

136.0

196.0
79.0

Abundance #70987: Benzoic acid, 2,4-dihydroxy-3,6-dimethyl-, methy

m/z-->

m/z 136.00 100.00%

|

1650

m/z 164.05 70.02%

|

1650

m/z 196.05  38.54%

L

16.50

m/z 78.95  29.33%

b

1650

m/z 165.00  23.30%

50 100 150 200 250 300

350

SFAM-EPA-BGO70224.MA.M Wed Jul 17 07:30:34 2024

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071524\
Data File : BGO62074.D

Acqg On : 15 Jul 2024 18:42
Operator : MA/JU

Sample : P3100-20

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.MA.M
Quant Title : SVOA 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 9H-Fluoren-9-one Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
17.074 2.30 ng/ul 88099  Phenanthrene-dle 17.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9H-Fluoren-9-one 180 C13H80 000486-25-9 90
2 9H-Fluoren-9-one 180 C13H80 000486-25-9 76
3 9H-Fluoren-9-one 180 C13H80 000486-25-9 76
4 9-Fluorenone-1-carboxylic acid 224 C14H803 001573-92-8 72
5 Benzo[c]cinnoline 180 C12H8N2 000230-17-1 68
Abundance Scan 2346 (17.074 min): BG062074.D\data.ms (-2341) (- | m/z 180.10 100.00%
180.1
5000
75.0 126. 1 17.00
ym— “‘w”\w“‘n:‘u““ ool 2322 29503466 407.0 A7 ;157 @6 65.84%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #55035: 9H-Fluoren-9-one
180.0
5000
17 00
m/z 151.05 41.99%
O f76|?126q \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #55032: 9H-Fluoren-9-one
180.0 WWJ\
sl ot [
17.00
5000 m/z 181.00 30.05%
76.0
m/z--> 50 100 150 200 250 300 350 400 450 j&
Abundance #55036: 9H-Fluoren-9-one ‘ 7
180.0 17.00
m/z 195.95 18.93%
5000
76.0
126.0
LT B W/\M LALLIVYY
m/z--> 50 100 150 200 250 300 350 400 450 17.00

SFAM-EPA-BGO70224.MA.M Wed Jul 17 07:30:36 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071524\
Data File : BGO62074.D

Acqg On : 15 Jul 2024 18:42
Operator : MA/JU

Sample : P3100-20

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.MA.M
Quant Title : SVOA 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 unknown-05 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
17.156 3.89 ng/ul 148917  Phenanthrene-di10 17.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triisopropylphosphate 224 C9H2104P 000513-02-0 27
2 2-Butenedioic acid (E)-, monomet... 130 C5H604 002756-87-8 18
3 2-Chloro-N-(2-fluoro-5-methylphe... 201 C9H9C1FNO 630119-82-3 14
4 4H-Imidazol-4-one, 2-amino-1,5-d... 99 C3H5N30 000503-86-6 11
5 Pyrimidine, 2,4,5-triamino- 125 C4H7N5 003546-50-7 11

Abundance Scan 2360 (17.156 min): BG062074.D\data.ms (-2355) (- | m/z 41.00 100.00%

41.0
99.0
5000

201.0
2770 LN LN
17.00 17.50
oL ,'\W Ah‘ﬂu‘\ i umhi“u\“‘h i “\‘ H ‘5‘3:‘)’6‘ ‘9‘ . ‘4‘1‘3‘ ?‘ m/z 43.00 73.17%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #104892: Triisopropylphosphate
99.0

5000 T ——
43.0 17.00 17.50

m/z 98.95 68.09%

167.0
\\\‘\H"\\\‘\ \\‘\‘1‘\‘\\‘\‘2\2\5\.(\)‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 100 150 200 250 300 350 400
Abundance #15167: 2-Butenedioic acid (E)-, monomethyl ester
99.0

17.00 17.50
5000 m/z 57.10 61.89%

27.0
m/z--> O 50 100 150 200 250 300 350 400

Abundance #77242: 2-Chloro-N-(2-fluoro-5-methylphenyl)acetamide —— ——
125.0 17.00 17.50

m/z 125.00  55.06%

5000
201.0
77.0 ‘
28.0 UMH‘I\ “‘H\ 1 |
T L L B L B

m/z--> 0 50 100 150 200 250 300 350 400 17.00 17.50

o

o

o

SFAM-EPA-BGO70224 .MA.M Wed Jul 17 07:30:37 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071524\
Data File : BGO62074.D

Acqg On : 15 Jul 2024 18:42
Operator : MA/JU

Sample : P3100-20

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.MA.M
Quant Title : SVOA 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 unknown-06 Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
18.002 3.13 ng/ul 119986  Phenanthrene-di10 17.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzothiophene, 4-methyl- 198 C13H1es 007372-88-5 38
2 Dibenzothiophene, 3-methyl- 198 C13H1es 016587-52-3 38
3 4,6,8-Trimethyl-1-azulenecarbald... 198 C14H140 000832-62-2 27
4 Tacrine 198 C13H14N2 000321-64-2 25
5 o-Carbethoxy-5-methylthio vanillin 270 C12H1405S 1000253-75-5 25

Abundance Scan 2504 (18.002 min): BG062074.D\data.ms (-2499) (- | m/z 197.95 100.00%
197.9

F

5000
241 alugearedetl !
344.4 404.8 470.9 18.00
0! m/z 165.05 63.13%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #73837: Dibenzothiophene, 4-methyl-
198.0
5000 —
18.00
m/z 194.00 56.41%
99.0
O’\H‘\J“\‘H\"\"\“\H'\H‘\”HJ’HH‘H\\‘HH‘HH‘HH‘HH‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #73836: Dibenzothiophene, 3-methyl-
198.0
i
18.00
5000 ITI/Z 196.95 50.52%
28.0 99.0
O,H"H“"MHH‘_H“H“”H‘,meWm_m‘mwmw
m/z--> 0 50 100 150 200 250 300 350 400 450 M
Abundance #73980: 4,6,8-Trimethyl-1-azulenecarbaldehyde ’T‘“”W e ‘
198.0 18.00
m/z 255.80 43.88%
5000

76.0 128.
0180 cduy, 1 u%l “h‘
e e B

m/z--> 0 50 100 150 200 250 300 350 400 450 18.00

S

SFAM-EPA-BGO70224.MA.M Wed Jul 17 07:30:38 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071524\
Data File : BGO62074.D

Acqg On : 15 Jul 2024 18:42
Operator : MA/JU

Sample : P3100-20

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.MA.M
Quant Title : SVOA 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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.302 16.41 ng/ul 628892  Phenanthrene-di10 17.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 60
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 56
3 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 53
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 53
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 53

Abundance Scan 2555 (18.302 min): BG062074.D\data.ms (-2549) (- | m/z 43.00 100.00%

.0
192.1
5000
129.0 — -
ol b d 1
|

ob | M.JL ;\.L‘.‘.“‘\‘h\‘\u.\l‘i 3305 4190 489. /0 41.00  92.18%

3

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #143508: n-Hexadecanoic acid
43.0 256.0
5000 aran =
129.0 18.00 18.50
m/z 55.05 88.23%
185.0
0 H\" i
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #67024: Anthracene, 2-methyl-
192.0
— —
18.00 18.50
5000 m/z 60.00 77.38%
27.0 83.0 139.0J
0 HH,wm‘\”‘um‘\‘\‘w T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450
\

Abundance #67054: 1H-Cyclopropa[llphenanthrene,1a,9b-dihydro- oo ‘ i
192.0 18.00 18.50
m/z 57.10 69.86%

5000

30.0 96.0

S

O vt b e e st —
miz--> 0 50 100 150 200 250 300 350 400 450 18.00 18.50

SFAM-EPA-BGO70224.MA.M Wed Jul 17 07:30:39 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071524\
Data File : BGO62074.D

Acqg On : 15 Jul 2024 18:42
Operator : MA/JU

Sample : P3100-20

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.MA.M
Quant Title : SVOA 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 Phenanthrene, 1-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.337 6.31 ng/ul 241774  Phenanthrene-di10 17.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 94
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 94
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 93
4 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 91
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 91
Abundance Scan 2561 (18.337 min): BG062074.D\data.ms (-2559) (- | m/z 192.10 100.00%
192.1
- M
— =
82.3 2 ‘ 18.00 18.50
Otk . 2909 3580 4237 5341 ;191 19  53.64%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #67035: Phenanthrene, 1-methyl-
192.0
5000 o AR
18.00 18.50
m/z 189.10 25.97%
39.0 96.0
0’\\'\\‘\‘\HH\HH‘\‘\J\ AR R R R RN R
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #67024: Anthracene, 2-methyl-
192.0
ey =
18.00 18.50
5000 m/z 193.10 14 .84%
83.0
0]’_\5\.(\)\‘\'M‘\‘\H\‘\A\‘\‘ [T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #67020: Anthracene, 9-methyl- — —
192.0 18.00 18.50
m/z 189.95 12.70%
5000
96.0
0 390‘ 1L J‘ n 1\ "
e e e e R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.00 18.50

SFAM-EPA-BGO70224.MA.M Wed Jul 17 07:30:40 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071524\
Data File : BGO62074.D

Acqg On : 15 Jul 2024 18:42
Operator : MA/JU

Sample : P3100-20

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.MA.M
Quant Title : SVOA 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 unknown-07 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.484 7.99 ng/ul 306295  Phenanthrene-d10 17.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6H-Cyclobuta[jk]phenanthrene 196 C15H10 083469-43-6 46
2 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 43
3 Naphtho[1,2-b]norbornadiene 192 C15H12 1000210-14-8 42
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 42
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 42
Abundance Scan 2586 (18.484 min): BG062074.D\data.ms (-2580) (- | m/z 192.05 100.00%
192.1
94.4 o
39.0 291.9 18.50
0 L RA32 [, 34103898 4493 ) 190,05  83.84%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0
5000 U
18.50
94.0 m/z 189.10  80.71%
0‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #64924: 4H-Cyclopenta[deflphenanthrene
190.0
=
18.50
5000 m/z 191.05 65.51%
95.0
4&q d \
0 ittty e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #67046: Naphtho[1,2-b]norbornadiene T
192.0 18.50
m/z 165.00  26.09%
5000
63.0 139.0
0 H\“w‘w“w““w‘h‘M'w‘wi“w“w‘wJ [T T T T [T T T T T T T T [T T T T T T T T L —
m/z--> 50 100 150 200 250 300 350 400 450 18.50

SFAM-EPA-BGO70224 .MA.M Wed Jul 17 07:30:41 2024 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071524\
Data File : BGO62074.D

Acqg On : 15 Jul 2024 18:42
Operator : MA/JU

Sample : P3100-20

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.MA.M
Quant Title : SVOA 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 G5H-Dibenzo[a,d]cycloheptene Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
18.525 2.89 ng/ul 110739  Phenanthrene-di10 17.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 SH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 89
2 Naphtho[1,2-b]norbornadiene 192 C15H12 1000210-14-8 83
3 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 80
4 1a,9b-Dihydro-1H-cyclopropal[alan... 192 C15H12 006109-24-6 72
5 Propyne, 1,3-diphenyl- 192 C15H12 004980-70-5 68
Abundance Scan 2593 (18.525 min): BG062074.D\data.ms (-2591) (- | m/z 192.10 100.00%
192.1
94.7 U \
18.50
289.8
o‘§ﬁﬁwhﬂﬂwwWwa‘wwwwwwmwmw‘H49ﬁ9H“H§%ﬁﬂw m/z 191.85  86.25%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #67048: 5H-Dibenzo[a,d]cycloheptene
192.0
5000 AR ‘
18.50
m/z 164.95 31.60%
P8.0 9?0 [
OH‘Hf\h\'r“r‘\‘H‘\H‘\‘\‘ [T T T T T T T T [T T T[T T T T[T [T [TTTT]
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #67046: Naphtho[1,2-b]norbornadiene
192.0
RN \
18.50
5000 m/z 189.10 19.74%
39.0 95.0 ‘
O L S B R B o N R
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #67034: Phenanthrene, 4-methyl- s
192.0 18.50
m/z 94.70 19.69%
5000
95.0
0270 T ]
e o AN BammsEs e
m/z--> 50 100 150 200 250 300 350 400 450 500 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071524\
Data File : BGO62074.D

Acqg On : 15 Jul 2024 18:42
Operator : MA/JU

Sample : P3100-20

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.MA.M
Quant Title : SVOA 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 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.578 4.12 ng/ul 157910  Phenanthrene-di10 17.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 25
2 Tetradecane 198 C14H30 000629-59-4 25
3 Tetradecane 198 C14H30 000629-59-4 25
4 Hexatriacontane 507 C36H74 000630-06-8 20
5 Pentadecane 212 C15H32 000629-62-9 15

Abundance Scan 2602 (18.578 min): BG062074.D\data.ms (-2598) (- | m/z 43.00 100.00%

9.

5000

3

07.0 219.9 291.9 18.50
6 356.2 416.6 . :
0 | “\‘ .”nmmﬂh 506 m/z 57.00 90.55%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #158600: Nonadecane

a1
!
o

5000 — ‘
18.50
m/z 41.05 62.99%
113.
O‘\\‘\"\‘l\\l\l“\'s\‘\()\‘]‘-ﬁ\g\-o\‘\\\\2‘6\\8.\(\)‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #74004: Tetradecane
57.0
T \
18.50
5000 ITI/Z 55.00 39.07%
“1‘ 113.0 198.0
o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #74005: Tetradecane T ‘
57.0 18.50
m/z 71.00 35.75%
5000
UL ss_ssmo
ot P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071524\
Data File : BGO62074.D

Acqg On : 15 Jul 2024 18:42
Operator : MA/JU

Sample : P3100-20

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.MA.M
Quant Title : SVOA 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 5,16[1',2']:8,13[1'',2"'']-D... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
18.790 2.62 ng/ul 100315 Phenanthrene-di10 17.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
15,16[1',2']:8,13[1'",2"'']-Dibenz... 408 C32H24 005672-97-9 80
2 9,10-di(Chloromethyl)anthracene 274 C16H12C12 010387-13-0 80
3 [1,1'-Biphenyl]-4,4'-dicarbonitrile 204 C14H8N2 001591-30-6 53
4 Naphthalene, 2-phenyl- 204 C16H12 000612-94-2 52
5 Naphthalene, 2-phenyl- 204 C16H12 000612-94-2 52
Abundance Scan 2638 (18.790 min): BG062074.D\data.ms (-2634) (- | m/z 204.10 100.00%
204.1
5000
1850 1900
75.9 : :
133.0 .9 3515 .
0 2800 15 41664773 v/; 202.00  40.33%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #307050: 5,16[1',2']:8,13[1",2"]-Dibenzenodibenzo[a,g]cy
204.0
5000 e : M/v\
18.50 19.00
m/z 203.10 35.97%
o300 1010 3130 4080
\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #166008: 9,10-di(Chloromethyl)anthracene
204.0
b -
18.50 19.00
5000 m/z 205.05 18.95%
101.0
36.0 1 1 274.0
O+t e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #80074: [1,1'-Biphenyl]-4,4'-dicarbonitrile W e
204.0 18.50 19.00
m/z 208.05 8.55%
5000
o730 1400,
s B e B A B s S
m/z--> 50 100 150 200 250 300 350 400 450 500 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071524\
Data File : BGO62074.D

Acqg On : 15 Jul 2024 18:42
Operator : MA/JU

Sample : P3100-20

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.MA.M
Quant Title : SVOA 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 9,10-Anthracenedione Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.831 4.75 ng/ul 182063  Phenanthrene-di10 17.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Anthracenedione 208 (C14H802 000084-65-1 99
2 9,10-Anthracenedione 208 C14H802 000084-65-1 96
3 9,10-Anthracenedione 208 C14H802 000084-65-1 96
4 9,10-Anthracenedione 208 C14H802 000084-65-1 95
5 Benzo[c]cinnoline 180 C12H8N2 000230-17-1 83
Abundance Scan 2645 (18.831 min): BG062074.D\data.ms (-2641) (- | m/z 208.00 100.00%
152.0208.0
5000
76.0
=t i
18.50 19.00
265.0
0 }Jmmwl sl BB 588 h7 180.10  98.88%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #85295: 9,10-Anthracenedione
180.0,
5000  76.0 Mo MAT
18.50 19.00
m/z 152.00  90.25%
018.Iq‘1h1““\”
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #85294: 9,10-Anthracenedione
152.0p08.0
= =5
18.50 19.00
5000 76.0 m/z 151.00 41.81%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #85293: 9,10-Anthracenedione — —
180.0 18.50 19.00
m/z 75.95 37.27%
) | WM
m/z--> 50 100 150 200 250 300 350 400 450 500 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071524\
Data File : BGO62074.D

Acqg On : 15 Jul 2024 18:42
Operator : MA/JU

Sample : P3100-20

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.MA.M
Quant Title : SVOA 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 9,10-Dimethylanthracene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.207 6.63 ng/ul 253893  Phenanthrene-di10 17.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 90
2 3,4-Dimethylphenanthrene 206 Cl6H14 1000452-24-5 83
3 di-p-Tolylacetylene 206 C1l6H14 002789-88-0 76
4 1-Methyl-3-phenyl-1H-indene 206 C16H14 022360-62-9 76
5 Phenanthrene, 2,3-dimethyl- 206 C16H14 003674-65-5 74

Abundance Scan 2709 (19.207 min): BG062074.D\data.ms (-2704) (- | m/z 206.10 100.00%

206.1
57.0
5000

154.0 17 T
309.4 369.0  458.2 19.00 19:50
0 AL Y 02 m/z 57.85  79.29%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #82934: 9,10-Dimethylanthracene
206.0
5000 — e
19.00 19.50

m/z 43.05 60.27%

89.0
0 \2\7\.9“ \'\"\”‘\“f“\ \‘}\5‘“2\:J9\\ hiﬂw L B B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #82935: 3,4-Dimethylphenanthrene
206.0

T
19.00 19.50

5000 m/z 191.00 54.34%
89.0
SET I
mlz--> 0 50 100 150 200 250 300 350 400 450
Abundance #82924: di-p-Tolylacetylene T T
206.0 19.00 19.50

m/z 71.05 37.19%

- WWWMWWMMM&M“NMMMNMW
102.0 ‘
39.0 ,mm‘15&QJm

] B N R A RIS RRAE — —
miz-> 0 50 100 150 200 250 300 350 400 450 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071524\
Data File : BGO62074.D

Acqg On : 15 Jul 2024 18:42
Operator : MA/JU

Sample : P3100-20

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.MA.M
Quant Title : SVOA 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 20 Cyclopenta(def)phenanthrenone Concentration Rank 28

R.T. EstConc Area Relative to ISTD R.T.
19.348 2.94 ng/ul 112823  Phenanthrene-di10 17.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopenta(def)phenanthrenone 204 C15H80 005737-13-3 76
2 5,6,7,8-Tetrahydrothieno[2,3-b]q... 204 C11H12N2S 122914-50-5 64
3 2-Chloro-4-phenylphenol 204 C12H9C1l0 000092-04-6 47
4 (13R)-13-Methoxylabda-7,14-diene 304 C21H360 1000433-01-5 47
5 Naphthalene, 2-phenyl- 204 C16H12 000612-94-2 43

Abundance Scan 2733 (19.348 min): BG062074.D\data.ms (-2729) (- | m/z 204.00 100.00%

204.0
5000
= Lty
88.0 ? %\ 266.8324.9381.1 19.00 19.50
ol iptilys EHE ALY, 266832403811 457.2517.2 " o6 00 ae.6a%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #80568: Cyclopenta(def)phenanthrenone
204.0
5000 2 Bl
19.00 19.50
88.0 m/z 206.05  27.05%
O \\\‘\\‘\\J‘\“‘\\%?‘?;q\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #79578: 5,6,7,8-Tetrahydrothieno[2,3-b]quinolin-4-amine
204.0
— L
19.00 19.50
5000 ITI/Z 205.00 23.84%
oAl
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #79832: 2-Chloro-4-phenylphenol — —
204.0 19.00 19.50
m/z 173.95 18.40%
5000
139.0
ol 630
e R SRS R R AR AR RRAR AR - e
m/z--> 50 100 150 200 250 300 350 400 450 500 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071524\
Data File : BGO62074.D

Acqg On : 15 Jul 2024 18:42
Operator : MA/JU

Sample : P3100-20

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.MA.M
Quant Title : SVOA 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 21 Fluoranthene, 2-methyl- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
20.288 3.34 ng/ul 299378  Chrysene-di12 21.680
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 53
2 1,3,5-Triazine-2,4,6-triamine, N... 216 C1OH12N6 046731-79-7 53
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 49
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 49
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 47
Abundance Scan 2893 (20.288 min): BG062074.D\data.ms (-2888) (- | m/z 216.05 100.00%
550 216.1
5000
1.1 e et
20.00 20.50
. 288.1
0 HPJAHWHLM%gﬁ%MMWﬂHpH??‘mﬂ%?%%\ﬁ%%Y‘ﬂg9}\ m/z 55.00 81.80%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #94579: Fluoranthene, 2-methyl-
216.0
5000 —r— ——
20.00 20.50
m/z 215.10  80.64%
108.0
0 390‘ L A 161301‘\ L \“
\\\‘\\\\[\\\\‘!\\1[1\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #93607: 1,3,5-Triazine-2,4,6-triamine, N-(4-methylphenyl
216.0
ey —
20.00 20.50
5000 m/z 43.00 62.47%
43.0 132.0 1
Y S W N —
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #94575: 11H-Benzo[a]fluorene —— ——
216.0 20.00 20.50
m/z 41.00 51.61%
5000
108.0
A e o B B P ——
m/z--> 50 100 150 200 250 300 350 400 450 500 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071524\
Data File : BGO62074.D

Acqg On : 15 Jul 2024 18:42
Operator : MA/JU

Sample : P3100-20

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.MA.M
Quant Title : SVOA 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 22 unknown-08 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
20.311 3.78 ng/ul 338263 Chrysene-d12 21.680
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 38
2 1,3,5-Triazine-2,4,6-triamine, N... 216 C10H12N6 046731-79-7 38
3 Pyrene, 1-methyl- 216 C17H12 002381-21-7 38
4 Benzoic acid, 3-(5-formyl-2-furyl)- 216 C12H804 304884-54-6 30

5 1-Allylglycine, N-pentafluoropro... 415 C19H30F5NO3 1000325-33-7 27

Abundance Scan 2897 (20.311 min): BG062074.D\data.ms (-2895) (- | m/z 57.10 100.00%
57.1
216.1
5000
20‘06 ‘20‘50‘
113.1 : :
299.1 .
0 bbb bR 5922 3035 4554 536 10 43,00 70.15%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #94571: 7TH-Benzo[c]fluorene
216.0
5000 — —
20.00 20.50
108.0 m/z 216.10 62.97%
O \\\‘\\\‘\“‘“\\\\‘\\\u\‘\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #93607: 1,3,5-Triazine-2,4,6-triamine, N-(4-methylphenyl
216.0
o P
20.00 20.50
5000 ITI/Z 71.05 47 .23%
430 1320 1
D —
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #94570: Pyrene, 1-methyl- T T
216.0 20.00 20.50
m/z 215.00 37.43%
5000
108.0
m/z--> 50 100 150 200 250 300 350 400 450 500 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071524\
Data File : BGO62074.D

Acqg On : 15 Jul 2024 18:42
Operator : MA/JU

Sample : P3100-20

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.MA.M
Quant Title : SVOA 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 23 11H-Benzo[a]fluoren-11-one Concentration Rank 27

R.T. EstConc Area Relative to ISTD R.T.
21.081 2.95 ng/ul 264524  Chrysene-di12 21.680
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[a]fluoren-11-one 230 C17H100 000479-79-8 90
2 7H-Benz[de]anthracen-7-one 230 C17H100 000082-05-3 87
3 7H-Benz[de]anthracen-7-one 230 C17H1e00 000082-05-3 87
4 7H-Benz[de]anthracen-7-one 230 C17H1e0 000082-05-3 76
5 7H-Benz[de]anthracen-7-one 230 C17H100 000082-05-3 74

Abundance Scan 3028 (21.081 min): BG062074.D\data.ms (-3024) (- | m/z 230.10 100.00%
230.1
21.00 |
100.0 174, :
0L 39 b b 3202 4332 535 4; 262,05  30.37%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #111819: 11H-Benzo[a]fluoren-11-one
230.0
5000 —— ‘
21.00
101.0 m/z 200.00 20.99%
39.0 “ 174u4
0 \\‘\i\“\'\‘\'y\‘\\\1'\\"\\“‘1\ L L L O L B R R
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #111822: 7H-Benz[de]anthracen-7-one
230.0
T [
21.00
5000 m/z 231.00 18.22%
101.0
39.0 ‘ 174.4
Y
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #111820: 7H-Benz[de]anthracen-7-one T ‘
230.0 21.00
m/z 201.10 15.66%
5000
101.0
174.
039-01",w4| R S—— bl ‘
m/z--> 50 100 150 200 250 300 350 400 450 500 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071524\
Data File : BGO62074.D

Acqg On : 15 Jul 2024 18:42
Operator : MA/JU

Sample : P3100-20

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.MA.M
Quant Title : SVOA 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 24 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.310  18.63 ng/ul 1668260 Chrysene-d12 21.680
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 97
2 Cyclohexadecane 224 C16H32 000295-65-8 93
3 Hexacosyl heptafluorobutyrate 578 C30H53F702 1000351-83-3 91
4 Tetracosyl trifluoroacetate 450 C26H49F302 1000351-76-4 91
5 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 91
Abundance Scan 3067 (21.310 min): BG062074.D\data.ms (-3062) (- | m/z 57.00 100.00%
57.0
- JJL,
— —
’ 251 2273'1 21.00 21.50
ob bl L 8142 43204985 ., 43,00  98.95%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209741: 1-Docosene
55.0
5000 — —
21.00 21.50
{ I m/z 55.00 82.97%
O‘\\‘\J‘“\1T‘\“‘4\L¥“\\f\‘\\\\‘\\\:3\0‘\8\.\0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104594: Cyclohexadecane
55.0
— —
21.00 21.50
5000 m/z 41.00 64.01%
‘ { | h 2240
ot
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #345564: Hexacosy! heptafluorobutyrate — —
57.0 21.00 21.50
m/z 83.05 43.97%
) i
0 \‘ “\11“1119502640 36f10 560.(
_‘H‘H‘WH“‘H‘_‘H‘HH‘H‘W‘H‘_‘HM‘H‘H‘W‘H P r
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071524\
Data File : BGO62074.D

Acqg On : 15 Jul 2024 18:42
Operator : MA/JU

Sample : P3100-20

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.MA.M
Quant Title : SVOA 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 25 7H-Benz[de]anthracen-7-one Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
21.410 5.08 ng/ul 455165  Chrysene-di12 21.680
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[a]fluoren-11-one 230 C17H100 000479-79-8 91
2 7H-Benz[de]anthracen-7-one 230 C17H100 000082-05-3 81
3 7H-Benz[de]anthracen-7-one 230 C17H1e00 000082-05-3 68
4 6H-Benz[de]anthracen-6-one 230 C17H1e0 080252-14-8 68
5 7H-Benz[de]anthracen-7-one 230 C17H100 000082-05-3 58

Abundance Scan 3084 (21.410 min): BG062074.D\data.ms (-3080) (- | m/z 230.05 100.00%
230.1
2150
390 101.0 17 % ‘ :
Ol kbbb byl 323:2380.8 4761838y, 007 05 27.62%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #111819: 11H-Benzo[a]fluoren-11-one
230.0
5000 — 1
21.50
101.0 m/z 200.10 25.83%
Jsso || 179
\\\‘\\\\‘!\\\‘\\\\y!\ \’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #111825: 7H-Benz[de]anthracen-7-one
230.0
—r—
21.50
5000 m/z 230.95 20.95%
101.0
o | 1740
B B o o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #111822: 7H-Benz[de]anthracen-7-one T
230.0 2150
m/z 201.05 13.64%
5000
101.0
39.0 ‘ 174.4
O+ttt e e ,
m/z--> 50 100 150 200 250 300 350 400 450 500 2150

SFAM-EPA-BG070224.MA.M Wed

Jul 17 @07:30:56 2024

Page:

29



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071524\
Data File : BGO62074.D

Acqg On : 15 Jul 2024 18:42
Operator : MA/JU

Sample : P3100-20

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.MA.M
Quant Title : SVOA 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 26 (DEL) Alkane: Straight-Chai... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
21.857 3.28 ng/ul 293746  Chrysene-di12 21.680
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricosane, 2-methyl- 338 C24H50 001928-30-9 89
2 Tricosane, 2-methyl- 338 C24H50 001928-30-9 89
3 Docosane 310 C22H46 000629-97-0 68
4 Docosane, 7-hexyl- 394 C28H58 055373-86-9 68
5 3,5-Dimethyldodecane 198 C14H30 107770-99-0 68

Abundance Scan 3160 (21.857 min): BG062074.D\data.ms (-3157) (- | m/z 43.00 100.00%

3

%.

5000
207.0 2f56 ézbd
0l "‘ “H‘hl“c#“m\H‘L W 2IL23320, 4018 4752531, T og 65 og.25%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #246491: Tricosane, 2-methyl-
43.0
5000 “ ——
21.50 22.00
m/z 71.00 46.78%
295.0
O“‘}”310‘%6?!0‘123?01\1l1”
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #246490: Tricosane, 2-methyl-
43.0
— —
21.50 22.00
5000 ITI/Z 41.00 38.05%
0t l‘ 80 239029?0\ MWJWMWMW/\VWWAMWMW
_“,‘H"H‘w“u‘u“_‘u“u‘_“w‘u‘,H‘w“u
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #212281: Docosane “ ——
57.0 21.50 22.00
m/z 55.00 36.38%
5000

;

o || [127:0183.0 253.0310.0
_mwH_‘H_m‘wwwu_wm‘,w,w

“ ‘ ‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071524\
Data File : BGO62074.D

Acqg On : 15 Jul 2024 18:42
Operator : MA/JU

Sample : P3100-20

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.MA.M
Quant Title : SVOA 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 27 Bicyclo[10.8.0]eicosane, cis- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

22.098 6.68 ng/ul 598588 Chrysene-d12 21.680
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[10.8.0]eicosane, cis- 278 C20H38 1000155-82-2 94
2 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 86
3 8-Octadecenoic acid, methyl ester 296 C19H3602 002345-29-1 86
4 Oxirane, tetradecyl- 240 C16H320 007320-37-8 83
5 Ethanol, 2-(9-octadecenyloxy)-, ... 312 C20H4002 005353-25-3 83

Abundance Scan 3201 (22.098 min): BG062074.D\data.ms (-3197) (- | m/z 43.00 100.00%

43.0
5000

—_— :
m 217127913352 0 22.00 22.50
O‘H\J“"“h”‘m\q”‘ LR 1202 8086 /7 s7.00  86.72%
m/z—> 0 50 100 150 200 250 300 350 400 450 500
Abundance #171306: Bicyclo[10.8.0]eicosane, cis-
56.0
5000 == :
218.0 22.00 22.50

m/z 55.00 77.57%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194445: 9-Octadecenoic acid, methyl ester, (E)-
55.0

—— —
264.0 22.00 22.5(1
5000 ITI/Z 41.00 70.44%
3'0180.0
oputd '“HIMW e
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #194407: 8-Octadecenoic acid, methyl ester —— —

55.0 22.00 22.50

m/z 82.00 51.89%

5000
264.0
” 301800
} l“ n\.ﬂ Ih\ Im n - \L . \ \

O bbb b b s &
miz—> 0 50 100 150 200 250 300 350 400 450 500 22.00 22.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71524\
Data File : BG@62074.D

Acqg On : 15 Jul 2024 18:42

Operator : MA/JU

Sample : P3100-20

Misc

ALS vial : 8

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224 .MA.M

: SVOA CALIBRATION

¢ 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 28 (DEL) Alkane: Straight-Chai... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
22.491 46.16 ng/ul 4133630  Chrysene-di12 21.680
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 1-Docosene 308 C22H44 001599-67-3 94
3 1-Docosanethiol 342 C22H46S 007773-83-3 91
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 9-Tricosene, (Z)- 322 C23H46 027519-02-4 90

Abundance Scan 3268 (22.491 min): BG062074.D\data.ms (-3258) (- | m/z 43.00 100.00%

43.0 '
5000
1011
S
2250
“ ‘ 20112580
0l _m_‘}‘ b ho2ees 3976 4938 n/z ss.ee  97.33%
m/z—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #209740: 1-Docosene
57.0
5000 2556
308.0 :
‘ 1}5'0 ‘ m/z 57.16  92.71%
| 510
O‘\\\\ ‘\\\J\ h\h\llA\ATTA\I‘%\\\[\\\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500

%

Abundance #209741: 1-Docosene
55.0
22.50
5000 ITI/Z 41.00 63.82%
125.0
0 L ‘ \\‘1820 308.0
_“““ (T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #251509: 1-Docosanethiol T
43.0 22.50
m/z 83.10 62.51%
5000 111.0
308.0
AL R JL
m/z--> 0 50 100 150 200 250 300 350 400 450 500 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071524\
Data File : BGO62074.D

Acqg On : 15 Jul 2024 18:42
Operator : MA/JU

Sample : P3100-20

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.MA.M
Quant Title : SVOA 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 29 1,21-Docosadiene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.502 64.62 ng/ul 1743810  Perylene-di12 24.900
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,21-Docosadiene 306 C22H42 053057-53-7 93
2 Octadecanal 268 C18H360 000638-66-4 87
3 Octadecanal 268 C18H360 000638-66-4 87
4 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 86
5 1,16-Hexadecanediol 258 C16H3402 007735-42-4 83
Abundance Scan 3440 (23.502 min): BG062074.D\data.ms (-3434) (- | m/z 43.00 100.00%
43.0
- J
m o
253.1 .
- _Hug‘l haerd 1262442334898 ./, s57.10  89.79%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #207438: 1,21-Docosadiene
55.0
5000 =
23.50
m/z 55.05 73.13%
4.0 306.0
O‘\\J‘f ‘\l{‘\“\\'l\ﬂfﬂ\Wf2\0‘\8\(\)\‘\‘\J\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #158566: Octadecana
43.0
T 1
23.50
5000 m/z 41.00 56.09%
0.0
oL Ll 1800 2500
A e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #158568: Octadecanal T
43.0 23.50
m/z 82.05 49.52%
5000
109.0
| " | 250.0
O‘H‘“"HJWﬂm%w‘H‘_‘H‘H‘w‘u‘_‘u‘u‘w‘u‘_ s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071524\
Data File : BGO62074.D

Acqg On : 15 Jul 2024 18:42
Operator : MA/JU

Sample : P3100-20

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.MA.M
Quant Title : SVOA 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 30 (DEL) Alkane: Cyclic24.031 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
24.031 45.16 ng/ul 1218700  Perylene-di12 24.900
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclodocosane, ethyl- 336 C24H48 1000151-22-6 93
2 1-Docosene 308 C22H44 001599-67-3 90
3 1-Tetracosene 336 C24H48 010192-32-2 90
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 90
5 1-Tricosene 322 C23H46 018835-32-0 90

Abundance Scan 3530 (24.031 min): BG062074.D\data.ms (-3525) (- | m/z 55.00 100.00%
5.0

5000
111.1
L \
24.00
1671 2679 3561
Ol ,‘Hl‘\-,“zgg“%e m/z 43.00 92.48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #244234: Cyclodocosane, ethyl-
57.0
5000 =
24.00
m/z 57.00 84.52%
‘ [ 105.0 307.0
O‘\\\\’\\\\“‘\I\‘\lf‘l]\-Ws\]-\‘O%?\)?’q\\\“\\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #209740: 1-Docosene
57.0
L \
24.00
5000 ITI/Z 97.10 69.73%
125.0 308.0
181.0
0 ,IL“J"““"'\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #244231: 1-Tetracosene T ‘
43.0 24.00
m/z 69.00 68.62%
111.0
5000
P )7
m/z--> 0 50 100 150 200 250 300 350 400 450 500 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071524\
Data File : BGO62074.D

Acqg On : 15 Jul 2024 18:42
Operator : MA/JU

Sample : P3100-20

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.MA.M
Quant Title : SVOA 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 31 1,19-Eicosadiene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
25.429 105.94 ng/ul 2858560  Perylene-d12 24.900
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,21-Docosadiene 306 C22H42 053057-53-7 97
2 1,19-Eicosadiene 278 C20H38 014811-95-1 90
3 1,13-Tetradecadiene 194 C14H26 021964-49-8 86
4 1,16-Hexadecanediol 258 C16H3402 007735-42-4 81
5 Octacosanal 408 C28H560 022725-64-0 81

Abundance Scan 3768 (25.429 min): BG062074.D\data.ms (-3759) (- | m/z 43.05 100.00%
43.0
‘HI s
266.1 :
o_m,‘w\ll‘“mlf‘?‘l‘_m_m_“‘36%““7‘?““‘2‘437‘5”‘ m/z 57.05 91.71%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #207438: 1,21-Docosadiene
55.0
5000 T
25.50
110.0 m/z 55.00 73.34%
306.0
O‘\\J‘f!"\\III“\‘IH\L"HWIZ\(‘)\s\(\)\‘\‘\J\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #171302: 1,19-Eicosadiene
55.0
P
25.50
5000 ITI/Z 82.00 54.50%
1110.0
or i) || 1660 2500
_“‘“H‘H““‘w‘H“H“_‘H“H“H‘w“u“u‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #69391: 1,13-Tetradecadiene —=5
55.0 25.50
m/z 41.00 53.08%
5000
110.0
b L asso -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 25.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071524\
BG062074.D

: 15 Jul 2024 18:42
: MA/JU
. P3100-20

: 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224 .MA.M

: SVOA CALIBRATION

¢ 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 32 (DEL) Alkane: Straight-Chai... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
26.046 270.93 ng/ul 7310830  Perylene-d12 24.900
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 95
2 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
3 Octadecane, 5,14-dibutyl- 366 C26H54 055282-13-8 94
4 Docosane, 11-butyl- 366 C26H54 013475-76-8 93
5 Eicosane, 3-methyl- 296 C21H44 006418-46-8 93

Abundance Scan 3873 (26.046 min): BG062074.D\data.ms (-3861) (-
57.1

m/z 57.10 100.00%

—

5000
| 169.1 26.00
o _HJ‘Mm“,2‘2]5%2‘5‘1“1‘§‘5‘1“3H,“““‘9“3f‘95“"ﬁ”_ m/z 43.00 76.69%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #229650: Heptadecane, 9-hexyl-
43.0
5000 ] ‘
26.00
m/z 71.10 44.77%
155 2100
o LA aer0za0

m/z--> 50 100 150 200 250 300 350 400 450 500

n

Abundance #194597: Pentadecane, 8-hexyl-
43.0
26.00
5000 ITI/Z 85.10 36.18%
9.0 196.0
oLy 20
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #275553: Octadecane, 5,14-dibutyl- = ‘
43.0 26.00
m/z 55.00  28.82%
5000
126.0
bt ‘ L, 18302300 > 3600
A mmmmm —
m/z--> 50 100 150 200 250 300 350 400 450 500 26.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071524\
Data File : BGO62074.D

Acqg On : 15 Jul 2024 18:42
Operator : MA/JU

Sample : P3100-20

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.MA.M
Quant Title : SVOA 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 33 Octadecanal Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
28.190 104.52 ng/ul 2820220  Perylene-d12 24.900
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanal 268 C18H360 000638-66-4 90
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 90
3 Ethanol, 2-(9-octadecenyloxy)-, ... 312 C20H4002 005353-25-3 89
4 Pentadecanal- 226 C15H300 002765-11-9 87
5 Henicosanal 310 C21H420 ©51227-32-8 87

Abundance Scan 4238 (28.190 min): BG062074.D\data.ms (-4227) (-~ m/z 57.10 100.00%
.

57.1
5000

7
’H ‘ 31 22222829 3623 : 28.00 28.50
O\H\“\J\‘\I‘\‘\'h\i\“h\\\\‘H‘\.\‘H'H.‘H\\‘\\-\\‘\4\.\4.;-‘.\4.\\\‘\5\\4\]_‘“ m/z 43.05 99.85%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #158569: Octadecanal
43.0

5000 T —
28.00 28.50
109.0 m/z 55.00  69.64%
| ” | 222.0
O‘Hr“\ ‘\|‘\l\\‘\“\l‘m\‘\‘\‘\l‘\\H\\‘\\\\\‘H\\‘\H\‘\H\‘\\H‘\\H‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #158578: Oxirane, hexadecyl-
82.0
— —
28.00 28.50
5000 ITI/Z 82.00 55.61%
OLS-M i “ [152.0210.0267.0
P A S e S e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #214974: Ethanol, 2-(9-octadecenyloxy)-, (Z)- ey s
55.0 28.00 28.50
m/z 96.10 46.34%
5000
F4.o 250.0
1L 1030003120

ol e e — === oo
miz—> 0 50 100 150 200 250 300 350 400 450 500 28.00 28.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071524\
Data File : BGO62074.D

Acqg On : 15 Jul 2024 18:42
Operator : MA/JU

Sample : P3100-20

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.MA.M
Quant Title : SVOA 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 34 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
29.031 61.21 ng/ul 1651810  Perylene-di12 24.900
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane, 11-decyl- 437 C31H64 055320-06-4 80
2 2-Methylheptacosane 394 C28H58 001561-00-8 72
3 Tricosane, 2-methyl- 338 C24H50 001928-30-9 72
4 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 60
5 4-Methylheneicosane 310 C22H46 025117-29-7 58

Abundance Scan 4381 (29.031 min): BG062074.D\data.ms (-4372) (- | m/z 57.00 100.00%
57.0

%

5000
29.00
1271 211.2 278 0
ol A LR 22 T 84144033 4762533, 43,00 76.04%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #320594: Heneicosane, 11-decyl-
57.0
5000 —— :
29.00
295.0 m/z 71.1@ 43.92%
127.0
OJWIW}\!WHWlh\ll%W‘;I!\f4350
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #298432: 2-Methylheptacosane
57.0
U \

29.00
5000 m/z 85.10 39.13%
127.0 351.0
}m 197.0 267.0
Ok \‘\“\\\M'\\‘\\\\l\l‘%\lw‘\“\'\\'\‘\\H‘lul\\‘uu‘uu‘uu‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #246491: Tricosane, 2-methyl- T
43.0 29.00
m/z 55.00 27.41%
’ 113.0 183.0 295.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 29.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@71524\
Data File : BG062074.D

Acqg On : 15 Jul 2024 18:42
Operator : MA/JU

Sample : P3100-20

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070224.MA.M
Quant Title : SVOA 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|
unknown-01 3.719 3.5 ng/ul 54025 1 8.043 311503 20.0
unknown-02 3.966 2.4 ng/ul 37770 1 8.043 311503 20.0
unknown-03 5.117 2.1 ng/ul 33218 1 8.043 311503 20.0
Pentanedioic ac... 9.759 3.1 ng/ul 72353 2 10.858 464095 20.0
1-Phenoxypropan... 11.586 3.9 ng/ul 90001 2 10.858 464095 20.0
Naphthalene, 1,... 13.989 2.1 ng/ul 70102 3 14.671 678615 20.0
unknown-04 16.381 4.0 ng/ul 153464 4 17.421 766274 20.0
Benzoic acid, 2... 16.557 4.0 ng/ul 152177 4 17.421 766274 20.0
9H-Fluoren-9-one 17.074 2.3 ng/ul 88099 4 17.421 766274 20.0
unknown-05 17.156 3.9 ng/ul 148917 4 17.421 766274 20.0
unknown-06 18.002 3.1 ng/ul 119986 4 17.421 766274 20.0
n-Hexadecanoic ... 18.302 16.4 ng/ul 628892 4 17.421 766274 20.0
Phenanthrene, 1... 18.337 6.3 ng/ul 241774 4 17.421 766274 20.0
unknown-07 18.484 8.0 ng/ul 306295 4 17.421 766274 20.0
5H-Dibenzo[a,d]... 18.525 2.9 ng/ul 110739 4 17.421 766274 20.0
(DEL) Alkane: S... 18.578 4.1 ng/ul 157910 4 17.421 766274 20.0
5,16[1',2"']:8,1... 18.790 2.6 ng/ul 100315 4 17.421 766274 20.0
9,10-Anthracene... 18.831 4.8 ng/ul 182063 4 17.421 766274 20.0
9,10-Dimethylan... 19.207 6.6 ng/ul 253893 4 17.421 766274 20.0
Cyclopenta(def)... 19.348 2.9 ng/ul 112823 4 17.421 766274 20.0
Fluoranthene, 2... 20.288 3.3 ng/ul 299378 5 21.680 1791190 20.0
unknown-08 20.311 3.8 ng/ul 338263 5 21.680 1791190 20.0
11H-Benzo[a]flu... 21.081 3.0 ng/ul 264524 5 21.680 1791190 20.0
(DEL) Alkane: S... 21.310 18.6 ng/ul 1668260 5 21.680 1791190 20.0
7H-Benz[de]anth... 21.410 5.1 ng/ul 455165 5 21.680 1791190 20.0
(DEL) Alkane: S... 21.857 3.3 ng/ul 293746 5 21.680 1791190 20.0
Bicyclo[10.8.0]... 22.098 6.7 ng/ul 598588 5 21.680 1791190 20.0
(DEL) Alkane: S... 22.491 46.2 ng/ul 4133630 5 21.680 1791190 20.0
1,21-Docosadiene 23.502 64.6 ng/ul 1743810 6 24.900 539676 20.0
(DEL) Alkane: C... 24.031 45.2 ng/ul 1218700 6 24.900 539676 20.0
1,19-Eicosadiene 25.429 105.9 ng/ul 2858560 6 24.900 539676 20.0
(DEL) Alkane: S... 26.046 270.9 ng/ul 7310830 6 24.900 539676 20.0
Octadecanal 28.190 104.5 ng/ul 2820220 6 24.900 539676 20.0
(DEL) Alkane: S... 29.031 61.2 ng/ul 1651810 6 24.900 539676 20.0
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