LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52924\
Data File : BGO61326.D

Acqg On : 29 May 2024 13:13
Operator : MA/JU

Sample : P2568-02

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-BG052124.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO61326.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.040 6 9 11 rBV 17280 18094 0.84% 0.144%
2 3.081 11 16 40 rVB 1279410 2164451 100.00% 17.181%
3 3.616 104 107 115 rVB2 3549 6825 0.32% 0.054%
4 3,751 126 130 138 rBV3 10285 18412 ©0.85% 0.146%
5 3.863 145 149 155 rBvV3 9650 15192 0.70% 0.121%
6 4.309 220 225 231 rBV 33519 48296 2.23% 0.383%
7 4.715 289 294 300 rBvV2 18589 28331 1.31% 0.225%
8 5.085 351 357 363 rBV3 4091 6784 0.31% 0.054%
9 7.065 683 694 704 rBvV 65427 114270 5.28% 0.907%
10 7.212 712 719 726 rVB 44111 70324 3.25% 0.558%
11 7.417 747 754 761 rBvV2 61081 105847 4.89% 0.840%
12 7.881 826 833 840 rBV 99441 165432 7.64% 1.313%
13 8.598 948 955 963 rBV2 64400 110183 5.09% ©0.875%
14  9.039 1022 1030 1039 rBV 67025 117230 5.42% 0.931%
15 9.591 1120 1124 1131 rVB2 8735 13398 0.62% 0.106%

16 9.762 1146 1153 1162 rVB 59279 104367 4.82%
17 10.308 1240 1246 1255 rBV3 81786 149838 6.92%
18 10.672 1300 1308 1316 rBV 142505 251179 11.60%
19 10.813 1325 1332 1339 rBV2 49085 90718 4.19%
20 11.413 1430 1434 1443 rVB3 6841 11814 0.55%

OCOR RO
0
O
I
R

21 13.921 1851 1861 1866 rBV 169263 239261 11.05%
22 14.209 1900 1910 1921 rBV 180499 283544 13.10%
23 14.515 1956 1962 1968 rVV 241479 360611 16.66%
24 14.744 1992 2001 2011 rBV3 29081 64220 2.97%

NONMNDNPRE
o]
[e)]
w
B

25 15.508 2124 2131 2138 rBV 250678 352667 16.29% 799%
26 15.643 2149 2154 2166 rVB 45194 71783 3.32% ©@.570%
27 16.230 2249 2254 2257 rBV5 4636 8014 0.37% 0.064%
28 16.912 2367 2370 2378 rVB3 5997 10649 ©.49% ©0.085%
29 17.024 2384 2389 2394 rVV5 4473 8894 0.41% 0.071%
30 17.082 2394 2399 2404 rVB4 4670 8134 0.38% 0.065%

31 17.265 2423 2430 2434 rVW 297018 449039 20.75%
32 17.306 2434 2437 2441 rVWV 83975 117861 5.45%
33 17.359 2441 2446 2458 rVB 256817 406885 18.80%

OO WO w
N
w
(&)
B

34 17.453 2458 2462 2467 rBV5 4032 8702 0.40% 069%
35 17.670 2494 2499 2502 rBV2 7836 9881  0.46% 078%
36 17.846 2525 2529 2535 rVB6 4672 8203 0.38% 0.065%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52924\
Data File : BGO61326.D

Acqg On : 29 May 2024 13:13
Operator : MA/JU

Sample : P2568-02

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-BG052124.MA.M
Title : SVOA CALIBRATION
37 18.140 2574 2579 2583 rWwW 21136 33362 1.54% 0.265%
38 18.187 2583 2587 2591 rwV 32407 49156  2.27% ©.390%
39 18.228 2591 2594 2598 rvVv 15963 20532 0.95% 0.163%
40 18.269 2598 2601 2604 rVvV2 8545 10126 0.47% ©.080%
41 18.328 2606 2611 2616 rVVv3 25941 52234 2.41% 0.415%
42 18.369 2616 2618 2623 rVB3 16627 20274 0.94% 0.161%
43 18.451 2629 2632 2635 rBV3 6129 7715 0.36% 0.061%
44 18.634 2659 2663 2667 rBV 20658 27272 1.26% 0.216%
45 18.681 2667 2671 2677 rVB2 23046 34768 1.61% 0.276%
46 18.886 2701 2706 2710 rBV3 6355 9805 ©0.45% 0.078%
47 18.933 2712 2714 2717 rVB3 8662 8110 0.37% 0.064%
48 18.974 2717 2721 2724 rVB5 7586 11002 0.51% ©0.087%
49 19.057 2729 2735 2741 rBvV2 22481 46965 2.17% 0.373%
50 19.203 2754 2760 2765 rBV4 23118 45293 2.09% 0.360%
51 19.321 2771 2780 2786 rBV 302641 431616 19.94%  3.426%
52 19.386 2786 2791 2793 rVWV3 10291 17122 0.79% 0.136%
53 19.415 2794 2796 2800 rVV5 10672 15681 0.72% 0.124%
54 19.468 2802 2805 2808 rvv2 14047 21975 1.02% 0.174%
55 19.527 2810 2815 2817 rVV6 12040 23738 1.10% ©0.188%
56 19.562 2818 2821 2827 rVV6 14299 31237 1.44% 0.248%
57 19.650 2831 2836 2839 rvv2 367859 561684 25.95%  4.459%
58 19.679 2839 2841 2849 rVB 269646 359739 16.62% 2.856%
59 19.756 2849 2854 2858 rBv2 18033 30517 1.41% 0.242%
60 19.791 2858 2860 2863 rVB4 11065 10061 0.46% ©0.080%
61 19.862 2866 2872 2875 rBV 18929 31961 1.48% 0.254%
62 19.997 2891 2895 2898 rBV3 28599 49660 2.29% 0.394%
63 20.138 2915 2919 2921 rBV3 20350 29192 1.35% 0.232%
64 20.173 2922 2925 2932 rVB3 34172 58460 2.70% 0.464%
65 20.279 2939 2943 2946 rBV 12262 13230 0.61% 0.105%
66 20.332 2948 2952 2957 rVV2 34641 55182 2.55% 0.438%
67 20.373 2957 2959 2962 rVB4 9416 8507 ©0.39% 0.068%
68 20.473 2973 2976 2980 rVV2 21600 25416 1.17% 0.202%
69 20.520 2980 2984 2988 rvv2 19931 26457 1.22% 0.210%
70 20.625 2999 3002 3007 rVB6 17161 27728 1.28% 0.220%
71 20.737 3017 3021 3024 rBV3 13300 16767 ©0.77% 0.133%
72 20.772 3024 3027 3029 rBV4 9844 8645 0.40% 0.069%
73 20.931 3050 3054 3059 rVB 60236 74039  3.42% 0.588%
74 21.101 3077 3083 3087 rBV2 34866 71942  3.32% 0©.571%
75 21.148 3088 3091 3093 rVWV 32209 41862 1.93% 0.332%

76 21.195 3094 3099 3104 rVV4 49805 130244 6.02% 1.034%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52924\
Data File : BGO61326.D

Acqg On : 29 May 2024 13:13
Operator : MA/JU

Sample : P2568-02

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-BG052124.MA.M
Title : SVOA CALIBRATION
77 21.254 3106 3109 3115 rVB 54841 94626 4.37% ©.751%
78 21.407 3132 3135 3141 rVB 97036 128386 5.93% 1.019%
79 21.513 3145 3153 3158 rVvV3 398714 888415 41.05% 7.052%
80 21.560 3158 3161 3170 rVB 159983 248897 11.50% 1.976%
81 21.701 3182 3185 3190 rBV3 24614 44229 2.04% 0.351%
82 22.218 3271 3273 3280 rVB2 37818 49007 2.26% 0.389%
83 22.288 3281 3285 3293 rVB4 41707 68218 3.15% ©.542%
84 22.482 3314 3318 3322 rBV4 29568 53222 2.46% 0.422%
85 22.934 3389 3395 3401 rBV1e 27528 69710 3.22% ©.553%
86 23.193 3437 3439 3441 rBV3 7396 7217 ©0.33% 0.057%
87 23.246 3446 3448 3449 rBV2 9551 9720 0.45% 0.077%
88 23.381 3469 3471 3472 rBV2 9002 7994 0.37% 0.063%
89 23.628 3505 3513 3520 rBv2 131373 415253 19.19% 3.296%
90 24.309 3623 3629 3635 rBV 72905 181089 8.37% 1.437%
91 24.392 3636 3643 3649 rVV2 181595 461988 21.34% 3.667%
92 24.450 3649 3653 3666 rVB 115385 306230 14.15% 2.431%
93 24.597 3666 3678 3687 rBV 214854 637230 29.44% 5.058%
94 25.696 3858 3865 3874 rVBS5 24253 73465 3.39% ©.583%
95 27.129 4107 4109 4111 rBV3 6251 6889 ©.32% 0.055%
96 27.688 4202 4204 4205 rBvV2 9131 7873 0.36% 0.062%
97 28.087 4262 4272 4275 rBV2 45260 132432 6.12% 1.051%
98 28.780 4388 4390 4394 rBVS 5323 7775 0.36% 0.062%
99 29.186 4450 4459 4470 rVB3 31290 119771 5.53% 0.951%
100 31.278 4814 4815 4819 rVB4 8808 9423 0.44% 0.075%
Sum of corrected areas: 12597668
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052924\
Data File : BGO61326.D

Acqg On : 29 May 2024 13:13
Operator : MA/JU

Sample : P2568-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG052124.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG061326.D\data.ms

.081
1200000

1000000
800000
600000
400000

200000 10.672

0 177881 8508 9.039 9762 10308 b o1s
9.59 I
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Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50
Abundance TIC: BG061326.D\data.ms

3.88863 43094.7155 ogs5

1200000
1000000
800000
600000
400000

14.515 15.508 793
200000 13.924.209

4.744 043 16230 1 5357 AR G
T

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: BG061326.D\data.ms

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052924\
Data File : BGO61326.D

Acqg On : 29 May 2024 13:13
Operator : MA/JU

Sample : P2568-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG052124.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 3-Buten-2-one, 3-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
3.040 2.19 ng/ul 18094 1,4-Dichlorobenzene-d4 7.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Buten-2-one, 3-methyl- 84 C5H80 000814-78-8 50
2 1-Butene, 3,3-dimethyl- 84 C6H12 000558-37-2 9
3 1-Butene, 2,3-dimethyl- 84 C6H12 000563-78-0 9
4 Isoxazole, 5-methyl- 83 C4H5NO 005765-44-6 9
5 Propane, 2-nitro- 89 C3H7NO2 000079-46-9 9

Abundance Scan 9 (3.040 min): BG061326.D\data.ms (-6) (-) m/z 43.00 100.00%

43.0
5000 69.0 J\\
e RARRARREaERS SRR
31 84.0 3.103.203.303.40
Ol P T wiz at.ee 79.27%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1614: 3-Buten-2-one, 3-methyl-
43.0
5000 L U B I B B
15.0 69.0 84.0 3.103.203.303.40
' m/z 39.00 48.29%
27.0
55.0
0\H‘\‘1\\‘H1‘1“\3\5.\9}\‘}\\i‘\‘\‘\\‘HH“H\‘H‘H‘H
miz-> 10 20 30 40 50 60 70 80 90
Abundance #1689: 1-Butene, 3,3-dimethyl-
41.0 69.0
 ARSERRRERREEEES SRR
3.103.203.303.40
5000 m/z 69.05 38.11%
2r0 84.0
15.0 ‘ 53.0 :
0 ‘H";‘HW::‘_‘HHM‘m‘;“”‘_HM,‘HH_M,H
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1690: 1-Butene, 2,3-dimethyl- T
41.0 69.0 3.103.203.303.40
’ m/z 49.00 12.83%
5000
15.0 ‘ 55.0
Y S S 1 N N TSSO R R R s e R
m/z--> 10 20 30 40 50 60 70 80 90 3.103.203.303.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052924\
Data File : BGO61326.D

Acqg On : 29 May 2024 13:13
Operator : MA/JU

Sample : P2568-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG052124.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.081 261.67 ng/ul 2164450 1,4-Dichlorobenzene-d4 7.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 72
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 38
4 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 25
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 25
Abundance  Scan 16 (3.081 min): BG061326.D\data.ms (-11) (-) m/z 73.05 100.00%
3.0
43.0
5000
87.1
R R RasasEanasaay
‘ ‘ 9.1 3.103.203.303.403.50
0 H,mWm‘!HwwwWM_Ww_m‘w_ww m/z 43.00 60.51%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 RN RERRN R RN R
43.0 3.103.203.303.403.50
‘ 87.0 m/z 55.05 41.43%
29.0 ‘
O H’H\\“\\H“\\!\‘!\\\g‘\o\\\“\}H‘HH‘HH‘HH‘\H\‘\\H‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
R N iAaaasnanaasy
3.103.203.303.403.50
m/z 87.10  27.32%
5000 55.0
87.0
0“V‘Mbu‘w‘H‘_‘H‘H‘wth‘_‘“‘H‘w‘u‘“‘u‘u‘w‘u‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0 3.103.203.303.403.50
87.0 m/z 41.10 19.56%
5000 41.0 55.0
27.0
0 Ii ‘ 112.0 129.0
H,H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘M‘H
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 3.103.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052924\
Data File : BGO61326.D

Acqg On : 29 May 2024 13:13
Operator : MA/JU

Sample : P2568-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG052124.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 3 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.309 5.84 ng/ul 48296 1,4-Dichlorobenzene-d4 7.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentyn-3-0l, 3,4-dimethyl- 112 C7H120 001482-15-1 42
2 Zinc, bis(3-methyl-2-butenyl)- 202 C1OH18Zn 066094-28-8 40
3 2-Butene, 1-bromo-3-methyl- 148 C5H9Br 000870-63-3 36
4 Isoxazole 69 C3H3NO 000288-14-2 9
5 2-Butyn-1-o0l 70 C4H60 000764-01-2 9

Abundance Scan 225 (4.309 min): BG061326.D\data.ms (-220) (-) m/z 41.00 100.00%

41.0
69.0
5000
4.00 4.20 4.40 4.60
207.1
(I o 289wz e9.00 76.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7438 1-Pentyn-3-ol, 3,4-dimethyl-
69.0
43.0
5000 UL L B R I B |
4.00 4.20 4.40 4.60
97.0 m/z 43.00 60.49%
0 \1\5\-?\‘\‘\\‘MM\‘MH\‘\‘1“\\H‘\\\\“\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #77416: Zinc, bis(3-methyl-2-butenyl)-
41.0 69.0
4.00 4.20 4.40 4.60
5000 m/z 55.00 45.,22%
0 950 40 %7
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26547: 2-Butene, 1-bromo-3-methyl- L EUEE A
41.0 69.0 4.00 4.20 4.40 4.60
m/z 39.00 23.11%
5000
150.0 /\
0 m‘“m‘}m“wmWm_m,‘m,mm,mwuwuu THBEY PN S BB V118
m/z--> 20 40 60 80 100 120 140 160 180 200 4.00 4.20 4.40 4.60

SFAM-EPA-BG052124.MA.M Thu May 30 03:45:30 2024 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052924\
Data File : BGO61326.D

Acqg On : 29 May 2024 13:13
Operator : MA/JU

Sample : P2568-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG052124.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 unknown-02 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.715 3.43 ng/ul 28331 1,4-Dichlorobenzene-d4 7.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropanecarboxylic acid, 2-p... 156 C9H1602 1000278-80-0 42
2 Cyclopentane, bromo- 148 C5H9Br 000137-43-9 39
3 1-Pentene, 5-bromo- 148 C5H9Br 001119-51-3 33
4 Butane, 2,3-dimethyl-2-nitro- 131 C6H13NO2 034075-28-0 16
5 Isoxazole 69 C3H3NO 000288-14-2 9

Abundance Scan 294 (4.715 min): BG061326.D\data.ms (-289) (-) m/z 41.00 100.00%

41.0
5000 691
P e ey
207.0 4.40 4.60 4.80 5.00
bl e Mz 69.10 50.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #33908: Cyclopropanecarboxylic acid, 2-pentyl ester
41.0 69.0
5000 L L B R I B B
4.40 4.60 4.80 5.00
m/z 39.00 39.96%
113.0
O\\\‘\H\\‘ ’141.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26542: Cyclopentane, bromo-
69.0
I 11 N
410 4.40 4.60 4.80 5.00
5000 ' m/z 43.00 34.63%
0150 “H - 108.0  148.0
-t
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26538: 1-Pentene, 5-bromo-
41.0 69.0 4.40 4.60 4.80 5.00
m/z 42.00 10.58%
5000
0 15\'0 ‘H Il \MH 1 ‘ 107‘.0\ 14§.0 A
B o L A RAREma R R EARGwEE
m/z--> 20 40 60 80 100 120 140 160 180 200 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052924\
Data File : BG@61326.D

Acqg On : 29 May 2024 13:13

Operator : MA/JU

Sample : P2568-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG®52124 .MA.M
: 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 5-Bromo-2-thiophenecarboxal... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
18.328 2.33 ng/ul 52234  Phenanthrene-d10 17.265
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Bromo-2-thiophenecarboxaldehyde 190 C5H3BroS 004701-17-1 83
2 5-Bromo-2-thiophenecarboxaldehyde 190 C5H3Bros 004701-17-1 83
3 3-Bromo-2-thiophenecarbaldehyde 190 C5H3BroS 000930-96-1 83
4 4-Bromothiophene-2-aldehyde 190 C5H3Bros 018791-75-8 72
5 SH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 50

Abundance Scan 2611 (18.328 min): BG061326.D\data.ms (-2606) (-

m/z 192.10 100.00%

19p.1
5000
94.7 [ e
39.0 16%.0 281 18.00 18.50
oy Wb T m/z 191.10 98.77%
miz--> 50 100 150 200 250
Abundance #64992: 5-Bromo-2-thiophenecarboxaldehyde
191.0
5000
39.0 82.0 18.00 18.50
’ m/z 189.10 88.06%
‘ ‘ “ 117.0 161.0
0 \”‘\“‘\“‘WM\ b W“\ T \H\ T \M‘\ T “‘ L B B B
miz--> 50 100 150 200 250
Abundance #64993: 5-Bromo-2-thiophenecarboxaldehyde
191.0
e gl
18.00 18.50
5000 ITI/Z 190.10 84.08%
82.0
39.0
‘ ‘ 117.0 161.0
ol dl 4 s Ee )
m/z--> 50 100 150 200 250 /\A
Abundance #64991: 3-Bromo-2-thiophenecarbaldehyde e Y]
191.0 18.00 18.50
m/z 165.10 30.62%
5000
82.0
45.0
L o s i i
m/z--> 50 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052924\
Data File : BGO61326.D

Acqg On : 29 May 2024 13:13
Operator : MA/JU

Sample : P2568-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG052124.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 9,10-Dimethylanthracene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

19.057 2.09 ng/ul 46965  Phenanthrene-d10 17.265
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 89
2 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 87
3 1,3-Diphenyl-3-methylcyclopropene 206 Cl6H14 086544-79-8 81
4 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 81
5 di-p-Tolylacetylene 206 Cl6H14 002789-88-0 81

Abundance Scan 2735 (19.057 min): BG061326.D\data.ms (-2729) (-  m/z 206.10 100.00%

206.1
5000
89.0 o 165.0 19.00
0 40\0 I \\ ‘ h \ H\ bl \h\ 303.! 9
S T ¥ wuu b il 3985 sy 191,05 57.44%
miz--> 50 100 150 200 250 300
Abundance #82933: 9,10-Dimethylanthracene
206.0
5000
19.00
m/z 205.10 26.65%
89.0
sto 9 1270 1659 |
O T T T ‘ \ \h\ ‘\‘ T T \ T “\‘\”\ ‘ i‘ L T T ‘ T L T ‘ T
miz--> 50 100 150 200 250 300
Abundance #82932: 9,10-Dimethylanthracene
206.0 A M\”
AT
19.00
5000 ITI/Z 189.10 20.89%
89.0 m
0L40 ‘?%OMW ”wﬂ“‘mw NHMMNMH e
Miz--> 50 100 150 200 250 300 A
Abundance #82965: 1,3-Diphenyl-3-methylcyclopropene Mﬂ M I, = b
206.0 19.00
m/z 202.00 20.22%
5000
128.0
29.0 91.0 ‘ 1650‘ m
0“\”\\‘M\H\HN‘\‘H‘\‘d‘\‘h\w“‘ T —
m/z--> 50 100 150 200 250 300 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052924\
Data File : BG@61326.D

Acqg On : 29 May 2024 13:13

Operator : MA/JU

Sample : P2568-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG®52124 .MA.M
: 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 Cyclopenta(def)phenanthrenone Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
10.203  2.02 ng/ul 45293  Phenanthrene-d1e 17.265
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cyclopenta(def)phenanthrenone 24 C15HBO 005737-13-3 68
2 5,6,7,8-Tetrahydrothieno[2,3-b]q... 204 C11H12N2S 122914-50-5 59

3 3,4-Bi
4 Naphth
5 Tricyc

phenyldicarbonitrile
alene, 2-phenyl-

lo[5.1.0.0(2,4)]octane, 5-...

204 C14H8N2
204 Cl16H12
247 C17H29N

Abundance Scan 2760 (19.203 min): BG061326.D\data.ms (-2754) (-

004128-63-6 47
000612-94-2 43
1000063-59-3 43

m/z 204.10 100.00%

204.1
5000
391 750 100.9 15‘0-0 | ‘ m“n 304.1 19.00 19.50
(o N AT N TTREEE S N m/z 176.10  40.95%
miz--> 50 100 150 200 250 300 ﬂ
Abundance #80568: Cyclopenta(def)phenanthrenone
204.0
5000
19.00 19.50
88.0 m/z 205.10  21.06%
150.0 ‘
o] - T T T T T T T
miz--> 50 100 150 200 250 300
Abundance #79578: 5,6,7,8-Tetrahydrothieno[2,3-b]quinolin-4-amine M
204.0 ,J\
19.00 19.50
5000 m/z 206.05  20.69%
520 940  150.0 ‘H ul \ n
oL— \‘\‘m il “\‘mw‘\ “H;m} sl Ll 1
miz--> 50 100 150 200 250 300
Abundance #80068: 3,4-Biphenyldicarbonitrile
204.0 19.00 19.50
m/z 191.00 16.54%
) MJ\WW
75.0
ol B9 Tmeotsto | ) gy
m/z--> 50 100 150 200 250 300 19.00 19.50

SFAM-EPA-BG052124.MA.M Thu May 30 03:45:34 2024

Page:

11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052924\
Data File : BGO61326.D

Acqg On : 29 May 2024 13:13
Operator : MA/JU

Sample : P2568-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG052124.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 8 unknown-@3 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

21.195 2.93 ng/ul 130244  Chrysene-di12 21.512
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Imidazolo[1,2-a]pyridine, 6-tert... 282 C17H18N2S 071167-05-0 47
2 Benzene, [4-(3-ethynylphenyl)-1,... 226 C18H10 1000115-87-3 46
3 Cyclopenta[cd]pyrene 226 C18H1e 027208-37-3 43
4 5(10H)-Pyrido[3,4-b]quinolone, 7... 226 C13H10N202 1000256-99-5 38
5 1,3-Diamino-5,6-dihydro-7-methyl... 226 C13H14N4 037436-37-6 38

Abundance Scan 3099 (21.195 min): BG061326.D\data.ms (-3094) (-  m/z 226.10 100.00%

226.1
5000
21.00 21.50
550 11271500147 1 300.1 , . .
0187, 355.;
0! L303L b TP myz 229.10 31.24%

mlz--> 50 100 150 200 250 300 350
Abundance #176068: Imidazolo[1,2-a]pyridine, 6-tert-butylthio-2-pher
226.0

5000 Pt <
21.00 21.50
m/z 224.05 21.71%

282.0

57.0

o 1 960 13001810 | |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 50 100 150 200 250 300 350
Abundance #107264: Benzene, [4-(3-ethynylphenyl)-1,3-butadiynyl]-
226.0

-

21.00 21.50
5000 m/z 225.10  19.39%

50.0 98.0134.0 17‘4.0
phadhi

=

ottt b A
m/z--> 50 100 150 200 250 300 350
Abundance #107261: Cyclopenta[cd]pyrene

226.0 21.00 21.50
m/z 227.10 18.83%
5000
113.0
0 740 | 1740 | VA
T e T e e ey —

m/z--> 50 100 150 200 250 300 350 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052924\
Data File : BG@61326.D

Acqg On : 29 May 2024 13:13

Operator : MA/JU

Sample : P2568-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG®52124 .MA.M
: 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 11H-Benzo[a]fluoren-11-one Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
21.254 2.13 ng/ul 94626  Chrysene-d12 21.512
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 11H-Benzo[a]fluoren-11-one
2 7H-Benz[de]anthracen-7-one
3 7H-Benz[de]anthracen-7-one
4 1-Pyrenecarboxaldehyde

5 7H-Benz[de]anthracen-7-one

230 C17H1e0
230 C17H100
230 C17H1e0
230 C17H1e0
230 C17H1e0

Abundance Scan 3109 (21.254 min): BG061326.D\data.ms (-3106) (-

000479-79-8 91
000082-05-3 80
000082-05-3 72
003029-19-4 72
000082-05-3 64

m/z 230.10 100.00%

230.1
5000
0 2100 2150
431 ' 1761H . ) : .
Ol BT 2L \‘u 3001 385 s 200,00 21.60%
mlz--> 50 100 150 200 250 300 350
Abundance #111819: 11H-Benzo[a]fluoren-11-one
230.0
5000 B B — /\W/
21.00 21.50
101.0 m/z 202.05 20.44%
Ot i‘G%.\q\“‘\ ““ \‘\1\37\?]\.7\;1\0\ LB B I B
miz--> 50 100 150 200 250 300 350
Abundance #111825: 7H-Benz[de]anthracen-7-one
230.0
e e
21.00 21.50
5000 ITI/Z 231.10 20.00%
101.0
0260 620\\ | u“\ | \17ﬂ0 \\h‘ I
e e S B e e e
miz--> 50 100 150 200 250 300 350
Abundance #111820: 7H-Benz[de]anthracen-7-one T T
230.0 21.00 21.50
m/z 201.00 16.06%
5000
101.0
080 830 || a3 0L L e
m/z--> 50 100 150 200 250 300 350 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052924\
Data File : BG@61326.D

Acqg On : 29 May 2024 13:13
Operator : MA/JU

Sample : P2568-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG052124.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 Perylene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24.309 5.68 ng/ul 181089  Perylene-di2 24.597
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[a]pyrene 252 C20H12 000050-32-8 93
2 Perylene 252 C20H12 000198-55-0 90
3 Benzo[a]pyrene 252 C20H12 000050-32-8 90
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 90
5 Benzo[b]fluoranthene 252 C20H12 000205-99-2 81
Abundance Scan 3629 (24.309 min): BG061326.D\data.ms (-3623) (- m/z 252.10 100.00%
25p.1
5000
AU\
125.0 2001 24.00 24.50
ol A28 830 i S0t 2910 885 nz 25e.05  27.38%
mlz--> 50 100 150 200 250 300 350
Abundance #138557: Benzo[a]pyrene
252.0
5000 /\W ‘ A
24.00 24.50
126.0 m/z 253.10  19.86%
miz--> 50 100 150 200 250 300 350
Abundance #138551: Perylene
252.0
— e
24.00 24.50
5000 m/z 251.10 9.09%
125.0
ol7.0 83.0 | \H 163.0200.0 . ||
T e e e e
miz--> 50 100 150 200 250 300 350 /\m
Abundance #138555: Benzo[a]pyrene A i Py
252.0 24.00 24.50
m/z 124.95 8.26%
5000
126.0
ol 50.0 87.0 | 163.0200.0 \ A
e e e e s e e AL
m/z--> 50 100 150 200 250 300 350 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052924\
Data File : BGO61326.D

Acqg On : 29 May 2024 13:13
Operator : MA/JU

Sample : P2568-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG052124.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 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
25.696 2.31 ng/ul 73465  Perylene-di12 24.597
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 Cl16H34 000544-76-3 49
2 Hentriacontane 437 C31H64 000630-04-6 49
3 Hexadecane 226 C16H34 000544-76-3 49
4 Docosane, 11-decyl- 451 C32H66 055401-55-3 49
5 Docosane, 7-butyl- 366 C26H54 055282-15-0 49

Abundance Scan 3865 (25.696 min): BG061326.D\data.ms (-3858) (-  m/z 57.05 100.00%
57.0

%

5000
‘ ‘ 141.1 194.9 264.1 318.0 25.50 26.00
0 \\HMLNNJMWMWW\UN”WUWWMMM‘W‘ ‘QH‘”‘\““ m/z 43.05 77.65%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #107219: Hexadecane
57.0
5000 — —
25.50 26.00
m/z 71.10 41.31%
ALY 1e00 2260
O\\‘\‘\[\!‘\”‘\“‘\“\I\““\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane
57.0
—— —
25.50 26.00
13.0
0 ‘ ‘km Md\\G?P‘%Z?Q 309.0 365.0 437.
i a2
m/z--> 0 50 100 150 200 250 300 350 400 wwmﬂ WWWW”WWWM
Abundance #107220: Hexadecane
57.0 2550 2600
m/z 41.00 24.24%
- W\AMM/\WWWN
130
o AL w0 2260
m/z--> 0 50 100 150 200 250 300 350 400 25.50 26.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052924\
Data File : BGO61326.D

Acqg On : 29 May 2024 13:13
Operator : MA/JU

Sample : P2568-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@52124.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|
3-Buten-2-one, 3.040 2.2 ng/ul 18094 1 7.881 165432 20.0
Butane, 2-metho... 3.081 261.7 ng/ul 2164450 1 7.881 165432 20.0
unknown-01 4.309 5.8 ng/ul 48296 1 7.881 165432 20.0
unknown-02 4.715 3.4 ng/ul 28331 1 7.881 165432 20.0
5-Bromo-2-thiop... 18.328 2.3 ng/ul 52234 4 17.265 449039 20.0
9,10-Dimethylan... 19.057 2.1 ng/ul 46965 4 17.265 449039 20.0
Cyclopenta(def)... 19.203 2.0 ng/ul 45293 4 17.265 449039 20.0
unknown-03 21.195 2.9 ng/ul 130244 5 21.512 888415 20.0
11H-Benzo[a]flu... 21.254 2.1 ng/ul 94626 5 21.512 888415 20.0
Perylene 24.309 5.7 ng/ul 181089 6 24.597 637230 20.0
(DEL) Alkane: S... 25.696 2.3 ng/ul 73465 6 24.597 637230 20.0
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