LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051623\
Data File : BP@15106.D

Acqg On : 16 May 2023 12:49
Operator : CG/JU

Sample : 02768-05

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_ P\Methods\SFAM-EPA-BP951123.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@15106.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.434 5 8 14 rVB 89003 122224 0.66% 0.076%
2 3.628 36 41 53 rVB 335379 516656 2.79% 0.323%
3 3.746 55 61 70 rVB 827760 1207523 6.51% 0.754%
4 3.881 82 84 95 rBV 197120 341950 1.84% 0.214%
5 3.975 95 100 112 rVB2 302370 492371 2.66% ©0.308%
6 4.181 129 135 139 rBV 225225 339704 1.83% 0.212%
7 4.752 225 232 238 rVW 8528809 13379432 72.16% 8.357%
8 4.799 238 240 245 rW 99688 132571 ©0.72% 0.083%
9 5.005 265 275 278 rBV 496244 735313 3.97% 0.459%
106 5.052 278 283 293 rVV 11154093 18540977 100.00% 11.581%
11  5.134 293 297 311 rVB2 141476 224980 1.21% 0.141%
12 5.263 313 319 332 rBV 672611 1026191 5.53% 0.641%
13 5.440 342 349 354 rBV 149850 231383 1.25% 0.145%
14 6.357 499 505 514 rVB 1254718 1929358 10.41% 1.205%
15 7.451 685 691 698 rVV 1409378 2157243 11.64% 1.347%
16 7.534 698 705 717 rVB 1663864 2573657 13.88% 1.608%
17 7.657 719 726 737 rBV 900824 1447119 7.80% 0.904%
18 7.840 748 757 767 rVB 976668 1540495 8.31% 0.962%
19 8.134 799 807 812 rBV 1248009 1985831 10.71% 1.240%
20 8.193 812 817 828 rVB 828350 1315168 7.09% 0.821%
21 8.393 845 851 860 rBvV2 103540 177485 ©0.96% 0.111%
22 8.504 863 870 880 rvB2 358119 589805 3.18% 0.368%
23  8.634 886 892 899 rVB 304547 479056  2.58% 0.299%
24 8.740 901 910 922 rBV 179030 338425 1.83% 0.211%
25 8.846 922 928 939 rW 62482 125140 0.67% 0.078%
26 9.310 991 1007 1018 rBV 1653392 3037844 16.38% 1.897%
27 9.416 1018 1025 1029 rVV 863960 1696805 9.15% 1.060%
28 9.504 1029 1040 1055 rVB 1444422 4512194 24.34%  2.818%
29 9.704 1069 1074 1080 rVB 125505 190503 1.03% 0.119%
30 10.040 1122 1131 1146 rBV 1118115 1898116 10.24% 1.186%

31 10.187 1151 1156 1164 rBV 69411 126831 0.68%
32 10.575 1215 1222 1236 rBV 2478601 4270365 23.03%
33 10.722 1240 1247 1258 rVV2 218634 540815 2.92%
34 10.822 1258 1264 1278 rVV 260141 474747 2.56%
35 10.963 1280 1288 1297 rVB 1738206 2919217 15.74%
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36 11.116 1306 1314 1322 rVW 368701 611175 3.30%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051623\
Data File : BP@15106.D

Acqg On : 16 May 2023 12:49
Operator : CG/JU

Sample : 02768-05

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_ P\Methods\SFAM-EPA-BP951123.MA.M
Title : SVOA CALIBRATION
37 11.892 1441 1446 1456 rVV2 130263 253129 1.37% 0.158%
38 11.992 1457 1463 1469 rVV 313297 560873 3.03% 0.350%
39 12.204 1489 1499 1508 rBv3 117994 384803 2.08% 0.240%
40 12.416 1528 1535 1545 rVV 116220 203389 1.10% 0.127%
41 12.639 1567 1573 1588 rBV 604188 991092 5.35% 0.619%
42 12.904 1609 1618 1629 rBvV3 61309 125126 0.67% 0.078%
43 13.192 1655 1667 1678 rBV 997918 1710139 9.22% 1.068%
44 13.757 1754 1763 1770 rBV ~ 185987 291601 1.57% 0.182%
45 14.175 1823 1834 1839 rBV 4300461 6111921 32.96% 3.818%
46 14.216 1839 1841 1846 rVvV 102717 139180 0.75% 0.087%
47 14.269 1846 1850 1856 rVV 303254 459521  2.48% 0.287%
48 14.328 1856 1860 1870 rVB 121374 187911 1.01% 0.117%
49 14.469 1878 1884 1894 rVV 1167417 1655410 8.93% 1.034%
50 14.669 1913 1918 1928 rVB2 168798 258120 1.39% 0.161%
51 14.775 1928 1936 1944 rBV 2802461 4125842 22.25% 2.577%
52 14.957 1962 1967 1979 rBV 264418 478884 2.58% 0.299%
53 15.475 2051 2055 2066 rBV 48537 119493 0.64% 0.075%
54 15.586 2070 2074 2086 rVVv4 82681 177825 ©0.96% 0.111%
55 15.763 2098 2104 2117 rVV 5119356 7503940 40.47% 4.687%
56 15.880 2118 2124 2138 rVV 1826541 2526637 13.63% 1.578%
57 16.127 2160 2166 2177 rVB 185328 270233 1.46% 0.169%
58 16.457 2216 2222 2231 rBV3 105575 199424 1.08% 0.125%
59 17.180 2337 2345 2352 rBV 606387 863373 4.66% 0.539%
60 17.398 2377 2382 2390 rBV2 86772 139884 ©.75% 0.087%
61 17.527 2397 2404 2412 rBV 3572128 4964151 26.77% 3.101%
62 17.622 2412 2420 2431 rVV2 3314450 5758418 31.06% 3.597%
63 17.710 2431 2435 2439 rW 174349 271002 1.46% 0.169%
64 17.763 2439 2444 2459 rVB 1287062 2182702 11.77% 1.363%
65 18.327 2535 2540 2545 rVV2 280991 385009 2.08%  0.240%
66 18.380 2545 2549 2554 rVV 264380 375844  2.03%  0.235%
67 18.457 2559 2562 2570 rVB 71050 118639 0.64% 0.074%
68 18.563 2576 2580 2586 rVB 83904 113449 0.61% 0.071%
69 18.869 2627 2632 2641 rBV2 196943 298247 1.61% 0.186%
70 19.127 2671 2676 2680 rBV 968732 1423843 7.68% 0.889%
71 19.169 2680 2683 2695 rVB3 342947 618329 3.33% 0.386%
72 19.486 2732 2737 2746 rBV2 268464 514348 2.77% 0.321%
73 19.604 2753 2757 2765 rBv2 131411 188763 1.02% 0.118%
74 19.845 2792 2798 2812 rVB 5452879 7033521 37.94% 4.393%
75 20.263 2864 2869 2875 rBV2 324692 438527 2.37% 0.274%
76 20.386 2887 2890 2894 rVB2 101852 118854 0.64% 0.074%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051623\
Data File : BP@15106.D

Acqg On : 16 May 2023 12:49
Operator : CG/JU

Sample : 02768-05

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_ P\Methods\SFAM-EPA-BP951123.MA.M
Title : SVOA CALIBRATION
77 20.604 2924 2927 2929 rBV2 81849 113514 0.61% 0.071%
78 20.639 2930 2933 2937 rVB 244239 275014 1.48% 0.172%
79 20.833 2962 2966 2969 rBV3 297904 447221 2.41% 0.279%
80 20.880 2969 2974 2975 rVV2 337200 501866 2.71% 0.313%
81 20.898 2975 2977 2982 rVV 831369 944295 5.09% 0.590%
82 20.945 2982 2985 2988 rvVv 314492 318398 1.72% 0.199%
83 21.021 2994 2998 3003 rBV 1104466 1406508 7.59% 0.879%
84 21.086 3003 3009 3013 rBV 615047 1125254 6.07% 0.703%
85 21.133 3013 3017 3019 rBV 590045 807778 4.36% 0.505%
86 21.198 3025 3028 3032 rVB 511793 621837 3.35% 0.388%
87 21.245 3033 3036 3039 rBv4 101889 143104 ©.77% ©0.089%
88 21.286 3039 3043 3046 rBv2 214821 347446  1.87% 0.217%
89 21.604 3092 3097 3107 rVB 3734173 5053702 27.26% 3.157%
90 21.810 3129 3132 3134 rBvV2 183357 255879 1.38% 0.160%
91 21.886 3141 3145 3151 rVB 369014 573430 3.09% 0.358%
92 21.951 3152 3156 3158 rBV3 429511 672100 3.62% 0.420%
93 22.104 3177 3182 3184 rBV2 745777 1185933 6.40% 0.741%
94 22.198 3194 3198 3207 rVB2 513325 1238635 6.68% 0.774%
95 22.480 3241 3246 3259 rBV 1111853 2955395 15.94%  1.846%
96 22.757 3289 3293 3298 rBV 243138 445734 2.40% 0.278%
97 23.609 3433 3438 3448 rBV2 459204 1376185 7.42% 0.860%
98 24.004 3499 3505 3516 rVB2 1423094 3162395 17.06% 1.975%
99 24.174 3527 3534 3555 rVB 2245086 5230599 28.21% 3.267%
100 26.086 3851 3859 3872 rVB2 1444537 4129720 22.27% 2.579%

Sum of corrected areas: 160102007
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051623\
Data File : BP@15106.D

Acqg On : 16 May 2023 12:49
Operator : CG/JU

Sample : 02768-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BP015106.D\data.ms
5.052
1le+07
4.752
8000000
6000000
4000000
10.575
2000000 7 10.963
6.357 134 938504

3.746 263 7' %35384538 193 10. 040
0 4§z{52f§%9ﬂ5181 g@ggé(tsf@ 440 A L Ms. /Vltg 704 o 187 10022 116 11123§

Time--> 350 400 450 500 550 600 650 700 750 8.00 8. 50 9.00 9. 50 10.00 10.50 11.00 11.50

Abundance TIC: BP015106.D\data.ms
1le+07
8000000
6000000 19.845
15.763
14.175
4000000 177852
14.775
2000000 15.880 263
12630 192 14469 17180 ||| 19.127
ol22mAI6 12504 | 13757 IR SH 55T 1anzpn |101200a5T arasyio ISR 009 IO, | 200
et L e e B e T o e o B a E  E Ea a  eeee
Time--> 12. 50 13.00 13. 50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BP015106.D\data.ms
1e+07
8000000
6000000
21.604
4000000
2000000 26.086
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051623\
Data File : BP@15106.D

Acqg On : 16 May 2023 12:49
Operator : CG/JU

Sample : 02768-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.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 1-Butene, 2-chloro-3-methyl- Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
3.628 5.20 ng/ul 516656 1,4-Dichlorobenzene-d4 8.134

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butene, 2-chloro-3-methyl- 104 C5HOC1 017773-64-7 91
2 2-Butene, 2-chloro-3-methyl- 104 C5H9C1 017773-65-8 90
3 1-Butene, 2-(chloromethyl)- 104 C5H9C1 023010-02-8 90
4 1-Butene, 1-chloro-2-methyl- 104 C5HOC1 023378-11-2 64
5 1-Butene, 2-chloro-3-methyl- 104 C5HOC1 017773-64-7 59
Abundance  Scan 41 (3.628 min): BP015106.D\data.ms (-36) (-) m/z 69.05 100.00%
69.0
5000
| ‘ 360 3.80 4.00
ol Ak | £30.0 207.0266.9326.9 4292 5233 = n/; 41.e0 87.58%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5472: 1-Butene, 2-chloro-3-methyl-
69.0
5000 LI L L B B L B
3.60 3.80 4.00
m/z 53.00 57.65%
()J L““\‘“h\’\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5460: 2-Butene, 2-chloro-3-methyl-
41.0
3.60 3.80 4.00
5000 104.0 m/z 103.95  53.58%
OL\ML‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5459: 1-Butene, 2-(chloromethyl)-
41.0 3.60 3.80 4.00
m/z 39.00 35.60%
5000
104.0
OH‘\‘ ““c“"\’\“J\m‘\m‘\m‘uu‘mwm‘\m‘\m‘\m‘\ A L
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051623\
Data File : BP@15106.D

Acqg On : 16 May 2023 12:49
Operator : CG/JU

Sample : 02768-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.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 1-Butene, 2-(chloromethyl)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
3.746  12.16 ng/ul 1207520 1,4-Dichlorobenzene-d4 8.134

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butene, 2-(chloromethyl)- 104 C5HOC1 023010-02-8 96
2 1-Butene, 2-(chloromethyl)- 104 C5H9C1 023010-02-8 91
3 1,2-Butadiene, 3-methyl- 68 C5H8 000598-25-4 60
4 1,2-Butadiene, 3-methyl- 68 C5H8 000598-25-4 55
5 2-Pentyne 68 C5H8 000627-21-4 45
Abundance  Scan 61 (3.746 min): BP015106.D\data.ms (-55) (-) m/z 69.00 100.00%
69.0
5000
‘ ’ 3.60 3.80 4.00
o dllill } 185.0 207.0266.9 354.9 45675208 /7 41,05 85.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5458: 1-Butene, 2-(chloromethyl)-
69.0
5000 L B L A L L B
3.60 3.80 4.00
‘ m/z 52.95 63.45%
O‘\\\ll“\“ k\’\“’\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5459: 1-Butene, 2-(chloromethyl)-
41.0
3.60 3.80 4.00
5000 m/z 67.95 62.59%
104.0
0"" L“\u‘\\u,\u\,u\\‘uH‘HHWHWHWH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #531: 1,2-Butadiene, 3-methyl-
68.0 3.60 3.80 4.00
m/z 39.00 59.74%
- LJ\J\JU\
0"",, e BB
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.60 3.80 4.00

SFAM-EPA-BP051123.MA.M Wed May 17 11:12:31 2023 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051623\
Data File : BP@15106.D

Acqg On : 16 May 2023 12:49
Operator : CG/JU

Sample : 02768-05

Misc

ALS vial : 8

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.MA.M
: SVOA CALIBRATION

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 2-Butene, 1-chloro-2-methyl- Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
3.975 4.96 ng/ul 492371  1,4-Dichlorobenzene-d4 8.134

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butene, 1-chloro-2-methyl- 104 C5HOC1 013417-43-1 91
2 3-Methyl-3-chloro-1-butene 104 C5H9C1 002190-48-9 91
3 2-Butene, 1-chloro-2-methyl- 104 C5H9Cl 013417-43-1 91
4 1-Butene, 2-chloro-3-methyl- 104 C5HOC1 017773-64-7 87
5 1-Butene, 2-(chloromethyl)- 104 C5HOC1 023010-02-8 78
Abundance  Scan 100 (3.975 min): BP015106.D\data.ms (-95) (-) m/z 69.00 100.00%
69.0
5000
‘ 3.60 3.80 4.00 4.20
ol | 142220812690 356.0 4300 5401 /7 41.1p  85.76%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5466: 2-Butene, 1-chloro-2-methyl-
69.0
5000 DR RRERE R R
3.60 3.80 4.00 4.20
‘ m/z 53.00 42.15%
O‘J“f“‘l”
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5457: 3-Methyl-3-chloro-1-butene
69.0
3.60 3.80 4.00 4.20
5000 m/z 104.00 37.65%
AN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5471: 2-Butene, 1-chloro-2-methyl-
41.0 3.60 3.80 4.00 4.20
m/z 39.00 36.22%
5000
104.0
07 h'J“l SRR AR AR SRR SRR SRABRARRA AR
-t EANRARRAREREA REEr
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051623\
Data File : BP@15106.D

Acqg On : 16 May 2023 12:49
Operator : CG/JU

Sample : 02768-05

Misc

ALS vial : 8

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.MA.M
: SVOA CALIBRATION

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 4 3-Methyl-3-chloro-1-butene Concentration Rank 32

R.T. EstConc Area Relative to ISTD R.T.
4.181 3.42 ng/ul 339704 1,4-Dichlorobenzene-d4 8.134
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butene, 1-chloro-2-methyl- 104 C5HOC1 013417-43-1 96
2 3-Methyl-3-chloro-1-butene 104 C5H9C1 002190-48-9 91
3 2-Butene, 1-chloro-3-methyl- 104 C5H9Cl 000503-60-6 91
4 1-Butene, 2-chloro-3-methyl- 104 C5HOC1 017773-64-7 90
5 2-Butene, 1-chloro-3-methyl- 104 C5HOC1 000503-60-6 87
Abundance Scan 135 (4.181 min): BP015106.D\data.ms (-129) (-) m/z 69.05 100.00%
69.0
5000
‘ L 3.80 4.00 4.20 4.40 4.60
Obrddeh | 1280 2078 2810 3938 488.1549. /7 41.00  78.56%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5466: 2-Butene, 1-chloro-2-methyl-
69.0
5000 NN AL
3.80 4.00 4.20 4.40 4.60
‘ ‘ m/z 103.95 36.12%
0‘\\1\““f“‘\l\“’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5457: 3-Methyl-3-chloro-1-butene
69.0
3.80 4.00 4.20 4.40 4.60
5000 m/z 39.00 34.32%
bl
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5470: 2-Butene, 1-chloro-3-methyl- ERARAREEEEEEE R ay Ly
41.0 3.80 4.00 4.20 4.40 4.60
m/z 52.95 34.30%
5000
J 104.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051623\
Data File : BP@15106.D

Acqg On : 16 May 2023 12:49
Operator : CG/JU

Sample : 02768-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.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 1,1-Dimethyl-3-chloropropanol Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
4.752 134.75 ng/ul 13379400 1,4-Dichlorobenzene-d4 8.134
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,1-Dimethyl-3-chloropropanol 122 C5H11C10 001985-88-2 74
2 Propanoic acid, 2-hydroxy-2-methyl- 104 C4H803 000594-61-6 59
3 2-Propanol, 2-methyl- 74 C4H100 000075-65-0 40
4 4-Methyl-2-pentanol, methyl ether 116 C7H160 1000333-93-5 38
5 4-Pentene-2-o0l, 2-methyl 100 C6H120 000624-97-5 38
Abundance Scan 232 (4.752 min): BP015106.D\data.ms (-225) (-) m/z 59.00 100.00%
59.0
5000

\ 1£81 208.1266.9  358.3 421.0481.0540.7 4.40.4.60 4.80 5.00
bl 238, 2002009 590981000kl m/z 43.00 42.94%

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11113: 1,1-Dimethyl-3-chloropropanol
59.0
5000 LI L L L LN B R
4.40 4.60 4.80 5.00
m/z 107.00 18.15%
O‘\\“\“J““ ‘\‘\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5307: Propanoic acid, 2-hydroxy-2-methyl-
59.0
R R R
4.40 4.60 4.80 5.00
5000 m/z 41.05 16.10%
o_M‘u T T T T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #990: 2-Propanol, 2-methyl- R RREETE L
59.0 4.40 4.60 4.80 5.00
m/z 69.10 7.81%
5000
o‘Hh N ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051623\
Data File : BP@15106.D

Acqg On : 16 May 2023 12:49
Operator : CG/JU

Sample : 02768-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.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 unknown-01 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
5.005 7.41 ng/ul 735313  1,4-Dichlorobenzene-d4 8.134

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Methoxyacetyl chloride 108 C3H5C102 038870-89-2 35
2 Methane, chloromethoxy- 80 C2H5C10 000107-30-2 35
3 Oxirane, trimethyl- 86 C5H100 005076-19-7 25
4 Oxirane, trimethyl- 86 C5H100 005076-19-7 25
5 Ethanol, 2-methoxy-, acetate 118 C5H1003 000110-49-6 25
Abundance Scan 275 (5.005 min): BP015106.D\data.ms (-265) (-) m/z 45.00 100.00%
45.0
5000

4.60 4.80 5.00 5.20 5.40

Ol M HO3.7 1908 26831 354.8 4301 5166 n/z 43.e0  97.57%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5885: Methoxyacetyl chloride
45.0
5000 | LN AL B B
4.60 4.80 5.00 5.20 5.40
m/z 40.95 71.25%
O‘\\}l\JJ“\‘\\]-\O‘\S\.Q\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1199: Methane, chloromethoxy-
45.0
T T e
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.00 71.01%
oHlm
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1966: Oxirane, trimethyl-
43.0 4.60 4.80 5.00 5.20 5.40
m/z 39.00 40.37%
5000
oL N L L .

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20 5.40
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051623\

BP015106.D
: 16 May 2023 12:49
: CG/JU
: 02768-05
: 8 Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.MA.M
: SVOA CALIBRATION

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 Butane, 2,3-dichloro-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
5.052 186.73 ng/ul 18541000 1,4-Dichlorobenzene-d4 8.134
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dichloro-2-methyl- 140 C5H1eC12 000507-45-9 90
2 Butane, 2,3-dichloro-2-methyl- 140 C5H1eCl2 000507-45-9 58
3 Propane, 1,1-dichloro- 112 C3He6C12 000078-99-9 45
4 Propane, 2-bromo-1-chloro- 156 C3H6BrCl 003017-95-6 33
5 1-Propene, 2-chloro- 76 C3H5C1 000557-98-2 10
Abundance Scan 283 (5.052 min): BP015106.D\data.ms (-278) (-) m/z 77.00 100.00%

77.0
5000

AR e SR A
4.80 5.00 5.20 5.40

UL, 11388 206.92606  3624421848045003 /) 100 52.14%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #20872: Butane, 2,3-dichloro-2-methyl-

o

717.0

5000 ““
4.80 5.00 5.20 5.40

m/z 69.05 34.88%

l“lfJJ!J‘ll\W
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #20876: Butane, 2,3-dichloro-2-methyl-
77.0

4.80 5.00 5.20 5.40

o

5000 m/z 79.00 32.05%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #7000: Propane, 1,1-dichloro- o AREEmEEEEEEEEE
77.0 4.80 5.00 5.20 5.40
m/z 76.00  29.24%
5000 J\
o\“ SR L ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051623\
Data File : BP@15106.D

Acqg On : 16 May 2023 12:49
Operator : CG/JU

Sample : 02768-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.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 unknown-02 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
5.263 10.34 ng/ul 1026190 1,4-Dichlorobenzene-d4 8.134

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butanol, 1,4-dichloro- 142 C4H8C120 002419-74-1 40
2 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 9
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
4 Chlorodimethylethylsilane 122 C4H11C1Si 006917-76-6 9
5 Butanoic acid, 2-hydroxy-2-methy... 132 C6H1203 032793-34-3 9

Abundance Scan 319 (5.263 min): BP015106.D\data.ms (-313) (-) m/z 73.00 100.00%

73.0
5000
o RREEE
H h 5.00 5.20 5.40 5.60
ol o M [ 133.0 207.0266,9326.9391.0455.55169 /7 92.95  80.64%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22247: 2-Butanol, 1,4-dichloro-
93.0
5000 LB L R B R B R
29.0 5.00 5.20 5.40 5.60
L m/z 43.00 50.01%
O ‘\J\J\J‘\Jli‘u\u\“i\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9513: 3-Pentanol, 2,4-dimethyl-
73.0
EAREmaREE SR
5.00 5.20 5.40 5.60
5000 m/z 55.00 47 .39%
L T SRR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2246: Silane, tetramethyl-
73.0 5.00 5.20 5.40 5.60
m/z 57.00 36.38%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051623\
Data File : BP@15106.D

Acqg On : 16 May 2023 12:49
Operator : CG/JU

Sample : 02768-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.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-03 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.357 19.43 ng/ul 1929360 1,4-Dichlorobenzene-d4 8.134

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,1-dichloro- 138 C5H8C12 031038-06-9 47
2 Cyclopentane, 1,3-dichloro-, cis- 138 C5H8C12 026688-51-7 45
3 Cyclopentene, 1-chloro- 102 C5H7C1 000930-29-0 43
4 1-Butyne, 3-chloro-3-methyl- 102 C5H7C1 001111-97-3 38
5 1-Butyne, 3,3-dimethyl- 82 C6H10 000917-92-0 27
Abundance Scan 505 (6.357 min): BP015106.D\data.ms (-499) (-) m/z 66.95 100.00%
67.0
5000 //\
o ARREmARR TS
” | ” ‘ 137.9 6.00 6.20 6.40 6.60
ol 7y 207.0267.9 34114010 8093 ;m/z 88.95  56.22%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #19661: Cyclopentane, 1,1-dichloro-
67.0
5000 L B L LI NI B I
6.00 6.20 6.40 6.60
m/z 103.00 50.56%
0 f‘llhll38.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #19663: Cyclopentane, 1,3-dichloro-, cis-
67.0
e
6.00 6.20 6.40 6.60
5000 m/z 39.00 42.33%
\ il 138.0
O AR
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4954: Cyclopentene, 1-chloro- R e AAREREEEEE N
67.0 6.00 6.20 6.40 6.60
m/z 41.05  39.40%
5000 //\
0 meu“‘uH_m_m_m_m‘mwm‘_m_m_ e e A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051623\
Data File : BP@15106.D

Acqg On : 16 May 2023 12:49
Operator : CG/JU

Sample : 02768-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.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 unknown-04 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.534  25.92 ng/ul 2573660 1,4-Dichlorobenzene-d4 8.134

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butanol, 1,4-dichloro- 142 C4H8C120 002419-74-1 38
2 Silane, chlorotrimethyl- 108 C3H9C1Si 000075-77-4 37
3 3-Pyrrolidinecarboxylic acid, 5-... 220 C11H12N203 1000337-74-3 9
4 Silane, chlorotrimethyl- 108 C3H9C1Si 000075-77-4 9

5 Silane, chlorotrimethyl- 108 C3H9C1Si 000075-77-4 8
Abundance Scan 705 (7.534 min): BP015106.D\data.ms (-698) (-) m/z 93.00 100.00%

3.0
5000

7.20 7.40 7.60 7.80

Wull il . 207.0266.9 358.0  457.5 549

O e b e e e e e e e m/z 43.00 64.22%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22247: 2-Butanol, 1,4-dichloro-
93.0
5000 L AL L B R
29.0 7.20 7.40 7.60 7.80
’ m/z 106.95  43.72%
O‘\‘\J\Jl\ilJ‘l"\l‘\“]\‘\‘W\\f‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5923: Silane, chlorotrimethyl-
93.0
7.20 7.40 7.60 7.80
5000 ITI/Z 57 .00 35.32%

200 H‘m

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #98382: 3-Pyrrolidinecarboxylic acid, 5-oxo-1-(2-pyridinyl e e e
93.0 7.20 7.40 7.60 7.80

m/z 95.00  32.15%

o

5000

Ll 175.0
O e e e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051623\
Data File : BP@15106.D

Acqg On : 16 May 2023 12:49
Operator : CG/JU

Sample : 02768-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.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 unknown-05 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.840 15.51 ng/ul 1540500 1,4-Dichlorobenzene-d4 8.134

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butanol, 1,4-dichloro- 142 C4H8C120 002419-74-1 40
2 1-Methyl-1H-imidazole-2-carbonit... 107 C5H5N3 1000306-60-1 9
3 Pyridine, 2,3-dimethyl- 107 C7HSN 000583-61-9 9
4 Silane, chlorotrimethyl- 108 C3H9C1Si 000075-77-4 9
5 Pyridine, 2,3-dimethyl- 107 C7HSN 000583-61-9 9

Abundance Scan 757 (7.840 min): BP015106.D\data.ms (-748) (-) m/z 92.95 100.00%

93.0 ﬁ
5000
} ‘ 7.60 7.80 8.00 8.20
ol bl il 1931 28313431 4113 8119 ./, 43.00 72.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22247: 2-Butanol, 1,4-dichloro-
93.0
5000 UL L L I L L
29.0 7.60 7.80 8.00 8.20
m/z 106.95 55.98%
O‘\“”‘Ji‘l“\“\”\‘HH‘\\H‘\\H‘\H\‘H\\‘H\\‘HH‘HH‘\\H‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5794: 1-Methyl-1H-imidazole-2-carbonitrile
107.0
7.60 7.80 8.00 8.20
5000 m/z 57.00 38.20%
42.0
o‘m““me‘mH_m_‘H_H‘,HH_wwwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5860: Pyridine, 2,3-dimethyl- e
107.0 7.60 7.80 8.00 8.20
m/z 94.95 31.65%
5000
39.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20
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Data Path : Z:\
Data File : BP@

Library Search Compound Report

svoasrv\HPCHEM1\BNA_P\Data\BP051623\
15106.D

Acqg On : 16 May 2023 12:49
Operator : CG/JU

Sample : 02768-05

Misc

ALS vial : 8

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.MA.M
: SVOA CALIBRATION

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 14 unknown-06 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
8.193 13.25 ng/ul 1315176 1,4-Dichlorobenzene-d4 8.134
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiourea 76 CH4N2S 000062-56-6 42
2 Propane, 1,3-dichloro- 112 C3He6C12 000142-28-9 38
3 Methoxyacetyl chloride 108 C3H5C102 038870-89-2 10
4 Thiourea 76 CH4N2S 000062-56-6 9
5 Methoxyacetyl chloride 108 C3H5C102 038870-89-2 9
Abundance Scan 817 (8.193 min): BP015106.D\data.ms (-812) (-) m/z 76.00 100.00%
76.0
5000 /\J\
“H‘_‘H“H‘_‘H‘H
141.0 7.80 8.00 8.20 8.40 8.60
Ol Mt A0 2530 8421 411147585412 /7 45.00  74.69%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1118: Thiourea
76.0
5000 BEEEE R RERE RN R
7.80 8.00 8.20 8.40 8.60
m/z 43.00 56.49%
017 OJ
‘\\\1‘\\1\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7006: Propane, 1,3-dichloro-
76.0
Rmaas e R
7.80 8.00 8.20 8.40 8.60
5000 m/z 41.05 41.48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5886: Methoxyacetyl chloride
45.0 7.80 8.00 8.20 8.40 8.60
m/z 78.00  32.55%
5000
1Lk 2000 i

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

7.80 8.00 8.20 8.40 8.60
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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_P\Data\BP051623\
BP015106.D
: 16 May 2023 12:49
: CG/JU
: 02768-05
: 8 Sample Multiplier: 1
hod : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP051123.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 15 Butanoic acid, 2,3-dichloro... Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
8.504 5.94 ng/ul 589805 1,4-Dichlorobenzene-d4 8.134
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Butanoic acid, 2,3-dichloro-, me... 170 C5H8C1202 054460-97-8 56

2 2-Chlorobutan-1-o0l 108 C4H9C10 108269-46-1 40
3 Propanal, 2,3-dichloro-2-methyl- 140 C4H6C120 010141-22-7 9

4 Propane, 1,3-dichloro- 112 C3H6C12 000142-28-9 9

5 Thiourea 76 CHAN2S 000062-56-6 5
Abundance Scan 870 (8.504 min): BP015106.D\data.ms (-863) (-) m/z 75.95 100.00%

76.0
5000

’MB 00 8.20 8.40 8.60 8.80
0 W IERY 2209280.9340.9 4502 5417 m/z 75.00  40.54%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #45652: Butanoic acid, 2,3-dichloro-, methyl ester
76.0
5000 5.0

8.20 8.40 8.60 8.80
m/z 109.90 34.15%

N ‘\ WL ‘\\\}35'0

\H\L“H\‘\“HH’\H\‘H\\‘HH’\H\‘HH‘\H\‘\H\‘HH‘\

I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

o

Abundance #5944: 2-Chlorobutan-1-ol
31.0
A RARRNREERE S
8.20 8.40 8.60 8.80
5000 ITI z 41.05 32.31%
J 90.0
L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #20844: Propanal, 2,3-dichloro-2-methyl-
76.0 8.20 8.40 8.60 8.80
m/z 78.00 32.17%

5000 JUL
150/, | 1400 I

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.20 8.40 8.60 8.80

O
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051623\

Library Search Compound Report

Data File : BP@15106.D

Acqg On : 16 May 2023 12:49
Operator : CG/JU

Sample : 02768-05

Misc

ALS vial : 8

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.MA.M
: SVOA CALIBRATION

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 Propane, 1,3-dichloro- Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
8.634 4.82 ng/ul 479056  1,4-Dichlorobenzene-d4 8.134
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1,3-dichloro- 112 C3H6C12 000142-28-9 50
2 Propanal, 2,3-dichloro-2-methyl- 140 C4H6C120 010141-22-7 45
3 Propane, 1,3-dichloro- 112 C3He6C12 000142-28-9 40
4 1H-Imidazole, 5-chloro-1-methyl-... 161 C4H4C1N302 004897-25-0 40

5 Butanoic acid, 2,3-dichloro-, me... 170 C5H8C1202 054460-97-8 38

Abundance Scan 892 (8.634 min): BP015106.D\data.ms (-886) (-) m/z 75.95 100.00%

76.0
5000

W‘ Whl79 8.40 8.60 8.80 9.00
u B7s 2000 20328 a9 w0 0, 00 "l o

m/z--> 0
Abundance

100 150 200 250 300 350 400 450 500 550
#6999: Propane, 1,3-dichloro-
76.0
5000

8.40 8.60 8.80 9.00

o

m/z 109.90 35.90%
‘\\\\[\f\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #20844: Propanal, 2,3-dichloro-2-methyl-
76.0
e R ammma
8.40 8.60 8.80 9.00
5000 m/z 78.00 33.86%
015%!\400
m/z--> 0 100 150 200 250 300 350 400 450 500 550 M
Abundance #7006: Propane, 1,3-dichloro- R R R
76.0 8.40 8.60 8.80 9.00
m/z 111.00 32.12%
5000

159

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051623\
Data File : BP@15106.D

Acqg On : 16 May 2023 12:49
Operator : CG/JU

Sample : 02768-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.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 2,2-Bis(chloromethyl)-1-pro... Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
8.740 3.41 ng/ul 338425 1,4-Dichlorobenzene-d4 8.134

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2-Bis(chloromethyl)-1-propanol 156 C5H10C120 005355-54-4 64
2 Acrolein, 2-chloro- 90 C3H3Clo 000683-51-2 40
3 3-Thietanol 90 C3H60S 010304-16-2 9
4 Bicyclo[4.1.0]hepta-1,3,5-triene 90 C7H6 004646-69-9 9
5 Butanedioic acid, 2,3-dihydroxy-... 178 C6H1006 000608-68-4 9

Abundance Scan 910 (8.740 min): BP015106.D\data.ms (-901) (-) m/z 90.00 100.00%

90.0
5000
H H 8.40 8.60 8.80 9.00
ol Apiath . 1789 28003410 42634943 y/; 5495  53.27%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33256: 2,2-Bis(chloromethyl)-1-propanol
90.0
5000 T T T T T T[T i i [TrrT]
8.40 8.60 8.80 9.00
m/z 92.00  34.95%
31.0
O‘\\”\‘Lh““l\l\‘“\ ‘l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2526: Acrolein, 2-chloro-
90.0
8.40 8.60 8.80 9.00
5000 m/z 56.95 18.65%
o_w“”” T T T [ T T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2555: 3-Thietanol R NRREAR SRR S
90.0 8.40 8.60 8.80 9.00
m/z 93.00 16.42%
S S O BARBRRRERsEEETIS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051623\
Data File : BP@15106.D

Acqg On : 16 May 2023 12:49
Operator : CG/JU

Sample : 02768-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.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 unknown-07 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.416 17.09 ng/ul 1696810 1,4-Dichlorobenzene-d4 8.134

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Fluoro-2-hydroxypyridine 113 C5H4FNO 001547-29-1 25
2 Benzene,1-chloro-3,5-difluoro- 148 C6H3C1F2 001435-43-4 25
3 Pyrimidine, 2-fluoro-4-amino- 113 CAHA4FN3 096548-91-3 22
4 Cyclopropanecarboxylic acid, 2,2... 154 C9H1402 074685-76-0 17
5 1H-Pyrazole, 4-nitro- 113 C3H3N302 002075-46-9 16

Abundance Scan 1025 (9.416 min): BP015106.D\data.ms (-1018) (-) m/z 113.05 100.00%
118.1

S

5000
54.0 R S L S
‘ “ H 9.00 9.20 9.40 9.60 9.80
A o
bl L 220.9279.1340.94010 47715432 1y/7 147.95  56.41%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7767: 3-Fluoro-2-hydroxypyridine
113.0
5000 B RN
9.00 9.20 9.40 9.60 9.80
m/z 82.00 22.38%
28.0
O‘\\L‘“\““h\‘ll\\}\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #26659: Benzene,1-chloro-3,5-difluoro-
148.0
R AREEEEEET
9.00 9.20 9.40 9.60 9.80
5000 m/z 54.00 21.05%
63.0
Ol bl e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7742: Pyrimidine, 2-fluoro-4-amino- Rmaas AR
113.0 9.00 9.20 9.40 9.60 9.80
m/z 145.95 19.10%
5000
41.0
o_"‘s‘”‘*‘*‘\“&'wuwwm,‘HWm_m‘uwawm_ NS S G

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051623\
Data File : BP@15106.D

Acqg On : 16 May 2023 12:49
Operator : CG/JU

Sample : 02768-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.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 Hexanoic acid, 2-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.504  45.44 ng/ul 4512190 1,4-Dichlorobenzene-d4 8.134

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
2 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 86
3 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 86
4 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 83
5 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 64

Abundance Scan 1040 (9.504 min): BP015106.D\data.ms (-1029) (-) m/z 73.00 100.00%
3.0

9.

-

5000
T T \
\h‘ ‘ﬂ44020702668 355.2 463.5522.8 950
0L 22D 29702000 S92 APS52228  m/z 88.60  83.56%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24093: Hexanoic acid, 2-ethyl-
73.0
5000 \

=
9.50
m/z 41.10 30.42%

Ol‘-\5\.&\)w‘“\\\\‘\“\'q‘ﬁﬁ-\o\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24100: Hexanoic acid, 2-ethyl-
88.0
S \
9.50
5000 m/z 57.10 28.93%

29.

mn

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #24101: Hexanoic acid, 2-ethyl-
88.0 9.50

m/z 87.00  22.30%

i /L

R R R RAARE RN —r=
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.50

o

—
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051623\
Data File : BP@15106.D

Acqg On : 16 May 2023 12:49
Operator : CG/JU

Sample : 02768-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.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 20 2(1H)-Pyridinone, 5-chloro-... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.

16.722  3.71 ng/ul 546815 Naphthalene-ds 16.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2(1H)-Pyridinone, 5-chloro-3-hyd... 145 C5H4CINO2 053233-89-9 62

2 6-Chloro-2,3-dihydroxypyridine 145 C5H4CINO2 1000341-18-9 58
3 CH3CHCICN 89 C3H4CIN 001617-17-0 50
4 Propanoic acid, 3-cyano-, methyl... 113 C5H7NO2 004107-62-4 40
5 CH3CHCI1CN 89 C3H4CIN 001617-17-0 40
Abundance Scan 1247 (10.722 min): BP015106.D\data.ms (-1240) (| | m/z 144.95 100.00%
82.0 144.9
5000
— —
‘ l ‘ 10.50 11.00
obbdedl i | 2091 282.1341.1 4076 485.6549. ./, gy @9  98.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24620: 2(1H)-Pyridinone, 5-chloro-3-hydroxy-
145.0
5000 — L
54.0 10.50 11.00
m/z 54.00 90.68%
O ‘\\&‘\f“\“f“h“\‘L\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24619: 6-Chloro-2,3-dihydroxypyridine
54.0 145.0
10.50 11.00
5000 ITI/Z 147 .00 32.60%
0“m@ﬁhﬂhﬂw"H‘w“H“H‘_“W‘H“H“_‘H“H“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2406: CH3CHCICN R =
28.0 10.50 11.00
m/z 55.95 27.08%
5000
89.0
OJ'JMLL el e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051623\
Data File : BP@15106.D

Acqg On : 16 May 2023 12:49
Operator : CG/JU

Sample : 02768-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.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 27
R.T. EstConc Area Relative to ISTD R.T.
11.116 4.19 ng/ul 611175 Naphthalene-d8 10.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 endo-4-Oxatricyclo[5.2.1.0(2,6)]... 136 C9H120 001528-23-0 35
2 Ethyl bicyclo[2.2.1]hept-5-ene-2... 166 C10H1402 010138-32-6 35
3 1-Penten-3-yne 66 C5H6 000646-05-9 35
4 2,6-Dichloro-3-fluoropyridine 165 C5H2C12FN 052208-50-1 30
5 Bicyclo[2.2.1]hept-5-ene-2-carbo... 138 C8H1002 000120-74-1 25

Abundance Scan 1314 (11.116 min): BP015106.D\data.ms (-1306) (- m/z 164.95 100.00%

164.9
66.0
5000
— ‘

! T
11.00 11.50

YT ’“ A 2289  3249388345295140 ./, 167.00 67.29%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #18983: endo-4-Oxatricyclo[5.2.1.0(2,6)]dec-8-ene
66.0
5000 —— —
11.00 11.50
m/z 65.95 53.33%
“ 136.0
O‘\\i‘\‘\"\‘"{\\“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #41239: Ethyl bicyclo[2.2.1]hept-5-ene-2-carboxylate

66.0
P —
11.00 11.50
5000 m/z 101.00 26.14%
il h‘ | 1650
o+t
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #431: 1-Penten-3-yne \\H“ " g
66.0 11.00 11.50

m/z 129.00 21.17%

5000

ST —, ——
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051623\
Data File : BP@15106.D

Acqg On : 16 May 2023 12:49
Operator : CG/JU

Sample : 02768-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.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 23 unknown-09 Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
11.992 3.84 ng/ul 560873  Naphthalene-d8 10.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Bromo-2-chloro-3-fluoro-pyridine 209 C5H2BrClFN 831203-13-5 38
2 2,5-Cyclohexadien-1-one, 2,6-dic... 209 C6H2C13NO 000101-38-2 35
3 Dicyclopentadiene 132 C10H12 000077-73-6 25
4 5-Chlorobicyclo[2.2.1]hept-2-ene... 128 C7H9C1 1000436-27-6 22
5 2-Norbornene 94 C7H10 000498-66-8 22
Abundance Scan 1463 (11.992 min): BP015106.D\data.ms (-1457) (| m/z 210.90 100.00%
210.9
66.0
5000
.
J 144.9 12.00
o 1 L 294.9358.0 4209 5204 1/, 208,90  77.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #86463: 5-Bromo-2-chloro-3-fluoro-pyridine
211.0
130.0 K
5000 T '
12.00
68.0 m/z 66.00 58.11%
0 ‘\\M\""\“\\'I'\“\I"‘L‘L\‘\’\"H"H‘ AR R R RN R
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #86469: 2,5-Cyclohexadien-1-one, 2,6-dichloro-4-(chloro
209.0
e
123.0 12.00 o
5000 m/z 212.85 25.19%
53.0
0 th‘ S —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 ]\\
Abundance #16109: Dicyclopentadiene T ‘
66.0 12.00
m/z 101.95 19.41%
5000
132.0
Y S S ——— Y AW AL
m/z--> 0 50 100 150 200 250 300 350 400 450 500 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051623\
Data File : BP@15106.D

Acqg On : 16 May 2023 12:49
Operator : CG/JU

Sample : 02768-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.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 25 unknown-10 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.639 6.79 ng/ul 991092  Naphthalene-d8 10.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Chloro-6-fluoroquinoline 181 C9H5CIFN 000391-77-5 43
2 3-[2-Chloroethyl]-2-thiazolidine... 181 C5H8CINS2 089416-25-1 40
3 2-Chloro-6-fluorophenol 146 C6H4AC1FO 002040-90-6 38
4 2-Chloro-4-fluorophenol 146 C6HACLFO 001996-41-4 32
5 2-Chloro-5-trifluoromethylpyridine 181 C6H3C1F3N 052334-81-3 27
Abundance Scan 1573 (12.639 min): BP015106.D\data.ms (-1567) (- m/z 145.95 100.00%
145.9
5000 820
— —
1 ‘ 12.50 13.00
Ol bl sk BOT.1 2811 36954288 492.0548. ./, 151 6p  5.23%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #56352: 4-Chloro-6-fluoroquinoline
181.0
5000 — —
12.50 13.00
119.0 m/z 182.95 39.36%
50|'9\IL \\\J J ‘
O\\\\‘\\f\‘\\\\‘\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #55992: 3-[2-Chloroethyl]-2-thiazolidinethione
60.0 146.0
—— —
12.50 13.00
5000 m/z 82.05 37.28%
0 w“HH\1\“‘\\\\‘\m‘\m‘\m,\m‘uu‘mwmw
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #25347: 2-Chloro-6-fluorophenol —— P
146.0 12.50 13.00
m/z 54.00 33.18%
5000
63.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051623\
Data File : BP@15106.D

Acqg On : 16 May 2023 12:49
Operator : CG/JU

Sample : 02768-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.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 2,6-Dichloro-3,5-difluoroph... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.192 8.29 ng/ul 1710140  Acenaphthene-d10 14.775
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6-Dichloro-3,5-difluorophenol 198 C6H2C12F20 063418-08-6 58
2 1,4-Dichlorophthalazine 198 C8H4C12N2 004752-10-7 46
3 5,6-Dichloro-2,3-pyrazinedicabon... 198 C6C12N4 056413-95-7 35
4 1-(3-Bromophenyl)piperazine 240 C1OH13BrN2 031197-30-5 27
5 1,5-Naphthyridine, 4,8-dichloro- 198 C8H4CI12N2 028252-80-4 22

Abundance Scan 1667 (13.192 min): BP015106.D\data.ms (-1655) (- m/z 197.90 100.00%

197.9
99.0
5000
— —
“ ’ ‘ l 256.8 13.00 13.50
ol A Jedy 4l B 25D8  342.0 419.2478.9536.9 ./, 199,90  93.57%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74139: 2,6-Dichloro-3,5-difluorophenol
198.0
5000 99.0 — ——
13.00 13.50
m/z 98.95 59.51%
O‘ﬁjf‘..\owl\‘u‘wjJ\J\‘V‘Wl\uu\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74349: 1,4-Dichlorophthalazine
198.0
— —
13.00 13.50
5000 ITI/Z 133.90 41.53%
75.0 135.0
O}J‘MPJNWHHW‘«‘“H“H‘_‘H‘H‘w“u‘u‘w‘u“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74113: 5,6-Dichloro-2,3-pyrazinedicabonitrile e —
198.0 13.00 13.50

m/z 201.90  29.20%

137.0
12.
0 0, Ll L —— :

‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051623\
Data File : BP@15106.D

Acqg On : 16 May 2023 12:49
Operator : CG/JU

Sample : 02768-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.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 unknown-11 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.763 8.79 ng/ul 2182700  Phenanthrene-d10 17.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methoxy-3-chloromethyl-2,4,5,6... 212 C12H17C10 073942-80-0 43
2 Terephthalic acid, but-3-enyl et... 248 C14H1604 1000356-33-3 35
3 5-Amino-1,4-dihydro-quinoxaline-... 177 C8H7N302 076097-87-5 35
4 Terephthalic acid, ethyl phenyl ... 270 C16H1404 1000324-05-8 27
5 Spiro[cyclopenta[d]-1,3,2-dioxab... 206 C12H19B02 062238-26-0 27
Abundance Scan 2444 (17.763 min): BP015106.D\data.ms (-2439) (- | m/z 177.10 100.00%
177.1
5000 AAk
88.0 “ . 17:50 18.00
4
oot d ML, L. 2820 354941524751 546¢ /7 515 19 39.68%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #89532: 1-Methoxy-3-chloromethyl-2,4,5,6-tetramethylbe
177.0
5000 — ——
17.50 18.00
m/z 149.05 38.76%
41.0 119.0 ’ l
O \\Q‘“\\\\“\ld\l\“\‘\1\\‘I‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #133059: Terephthalic acid, but-3-enyl ethyl ester
177.0
—
1750 1&00
5000 m/z 146.05 28.22%
54.0
0 ’m\m-O,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #52149: 5-Amino-1,4-dihydro-quinoxaline-2,3-dione ‘
177.0 1750 1800
m/z 160.10 27.46%
5000
94.0
0 "“?'J‘”J’*l,
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051623\
Data File : BP@15106.D

Acqg On : 16 May 2023 12:49
Operator : CG/JU

Sample : 02768-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.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 unknown-12 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
19.127 5.74 ng/ul 1423840  Phenanthrene-d10 17.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indole, 2-benzoyl- 221 C15H11NO 001022-86-2 43
2 1-(5-Chloro-2-methylphenyl)-2,5-... 221 C11H8CINO2 058670-26-1 40
3 3,7-Dimethyloct-6-enyl trimethyl... 376 C21H3204Si 1000373-64-6 40
4 4-Chloro-3,5-difluorophenol, TMS 236 C9H11C1lF20Si 1000508-21-4 33
5 2-Methyl-thieno[2',3":3,4]benzo[... 221 C1@H7NOS2 294668-48-7 33
Abundance Scan 2676 (19.127 min): BP015106.D\data.ms (-2671) (- m/z 221.05 100.00%
2211
5000 /\
—
92.0 15&% 1900 19.50
Oberibdih bk ), 2810 387.144835064 1 52305 33.20%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #100396: Indole, 2-benzoyl-
221.0
144.0
77.0
5000 1
1900 19.50
m/z 184.0 29.18%
0\\\‘“‘U\JWJ‘“‘TJ\\\“H‘\M\\I““\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #99997: 1-(5-Chloro-2-methylphenyl)-2,5-dihydro-1H-pyr
221.0
—r—
54.0 1900 19.50
5000 m/z 222.10 19.56%
164.0
A YT |
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #284581: 3,7-Dimethyloct-6-enyl trimethylsilyl phthalate —— ——
221.0 19.00 19.50
m/z 220.10 13.80%
5000
73.0 149.0
0 HW\\ 2910 36L0 B
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051623\
Data File : BP@15106.D

Acqg On : 16 May 2023 12:49
Operator : CG/JU

Sample : 02768-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.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 Adipic acid, octyl 2,4,5-tr... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.

20.898  3.74 ng/ul 944295 Chrysene-di2 21.604

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Adipic acid, octyl 2,4,5-trichlo... 436 C20H27C1304 1000353-86-1 50
2 Adipic acid, octyl pent-4-en-2-y... 326 C19H3404 1000354-12-4 49
3 Silane, methylvinyl(2-(2-chlorop... 300 C14H21C103Si  1000420-77-6 30
4 Adipic acid, octyl 2,3,5-trichlo... 436 C20H27C1304 1000353-87-3 27

5 Octane, 1,1'-oxybis- 242 C16H340 000629-82-3 27
Abundance Scan 2977 (20.898 min): BP015106.D\data.ms (-2975) (- m/z 57.10 100.00%
57.1 129.0
5000
’ 241.2 ~ —
20.50 21.00
313.2
onrhhLl “ e A181 49085470 7 129,00 88.96%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #320240: Adipic acid, octyl 2,4,5-trichlorophenyl ester
129.0
5000 T T
241.0 20.50 21.00
55.0 : m/z 71.18  59.84%
OWWH‘“WJ\[‘I11“J130?'0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #231770: Adipic acid, octyl pent-4-en-2-yl ester
129.0
= —r
20.50 21.00
5000 69.0 m/z 55.05 54.43%
241.0
0 JM‘\‘* et
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #198896: Silane, methylvinyl(2-(2-chlorophenoxy)ethoxy) ro ——
129.0 20.50 21.00
m/z 43.10 48.63%
5000 241.0
61.0
‘ ll 300.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051623\
Data File : BP@15106.D

Acqg On : 16 May 2023 12:49
Operator : CG/JU

Sample : 02768-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.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 34 Benzoic acid, 2-bromo-3-nitro- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
21.021 5.57 ng/ul 1406510  Chrysene-d12 21.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2-bromo-3-nitro- 245 C7H4BrNO4 000573-54-6 89
2 Benzoic acid, 2-bromo-5-nitro- 245 C7H4BrNO4 000943-14-6 89
3 2-(4-Chlorophenyl)benzothiazole 245 C13H8CINS 006265-91-4 62

4 2-(4-chlorophenyl)-5-fluoro-1H-i... 245
5 4-Chloro-2-methyl-7-(trifluorome... 245

C14H9CIFN
C11H7C1F3N

881040-32-0 58
018529-09-4 50

Abundance Scan 2998 (21.021 min): BP015106.D\data.ms (-2994) (- m/z 245.10 100.00%

245.1
5000
104.0 —

‘} 100 o 21.00
3.1 4 18 3131 429.8490.1549. | 500 oo 35.10%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129764: Benzoic acid, 2-bromo-3-nitro-
92.0 245.0

o

5000
2100
187.0 ITI/Z 247 .0 31.65%
O|’} \T\\‘U‘\H\“H\‘A\H\w\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129763: Benzoic acid, 2-bromo-5-nitro-
245.0
T
5.0 21.00
5000 135.0 m/z 104.00  25.45%
m/z--> O 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #129395: 2-(4-Chlorophenyl)benzothiazole — ‘
245.0 21.00

m/z 246.10  22.38%

5000
69.0
0 ..AM Jl 0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 2100
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051623\
Data File : BP@15106.D

Acqg On : 16 May 2023 12:49
Operator : CG/JU

Sample : 02768-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.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 35 unknown-13 Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
21.086 4.45 ng/ul 11252560  Chrysene-d12 21.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 1,1'-oxybis- 242 C16H340 000629-82-3 43
2 Adipic acid, octyl pent-4-en-2-y... 326 C19H3404 1000354-12-4 38
3 Adipic acid, isobutyl 2-octyl ester 314 C18H3404 1000324-44-5 27
4 3-Methyl-2-butenoic acid, 2-tetr... 184 C10H1603 1010279-23-1 27
5 Oxalic acid, 2-ethylhexyl isohex... 286 C16H3004 1000309-38-8 27

Abundance Scan 3009 (21.086 min): BP015106.D\data.ms (-3003) (- m/z 129.00 100.00%
57.1 129.0

=

5000
241.2
T [
‘ " 313.1 21.00
ol b Ly 22ns 4010 47495333 /7 57.10 89.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126390: Octane, 1,1'-oxybis-
57.0
5000 — :
21.00
“ m/z 71.10 78.61%
143.0
O‘\\JTPIW‘!\\J‘\[Wh\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #231770: Adipic acid, octyl pent-4-en-2-yl ester
129.0

=

T
21.00
5000 69.0 m/z 55.10 61.02%

241.0
-

Jl. L

L

=

0k T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #217146: Adipic acid, isobutyl 2-octyl ester —— ‘
129.0 21.00
m/z 43.10  49.24%
5000
57.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051623\
BP915106.D

: 16 May 2023 12:49
: CG/IU
. 02768-05

: 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.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 38 (DEL) Alkane: Straight-Chai... Concentration Rank 41

R.T. EstConc Area Relative to ISTD R.T.
21.886 2.27 ng/ul 573430 Chrysene-d12 21.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 3-Methylpentatriacontane 507 C36H74 078692-70-3 87
3 Tritetracontane 605 C43H88 007098-21-7 83
4 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 83
5 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 81

Abundance Scan 3145 (21.886 min): BP015106.D\data.ms (-3141) (- m/z 57.10 100.00%

57.1
5000
140.1 T T T
‘ 'Vﬂ J 210.1 281.0 351.4415.9 488.9 2150 22.00
R . m/z 71.10  74.47%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #158597: Nonadecane
57.0
5000 — —
21.50 22.00
m/z 43.10 62.83%
7.0
0J|JF.FA\II197026180’

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600

é

Abundance #339058: 3-Methylpentatriacontane
57.0
— —
21.50 22.00
5000 ITI/Z 85.10 58.61%
477.0
7.0
I T2 N N
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #346740: Tritetracontane “ —
57.0 21.50 22.00
m/z 55.00 30.29%
w W
ok }hhlﬂm 197.0 267.0 337.0  463.0 533.0 604.(
L e e T S e e — —r—
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051623\
Data File : BP@15106.D

Acqg On : 16 May 2023 12:49
Operator : CG/JU

Sample : 02768-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.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 39 (DEL) Alkane: Straight-Chai... Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
21.951 2.66 ng/ul 672100 Chrysene-di12 21.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heptadecane 240 C17H36 000629-78-7 93
3 Eicosane 282 C20H42 000112-95-8 89
4 Tetracosane 338 C24H50 000646-31-1 76
5 10-Methylnonadecane 282 C20H42 056862-62-5 68

Abundance Scan 3156 (21.951 min): BP015106.D\data.ms (-3152) (- m/z 57.10 100.00%
57.1

5000

é

278.0
' 51 208.0 h 22.00
l L

A thwwﬂs s oo QAL 1401 B4 sz 71,10 74.35%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176384: Eicosane

o

a1
~l
o

5000
22.00
m/z 43.10 55.88%
LET asro 220
0‘\\‘\\’\\\\‘\\\{“\‘%\‘\‘\\\1‘\\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123960: Heptadecane
57.0
—
22.00
5000 ITI/Z 85.05 54.64%
m ‘1 240.0
O‘HM,‘HH_‘JVA‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176385: Eicosane —
57.0 22.00
m/z 55.00  28.90%
w MN\[\N\/L\N
| JIF 7.0 197.0 282.0
O b L s S e e e —r
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051623\
Data File : BP@15106.D

Acqg On : 16 May 2023 12:49
Operator : CG/JU

Sample : 02768-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.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 40 2-Chloro-4,6-bis(3-thienyl)... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.

22.164  4.69 ng/ul 1185936 Chrysene-di2 21.604

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Chloro-4,6-bis(3-thienyl)pyrim... 278 C12H7CIN2S2 131022-83-8 62
2 11H-Dibenzo[c,f][1,2]diazepine, ... 278 C13H8C12N20 000958-71-4 53
3 2-Chloro-4,6-bis(2-thienyl)pyrim... 278 C12H7C1IN2S2 124959-36-0 50

4 4-Bromophenoxathiin 278 C12H7Bros 105906-37-4 43
5 Benzo[b]triphenylene 278 C22H14 000215-58-7 38
Abundance Scan 3182 (22.104 min): BP015106.D\data.ms (-3177) (- m/z 278.00 100.00%
278.0
5000 208.1
104.0 A —
T‘ | ‘ 22.00 22.50
o“_‘$u ML_‘H“Hw_‘V‘H3§?Eﬁ¥9ﬁ‘ﬂg%$§4ﬁ‘ m/z 280.00  63.25%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #170256: 2-Chloro-4,6-bis(3-thienyl)pyrimidine
278.0
5000 S, L
22.00 22.50
5.0 135.0 m/z 208.05 50.58%
TR T4
O\\"\\\\‘I\‘i\\\‘\‘\\\\‘1“!\‘!“‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #170432: 11H-Dibenzolc,f][1,2]diazepine, 3,8-dichloro-, 5
278.0
—r —
22.00 22.50
5000 ITI/Z 279.00 27.41%
213.0
75.0
151
A !
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #170255: 2-Chloro-4,6-bis(2-thienyl)pyrimidine P —r—
278.0 22.00 22.50
m/z 104.00 24.95%
5000
135.0 J fpwf\
45.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051623\
Data File : BP@15106.D

Acqg On : 16 May 2023 12:49
Operator : CG/JU

Sample : 02768-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.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 41 (DEL) Alkane: Straight-Chai... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
22.198 4.90 ng/ul 1238640 Chrysene-d12 21.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 93
2 1-Octadecene 252 C18H36 000112-88-9 92
3 Tritetracontane 605 C43H88 007098-21-7 91
4 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 87
5 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 87

Abundance Scan 3198 (22.198 min): BP015106.D\data.ms (-3194) (- m/z 57.10 100.00%

57.1
5000

e
‘ “ 20.0 22.00 22.50
L

238.2
Ol bbb i, 57,2 32403933 4910 sz 71,10 75.48%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #176396: Nonadecane, 9-methyl-
57.0

5000 — —
22.00 22.50
140.0 m/z 43.10 63.04%
| Hl’it‘} 2670
O‘H\ ‘\!H‘\\H‘\\H‘\H\‘H\\‘\H\‘\H\‘H\\‘\H\‘H\\‘\H\‘H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #138519: 1-Octadecene
43.0
—
22.00 22.50
5000 ITI/Z 85.10 55.24%
1.0
L] pe207220
(O R s L e R R N R R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #346740: Tritetracontane 7 —
57.0 22.00 22.50
m/z 55.00  27.32%
- MMJ\M
0 ‘hﬂ%ﬂo‘ 197.0267.0337.0  463.0 533.0 604.
e e e e e e e e e e — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051623\
Data File : BP@15106.D

Acqg On : 16 May 2023 12:49
Operator : CG/JU

Sample : 02768-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.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 42 Heptacosane, 1-chloro- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.480 11.70 ng/ul 2955400  Chrysene-d12 21.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 91
2 Sulfurous acid, pentadecyl 2-pro... 334 C18H3803S 1000309-12-6 91
3 Pentadecane 212 C15H32 000629-62-9 89
4 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 83
5 Hexacosane 366 C26H54 000630-01-3 83
Abundance Scan 3246 (22.480 min): BP015106.D\data.ms (-3241) (|  m/z 57.85 100.00%
57.0
5000 WM\M/W
2250
0 “'H‘l\ﬂ [ABA1 25223003 4162 4888548 ., 7110  71.85%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #310570: Heptacosane, 1-chloro-
57.0
5000 1
22.50
m/z 43.10 57.19%
O \‘l f ‘ I} \‘}\IHH‘]-\JF‘\”\‘\IO“\ }\9\6‘\0\\ \%7\3f \0’ \\3\4\3‘ 9! \\4"]-\4\\()\ ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #241465: Sulfurous acid, pentadecyl 2-propyl ester
43.0
——
22.50
5000 m/z 85.10 55.00%
210.0
0‘W‘NHH‘WMH‘H‘N‘H‘H‘W‘H“H‘W‘H‘_‘H‘H‘w‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #90190: Pentadecane —
57.0 22.50
m/z 55.00 27.00%
- V\/\NJ\V\/M/\
L \1270 212.0
O e e ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051623\
BP915106.D

: 16 May 2023 12:49
: CG/IU
. 02768-05

: 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.MA.M

: SVOA CALIBRATION

¢ 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 43 (DEL) Alkane: Straight-Chai... Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
23.609 5.26 ng/ul 13761960  Perylene-di12 24.174
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Tritetracontane 605 C43H88 007098-21-7 91
3 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 91
4 Hexacosane 366 C26H54 000630-01-3 83
5 Tetratetracontane 619 C44H99 007098-22-8 83

Abundance Scan 3438 (23.609 min): BP015106.D\data.ms (-3433) (- m/z 57.10 100.00%

57.1
5000
—— —
‘ ’ Pf51 2080 3083 23.50 24.00
bkl S50 SO0 3869 4611 5487 m/z 71.10  70.86%
miz--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #158597: Nonadecane
57.0
5000 S e
23.50 24.00
m/z 43.10  59.32%
7.0
OJIJF.FA\I‘]-9702618O’

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600

é

Abundance #346740: Tritetracontane
57.0
—— —
23.50 24.00
5000 ITI/Z 85.10 52.65%
bl ’hhlﬁﬂ 197.0 267.0 337.0  463.0 533.0 604.(
e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #310570: Heptacosane, 1-chloro- T —
57.0 23.50 24.00
m/z 55.00 27.08%
o M
oWWgﬁo 273084304440 S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051623\
Data File : BP@15106.D

Acqg On : 16 May 2023 12:49
Operator : CG/JU

Sample : 02768-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.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 44 2-Chloro-3-[(4-oxocyclohexa... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
26.086 15.79 ng/ul 4129720  Perylene-d12 24.174
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Chloro-3-[(4-oxocyclohexa-2,5-... 297 C16H8CINO3 202331-78-0 53
2 6-Chloro-2-methyl-4-phenyl-quino... 297 C17H12C1NO2 312758-85-3 52
3 Iron, (1,5-cyclooctadiene)-(pent... 299 C18H27Fe 1000161-39-5 50
4 2-[p-Chlorophenyl]-8-methylcinch... 297 C17H12C1NO2 107027-43-0 49
5 Phthalazine-1,4(2H,3H)-dione, 2-... 297 C15H11N304 1000272-77-2 43
Abundance Scan 3859 (26.086 min): BP015106.D\data.ms (-3851) (-] | m/z 297.10 100.00%
297.1
5000 /\\
130.1 — ‘
} 232, 26.00
ob 880 Ll L | 385.0 4200490.1549. ./, 260,10 37.20%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #195281: 2-Chloro-3-[(4-oxocyclohexa-2,5-dien-1-ylidene
297.0
76.0
154.0
5000 — :
26.00
‘ ‘ \ 2340 m/z 299.10  33.75%
O\\l\”\l\H\”‘ll““‘ﬂ\mh%‘H\i\J\l‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #195293: 6-Chloro-2-methyl-4-phenyl-quinoline-3-carbox
297.0
U T
26.00
5000 m/z 298.10 24 .85%
216.0
149.
R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #198387: Iron, (1,5-cyclooctadiene)-(pentamethylcyclope — ‘
297.0 26.00
m/z 130.05 24.14%
5000
13301910
0 o)
m/z--> 50 100 150 200 250 300 350 400 450 500 550 26.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051623\
Data File : BP@15106.D

Acqg On : 16 May 2023 12:49
Operator : CG/JU

Sample : 02768-05

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@51123.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|
1-Butene, 2-chl... 3.628 5.2 ng/ul 516656 1 8.134 1985830 20.0
1-Butene, 2-(ch... 3.746 12.2 ng/ul 1207520 1 8.134 1985830 20.0
2-Butene, 1-chl... 3.975 5.0 ng/ul 492371 1 8.134 1985830 20.0
3-Methyl-3-chlo... 4.181 3.4 ng/ul 339704 1 8.134 1985830 20.0
1,1-Dimethyl-3-... 4.752 134.8 ng/ul 13379400 1 8.134 1985830 20.0
unknown-01 5.005 7.4 ng/ul 735313 1 8.134 1985830 20.0
Butane, 2,3-dic... 5.052 186.7 ng/ul 18541000 1 8.134 1985830 20.0
unknown-02 5.263 10.3 ng/ul 1026190 1 8.134 1985830 20.0
unknown-03 6.357 19.4 ng/ul 1929360 1 8.134 1985830 20.0
unknown-04 7.534 25.9 ng/ul 2573660 1 8.134 1985830 20.0
unknown-05 7.840 15.5 ng/ul 1540500 1 8.134 1985830 20.0
unknown-06 8.193 13.3 ng/ul 1315170 1 8.134 1985830 20.0
Butanoic acid, 8.504 5.9 ng/ul 589805 1 8.134 1985830 20.0
Propane, 1,3-di... 8.634 4.8 ng/ul 479056 1 8.134 1985830 20.0
2,2-Bis(chlorom... 8.740 3.4 ng/ul 338425 1 8.134 1985830 20.0
unknown-07 9.416 17.1 ng/ul 1696810 1 8.134 1985830 20.0
Hexanoic acid, ... 9.504 45.4 ng/ul 4512190 1 8.134 1985830 20.0
2(1H)-Pyridinon... 10.722 3.7 ng/ul 540815 2 10.963 2919220 20.0
unknown-08 11.116 4.2 ng/ul 611175 2 10.963 2919220 20.0
unknown-09 11.992 3.8 ng/ul 560873 2 10.963 2919220 20.0
unknown-10 12.639 6.8 ng/ul 991092 2 10.963 2919220 20.0
2,6-Dichloro-3,... 13.192 8.3 ng/ul 1710140 3 14.775 4125840 20.0
unknown-11 17.763 8.8 ng/ul 2182700 4 17.527 4964150 20.0
unknown-12 19.127 5.7 ng/ul 1423840 4 17.527 4964150 20.0
Adipic acid, oc... 20.898 3.7 ng/ul 944295 5 21.604 5053700 20.0
Benzoic acid, 2... 21.021 5.6 ng/ul 1406510 5 21.604 5053700 20.0
unknown-13 21.086 4.5 ng/ul 1125250 5 21.604 5053700 20.0
(DEL) Alkane: S... 21.886 2.3 ng/ul 573430 5 21.604 5053700 20.0
(DEL) Alkane: S... 21.951 2.7 ng/ul 672100 5 21.604 5053700 20.0
2-Chloro-4,6-bi... 22.104 4.7 ng/ul 1185930 5 21.604 5053700 20.0
(DEL) Alkane: S... 22.198 4.9 ng/ul 1238640 5 21.604 5053700 20.0
Heptacosane, 1-... 22.480 11.7 ng/ul 2955400 5 21.604 5053700 20.0
(DEL) Alkane: S... 23.609 5.3 ng/ul 1376190 6 24.174 5230600 20.0
2-Chloro-3-[(4-... 26.086 15.8 ng/ul 4129720 6 24.174 5230600 20.0
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