LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22824\
Data File : BM044418.D

Acqg On : 28 Feb 2024 23:37
Operator : MA/JU

Sample : P1535-03

Misc :

ALS Vvial : 16 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_ M\Methods\SFAM-EPA-BM022324.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@44418.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.334 37 42 46 rBV 517954 644826 10.57% 1.191%
2 3.363 46 47 52 rVB 53675 60225 0.99% 0.111%
3 3.793 117 120 137 rBV 232828 425901 6.98% 0.787%
4 4.116 170 174 178 rVB 17395 24102 0.39% 0.045%
5 4.634 257 263 273 rBV 116618 171083 2.80% 0.316%
6 5.216 357 362 367 rVB2 20070 33218 0.54% 0.061%
7 5.4406 396 400 406 rVB 13760 19153 0.31% 0.035%
8 5.575 417 423 431 rBV 31511 67506 1.11% ©0.125%
9 5.945 480 486 492 rVB 41871 67476 1.11% 0.125%
106 6.916 645 651 660 rBV 197634 305355 5.00% 0.564%
11 7.028 668 670 673 rVB3 5699 6199 0.10% 0.011%
12 7.110 678 684 691 rBvV 201198 330976 5.42% 0.612%
13 7.292 708 715 725 rBV 845042 1387601 22.74% 2.564%
14 7.475 737 746 756 rBV 736908 1166878 19.12% 2.156%
15 7.586 761 765 770 rVB3 18992 30221 0.50% 0.056%
16 7.845 805 809 816 rVBS8 4606 8206 ©0.13% 0.015%
17 7.945 818 826 836 rBV 637372 1050758 17.22%  1.942%
18 8.057 841 845 852 rVB2 17286 26103 0.43% 0.048%
19 8.298 882 886 892 rVvB9 5691 9577 0.16% 0.018%
20 8.586 931 935 940 rVB6 8239 14432 0.24% 0.027%
21 8.663 940 948 957 rBvV 544555 904355 14.82% 1.671%
22 9.122 1018 1026 1037 rBV 931998 1572689 25.77% 2.906%
23 9.392 1066 1072 1077 rVB10O 4143 7158 0.12% 0.013%
24 9.839 1141 1148 1162 rBV 668931 1140200 18.68% 2.107%
25 10.375 1230 1239 1250 rBV 952411 1666134 27.30% 3.079%
26 10.757 1295 1304 1319 rVB 898204 1564182 25.63% 2.890%
27 10.904 1319 1329 1345 rBV 635827 1192908 19.55% 2.204%
28 11.580 1439 1444 1450 rVB7 7905 11554 0.19% 0.021%
29 11.769 1473 1476 1482 rVB8 3503 6124 0.10% 0.011%
30 12.192 1542 1548 1552 rVB7 3148 7199 0.12% 0.013%
31 12.345 1566 1574 1578 rBV2 20526 41101 0.67% 0.076%
32 12.398 1578 1583 1596 rvVv 92703 182236 2.99% 0.337%
33 13.210 1712 1721 1724 rBVS 3122 6360 0.10% 0.012%
34 13.416 1753 1756 1763 rVB6 6808 10861 ©0.18% 0.020%
35 13.498 1763 1770 1775 rBV2 27516 42482 0.70% 0.078%

36 14.010 1850 1857 1872 rBV 2131749 3095282 50.72% 5.719%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22824\
Data File : BM044418.D

Acqg On : 28 Feb 2024 23:37
Operator : MA/JU

Sample : P1535-03

Misc :

ALS Vvial : 16 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_ M\Methods\SFAM-EPA-BM022324.MA.M
Title : SVOA CALIBRATION
37 14.121 1872 1876 1880 rVB5 8926 15153 0.25% 0.028%
38 14.280 1894 1903 1915 rBV 2505394 3684639 60.37% 6.808%
39 14.586 1948 1955 1967 rBV 1346741 2011184 32.95% 3.716%
40 14.810 1987 1993 2006 rBV3 56350 175598 2.88% 0.324%
41 15.004 2024 2026 2033 rVB8 6977 12792 0.21% 0.024%
42 15.392 2087 2092 2099 rBv4 9948 19493 0.32% 0.036%
43 15.580 2115 2124 2139 rBV 3236435 4763342 78.05%  8.802%
44 15.704 2139 2145 2160 rVV 874318 1258235 20.62% 2.325%
45 15.821 2160 2165 2171 rVB4 17809 37697 0.62% 0.070%
46 16.157 2214 2222 2224 rBV7 3636 7250 0.12% 0.013%
47 16.245 2231 2237 2241 rBV7 4533 9794 0.16% 0.018%
48 16.368 2253 2258 2263 rVB6 12330 20408 0.33% 0.038%
49 16.668 2304 2309 2313 rBV6 5279 7669 0.13% 0.014%
50 16.745 2320 2322 2327 rVB6 6836 8007 0.13% 0.015%
51 16.845 2333 2339 2351 rBV 131464 215234  3.53% 0.398%
52 17.015 2364 2368 2371 rVB5 6581 8240 0.14% 0.015%
53 17.339 2415 2423 2433 rBV 1544611 2276354 37.30% 4.206%
54 17.439 2433 2440 2457 rVV 3634974 5390220 88.32% 9.960%
55 17.845 2503 2509 2512 rBV7 3254 6711 0.11% 0.012%
56 18.015 2535 2538 2544 rVB7 13585 18344 0.30% 0.034%
57 18.121 2552 2556 2562 rVvB9 9073 14692 0.24% 0.027%
58 18.245 2572 2577 2585 rBV2 83014 129060 2.11% 0.238%
59 18.327 2588 2591 2595 rVB2 8943 13209 0.22% 0.024%
60 18.733 2657 2660 2664 rVB5 7472 10097 0.17% 0.019%
61 19.297 2751 2756 2762 rVB2 41115 62750 1.03% 0.116%
62 19.368 2762 2768 2771 rBV 44804 66311 1.09% 0.123%
63 19.527 2791 2795 2800 rBV5 29584 39429 0.65% 0.073%
64 19.686 2818 2822 2824 rBV3 23392 28958 0.47% 0.054%
65 19.733 2824 2830 2839 rVV 4586443 6103078 100.00% 11.277%
66 20.733 2998 3000 3006 rBV7 17190 21624 0.35% 0.040%
67 21.262 3087 3090 3098 rBvV2 74852 108955 1.79% 0.201%
68 21.533 3130 3136 3146 rBV 1572336 2181920 35.75% 4.032%

69 23.797 3513 3521 3535 rBV2 2891063 5783357 94.76% 10.686%
70 23.950 3541 3547 3559 rVB 1105386 2308541 37.83% 4.266%

Sum of corrected areas: 54118966
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22824\
Data File : BM@44418.D

Acqg On : 28 Feb 2024 23:37
Operator : MA/JU

Sample : P1535-03

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@22324.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM044418.D\data.ms
4000000
3000000
2000000
1000000 7.29%75 9.122 10.375_|_0_757
3.334 7.945 s 663 9.839 0.904
3.793 6.976l
N 4110 4634 5 omkm755.945 1.0 3 588.8: 532985 19.392 11.5807¢
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\‘\\ \\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 350 400 450 500 550 6.00 6.50 700 7.50 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM044418.D\data.ms
19.733
4000000
17.439
15.580
3000000
14.280
14.010
2000000
17.339
14.586
1000000 15.704
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Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM044418.D\data.ms

4000000
23.797
3000000
2000000 21.533
3.950
1000000

j33 21.262
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Time--> 21.00 2150 22.00 2250 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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22824\
Data File : BM@44418.D

Acqg On : 28 Feb 2024 23:37
Operator : MA/JU

Sample : P1535-03

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@22324.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 Benzene, 1-chloro-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.916 5.81 ng/ul 305355 1,4-Dichlorobenzene-d4 7.945

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-chloro-2-methyl- 126 C7H7C1 000095-49-8 95
2 Benzene, 1-chloro-2-methyl- 126 C7H7C1 000095-49-8 94
3 Benzene, 1-chloro-2-methyl- 126 C7H7C1 000095-49-8 94
4 Benzene, 1l-chloro-2-methyl- 126 C7H7C1 000095-49-8 94
5 Benzene, 1-chloro-3-methyl- 126 C7H7C1 000108-41-8 93
Abundance Scan 651 (6.916 min): BM044418.D\data.ms (-645) (-) m/z 91.00 100.00%
91.0
5000
126.0
R EAREEREEREEES SR
390 ‘ 6.60 6.80 7.00 7.20

oyl 1620 2089 2671 ;176,00  33.92%

m/z--> 0 50 100 150 200 250

Abundance #12916: Benzene, 1-chloro-2-methyl-

91.0
5000 L L R IR B
126.0 6.60 6.80 7.00 7.20
m/z 89.00  18.54%
39.0
0 ‘\\\“\”‘“\“M\”\““‘ T \M\ L e e s s s B B
miz--> 0 50 100 150 200 250
Abundance #12923: Benzene, 1-chloro-2-methyl-
91.0
R EEaARNEREEE SR
6.60 6.80 7.00 7.20
5000 126.0 m/z 63.00 13.53%
A
o—by Ao b
miz--> 0 50 100 150 200 250
Abundance #12913: Benzene, 1-chloro-2-methyl- R a s  RNASEaERLEEY
91.0 6.60 6.80 7.00 7.20
m/z 128.00  11.92%
5000
126.0
39.0
o2 e b A
m/z--> 0 50 100 150 200 250 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22824\
Data File : BM@44418.D

Acqg On : 28 Feb 2024 23:37
Operator : MA/JU

Sample : P1535-03

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@22324.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 2-Butenoic acid, 2-propenyl... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.398 2.33 ng/ul 182236  Naphthalene-d8 10.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butenoic acid, 2-propenylidene... 210 C11H1404 055030-70-1 53
2 Ethyl cyclopropanecarboxylate 114 C6H1002 004606-07-9 39
3 Crotonic anhydride 154 C8H1003 000623-68-7 38
4 Ethyl cyclopropanecarboxylate 114 C6H1002 004606-07-9 38
5 Cyclopentane, bromo- 148 C5H9Br 000137-43-9 28

Abundance Scan 1583 (12.398 min): BM044418.D\data.ms (-1578) (- | m/z 69.00 100.00%

69.0
5000

103.0
um ‘ 12. 00 12 50
— ‘\““H‘ 15401928 821 n/7 4l.00  28.72%
miz--> 50 100 150 200 250 300
Abundance #86909: 2-Butenoic acid, 2-propenylidene ester M/\\u
69.0
5000

12. 00 12. 50
m/z 38.95 20.79%

L ‘h‘\ q“ L H } T ‘ T ‘ \]-\2‘6\.0\‘ ‘ L 2‘1\0.\0 L ‘ L ‘ LI
Miz--> 100 150 200 250 300
Abundance #8196: Ethyl cyclopropanecarboxylate
69.0

o

12.00 12.50
5000 m/z 103.00 18.09%
29.
T
oww‘w‘ T
m/z--> 50 100 150 200 250 300
Abundance #31847: Crotonic anhydride
69.0 12. 00 12 50

m/z 87.00 15.62%

5000
J 126.0
0 27. 1l | ‘ . N\/\ A,

m/z--> 50 100 150 200 250 300 12. 00 12. 50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22824\
Data File : BM@44418.D

Acqg On : 28 Feb 2024 23:37
Operator : MA/JU

Sample : P1535-03

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@22324.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|
Benzene, 1-chlo... 6.916 5.8 ng/ul 305355 1 7.945 1050760 20.0
2-Butenoic acid... 12.398 2.3 ng/ul 182236 2 10.757 1564180 20.0
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