LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe20323\
Data File : VW@25273.D

Acqg On : 03 Feb 2023 12:53
Operator : SY/MD

Sample : 01394-04

Misc : 3.75g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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:\voasrv\HPCHEM1\MSVOA_ W\Method\SFAMWLMO20323SMA.M
Title : SFAMO1.0

Signal : TIC: VW@25273.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.898 156 163 178 rBV 36992 103589 10.25% 1.751%
2 3.477 256 258 259 rBV2 308 243 0.02% 0.004%
3 3.520 264 265 267 rBvV2 346 273 0.03% 0.005%
4 3.672 288 290 295 rVB 286 303 0.03% 0.005%
5 3.715 295 297 298 rBV 332 198 ©0.02% 0.003%
6 4.026 338 348 359 rBV 104153 283835 28.07% 4.799%
7 4.379 398 406 408 rBV3 2097 4141 0.41% 0.070%
8 4.605 438 443 444 rBV2 2034 2888 0.29% 0.049%
9 4.800 474 475 478 rBV 420 287 0.03% 0.005%
10 4.916 484 494 506 rBV2 27445 88712 8.77% 1.500%
11 5.1085 524 525 526 rBV 281 151 ©0.01% ©0.003%
12 5.361 566 567 571 rVB2 356 356 0.04% 0.006%
13 5.397 571 573 574 rBV2 297 240 0.02% 0.004%
14 5.446 579 581 583 rVW 316 209 0.02% 0.004%
15 5.464 583 584 587 rVv2 215 206 0.02% ©0.003%
16 5.519 591 593 595 rVB2 335 249 0.02% 0.004%
17 5.544 595 597 601 rBV 293 413 0.04% 0.007%
18 5.574 601 602 605 rVB 438 283 0.03% 0.005%
19 5.605 605 607 609 rBvV2 288 293 0.03% 0.005%
20 5.952 654 664 672 rBV5S 2776 8810 0.87% 0.149%
21  6.135 692 694 697 rBv2 277 336 0.03% 0.006%
22 6.592 767 769 772 rVB2 278 181 0.02% 0.003%
23  6.946 825 827 828 rBV 209 145 0.01% ©0.002%
24 7.080 839 849 854 rBV2 25361 76341  7.55% 1.291%
25 7.409 901 903 905 rVB 233 147 0.01% 0.002%
26 7.433 905 907 910 rBV2 302 273 0.03% 0.005%
27 7.488 915 916 920 rBV2 377 337 0.03% 0.006%
28 7.653 932 943 955 rBV 215559 534408 52.86% 9.035%
29 7.952 989 992 994 rBV2 317 282 0.03% 0.005%
30 7.970 994 995 998 rwv2 220 218 0.02% 0.004%
31 8.086 1010 1014 1016 rBvV3 223 318 0.03% 0.005%
32 8.275 1034 1045 1062 rBV2 323360 1011067 100.00% 17.093%
33  8.427 1068 1070 1074 rBV 282 322  0.03% 0.005%
34 8.513 1082 1084 1088 rBvV2 167 181 ©0.02% 0.003%
35 8.567 1091 1093 1095 rBV 266 343 0.03% 0.006%

36 8.842 1129 1138 1149 rBV 349247 697364 68.97% 11.790%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe20323\
Data File : VW@25273.D

Acqg On : 03 Feb 2023 12:53
Operator : SY/MD

Sample : 01394-04

Misc : 3.75g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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:\voasrv\HPCHEM1\MSVOA_ W\Method\SFAMWLMO20323SMA.M
Title : SFAMO1.0
37 9.025 1164 1168 1172 rBV3 543 1095 0.11% 0.019%
38 9.086 1172 1178 1183 rvv8 2412 4738 0.47% ©0.080%
39 9.275 1199 1209 1227 rBV 305639 614417 60.77% 10.388%
40 9.604 1260 1263 1266 rBV3 449 665 0.07% 0.011%
41  9.726 1281 1283 1285 rBvV2 255 219 0.02% 0.004%
42 9.799 1292 1295 1296 rBV 350 290 0.03% 0.005%
43 9.921 1313 1315 1319 rVB2 264 267 0.03% 0.005%
44  9.976 1322 1324 1326 rBvV2 229 230 0.02% 0.004%
45 10.037 1326 1334 1344 rBV 110293 203116 20.09%  3.434%
46 10.177 1355 1357 1358 rBV 247 189 0.02% 0.003%
47 10.207 1359 1362 1369 rVB4 652 1056 ©0.10% ©.018%
48 10.323 1373 1381 1389 rBV 371091 652686 64.55% 11.034%
49 10.451 1397 1402 1414 rBV 5947 13007 1.29% 0.220%

50 10.579 1416 1423 1432 rVB 62486 108514 10.73%  1.835%

51 10.701 1438 1443 1449 rVB2 11033 20188 2.00% ©0.341%
52 10.866 1467 1470 1473 rVB3 846 927 0.09% 0.016%
53 10.921 1473 1479 1491 rBV 67554 127005 12.56% 2.147%
54 11.061 1497 1502 1511 rVB 16249 27856 2.76%  0.471%
55 11.152 1515 1517 1518 rBV 311 173 0.02% ©0.003%
56 11.347 1546 1549 1551 rBvV2 237 320 0.03% 0.005%
57 11.396 1555 1557 1558 rBV2 218 148 0.01% 0.003%
58 11.433 1558 1563 1572 rVB3 3958 6695 0.66% ©0.113%
59 11.628 1588 1595 1605 rBV 326705 553702 54.76% 9.361%
60 11.725 1609 1611 1617 rVB4 678 1072 0.11% ©0.018%
61 11.805 1622 1624 1625 rBV 268 148 0.01% 0.003%
62 12.012 1657 1658 1662 rBV2 310 326 0.03% 0.006%
63 12.170 1680 1684 1686 rVV3 720 970 0.10% ©0.016%
64 12.347 1710 1713 1714 rBV 210 155 0.02% ©0.003%
65 12.414 1723 1724 1726 rBV 307 177 0.02% 0.003%
66 12.457 1728 1731 1735 rBV2 383 637 0.06% 0.011%
67 12.524 1740 1742 1744 rVB2 238 181 0.02% ©0.003%
68 12.554 1744 1747 1750 rBV2 313 481 0.05% ©0.008%
69 12.603 1750 1755 1762 rVB2 10265 16821 1.66% 0.284%
70 12.689 1762 1769 1777 rBV 210232 341582 33.78% 5.775%
71 12.932 1804 1809 1815 rVB5 2150 3422 0.34% 0.058%
72 12.981 1815 1817 1821 rBV2 346 485 0.05% 0.008%
73 13.134 1840 1842 1845 rBV2 156 209 0.02% 0.004%
74 13.182 1848 1850 1851 rBV 246 188 0.02% 0.003%
75 13.359 1875 1879 1881 rBV2 187 254 0.03% 0.004%
76 13.377 1881 1882 1884 rBV 380 210  0.02% 0.004%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe20323\
Data File : VW@25273.D

Acqg On : 03 Feb 2023 12:53
Operator : SY/MD

Sample : 01394-04

Misc : 3.75g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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:\voasrv\HPCHEM1\MSVOA_ W\Method\SFAMWLMO20323SMA.M
Title : SFAM@1.0
77 13.420 1886 1889 1890 rBV 154 173 0.02% 0.003%
78 13.506 1897 1903 1904 rBV2 704 1111  0.11% 0.019%
79 13.554 1905 1911 1923 rVB 127763 210344 20.80% 3.556%
80 13.640 1923 1925 1929 rBV4 591 696 0.07% 0.012%
81 13.755 1942 1944 1948 rVB 271 260 0.03% 0.004%
82 13.847 1952 1959 1969 rBV 81034 139810 13.83% 2.364%
83 13.957 1975 1977 1980 rVB2 271 175 0.02% 0.003%
84 14.066 1987 1995 2000 rBV2 5287 8823 0.87% 0.149%
85 14.121 2002 2004 2005 rBV2 439 297 ©0.03% 0.005%
86 14.188 2011 2015 2016 rBV2 363 530 0.05% 0.009%
87 14.237 2019 2023 2026 rBV3 230 376 0.04% 0.006%
88 14.316 2029 2036 2041 rBV6 1907 3756 ©0.37% 0.063%
89 14.481 2060 2063 2064 rBV2 296 219 0.02% 0.004%
990 14.518 2067 2069 2072 rVB 431 281 0.03% 0.005%
91 14.548 2072 2074 2076 rBV2 207 208 0.02% 0.004%
92 14.621 2083 2086 2092 rBV5 1292 1680 0.17% 0.028%
93 14.725 2099 2103 2105 rBV3 1739 2199 0.22% 0.037%
94 14.749 2105 2107 2111 rVV2 420 467 ©.05% ©0.008%
95 14.792 2112 2114 2117 rVB 396 299 0.03% 0.005%
96 15.127 2166 2169 2175 rVB5 1798 2846 0.28% 0.048%
97 15.426 2214 2218 2223 rVB2 8860 12303 1.22% 0.208%
98 15.548 2234 2238 2241 rVBS 1876 2971 0.29% 0.050%
99 15.755 2268 2272 2275 rBv4 1019 1912 0.19% 0.032%
100 16.731 2430 2432 2434 rVB3 688 463 0.05% 0.008%
Sum of corrected areas: 5914962
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_W\Data\ViW©20323\

: VWe25273.D

: 03 Feb 2023 12:53

: SY/MD

: 01394-04

: 3.75g/1emL/MSVOA_W/SOIL
:1 Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@20323SMA .M

. SFAM@1.0

: C:\Database\NIST20.L
tion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe20323\
Data File : VW@25273.D

Acqg On : 03 Feb 2023 12:53
Operator : SY/MD

Sample : 01394-04

Misc : 3.75g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@20323SMA.M
Quant Title : SFAM@1.0

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 unknown-01 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.061 1.26 ug/L 27856  Chlorobenzene-d5 11.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,2,4-Triazole, 3,5-dithioxo- 133 C2H3N3S2 005650-03-3 27
2 4-Ethylbenzoic acid, 2,2-dimethy... 220 C14H2002 1000293-49-5 17
3 Pyridine, 2-methyl-5-(1-methylet... 133 C9H11N 056057-93-3 16
4 1,2-Benzisothiazole, 3-methyl- 149 C8H7NS 006187-89-9 16
5 1H-Indole-3-thiol 149 C8H7NS 000480-94-4 12

Abundance Scan 1502 (11.061 min): VW025273.D\data.ms (-1497) ( m/z 149.05 100.00%

149.1
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T \
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O et bl e e mjz 13295 82.86%
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Abundance #16698: 1,2,4-Triazole, 3,5-dithioxo-
138.0
5000 74.0 /\\“ T T T T \A I
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0\‘\\\\“w”\\\“l\\‘\‘w‘\\\\‘\\\1‘\\\“\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #98994: 4-Ethylbenzoic acid, 2,2-dimethylpropyl ester
1338.0
AA RS b ‘
11.00
5000 ITI/Z 67.00 16.26%
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\‘\ \‘h h \‘ \‘ h‘\ H H 1640 2200
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Abundance #16988: Pyridine, 2-methyl-5-(1-methylethenyl)- b ‘
133.0 11.00

m/z 150.05 15.81%
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0 “\ “h Ll “ \‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe20323\
Data File : VW@25273.D

Acqg On : 03 Feb 2023 12:53
Operator : SY/MD

Sample : 01394-04

Misc : 3.75g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@20323SMA.M
Quant Title : SFAM@1.0

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 Benzene, 1,3-bis(1,1-dimeth... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.426 1.46 ug/L 12303 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-bis(1,1-dimethyleth... 190 C14H22 001014-60-4 90
2 Benzene, 1,3-bis(1,1-dimethyleth... 190 C14H22 001014-60-4 83
3 Benzene, 1,3-bis(1,1-dimethyleth... 190 C14H22 001014-60-4 81
4 Benzene, 1,3-bis(1,1-dimethyleth... 190 C14H22 001014-60-4 74
5 Benzenepropanal, 4-(1,1-dimethyl... 190 C13H180 018127-01-0 72
Abundance Scan 2218 (15.426 min): VW025273.D\data.ms (-2214) (| m/z 175.15 100.00%
175.2
5000
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——
91.0 1169 147.0 207.2 15.50
0 H"H‘Jw‘ﬂuw‘Hw‘ﬂ‘HL‘W_WMW‘LH“H“Hu‘W\“ m/z 57.00 28.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64884: Benzene, 1,3-bis(1,1-dimethylethyl)-
175.0
5000 {\\M\A\ T ‘/\’H\\ \M\\r\h\
57.0 15.50
m/z 190.10 13.66%
oy |, SPuse wio | |
0 \H‘H‘\\“H\‘\““\H“iH\\‘\‘\\\“‘\M\‘HH‘HH‘H‘H’HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64886: Benzene, 1,3-bis(1,1-dimethylethyl)-
175.0
57.0 Hol
15.50
5000 m/z 176.20 12.96%
0
290‘ ‘ 115.0 147.0
0 ‘H"N‘ﬂ“Wﬁﬂh‘wm"‘ph‘mumw“‘u“‘H!“uu,“‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64889: Benzene, 1,3-bis(1,1-dimethylethyl)- H—
175.0 15.50
m/z 41.05 12.52%
5000
57.0
80.0
e 0, mas0 ta7o || g b
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe20323\
Data File : VW@25273.D

Acqg On : 03 Feb 2023 12:53
Operator : SY/MD

Sample : 01394-04

Misc : 3.75g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@O20323SMA.M
Quant Title : SFAM@1.0

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknown-01 11.061 1.3 ug/L 27856 2 11.628 553702 25.0
Benzene, 1,3-bi... 15.426 1.5 ug/L 12303 3 13.554 210344 25.0
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