LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@50923\
Data File : VWO25903.D

Acqg On : 09 May 2023 13:16
Operator : SY/MD

Sample : 02612-25

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\SFAMWLMO50123SMA.M
Title : SFAMO1.0

Signal : TIC: VW@25903.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  2.363 72 78 91 rVB 139093 337017 12.41% 1.886%
2 2.668 122 128 146 rVB 82846 234704 8.64% 1.313%
3 2.899 159 166 179 rVB 123346 332308 12.23% 1.860%
4 3.369 240 243 245 rBV4 3976 4901 0.18% 0.027%
5 3.393 245 247 253 rVB7 3978 7236 0.27% 0.040%
6 3.594 276 280 285 rVBS8 2256 3530 0.13% 0.020%
7 3.649 285 289 290 rVB4 1537 1781 0.07% 0.010%
8 3.680 290 294 297 rBV6 1201 2371 0.09% 0.013%
9 3.881 319 327 336 rVB6 5175 16903 0.62% 0.095%
106 4.021 339 350 362 rBV 278395 904033 33.28% 5.059%
11 4.204 373 380 394 rVB2 50064 145724 5.37% 0.815%
12 4,387 403 410 420 rBv2 7217 20882 0.77% 0.117%
13 4.594 441 444 445 rBV3 2484 2878 0.11% 0.016%
14 4.618 445 448 450 rBV4 3438 4418 ©0.16% 0.025%
15 4.820 479 481 484 rBvV4 1776 2265 ©0.08% 0.013%
16 4.917 487 497 509 rvv3 33635 127149 4.68% 0.712%
17 5.1e6 524 528 531 rBV6 1636 3217 0.12% 0.018%
18 5.374 569 572 574 rVB4 1558 1762 0.06% 0.010%
19 5.490 587 591 592 rBv4 1659 2337 0.09% 0.013%
20 5.582 604 606 612 rVB7 1537 1897 0.07% 0.011%
21 5.765 629 636 637 rBv7 2785 4901 0.18% 0.027%
22 5.935 656 664 673 rvv3 11653 37585 1.38% 0.210%
23 6.033 677 680 686 rBv8 1335 2413 0.09% 0.014%
24 6.094 688 690 692 rVB3 1978 1915 0.07% 0.011%
25 6.240 713 714 717 rVB3 2072 1777 0.07% 0.010%
26 6.277 717 720 723 rBV5 2449 3242 0.12% 0.018%
27 6.374 735 736 740 rVB4 1559 1900 0.07% 0.011%
28 6.551 760 765 767 rBV6 1089 1758 0.06% 0.010%
29 6.899 821 822 825 rBV3 1987 1784 0.07% 0.010%
30 6.935 825 828 831 rBV5 1639 2532 0.09% 0.014%
31 7.075 841 851 856 rBV 69074 188740 6.95% 1.056%
32 7.429 907 909 912 rBV4 2024 2484 0.09% 0.014%
33 7.502 919 921 924 rBv4 2036 2233 0.08% 0.012%
34 7.648 933 945 959 rBV 440984 1107703 40.78% 6.199%
35 7.892 984 985 992 rBV7 1565 3098 0.11% 0.017%
36 7.947 992 994 996 rwv3 2272 2149 0.08% 0.012%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@50923\
Data File : VWO25903.D

Acqg On : 09 May 2023 13:16
Operator : SY/MD

Sample : 02612-25

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\SFAMWLMO50123SMA.M
Title : SFAMO1.0
37 8.276 1036 1048 1065 rBV2 936977 2716049 100.00% 15.199%
38 8.502 1082 1085 1088 rBV4 2156 2658 0.10% 0.015%
39 8.538 1088 1091 1092 rBV3 1845 1696 0.06% 0.009%
40 8.630 1104 1106 1109 rBV4 1932 2242 0.08% 0.013%
41  8.843 1131 1141 1154 rBV 1007737 1994316 73.43% 11.160%
42 8.959 1159 1160 1163 rVV3 1762 1868 0.07% 0.010%
43  8.990 1163 1165 1167 rVB3 2013 1828 0.07% 0.010%
44  9.057 1173 1176 1178 rBV4 3276 3703 0.14% 0.021%
45  9.270 1203 1211 1222 rBV 620079 1288630 47.45% 7.211%
46 9.410 1232 1234 1237 rVB4 1965 2136 0.08% 0.012%
47  9.843 1301 1305 1308 rBV6 1467 2238 0.08% 0.013%
48 9.953 1318 1323 1326 rBvV7 2475 4624 0.17% 0.026%
49 10.032 1329 1336 1346 rvV 259932 472710 17.40% 2.645%
50 10.130 1347 1352 1356 rVwV 38214 76002  2.80% 0.425%
51 10.185 1356 1361 1375 rVB2 48060 142108 5.23% 0.795%
52 10.319 1375 1383 1391 rBV 1148998 2044229 75.26% 11.440%
53 10.495 1409 1412 1413 rBV3 2367 2389 0.09% 0.013%
54 10.575 1419 1425 1434 rVB 163556 282327 10.39% 1.580%
55 10.697 1438 1445 1453 rBV 56196 113273 4.17% 0.634%
56 10.922 1475 1482 1498 rVV 243450 447857 16.49% 2.506%
57 11.e62 1500 1505 1517 rVvV3 16818 41498 1.53% 0.232%
58 11.172 1521 1523 1526 rVB4 2281 2343 0.09% 0.013%
59 11.434 1560 1566 1573 rVB3 12557 23341 0.86% 0.131%

60 11.629 1590 1598 1610 rBV 1138758 1902200 70.04% 10.645%

61 11.843 1628 1633 1635 rVB6 3504 4959 0.18% 0.028%
62 11.922 1642 1646 1648 rBV5 2853 2720 0.10% 0.015%
63 11.965 1648 1653 1655 rVVe 2807 5136 ©.19% 0.029%
64 12.123 1675 1679 1680 rBV4 1841 1858 0.07% 0.010%
65 12.337 1712 1714 1717 rVB4 2820 2768 0.10% 0.015%
66 12.458 1732 1734 1741 rVV8 4046 5389 0.20% ©0.030%
67 12.519 1742 1744 1749 rVB6 3018 3908 0.14% 0.022%
68 12.599 1749 1757 1765 rBV 40287 76473 2.82% 0.428%
69 12.690 1765 1772 1779 rVV 340070 551539 20.31% 3.086%
70 12.757 1779 1783 1789 rVB3 8000 14301 0.53% ©0.080%
71 12.873 1797 1802 1807 rBV8 1982 3860 ©.14% 0.022%
72 12.934 1807 1812 1815 rBV7 6163 11444 0.42% 0.064%
73 13.038 1827 1829 1831 rVB3 2408 1808 ©0.07% 0.010%
74 13.117 1837 1842 1847 rVV9 5777 10247 ©.38% 0.057%
75 13.202 1851 1856 1866 rVV2 23415 47594  1.75%  ©.266%
76 13.288 1867 1870 1874 rVV6 4139 7292 0.27% 0.041%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@50923\
Data File : VWO25903.D

Acqg On : 09 May 2023 13:16
Operator : SY/MD

Sample : 02612-25

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\SFAMWLMO50123SMA.M
Title : SFAM@1.0
77 13.349 1877 1880 1882 rBvV4 2292 2717 0.10% 0.015%
78 13.464 1895 1899 1900 rBV4 6290 6730 ©.25% 0.038%
79 13.556 1907 1914 1925 rBV 672158 1064818 39.20% 5.959%
80 13.641 1925 1928 1934 rVB4 8769 14518 0.53% 0.081%
81 13.751 1942 1946 1949 rBV6 2922 4481 0.16% 0.025%
82 13.848 1955 1962 1972 rBV 486889 797709 29.37% 4.464%
83 14.001 1984 1987 1988 rBV3 2218 1804 0.07% 0.010%
84 14.062 1993 1997 2002 rVB2 20388 33199 1.22% ©0.186%
85 14.196 2016 2019 2021 rBvV4 2618 3289 0.12% ©0.018%
86 14.324 2032 2040 2046 rVB4 7138 16979 ©0.63% 0.095%
87 14.415 2051 2055 2060 rVV2 11481 17428 0.64% ©0.098%
88 14.671 2094 2097 2098 rBV3 2139 1959 0.97% 0.011%
89 14.690 2098 2100 2101 rVvv2 2235 1919 0.07% 0.011%
99 14.720 2101 2105 2109 rVB7 3480 6519 0.24% 0.036%
91 15.086 2161 2165 2168 rBV6 1564 1808 ©0.97% 0.010%
92 15.293 2196 2199 2202 rBV5 1796 2185 0.08% 0.012%
93 15.427 2217 2221 2226 rVV2 7941 13843 0.51% 0.9077%
94 15.488 2226 2231 2235 rVB3 3965 7164 0.26% 0.040%
95 15.684 2259 2263 2266 rBV6 1989 3455 0.13% 0.019%
96 15.927 2299 2303 2307 rBV7 5388 7862 0.29% 0.044%
97 16.055 2322 2324 2327 rVB4 1952 1954 0.97% 0.011%
98 16.086 2327 2329 2332 rBvV4 2117 2831 0.10% 0.016%
99 16.622 2413 2417 2420 rBVe6 3174 4998 0.18% 0.028%
100 16.750 2435 2438 2439 rBV3 2282 2642 ©0.10% 0.015%
Sum of corrected areas: 17869899
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@50923\
Data File : VW@25903.D

Acqg On : 09 May 2023 13:16
Operator : SY/MD

Sample : 02612-25

Misc : 3.75g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@50123SMA.M
Quant Title : SFAM@1.0

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

Abundance TIC: VW025903.D\data.ms
1000000
800000
600000

400000
4.021

200000 2.363
2668 2.899

4.204
B3B3 FWHE0 3.88 4.387 4B 4550 '5.106 5.35406825.76%5.96 IDARANB7 6,551
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Abundance TIC: VW025903.D\data.ms
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Abundance TIC: VW025903.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@50923\
Data File : VW@25903.D

Acqg On : 09 May 2023 13:16
Operator : SY/MD

Sample : 02612-25

Misc : 3.75g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@50123SMA.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 1 Methanethiol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.668 2.94 ug/L 234704  1,4-Difluorobenzene 8.843

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methanethiol 48 CH4S 000074-93-1 90
2 Methanethiol 48 CH4S 000074-93-1 90
3 3-Mercaptopropionitrile 87 C3H5NS 001001-58-7 28
4 Acetic acid, mercapto- 92 C2H402S 000068-11-1 9
5 Acetic acid, mercapto- 92 C2H402S 000068-11-1 9

Abundance Scan 128 (2.668 min): VW025903.D\data.ms (-122) (-) m/z 47.00 100.00%

47.0
5000 /LA
AR RARRRR
) 2.40 2.60 2.80 3.00
ob—— Ay 903 1418 2010 2498 289 /7 48.e0 77.62%
miz-> 50 100 150 200 250
Abundance #126: Methanethiol
47.0
5000 LN B B I BN LR
2.40 2.60 2.80 3.00
m/z 45.00 57.03%
15.0
O \“‘ T \“ T i T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #127: Methanethiol
47.0
SR
2.40 2.60 2.80 3.00
5000 m/z 45.95 13.52%
14.0 “
o bl o o v i i i
miz--> 50 100 150 200 250
Abundance #2075: 3-Mercaptopropionitrile R RN SRR R
47.0 2.40 2.60 2.80 3.00
m/z 44.00 8.68%
- i \\A\,\/\w\
m/z--> 50 100 150 200 250 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@50923\
Data File : VW@25903.D

Acqg On : 09 May 2023 13:16
Operator : SY/MD

Sample : 02612-25

Misc : 3.75g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@50123SMA.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 Dimethyl sulfide Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.204 1.83 ug/L 145724  1,4-Difluorobenzene 8.843

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dimethyl sulfide 62 C2H6S 000075-18-3 91
2 Dimethyl sulfide 62 C2H6S 000075-18-3 91
3 Dimethyl sulfide 62 C2H6S 000075-18-3 91
4 Dimethyl sulfide 62 C2H6S 000075-18-3 91
5 Dimethyl sulfide 62 C2H6S 000075-18-3 91

Abundance Scan 380 (4.204 min): VW025903.D\data.ms (-373) (-) m/z 47.00 100.00%

47.0
5000

3.80 4.00 4.20 4.40 4.60

obp o hh 817 1280 186.7 25202841 .7 62.00  91.32%

m/z--> 0 50 100 150 200 250
Abundance #393: Dimethyl sulfide
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5000 (PP T
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m/z 45.00 59.59%

O ‘ T T T T “‘ H\ I T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 0 50 100 150 200 250
Abundance #391: Dimethyl sulfide
47.0

3.80 4.00 4.20 4.40 4.60

5000 ITI/Z 61.00 37.30%
15.0
04 ﬂy‘u“\w”“ e e
miz--> 0 50 100 150 200 250
Abundance #392: Dimethy! sulfide R n e R
47.0 3.80 4.00 4.20 4.40 4.60
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5000
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\ \“ ‘ i
Akl e

m/z--> 50 100 150 200 250 3.80 4.00 4.20 4.40 4.60

o

SFAMWLMO50123SMA.M Wed May 10 16:26:16 2023 Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@50923\
Data File : VW@25903.D

Acqg On : 09 May 2023 13:16
Operator : SY/MD

Sample : 02612-25

Misc : 3.75g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@50123SMA.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 Disulfide, dimethyl Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.185 1.78 ug/L 142108 1,4-Difluorobenzene 8.843
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Disulfide, dimethyl 94 C2H6S2 000624-92-0 90
2 Disulfide, dimethyl 94 C2H6S2 000624-92-0 90
3 Disulfide, dimethyl 94 C2H6S2 000624-92-0 86
4 Disulfide, dimethyl 94 C2H6S2 000624-92-0 59
5 Disulfide, dimethyl 94 C2H6S2 000624-92-0 53
Abundance Scan 1361 (10.185 min): VW025903.D\data.ms (-1356) ( m/z 94.00 100.00%
94.0
= T M
——t —
‘ ‘ 139.0 297, 10.00 10.50
ol g (APID 2007 29T sz 79.00  53.52%
m/z--> 0 50 100 150 200 250
Abundance #2846: Disulfide, dimethyl
94.0
45.0
5000 — —
10.00 10.50
m/z 45.00 51.44%
0] |
O “ \“‘\ \‘ \“" \H\ ‘i‘ \“‘ T T ‘ T T T T ’ T T T T ‘ L L
miz--> 0 50 100 150 200 250
Abundance #2845: Disulfide, dimethyl
94.0
oy P
10.00 10.50
5000 45.0 m/z 46.00  36.33%
20|
0 ‘mw“‘,\“\‘;‘\“‘”H‘HH,HH‘HH
miz--> 0 50 100 150 200 250
Abundance #2847: Disulfide, dimethyl Pty P
94.0 10.00 10.50
m/z 47.00  31.55%
45.0
5000
m/z--> 0 50 100 150 200 250 10.00 10.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@50923\
Data File : VWO25903.D

Acqg On : 09 May 2023 13:16
Operator : SY/MD

Sample ¢ 02612-25

Misc : 3.75g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO50123SMA .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|
Methanethiol 2.668 2.9 ug/L 234704 1 8.843 1994320 25.0
Dimethyl sulfide 4.204 1.8 ug/L 145724 1 8.843 1994320 25.0
Disulfide, dime... 10.185 1.8 wug/L 142108 1  8.843 1994320 25.0
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