LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92121\
Data File : VW020101.D

Acqg On : 21 Sep 2021 19:04
Operator : SY/VA

Sample : M3813-13

Misc : 5.97g/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\SFAMWLM@92121SMA.M
Title : SFAMO1.0

Signal : TIC: VWO20101l.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.154 35 41 50 rBV 341391 770349 48.59% 5.835%
2 2.361 70 75 84 rBV 104285 214102 13.51% 1.622%
3 2.898 157 163 180 rVB 106129 265496 16.75% 2.011%
4 3,300 227 229 233 rBV3 518 603 0.04% 0.005%
5 3.397 236 245 255 rvwv3 4571 11716 ©0.74% ©.089%
6 3.538 261 268 275 rBv4 1141 3284 0.21% 0.025%
7 3.727 292 299 310 rBvV4 1463 4367 ©0.28% 0.033%
8 4.025 335 348 374 rBV2 179692 600715 37.89% 4.550%
9 4.190 374 375 378 rW3 666 594 0.04% 0.004%
106 4.220 378 380 383 rVB3 969 1022 0.06% 0.008%
11 4.257 383 386 390 rVB2 445 714 0.05% ©0.005%
12 4.391 398 408 421 rBv2 18279 61077 3.85% 0.463%
13 4.922 485 495 506 rBV2 17722 63277 3.99% 0.479%
14 5.781 631 636 638 rBv2 527 845 0.05% 0.006%
15 5.812 640 641 646 rV 395 421 0.03% 0.003%
16 5.952 655 664 673 rVv3 4635 14020 0.88% 0.106%
17 6.903 812 820 832 rBv4 2174 6309 0.40% 0.048%
18 7.080 837 849 873 rBV 43708 134756 8.50% 1.021%
19 7.653 932 943 958 rBV 279373 680654 42.94% 5.156%
20 7.781 958 964 967 rVB4 550 897 0.06% 0.007%
21 7.891 978 982 983 rBV 302 370  0.02% 0.003%
22 7.952 988 992 994 rBV2 624 852 0.05% 0.006%
23 8.281 1035 1046 1064 rBV2 541578 1585261 100.00% 12.007%
24  8.403 1064 1066 1073 rVB5 776 1314 0.08% 0.010%
25 8.512 1082 1084 1088 rBV2 372 519 0.03% 0.004%
26 8.567 1088 1093 1098 rVB4 893 1734 0.11% 0.013%
27 8.610 1098 1100 1102 rBV 470 451 0.03% 0.003%
28 8.695 1109 1114 1121 rBV6 906 2090 0.13% 0.016%
29 8.848 1129 1139 1151 rBV 530236 1041760 65.72% 7.891%
30 8.957 1156 1157 1162 rVB5 573 634 0.04% 0.005%
31 9.049 1166 1172 1180 rBvV2 8479 16757 1.06% 0.127%
32 9.213 1196 1199 1201 rBV 450 425 0.03% 0.003%
33 9.274 1201 1209 1221 rBV 368238 748922 47.24% 5.673%
34 9.409 1225 1231 1241 rW 33979 64006 4.04%  0.485%
35 10.036 1325 1334 1346 rBV 196577 360253 22.73% 2.729%
36 10.140 1349 1351 1355 rVvB3 485 607 0.04% 0.005%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92121\
Data File : VW020101.D

Acqg On : 21 Sep 2021 19:04
Operator : SY/VA

Sample : M3813-13

Misc : 5.97g/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\SFAMWLM@92121SMA.M
Title : SFAMO1.0
37 10.323 1372 1381 1388 rBV 750812 1330365 83.92% 10.077%
38 10.390 1388 1392 1399 rvwVv 16916 31640 2.00%  0.240%
39 10.494 1402 1409 1416 rVv2 6224 12019 0.76% 0.091%
40 10.579 1416 1423 1437 rVWV 138302 239250 15.09% 1.812%
41 10.707 1437 1444 1451 rVWV 25564 45894 2.90% 0.348%
42 10.927 1472 1480 1492 rBV 193934 328838 20.74% 2.491%
43 11.073 1497 1504 1516 rVV 126045 204736 12.91% 1.551%
44 11.183 1521 1522 1525 rVV2 795 750 0.05% 0.006%
45 11.231 1528 1530 1533 rVB3 508 518 0.03% 0.004%
46 11.298 1539 1541 1547 rVB2 272 414 0.03% 0.003%
47 11.634 1588 1596 1606 rBV 768875 1295841 81.74%  9.815%
48 11.811 1619 1625 1630 rBvV 12174 22078 1.39% 0.167%
49 11.951 1642 1648 1657 rVB5 2017 4640 0.29% 0.035%
50 12.097 1669 1672 1678 rVB4 837 1450 0.09% 0.011%
51 12.158 1678 1682 1686 rBvV3 497 9902 0.06% 0.007%
52 12.201 1686 1689 1691 rVB2 313 364 0.02% 0.003%
53 12.243 1691 1696 1699 rVB4 602 850 0.05% 0.006%
54 12.341 1706 1712 1717 rBV2 8854 14084 0.89% 0.107%
55 12.560 1745 1748 1749 rBV2 457 407 0.03% 0.003%
56 12.609 1749 1756 1763 rVV2 39608 67650  4.27% ©.512%
57 12.695 1763 1770 1777 rBV 298310 489145 30.86% 3.705%
58 12.859 1794 1797 1799 rBV3 457 551 0.03% 0.004%
59 12.890 1799 1802 1806 rBv2 980 1240 0.08% 0.009%
60 12.938 1806 1810 1811 rBV3 974 1183 0.07% 0.009%
61 13.012 1819 1822 1823 rBV2 447 397 0.03% 0.003%
62 13.042 1823 1827 1830 rVB4 987 1537 0.10% 0.012%
63 13.103 1832 1837 1841 rVB4 1296 1847 0.12% 0.014%
64 13.158 1841 1846 1849 rBV4 1580 2764 0.17% 0.021%
65 13.194 1850 1852 1856 rVB2 1782 1701 0.11% 0.013%
66 13.255 1856 1862 1864 rBV4 1543 2646 0.17% 0.020%
67 13.396 1879 1885 1895 rVVv7 4985 9274 0.59% 0.070%
68 13.505 1900 1903 1904 rBV 492 522 0.03% 0.004%
69 13.560 1904 1912 1922 rBV 755884 1199405 75.66% 9.085%
70 13.646 1922 1926 1934 rVB 26485 41573 2.62% 0.315%
71 13.768 1941 1946 1950 rVB5 1100 1987 0.13% 0.015%
72 13.853 1952 1960 1972 rBV 683971 1081572 68.23% 8.192%
73 13.981 1979 1981 1982 rBV2 432 423 0.03% 0.003%
74 14.017 1984 1987 1989 rVV4 814 1368 0.09% 0.010%
75 14.066 1990 1995 2003 rVB 22511 36231 2.29% 0.274%
76 14.194 2013 2016 2019 rVB4 789 958 0.06% 0.007%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92121\
Data File : VW020101.D

Acqg On : 21 Sep 2021 19:04
Operator : SY/VA

Sample : M3813-13

Misc : 5.97g/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\SFAMWLM@92121SMA.M
Title : SFAM@1.0
77 14.322 2030 2037 2043 rBV6 7635 12521 ©.79% ©.095%
78 14.371 2043 2045 2047 rVB3 419 366 0.02% 0.003%
79 14.523 2068 2070 2072 rVB2 1209 896 0.06% 0.007%
80 14.627 2083 2087 2090 rBV3 828 1186 ©0.07% ©.009%
81 14.773 2107 2111 2116 rVB2 989 1824 0.12% 0.014%
82 14.883 2125 2129 2131 rBV 601 647 0.04% 0.005%
83 14.950 2136 2140 2147 rVB3 1902 2953 0.19% 0.022%
84 15.127 2167 2169 2173 rVVv4 520 785 0.05% 0.006%
85 15.182 2173 2178 2185 rVB6 1914 3236 0.20% 0.025%
86 15.237 2185 2187 2190 rBV3 437 452 0.03% 0.003%
87 15.365 2204 2208 2210 rVV4 409 584 0.04% 0.004%
88 15.487 2221 2228 2234 rBV 13408 24452 1.54% ©.185%
89 15.548 2236 2238 2243 rVB4 813 1175 0.07% 0.009%
990 15.645 2252 2254 2257 rVB2 369 366 0.02% 0.003%
91 15.792 2274 2278 2284 rVV3 1070 1828 ©0.12% 0.014%
92 15.846 2284 2287 2292 rVV3 1533 2037 0.13% 0.015%
93 15.950 2303 2304 2309 rVB4 515 773 ©0.05% 0.006%
94 16.084 2324 2326 2331 rBVS 1362 1794 0.11% 0.014%
95 16.182 2340 2342 2347 rBV2 366 504 0.03% 0.004%
96 16.322 2360 2365 2369 rBV7 1227 1995 0.13% 0.015%
97 16.523 2396 2398 2400 rBV3 425 414 0.03% 0.003%
98 16.694 2422 2426 2428 rBV3 416 568 0.04% 0.004%
99 16.736 2430 2433 2435 rVB2 549 466 0.03% 0.004%
100 16.761 2435 2437 2439 rBV2 427 424 0.03% 0.003%
Sum of corrected areas: 13202433
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe92121\

: VWe20101.D

: 21 Sep 2021 19:04

: SY/VA

: M3813-13

: 5.97g/10mL/MSVOA_W/SOIL
:1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@92121SMA.M

Quant Title

TIC Library

. SFAM@1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92121\
Data File : VW020101.D

Acqg On : 21 Sep 2021 19:04
Operator : SY/VA

Sample : M3813-13

Misc : 5.97g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@92121SMA.M
Quant Title : SFAM@1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Sulfur dioxide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.154  18.49 ug/L 770349  1,4-Difluorobenzene 8.848

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 74
3 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 9
5 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4

Abundance  Scan 41 (2.154 min): VW020101.D\data.ms (-35) (-) m/z 63.95 100.00%
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5000 /\\/\
e
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e m/z 47.95  54.56%
miz--> 20 40 60 80 100 120 140 160
Abundance #415: Sulfur dioxide
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5000 | L L B
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32.0
\\\1‘\\!\‘\\‘\\‘ ‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #6974: Aminomethanesulfonic acid
64.0
e
2.00 2.20 2.40
5000 m/z 50.00 2.52%
17.0
N O N S
miz--> 20 40 60 80 100 120 140 160
Abundance #44547: L-Alanine, 3-sulfo- e
64.0 2.00 2.20 2.40
m/z 65.00 0.89%
5000
44,
16.0
N 93.0 115.0 143.0 169.0
e T e e e e o e e
m/z--> 20 40 60 80 100 120 140 160 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92121\
Data File : VW020101.D

Acqg On : 21 Sep 2021 19:04
Operator : SY/VA

Sample : M3813-13

Misc : 5.97g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@92121SMA.M
Quant Title : SFAM@1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Butanal, 3-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.409 1.54 ug/L 64006 1,4-Difluorobenzene 8.848

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanal, 3-methyl- 86 C5H100 000590-86-3 83
2 Butanal, 3-methyl- 86 C5H100 000590-86-3 78
3 Pentanal 86 C5H100 000110-62-3 72
4 Butanal, 3-methyl- 86 C5H100 000590-86-3 64
5 Pentanal 86 C5H100 000110-62-3 52

Abundance Scan 1231 (9.409 min): VW020101.D\data.ms (-1225) (-) m/z 44.00 100.00%

44.0
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44.0
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15.0 L | seo
| y i L |
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92121\
Data File : VW020101.D

Acqg On : 21 Sep 2021 19:04
Operator : SY/VA

Sample : M3813-13

Misc : 5.97g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@92121SMA.M
Quant Title : SFAM@1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Hexanal Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

11.073 3.95 ug/L 204736  Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 95
2 Hexanal 100 C6H120 000066-25-1 72
3 Hexanal 100 C6H120 000066-25-1 59
4 Hexanal 100 C6H120 000066-25-1 58
5 Hexanal 100 C6H120 000066-25-1 38

Abundance Scan 1504 (11.073 min): VW020101.D\data.ms (-1497) (- m/z 44.00 100.00%

44.0 56.0
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2.0
[
11.00
8#1 98.1
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Abundance #4251: Hexanal
44.0 56.0
5000 f?od
29.0
2.0 m/z 41.85 96.93%
\ ‘M‘\ \\‘ 8#0 100.0
\\‘\\\\‘\\\\‘\\\\’\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
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Abundance #4249: Hexanal
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T [
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m/z 57.10 70.56%
5000 0.0
72.0
ML sso 00
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Abundance #4248: Hexanal /\‘ ‘ ‘
44.0 11.00
56.0 m/z 43.10 68.08%
27.0
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72.0 ]\‘
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0 1] 880 1000
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92121\
Data File : VW020101.D

Acqg On : 21 Sep 2021 19:04
Operator : SY/VA

Sample : M3813-13

Misc : 5.97g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@92121SMA.M
Quant Title : SFAM@1l.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|
Sulfur dioxide 2.154 18.5 ug/L 770349 1 8.848 1041760 25.0
Butanal, 3-methyl- 9.409 1.5 ug/L 64006 1 8.848 1041760 25.0
Hexanal 11.073 4.0 ug/L 204736 2 11.634 1295840 25.0

SFAMWLM@92121SMA.M Thu Sep 23 05:19:38 2021 8



