LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92121\
Data File : VWO20104.D

Acqg On : 21 Sep 2021 20:16
Operator : SY/VA

Sample : M3813-16

Misc : 6.00g/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: VWO20104.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 68 rBV 90376 514007 35.52% 4.367%
2 2.361 70 75 86 rvB 118512 240591 16.62% 2.044%
3 2.898 157 163 176 rVB 86014 210352 14.53% 1.787%
4 3,312 229 231 233 rVvB2 339 296 0.02% ©0.003%
5 3.465 254 256 258 rBV2 270 295 0.02% 0.003%
6 3.599 275 278 281 rVB2 309 365 0.03% 0.003%
7 3.715 293 297 299 rBV3 761 1033 0.097% 0.009%
8 3.897 325 327 332 rBV3 287 474 0.03% 0.004%
9 4.025 335 348 373 rBvV 162439 529439 36.58% 4.498%
106 4.306 390 394 395 rVB2 227 254 0.02% 0.002%
11  4.391 399 408 416 rBV 6269 17247 1.19% 0.147%
12 4.544 430 433 436 rVB2 146 198 0.01% 0.002%
13 4.611 441 444 445 rBV2 185 200 0.01% 0.002%
14 4.684 450 456 463 rVW4 759 1889 0.13% 0.016%
15 4.922 484 495 513 rVB3 19902 68994 4.77% 0.586%
16 5.092 519 523 524 rBV3 685 787 0.05% 0.007%
17 5.354 563 566 567 rBv2 359 337 0.02% 0.003%
18 5.434 577 579 581 rVB2 316 253  0.02% 0.002%
19 5.659 613 616 619 rVB 216 236 0.02% 0.002%
20 5.799 637 639 645 rvv3 407 667 0.05% 0.006%
21 5.946 654 663 675 rVB4 4653 14634 1.01% 0.124%
22 6.464 746 748 751 rVB 189 205 0.01% 0.002%
23 6.494 751 753 757 rBV2 203 300 0.02% 0.003%
24  6.610 769 772 773 rBV 313 334 0.02% 0.003%
25 6.909 813 821 831 rVB4 2084 6038 0.42% 0.051%
26 7.080 840 849 871 rBV 39032 117428 8.11% 0.998%
27 7.342 8990 892 894 rBV2 262 238 0.02% 0.002%
28 7.537 921 924 929 rBV3 251 424 0.03% 0.004%
29 7.653 932 943 954 rBV 260034 624610 43.16% 5.306%
30 7.763 959 961 965 rBvV3 281 282 0.02% 0.002%
31 7.891 979 982 986 rvB3 404 470 0.03% 0.004%
32 7.952 986 992 993 rBV2 581 809 0.06% 0.007%
33 8.281 1036 1046 1062 rBV2 499297 1447272 100.00% 12.295%
34 8.476 1074 1078 1080 rBvV2 229 234  0.02% 0.002%
35 8.549 1085 1090 1092 rBvV2 618 905 0.06% 0.008%
36 8.622 1099 1102 1107 rBV3 335 624 0.04% 0.005%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92121\
Data File : VWO20104.D

Acqg On : 21 Sep 2021 20:16
Operator : SY/VA

Sample : M3813-16

Misc : 6.00g/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 8.701 1107 1115 1119 rBV4 603 1239 0.09% 0.011%
38 8.848 1128 1139 1152 rBV 513121 984896 68.05% 8.367%
39 9.049 1167 1172 1183 rVB4 3576 7720 0.53% 0.066%
40 9.128 1183 1185 1188 rvVB2 256 263 0.02% 0.002%
41  9.153 1188 1189 1192 rBV2 269 283 0.02% 0.002%
42 9.201 1195 1197 1200 rVB3 321 268 0.02% 0.002%
43 9.274 1200 1209 1226 rBV 330768 685532 47.37% 5.824%
44  9.409 1226 1231 1240 rVB2 9492 19882 1.37% 0.169%
45  9.524 1248 1250 1253 rVB2 551 544 0.04% 0.005%
46 9.659 1270 1272 1274 rBV3 413 434 0.03% 0.004%
47  9.854 1302 1304 1306 rBV 249 253  0.02% 0.002%
48 10.037 1327 1334 1345 rBV 176879 313886 21.69% 2.667%

49 10.323 1373 1381 1388 rBV 682687 1202870 83.11% 10.219%

50 10.390 1388 1392 1398 rVB2 18484 31955 2.21% 0.271%
51 10.494 1405 1409 1411 rBV3 545 893 0.06% ©0.008%
52 10.579 1416 1423 1434 rBV 120221 207180 14.32% 1.760%
53 10.707 1438 1444 1452 rVWV 27973 49726 3.44% 0.422%
54 10.829 1461 1464 1467 rBV3 218 335 0.02% 0.003%
55 10.927 1472 1480 1497 rBV 167638 286596 19.80%  2.435%
56 11.073 1498 1504 1515 rVB 87155 142504 9.85% 1.211%
57 11.256 1533 1534 1537 rBV2 417 350 0.02% 0.003%
58 11.286 1537 1539 1540 rVwv2 389 220 0.02% 0.002%
59 11.299 1540 1541 1545 rVwv2 282 287 0.02% 0.002%
60 11.353 1548 1550 1554 rVVv2 329 357 0.02% 0.003%
61 11.481 1566 1571 1572 rBV 225 369 0.03% 0.003%
62 11.530 1577 1579 1583 rVB 241 215 0.01% 0.002%
63 11.573 1584 1586 1588 rBV 387 323 0.02% ©0.003%
64 11.634 1588 1596 1606 rBV 725990 1231065 85.06% 10.458%
65 11.805 1619 1624 1627 rBV 4698 7250 0.50% 0.062%
66 11.957 1643 1649 1651 rBvV4 829 1378 0.10% 0.012%
67 12.048 1659 1664 1667 rBV2 320 402 ©0.03% 0.003%
68 12.097 1667 1672 1674 rBV3 607 1043 0.07% ©0.009%
69 12.243 1693 1696 1698 rBV2 374 535 0.04%  0.005%
70 12.341 1706 1712 1719 rBV2 10386 15918 1.10% ©.135%
71 12.432 1722 1727 1729 rBV3 416 464 ©.03% 0.004%
72 12.463 1729 1732 1734 rBV 280 284 0.02% 0.002%
73 12.603 1747 1755 1763 rBV2 54779 95250 6.58% 0.809%
74 12.695 1763 1770 1777 rBV ~ 268523 440466 30.43% 3.742%
75 12.859 1793 1797 1799 rBV3 421 725 0.05% ©0.006%
76 12.890 1799 1802 1805 rBvV4 751 1088 ©0.08% 0.009%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92121\
Data File : VWO20104.D

Acqg On : 21 Sep 2021 20:16
Operator : SY/VA

Sample : M3813-16

Misc : 6.00g/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 13.012 1820 1822 1823 rBV2 554 465 0.03% 0.004%
78 13.103 1833 1837 1842 rVB4 1544 2258 0.16% 0.019%
79 13.237 1857 1859 1860 rBV2 511 260 0.02% 0.002%
80 13.402 1879 1886 1892 rBV3 5566 10303 ©.71% ©0.088%
81 13.469 1896 1897 1899 rBV 386 326 0.02% 0.003%
82 13.560 1904 1912 1919 rWwV 715831 1125397 77.76% 9.561%
83 13.646 1922 1926 1933 rVB 24560 40241 2.78% 0.342%
84 13.853 1953 1960 1969 rBV 625442 988308 68.29%  8.396%
85 14.066 1990 1995 2004 rVB 22512 37163 2.57% 0.316%
86 14.322 2033 2037 2042 rVB4 7175 10577 0.73% 0.090%
87 14.475 2060 2062 2063 rBV2 314 264 0.02% 0.002%
88 14.627 2084 2087 2090 rBvV4 358 633 0.04% 0.005%
89 14.725 2099 2103 2106 rVB3 741 1027 0.07% 0.009%
99 14.950 2136 2140 2144 rVB4 1806 3007 0.21% 0.026%
91 15.036 2152 2154 2157 rBV3 280 253  0.02% 0.002%
92 15.133 2168 2170 2173 rBV3 343 286 0.02% 0.002%
93 15.176 2173 2177 2183 rVVe 1287 2010 0.14% 0.017%
94 15.340 2202 2204 2206 rBV3 324 394 0.03% 0.003%
95 15.487 2223 2228 2238 rVB 3771 7208 ©0.50% 0.061%
96 15.767 2270 2274 2276 rBV3 415 612 0.04% 0.005%
97 15.798 2276 2279 2281 rVB3 751 932 0.06% ©.008%
98 16.096 2324 2328 2333 rVB3 476 834 0.06% 0.007%
99 16.462 2386 2388 2389 rBV 312 206 0.01% 0.002%
100 16.737 2432 2433 2435 rBV 360 348 0.02% 0.003%
Sum of corrected areas: 11771281
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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\

: VWe20104.D

: 21 Sep 2021 20:16

: SY/VA

: M3813-16

. 6.00g/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 : VW020104.D

Acqg On : 21 Sep 2021 20:16
Operator : SY/VA

Sample : M3813-16

Misc : 6.00g/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
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Peak Number 1 Sulfur dioxide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.154  13.05 ug/L 514007 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 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 64
4 Sulfur dioxide 64 02S 007446-09-5 9
5 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9

Abundance  Scan 41 (2.154 min): VW020104.D\data.ms (-35) (-) m/z 64.00 100.00%

64.0
48.0
5000
e A
2.00 220 240
\\\‘\\\\‘\\\\‘H\\‘\\W\i\\\\‘\1\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘ m/z 47.95 54-35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #415: Sulfur dioxide
64.0
5000 480 L L L
2.00 220 240
m/z 66.00 5.06%
1q0 32.0
, |
\\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6974: Aminomethanesulfonic acid
64.0
e
2.00 2.20 2.40
5000 48.0 m/z 45.00 3.32%
17.0
| w0 |
L B o e e R R R R R R R
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6975: Aminomethanesulfonic acid T
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92121\
Data File : VW020104.D

Acqg On : 21 Sep 2021 20:16
Operator : SY/VA

Sample : M3813-16

Misc : 6.00g/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
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Peak Number 3 Hexanal Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.073 2.89 ug/L 142504  Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 80
2 Hexanal 100 C6H120 000066-25-1 59
3 Hexanal 100 C6H120 000066-25-1 53
4 Hexanal 100 C6H120 000066-25-1 53
5 Hexanal 100 C6H120 000066-25-1 45

Abundance Scan 1504 (11.073 min): VW020104.D\data.ms (-1498) (- m/z 41.05 100.00%
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Abundance #4248: Hexanal
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I I
1100
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A0 eso 1000
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4244: Hexanal /\‘ ‘
44.0 56.0 11.00
m/z 43.10 67.65%
5000
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m/z--> 10 20 30 40 50 60 70 80 90 100 11.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92121\
Data File : VWO20104.D

Acqg On : 21 Sep 2021 20:16
Operator : SY/VA

Sample : M3813-16

Misc : 6.00g/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 13.1 ug/L 514007 1 8.848 984896 25.0
Hexanal 11.073 2.9 ug/L 142504 2 11.634 1231070 25.0
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