LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92121\
Data File : VW020100.D

Acqg On : 21 Sep 2021 18:40
Operator : SY/VA

Sample : M3813-12

Misc : 5.79g/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: VWO20100.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.160 36 42 45 rBV 57475 126578 14.18% 1.846%
2 3.391 239 244 252 rVB4 3284 7850 0.88% 0.114%
3 3.538 262 268 276 rBV3 1551 3850 0.43% 0.056%
4 3.641 283 285 289 rvB2 373 275 0.03% 0.004%
5 3.733 293 300 308 rvB4 1622 4376 0.49% 0.064%
6 4.019 334 347 361 rBV2 127440 362041 40.55% 5.281%
7 4.391 400 408 419 rBV3 5192 16706 1.87% 0.244%
8 5.422 576 577 580 rBv2 205 180 ©0.02% 0.003%
9 5.464 582 584 587 rw2 306 257 0.03% 0.004%
106 5.501 587 590 591 rVv2 230 253 0.03% 0.004%
11 5.562 597 600 601 rvv2 247 235 0.03% 0.003%
12 5.647 611 614 616 rvv3 254 305 0.03% 0.004%
13 5.769 629 634 636 rBv2 229 295 0.03% 0.004%
14 5.800 636 639 645 rVv5 555 1098 0.12% 0.016%
15 5.946 653 663 673 rBV6 4168 12174 1.36% 0.178%
16 6.117 690 691 694 rVv2 355 308 0.03% 0.004%
17 6.171 697 700 702 rBV2 212 203 0.02% 0.003%
18 6.251 711 713 715 rBV2 205 198 ©0.02% 0.003%
19 6.354 727 730 731 rBV2 241 241 0.03% 0.004%
20 6.519 754 757 758 rBV 199 206 0.02% ©0.003%
21 6.574 764 766 770 rBvV2 167 256 0.03% 0.004%
22 6.720 786 790 791 rvv2 179 233 0.03% 0.003%
23 6.903 814 820 831 rVBS 1549 4425 0.50% 0.065%
24 7.080 840 849 869 rBV 24734 74694  8.37% 1.089%
25 7.653 932 943 955 rw 155427 383464 42.95% 5.593%
26 7.769 957 962 964 rvVB2 200 289 0.03% 0.004%
27 7.872 977 979 982 rBV2 260 347 0.04% 0.005%
28 8.037 1004 1006 1011 rVB2 164 190 0.02% 0.003%
29 8.086 1011 1014 1017 rBV2 308 260 0.03% 0.004%
30 8.281 1035 1046 1063 rBV2 305772 892752 100.00% 13.021%
31 8.567 1083 1093 1099 rBV5 953 2255 0.25% 0.033%
32 8.634 1101 1104 1105 rBV2 312 300 0.03% 0.004%
33 8.653 1105 1107 1108 rVB 345 246 0.03% 0.004%
34 8.701 1108 1115 1124 rBV4 667 1671 0.19% 0.024%
35 8.848 1129 1139 1148 rBV 298067 584266 65.45%  8.522%
36 9.049 1167 1172 1183 rVB2 3824 8016 0.90% 0.117%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92121\
Data File : VW020100.D

Acqg On : 21 Sep 2021 18:40
Operator : SY/VA

Sample : M3813-12

Misc : 5.79g/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 9.275 1201 1209 1218 rBV 205396 418825 46.91% 6.109%
38 9.409 1225 1231 1241 rVB 15588 30376 3.40% 0.443%
39 9.531 1249 1251 1254 rVB 286 223 0.02% 0.003%
40 9.848 1300 1303 1306 rVB2 194 195 0.02% ©0.003%
41  9.896 1309 1311 1316 rVB2 274 354 0.04% 0.005%
42 10.037 1326 1334 1342 rBV 107857 194723 21.81% 2.840%
43 10.238 1365 1367 1369 rBV3 208 248 0.03% 0.004%
44 10.323 1373 1381 1388 rBV 409553 720746 80.73% 10.513%
45 10.390 1388 1392 1399 rVB 11186 21187 2.37% 0.309%
46 10.439 1399 1400 1402 rBV2 283 220 0.02% 0.003%
47 10.494 1403 1409 1416 rVB 7771 13685 1.53% 0.200%
48 10.579 1416 1423 1431 rBV 75589 130610 14.63%  1.905%
49 10.707 1438 1444 1457 rVB2 23510 42901 4.81% 0.626%
50 10.927 1473 1480 1493 rBV 103894 175524 19.66% 2.560%
51 11.073 1496 1504 1513 rBV 72193 118706 13.30% 1.731%
52 11.219 1526 1528 1530 rBv2 230 246 0.03% 0.004%
53 11.286 1537 1539 1541 rVB2 409 299 0.03% 0.004%
54 11.305 1541 1542 1545 rBV2 341 359 0.04% 0.005%
55 11.378 1550 1554 1557 rBV 202 3106 0.03% 0.005%
56 11.420 1560 1561 1565 rVB 239 206 0.02% ©0.003%
57 11.634 1588 1596 1606 rVV 438418 736877 82.54% 10.748%
58 11.805 1619 1624 1631 rBV 8853 15832 1.77% 0.231%
59 11.908 1638 1641 1642 rVB2 288 243 0.03% 0.004%
60 11.945 1644 1647 1652 rVB4 1261 1860 0.21% 0.027%
61 12.018 1657 1659 1661 rBV2 249 231 0.03% 0.003%
62 12.042 1661 1663 1666 rBV2 183 245 0.03% 0.004%
63 12.103 1668 1673 1674 rBV3 582 751 0.08% 0.011%
64 12.231 1693 1694 1696 rBV 249 218 0.02% ©0.003%
65 12.341 1705 1712 1721 rVB3 6561 11033 1.24% 0.161%
66 12.609 1744 1756 1763 rBV2 40723 69456 7.78% 1.013%
67 12.695 1763 1770 1777 rBV 169176 282150 31.60% 4.115%
68 12.756 1777 1780 1784 rVB3 1051 1504 0.17% 0.022%
69 12.792 1784 1786 1790 rVB3 518 479 0.05% 0.007%
70 12.859 1794 1797 1800 rVB2 453 515 0.06% 0.008%
71 12.902 1802 1804 1807 rBV3 314 396 0.04% 0.006%
72 12.932 1807 1809 1812 rBV4 689 696 0.08% 0.010%
73 13.036 1824 1826 1832 rVB5 1014 1558 0.17% 0.023%
74 13.097 1832 1836 1840 rBV4 718 1552 0.17% 0.023%
75 13.256 1857 1862 1863 rBV2 1032 1454 0.16% 0.021%
76 13.396 1879 1885 1892 rBV5 3388 6371 0.71% 0.093%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92121\
Data File : VW020100.D

Acqg On : 21 Sep 2021 18:40
Operator : SY/VA

Sample : M3813-12

Misc : 5.79g/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 13.560 1904 1912 1922 rBV 403776 649139 72.71% 9.468%
78 13.646 1922 1926 1933 rVB2 13106 20616 2.31% 0.301%
79 13.853 1953 1960 1968 rBV 347851 576347 64.56% 8.406%
890 13.975 1978 1980 1981 rBV 411 269 0.03% 0.004%
81 14.066 1990 1995 2004 rVB 23070 36191 4.05% ©.528%
82 14.194 2012 2016 2018 rBV5 785 988 0.11% 0.014%
83 14.322 2033 2037 2045 rBV2 4271 7063 0.79% 0.103%
84 14.499 2063 2066 2068 rBV3 443 562 0.06% 0.008%
85 14.524 2068 2070 2074 rVBS 1141 1179 0.13% 0.017%
86 14.658 2091 2092 2094 rBV 246 231 0.03% 0.003%
87 14.713 2099 2101 2102 rBV2 425 195 0.02% 0.003%
88 14.755 2106 2108 2109 rBV 564 390 0.04% 0.006%
89 14.883 2127 2129 2132 rVB3 527 394 0.04% 0.006%
990 14.944 2135 2139 2145 rVB4 891 1452 0.16% 0.021%
91 15.139 2166 2171 2172 rBV4 571 864 0.10% 0.013%
92 15.182 2175 2178 2184 rVB4 730 1111 0.12% 0.016%
93 15.487 2222 2228 2235 rBvV 32346 56982 6.38% 0.831%
94 15.786 2274 2277 2278 rBV3 567 691 ©0.08% 0.010%
95 15.847 2283 2287 2290 rBVS5 982 1514 0.17% 0.022%
96 15.956 2304 2305 2312 rVB5 957 1089 0.12% 0.016%
97 16.066 2322 2323 2325 rBV 317 203 0.02% 0.003%
98 16.200 2344 2345 2347 rBV2 254 265 0.03% 0.004%
99 16.322 2360 2365 2372 rVB4 1716 3358 0.38% 0.049%
100 16.493 2391 2393 2395 rBV2 340 289 0.03% 0.004%
Sum of corrected areas: 6856039

SFAMWLM@92121SMA.M Thu Sep 23 05:19:26 2021 3



Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

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

: VWe20100.D

: 21 Sep 2021 18:40

: SY/VA

: M3813-12

: 5.79g/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 : VW020100.D

Acqg On : 21 Sep 2021 18:40
Operator : SY/VA

Sample : M3813-12

Misc : 5.79g/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 2
R.T. EstConc Area Relative to ISTD R.T.
2.160 5.42 ug/L 126578 1,4-Difluorobenzene 8.848

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 90
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 74
3 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 64
4 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
5 Aminomethanesulfonic acid 111 CHS5SNO3S 013881-91-9 9

Abundance  Scan 42 (2.160 min): VW020100.D\data.ms (-36) (-) m/z 63.95 100.00%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92121\
Data File : VW020100.D

Acqg On : 21 Sep 2021 18:40
Operator : SY/VA

Sample : M3813-12

Misc : 5.79g/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 Pentanal Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.409 1.30 ug/L 30376 1,4-Difluorobenzene 8.848

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanal 86 C5H100 000110-62-3 64
2 Pentanal 86 C5H100 000110-62-3 59
3 Butanal, 3-methyl- 86 C5H100 000590-86-3 53
4 Pentanal 86 C5H100 000110-62-3 50
5 Acetamide, 2-cyano- 84 C3H4N20 000107-91-5 38
Abundance Scan 1231 (9.409 min): VW020100.D\data.ms (-1225) () m/z 44.00 100.00%
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190 |l mo s
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Abundance #1959: Butanal, 3-methyl- R AREE R S
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S N 11 P PO R N PNV A S
m/z--> 10 20 30 40 50 60 70 80 90 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92121\
Data File : VW020100.D

Acqg On : 21 Sep 2021 18:40
Operator : SY/VA

Sample : M3813-12

Misc : 5.79g/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 5 Hexanal Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.073 4.03 ug/L 118706  Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 94
2 Hexanal 100 C6H120 000066-25-1 74
3 Hexanal 100 C6H120 000066-25-1 58
4 Hexanal 100 C6H120 000066-25-1 58
5 Hexanal 100 C6H120 000066-25-1 50

Abundance Scan 1504 (11.073 min): VW020100.D\data.ms (-1496) (  m/z 44.00 100.00%

44.0 56.1
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] T [
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44.0 56.0
5000 {EOO 1
29.0 :
720 m/z 56.10  93.19%
Il ‘M‘\ \\‘ 8#0 100.0
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56.0 /\‘ | ‘
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R R L e e A e
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Abundance #4249: Hexanal A\‘ ‘
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72.0 j\
WL 0 000 I
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 : VW020100.D

Acqg On : 21 Sep 2021 18:40
Operator : SY/VA

Sample : M3813-12

Misc : 5.79g/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 2.160 5.4 ug/L 126578 1 8.848 584266 25.0
Pentanal 9.409 1.3 ug/L 30376 1 8.848 584266 25.0
Hexanal 11.073 4.0 ug/L 118706 2 11.634 736877 25.0
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