LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW120621\
Data File : VWO21161.D

Acqg On : 06 Dec 2021 11:43
Operator : SY/VA

Sample : M4885-13RE

Misc : 6.63g/10.0mL/MSVOA_W/SOIL

ALS vial : 6 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\SFAMWLM120321SMA.M
Title : SFAMO1.0

Signal : TIC: VWe21161.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.355 70 74 80 rVB 20273 30968 17.30%  2.252%
2 4.019 337 347 360 rBV2 23338 63304 35.37% 4.604%
3 4.135 360 366 377 rVB2 475 1329 0.74% 0.097%
4 4.214 377 379 381 rBB 87 81 0.05% 0.006%
5 4.239 381 383 384 rBV 135 103 0.06% 0.007%
6 4.318 393 396 397 rBB 141 118 0.07% ©0.009%
7 4.537 427 432 433 rBV 110 166 0.09% 0.012%
8 4.702 457 459 461 rBB 87 89 0.05% 0.006%
9 4.830 478 480 482 rBB 87 81 0.05% 0.006%
106 5.001 507 508 510 rBV 108 88 0.05% 0.006%
11 5.111 523 526 527 rBV 288 277 0.15% 0.020%
12 5.342 562 564 566 rBB 139 95 0.05% 0.007%
13 5.379 568 570 572 rBV 71 99 0.05% 0.007%
14 5.397 572 573 575 rVB 155 87 ©0.05% 0.006%
15 5.464 581 584 585 rBV 90 103 0.06% 0.007%
16 5.543 596 597 600 rBV 109 115 ©0.06% ©0.008%
17 5.653 614 615 618 rBB 97 85 0.05% 0.006%
18 5.732 627 628 632 rBB 116 139 0.08% 0.010%
19 5.806 638 640 642 rBvV 138 129 0.07% 0.009%
20 5.934 656 661 662 rBV 286 321 0.18% 0.023%
21 6.318 723 724 729 rBV 72 140 ©0.08% 0.010%
22 6.385 733 735 737 rBB 129 91 0.05% 0.007%
23 6.427 741 742 744 rBV 127 106 0.06% 0.008%
24 6.561 761 764 767 rBB 105 121 0.07% ©0.009%
25 7.080 841 849 853 rBV 4620 11943 6.67% ©0.869%
26 7.348 891 893 895 rBV 133 114 0.06% ©.008%
27 7.384 897 899 900 rBB 136 91 ©0.05% 0.007%
28 7.403 900 902 905 rBB 115 110 ©0.06% ©0.008%
29 7.427 905 906 908 rBV 146 122 0.07% 0.009%
30 7.513 918 920 922 rBvV 144 120 0.07% 0.009%
31 7.653 932 943 956 rBvV 30151 74646 41.71% 5.429%
32 7.756 958 960 963 rBV 75 112 0.06% 0.008%
33 7.848 971 975 976 rBV 137 120 0.07% 0.009%
34  7.964 993 994 997 rBV 87 92 0.05% 0.007%
35 8.177 1025 1029 1032 rBB 84 146 0.08% 0.011%

36 8.275 1035 1045 1058 rBV2 59671 178959 100.00% 13.015%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW120621\
Data File : VWO21161.D

Acqg On : 06 Dec 2021 11:43
Operator : SY/VA

Sample : M4885-13RE

Misc : 6.63g/10.0mL/MSVOA_W/SOIL

ALS vial : 6 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\SFAMWLM120321SMA.M
Title : SFAMO1.0
37 8.683 1108 1112 1113 rBV 69 89 0.05% 0.006%
38 8.842 1130 1138 1147 rBV 53422 104605 58.45% 7.608%
39 9.031 1168 1169 1172 rBV 84 100 0.06% 0.007%
40 9.085 1177 1178 1182 rVB 384 369 0.21% 0.027%
41  9.220 1197 1200 1201 rBV 127 112 0.06% ©0.008%
42 9.274 1201 1209 1219 rVB 40255 80783 45.14% 5.875%
43 9.360 1220 1223 1226 rBB 120 119 0.07% 0.009%
44  9.689 1274 1277 1280 rBB 110 142 0.08% 0.010%
45 9.787 1290 1293 1295 rBV 76 117 0.07% ©0.009%
46 10.036 1327 1334 1341 rBB 22365 39212 21.91% 2.852%
47 10.207 1357 1362 1368 rBB3 619 1077 ©0.60% 0.078%
48 10.323 1374 1381 1388 rBV 89268 154629 86.40% 11.246%
49 10.579 1417 1423 1431 rBB 13533 22819 12.75% 1.660%
50 10.701 1437 1443 1450 rBB2 3839 6676 3.73% 0.486%
51 10.811 1459 1461 1464 rBV 65 86 0.05% 0.006%
52 10.859 1464 1469 1475 rBV 25322 44619 24.93% 3.245%
53 10.927 1475 1480 1489 rVB 18512 31614 17.67% 2.299%
54 11.e61 1497 1502 1511 rBV2 6302 10604 5.93% 0.771%
55 11.311 1541 1543 1546 rBB 80 80 0.04% 0.006%
56 11.439 1556 1564 1569 rBB2 3246 5071 2.83% 0.369%
57 11.628 1588 1595 1606 rBB 77007 134602 75.21% 9.789%
58 11.835 1625 1629 1634 rBB2 547 850 0.47% 0.062%
59 11.896 1635 1639 1641 rBB 74 95 0.05% 0.007%
60 12.042 1661 1663 1665 rBV 96 104 0.06% ©0.008%
61 12.152 1679 1681 1682 rBV 120 105 ©0.06% ©0.008%
62 12.359 1713 1715 1718 rBV 82 121 0.07% 0.009%
63 12.603 1749 1755 1763 rBB2 15112 23879 13.34% 1.737%
64 12.688 1763 1769 1776 rBB 32849 52872 29.54%  3.845%
65 12.829 1790 1792 1794 rBV 76 94 0.05% 0.007%
66 12.902 1801 1804 1805 rBV 82 98 0.05% 0.007%
67 12.932 1805 1809 1814 rVB3 1390 1932 1.08% 0.141%
68 13.079 1830 1833 1834 rBV 80 105 ©0.06% ©0.008%
69 13.170 1846 1848 1849 rBV 113 83 0.05% 0.006%
70 13.194 1849 1852 1854 rW 413 381 0.21% 0.028%
71 13.249 1858 1861 1863 rBV2 332 531 ©0.30% 0.039%
72 13.408 1883 1887 1888 rvv2 555 550 0.31% 0.040%
73 13.554 1905 1911 1918 rBV 87874 145585 81.35% 10.588%
74 13.755 1942 1944 1945 rBV 300 198 0.11% 0.014%
75 13.792 1948 1950 1951 rBV 131 91 0.05% 0.007%

76 13.853 1953 1960 1971 rBV 80395 128901 72.03% 9.375%
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS Vvial

Integration
Integrator:
Smoothing :
Sampling
Start Thrs:
Stop Thrs

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separa

Method
Title

LSC Area Percent Report

Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW120621\

: VWe21161.D

: 06 Dec 2021 11:43

: SY/VA

: M4885-13RE

: 6.63g/10.0mL/MSVOA_W/SOIL
: 6 Sample Multiplier: 1

Parameters: LSCINT.P

RTE

OFF Filtering:
1 Min Area:

0.2 Max Peaks:
: 0 Peak Location:

tion: 5
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: SFAM@1.0
1973 1975 1978 rBV 155 189 0.11%
1990 1995 2001 rVB2 5542 9147 5.11%
2001 2003 2004 rBV 141 150 0.08%
2009 2012 2015 rBV %0 145 0.08%
2026 2028 2030 rBV 131 113 0.06%
2035 2038 2040 rBB 123 128 0.07%
2040 2042 2045 rBB 109 110 0.06%
2059 2060 2062 rBV 141 105 0.06%
2067 2069 2070 rBB 120 86 0.05%
2078 2080 2082 rBV 167 171 0.10%
2085 2086 2089 rBB 183 108 0.06%
2089 2091 2093 rBB 132 90 0.05%
2095 2096 2098 rBV 135 95 0.05%
2099 2102 2106 rVB4 803 987 0.55%
2111 2114 2117 rBV 141 227 0.13%
2119 2121 2123 rVB 179 143 0.08%
2123 2127 2128 rBB 184 172 0.10%
2128 2131 2133 rBB 129 155 0.09%
2137 2138 2140 rBV 134 94 0.05%
2148 2150 2153 rBV 117 152 0.08%
2168 2169 2172 rVB 218 136 0.08%
2215 2218 2224 rBV2 1805 3067 1.71%
2269 2270 2274 rVB2 128 135 0.08%
2396 2397 2398 rBV 279 177 0.10%
Sum of corrected areas: 1374983
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: Z:\voasrv\HPCHEM1\MSVOA_ W\Method\SFAMWLM120321SMA.M
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW120621\
Data File : VW021161.D

Acqg On : 06 Dec 2021 11:43
Operator : SY/VA

Sample : M4885-13RE

Misc : 6.63g/10.0mL/MSVOA_W/SOIL

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM120321SMA.M
Quant Title : SFAM@1.0

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

Abundance TIC: VW021161.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW120621\
Data File : VWe21161.D

Acqg On : 06 Dec 2021 11:43

Operator : SY/VA

Sample : M4885-13RE

Misc : 6.63g/10.0mL/MSVOA_W/SOIL

ALS vial : 6 Sample Multiplier: 1
Quant Method
Quant Title : SFAM@1.0

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

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM120321SMA.M
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Peak Number 2 unknown-01

R.T. EstConc Area Relative to ISTD
11.061 1.97 ug/L 10604 Chlorobenzene-d5
Hit# of 5 Tentative ID MW MolForm
1 4-(Methylthio)benzonitrile 149 C8H7NS
2 Thioglycolic acid, tert-butyldim... 206 C8H1802SSi
3 4-tthylbenzoic acid, 2,2-dimethy... 220 C14H2002
4 Silane, diethoxydimethyl- 148 C6H1602Si
5 1H-Indole-3-thiol 149 C8H7NS

Concentration Rank 3

021382-98-9 38
1000476-01-2 37
1000293-49-5 17
000078-62-6 16
000480-94-4 16

Abundance Scan 1502 (11.061 min): VW021161.D\data.ms (-1497) - m/z 149.05 100.00%
149.1
5000 75.0
T ‘ \A ‘
45.0 | mso | | 11.00
0 Hwm‘,u‘hwum"JH‘MHMH“‘_“H_m‘www m/z 133.00  84.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27284: 4-(Methylthio)benzonitrile
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Abundance #83177: Thioglycolic acid, tert-butyldimethylsilyl ester
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Abundance #98994: 4-Ethylbenzoic acid, 2,2-dimethylpropyl ester — ‘
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW120621\
Data File : VW@21161.D

Acqg On : 06 Dec 2021 11:43
Operator : SY/VA

Sample : M4885-13RE

Misc : 6.63g/10.0mL/MSVOA_W/SOIL

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM120321SMA.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 2.0 ug/L 10604 2 11.634 134602 25.0
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