LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW101521\
Data File : VWO20541.D

Acqg On : 15 Oct 2021 18:11
Operator : SY/VA

Sample : M4210-22

Misc : 2.88g/10mL/MSVOA_W/SOIL

ALS Vvial : 19 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\SFAMWNLM100821SMA.M
Title : SFAMO1.0

Signal : TIC: VWO20541.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.349 67 73 81 rVB 64964 108820 13.34%  1.969%
2 2.879 154 160 168 rVB 35544 68815 8.44% 1.245%
3 3.379 235 242 251 rVB2 5333 12254 1.50% 0.222%
4 3,721 293 298 302 rBvV3 577 1051 0.13% 0.019%
5 3.800 308 311 313 rBV3 117 132  0.02% 0.002%
6 4.019 335 347 357 rBV2 82907 246858 30.26% 4.466%
7 4.129 358 365 379 rVB 45960 123804 15.18%  2.240%
8 4.550 431 434 435 rVB2 160 103 0.01% 0.002%
9 4.696 452 458 461 rVWV3 244 511 0.06% 0.009%
10 4.916 483 494 507 rBV 15984 51753 6.34% 0.936%
11 5.135 528 530 533 rBV2 114 112 0.01% 0.002%
12 5.940 654 662 671 rvv4 2430 7627 0.93% 0.138%
13 6.074 682 684 686 rBv2 87 108 0.01% ©0.002%
14 6.159 696 698 700 rBV 99 106 0.01% ©0.002%
15 6.293 716 720 724 rBV2 141 252 0.03% 0.005%
16 6.805 802 804 808 rBvV2 72 118 0.01% 0.002%
17 6.921 822 823 826 rBV 116 103 0.01% 0.002%
18 7.086 841 850 858 rBV 20237 56878 6.97% 1.029%
19 7.366 893 896 901 rBV3 138 276 0.03% 0.005%
20 7.519 913 921 928 rw2 563 1458 0.18% 0.026%
21  7.653 932 943 957 rVW 144097 353145 43.29% 6.389%
22 7.793 962 966 967 rVB2 141 126 0.02% 0.002%
23  8.037 1004 1006 1011 rVB2 81 104 0.01% ©0.002%
24  8.141 1021 1023 1026 rVB2 85 91 0.01% 0.002%
25 8.275 1035 1045 1061 rBvV2 274671 815798 100.00% 14.760%
26 8.714 1110 1117 1123 rVB3 952 2137 0.26% 0.039%
27 8.842 1130 1138 1150 rBV 262655 515478 63.19% 9.326%
28 9.079 1171 1177 1181 rBV2 690 1223 0.15% 0.022%
29 9.153 1187 1189 1193 rBV 331 434 0.05% 0.008%
30 9.275 1200 1209 1219 rBvV 203996 404804 49.62% 7.324%
31 9.439 1234 1236 1242 rVvv2 651 718 0.09% 0.013%
32 9.506 1245 1247 1254 rVB3 157 317 0.04% 0.006%
33 9.659 1268 1272 1278 rBv4 542 1109 0.14% 0.020%
34 9.774 1289 1291 1293 rVB2 121 104 0.01% 0.002%
35 9.890 1308 1310 1312 rvVvB2 170 139 0.02% 0.003%

36 10.037 1326 1334 1345 rW 92027 163536 20.05% 2.959%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW101521\
Data File : VWO20541.D

Acqg On : 15 Oct 2021 18:11
Operator : SY/VA

Sample : M4210-22

Misc : 2.88g/10mL/MSVOA_W/SOIL

ALS Vvial : 19 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\SFAMWNLM100821SMA.M
Title : SFAMO1.0

37 10.128 1345 1349 1355 rVB4 588 1029 0.13% 0.019%
38 10.177 1355 1357 1358 rVB 203 122  0.01% 0.002%
39 10.220 1360 1364 1368 rVB4 598 854 0.10% 0.015%
40 10.256 1368 1370 1371 rBV2 133 128 0.02% 0.002%

41 10.323 1373 1381 1388 rBV 349622 606485 74.34% 10.973%

42 10.390 1388 1392 1400 rVB 6138 10978 1.35% 0.199%
43 10.445 1400 1401 1407 rVB2 218 191 0.02% 0.003%
44 10.500 1407 1410 1411 rBV2 225 209 0.03% 0.004%
45 10.579 1415 1423 1431 rBV 58892 100814 12.36% 1.824%
46 10.671 1436 1438 1439 rBV2 192 145 0.02% 0.003%
47 10.701 1439 1443 1451 rVB 5341 8751 1.07% ©.158%
48 10.823 1462 1463 1466 rBV 200 162 0.02% 0.003%
49 10.854 1466 1468 1469 rvv2 213 161 0.02% ©0.003%
50 10.927 1472 1480 1498 rVV 75447 131510 16.12% 2.379%
51 11.067 1499 1503 1511 rwv2 1859 3498 0.43% 0.063%
52 11.341 1545 1548 1550 rBV2 91 103 0.01% ©0.002%
53 11.402 1554 1558 1561 rBV3 184 282 0.03% 0.005%
54 11.634 1588 1596 1605 rBV 325463 544897 66.79% 9.859%
55 11.768 1616 1618 1621 rBV 102 117 0.01% 0.002%
56 11.890 1635 1638 1639 rBV 89 113 0.01% 0.002%
57 11.927 1642 1644 1647 rVB3 152 136 0.02% 0.002%
58 12.006 1656 1657 1659 rBV 157 105 0.01% 0.002%
59 12.024 1659 1660 1663 rVB 136 93 0.01% 0.002%
60 12.061 1663 1666 1668 rBV2 151 154 0.02% 0.003%
61 12.122 1673 1676 1679 rVB2 131 139 0.02% 0.003%
62 12.164 1679 1683 1686 rBV3 297 443 0.05% 0.008%
63 12.231 1690 1694 1696 rBV 265 289 0.04% 0.005%
64 12.603 1748 1755 1763 rVV2 3703 6679 0.82% 0.121%
65 12.695 1763 1770 1777 rVV 109792 181121 22.20%  3.277%
66 12.756 1777 1780 1787 rVB3 690 1249 0.15% 0.023%
67 12.853 1795 1796 1800 rBV2 194 214 0.03% 0.004%
68 12.890 1800 1802 1805 rVV2 266 315 0.04% 0.006%
69 12.939 1805 1810 1817 rVB4 949 1862 ©0.23% 0.034%
70 13.048 1823 1828 1830 rVB3 186 264 0.03% 0.005%
71 13.091 1834 1835 1838 rBV2 125 94 0.01% 0.002%
72 13.158 1838 1846 1849 rBV2 5712 10475 1.28% 0.190%
73 13.213 1849 1855 1863 rVV 128502 197067 24.16%  3.565%
74 13.286 1863 1867 1879 rVB2 9078 16854 2.07% ©0.305%
75 13.481 1893 1899 1900 rBV3 642 1083 0.13% 0.020%

76 13.554 1905 1911 1918 rBV 247069 400335 49.07% 7.243%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW101521\
Data File : VWO20541.D

Acqg On : 15 Oct 2021 18:11
Operator : SY/VA

Sample : M4210-22

Misc : 2.88g/10mL/MSVOA_W/SOIL

ALS Vvial : 19 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\SFAMWNLM100821SMA.M
Title : SFAM@1.0
77 13.768 1942 1946 1950 rVB5 928 1347 0.17% 0.024%
78 13.798 1950 1951 1953 rBV 248 231 0.03% 0.004%
79 13.853 1953 1960 1971 rVWV 209908 336667 41.27% 6.091%
80 14.066 1988 1995 2000 rBV 4376 7043 0.86% 0.127%
81 14.213 2017 2019 2028 rVBS 557 1127 0.14% 0.020%
82 14.322 2028 2037 2041 rBV4 820 1728 0.21% 0.031%
83 14.396 2047 2049 2050 rBV2 258 207 ©0.03% 0.004%
84 14.420 2050 2053 2057 rVB3 635 787 0.10% 0.014%
85 14.542 2072 2073 2076 rBV 175 169 0.02% 0.003%
86 14.591 2078 2081 2085 rVV2 269 401 0.05% 0.007%
87 14.621 2085 2086 2088 rVB 205 129 0.02% 0.002%
88 14.713 2098 2101 2104 rBV2 220 349 0.04% 0.006%
89 14.896 2129 2131 2136 rBV2 159 248 0.03% 0.004%
990 15.402 2212 2214 2215 rBvV2 282 276 0.03% 0.005%
91 15.432 2215 2219 2223 rVVv2 1241 1915 0.23% 0.035%
92 15.487 2224 2228 2235 rVB 1535 2741 0.34% 0.050%
93 15.786 2275 2277 2284 rBV4 389 788 0.10% 0.014%
94 16.103 2327 2329 2330 rBV2 228 162 0.02% 0.003%
95 16.194 2342 2344 2345 rBV2 133 96 0.91% 0.002%
96 16.414 2378 2380 2383 rVB3 209 228 0.03% 0.004%
97 16.450 2383 2386 2388 rBV2 180 207 0.03% 0.004%
98 16.554 2401 2403 2405 rBV 175 107 ©0.01% 0.002%
99 16.700 2425 2427 2431 rBV3 170 140 0.02% 0.003%
100 16.749 2434 2435 2437 rVWV 228 125 0.02% 0.002%
Sum of corrected areas: 5527140
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW101521\

: Ve20541.D

: 15 Oct 2021 18:11

: SY/VA

: M4210-22

: 2.88g/10mL/MSVOA_W/SOIL
: 19

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100821SMA.M
. 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\VW101521\
Data File : VW@20541.D

Acqg On : 15 Oct 2021 18:11

Operator : SY/VA

Sample : M4210-22

Misc : 2.88g/10mL/MSVOA_W/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100821SMA.M
. 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 3 3-Octanone Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
13.213 12.31 ug/L 197067 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Octanone 128 C8H160 000106-68-3 90
2 3-Octanone 128 C8H160 000106-68-3 78
3 3-Octanone 128 C8H160 000106-68-3 74
4 4-0Oxononanal 156 C9H1602 1000314-10-4 50
5 3-Octanone 128 C8H160 000106-68-3 40

Abundance Scan 1855 (13.213 min): VW020541.D\data.ms (-1849) - m/z 43.05 100.00%
43.0 57.1
72.1
5000 99.1
—— —
H ‘ 1281 13.00 13.50
Oberprrreprrrrprrelber bl il S m/z 57.180 90.05%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14269: 3-Octanone
43.0 57.0
72.0 99.0
5000 29.0 L—— [
13.00 13.50
128.0 m/z 72.10  53.23%
OH‘\H\‘\\i‘}‘HH“‘MH‘\‘\‘H‘HH‘\‘H\‘HM\‘HH}\\H’H.H‘HH“HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14273: 3-Octanone
43.0 57.0
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99.0 : : R
5000 ITI/Z 71.10 46.00%
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15.0 ‘ “‘\ ‘\‘ ‘ ‘ |
Ot e b e e e e
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Abundance #14271: 3-Octanone T R
29.0 43.0 57.0 13.00 13.50
m/z 99.10 43.69%
5000 72.0
99.0
128.0
S O N 7Yl N WA
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW101521\
Data File : VWO20541.D

Acqg On : 15 Oct 2021 18:11
Operator : SY/VA

Sample : M4210-22

Misc : 2.88g/10mL/MSVOA_W/SOIL

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100821SMA.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|

3-Octanone 13.213 12.3 wug/L 197067 3 13.560 400335 25.0
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