LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD121823\
Data File : VD@77957.D

Acqg On : 18 Dec 2023 19:41
Operator : RP/MD

Sample : 05808-19

Misc : 4.03G/10m1/MSVOA_D/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 D\Method\SFAMDLM112923SMA.M
Title : SFAMO1.0

Signal : TIC: VDO77957.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.746 14 27 41 rBV 891621 1347845 100.00% 15.137%
2 1.993 67 69 72 rVB2 1205 1029 0.08% 0.012%
3 2.069 76 82 83 rBV 3767 3814 0.28% 0.043%
4  2.146 91 95 96 rBV 2805 3522 0.26% 0.040%
5 2.275 112 117 124 rBV 189000 282239 20.94% 3.170%
6 2.805 201 207 217 rVB 164787 303749 22.54% 3.411%
7 3.287 287 289 290 rBV 1762 1220 0.09% 0.014%
8 3.3065 290 292 293 rWw2 2035 1059 ©0.08% 0.012%
9 3.375 303 304 307 rBV2 1049 997 0.07% 0.011%
10 3.634 346 348 351 rBV2 1159 1802 0.13% 0.020%
11 3.758 365 369 370 rBV3 1147 1209 0.09% 0.014%
12 3.805 375 377 379 rBV2 1127 1122 0.08% 0.013%
13 3.846 381 384 386 rBv2 1880 1595 0.12% ©0.018%
14 3.922 386 397 408 rVV 129388 346091 25.68%  3.887%
15 4.022 408 414 427 rW 12550 36941 2.74% 0.415%
16 4.181 439 441 447 rVB3 1375 2132 0.16% 0.024%
17 4.363 468 472 473 rBV2 1353 1757 0.13% 0.020%
18 4.552 498 504 505 rBv2 2556 2647 ©0.20% 0.030%
19 4,805 542 547 554 rVB5 4894 11034 0.82% 0.124%
20 4.857 554 556 557 rBvV2 1277 1090 ©0.08% 0.012%
21  4.946 569 571 574 rVB2 2053 1173 0.09% 0.013%
22 4,987 577 578 583 rBv2 1096 1420 0.11% 0.016%
23 5.134 602 603 608 rvVB2 2791 2594 0.19% 0.029%
24 5.234 617 620 623 rBv2 695 1060 ©0.08% 0.012%
25 5.405 647 649 653 rBV 1127 1329 0.10% 0.015%
26 5.534 668 671 674 rBv2 1146 1515 0.11% 0.017%
27 5.687 693 697 698 rVB3 1927 1861 ©0.14% 0.021%
28 5.899 731 733 737 rBV3 952 1466 0.11% 0.016%
29 6.069 759 762 765 rVB2 1311 1621 0.12% 0.018%
30 6.663 861 863 865 rBv2 1466 1191 0.09% 0.013%
31 6.757 877 879 880 rBv2 1302 1123 0.08% 0.013%
32 6.769 880 881 883 rBV2 1073 1036 0.08% 0.012%
33  6.987 908 918 925 rBV2 33283 94420 7.01% 1.060%
34 7.316 971 974 976 rBvV2 1085 1125 ©0.08% 0.013%
35 7.446 994 996 997 rvB2 2123 1143 0.08% 0.013%

36 7.569 1006 1017 1029 rBV2 184253 479678 35.59%  5.387%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD121823\
Data File : VD@77957.D

Acqg On : 18 Dec 2023 19:41
Operator : RP/MD

Sample : 05808-19

Misc : 4.03G/10m1/MSVOA_D/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 D\Method\SFAMDLM112923SMA.M
Title : SFAMO1.0
37 7.675 1033 1035 1037 rvVvB3 1184 985 0.07% 0.011%
38 7.993 1087 1089 1091 rBvV2 803 994 0.07% 0.011%
39 8.204 1114 1125 1139 rBV2 362392 1082411 80.31% 12.156%
40 8.351 1149 1150 1152 rBV2 2265 1313 0.10% 0.015%
41  8.469 1168 1170 1171 rBV 2196 1376 0.10% 0.015%
42 8.569 1185 1187 1189 rVvV 1201 1162 0.09% 0.013%
43 8.640 1193 1199 1208 rVB2 9808 22590 1.68% 0.254%
44  8.781 1213 1223 1235 rBV 329853 691214 51.28% 7.763%
45  8.904 1242 1244 1246 rBV 1314 1731  0.13% 0.019%
46 9.210 1287 1296 1306 rVV2 243124 515015 38.21% 5.784%
47  9.346 1314 1319 1326 rVB3 15407 29006 2.15% 0.326%
48  9.481 1339 1342 1344 rBV2 1496 1608 ©.12% ©0.018%
49 9.504 1344 1346 1349 rVB3 1279 1302 0.10% 0.015%
50 9.545 1351 1353 1358 rwv4 1233 2043 0.15% 0.023%
51 9.681 1374 1376 1380 rVB 870 1006 0.07% 0.011%
52 9.740 1385 1386 1390 rVV2 1320 1319 0.10% 0.015%
53 9.981 1419 1427 1439 rVB2 136545 252264 18.72% 2.833%
54 10.269 1466 1476 1487 rBV 431291 785680 58.29%  8.823%
55 10.528 1512 1520 1527 rBV 82815 152986 11.35% 1.718%
56 10.663 1535 1543 1551 rBV2 92119 175901 13.05% 1.975%
57 10.875 1573 1579 1587 rVW 137097 244959 18.17% 2.751%
58 10.951 1591 1592 1595 rBV3 1722 1827 0.14% 0.021%
59 10.975 1595 1596 1597 rvVv 2115 1291 0.10% 0.014%
60 11.022 1598 1604 1612 rVV2 88432 154105 11.43% 1.731%
61 11.104 1616 1618 1620 rVB2 1685 1383 0.10% 0.016%
62 11.404 1665 1669 1671 rVvvV2 1523 1590 0.12% 0.018%
63 11.528 1688 1690 1692 rBV2 1972 2048 0.15% 0.023%
64 11.581 1692 1699 1708 rBV 386336 648063 48.08% 7.278%
65 11.675 1713 1715 1717 rW 1844 1728 0.13% 0.019%
66 11.722 1720 1723 1727 rBV3 1207 1352 0.10% 0.015%
67 11.792 1730 1735 1742 rVB6 6354 12895 0.96% 0.145%
68 11.845 1742 1744 1746 rBV2 1460 1265 ©0.09% 0.014%
69 11.945 1759 1761 1764 rBV2 1318 1757 0.13% 0.020%
70 11.975 1764 1766 1772 rVB5 3140 4856 0.36% 0.055%
71 12.034 1774 1776 1778 rBV 1769 1172 0.09% 0.013%
72 12.116 1787 1790 1796 rVB5 3542 6375 0.47% 0.072%
73 12.234 1807 1810 1812 rBV2 953 1326 0.10% 0.015%
74 12.298 1817 1821 1827 rVB5 7339 13785 1.02% 0.155%
75 12.581 1861 1869 1875 rBV 86777 142851 10.60% 1.604%

76 12.651 1875 1881 1889 rVV 170717 282764 20.98% 3.176%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD121823\
Data File : VD@77957.D

Acqg On : 18 Dec 2023 19:41
Operator : RP/MD

Sample : 05808-19

Misc : 4.03G/10m1/MSVOA_D/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 D\Method\SFAMDLM112923SMA.M
Title : SFAM@1.0
77 12.745 1893 1897 1899 rBV2 1939 1808 ©0.13% 0.020%
78 12.945 1928 1931 1933 rBV2 1021 1231 ©0.09% 0.014%
79 13.069 1950 1952 1954 rvVB2 1528 1231 0.09% 0.014%
80 13.116 1956 1960 1966 rvv4 6821 11487 ©.85% ©0.129%
81 13.181 1966 1971 1975 rVB 4612 7986 ©.59% 0.090%
82 13.363 1997 2002 2008 rBV5 8915 15544 1.15% 0.175%
83 13.469 2018 2020 2022 rBV 1261 1010 0.07% 0.011%
84 13.516 2022 2028 2036 rVV 184862 309795 22.98%  3.479%
85 13.722 2061 2063 2067 rBV3 1204 1175 ©0.09% 0.013%
86 13.816 2072 2079 2088 rBV 160664 273599 20.30% 3.073%
87 13.928 2096 2098 2104 rBVS5 1518 2066 0.15% 0.023%
88 14.051 2113 2119 2125 rBV 36971 54972 4.08% ©.617%
89 14.292 2157 2160 2167 rVB4 5461 8092 0.60% 0.091%
99 14.586 2208 2210 2212 rBV2 996 1159 0.09% 0.013%
91 15.098 2294 2297 2299 rBV3 1262 1360 ©0.10% 0.015%
92 15.216 2315 2317 2319 rBV2 1447 1012 0.08% 0.011%
93 15.345 2335 2339 2341 rBV3 1789 2577 0.19% 0.029%
94 15.475 2358 2361 2362 rBV2 4361 4155 0.31% 0.047%
95 16.186 2480 2482 2485 rVB2 1709 1320 0.10% 0.015%
96 16.522 2537 2539 2540 rVB 2270 1076 0.08% 0.012%
97 16.539 2540 2542 2545 rVWV 1297 1128 ©0.08% 0.013%
98 16.586 2548 2550 2552 rVB2 1652 1253 ©0.09% 0.014%
99 16.686 2565 2567 2571 rBV2 1495 2131 0.16% 0.024%
100 16.722 2571 2573 2575 rVwv2 1960 1305 0.10% 0.015%
Sum of corrected areas: 8904419
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD121823\
Data File : VD@77957.D

Acqg On : 18 Dec 2023 19:41
Operator : RP/MD

Sample : 05808-19

Misc : 4.03G/10ml1/MSVOA_D/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\SFAMDLM112923SMA.M
Quant Title : SFAM@1.0

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

Abundance TIC: VD077957.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD121823\
Data File : VD@77957.D

Acqg On : 18 Dec 2023 19:41
Operator : RP/MD

Sample : 05808-19

Misc : 4.03G/10ml1/MSVOA_D/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\SFAMDLM112923SMA.M
Quant Title : SFAM@1.0

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Hexanal Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.022 5.94 ug/L 154105 Chlorobenzene-d5 11.581
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 87
2 Hexanal 100 C6H120 000066-25-1 80
3 Hexanal 100 C6H120 000066-25-1 72
4 Hexanal 100 C6H120 000066-25-1 64
5 Hexanal 100 C6H120 000066-25-1 64
Abundance Scan 1604 (11.022 min): VD077957.D\data.ms (-1598) (- | m/z 56.10 100.00%
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44.0 11.00
m/z 43.00 54.12%
5000
27.0
72.0
o i | a000
m/z--> 20 40 60 80 100 120 140 1100
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD121823\
Data File : VD@77957.D

Acqg On : 18 Dec 2023 19:41
Operator : RP/MD

Sample : 05808-19

Misc : 4.03G/10ml1/MSVOA_D/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\SFAMDLM112923SMA.M
Quant Title : SFAM@1.0

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 unknown-01 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.363 1.25 ug/L 15544  1,4-Dichlorobenzene-d4 13.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Amino-oxazole 84 C3H4N20 004570-45-0 38
2 1-Pentanol, 5-chloro- 122 C5H11C10 005259-98-3 32
3 1-Hexene 84 C6H12 000592-41-6 30
4 Cyanic acid, propyl ester 85 C4H7NO 001768-36-1 27
5 1-Octanol 130 C8H180 000111-87-5 27
Abundance Scan 2002 (13.363 min): VD077957.D\data.ms (-1997) (- | m/z 56.10 100.00%
41.0 56.1
5000 84.0 /\
00.0 i
‘ HH ‘ ‘ ‘ 13.00 13.50
ot e e e m/z 41.00 91.73%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #1507: 2-Amino-oxazole
56.0
5000
420 84.0 13.00 13.50
m/z 43.10 85.09%
OH‘\\H‘HH‘\\HWHH‘\H \‘HH‘HH‘H‘H‘HH‘HH‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #11105: 1-Pentanol, 5-chloro-
55.0 68.0
41.0
13.00 13.50
5000 ITI z 55.00 75.19%
27. 91.0
0 H‘HH‘\H ‘1 1040 121.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #1642: 1-Hexene
410 56.0 13.00 13.50
m/z 57.10 62.24%
27.0
5000 84.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD121823\
Data File : VD@77957.D

Acqg On : 18 Dec 2023 19:41
Operator : RP/MD

Sample : 05808-19

Misc : 4.03G/10m1/MSVOA_D/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\SFAMDLM112923SMA.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|
Hexanal 11.022 5.9 ug/L 154105 2 11.581 648063 25.0
unknown-01 13.363 1.3 ug/L 15544 3 13.516 309795 25.0
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