LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe51724\
Data File : VWO28634.D

Acqg On : 17 May 2024 13:10

Operator : SY/MD

Sample : P2520-06

Misc : 4.95g/10mL/MSVOA_W/SOIL/VIAL A

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\SFAMWLMO50224SMA .M
Title : SFAMO1.0

Signal : TIC: VWO28634.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.369 73 79 90 rVB 57691 128255 15.08% 1.887%
2 2.503 95 101 116 rBV 67662 190478 22.39% 2.802%
3 2.905 160 167 183 rVB 40281 112262 13.20% 1.652%
4 3.216 216 218 220 rvB3 1491 1469 0.17% 0.022%
5 3.234 220 221 225 rBV4 1336 2160 0.25% 0.032%
6 3.399 238 248 253 rBV10 3376 10231 1.20% 0.151%
7 3.594 278 280 285 rVB6 848 1276 0.15% ©0.019%
8 3.704 295 298 301 rBVS 1235 1291 0.15% 0.019%
9 3.741 301 304 305 rBV3 1325 1607 0.19% 0.024%
10 4.027 340 351 361 rW 94549 288471 33.91% 4.244%
11 4.118 361 366 378 rVWVW 31182 90740 10.67% 1.335%
12 4.375 405 408 411 rBVS 1957 3084 0.36% 0.045%
13 4.472 422 424 427 rVB4 1220 1574 0.19% 0.023%
14  4.496 427 428 431 rBV3 1241 1338 0.16% 0.020%
15 4.685 456 459 462 rBVS 1123 1833 0.22% 0.027%
16 4.771 469 473 475 rVWV5 1028 1406 0.17% 0.021%
17 4.826 481 482 486 rVv3 1509 1351 0.16% ©0.020%
18 4.923 489 498 516 rVV2 16048 60145 7.097% 0.885%
19 5.124 528 531 535 rVB6 1117 1718 0.20% 0.025%
20 5.332 564 565 570 rVB3 1527 1379 0.16% 0.020%
21 5.405 574 577 580 rBV5 966 1492 0.18% 0.022%
22 5.795 631 641 650 rvv2 10504 35252 4.14% 0.519%
23 5.941 660 665 674 rVB2 3324 9231 1.09% 0.136%
24  6.118 683 694 698 rBv2 2506 7212 0.85% 0.106%
25 6.240 712 714 716 rVVv2 1146 1288 ©0.15% 0.019%
26 6.289 718 722 727 rVB8 1364 2362 0.28% 0.035%
27 6.898 815 822 831 rVWV5 6809 19182 2.25% 0.282%
28 7.081 844 852 866 rBV 32218 105065 12.35%  1.546%
29 7.533 923 926 928 rBV4 1096 1382 0.16% 0.020%
30 7.654 936 946 958 rBvV 141219 358231 42.11% 5.270%
31 8.276 1038 1048 1066 rvv2 277418 850650 100.00% 12.514%
32 8.496 1081 1084 1085 rBV3 1559 1643 0.19% 0.024%
33 8.551 1087 1093 1105 rVV2 13836 36163 4.25% 0.532%
34 8.703 1111 1118 1127 rVV5 10818 29393  3.46% 0.432%
35 8.843 1131 1141 1152 rBV 255215 508607 59.79% 7.482%
36 8.959 1158 1160 1164 rBv4 1281 1937 0.23% 0.028%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe51724\
Data File : VWO28634.D

Acqg On : 17 May 2024 13:10

Operator : SY/MD

Sample : P2520-06

Misc : 4.95g/10mL/MSVOA_W/SOIL/VIAL A

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\SFAMWLMO50224SMA .M
Title : SFAMO1.0
37 9.044 1171 1174 1176 rBV4 1697 2322  0.27% 0.034%
38 9.276 1200 1212 1221 rBV 196763 406778 47.82%  5.984%
39 9.410 1228 1234 1242 rVB2 12675 25896 3.04% 0.381%
40 9.599 1261 1265 1269 rVB7 1222 1942 0.23% 0.029%
41  9.959 1320 1324 1326 rVB5 1679 1883 0.22% 0.028%
42 10.038 1328 1337 1346 rBV 95932 185161 21.77% 2.724%
43 10.099 1346 1347 1352 rVB5 2042 1743 0.20% 0.026%
44 10.325 1375 1384 1391 rBV 373790 661891 77.81% 9.737%
45 10.386 1391 1394 1400 rVB 17495 30547 3.59% 0.449%
46 10.508 1408 1414 1420 rVB5 5664 10888 1.28% 0.160%
47 10.575 1420 1425 1432 rBV 62449 114488 13.46% 1.684%
48 10.697 1440 1445 1453 rVB 5443 10794 1.27% 0.159%
49 10.861 1466 1472 1477 rBv2 17060 31111 3.66% 0.458%
50 10.922 1477 1482 1497 rVB 119706 211037 24.81% 3.105%
51 11.068 1500 1506 1518 rBV 29347 55325 6.50% 0.814%
52 11.282 1540 1541 1544 rBvV3 1905 1613 0.19% 0.024%
53 11.404 1556 1561 1565 rBV8 1635 3072 0.36% 0.045%
54 11.556 1581 1586 1587 rBV4 1081 1464 0.17% 0.022%
55 11.574 1587 1589 1591 rvv3 1530 1375 0.16% 0.020%
56 11.629 1591 1598 1606 rVV 334402 565417 66.47%  8.318%
57 11.709 1606 1611 1624 rVB2 13193 28339 3.33% 0.417%
58 11.843 1629 1633 1637 rBV4 4800 7833 0.92% 0.115%
59 11.946 1645 1650 1658 rBvS8 4593 8072 0.95% 0.119%
60 12.166 1682 1686 1693 rVV9 2681 6204 0.73% 0.091%
61 12.337 1708 1714 1720 rBV3 19119 32813 3.86% 0.483%
62 12.458 1732 1734 1739 rVB6 2461 3347 0.39% 0.049%
63 12.513 1739 1743 1745 rBV5 1079 1505 0.18% 0.022%
64 12.568 1747 1752 1753 rBV5S 1264 1880 ©0.22% 0.028%
65 12.605 1753 1758 1765 rVv2 14148 23547 2.77% 0.346%
66 12.690 1765 1772 1781 rVB 171871 278382 32.73% 4.095%
67 12.794 1787 1789 1792 rVB4 1316 1539 0.18% 0.023%
68 12.867 1796 1801 1803 rBV6 1697 3022 0.36% 0.044%
69 12.934 1807 1812 1815 rBV 8817 15012 1.76% 0.221%
70 13.050 1827 1831 1835 rBV5 2974 3690 0.43% 0.054%
71 13.239 1859 1862 1863 rVV3 2550 2471 0.29% 0.036%
72 13.269 1864 1867 1874 rVV5 7072 13544 1.59% 0.199%
73 13.391 1882 1887 1893 rBV 19698 30613 3.60% 0.450%
74 13.501 1900 1905 1907 rBV6 1899 3303 0.39% 0.049%
75 13.556 1907 1914 1921 rVV 283369 453527 53.32% 6.672%
76 13.647 1924 1929 1934 rVB 12853 20687 2.43% 0.304%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe51724\
Data File : VWO28634.D

Acqg On : 17 May 2024 13:10

Operator : SY/MD

Sample : P2520-06

Misc : 4.95g/10mL/MSVOA_W/SOIL/VIAL A

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\SFAMWLMO50224SMA .M
Title : SFAM@1.0
77 13.848 1955 1962 1975 rVV 255733 435098 51.15% 6.401%
78 13.970 1979 1982 1983 rBV3 1209 1305 ©0.15% 0.019%
79 14.013 1985 1989 1992 rVvVe 4206 7096 0.83% 0.104%
80 14.062 1992 1997 2006 rVV 37011 64052 7.53% 0.942%
81 14.318 2033 2039 2047 rBV2 24612 42083 4.95% 0.619%
82 14.513 2069 2071 2077 rVB7 2203 3108 0.37% 0.046%
83 14.623 2085 2089 2093 rBV6 2942 4392 0.52% ©0.065%
84 14.714 2100 2104 2108 rVB2 7767 10858 1.28% ©0.160%
85 14.812 2116 2120 2122 rVBS 1180 1379 0.16% 0.020%
86 14.867 2126 2129 2130 rBV3 2029 2644 0.31% 0.039%
87 14.946 2138 2142 2148 rBV7 2845 6248 0.73% 0.092%
88 14.995 2148 2150 2153 rBvV4 1359 1518 ©0.18% 0.022%
89 15.056 2158 2160 2163 rBv4 1467 1555 0.18% 0.023%
990 15.171 2174 2179 2187 rVV8 10871 22472 2.64% 0.331%
91 15.238 2187 2190 2196 rVB7 3104 5542 0.65% 0.082%
92 15.360 2208 2210 2213 rBvV4 1516 1753 0.21% 0.026%
93 15.391 2213 2215 2216 rBvV2 1251 1317 0.15% 0.019%
94 15.476 2225 2229 2235 rBV 15129 27263 3.20% 0.401%
95 15.543 2235 2240 2245 rVB6 6724 11270 1.32% ©.166%
96 15.793 2279 2281 2283 rVB3 2352 1450 0.17% 0.021%
97 15.842 2285 2289 2291 rBV5 1912 2992 0.35% 0.044%
98 16.086 2325 2329 2334 rBV8 2421 4142 0.49% 0.061%
99 16.397 2377 2380 2382 rBv4 1193 1303 0.15% 0.019%
100 16.549 2404 2405 2409 rBvV4 990 1313 0.15% 0.019%
Sum of corrected areas: 6797382
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe51724\
Data File : VWO28634.D

Acqg On : 17 May 2024 13:10

Operator : SY/MD

Sample : P2520-06

Misc : 4.95g/10mL/MSVOA_W/SOIL/VIAL A

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO50224SMA.M
Quant Title : SFAM@1.0

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

Abundance TIC: VW028634.D\data.ms
1600000

1400000
1200000
1000000
800000
600000
400000

200000

2.363503 2905 402118
) 3B21338.3993.5947041 A,\ 4.372/1964.6838$§235.124 5.33205 5.795.9416.1 552289

Time--> 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60

0\\‘HH‘\H\‘TH\‘HH‘HH‘HH|HH|\H\‘H'H‘\H\‘H\\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘H\\‘HH‘\H\‘HH‘HH‘HH‘\

Abundance TIC: VW028634.D\data.ms
1600000

1400000
1200000
1000000

800000

600000

8.276 8.843

400000 10.325 11.629

9.276

200000 7.654 10.038 0575 10922

18987081 7534\ 88668.703) ls.opoaa | 94100500  9.950.000 10.38800k0°69P 86110681 amoaqm 558709
08 758\ /| 8498703 B.ob04s ) 9219599  9.950.009 JA-LR0B0 600 TP AP 1120240 Sh 10

Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50

Abundance TIC: VW028634.D\data.ms
1600000

1400000
1200000
1000000
800000
600000
400000

13.556 13.848
200000 12.690

o A 24612.166 3HA 60521 PHREABI050E28838 1608647 340152 14.3184 525054 4IRPESEESES 7ATEIS08 543 15784216.086  16.398.549
T ‘ T T T T ‘ T T ’ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe51724\
Data File : VWO28634.D

Acqg On : 17 May 2024 13:10

Operator : SY/MD

Sample : P2520-06

Misc : 4.95g/10mL/MSVOA_W/SOIL/VIAL A

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO50224SMA.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 1 Acetaldehyde Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.503 9.36 ug/L 190478 1,4-Difluorobenzene 8.843

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetaldehyde 44 C2H40 000075-07-0 56
2 Acetaldehyde 44 C2H40 000075-07-0 56
3 2-Hexanamine, 4-methyl- 115 C7H17N 000105-41-9 5
4 2-Hexanamine, 4-methyl- 115 C7H17N 000105-41-9 5
5 Ethylene oxide 44 C2H40 000075-21-8 5

Abundance Scan 101 (2.503 min): VW028634.D\data.ms (-95) (-) m/z 44.00 100.00%

44.0
2000 \\\\\\\MN‘J\\ﬁ\\
T EAEEEEEEEESES S
2.20 2.40 2.60 2.80
13
Ol f22 A8 1999 2605 n/z 43.e6  55.89%
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #80: Acetaldehyde
29.0
5000
2.20 2.40 2.60 2.80
m/z 42.00 18.41%
O \H‘M‘\‘h}H“‘\‘\H‘HH‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #81: Acetaldehyde
29.0
AT T
2.20 2.40 2.60 2.80
5000 m/z 40.95 8.34%
o
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #8933: 2-Hexanamine, 4-methyl- e B EREanmaE R
44.0 2.20 2.40 2.60 2.80
m/z 45.00 2.72%
h W/\M
0 xohu 11— 100'0
et e e e e A ERRmEESs
m/z--> 20 40 60 80 100120140160 180200 220240260 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe51724\
Data File : VW@28634.D

Acqg On : 17 May 2024 13:10

Operator : SY/MD

Sample : P2520-06

Misc : 4.95g/10mL/MSVOA_W/SOIL/VIAL A

ALS vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO50224SMA .M
. SFAM@1.0

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 2 Butanal Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
5.795 1.73 ug/L 35252 1,4-Difluorobenzene 8.843
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanal 72 C4H80 000123-72-8 50
2 Propanal, 2-methyl- 72 C4H80 000078-84-2 50
3 Propane, 1-nitro- 89 C3H7NO2 000108-03-2 50
4 Propanal, 2-methyl- 72 C4H80 000078-84-2 49
5 Propanal, 2-methyl- 72 C4H80 000078-84-2 38
Abundance Scan 641 (5.795 min): VW028634.D\data.ms (-631) (-) m/z 41.00 100.00%
4110
72.0
5000
e
M 943 1207 1518 182.2 5.40 5.60 5.80 6.00 6.20
0l 0 T TR 0SS m/z 43.18 97.62%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #737: Butanal
27,0
72.0
5000
5.40 5.60 5.80 6.00 6.20
m/z 72.00 54.62%
s,
O\\\\‘\“\\ \‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #785: Propanal, 2-methyl-
43.0
5.40 5.60 5.80 6.00 6.20
5000 72.0 m/z 39.10 48.66%
ob—2L:
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #2433: Propane, 1-nitro- ! R e e L
43.0 5.40 5.60 5.80 6.00 6.20
m/z 42.00 19.21%
5000
15.0 720
ok R R R R R R m e e ST S
m/z--> 20 40 60 80 100 120 140 160 180 5.40 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe51724\
Data File : VWO28634.D

Acqg On : 17 May 2024 13:10

Operator : SY/MD

Sample : P2520-06

Misc : 4.95g/10mL/MSVOA_W/SOIL/VIAL A

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO50224SMA.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 3 Butanal, 3-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.551 1.78 ug/L 36163 1,4-Difluorobenzene 8.843

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanal, 3-methyl- 86 C5H100 000590-86-3 90
2 Butanal, 3-methyl- 86 C5H100 000590-86-3 52
3 Butanal, 3-methyl- 86 C5H100 000590-86-3 52
4 Butanal, 3-methyl- 86 C5H100 000590-86-3 38
5 Benzeneethanamine, 3-benzyloxy-2... 275 C16H18FNO2 103439-01-6 36
Abundance Scan 1093 (8.551 min): VW028634.D\data.ms (-1087) (-) | m/z 41.05 100.00%
41.0
- M
7 820840860880
107.6 146.7 198.8 : : : :
Ot lly “u“w“c - 1 R R o A m/z 44.00  85.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1959: Butanal, 3-methyl-
44.0
5000 L L B L B BN R B
8.20 8.40 8.60 8.80
15.0 ‘ 71.0 m/z 43.10 70.45%
O\\\\‘\‘!\\‘ \H\H{‘\\‘\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1962: Butanal, 3-methyl-
44.0
e
8.20 8.40 8.60 8.80
5000 m/z 39.00 60.83%
71.0
0 ,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1960: Butanal, 3-methyl- AL AR RS SE N e
44.0 8.20 8.40 8.60 8.80
m/z 58.00  45.58%
5000
71.0
ol 129 ‘ L
e e
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe51724\
Data File : VWO28634.D

Acqg On : 17 May 2024 13:10

Operator : SY/MD

Sample : P2520-06

Misc : 4.95g/10mL/MSVOA_W/SOIL/VIAL A

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO50224SMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.703 1.44 ug/L 29393  1,4-Difluorobenzene 8.843

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 43
2 3-Buten-2-0l, 3-methyl- 86 C5H100 010473-14-0 38
3 Carbonic acid, decyl prop-1-en-2... 242 C14H2603 1000382-90-5 38
4 2-Pentanone 86 C5H100 000107-87-9 37
5 N,N'-Bis(2-methyl-2-nitrosobutan... 230 C10H18N204 034946-73-1 37

Abundance Scan 1118 (8.703 min): VW028634.D\data.ms (-1111) (-) | m/z 43.00 100.00%

3.0
- MMM
71.2 A BEaRE e
8.40 8.60 8.80 9.00
100.0 149.4
Ofrrri mw‘“w dl w“H 12 28218 . w/z 41.00 54.61%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #2045: Pentane, 2-methyl-
43.0
5000 71.0 AR R R EEEEEEE Ea
8.40 8.60 8.80 9.00
m/z 57.00  39.58%
\\\‘\\\\‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 80 100 120 140 160 180
Abundance #1997. 3-Buten-2-ol, 3-methyl-
43.0
SN U L G
8.40 8.60 8.80 9.00
5000 m/z 38.95 20.68%
15.0 ‘ 86.0
ou‘w“hu I B
m/z--> 40 60 80 100 120 140 160 180
Abundance #125959.Carbonk:add,decylmop—Len—Zyleger R EmamaE e LR
43.0 8.40 8.60 8.80 9.00
m/z 58.10  15.85%
5000
71.0
97.0
ol L0 a0 s
m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe51724\
Data File : VW@28634.D

Acqg On : 17 May 2024 13:10

Operator : SY/MD

Sample : P2520-06

Misc : 4.95g/10mL/MSVOA_W/SOIL/VIAL A

ALS vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO50224SMA .M
. 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 5 Pentanal Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
9.410 1.27 ug/L 25896 1,4-Difluorobenzene 8.843
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanal 86 C5H100 000110-62-3 80
2 Pentanal 86 C5H100 000110-62-3 72
3 Pentanal 86 C5H100 000110-62-3 56
4 Cyclopropyl carbinol 72 C4H80 002516-33-8 45
5 Pentanal 86 C5H100 000110-62-3 40
Abundance Scan 1234 (9.410 min): VW028634.D\data.ms (-1228) () | m/z 44.00 100.00%
44.0
5000
58.1
A R
H 10839 1045 120 1 9.00 9.20 9.40 9.60 9.80
O‘H‘H‘W‘Hw‘mlw HWJH‘HH‘H‘WN\W‘HW‘H‘_H‘M‘H‘ m/z 41.05 45.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #1917: Pentanal
44.0
5000 290 DL B AL B R
58.0 9.00 9.20 9.40 9.60 9.80
m/z 58.10 30.40%
Lo | o
\H‘HH‘HH‘\H\‘\ H‘HH‘HH‘HH‘HH‘HH‘\\H‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #1915: Pentanal
44.0
290 9.00 9.20 9.40 9.60 9.80
5000 m/z 57.00 28.83%
58.0
Lo | e e
H‘_‘H_‘H‘HH“‘WH‘W‘HW‘H‘“H‘_‘H“‘H‘HH,H‘W
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #1916: Pentanal JWNWW%wH,““H,“‘W“
290 44.0 9.00 9.20 9.40 9.60 9.80
’ m/z 38.95  25.96%
58.0
5000
R AARa R e e AR AAaaanaan e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 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\VWe51724\
Data File : VWO28634.D

Acqg On : 17 May 2024 13:10

Operator : SY/MD

Sample : P2520-06

Misc : 4.95g/10mL/MSVOA_W/SOIL/VIAL A

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO50224SMA.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 7 Hexanal Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.069 2.45 ug/L 55325 Chlorobenzene-d5 11.629
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 64
2 Hexanal 100 C6H120 000066-25-1 64
3 Hexanal 100 C6H120 000066-25-1 59
4 Hexanal 100 C6H120 000066-25-1 59
5 Hexanal 100 C6H120 000066-25-1 53
Abundance Scan 1506 (11.068 min): VW028634.D\data.ms (-1500) ( m/z 44.00 100.00%
44.0
e \Mw
72.0 L — T
101.1 131.6 161.8 197.8 11.00
(o] B AR AR A RmEE R S m/z 56.00 99.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4250: Hexana
44.0
5000 j\ A A ;
11.00
‘ 720 m/z 40.95 98.55%
O\\\‘\‘\‘\\"\\H\“\‘\‘!\“‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4249: Hexanal
44.0
1 T
11.00
5000 m/z 57.00 67.96%
72.0
ol Lo
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4244: Hexanal — T
44.0 11.00
m/z 43.10 63.01%
5000
72.0
0 15?“\ ‘w‘“;““1““‘49,0:9”_m_m‘m‘_m_ .
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe51724\
Data File : VWO28634.D

Acqg On : 17 May 2024 13:10

Operator : SY/MD

Sample : P2520-06

Misc : 4.95g/10mL/MSVOA_W/SOIL/VIAL A

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO50224SMA.M
Quant Title : SFAM@1.0

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 8 n-Butyl ether Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
11.709 1.25 ug/L 28339  Chlorobenzene-d5 11.629
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Butyl ether 130 C8H180 000142-96-1 64
2 n-Butyl ether 130 C8H180 000142-96-1 64
3 n-Butyl ether 130 C8H180 000142-96-1 64
4 n-Butyl ether 130 C8H180 000142-96-1 59
5 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 43

Abundance Scan 1611 (11.709 min): VW028634.D\data.ms (-1606) ( m/z 57.05 100.00%
57.0

5000
41.0
87.0 e e Fpe
11.50 12.00
72.1 101.3
oH_m‘w,m“muc_u‘!l_m‘m‘w,mwmwwﬂ?ﬁ'?"”, m/z 40.95  36.39%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15667: n-Butyl ether
57.0
5000 Al i
41.0 11.50 12.00
87.0 m/z 87.00 25.47%
27 101.0
0 ol 730 1.9115.0130.0
H‘HH‘HH’HH‘\H\‘HH‘\H\‘HH‘HH’HH‘HH‘HH‘HH‘HH’
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15665: n-Butyl ether
57.0
11.50 12.00
5000 ITI/Z 56.10 20.04%

41.0
87.0
270 ‘ | 730 | 1010 1300
T P e e e e e T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 N‘MMMM M
Abundance #15668: n-Butyl ether

0
57.0 11.50 12.00
m/z 38.95 12.43%
5000
41.0
2700 87.0
oL .| 730 | 1010 1300
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe51724\
Data File : VWO28634.D

Acqg On : 17 May 2024 13:10

Operator : SY/MD

Sample : P2520-06

Misc : 4.95g/10mL/MSVOA_W/SOIL/VIAL A

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO50224SMA.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 9 Heptanal Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.336 1.45 ug/L 32813  Chlorobenzene-d5 11.629
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptanal 114 C7H140 000111-71-7 80
2 Heptanal 114 C7H140 000111-71-7 80
3 Heptanal 114 C7H140 000111-71-7 72
4 Heptanal 114 C7H140 000111-71-7 72
5 Heptanal 114 C7H140 000111-71-7 64
Abundance Scan 1714 (12.337 min): VW028634.D\data.ms (-1708) ( m/z 41.00 100.00%
o ho UL\A//LM
— ——
‘ ‘113.5 179.3 288.. 12.00 12.50
0— il T m/z 43.95 98.25%
miz--> 100 150 200 250
Abundance #8413: Heptanal
5000 — e
12.00 12.50
m/z 70.10 92.61%
1.0
O' \ \ \ T LI L L I B B
m/z--> 100 150 200 250
Abundance #8416: Heptanal
44,
12.00 12.50
5000 m/z 43.10 89.68%
1.0
0 14\'0\‘ ‘H‘ ‘ 114 0
A7
miz--> 100 150 200 250
Abundance #8412: Heptanal - e .
70.0 12.00 12.50
m/z 55.00 76.69%
5000 29.0
) 1140
““ — —
m/z--> 150 200 250 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe51724\
Data File : VWO28634.D

Acqg On : 17 May 2024 13:10

Operator : SY/MD

Sample : P2520-06

Misc : 4.95g/10mL/MSVOA_W/SOIL/VIAL A

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO50224SMA.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 11 Octanal Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.391 1.69 ug/L 30613 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanal 128 C8H160 000124-13-0 80
2 Octanal 128 C8H160 000124-13-0 80
3 Octanal 128 C8H160 000124-13-0 72
4 Octanal 128 C8H160 000124-13-0 64
5 Cyclopropane, 1-ethyl-1-methyl- 84 C6H12 053778-43-1 38
Abundance Scan 1887 (13.391 min): VW028634.D\data.ms (-1882) ( m/z 41.00 100.00%
41.0
o T ﬂmJVAMWWWA%AﬂNAWWJﬂ
1101 13.00 13.50
i 207.3 ' : .
(o} L EEBAa R m/z 43.00 79.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14265: Octanal
43.0
84.0
5000 — —
13.00 13.50
m/z 56.10 71.32%
1L e
0\\\‘\‘}\\ ‘\‘\‘H\‘\\‘\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14267: Octanal
43.0 84.0
o —r—
13.00 13.50
5000 m/z 54.95 69.03%
‘ Fl0.0
0 L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14262: Octanal o —
43.0 13.00 13.50
m/z 43.95 65.84%
84.0
5000
10.0
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe51724\
Data File : VWO28634.D

Acqg On : 17 May 2024 13:10

Operator : SY/MD

Sample : P2520-06

Misc : 4.95g/10mL/MSVOA_W/SOIL/VIAL A

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO50224SMA.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 12 unknown-01 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.062 3.53 ug/L 64052 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Dibenzo[b,e][1,4]diazepin-11... 267 C16H17N30 013450-73-2 46
2 2-[(Trimethylsilyl)oxy]-2-{4-[(t... 297 C14H27NO2Si2  1000473-27-9 45
3 5-(4-Fluorophenyl)-1,3-oxazole-2... 267 C12H14FNOSSi  1000497-07-6 42
4 Benzeneethanamine, N-[(pentafluo... 475 C21H26F5N02Si2 ©55429-85-1 42
5 4-(Methylamino)phenol, N,O0-bis(t... 267 C13H25N0Si2 1000471-13-0 38

Abundance Scan 1997 (14.062 min): VW028634.D\data.ms (-1992) ( m/z 73.05 100.00%
73.0

5000
267.1 TKh‘ | |
14.00
154.0 193.2
obA2dy | 9L D S 2309 L m/z 267.05  29.96%
miz--> 50 100 150 200 250
Abundance #156898: 11H-Dibenzo[b,e][1,4]diazepin-11-one, 5-(3-am
30.0 118.0
5000 — :
14.00
m/z 74.05 7.88%
ol i
miz--> 50 100 150 200 250
Abundance #195035: 2-[(Trimethylsilyl)oxy]-2-{4-[(trimethylsilyl)oxy]p
73.0
267.0 14.00
5000 m/z 268.10 7.80%
30.0 193.0
ol 2% L gosotsse D |
miz-> 50 100 150 200 250
Abundance #156390: 5-(4-Fluorophenyl)-1,3-oxazole-2(3H)-thione, T — ‘
73.0 14.00
m/z 269.10 7.36%
5000 267.0
116.0
ol 290l d Lilyy ~P1070 230l | U
miz--> 50 100 150 200 250 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe51724\
Data File : VWO28634.D

Acqg On : 17 May 2024 13:10

Operator : SY/MD

Sample : P2520-06

Misc : 4.95g/10mL/MSVOA_W/SOIL/VIAL A

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO50224SMA.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 13 Nonanal Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.318 2.32 ug/L 42083 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanal 142 C9H180 000124-19-6 90
2 2-Nonen-1-o0l1, (E)- 142 CSH180 031502-14-4 43
3 1,2-Cyclopentanediol, trans- 102 C5H1002 005057-99-8 30
4 2-Heptenol 114 C7H140 1000429-19-3 30
5 Cyclopentane, 2-n-octyl- 180 C13H24 066324-48-9 27
Abundance Scan 2039 (14.318 min): VW028634.D\data.ms (-2033) ( m/z 41.05 100.00%
41.0
5000
98.1
— —
H‘ 2065 14.00 14.50
0" ‘”‘“'MM‘M‘,MMv‘u“‘uWm_m_m_m m/z 57.00 90.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22961: Nonanal
41.0
5000 A — A
70.0 98.0 14.00 14.50
m/z 43.00 61.76%
a \\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23001: 2-Nonen-1-ol, (E)-
57.0
— ——
14.00 14.50
m/z 56.00 61.03%
5000 290
82.0
‘\ M 1240
0l L AR S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4860: 1,2-Cyclopentanediol, trans- - .
55.0 14.00 14.50
84.0 m/z 55.05 55.91%
h wa/UWWW¢/\WAJWMWJKW
bl — M
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe51724\
Data File : VWO28634.D

Acqg On : 17 May 2024 13:10

Operator : SY/MD

Sample : P2520-06

Misc : 4.95g/10mL/MSVOA_W/SOIL/VIAL A

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@50224SMA.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|
Acetaldehyde 2.503 9.4 ug/L 190478 1 8.843 508607 25.0
Butanal 5.795 1.7 ug/L 35252 1 8.843 508607 25.0
Butanal, 3-methyl- 8.551 1.8 ug/L 36163 1 8.843 508607 25.0
(DEL) Alkane: S... 8.703 1.4 ug/L 29393 1 8.843 508607 25.0
Pentanal 9.410 1.3 ug/L 25896 1 8.843 508607 25.0
Hexanal 11.069 2.5 ug/L 55325 2 11.629 565417 25.0
n-Butyl ether 11.709 1.3 ug/L 28339 2 11.629 565417 25.0
Heptanal 12.336 1.5 ug/L 32813 2 11.629 565417 25.0
Octanal 13.391 1.7 ug/L 30613 3 13.556 453527 25.0
unknown-01 14.062 3.5 ug/L 64052 3 13.556 453527 25.0
Nonanal 14.318 2.3 ug/L 42083 3 13.556 453527 25.0
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