LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe62624\
Data File : VW029358.D

Acqg On : 26 Jun 2024 16:12
Operator : SY/MD

Sample : P3080-03

Misc : 7.67g/10mL/MSVOA_W/SOIL/A

ALS Vvial : 12 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\SFAMWNLMO61824SMA .M
Title : SFAMO1.0

Signal : TIC: VW@29358.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  2.363 73 78 95 rVB2 49283 137667 10.42%  1.325%
2 2.893 158 165 182 rBV 50745 152074 11.51% 1.463%
3 3.387 241 246 257 rVB4 5623 13827 1.05% 0.133%
4 3,521 265 268 269 rBvV3 791 833 0.06% 0.008%
5 4.021 337 350 362 rBV 104992 360192 27.27%  3.466%
6 4.393 403 411 417 rBV3 2999 8772 0.66% 0.084%
7 4.801 476 478 482 rVB2 574 791 0.06% ©0.008%
8 4.929 485 499 518 rBvV2 29915 136625 10.34%  1.315%
9 5.435 573 582 583 rBV5 2061 3817 0.29% 0.037%
106 5.557 600 602 608 rVB5 719 842 0.06% ©0.008%
11 5.722 624 629 630 rBv4 763 859 0.07% 0.008%
12 5.783 630 639 648 rvV5s 4187 13441 1.02% 0.129%
13 5.856 650 651 655 rv4 919 732 0.06% 0.007%
14 5.941 657 665 677 rvv3 8962 28213 2.14% 0.271%
15 6.112 690 693 696 rBv2 551 895 0.07% 0.009%
16 6.240 712 714 716 rVVv2 665 796 0.06% ©0.008%
17  6.271 716 719 720 rVv3 1081 1171 0.09% 0.011%
18 6.289 720 722 728 rVWV5 1183 2101 0.16% 0.020%
19 6.460 748 750 753 rVB4 701 740 0.06% 0.007%
20 6.490 753 755 761 rBv4 647 1135 0.09% 0.011%
21 6.905 815 823 828 rBvVS8 1771 5922 0.45% 0.057%
22 6.978 833 835 838 rBV4 869 1075 0.08% 0.010%
23 7.075 842 851 865 rBV 58775 177000 13.40% 1.703%
24 7.252 871 880 900 rVB2 162678 417213 31.58% 4.014%
25 7.429 907 909 913 rVB4 680 660 0.05% 0.006%
26 7.648 935 945 959 rBV 235973 574003 43.45% 5.523%
27 7.923 984 990 992 rBV5S 2169 4098 0.31% 0.039%
28 8.020 1003 1006 1008 rBV3 1024 1256 ©0.10% 0.012%
29 8.154 1020 1028 1037 rVV7 2482 6953 0.53% 0.067%
30 8.276 1037 1048 1065 rBV2 424905 1320997 100.00% 12.710%
31 8.508 1080 1086 1088 rBV6 1364 1861 ©.14% ©0.018%
32 8.557 1089 1094 1101 rVB7 2435 6758 0.51% 0.065%
33 8.703 1110 1118 1128 rVB5 5471 15405 1.17% 0.148%
34 8.843 1132 1141 1154 rBV 416487 816926 61.84% 7.860%
35 9.063 1173 1177 1178 rBV4 853 1193 0.09% 0.011%

36 9.270 1201 1211 1219 rBV 316992 655335 49.61% 6.306%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe62624\
Data File : VW029358.D

Acqg On : 26 Jun 2024 16:12
Operator : SY/MD

Sample : P3080-03

Misc : 7.67g/10mL/MSVOA_W/SOIL/A

ALS Vvial : 12 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\SFAMWNLMO61824SMA .M
Title : SFAMO1.0
37 9.410 1229 1234 1242 rVB4 5097 10931 0.83% 0.105%
38 9.496 1245 1248 1249 rBvV3 862 855 0.06% ©0.008%
39 9.587 1260 1263 1266 rBV4 960 1819 0.14% 0.018%
40 9.660 1271 1275 1286 rBV7 2651 5211 0.39% 0.050%
41  9.739 1286 1288 1289 rBvV2 713 686 0.05% 0.007%
42 9.776 1293 1294 1300 rVB5 751 766 0.06% 0.007%
43  9.892 1308 1313 1317 rBV5 869 1838 0.14% 0.018%
44  9.953 1319 1323 1328 rBV4 1503 1893 0.14% ©0.018%
45 10.032 1329 1336 1346 rBV 147352 275371 20.85% 2.650%
46 10.325 1374 1384 1391 rBV 496324 899527 68.09% 8.655%
47 10.386 1391 1394 1400 rVB 10116 17307 1.31% 0.167%
48 10.502 1407 1413 1418 rVB5 4676 8975 0.68% 0.086%
49 10.575 1419 1425 1434 rBV 96418 169287 12.82% 1.629%
50 10.703 1442 1446 1451 rVB2 7669 12949 0.98% 0.125%
51 10.758 1451 1455 1461 rVB7 1670 3177 0.24% 0.031%
52 10.861 1463 1472 1477 rBV 687925 1204467 91.18% 11.589%
53 10.922 1477 1482 1498 rVvV 222279 385115 29.15% 3.706%
54 11.068 1500 1506 1515 rvVv 32044 55965 4.24% 0.538%
55 11.172 1521 1523 1527 rVB4 1940 2764 0.21% 0.027%
56 11.331 1547 1549 1555 rVB3 1303 1680 0.13% 0.016%
57 11.404 1557 1561 1563 rBV5 1396 2188 0.17% 0.021%
58 11.495 1574 1576 1577 rBvV2 1002 661 ©0.05% 0.006%
59 11.629 1590 1598 1607 rBV 498806 817399 61.88% 7.865%
60 11.733 1610 1615 1623 rVB5 5197 11111 0.84% 0.107%
61 11.837 1626 1632 1637 rBv4 6044 12572 0.95% 0.121%
62 12.032 1659 1664 1668 rBV7 627 1326 0.10% 0.013%
63 12.123 1674 1679 1680 rBV5 1429 2034 0.15% 0.020%
64 12.160 1680 1685 1691 rVVv7 2805 5750 ©.44% 0.055%
65 12.294 1703 1707 1708 rBV4 590 750 0.06% 0.007%
66 12.337 1708 1714 1725 rBV7 5393 12500 0.95% 0.120%
67 12.465 1731 1735 1742 rVVe6 3599 7214 0.55% 0.069%
68 12.599 1752 1757 1762 rVB3 9192 16337 1.24% 0.157%
69 12.690 1765 1772 1780 rVV 261184 427206 32.34% 4.111%
70 12.922 1807 1810 1815 rBV6 3812 7454 0.56% 0.072%
71 13.038 1826 1829 1831 rVB4 1150 1305 ©0.10% 0.013%
72 13.068 1831 1834 1835 rBV4 1040 1035 0.08% 0.010%
73 13.190 1850 1854 1859 rVB4 2347 3057 ©0.23% 0.029%
74 13.245 1859 1863 1867 rBV3 3015 4684 ©0.35% 0.045%
75 13.397 1878 1888 1894 rBV4 7702 16935 1.28% 0.163%
76 13.501 1902 1905 1907 rBV3 2293 2883 0.22% 0.028%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe62624\
Data File : VW029358.D

Acqg On : 26 Jun 2024 16:12
Operator : SY/MD

Sample : P3080-03

Misc : 7.67g/10mL/MSVOA_W/SOIL/A

ALS Vvial : 12 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\SFAMWNLMO61824SMA .M
Title : SFAM@1.0
77 13.556 1907 1914 1925 rVV 325079 524771 39.73% 5.049%
78 13.641 1925 1928 1936 rVB 7008 12831 ©.97% ©.123%
79 13.702 1936 1938 1941 rBV4 684 691 0.05% 0.007%
890 13.751 1943 1946 1950 rBV4 2080 2937 0.22% 0.028%
81 13.848 1955 1962 1976 rVV 293605 489517 37.06% 4.710%
82 13.946 1976 1978 1983 rVB5 2064 2306 0.17% 0.022%
83 14.013 1985 1989 1991 rBV5 1298 2190 0.17% 0.021%
84 14.062 1992 1997 2005 rVB2 9672 17747 1.34% 0.171%
85 14.239 2024 2026 2027 rBV3 1132 863 0.07% 0.008%
86 14.324 2034 2040 2044 rBV4 6844 12201 0.92% 0.117%
87 14.379 2046 2049 2050 rBvV4 920 993 0.08% 0.010%
88 14.690 2097 2100 2101 rBV2 1165 1148 ©0.09% 0.011%
89 14.714 2102 2104 2111 rVB5 3629 4658 0.35% 0.045%
990 14.879 2128 2131 2134 rBV3 871 1336 0.10% 0.013%
91 15.086 2163 2165 2169 rBvV4 830 1209 ©0.09% 0.012%
92 15.177 2174 2180 2182 rBV7 2282 4256 0.32% 0.041%
93 15.348 2205 2208 2210 rBvV4 757 986 0.07% 0.009%
94 15.476 2224 2229 2237 rBV2 9591 16908 1.28% ©.163%
95 15.787 2276 2280 2285 rVB6 1236 2574 0.19% 0.025%
96 15.946 2300 2306 2307 rBV6 1186 1866 ©0.14% 0.018%
97 16.074 2325 2327 2331 rBV4 816 1505 0.11% 0.014%
98 16.165 2339 2342 2343 rBV3 830 789 0.06% 0.008%
99 16.232 2349 2353 2356 rVvV5 482 796 0.06% 0.008%
100 16.586 2408 2411 2412 rBV3 669 748 0.06% 0.007%
Sum of corrected areas: 10392988
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe62624\
Data File : VW@29358.D

Acqg On : 26 Jun 2024 16:12

Operator : SY/MD

Sample : P3080-03

Misc : 7.67g/10mL/MSVOA_W/SOIL/A

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title : SFAM@1.0

TIC Library : C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO61824SMA.M

TIC Integration Parameters: LSCINT.P
Abundance TIC: VW029358.D\data.ms
2500000
2000000
1500000
1000000
500000
4.021
0 2.363 2.893 3.387521 4.393 4.801929 5.436555.378%68456.1
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\T\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘7\\\‘\\\\‘\\\\‘W\W\\‘Tr\\‘ﬁ\ﬁ\\\ﬁ\\
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
Abundance TIC: VW029358.D\data.ms
2500000
2000000
1500000
1000000
10.861
500000 8.276 8.843 0270 10.325 11.529
7.648 ' 922
252 10.032 7
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Abundance TIC: VW029358.D\data.ms
2500000
2000000
1500000
1000000
500000
12.690 13.556 13.848
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW062624\
Data File : VW@29358.D

Acqg On : 26 Jun 2024 16:12
Operator : SY/MD

Sample : P3080-03

Misc : 7.67g/10mL/MSVOA_W/SOIL/A

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO61824SMA .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 Ethyl Acetate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.252 12.77 ug/L 417213  1,4-Difluorobenzene 8.843

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethyl Acetate 88 C4H802 000141-78-6 90
2 Ethyl Acetate 88 C4H802 000141-78-6 90
3 Ethyl Acetate 88 C4H802 000141-78-6 64
4 Ethyl Acetate 88 C4H802 000141-78-6 59
5 CH3C(0)CH2CH20H 88 (C4H802 000590-90-9 42
Abundance Scan 880 (7.252 min): VW029358.D\data.ms (-871) (-) m/z 43.00 100.00%
5000 J\
R EARRERRRESSL L
61.0
‘ ‘ 73.0 88.0 7.00 7.20 7.40 7.60
e PR i m/z 45.85 13.46%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2270: Ethyl Acetate
43.0
5000 LB LI B A LN
7.00 7.20 7.40 7.60
29.0 m/z 61.00 13.16%
15.0 61.0
A A LI
0\\\’\{\\‘\\}\‘\\\\‘\}\\‘\\\\‘\\\\‘\‘\\\‘\\\‘\‘\\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2271: Ethyl Acetate
43.0
R RARN N
7.00 7.20 7.40 7.60
5000 m/z 70.10 9.74%
29.0 61.0
0 15.0 | | ‘ 73‘0 88.0
L B
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2268: Ethyl Acetate
43.0 7.00 7.20 7.40 7.60
m/z 42.00 7.07%
5000
29.0 61.0
15.0 | ‘ 730 8?-0 A
O e e e e R RAREEEN e
m/z--> 10 20 30 40 50 60 70 80 90 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW062624\
Data File : VW@29358.D

Acqg On : 26 Jun 2024 16:12
Operator : SY/MD

Sample : P3080-03

Misc : 7.67g/10mL/MSVOA_W/SOIL/A

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO61824SMA .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 Hexanal Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.069 1.71 ug/L 55965 Chlorobenzene-d5 11.629
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 81
2 Hexanal 100 C6H120 000066-25-1 64
3 Hexanal 100 C6H120 000066-25-1 59
4 Hexanal 100 C6H120 000066-25-1 52
5 Hexanal 100 C6H120 000066-25-1 46
Abundance Scan 1506 (11.068 min): VW029358.D\data.ms (-1500) ( m/z 44.00 100.00%
44.0
56.1
5000
72.0 s :
‘ ‘ | ‘ 060 11.00
| | HMHmwi“ww_ww‘ m/z 41.00 88.63%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4248: Hexana
44.0
56.0
27.0
5000 T :
11.00
72.0 m/z 56.10 81.22%
O\\’]\-?\.(\)‘\\}!i‘\\\}}!‘\\‘\\‘\1‘\\\‘\“!\\\?\3\9\‘\\]\-\0‘0\(\)\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4250: Hexanal
44.0
56.0 AR i
11.00
5000 270 m/z 43.00 71.79%
72.0
PSS O O S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4244: Hexanal — ‘
44.0 56.0 11.00
m/z 57.10 59.47%
5000
27.0
72.0
b 150 U WL e aeee S
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\VWe62624\
Data File : VW©29358.D

Acqg On : 26 Jun 2024 16:12
Operator : SY/MD

Sample : P3080-03

Misc : 7.67g/10mL/MSVOA_W/SOIL/A

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO61824SMA .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|
Ethyl Acetate 7.252 12.8 ug/L 417213 1 8.843 816926 25.0
Hexanal 11.069 1.7 ug/L 55965 2 11.629 817399 25.0
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