LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe51724\
Data File : VWO28636.D

Acqg On : 17 May 2024 13:58

Operator : SY/MD

Sample : P2520-08

Misc : 5.28g/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: VWO28636.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 91 rVvB 48161 111135 13.59% 1.709%
2 2.503 95 101 115 rBV 60267 169035 20.68% 2.599%
3 2.905 160 167 185 rVB2 36299 107875 13.20% 1.659%
4 3.649 287 289 293 rBV5 939 982 0.12% 0.015%
5 4.027 341 351 360 rBV2 82239 251500 30.76% 3.867%
6 4.119 360 366 377 rVB 42156 118606 14.51%  1.824%
7 4.411 412 414 418 rVB5S 1357 1156 0.14% ©0.018%
8 4.643 450 452 456 rBV5 775 1030 0.13% 0.016%
9 4.716 462 464 466 rVVv3 1272 1104 0.14% 0.017%
10 4.923 486 498 515 rBV2 23241 83295 10.19% 1.281%
11 5.e88 519 525 529 rVB9 1177 2296 0.28% 0.035%
12 5.131 529 532 533 rBv3 1018 1098 0.13% 0.017%
13 5.435 580 582 588 rVve 1156 1926 0.24% 0.030%
14 5.649 614 617 620 rBVS 862 1089 0.13% 0.017%
15 5.789 631 640 649 rBV2 10036 34095 4.17% 0.524%
16 5.899 655 658 660 rBv4d 1278 1607 0.20% 0.025%
17 5.941 660 665 675 rVB4 3653 11166 1.37% 0.172%
18 6.033 677 680 683 rVB5 1692 1733 0.21% 0.027%
19 6.447 743 748 751 rVVe6 1046 1666 0.20% 0.026%
20 6.551 761 765 766 rBv4 901 1217 0.15% 0.019%
21 6.630 775 778 782 rBV6 999 1458 ©0.18% 0.022%
22 6.740 794 796 799 rVB4 925 973 0.12% 0.015%
23  6.838 810 812 815 rVB4 864 1029 0.13% 0.016%
24 6.905 815 823 827 rBVS 7380 19840 2.43% 0.305%
25 7.075 842 851 862 rBV 36879 117575 14.38% 1.808%
26 7.264 879 882 887 rVB7 1247 2014 0.25% 0.031%
27 7.307 887 889 892 rBV3 776 1013 0.12% 0.016%
28 7.453 911 913 918 rVB6 1055 1465 ©0.18% 0.023%
29 7.533 918 926 927 rBVS8 2493 4582 0.56% 0.070%
30 7.551 927 929 931 rW3 1904 1820 0.22% 0.028%
31 7.648 935 945 958 rVB 136496 345600 42.27% 5.314%
32 7.752 958 962 963 rBV4 1079 1295 0.16% 0.020%
33 7.929 988 991 994 rwv4 1238 1862 0.23% 0.029%
34 8.081 1011 1016 1019 rBV6 1126 1799 0.22% ©0.028%
35 8.276 1039 1048 1065 rBV2 269306 817529 100.00% 12.570%
36 8.551 1085 1093 1099 rBV3 14939 35590 4.35% 0.547%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe51724\
Data File : VWO28636.D

Acqg On : 17 May 2024 13:58

Operator : SY/MD

Sample : P2520-08

Misc : 5.28g/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 8.703 1111 1118 1128 rBV4 10513 26925 3.29% 0.414%
38 8.843 1132 1141 1152 rBV 254112 505755 61.86% 7.776%
39 8.965 1159 1161 1164 rBV4 1018 973 0.12% 0.015%
40 9.276 1203 1212 1222 rBV 192319 392745 48.04% 6.039%
41  9.374 1226 1228 1229 rVV2 1606 1433 0.18% 0.022%
42 9.410 1229 1234 1243 rVB 13755 28392 3.47% 0.437%
43 9.477 1243 1245 1248 rVB4 902 1036 0.13% 0.016%
44  9.557 1254 1258 1261 rVB6 1029 1453 0.18% 0.022%
45  9.648 1269 1273 1274 rBV3 1465 1407 0.17% 0.022%
46 10.032 1330 1336 1345 rBV 93544 176775 21.62% 2.718%
47 10.154 1354 1356 1359 rVB4 1356 1314 0.16% 0.020%
48 10.203 1363 1364 1373 rVB8 1017 1873 0.23% 0.029%
49 10.325 1377 1384 1391 rBV 343990 617214 75.50% 9.490%
50 10.496 1409 1412 1419 rVBS 3263 6136 0.75% 0.094%
51 10.575 1419 1425 1431 rBV 63198 111960 13.69% 1.721%
52 10.624 1431 1433 1439 rVV6 4816 9337 1.14% 0.144%
53 10.703 1442 1446 1452 rVB 7868 14647 1.79% 0.225%
54 10.758 1452 1455 1456 rBV3 1126 1227 0.15% 0.019%
55 10.861 1466 1472 1476 rBvV3 8890 16255 1.99% 0.250%
56 10.922 1476 1482 1494 rVV 132644 231586 28.33% 3.561%
57 11.e69 1501 1506 1517 rBV2 39857 66667 8.15% 1.025%
58 11.282 1537 1541 1544 rVV5 959 1411 0.17% 0.022%
59 11.629 1590 1598 1607 rBV 335263 566734 69.32% 8.714%
60 11.709 1607 1611 1621 rVB2 7395 15475 1.89% 0.238%
61 11.843 1626 1633 1641 rVB2 3698 9654 1.18% 0.148%
62 11.946 1645 1650 1653 rVB6 3983 6459 0.79% 0.099%
63 12.032 1660 1664 1667 rVB4 1045 1308 0.16% 0.020%
64 12.105 1674 1676 1681 rVB6 1388 1934 0.24% 0.030%
65 12.160 1681 1685 1689 rBV7 1868 4027 0.49% 0.062%
66 12.233 1695 1697 1703 rVB6 1862 2223 0.27% 0.034%
67 12.337 1709 1714 1721 rBV 16449 29787 3.64% 0.458%
68 12.465 1731 1735 1737 rVV5 2092 2394 0.29% 0.037%
69 12.513 1740 1743 1747 rVB6 1620 2452 0.30% 0.038%
70 12.599 1752 1757 1764 rVB2 12874 23690 2.90% 0.364%
71 12.690 1765 1772 1781 rVB 171182 277761 33.98% 4.271%
72 12.763 1781 1784 1786 rBV4 1233 1193 0.15% 0.018%
73 12.867 1799 1801 1804 rVVv4 598 1020 0.12% 0.016%
74 12.934 1806 1812 1820 rVV2 10043 20408 2.50% 0.314%
75 13.044 1827 1830 1835 rBV6 2474 4307 ©.53% 0.066%
76 13.141 1842 1846 1847 rBV4 760 1018 0.12% 0.016%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe51724\
Data File : VWO28636.D

Acqg On : 17 May 2024 13:58

Operator : SY/MD

Sample : P2520-08

Misc : 5.28g/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 13.269 1857 1867 1877 rBV 27410 57855 7.08% ©.890%
78 13.391 1882 1887 1893 rBvV4 14716 23380 2.86% ©.359%
79 13.556 1907 1914 1923 rBV 260818 432198 52.87% 6.645%
80 13.641 1924 1928 1934 rVB 17085 27221 3.33% 0.419%
81 13.849 1955 1962 1969 rBV 236593 396190 48.46% 6.092%
82 14.013 1986 1989 1991 rBV4 2393 2961 0.36% 0.046%
83 14.062 1992 1997 2003 rVB2 23684 38752 4.74% 0.596%
84 14.318 2034 2039 2046 rVV3 11460 20259 2.48% ©0.312%
85 14.483 2063 2066 2067 rBV3 1346 1655 ©.20% 0.025%
86 14.550 2076 2077 2081 rVB4 1631 1207 ©.15% 0.019%
87 14.617 2085 2088 2091 rBVS5 2072 2339 0.29% 0.036%
88 14.714 2100 2104 2111 rVB3 6897 9474 1.16% 0.146%
89 15.062 2158 2161 2162 rBV3 1327 1203 0.15% 0.018%
90 15.178 2176 2180 2183 rBV6 2285 3551 0.43% ©0.055%
91 15.482 2224 2230 2235 rvwv2 8594 15652 1.91% 0.241%
92 15.543 2236 2240 2246 rVB6 5495 9152 1.12% 0.141%
93 15.836 2286 2288 2293 rBV6 1280 1673 0.20% 0.026%
94 15.946 2304 2306 2308 rBV3 1391 1461 0.18% 0.022%
95 16.092 2325 2330 2331 rBvV4 1896 2561 ©0.31% 0.039%
96 16.257 2354 2357 2358 rBV3 1189 1375 0.17% 0.021%
97 16.403 2377 2381 2382 rBvV4 790 1046 0.13% 0.016%
98 16.446 2385 2388 2390 rBvV4 1084 1355 0.17% 0.021%
99 16.531 2399 2402 2404 rVB4 1595 1628 0.20% 0.025%
100 16.757 2436 2439 2443 rVB6 1342 2118 0.26% 0.033%
Sum of corrected areas: 6503686
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe51724\

: VWe28636.D

: 17 May 2024 13:58

: SY/MD

: P2520-08

: 5.28g/10mL/MSVOA_W/SOIL/VIAL A
:1 Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@50224SMA .M

. SFAM@1.0

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

Abundance

1200000

1000000

800000

600000

400000

200000

o

TIC: VW028636.D\data.ms

2.360503 4.0
2905 3.649 1o 4.411 4848649235881  5.435 5.649.78BIMD33 6.4 HEAB078.3;

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

1200000

1000000

800000

600000

400000

200000

TIC: VW028636.D\data.ms

10.325 11.629

8.276

8.843
/LB

9.276

7.648 10.032 10.922

o

Time-->

-@-@J\&%s /\93311@%648
L e e

8.50 9.00 9.50

905’ '07577zegﬂ5@{\z.7527.9@08i
00 /12807 MBI (. 7527.928.081

7.00 7.50 8.00

10.575
/100203 | 10.298aER08S6L - 0%
/100303 | 10.44HGRIBS

R01.282
e
10.00 10.50 11.00

.709
T —
11.50

Abundance

1200000

1000000

800000

600000

400000

200000

o

TIC: VW028636.D\data.ms

13556 13.849

12.690

Time-->

Ba B ACATRER S5 592 THBAR8 44143391
T ‘ T T T T ‘ T T T T ‘ T T T T ’
12.00 12.50 13.00 13.50

641 149982 14.3n4mER 714 15062178 138343 15.83016.095.2566M863116.7¢
‘ 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 ‘
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 : VW028636.D

Acqg On : 17 May 2024 13:58

Operator : SY/MD

Sample : P2520-08

Misc : 5.28g/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 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.503 8.36 ug/L 169035 1,4-Difluorobenzene 8.843

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetaldehyde 44 C2H40 000075-07-0 9
2 Acetaldehyde 44 C2H40 000075-07-0 9
3 dl-Alanine 89 C3H7NO2 000302-72-7 9
4 dl-Alanine 89 C3H7NO2 000302-72-7 7
5 2-Hexanamine, 4-methyl- 115 C7H17N 000105-41-9 5
Abundance Scan 101 (2.503 min): VW028636.D\data.ms (-95) (-) m/z 44.00 100.00%
44.0
2000 \\\\\wx\NW/\\w‘\\~
AR T S
2.20 2.40 2.60 2.80
Ol 883 989 1438 1713 2148 /7 43.00 55.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #81: Acetaldehyde
29.0
5000 L N R R R R
2.20 2.40 2.60 2.80
m/z 42.05 19.62%
O\\\‘M‘\‘w\\“‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80: Acetaldehyde
29.0
R e RS AR
2.20 2.40 2.60 2.80
5000 m/z 41.00 7.80%
0“m‘ﬂm‘ﬁu“_“w“u"H“H“_“w“u“u“u“_
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2420: dl-Alanine e R RRAREE R TR
44.0 2.20 2.40 2.60 2.80
m/z 39.95 2.57%
- MMWW
0 M 4.0
et R a  ERRmEESs ST
m/z--> 20 40 60 80 100 120 140 160 180 200 2.20 2.40 2.60 2.80

SFAMWLMO50224SMA.M Mon May 20 18:34:13 2024 Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe51724\
Data File : VW028636.D

Acqg On : 17 May 2024 13:58

Operator : SY/MD

Sample : P2520-08

Misc : 5.28g/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 2 Propanal, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.789 1.69 ug/L 34095 1,4-Difluorobenzene 8.843

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanal, 2-methyl- 72 C4H80 000078-84-2 90
2 Propanal, 2-methyl- 72 C4H80 000078-84-2 90
3 Butanal 72 C4H80 000123-72-8 90
4 Propanal, 2-methyl- 72 C4H80 000078-84-2 53
5 Propanal, 2-methyl- 72 C4H80 000078-84-2 50
Abundance Scan 640 (5.789 min): VW028636.D\data.ms (-631) (-) m/z 43.05 100.00%
3.0
72.0
5000
5.40 5.60 5.80 6.00 6.20
97.4 142.0 184.8207.1
O‘H“H‘\;WWMMNMuwmwiuu‘_“wu‘u“u“m‘w?uu m/z 41.00  89.22%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #785: Propanal, 2-methyl-
43.0
5000 72.0 RN R R RN
5.40 5.60 5.80 6.00 6.20
m/z 72.00 54.10%
0\\\2\]‘_.\\\\Hi‘}\\‘\“\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #782: Propanal, 2-methyl-
43.0
5.40 5.60 5.80 6.00 6.20
72.0 .
5000 m/z 39.05 44.01%
e —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #737: Butanal Mﬁ&*ﬁﬁMvwwwwww‘uww‘u
27,0 5.40 5.60 5.80 6.00 6.20
m/z 42.10 16.02%
72.0
5000
o“ ‘95“_“»‘_”‘_m‘HHWHWHWHWH W
m/z--> 20 40 60 80 100 120 140 160 180 200 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 : VW028636.D

Acqg On : 17 May 2024 13:58

Operator : SY/MD

Sample : P2520-08

Misc : 5.28g/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 1.76 ug/L 35590 1,4-Difluorobenzene 8.843

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanal, 3-methyl- 86 C5H100 000590-86-3 94
2 Butanal, 3-methyl- 86 C5H100 000590-86-3 58
3 Butanal, 3-methyl- 86 C5H100 000590-86-3 58
4 Butanal, 3-methyl- 86 C5H100 000590-86-3 58
5 Butanal, 3-methyl- 86 C5H100 000590-86-3 52
Abundance Scan 1093 (8.551 min): VW028636.D\data.ms (-1085) (-) | m/z 41.10 100.00%
41.1
- T A—JM
71.1 o et e
‘ ‘ ‘ 862 1003 8.20 8.40 8.60 8.80
0 ““H‘ ‘m\h‘:‘lmwu‘u\“"‘1"HM‘uuH‘Hw‘(uwmw m/z 44.00 82.68%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #1959: Butanal, 3-methyl-
44.0
29.0
5000 580 L L NN B LR R B
8.20 8.40 8.60 8.80
15.0 71.0 m/z 42.95 66.06%
S
O\H‘HH‘HH‘\H‘\‘\ \\i‘\‘\”\‘H\\‘\\H‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #1960: Butanal, 3-methyl-
44.0
L e ERame s
8.20 8.40 8.60 8.80
5000 58.0 m/z 38.95 56.73%
29.0
71.0
1!:_\).0 ‘\ ‘ ‘ 11 ‘ 86‘.0
O bt e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #1962: Butanal, 3-methyl- B RRRE R R e
44.0 8.20 8.40 8.60 8.80
m/z 58.00 46.54%
58.0
5000
29.0 710
L | e
O e et
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 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 : VW028636.D

Acqg On : 17 May 2024 13:58

Operator : SY/MD

Sample : P2520-08

Misc : 5.28g/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 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 unknown-02 Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
8.703 1.33 ug/L 26925 1,4-Difluorobenzene 8.843
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 47
2 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 43
3 2-Pentanone 86 C5H100 000107-87-9 43
4 Oxalic acid, monoamide, n-propyl... 243 C13H25NO3 1010309-64-7 38
5 2-Pentanone 86 C5H100 000107-87-9 38
Abundance Scan 1118 (8.703 min): VW028636.D\data.ms (-1111) () | m/z 43.00 100.00%
43.0
- \/LJ\\/L
e AR e
‘ ‘ 86"0 123.9 189.1 281! 8.40 8.60 8.80 9.00
oty 2228 S80S m/z 41.08  31.64%
miz-> 50 100 150 200 250
Abundance #1984: 2-Butanone, 3-methyl-
43.0
5000 L B L R IR R
8.40 8.60 8.80 9.00
86.0 m/z 56.95 17.77%
01\3‘.\0“”\ ‘ ‘\ \‘ T ‘\ ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #1988: 2-Butanone, 3-methyl-
43.0
R e A RNRRRREEE
8.40 8.60 8.80 9.00
5000 m/z 86.00 16.10%
86.0
om“““h_u“‘_”_ S —
miz--> 50 100 150 200 250
Abundance #1918: 2-Pentanone
43.0 8.40 8.60 8.80 9.00
m/z 39.10 14.59%
5000
86.0
m/z--> 50 100 150 200 250 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 : VW028636.D

Acqg On : 17 May 2024 13:58

Operator : SY/MD

Sample : P2520-08

Misc : 5.28g/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 5 Pentanal Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.410 1.40 ug/L 28392 1,4-Difluorobenzene 8.843

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanal 86 C5H100 000110-62-3 78
2 Pentanal 86 C5H100 000110-62-3 64
3 Benzeneethanamine, 3-benzyloxy-2... 275 C16H18FNO2 103439-01-6 56
4 Acetic acid, hydroxy[(1-oxo-2-pr... 145 C5H7NO4 006737-24-2 47
5 Pentanal 86 C5H100 000110-62-3 43
Abundance Scan 1234 (9.410 min): VW028636.D\data.ms (-1229) () | m/z 44.00 100.00%
44.0
w0 ‘JL
‘ 9.00 9.20 9.40 9.60 9.80
83.4 . : . . : .

ooyl B8 3394 ale0  50.01%

m/z--> 20 40 60 80 100120140160180200220240260

Abundance #1915: Pentanal

44.0
5000 DL B NLALELE B R
9.00 9.20 9.40 9.60 9.80
m/z 58.00 46.03%
oY ‘H 86.0
a H\‘HH‘H\\‘\H\’\\H‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #1914: Pentanal
44.0
9.00 9.20 9.40 9.60 9.80
5000 m/z 56.95 40.29%
‘\ Iy ,%5°
O et et e e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #167225: Benzeneethanamine, 3-benzyloxy-2-fluoro-.bet
44.0 9.00 9.20 9.40 9.60 9.80
m/z 43.00 30.01%
5000 91.0
0 doll 140.0171.0 232.0 275.(
e e T T e e e e e e Raaaa e R
m/z--> 20 40 60 80 100120140160180200220240260 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 : VW028636.D

Acqg On : 17 May 2024 13:58

Operator : SY/MD

Sample : P2520-08

Misc : 5.28g/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 7 Hexanal Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.069 2.94 ug/L 66667 Chlorobenzene-d5 11.630
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 72
2 Hexanal 100 C6H120 000066-25-1 64
3 Hexanal 100 C6H120 000066-25-1 64
4 Hexanal 100 C6H120 000066-25-1 50
5 Hexanal 100 C6H120 000066-25-1 50

Abundance Scan 1506 (11.069 min): VW028636.D\data.ms (-1501) ( m/z 41.10 100.00%
At 56.1
5000
72.1 ASt :
‘ ‘ ‘ 08.2 11.00
Orerrrerrrrere sl L 982 1304 L 4460 99.50%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4250: Hexana
44.0
27.0
5000 — :
11.00
72.0 m/z 56.10 81.98%
g,
OH‘HH‘HM“HH‘\H‘\w\l‘\H‘\“\H\‘!‘\H‘\H\‘HH‘HH‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4248: Hexanal
44.0
“Aﬁ“fwjk? ‘ P
270 11.00
5000 ' m/z 43.00 66.58%
0 72.0
ottt RO | a000
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4249: Hexanal Y —T ‘
44.0 11.00
m/z 57.10 64.41%
5000 29.0
72.0
.0
ook L0 smor000 A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe51724\
Data File : VW028636.D

Acqg On : 17 May 2024 13:58

Operator : SY/MD

Sample : P2520-08

Misc : 5.28g/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 8 Heptanal Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.337 1.31 ug/L 29787  Chlorobenzene-d5 11.630
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptanal 114 C7H140 000111-71-7 64
2 Heptanal 114 C7H140 000111-71-7 53
3 Heptanal 114 C7H140 000111-71-7 50
4 Heptanal 114 C7H140 000111-71-7 50
5 2-Penten-1-o0l, (E)- 86 C5H100 001576-96-1 50
Abundance Scan 1714 (12 337 min): VWO028636.D\data.ms (-1709) ( m/z 41.10 100.00%
1
70.1
5000
96.0 . Lo
‘ ‘ 123.3 1435 12.00 12.50
(o} ‘“”“u““““““w“ m/z 44.00 87.35%
m/z--> 20 40 60 80 100 120 140 160
Abundance #8415: Heptanal
44.0
70.0
5000 — —
2710 12.00 12.50
m/z 70.10 69.61%
96.0
0 ‘ | 1140
T \‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #8413: Heptanal
44.0
rao 12.00 12.50
27,0 : : .
5000 ITI/Z 43.10 66.54%
0 ‘ H‘ ‘. 114 0
T \\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #8416: Heptanal — e
44.0 70.0 12.00 12.50
m/z 42.05 59.49%
5000
2710
96.0
o H | 1140
1 ““‘w“““‘u“““‘ - —
m/z--> 20 40 60 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe51724\
Data File : VW028636.D

Acqg On : 17 May 2024 13:58

Operator : SY/MD

Sample : P2520-08

Misc : 5.28g/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 10 Benzaldehyde Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.269 3.35 ug/L 57855 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzaldehyde 106 C7H60 000100-52-7 97
2 Benzaldehyde 106 C7H60 000100-52-7 96
3 Benzaldehyde 106 C7H60 000100-52-7 94
4 Benzaldehyde 106 C7H60 000100-52-7 91
5 Benzaldehyde 106 C7H60 000100-52-7 91
Abundance Scan 1867 (13.269 min): VW028636.D\data.ms (-1857) ( m/z 77.00 100.00%
77.0 106.1
5000 51.1
o pees Py
154 2193 13.00 13.50
0’ e e e m/Z 106.10  86.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5711: Benzaldehyde
77.0 106.0
5000 51.0 - -
13.00 13.50
m/z 105.10  81.40%
O' ‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5707: Benzaldehyde
77.0 106.0
‘/'\‘ T T ‘ U
13.00 13.50
5000 51.0 m/z 51.10 44.86%
20, |
0 el e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5709: Benzaldehyde el N
77.0 105.0 13.00 13.50
m/z 50.05 34.09%
51.0
5000
270, |
0 b et b e e it oot )
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe51724\
Data File : VW028636.D

Acqg On : 17 May 2024 13:58

Operator : SY/MD

Sample : P2520-08

Misc : 5.28g/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 11
R.T. EstConc Area Relative to ISTD R.T.
13.391 1.35 ug/L 23380 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanal 128 C8H160 000124-13-0 62
2 Octanal 128 C8H160 000124-13-0 50
3 2,3-Dioxabicyclo[2.2.1]heptane 100 C5H802 000279-35-6 38
4 Octanal 128 C8H160 000124-13-0 35
5 Cyclopentanol, 2-methyl-, trans- 100 C6H120 025144-04-1 25
Abundance Scan 1887 (13.391 min): VW028636.D\data.ms (-1882) ( m/z 41.05 100.00%
41.0
o MM
— ——
13.00 13.50
o} : : m/z 42.95 83.01%
m/z--> 20 40 60 80 100 120 140
Abundance #14264: Octanal
41.0
57.0
84.0
5000 — Al
13.00 13.50
m/z 57.00 61.45%
100.0
0150 H\“‘\\‘\‘l\\‘\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #14267: Octanal
43.0 84.0
= e
13.00 13.50
5000 m/z 56.10 58.19%
27/0 68.0
100.0
o \1%\»1“\‘“1‘2‘8-‘0‘_”‘
miz--> 20 40 60 80 100 120 140
Abundance #4196: 2,3-Dioxabicyclo[2.2.1]heptane i T
43.0 13.00 13.50
m/z 55.00 51.02%
5000 100.0
270
‘ A
O . T
m/z--> 20 40 60 80 100 120 140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe51724\
Data File : VW028636.D

Acqg On : 17 May 2024 13:58

Operator : SY/MD

Sample : P2520-08

Misc : 5.28g/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 1-Hexanol, 2-ethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.641 1.57 ug/L 27221 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
3 2-Propyl-1-pentanol 130 C8H180 058175-57-8 64
4 2-Propyl-1-pentanol 130 C8H180 058175-57-8 59
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 59

Abundance Scan 1928 (13.641 min): VW028636.D\data.ms (-1924) ( m/z 57.10 100.00%
57.1

- V\MLM

83.0 R
1120 1400 13.50 14.00
0 Hm‘h m\‘u o ‘ 2001 /7 40.95  49.44%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0

5000 T ——
13.50 14.00
29.0 83.0 m/z 55.00 40.26%
Ll L || sz
O\\\‘\\‘\\“‘\\\\“\\‘\\“1\\\“\\}\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
— —
13.50 14.00
5000 m/z 43.05 37.51%
29.0 83.0
kL e
0\\\‘\m\“\\m“\\‘\\‘u‘\H“H1\‘\m‘mwm‘mwm
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15693: 2-Propyl-1-pentanol T —
57.0 13.50 14.00

) M
29.0
H 83.0
0 “‘ LI “‘\ i ‘h | 112.0 A WMMM

m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe51724\
Data File : VWO28636.D

Acqg On : 17 May 2024 13:58

Operator : SY/MD

Sample : P2520-08

Misc : 5.28g/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|
unknown-01 2.503 8.4 ug/L 169035 1 8.843 505755 25.0
Propanal, 2-met... 5.789 1.7 ug/L 34095 1 8.843 505755 25.0
Butanal, 3-methyl- 8.551 1.8 ug/L 35590 1 8.843 505755 25.0
unknown-02 8.703 1.3 ug/L 26925 1 8.843 505755 25.0
Pentanal 9.410 1.4 ug/L 28392 1 8.843 505755 25.0
Hexanal 11.069 2.9 ug/L 66667 2 11.630 566734 25.0
Heptanal 12.337 1.3 ug/L 29787 2 11.630 566734 25.0
Benzaldehyde 13.269 3.4 ug/L 57855 3 13.556 432198 25.0
Octanal 13.391 1.4 ug/L 23380 3 13.556 432198 25.0
1-Hexanol, 2-et... 13.641 1.6 ug/L 27221 3 13.556 432198 25.0

SFAMWLMO50224SMA.M Mon May 20 18:34:23 2024 15



