LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@51922\
Data File : VW023170.D

Acqg On : 19 May 2022 13:53
Operator : SY/VA

Sample : N2929-06

Misc : 6.85g/10mL/MSVOA_W/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_ W\Method\SFAMWLMO50222SMA .M
Title : SFAMO1.0

Signal : TIC: VW@23170.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.184 42 46 50 rvVB2 9324 13085 1.03% 0.114%
2 2.355 68 74 81 rVB2 94921 157035 12.36% 1.371%
3 2.495 92 97 104 rBV 50446 96346 7.58% 0.841%
4 2.635 116 120 125 rBV6 9429 22264 1.75%  0.194%
5 2.879 155 160 169 rVB 51468 100324 7.90% 0.876%
6 3.025 178 184 192 rVB 40475 89655 7.06% ©.783%
7 3.275 219 225 226 rBv4 1650 2021 0.16% ©0.018%
8 3.385 236 243 255 rVB 68304 161194 12.69% 1.408%
9 3.538 262 268 274 rBV4 3299 9203 0.72% 0.080%
10 3.727 293 299 308 rBvV8 3294 9537 0.75% 0.083%
11  3.848 315 319 320 rBv4 1962 2581 0.20% 0.023%
12 4.019 334 347 356 rBV2 86114 275334 21.67% 2.404%
13 4.117 357 363 379 rVB 77038 212504 16.73%  1.856%
14 4.281 388 390 392 rVB3 1572 1373  0.11% 0.012%
15 4.397 400 409 412 rBVS 3887 11452 0.90% 0.100%
16 4.665 448 453 457 rBV7 1095 2427 0.19% 0.021%
17 4.769 464 470 471 rBV3 1356 2039 0.16% ©0.018%
18 4.928 488 496 499 rBvS8 4539 12421 0.98% 0.108%
19 5.123 523 528 531 rBv4 1157 2104 0.17% 0.018%
20 5.159 531 534 541 rVB8 1335 2418 0.19% 0.021%
21 5.324 558 561 563 rBv2 1290 1382 0.11% 0.012%
22 5.373 563 569 572 rBV 2991 6148 0.48% 0.054%
23 5.671 612 618 621 rBV5S 746 1688 0.13% 0.015%
24 5.787 629 637 649 rVB3 10489 36822 2.90% 0.322%
25 5.940 654 662 672 rVB7 6948 20694 1.63% 0.181%
26 6.104 682 689 699 rBv4d 7023 19485 1.53% 0.170%
27 6.287 713 719 720 rBV6 2155 2946 0.23% 0.026%
28 6.610 768 772 774 rBV3 1430 1789 0.14% 0.016%
29 6.702 784 787 790 rBV4 1179 1695 0.13% 0.015%
30 6.897 811 819 827 rBvV4 12153 36501 2.87% 0.319%
31 7.080 839 849 858 rBV 71892 205524 16.18%  1.795%
32 7.409 901 903 907 rVB3 979 1370 0.11% 0.012%
33 7.458 907 911 914 rBV5 1542 2598 0.20% 0.023%
34 7.647 932 942 955 rVB 175304 431276 33.95% 3.766%
35 7.872 975 979 980 rBv3 1469 1822 0.14% 0.016%
36 7.951 985 992 1001 rVB3 4346 12786 1.01% 0.112%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@51922\
Data File : VW023170.D

Acqg On : 19 May 2022 13:53
Operator : SY/VA

Sample : N2929-06

Misc : 6.85g/10mL/MSVOA_W/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_ W\Method\SFAMWLMO50222SMA .M
Title : SFAMO1.0
37 8.159 1019 1026 1028 rBV6 1902 4008 0.32% 0.035%
38 8.275 1035 1045 1061 rBV2 282001 968721 76.26%  8.459%
39 8.561 1087 1092 1097 rVB8 4984 11549 0.91% 0.101%
40 8.701 1107 1115 1125 rBV 40352 93365 7.35% 0.815%
41  8.841 1130 1138 1149 rVV 362119 707048 55.66% 6.174%
42 9.049 1164 1172 1174 rBV7 6221 14729 1.16% 0.129%
43 9.091 1174 1179 1186 rVB5 13928 30500 2.40% 0.266%
44  9.274 1198 1209 1217 rBV 231871 484698 38.16% 4.232%
45 9.408 1225 1231 1241 rVB 79452 160013 12.60% 1.397%
46 9.518 1246 1249 1250 rBvV3 1407 1430 0.11% 0.012%
47  9.665 1267 1273 1280 rVB9 3878 7517 0.59% 0.066%
48 9.951 1317 1320 1321 rBV3 1240 1662 0.13% 0.015%
49 10.036 1323 1334 1343 rVB 111703 204849 16.13% 1.789%
50 10.122 1343 1348 1349 rBV5 3275 3662 ©0.29% 0.032%
51 10.213 1358 1363 1367 rBV5 3950 7159 0.56% 0.063%
52 10.323 1370 1381 1387 rVvV 382139 777525 61.21% 6.789%
53 10.390 1387 1392 1401 rVB 34754 64617 5.09% 0.564%
54 10.500 1404 1410 1416 rVB6 8062 18725 1.47% 0.164%
55 10.579 1416 1423 1431 rBV 75388 142835 11.24% 1.247%
56 10.737 1438 1449 1457 rBV2 31815 60118 4.73% 0.525%
57 10.859 1462 1469 1474 rBV2 220101 385137 30.32% 3.363%
58 10.920 1474 1479 1492 rVB 274340 468012 36.84% 4.087%
59 11.067 1496 1503 1509 rBV 737494 1270302 100.00% 11.092%
60 11.530 1577 1579 1580 rBV2 1686 1408 0.11% 0.012%
61 11.567 1580 1585 1589 rVV2 21877 36417 2.87% 0.318%
62 11.628 1589 1595 1605 rVB 477631 809148 63.70% 7.065%
63 11.731 1607 1612 1617 rVB 25868 43564 3.43% 0.380%
64 11.841 1622 1630 1639 rVB4 17215 39489 3.11% 0.345%
65 11.945 1641 1647 1653 rBv4 20978 43224 3.40% 0.377%
66 12.012 1653 1658 1668 rBV 206484 337963 26.60%  2.951%
67 12.164 1679 1683 1688 rVB6 8116 13413 1.06% 0.117%
68 12.237 1693 1695 1696 rBV2 2602 2498 0.20% 0.022%
69 12.335 1706 1711 1719 rVB2 55306 91130 7.17% 0.796%
70 12.469 1729 1733 1738 rVB6 3855 6542 0.51% 0.057%
71 12.603 1749 1755 1762 rVB2 72952 124398 9.79% 1.086%
72 12.688 1762 1769 1780 rBV 248857 419103 32.99% 3.660%
73 12.798 1785 1787 1794 rVB7 4476 7359 0.58% 0.064%
74 12.865 1796 1798 1800 rBV3 2283 2058 0.16% ©.018%
75 12.932 1801 1809 1821 rVB4 25419 62584  4.93%  0.546%
76 13.036 1822 1826 1830 rBV2 15866 24222 1.91% 0.212%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@51922\
Data File : VW023170.D

Acqg On : 19 May 2022 13:53
Operator : SY/VA

Sample : N2929-06

Misc : 6.85g/10mL/MSVOA_W/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_ W\Method\SFAMWLMO50222SMA .M
Title : SFAM@1.0
77 13.097 1830 1836 1841 rBV2 44418 81434 6.41% 0.711%
78 13.152 1841 1845 1851 rVB6 27746 47000 3.70% 0.410%
79 13.213 1851 1855 1858 rBV 17738 23391 1.84% 0.204%
80 13.396 1879 1885 1892 rBV2 50314 85197 6.71% 0.744%
81 13.554 1905 1911 1920 rVB 347708 560740 44.14%  4.896%
82 13.646 1922 1926 1932 rBV3 7115 11944 0.94% 0.104%
83 13.853 1954 1960 1968 rVV 242334 419926 33.06% 3.667%
84 14.017 1983 1987 1989 rBvV4 5958 9028 ©0.71% 0.079%
85 14.066 1990 1995 2004 rVB 78756 137924 10.86% 1.204%
86 14.152 2007 2009 2012 rVV3 2719 2598 0.20% 0.023%
87 14.322 2033 2037 2045 rVB2 28347 44716  3.52% ©.390%
88 14.377 2045 2046 2048 rVB2 2087 1499 0.12% 0.013%
89 14.621 2082 2086 2093 rVB8 5655 10365 0.82% 0.091%
99 14.718 2093 2102 2109 rVV5 9827 21791 1.72% 0.190%
91 14.810 2109 2117 2122 rVVi1e 2816 7347 0.58% 0.064%
92 14.865 2124 2126 2134 rVB8 2985 4932 0.39% 0.043%
93 14.950 2136 2140 2149 rVvV9 6646 13488 1.06% 0.118%
94 15.182 2173 2178 2180 rBV5 2774 4303 0.34% 0.038%
95 15.298 2192 2197 2202 rVB3 10772 17691 1.39% ©.154%
96 15.359 2204 2207 2211 rBV5 1875 3816 0.30% 0.033%
97 15.487 2223 2228 2234 rVV2 6685 11394 ©0.90% ©.099%
98 15.554 2235 2239 2243 rVB7 2751 4931 0.39% 0.043%
99 15.852 2284 2288 2291 rBVe6 1543 1919 0.15% 0.017%
100 16.718 2425 2430 2434 rBV7 1614 2437 0.19% 0.021%
Sum of corrected areas: 11452355
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@51922\
Data File : VWO23170.D

Acqg On : 19 May 2022 13:53
Operator : SY/VA

Sample : N2929-06

Misc : 6.85g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO50222SMA.M
Quant Title : SFAM@1.0

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

Abundance TIC: VW023170.D\data.ms
700000

600000
500000
400000
300000

200000

100000 2 495 287905 3385 4.04917

2.6%5 3.275 \ 3.5383.731848 4.281397 4.66769.92855123%3343 5.671788.946.1045.287  6.68.002

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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 6.80
Abundance TIC: VW023170.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@51922\
Data File : VWO23170.D

Acqg On : 19 May 2022 13:53
Operator : SY/VA

Sample : N2929-06

Misc : 6.85g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO50222SMA.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 10
R.T. EstConc Area Relative to ISTD R.T.
2.495 3.41 ug/L 96346  1,4-Difluorobenzene 8.841

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetaldehyde 44 C2H40 000075-07-0 56
2 Acetaldehyde 44 C2H40 000075-07-0 45
3 2-(2-Aminoethanesulfonyl)propane 151 C5H13NO2S 320337-16-4 9
4 Cyclobutanol 72 C4H80 002919-23-5 7
5 Propane 44 C3H8 000074-98-6 5

Abundance  Scan 97 (2.495 min): VW023170.D\data.ms (-92) (-) m/z 44.00 100.00%

44.0
5000 \\M“M\pwwA\/“\WWANJ
AREmaEEE S
2.20 2.40 2.60 2.80
ob—rh 7181092 150.61826 232.22664 n/; 43.00 56.68%
miz--> 50 100 150 200 250
Abundance #81: Acetaldehyde
29.0
J
5000 L B I B L L L Y B
2.20 2.40 2.60 2.80
m/z 42.00 20.63%
0 \“‘\‘h\ \““ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #80: Acetaldehyde
29.0
R RRRR RS R
2.20 2.40 2.60 2.80
5000 m/z 41.00 6.41%
0
m/z--> 50 100 150 200 250
Abundance #28578: 2-(2-Aminoethanesulfonyl)propane R EESaaantnas e
43.0 2.20 2.40 2.60 2.80
m/z 45.00 3.58%
h W\/\W\,/\/\AW\W
oL a0
T i e e e  EAAEREERE S R
m/z--> 50 100 150 200 250 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@51922\
Data File : VWO23170.D

Acqg On : 19 May 2022 13:53
Operator : SY/VA

Sample : N2929-06

Misc : 6.85g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO50222SMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
3.025 3.17 ug/L 89655 1,4-Difluorobenzene 8.841

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 86
2 Butane, 2-methyl- 72 C5H12 000078-78-4 80
3 3-Buten-1-o0l 72 C4H80 000627-27-0 28
4 Butane, 1-isocyano- 83 C5HON 002769-64-4 10
5 Propane, 2-methyl-1-nitro- 103 C4H9NO2 000625-74-1 10

Abundance Scan 184 (3.025 min): VW023170.D\data.ms (-178) (-) m/z 43.05 100.00%

43.0
5000 /L

760 11091463 2113 2786 2803.00:3.20 3.49
ol iyl P9 11091903 | 2113 2786 ., 42.e0 88.01%

m/z--> 0 50 100 150 200 250 300
Abundance #814: Butane, 2-methyl-
43.0
5000

2.80 3.00 3.20 3.40
m/z 41.65 87.01%

0 T = f “\ \“ L L L O ) D B B B A |
miz—-> 0 50 100 150 200 250 300
Abundance #813: Butane, 2-methyl-
43.0

2.80 3.00 3.20 3.40

5000 m/z 56.95 70.25%
m/z--> 0 50 100 150 200 250 300
Abundance #750: 3-Buten-1-ol

42.0 2.80 3.00 3.20 3.40
m/z 39.10 33.24%

0 | HH‘

T \\\\‘\\\\’\\\\‘\\\\‘\\\\’ L L L L B I R

m/z--> 0 50 100 150 200 250 300 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@51922\
Data File : VWO23170.D

Acqg On : 19 May 2022 13:53
Operator : SY/VA

Sample : N2929-06

Misc : 6.85g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO50222SMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.385 5.70 ug/L 161194  1,4-Difluorobenzene 8.841

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 80
2 Pentane 72 C5H12 000109-66-0 72
3 Oxirane, ethyl- 72 C4H80 000106-88-7 50
4 Pentane 72 C5H12 000109-66-0 47
5 Tetrahydrofuran 72 C4H80 000109-99-9 43
Abundance Scan 243 (3 385 min): VW023170.D\data.ms (-236) (-) m/z 42.95 100.00%
43.0
R
‘ ‘ . 3.00 3.20 3.40 3.60 3.80
Ol S 2585 myz 42,00 66.59%
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #809: Pentane
43.0 Aj\¥
5000 BEEEE AR R
3.00 3.20 3.40 3.60 3.80
m/z 41.05 58.25%
L
O \‘\\\\-‘\‘}H‘HH“MHH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #806: Pentane
43.0
3.00 3.20 3.40 3.60 3.80
5000 m/z 39.00 23.78%
15.0‘ ‘ 72.0
ot e e e e e e e
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #766: Oxirane, ethyl- T T
41.0 3.00 3.20 3.40 3.60 3.80
m/z 72.10 16.99%
5000
71.0
oL 1300
! e e e e e e e e e
m/z--> 0 20 40 60 80 100120140160180200220240260 3.00 3.20 3.40 3.60 3.80
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe51922\

: VWe23170.D

: 19 May 2022 13:53

: SY/VA

: N2929-06

: 6.85g/10mL/MSVOA_W/SOIL
:1 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@O50222SMA .M
. SFAM@1.0

: 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 Propanal, 2-methyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
5787 1.30 ug/l 36822  1,4-Difluorobenzene 8.841
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 propanal, 2-methyl- 72 camgo 000075-84-2 86

2 Propanal, 2-methyl- 72 C4H80 000078-84-2 86
3 Propanal, 2-methyl- 72 C4H80 000078-84-2 78
4 Propanal, 2-methyl- 72 C4H80 000078-84-2 72
5 1-Propene, 3-methoxy- 72 C4H80 000627-40-7 53

Abundance Scan 637 (5.787 min): VW023170.D\data.ms (-629) (-) m/z 43.05 100.00%

43.0
72.1
5000
102.3 133.0 5.40 5.60 5.80 6.00 6.20
Obrrrrerrprrreprell Mty e m/z 41.00  85.66%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #785: Propanal, 2-methyl-
43.0
5000 27.0 72.0 wl ol Sl
5.40 5.60 5.80 6.00 6.20
‘ m/z 72.10 52.55%
O\\\‘\\H‘\\11‘\H‘\‘f!}\\‘H‘\‘\‘\\\\}\‘H\‘\\\\’HH‘HH’HH‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #782: Propanal, 2-methyl-
43.0
et At
720 5.40 5.60 5.80 6.00 6.20
5000 ’ m/z 38.95 32.04%
27.0
Oy kbbb e e e ey
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #787: Propanal, 2-methyl-
43.0 5.40 5.60 5.80 6.00 6.20
m/z 42.00 9.96%
27.0
5000
72.0
O v b e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 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\VW@51922\
Data File : VWO23170.D

Acqg On : 19 May 2022 13:53
Operator : SY/VA

Sample : N2929-06

Misc : 6.85g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO50222SMA.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 Butanal Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
6.897 1.29 ug/L 36501 1,4-Difluorobenzene 8.841

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanal 72 C4H80 000123-72-8 90
2 Butanal 72 C4H80 000123-72-8 81
3 Butanal 72 CAH80 000123-72-8 52
4 Butanal 72 C4H80 000123-72-8 52
5 Butanal 72 C4H80 000123-72-8 50

Abundance Scan 819 (6.897 min): VW023170.D\data.ms (-811) (-) m/z 43.10 100.00%

431 594
5000

1458 1934 6.60 6.80 7.00 7.20
0 e e M/Z 44,00 99.73%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #737: Butanal
21,0
72.0

5000 L L B L BN LR
6.60 6.80 7.00 7.20
m/z 72.10 84.27%
Liga |
0\\\\‘\‘\\ \‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #739: Butanal
44.0
e e e
72.0 6.60 6.80 7.00 7.20
5000 m/z 40.95 83.04%
150“ |
O A A L e B e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #738: Butanal m_m_m,uu_m
44.0 6.60 6.80 7.00 7.20

m/z 39.00 53.72%

72.0
5000
15.0
0 \‘ ‘ | | Il

m/z--> 20 40 60 80 100 120 140 160 180 6.60 6.80 7.00 7.20

SFAMWLMO50222SMA .M Wed May 25 12:14:03 2022 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@51922\
Data File : VWO23170.D

Acqg On : 19 May 2022 13:53
Operator : SY/VA

Sample : N2929-06

Misc : 6.85g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO50222SMA.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 2-Butanone, 3-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.701 3.30 ug/L 93365 1,4-Difluorobenzene 8.841

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 58
2 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 53
3 2-Pentanone 86 C5H100 000107-87-9 50
4 3,3-Dimethyl-2,4-pentane dione 128 C7H1202 003142-58-3 45
5 2-Pentanone 86 C5H100 000107-87-9 45
Abundance Scan 1115 (8.701 min): VW023170.D\data.ms (-1107) (-) m/z 43.05 100.00%
43.0
5000
86.0 P T
‘ ‘ 8.40 8.60 8.80 9.00
Obrrrrerr bbby 127716561928 2584 L. 41 65 22.93%
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #1984: 2-Butanone, 3-methyl-
43.0
5000 U R L R
8.40 8.60 8.80 9.00
86.0 m/z 86.00 20.85%
w0
OH\‘\‘\‘”HWH\H“\\‘H‘\H\‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #1989: 2-Butanone, 3-methyl-
43.0 /\
Py A e ety
8.40 8.60 8.80 9.00
5000 m/z 39.00 12.49%
86.0
OHH““H““mH‘H“W‘HWm_mWHWH“m‘mwmwmw
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #1923: 2-Pentanone R R
43.0 8.40 8.60 8.80 9.00
m/z 42.10 9.60%
5000
86.0
0H‘wﬂ‘wh‘ﬁuhwu‘wu‘wu‘wu‘wuu‘HH‘HH‘HH‘HH‘H T e e
m/z--> 20 40 60 80 100120140160 180200 220240260 8.40 8.60 8.80 9.00

SFAMWLMO50222SMA .M Wed May 25 12:14:04 2022 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@51922\
Data File : VWO23170.D

Acqg On : 19 May 2022 13:53
Operator : SY/VA

Sample : N2929-06

Misc : 6.85g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO50222SMA.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 Pentanal Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.408 5.66 ug/L 160013  1,4-Difluorobenzene 8.841

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanal 86 C5H100 000110-62-3 83
2 Pentanal 86 C5H100 000110-62-3 78
3 Pentanal 86 C5H100 000110-62-3 78
4 Butanal, 3-methyl- 86 C5H100 000590-86-3 74
5 Butanal, 3-methyl- 86 C5H100 000590-86-3 53

Abundance Scan 1231 (9.408 min): VW023170.D\data.ms (-1225) () m/z 44.00 100.00%

44.0
5000

9.00 9.20 9.40 9.60 9.80

, 86.0 282.¢

oL—— = I B e R m/z 41.05 44 .51%
m/z--> 50 100 150 200 250
Abundance #1917: Pentanal
44.0
5000 BN RN
9.00 9.20 9.40 9.60 9.80
m/z 58.00 41.18%
Il | seo
O \‘\‘\ T "\ T T \ ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T
m/z--> 50 100 150 200 250
Abundance #1915: Pentanal
44.0
R T e
9.00 9.20 9.40 9.60 9.80
5000 m/z 57.00 33.85%
ol || oso
e —
m/z--> 50 100 150 200 250
Abundance #1914: Pentanal T T
44.0 9.00 9.20 9.40 9.60 9.80
m/z 39.10 27.16%
5000
| 80
ol il %

m/z--> 50 100 150 200 250 9.00 9.20 9.40 9.60 9.80

SFAMWLMO50222SMA.M Wed May 25 12:14:05 2022 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@51922\
Data File : VWO23170.D

Acqg On : 19 May 2022 13:53
Operator : SY/VA

Sample : N2929-06

Misc : 6.85g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO50222SMA.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 1-Pentanol Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.738 1.86 ug/L 60118 Chlorobenzene-d5 11.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentanol 88 C5H120 000071-41-0 86
2 1-Pentanol 88 C5H120 000071-41-0 78
3 1-Pentanol 88 C5H120 000071-41-0 78
4 1-Pentanol 88 (C5H120 000071-41-0 78
5 Cyclopentane 70 C5H10 000287-92-3 64

Abundance Scan 1449 (10.737 min): VW023170.D\data.ms (-1438)  m/z 42.05 100.00%

42.0
70.0
5000
10.50 11.00
95.3 . 207.0
0 o 1332 1690 0T m/z s5.00  91.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2349: 1-Pentanol
42.0
70.0 A
5000 —— —l
10.50 11.00
m/z 41.05 86.57%
Owu
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2346: 1-Pentano
42.0
—— e
10.50 11.00
5000 70.0 m/z 70.85 64.18%
ol |
Ottt e e
m/z--> 20 40 60 80 100 120 140 160 180 200 A
Abundance #2350: 1-Pentanol I ‘/\~ﬁ*
42.0 10.50 11.00
m/z 39.00 37.58%
70.0
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00

SFAMWLMO50222SMA.M Wed May 25 12:14:06 2022 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@51922\
Data File : VWO23170.D

Acqg On : 19 May 2022 13:53
Operator : SY/VA

Sample : N2929-06

Misc : 6.85g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO50222SMA.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 Hexanal Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.067  39.25 ug/L 1270300 Chlorobenzene-d5 11.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 90
2 Hexanal 100 C6H120 000066-25-1 81
3 Hexanal 100 C6H120 000066-25-1 81
4 Hexanal 100 C6H120 000066-25-1 64
5 Hexanal 100 C6H120 000066-25-1 64

Abundance Scan 1503 (11.067 min): VW023170.D\data.ms (-1496) - m/z 56.10 100.00%

56.1
5000
82.1

“ 11 00

179.0
S "H_H‘,‘1‘1‘5‘0““‘1‘4‘9‘3‘””‘””_ m/z 44.00  99.98%

m/z--> 20 40 80 100 120 140 160 180
Abundance #4251: Hexanal
56.0

o

5000 11 00 \
29.0
82 0 41.10 90.91%
O\\\‘\\\\ \ ‘\\‘\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4248: Hexanal
44.0
11.00
5000 m/z 57.00 68.21%
72.0
G 1 T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4244: Hexanal I ‘
44.0 11.00

43.05 63.25%

5000
72.0
150 || |1 | 1000
om_‘wm_m_m,‘HWm_m_m_m_

m/z--> 20 40 60 80 100 120 140 160 180 11.00

SFAMWLMO50222SMA .M Wed May 25 12:14:07 2022 Page: 13



Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra
TIC Integ

k% ok ok % 5k ok % K
Peak Numb

11.945

Abundance

5000

98.0
129.3 :
| H“H“_“w“wf§9?_“w“w m/z 55.10  80.87%

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe51922\
: VWe23170.D

: 19 May 2022 13:53

: SY/VA

: N2929-06

: 6.85g/10mL/MSVOA_W/SOIL

:1 Sample Multiplier: 1

hod : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO50222SMA .M
le : SFAM@l.0

ry : C:\Database\NIST20.L
ration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K ok K ok 3K oK ok K ok 3 ok K ok 3 oK ok K ok 3 oK K ok K ok ok K ok 3 oK 3 ok K ok ok K ok oK ok K oK ok Kk Kk

er 11 2-Hexenal, (E)- Concentration Rank 18

EstConc Area Relative to ISTD R.T.

1.34 ug/L 43224  Chlorobenzene-d5 11.628

5 Tentative ID MW MolForm CASH# Qual
nal, (E)- 98 C6H100 006728-26-3 94
nal, (E)- 98 C6H100 006728-26-3 91
nal, (E)- 98 C6H100 006728-26-3 90
nal, (E)- 98 C6H100 006728-26-3 74
ne, 2-methyl-, (E)- 98 C7H14 000692-24-0 68

Scan 1647 (11 945 min): VW023170.D\data.ms (-1641) - m/z 41.05 100.00%

-
N
o
o

0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3571: 2-Hexenal, (E)-
5000 RN
12.00
m/z 39.00 75.94%
98.0
0\\\‘\\\\ \‘w\\‘}\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3570: 2-Hexenal, (E)-
T
12.00
5000 ITI/Z 69.10 65.90%
980
150 ‘
0“‘_“ wh‘w“H“‘H“H“‘H“H“‘H“_“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3574: 2-Hexenal, (E)- Loy a
12.00
m/z 42.00 58.12%
5000
98.0
0Lt ‘M‘Hwh“_‘H“H‘_“w‘u‘_“w‘u‘ - e
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00
SFAMWLMO50222SMA.M Wed May 25 12:14:08 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@51922\
Data File : VW@23170.D

Acqg On : 19 May 2022 13:53

Operator : SY/VA

Sample : N2929-06

Misc : 6.85g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO50222SMA.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 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.012 10.44 ug/L 337963 Chlorobenzene-d5 11.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol 102 C6H140 000111-27-3 90
2 1-Hexanol 102 C6H140 000111-27-3 83
3 1-Hexanol 102 C6H140 000111-27-3 83
4 Formic acid, hexyl ester 130 C7H1402 000629-33-4 78
5 1-Hexanol 102 C6H140 000111-27-3 78

Abundance Scan 1658 (12.012 min): VW023170.D\data.ms (-1653) - m/z 56.10 100.00%

56.1
5000
UL
84.1 12.00
Ol b A7 11131340 2070 4.5 5500 55.22%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4965: 1-Hexano
56.0
5000 o ‘
12.00
31.0 m/z 43.05 52.29%
‘ 84.0
O\\\“\‘}‘\\‘iN\\M“\\h\\“\‘\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4967: 1-Hexano
56.0
12.00
5000 ITI/Z 41.10 47 .66%
31.0
H | 84.0
0"‘_Muiwa_u‘w‘H“H‘W‘H“H‘W“H‘H“_‘H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4966: 1-Hexanol BASS = ‘
56.0 12.00
m/z 42.00 35.32%
5000
31.0
0\\leHMVHJMH\w\H\‘H\w\u\‘u\w\\u‘u\\w\u . L
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00

SFAMWLMO50222SMA.M Wed May 25 12:14:09 2022 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@51922\

Data File : VW@23170.D

Acqg On : 19 May 2022 13:53
Operator : SY/VA

Sample : N2929-06

Misc : 6.85g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO50222SMA.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 Heptanal

Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
12.335 2.82 ug/L 91130 Chlorobenzene-d5 11.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptanal 114 C7H140 000111-71-7 91
2 Heptanal 114 C7H140 000111-71-7 72
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 1711 (12.335 min): VW023170.D\data.ms (-1706) (-

41.0 70.0
5000
96.1
L, s 185.6
o Ay 1358 185
20 40 60

m/z--> 80 100 120 140 160 180

Abundance #8412: Heptanal
0

410 70
5000
96.0
15.0
O' \“\‘\\‘!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
20 40 60

miz-> 80 100 120 140 160 180

Abundance #8414: Heptanal
44.0

0

70
5000
o %60
0! A
20 40 60

m/z--> 80 100 120 140 160 180
Abundance #8415: Heptana

m/z 41.05 100.00%

a

— P
12.00 12.50
m/z 70.00  92.98%

-

12.00 12.50
m/z 44.05 78.88%

-

— —
12.00 12.50
m/z 43.10 76.09%

a

— =
12.00 12.50
m/z 55.10 70.93%

o

44.0
70.0
5000
T
0 A e e
20 40 60

miz--> 80 100 120 140 160 180

SFAMWLMO50222SMA.M Wed May 25 12:14:10 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@51922\

Data File : VW@23170.D

Acqg On : 19 May 2022 13:53
Operator : SY/VA

Sample : N2929-06

Misc : 6.85g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO50222SMA.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 15 2-Heptanone, 6-methyl-

Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
12.932 2.79 ug/L 62584 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone, 6-methyl- 128 C8H160 000928-68-7 58
2 2-Heptanone, 6-methyl- 128 C8H160 000928-68-7 50
3 2-Undecanone, 6,10-dimethyl- 198 C13H260 001604-34-8 45
4 Oxirane, 2-methyl-2-(1-methyleth... 100 C6H120 072221-03-5 38
5 Butanimidamide 86 C4H1ON2 000107-90-4 38

Abundance Scan 1809 (12.932 min): VW023170.D\data.ms (-1801) - m/z 43.05 100.00%
3.0
5000
85.1 13.00
M‘ : 20.0 273 13.00
Ol : m/z 58.00 64.46%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #14374: 2-Heptanone, 6-methyl-
43.0
5000 A T ‘M/\)\/\\A/\t
13.00
m/z 41.00 22.54%
O\\‘\‘\‘\‘\\““\\\M‘\\‘H\\‘\\H‘H‘\?“Z\ﬁ\o‘\\\\’\\\\‘\\H‘HH‘HH‘HH‘HH’
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #14375: 2-Heptanone, 6-methyl-
43.0
—r—
1300
5000 m/z 71.1 22.29%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #73921: 2-Undecanone, 6,10-dimethyl- Aty
58.0 1300
m/z 39.00 14.94%
5000
29 1) 19000 100
o""‘H‘“"‘ul‘wlh‘“”‘1”‘:“”“\““:‘HJ‘m,""}‘Ww_ww_m, e
m/z--> 20 40 60 80 100120140160180200220240260 13.00

SFAMWLMO50222SMA.M Wed May 25 12:14:11 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@51922\
Data File : VWO23170.D

Acqg On : 19 May 2022 13:53
Operator : SY/VA

Sample : N2929-06

Misc : 6.85g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO50222SMA.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 16 2-Heptenal, (E)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.097 3.63 ug/L 81434  1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptenal, (E)- 112 C7H120 018829-55-5 94
2 2-Heptenal, (Z)- 112 C7H120 057266-86-1 90
3 (Z)-Hex-2-ene, 5-methyl- 98 C7H14 013151-17-2 50
4 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 47
5 3-Hexene, (E)- 84 C6H12 013269-52-8 47

Abundance Scan 1836 (13.097 min): VW023170.D\data.ms (-1830) - m/z 41.00 100.00%

41.0 83.0
5000

—
N ‘ ﬁw o 1963 13.00 13.50
0 b bl 28e D959 myz s5.10 96.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7340: 2-Heptenal, (E)-
41.0
83.0
5000 ‘

—T
13.00 13.50
m/z 83.00 93.69%

15.0 ‘ 11?.0
O' \\“‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7336: 2-Heptenal, (2)-
41.0
LWLV

13.00 13.50
83.0 .
5000 m/z 39.10 74.97%

112.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3

776: (Z)-Hex-2-ene, 5-methyl- T
56.0 13.00 13.50
m/z 56.95 62.19%

5000
27.0
}7 98.0
| \H | i 7wq) ‘

T T
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@51922\
Data File : VWO23170.D

Acqg On : 19 May 2022 13:53
Operator : SY/VA

Sample : N2929-06

Misc : 6.85g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO50222SMA.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 17 unknown-01 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.152 2.10 ug/L 47000 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.2.0]heptan-2-one 116 C7H100 029268-42-6 46
2 Bicyclo[4.1.8]heptan-2-one 110 C7H100 @05771-58-4 41
3 1,3-Nonadiene, (E)- 124 C9H16 056700-77-7 30
4 Cyclodecene, (E)- 138 C10H18 002198-20-1 27
5 1,5-Cyclooctadiene 108 C8H12 000111-78-4 27

Abundance Scan 1845 (13.152 min): VW023170.D\data.ms (-1841) - m/z 57.00 100.00%

57.0
5000
79.1 1101
—— —
13.00 13.50
35. ‘ ‘ 1333 187.4
0! ‘”h“wh‘wﬁ e e e m/z 55.00 70.03%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #6594: Bicyclo[3.2.0]heptan-2-one
55.0
5000 “° 1100 — RLe
82.0 13.00 13.50
m/z 41.10 63.88%
O' \\““\\\‘\‘\\H\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #6593: Bicyclo[4.1.0]heptan-2-one
54.0
—— —
110.0 13.00 13.50
m/z 70.00 58.69%
5000 820 /
N!0 AT I
m/z--> 20 40 60 80 100 120 140 160 180 /MNA
Abundance #12134: 1,3-Nonadiene, (E)- el 2 1 Wj
54.0 13.00 13.50
m/z 54.10 58.01%
5000
29.0
‘ 124.0
O oo ﬂ‘Jhﬂm“‘_““u“‘u“‘u",‘H‘

m/z--> 20 40 60 80 100 120 140 160 180 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@51922\
Data File : VWO23170.D

Acqg On : 19 May 2022 13:53
Operator : SY/VA

Sample : N2929-06

Misc : 6.85g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO50222SMA.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 18 Octanal Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.396 3.80 ug/L 85197 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanal 128 C8H160 000124-13-0 64
2 Octanal 128 C8H160 000124-13-0 64
3 Octanal 128 C8H160 000124-13-0 64
4 Octanal 128 C8H160 000124-13-0 59
5 Octanal 128 C8H160 000124-13-0 53

Abundance Scan 1885 (13.396 min): VW023170.D\data.ms (-1879) - m/z 43.00 100.00%
48.0

84.1
5000
109.0 — ke
152.2 13.00 13.50
8 209.2
o w‘l“‘l“‘lu”‘\“m‘{m‘w‘H!“H]T??‘?H_m m/z 41.10  98.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14267: Octanal
43.0 84.0

-

5000 T ——
13.00 13.50
m/z 56.95 81.00%
‘ ﬂl0.0
O' ‘\\\“\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14262: Octanal
43.0
= T
84.0 13.00 13.50 .
5000 ITI/Z 84.10 70.12%
10.0
020 %
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14264: Octanal
41.0 13.00 13.50

m/z 56.00 67.46%

5000

| oo

m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50

o
[ee]
B
o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@51922\

Data File : VW@23170.D

Acqg On : 19 May 2022 13:53
Operator : SY/VA

Sample : N2929-06

Misc : 6.85g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO50222SMA.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 20 Nonanal

Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
14.322 1.99 ug/L 44716 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanal 142 C9H180 000124-19-6 58
2 Nonanal 142 CSH180 000124-19-6 53
3 cis-11-Tetradecen-1-0l 212 C14H280 034010-15-6 38
4 Piperidin-4-o0l, 2,3-dimethyl-, t... 129 C7H15NO 327175-92-8 22
5 Cyclohexanol, 2-methyl- 114 C7H140 000583-59-5 22

Abundance Scan 2037 (14.322 min): VW023170.D\data.ms (-2033) (-
57.0

m/z 57.05 100.00%

5000
95.1
— B
24.1 14.00 14.50
185.2 ¢
0! ‘mMm,‘HwH_m,w_wzfr?q‘, m/z 41.05  95.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #22961: Nonana
41.0
5000 — ——
0.0 98.0 14.00 14.50
m/z 43.00 68.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #22963: Nonanal
57.0
— —
14.00 14.50
5000 98.0 m/z 56.18  63.78%
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 ﬂ“ﬁmmm
Abundance #90113: cis-11-Tetradecen-1-ol . e
41.0 14.00 14.50
m/z 55.05 52.50%
5000 68.0
96.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@51922\
Data File : VWO23170.D

Acqg On : 19 May 2022 13:53
Operator : SY/VA

Sample : N2929-06

Misc : 6.85g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@50222SMA.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 2.495 3.4 ug/L 96346 1 8.841 707048 25.0
(DEL) Alkane: S... 3.025 3.2 ug/L 89655 1 8.841 707048 25.0
(DEL) Alkane: S... 3.385 5.7 wug/L 161194 1 8.841 707048 25.0
Propanal, 2-met... 5.787 1.3 ug/L 36822 1 8.841 707048 25.0
Butanal 6.897 1.3 ug/L 36501 1 8.841 707048 25.0
2-Butanone, 3-m... 8.701 3.3 ug/L 93365 1 8.841 707048 25.0
Pentanal 9.408 5.7 ug/L 160013 1 8.841 707048 25.0
1-Pentanol 10.738 1.9 ug/L 60118 2 11.628 809148 25.0
Hexanal 11.067 39.3 ug/L 1270300 2 11.628 809148 25.0
2-Hexenal, (E)- 11.945 1.3 ug/L 43224 2 11.628 809148 25.0
1-Hexanol 12.012 10.4 wug/L 337963 2 11.628 809148 25.0
Heptanal 12.335 2.8 ug/L 91130 2 11.628 809148 25.0
2-Heptanone, 6-... 12.932 2.8 ug/L 62584 3 13.554 560740 25.0
2-Heptenal, (E)- 13.097 3.6 ug/L 81434 3 13.554 560740 25.0
unknown-01 13.152 2.1 ug/L 47000 3 13.554 560740 25.0
Octanal 13.396 3.8 ug/L 85197 3 13.554 560740 25.0
Nonanal 14.322 2.0 ug/L 44716 3 13.554 560740 25.0
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