LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@51922\
Data File : VWO23169.D

Acqg On : 19 May 2022 13:28
Operator : SY/VA

Sample : N2929-07

Misc : 7.84g/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: VWO23169.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.154 38 41 42 rBV3 2503 2874 0.28% 0.031%
2 2.178 42 45 50 rvVB2 7589 11434 1.10% 0.122%
3 2.355 69 74 81 rVB2 71849 121323 11.69% 1.299%
4 2.495 92 97 109 rBV 54547 103409 9.96% 1.107%
5 2.885 156 161 170 rVB 46526 93794 9.03% 1.004%
6 3.026 178 184 192 rBvV2 20349 45965 4.43% 0.492%
7 3.391 236 244 251 rBvV2 18010 43107 4.15% 0.462%
8 3.538 263 268 270 rBv4 1986 2647 ©.25% 0.028%
9 3.727 296 299 303 rVvV5 1561 2443 0.24% 0.026%
10 4.013 334 346 357 rBV3 74689 258602 24.91% 2.769%
11  4.123 357 364 373 rVB 40609 107199 10.33% 1.148%
12 4,227 379 381 385 rBVS 1051 2008 0.19% 0.021%
13 4.397 407 409 413 rVB5 2260 2087 0.20% 0.022%
14 4.568 433 437 440 rBV4 1133 1539 0.15% 0.016%
15 4.916 485 494 495 rBV6 5018 10506 1.01% 0.112%
16 5.129 524 529 533 rBV6 970 2164 0.21% 0.023%
17 5.172 534 536 540 rVW4 1837 2083 0.20% 0.022%
18 5.385 565 571 575 rvv2 2493 6306 0.61% 0.068%
19 5.422 575 577 579 rWw2 1747 1925 0.19% 0.021%
20 5.781 626 636 649 rBV3 10794 38331 3.69% 0.410%
21 5.934 657 661 664 rBV6 2332 3747 0.36% 0.040%
22 6.117 684 691 699 rBV7 3318 10577 1.02% 0.113%
23 6.751 792 795 798 rVB4 1320 1535 0.15% 0.016%
24 6.903 810 820 828 rBV5 13770 40516 3.90% 0.434%
25 7.074 840 848 858 rBvV2 56771 161575 15.56% 1.730%
26 7.647 932 942 955 rBV 148668 366004 35.25%  3.919%
27 7.769 959 962 963 rVv3 1621 1660 ©0.16% ©.018%
28 7.781 963 964 969 rVV5 2404 2747 0.26% 0.029%
29 7.958 989 993 997 rVVe 3039 5698 0.55% 0.061%
30 8.153 1022 1025 1028 rBV5 1128 1535 0.15% 0.016%
31 8.281 1034 1046 1061 rBV2 227823 799039 76.96%  8.555%
32 8.708 1109 1116 1124 rBV3 13148 32560 3.14% 0.349%
33 8.842 1129 1138 1150 rBV 293138 577388 55.61% 6.182%
34 9.037 1166 1170 1172 rBV5 3633 6528 0.63% 0.070%
35 9.098 1176 1180 1186 rvB3 8676 17370 1.67% 0.186%

36 9.274 1197 1209 1217 rBV 218554 448469 43.20% 4.802%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@51922\
Data File : VWO23169.D

Acqg On : 19 May 2022 13:28
Operator : SY/VA

Sample : N2929-07

Misc : 7.84g/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 9.409 1225 1231 1243 rVB2 76000 147198 14.18% 1.576%
38 9.494 1243 1245 1249 rVB5 1629 1861 ©.18% 0.020%
39 9.598 1257 1262 1264 rBV5 1263 1934 0.19% 0.021%
40 9.671 1269 1274 1278 rVB6 2326 3996 0.38% 0.043%
41  9.793 1290 1294 1298 rVB6 1530 2171 0.21% 0.023%
42 9.939 1316 1318 1321 rBV3 1596 1777 0.17% 0.019%
43 10.037 1324 1334 1343 rBV 102718 187703 18.08% 2.010%
44 10.122 1345 1348 1357 rVB8 2749 6147 0.59% 0.066%
45 10.207 1357 1362 1363 rBv4 2064 2671 0.26% 0.029%
46 10.323 1370 1381 1388 rBV 319769 586559 56.50% 6.280%
47 10.384 1388 1391 1400 rVB 20645 37652 3.63% 0.403%
48 10.457 1400 1403 1405 rBv4 1764 2192 0.21% 0.023%
49 10.579 1416 1423 1434 rBV 69240 133576 12.87% 1.430%
50 10.701 1439 1443 1444 rVV2 4368 5688 ©.55% 0.061%
51 10.732 1444 1448 1457 rVB 16277 32097 3.09% 0.344%
52 10.860 1462 1469 1474 rBv2 85349 152748 14.71% 1.635%
53 10.921 1474 1479 1493 rVB 242621 421084 40.56% 4.508%
54 11.067 1496 1503 1517 rBV 637857 1038222 100.00% 11.116%
55 11.506 1574 1575 1579 rBV4 1373 1864 ©0.18% 0.020%
56 11.561 1580 1584 1588 rvv4 5467 9875 0.95% 0.106%
57 11.628 1588 1595 1605 rVV 395583 682308 65.72%  7.305%
58 11.731 1607 1612 1617 rVB3 9583 18843 1.81% 0.202%
59 11.841 1623 1630 1638 rVB6 10400 26621 2.56% 0.285%
60 11.945 1642 1647 1653 rBv4 18092 33298 3.21% 0.357%
61 12.012 1653 1658 1670 rVV 73533 128730 12.40% 1.378%
62 12.231 1690 1694 1697 rBVS5 3031 4899 0.47% 0.052%
63 12.335 1706 1711 1718 rBv4 37885 59604 5.74% 0.638%
64 12.469 1728 1733 1739 rVB3 20236 34252 3.30% 0.367%
65 12.603 1749 1755 1762 rVB2 60014 98286 9.47% 1.052%
66 12.689 1762 1769 1780 rBV 254364 478891 46.13% 5.127%
67 12.865 1795 1798 1799 rBV3 1494 1533 0.15% 0.016%
68 12.902 1801 1804 1805 rVV3 4332 4639 0.45% 0.050%
69 12.932 1805 1809 1816 rVB4 9806 19943 1.92% 0.214%
70 13.030 1820 1825 1830 rBv4 7797 13922 1.34% 0.149%
71 13.097 1830 1836 1841 rBV2 23663 46034 4.43% 0.493%
72 13.152 1841 1845 1851 rVB5 12717 24298 2.34% 0.260%
73 13.213 1851 1855 1858 rBV4 5539 9223 0.89% 0.099%
74 13.396 1874 1885 1892 rBV5 32378 64086 6.17% 0.686%
75 13.487 1894 1900 1905 rVv4 11955 30695 2.96% ©.329%

76 13.554 1905 1911 1920 rVV 310415 506875 48.82% 5.427%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@51922\
Data File : VWO23169.D

Acqg On : 19 May 2022 13:28
Operator : SY/VA

Sample : N2929-07

Misc : 7.84g/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 13.646 1923 1926 1930 rVB6 4403 6201 0.60% 0.066%
78 13.755 1942 1944 1947 rVB4 2165 2305 0.22% 0.025%
79 13.853 1953 1960 1967 rBV 222136 379988 36.60% 4.068%
80 14.024 1983 1988 1989 rvV5 2642 3957 0.38% 0.042%
81 14.066 1989 1995 2002 rVB2 57826 96822 9.33% 1.037%
82 14.249 2024 2025 2030 rVB5 1611 1524 0.15% 0.016%
83 14.322 2030 2037 2045 rBV5 17819 32761 3.16% ©.351%
84 14.487 2063 2064 2068 rBv4 1522 2220 0.21% 0.024%
85 14.627 2084 2087 2093 rVVv7 3008 5683 ©0.55% 0.061%
86 14.688 2093 2097 2098 rvv4 2705 3941 0.38% 0.042%
87 14.719 2098 2102 2108 rVB3 9899 14912 1.44% 0.160%
88 14.950 2137 2140 2143 rBV4 2779 3357 0.32% 0.036%
89 15.176 2173 2177 2178 rBV4 1724 1789 0.17% 0.019%
990 15.225 2181 2185 2191 rVvV5 6750 14003 1.35% 0.150%
91 15.298 2191 2197 2204 rVB 189347 299584 28.86% 3.208%
92 15.414 2210 2216 2223 rVB2 22535 38525 3.71% 0.412%
93 15.481 2223 2227 2233 rVV2 6698 13741 1.32% 0.147%
94 15.548 2236 2238 2242 rVB5 3433 4522 0.44% 0.048%
95 15.792 2276 2278 2281 rVB4 1703 1477 0.14% 0.016%
96 16.023 2314 2316 2321 rVB6 1344 1809 0.17% 0.019%
97 16.090 2321 2327 2330 rVB8 1040 1828 0.18% 0.020%
98 16.212 2342 2347 2351 rBVS 1328 3087 ©0.30% 0.033%
99 16.584 2406 2408 2411 rBV4 1289 1465 0.14% 0.016%
100 16.682 2420 2424 2427 rVVe 2338 3824 0.37% 0.041%
Sum of corrected areas: 9340014
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

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

: VWOe23169.D

: 19 May 2022 13:28

: SY/VA

: N2929-07

. 7.84g/10mL/MSVOA_W/SOIL
: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

600000

500000

400000

300000

200000

100000

o

Time-->

Abundance

600000

500000

400000

300000

200000

100000

TIC: VW023169.D\data.ms

2'355.495 2.885 4.013
: 4.123
3.026
20608 3391 5383.727 MZZ?L3974.568 4.916 55292 553882 5.785.9346.117 6.751

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
TIC: VW023169.D\data.ms

11.067

11.628

10.323

8.842
6261 or7a 10.921
7.647
10.037
7.074 9.409 10.579 =
003 [\ 7.7697.9588.15 8.70 9099 49/9081799.93 8&‘ 1156641 131

o

Time-->

Abundance

600000

500000

400000

300000

200000

100000

I
7.00 7.50 8.00 8.50 9 OO 9. 50 10 00 10 50 11 00 11.50
TIC: VW023169.D\data.ms

Time-->

12.689
13.853
15.298
12.012 2385 12.6 s 14.066
13.8 P
- ?%E 12 23@ 469/\ SRR f, 24 686755 14, 14954, 4BEBP14.0501452 E‘géffsszlsls.?gzmazmzu 16564682
T ’ T ‘ T T T T ‘ T T T ‘ T T T

12 00 12 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\VW@51922\

Data File : VW@23169.D

Acqg On : 19 May 2022 13:28
Operator : SY/VA

Sample : N2929-07

Misc : 7.84g/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 unknown-01

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
2.495 4.48 ug/L 103409 1,4-Difluorobenzene 8.842
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-Formylhistamine 139 C6HON30 1000132-95-8 5

Abundance  Scan 97 (2.495 min): VW023169.D\data.ms (-92) (-)

m/z 44.00 100.00%

44.0
5000
R RAREAmAREE
2.20 2.40 2.60 2.80
ol A 762 1224 1640 2298 2735 = n/; 43.00 55.65%
miz--> 50 100 150 200 250
Abundance #81: Acetaldehyde
29.0
5000 LU B LR B R B
2.20 2.40 2.60 2.80
m/z 41.95 21.45%
O \“‘\ ‘N\ \“‘ ‘ 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
N R ARRREE R R
2.20 2.40 2.60 2.80
5000 m/z 41.00 9.28%
0
miz--> 50 100 150 200 250
Abundance #2420: dl-Alanine R RAEERSS R
44.0 2.20 2.40 2.60 2.80
m/z 45.00 2.14%
o u‘w 8 LY LA
m/z--> 50 100 150 200 250 2.20 2.40 2.60 2.80

SFAMWLMO50222SMA .M Wed May 25 12:13:04 2022

Page:



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@51922\
Data File : VW023169.D

Acqg On : 19 May 2022 13:28
Operator : SY/VA

Sample : N2929-07

Misc : 7.84g/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.
3.026 1.99 ug/L 45965 1,4-Difluorobenzene 8.842

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 80
2 Butane, 2-methyl- 72 C5H12 000078-78-4 72
3 Diaziridine,3,3-dimethyl- 72 C3H8N2 004901-76-2 50
4 3-Buten-1-ol 72 C4H80 000627-27-0 47
5 Oxirane, ethyl- 72 C4H80 000106-88-7 40

Abundance Scan 184 (3.026 min): VW023169.D\data.ms (-178) (-) m/z 42.00 100.00%
42.0

5000

L

.

2.80 3.00 3.20 3.40
955  146.1 182.1 9 2714
“‘“““\ ‘ R ol 182, ‘ \22‘4“9‘“‘ S m/z 41.10 95.56%

Abundance #814: Butane, 2-methyl-

miz--> 0 50 100 150 200 250

Abundance #813: Butane, 2-methyl-
43.0

5000 L L L L B L B
2.80 3.00 3.20 3.40
m/z 43.05 84.07%
O 2‘0\ “ T H\ “H“‘\ \“ T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T

miz--> 0 50 100 150 200 250

43.0

2.80 3.00 3.20 3.40
5000 m/z 57.10 80.07%

=

-1 -V
m/z--> 0 50 100 150 200 250
Abundance #726: Diaziridine,3,3-dimethyl-
32.0 2.80 3.00 3.20 3.40
m/z 39.10 33.38%
5000
72.0
— ‘ SR I SRR L Lt LY
m/z--> 0 50 100 150 200 250 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 : VW023169.D

Acqg On : 19 May 2022 13:28
Operator : SY/VA

Sample : N2929-07

Misc : 7.84g/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 14
R.T. EstConc Area Relative to ISTD R.T.
3.391 1.87 ug/L 43107 1,4-Difluorobenzene 8.842

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 72
2 Pentane 72 C5H12 000109-66-0 72
3 Pentane 72 C5H12 000109-66-0 72
4 Pentane 72 C5H12 000109-66-0 72
5 Pentane 72 C5H12 000109-66-0 53
Abundance Scan 244 (3.391 min): VW023169.D\data.ms (-236) (-) m/z 43.10 100.00%
43.1
5000
‘ ‘72‘-1 6.0 1 pup. 300320340360 380
o‘_H‘,Hm;w‘wuu‘mwHH"HH_HwHH"w_ww_n‘ m/z 42.05 60.72%
m/z--> 0 20 40 60 80 100120 140 160 180 200 220 240
Abundance #807: Pentane
43.0
5000 | DL R R L B
3.00 3.20 3.40 3.60 3.80
m/z 41.00 53.29%
150 | 1720
O\‘\H‘\’\‘\\\i}\\W‘\\\\‘\\\\‘H\\‘\\H‘\\\\‘HH‘HH‘\\H‘HH‘\\
m/z--> 0 20 40 60 80 100120 140 160 180 200 220 240
Abundance #810: Pentane
43.0
R e e R
3.00 3.20 3.40 3.60 3.80
5000 m/z 39.10 27.44%
72.0
15.0‘ ‘ |
Ottt e e e e e
m/z--> 0 20 40 60 80 100120 140 160 180 200 220 240
Abundance #808: Pentane “‘H““W“MﬂA“‘ﬁy
43.0 3.00 3.20 3.40 3.60 3.80
m/z 57.00 16.58%
5000
72.0
m/z--> 0 20 40 60 80 100120140 160 180 200 220 240 3.00 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@51922\
Data File : VW023169.D

Acqg On : 19 May 2022 13:28
Operator : SY/VA

Sample : N2929-07

Misc : 7.84g/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 4 Propanal, 2-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
5.781 1.66 ug/L 38331 1,4-Difluorobenzene 8.842

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanal 72 C4H80 000123-72-8 86
2 Propanal, 2-methyl- 72 C4H80 000078-84-2 78
3 Propanal, 2-methyl- 72 C4H80 000078-84-2 50
4 Propanal, 2-methyl- 72 C4H80 000078-84-2 50
5 2-Butenal, (E)- 70 C4H60 000123-73-9 38

Abundance Scan 636 (5.781 min): VW023169.D\data.ms (-626) (-) m/z 43.10 100.00%
3.1

72.0
5000
5.40 5.60 5.80 6.00 6.20
O “‘H‘uﬂl“‘w‘\“‘ b, “876 R 14‘1‘20 m/z 41.10 90.57%
miz--> 20 40 60 80 100 120 140
Abundance #737: Butanal
27,0 44.0
72.0
5000
5.40 5.60 5.80 6.00 6.20
‘ m/z 72.00 64.90%
0
miz--> 20 40 60 80 100 120 140
Abundance #782: Propanal, 2-methyl-
43.0
720 5.40 5.60 5.80 6.00 6.20
5000 ' m/z 39.00 46.00%
27.0
0
miz--> 20 40 60 80 100 120 140
Abundance #787: Propanal, 2-methyl-
43.0 5.40 5.60 5.80 6.00 6.20
m/z 42.10 16.06%
27.0
5000
72.0
0
m/z--> 20 40 60 80 100 120 140 5.40 5.60 5.80 6.00 6.20

SFAMWLMO50222SMA.M Wed May 25 12:13:09 2022 Page: 8



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@51922\
Data File : VW023169.D

Acqg On : 19 May 2022 13:28
Operator : SY/VA

Sample : N2929-07

Misc : 7.84g/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 15
R.T. EstConc Area Relative to ISTD R.T.
6.903 1.75 ug/L 40516 1,4-Difluorobenzene 8.842

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanal 72 C4H80 000123-72-8 81
2 Butanal 72 C4HB80 000123-72-8 74
3 Butanal 72 C4H80 000123-72-8 53
4 Butanal 72 C4H80 000123-72-8 52
5 Silacyclobutane 72 C3H8Si 1000434-34-1 50

Abundance Scan 820 (6.903 min): VW023169.D\data.ms (-810) (-) m/z 43.00 100.00%

43.0
72.1
5000
6.60 6.80 7.00 7.20
112.6 222.¢ : 80 7.00 7. o
0! Hr e e e e m/z 44.00 88.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #739: Butanal
44.0
72.0
5000 LI L L B R BRI
6.60 6.80 7.00 7.20
m/z 40.95 80.99%
15\-0“ Ll ‘\
O\\\\’\\\\ \\\’\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #737: Butanal
27.0
72.0 6.60 6.80 7.00 7.20
5000 m/z 72.10 76.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #736: Butanal
44.0 6.60 6.80 7.00 7.20
72.0 m/z 39.00 51.31%
5000
15.0‘ “ ‘
0m“,“m“,Mwu,‘“J‘_m_m_m_m‘uu‘mwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@51922\
Data File : VW023169.D

Acqg On : 19 May 2022 13:28
Operator : SY/VA

Sample : N2929-07

Misc : 7.84g/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 19

R.T. EstConc Area Relative to ISTD R.T.
8.708 1.41 ug/L 32560 1,4-Difluorobenzene 8.842
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 53
2 Oxalic acid, monoamide, n-propyl... 215 C11H21NO3 1000309-64-4 50
3 2-Pentanone 86 C5H100 000107-87-9 50
4 2-Pentanone 86 C5H100 000107-87-9 49
5 Pentanal, 2-methyl- 100 C6H120 000123-15-9 43

Abundance Scan 1116 (8.708 min): VW023169.D\data.ms (-1109) (-)
3.0

m/z 43.00 100.00%

5000
86.1
L | ‘ 2030 8.40 8.60 8.80 9.00
bl b SRS m/z 41.00 32.49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1984: 2-Butanone, 3-methyl-
43.0
5000 LI L I L L L N Y LI A
8.40 8.60 8.80 9.00
86.0 m/z 86.10 24.66%
15.0 ‘ ‘
O\\\‘\‘\w\\“iu\\\“\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #92998: Oxalic acid, monoamide, n-propyl, isohexyl ester
43.0
8.40 8.60 8.80 9.00
5000 m/z 57.10 14.08%
86.0
O b e RO 2180
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1918: 2-Pentanone R RARARaaE R S
43.0 8.40 8.60 8.80 9.00
m/z 42.10 9.58%
5000
86.0
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@51922\
Data File : VW023169.D

Acqg On : 19 May 2022 13:28
Operator : SY/VA

Sample : N2929-07

Misc : 7.84g/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 4
R.T. EstConc Area Relative to ISTD R.T.
9.409 6.37 ug/L 147198 1,4-Difluorobenzene 8.842

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanal 86 C5H100 000110-62-3 78
2 Pentanal 86 C5H100 000110-62-3 72
3 Pentanal 86 C5H100 000110-62-3 64
4 Cyclopropyl carbinol 72 C4H80 002516-33-8 40
5 2-Formylhistamine 139 C6HON30 1000132-95-8 38

Abundance Scan 1231 (9.409 min): VW023169.D\data.ms (-1225) () m/z 44.00 100.00%

44.0
5000 58.0

(T T e
9.00 9.20 9.40 9.60 9.80
w“ il ! 86.1 130.7

At e e m/Zz 41.05  46.08%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #1916: Pentanal
29.0 44.0
58.0

5000 e e s
9.00 9.20 9.40 9.60 9.80

m/z 58.00 44.87%

o

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #1915: Pentanal
44.0
29.0 [ R T
9.00 9.20 9.40 9.60 9.80
5000 m/z 57.10 34.34%
58.0
ol 5 6.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #1914: Pentanal

44.0 9.00 9.20 9.40 9.60 9.80
m/z 38.95 26.52%

5000 20.0 58.0
L 6.0
0 I, L Ll |

T T T T T T T T T T T T T T T T T T T T T RSN RN R R

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.00 9.20 9.40 9.60 9.80

SFAMWLMO50222SMA.M Wed May 25 12:13:16 2022 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@51922\
Data File : VW023169.D

Acqg On : 19 May 2022 13:28
Operator : SY/VA

Sample : N2929-07

Misc : 7.84g/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 Hexanal Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.067 38.04 ug/L 1038220 Chlorobenzene-d5 11.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 95
2 Hexanal 100 C6H120 000066-25-1 81
3 Hexanal 100 C6H120 000066-25-1 64
4 Hexanal 100 C6H120 000066-25-1 64
5 Hexanal 100 C6H120 000066-25-1 64

Abundance Scan 1503 (11.067 min): VW023169.D\data.ms (-1496) (  m/z 44.00 100.00%

44.0
5000
72.0
\
‘ 1100
I ‘“H““‘99‘9”‘1‘3‘3‘3“”_Mw‘?‘l?c? m/z 56.10 97.63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4251: Hexana
56.0
5000 ifod
29.0 : o
820 m/z 41.10 90.23%
0\\\’\\\\ \ ‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #4248: Hexanal
44.0
R \
11.00
5000 ITI/Z 57.10 69.04%
72.0
15.0
o B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4250: Hexanal e ‘
44.0 11.00
m/z 43.10 64.20%
5000
720
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00

SFAMWLMO50222SMA.M Wed May 25 12:13:17 2022 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@51922\
Data File : VW023169.D

Acqg On : 19 May 2022 13:28
Operator : SY/VA

Sample : N2929-07

Misc : 7.84g/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 1-Hexanol Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.012 4.72 ug/L 128730  Chlorobenzene-d5 11.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol 102 C6H140 000111-27-3 80
2 Formic acid, hexyl ester 130 C7H1402 000629-33-4 72
3 1-Hexanol 102 C6H140 000111-27-3 72
4 1-Hexanol 102 C6H140 000111-27-3 72
5 Hexyl chloroformate 164 C7H13C102 006092-54-2 72
Abundance Scan 1658 (12.012 min): VW023169.D\data.ms (-1653) - m/z 56.05 100.00%

56.0
5000
2o
84.0 .
38,
Ol sl tly ol 1078 1691 /7 43.05  49.36%
m/z--> 20 40 60 80 100 120 140 160
Abundance #4965: 1-Hexano
56.0
5000 Sl \
12.00
31.0

m/z 55.00 49.21%
\

‘H 84.0
H\‘“}H‘H‘H”‘H“H“!‘\H‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160
Abundance #15416: Formic acid, hexyl ester
56.0
N

‘ T ‘
12.00

o

5000 ITI/Z 41.10 49.,14%
31.0 ‘ 84.0
m/z--> 20 40 60 80 100 120 140 160
Abundance #4964 1-Hexanol T
56.0 12.00
m/z 42.00 36.58%
31.0
5000
84.0
0 \ ”‘\ . \‘ 1920 T \ I
T el e e
m/z--> 20 40 60 80 100 120 140 160 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@51922\
Data File : VW023169.D

Acqg On : 19 May 2022 13:28
Operator : SY/VA

Sample : N2929-07

Misc : 7.84g/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 11 Heptanal Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.335 2.18 ug/L 59604 Chlorobenzene-d5 11.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptanal 114 C7H140 000111-71-7 95
2 Heptanal 114 C7H140 000111-71-7 93
3 Heptanal 114 C7H140 000111-71-7 83
4 Heptanal 114 C7H140 000111-71-7 78
5 Hexanal, 3-methyl- 114 C7H140 019269-28-4 47

Abundance Scan 1711 (12.335 min): VW023169.D\data.ms (-1706)  m/z 70.05 100.00%

41.0 70.0
5000
A bl
‘97-1 106 Jape 1200 12.50
0t M e e e m/z 41,08 96.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8412: Heptanal
41.0 70.0
5000 — e
12.00 12.50
96.0 m/z 44.05  89.24%
oisol WA L1l
H\‘HH \‘\H\‘H\\‘HH‘\H\‘\H\‘HH’HH’\H\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8416: Heptanal
44.0 70.0
— ——
12.00 12.50
5000 m/z 43.10 86.60%
96.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8413: Heptanal T P
44.0 12.00 12.50
70.0 m/z 56.95 73.33%
5000
96.0
ECEEt e Ao el b
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@51922\
Data File : VW023169.D

Acqg On : 19 May 2022 13:28
Operator : SY/VA

Sample : N2929-07

Misc : 7.84g/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 .alpha.-Pinene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.469 1.26 ug/L 34252  Chlorobenzene-d5 11.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .alpha.-Pinene 136 C10H16 000080-56-8 90
2 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C1@H16 000488-97-1 80
3 (+)-4-Carene 136 C10H16 029050-33-7 68
4 1,3,6-Octatriene, 3,7-dimethyl-,... 136 C1l@H16 003338-55-4 68
5 1,3,7-Octatriene, 3,7-dimethyl- 136 C1OH16 000502-99-8 64

Abundance Scan 1733 (12.469 min): VW023169.D\data.ms (-1728) (- m/z 93.10 100.00%
93.1

5000
41.0 1 “
. e
H 61 768 ‘ ‘ 136.1 12.50
0 \wﬁww“”‘w - Mm Uil tl " - m/z 91.85 51.19%
miz--> 20 40 60 80 100 120 140
Abundance #18027: .alpha.-Pinene
93.0
/\ A A f\\/\n\/\/
5000 T \A\ T | T T T T
39.0 77.0 12.50

m/z 92.00 46.22%
121.0
15.0 .0 136.0
T T ‘\ ‘ T }‘ T }“\ \ﬁlﬁ\ ‘ ‘\“‘} T \w‘ T ‘ ‘ ‘\“‘\ T “‘ LI 1 ‘ T
miz--> 20 40 60 80 100 120 140
Abundance #18218: Tricyclo[2.2.1.0(2,6)]heptane, 1,3,3-trimethyl-
93.0

o

12.50
5000 m/z 79.10 32.29%
77.0
39"0 550 ‘ 121.0436.0
o220 ﬂg“Jy‘uﬁ“m“my“‘ﬂ‘ M“‘J“‘}“
miz--> 20 40 60 80 100 120 140
Abundance #18017: (+)-4-Carene
93.0 12.50
m/z 41.00 27.15%
43.0
5000
77.0
i ‘ ‘ H "] s /\mmwAﬁLAKMWMﬂmﬂf\
NI Y- W R s o
m/z--> 20 40 60 80 100 120 140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@51922\
Data File : VW023169.D

Acqg On : 19 May 2022 13:28
Operator : SY/VA

Sample : N2929-07

Misc : 7.84g/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 14 2-Heptenal, (E)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.097 2.27 ug/L 46034  1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptenal, (E)- 112 C7H120 018829-55-5 90
2 2-Heptenal, (Z)- 112 C7H120 057266-86-1 81
3 2-Heptenal, (E)- 112 C7H120 018829-55-5 72
4 1-Butene, 3-methyl- 70 C5H10 000563-45-1 49
5 2-Butene 56 C4H8 000107-01-7 47

Abundance Scan 1836 (13.097 min): VW023169.D\data.ms (-1830) - m/z 41.10 100.00%

41.1 83.1
55.0
5000
97.0 I ]
H M ‘ m ‘ 1119 13.00 13.50
Ol eprrrprrer el by JHWJW‘W\MH_ m/z 83.10 87.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7340: 2-Heptenal, (E)-
41.0
27.0 83.0
5000
70.0 13.00 13.50
m/z 55.00 78.69%
150 | \\‘ \\‘ 97\0 11\20
O\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\}\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7336: 2-Heptenal, (2)-
41.0
—— —
27.0 550 650 13.00 13.50
5000 ' ITI/Z 39.00 75.96%
70.0
Ll L e o
0“_‘H‘H1wuul,‘H”H‘u‘H‘_“ﬁhu‘_‘u‘u‘wlu‘_
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7335: 2-Heptenal, (E)- T ‘
41.0 13.00 13.50
m/z 57.00  53.90%
5000 27.0
70.0
0 \‘ \\‘ ol H‘ ol 970 M

m/z--> 10 20 30 40 50 60 70 80 90 100 110 13. 00 13. 50
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Library Search Compound Report

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

Data File : VW@23169.D

Acqg On : 19 May 2022 13:28
Operator : SY/VA

Sample : N2929-07

Misc : 7.84g/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 Octanal

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.396 3.16 ug/L 64086 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanal 128 C8H160 000124-13-0 58
2 Octanal 128 C8H160 000124-13-0 52
3 Piperidine 85 C5H11N 000110-89-4 43
4 1,7-Octanediol 146 C8H1802 013175-32-1 35

5 Bromoacetic acid, 1@0-undecenyl e... 2906 C13H23Br02

Abundance Scan 1885 (13.396 min): VW023169.D\data.ms (-1874) (-

195373-65-0 25

m/z 41.00 100.00%

41.0
5000
109.2 r L
134.2152.1 13.00 13.50
o T e i A m/z 43.00  69.29%
m/z--> 20 40 100 120 140 160
Abundance #14267 Octanal
84.0
5000 T 1
13.00 13.50
m/z 44.05 66.39%
‘1100
O' ‘\\‘\“\\‘\\‘1\2\8.\()\‘\\\\‘\\\
m/z--> 100 120 140 160
Abundance #14264. Octanal
— —
84.0 13.00 13.50
5000 ITI/Z 55.00 60.53%
T \‘\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 80 100 120 140 160
Abundance #1763:Mpenmne T —
84.0 13.00 13.50
m/z 56.10 59.74%
5000 57.0
29.0
Y SNSURN R N A N B 7 = ALY
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50

SFAMWLMO50222SMA.M Wed May 25 12:13:21 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@51922\
Data File : VW023169.D

Acqg On : 19 May 2022 13:28
Operator : SY/VA

Sample : N2929-07

Misc : 7.84g/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 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 16 Benzene, 1-ethyl-2,4-dimethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
13.487 1.51 ug/L 30695 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 70
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 70
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 70
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 70
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 70

Abundance Scan 1900 (13.487 min): VW023169.D\data.ms (-1894) - m/z 119.10 100.00%
119.1
5000
oo i, b,
58.2 i 146.2 13.50
35. 170.9
0 2069 /7 134.00  29.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl-
119.0
5000 ad o MM‘ [T
13.50
91.0 m/z 117.10  24.63%
wo 0 |y ]
0\\\\‘\‘}\\“‘\\‘\\‘\\\\H’\\\\‘m\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17084: Benzene, 4-ethyl-1,2-dimethyl-
119.0
e
13.50
5000 m/z 91.05 16.49%
15.0 39.0 65.0 91.0
O O ) S
miz--> 20 40 60 80 100 120 140 160 180 200 M
Abundance #17083: Benzene, 1-ethyl-2,3-dimethyl- AM‘
119.0 13 50
m/z 77.15 13.68%
5000
39.0 65.0 910
0 TRt R NP T

m/z--> 20 40 60 80 100 120 140 160 180 200 13 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@51922\
Data File : VW023169.D

Acqg On : 19 May 2022 13:28
Operator : SY/VA

Sample : N2929-07

Misc : 7.84g/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 unknown-02 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.322 1.62 ug/L 32761 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butenediamide, (E)- 114 C4H6N202 000627-64-5 46
2 Nonanal 142 CS9H180 000124-19-6 43
3 Nonanal 142 C9H180 000124-19-6 43
4 (S)-(+)-6-Methyl-1-octanol 144 C9H200 110453-78-6 27
5 2-Propenamide, N-(aminocarbonyl)- 114 C4H6N202 020602-79-3 25

Abundance Scan 2037 (14.322 min): VW023169.D\data.ms (-2030) (- m/z 57.00 100.00%
57.0

5000
96.2 w
— — 5
‘ ‘1‘32.9 177.9207.2 281. 14.00 14.50
o — Al SR m/z 44.00  83.23%
m/z--> 50 100 150 200 250
Abundance #8009: 2-Butenediamide, (E)-
44.0
5000 — ——
114.0 14.00 14.50
m/z 41.00 76.43%
O T T T \‘H“H‘“i ‘\ 8”?‘%\ “‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #22960: Nonana
57.0
— ——
14.00 14.50
5000 270 93.0 ITI/Z 55.10 75.76%
[(— L ‘ N —
m/z--> 50 100 150 200 250
Abundance #22961: Nonanal “ —
41.0 14.00 14.50
m/z 43.15 59.60%
h [ W
114.0
m/z--> 50 100 150 200 250 14.00 14.50

SFAMWLMO50222SMA.M Wed May 25 12:13:26 2022 Page: 19



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@51922\
Data File : VW023169.D

Acqg On : 19 May 2022 13:28
Operator : SY/VA

Sample : N2929-07

Misc : 7.84g/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
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Peak Number 19 Benzene, 2-methoxy-4-methyl... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

15.298 14.78 ug/L 299584  1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-methoxy-4-methyl-1-(1... 164 C11H160 001076-56-8 87
2 Benzene, 2-methoxy-4-methyl-1-(1... 164 C11H160 001076-56-8 87
3 Benzenemethanol, 4-(1,1-dimethyl... 164 C11H160 000877-65-6 72
4 Phenol, 4-(1,1-dimethylethyl)-2-... 164 C11H160 000098-27-1 72
5 Benzene, 2-methoxy-1-methyl-4-(1... 164 C11H160 006379-73-3 70

Abundance Scan 2197 (15.298 min): VW023169.D\data.ms (-2191) (- m/z 149.05 100.00%

149.1
5000
91.0 T = T
390 ‘ ( 15.00 15.50
Ol e L0 L L2069 2430 281:  nm/z 164.15  22.46%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #39701: Benzene, 2-methoxy-4-methyl-1-(1-methylethyl)-
149.0
5000 — i
15.00 15.50
o 910 m/z 91.05 22.11%
0 \H‘H\\“‘;\‘\‘\"\‘H‘\“"\\‘H“\‘}\%P.ﬂ\‘H‘\\‘\‘H\‘\H\’\H\‘\\H‘HH‘H\\‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #39702: Benzene, 2-methoxy-4-methyl-1-(1-methylethyl)-
149.0
BESIEPAE Wi\
15.00 15.50
5000 m/z 117.10  10.38%
39.0 90
M N L S
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #39659: Benzenemethanol, 4-(1,1-dimethylethyl)- P L —
149.0 15.00 15.50
m/z 119.10 9.45%
5000
91.0
41.0
Obrrrptranirtrodbe R e — P,
m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@51922\
Data File : VW023169.D

Acqg On : 19 May 2022 13:28
Operator : SY/VA

Sample : N2929-07

Misc : 7.84g/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
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Peak Number 20 Benzene, 1-methoxy-4-methyl... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.414 1.90 ug/L 38525 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-methoxy-4-methyl-1-(1... 164 C11H160 001076-56-8 87
2 Benzene, 1-methoxy-4-methyl-2-(1... 164 C11H160 031574-44-4 87
3 Benzene, 2-methoxy-4-methyl-1-(1... 164 C11H160 001076-56-8 83
4 Benzene, 2-methoxy-4-methyl-1-(1... 164 C11H160 001076-56-8 80
5 Benzenemethanol, 4-(1,1-dimethyl... 164 C11H160 000877-65-6 72

Abundance Scan 2216 (15.414 min): VW023169.D\data.ms (-2210) ( m/z 149.15 100.00%

149.2
5000
90.9 LA
50.9 ‘ 207.1 ( 15.50
Obvraprrefiboghidhed 302 L 20T 2804 6410 29.89%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #39697: Benzene, 2-methoxy-4-methyl-1-(1-methylethyl)-
149.0
5000 ‘
15.50
91.0 )
15.0 ‘ m/z 90.90 21.06%
O \\‘\‘\‘\‘\\“‘\\‘\‘\"\‘\H“H\‘\“\‘\\%P\q\\‘\\‘\\’\\H‘HH‘H\\‘\H\’\H\’\\H‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #39703: Benzene, 1-methoxy-4-methyl-2-(1-methylethyl)-
149.0
15 50
5000 ITI/Z 134.05 13.08%
119.0
0 41.0 77\0 H‘ ‘ |
“,““,“‘,,‘
m/z--> 20 40 60 80 100120140160180200220240260280 }\
Abundance #39701: Benzene, 2-methoxy-4-methyl-1-(1-methylethyl)- VAL A RN
149.0 15.50
m/z 77.00 11.10%
5000
910
m/z--> 20 40 60 80 100120140160180200220240260280 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@51922\
Data File : VWO23169.D

Acqg On : 19 May 2022 13:28
Operator : SY/VA

Sample : N2929-07

Misc : 7.84g/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|
unknown-01 2.495 4.5 ug/L 103409 1 8.842 577388 25.0
(DEL) Alkane: S... 3.026 2.0 ug/L 45965 1 8.842 577388 25.0
(DEL) Alkane: S... 3.391 1.9 ug/L 43107 1 8.842 577388 25.0
Propanal, 2-met... 5.781 1.7 ug/L 38331 1 8.842 577388 25.0
Butanal 6.903 1.8 ug/L 40516 1 8.842 577388 25.0
2-Butanone, 3-m... 8.708 1.4 ug/L 32560 1 8.842 577388 25.0
Pentanal 9.409 6.4 ug/L 147198 1 8.842 577388 25.0
Hexanal 11.067 38.0 ug/L 1038220 2 11.628 682308 25.0
1-Hexanol 12.012 4.7 ug/L 128730 2 11.628 682308 25.0
Heptanal 12.335 2.2 ug/L 59604 2 11.628 682308 25.0
.alpha.-Pinene 12.469 1.3 ug/L 34252 2 11.628 682308 25.0
2-Heptenal, (E)- 13.097 2.3 ug/L 46034 3 13.554 506875 25.0
Octanal 13.396 3.2 ug/L 64086 3 13.554 506875 25.0
Benzene, 1l-ethy... 13.487 1.5 ug/L 30695 3 13.554 506875 25.0
unknown-02 14.322 1.6 ug/L 32761 3 13.554 506875 25.0
Benzene, 2-meth... 15.298 14.8 ug/L 299584 3 13.554 506875 25.0
Benzene, 1-meth... 15.414 1.9 ug/L 38525 3 13.554 506875 25.0
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