LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW100621\
Data File : VWO20322.D

Acqg On : 06 Oct 2021 18:59
Operator : SY/VA

Sample : M4001-06

Misc : 7.09g/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\SFAMWNLM100621SMA.M
Title : SFAMO1.0

Signal : TIC: VWO20322.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.349 68 73 84 rVB 83822 135399 12.84% 1.166%
2 2.812 143 149 154 rBV 27656 52955 5.02% 0.456%
3 2.879 155 160 172 rVB 42901 92642 8.78% 0.798%
4 3,385 236 243 247 rBV3 858 1959 0.19% 0.017%
5 3.556 263 271 272 rBV5 803 1660 0.16% 0.014%
6 3.739 296 301 303 rBV3 527 801 0.08% 0.007%
7 3.818 312 314 315 rBV 170 153 0.01% 0.001%
8 3.910 328 329 333 rBV2 131 138 0.01% 0.001%
9 4.019 335 347 364 rBV 104888 310580 29.45% 2.675%
106 4.208 371 378 383 rBV2 2178 6046 0.57% 0.052%
11  4.355 401 402 404 rVv2 220 235 0.02% 0.002%
12 4.385 404 407 409 rVv2 359 525 0.05% 0.005%
13 4.525 427 430 431 rBV2 148 137 0.01% 0.001%
14  4.617 439 445 446 rBV2 406 589 0.06% 0.005%
15 4.684 450 456 466 rVvVv3 1154 3563 0.34% 0.031%
16 4.757 466 468 471 rVV3 174 256 0.02% 0.002%
17 4.788 471 473 476 rVB3 181 226 0.02% 0.002%
18 4.916 483 494 506 rBV3 7795 26647 2.53% 0.230%
19 5.117 526 527 529 rBv2 216 200 0.02% 0.002%
20 5.233 543 546 548 rBV 209 228 0.02% 0.002%
21 5.684 617 620 621 rBV 166 178 0.02% 0.002%
22 5.940 655 662 669 rBV5 1466 4328 0.41% 0.037%
23 5.995 669 671 672 rBvV2 427 428 0.04% 0.004%
24  6.1990 700 703 704 rBV2 152 150 0.01% 0.001%
25 6.214 704 707 709 rBvV2 347 432 0.04% 0.004%
26 6.488 749 752 754 rBV2 110 144 0.01% 0.001%
27 7.086 841 850 856 rBV 5124 14317 1.36% 0.123%
28 7.269 875 880 884 rBv2 96 171 0.02% 0.001%
29 7.318 885 888 891 rvv2 90 159 0.02% 0.001%
30 7.379 896 898 901 rBV 120 137 0.01% 0.001%
31 7.507 918 919 922 rBV 119 137 0.01% 0.001%
32 7.537 922 924 932 rW2 225 415 0.04% 0.004%
33  7.653 932 943 956 rVW 193289 470423 44.60%  4.052%
34 7.769 959 962 963 rw 232 263 0.02% 0.002%
35 7.787 963 965 966 rvv 221 154 0.01% ©0.001%
36 7.811 966 969 971 rvv2 133 137 0.01% 0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW100621\
Data File : VWO20322.D

Acqg On : 06 Oct 2021 18:59
Operator : SY/VA

Sample : M4001-06

Misc : 7.09g/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\SFAMWNLM100621SMA.M
Title : SFAMO1.0
37 7.872 971 979 987 rw3 4204 10730 1.02% 0.092%
38 7.952 988 992 999 rvB3 1061 1863 ©0.18% 0.016%
39 8.159 1023 1026 1030 rBV3 147 198 0.02% 0.002%
40  8.195 1030 1032 1035 rVB2 131 147 0.01% 0.001%
41  8.275 1035 1045 1061 rBV2 344379 1054752 100.00%  9.086%
42 8.695 1108 1114 1119 rBV4 447 785 0.07% 0.007%
43 8.762 1123 1125 1130 rVB2 142 165 0.02% 0.001%
44  8.842 1130 1138 1151 rBV 377285 748497 70.96%  6.448%
45 8.964 1156 1158 1160 rVB 165 151 ©0.01% 0.001%
46 8.982 1160 1161 1164 rVB2 170 143 0.01% 0.001%
47  9.092 1170 1179 1187 rBV 34995 68811 6.52% ©.593%
48 9.275 1201 1209 1223 rBV 265244 540338 51.23% 4.655%
49 9.384 1223 1227 1235 rVB5 2729 5370 0.51% 0.046%
50 9.457 1238 1239 1242 rVB 183 157 0.01% 0.001%
51 9.604 1253 1263 1269 rBV4 1902 4333  0.41% 0.937%
52 9.665 1269 1273 1279 rVB3 536 1079 0.10% 0.009%
53 9.750 1279 1287 1294 rBvV3 5885 11621 1.10% 0.100%
54 9.902 1305 1312 1315 rBV4 2106 4196 0.40% 0.036%
55 9.945 1315 1319 1323 rVB2 2594 3779 0.36% 0.033%
56 9.988 1323 1326 1328 rBV 2022 2638 0.25% 0.023%
57 10.037 1328 1334 1341 rVB 41975 72348 6.86% ©.623%
58 10.213 1356 1363 1373 rBvV3 5171 9654 ©0.92% 0.083%
59 10.323 1373 1381 1389 rBV 402281 700676 66.43% 6.036%
60 10.390 1389 1392 1405 rVB2 5869 11271 1.07% 0.097%
61 10.506 1405 1411 1417 rBB6 1289 2916 ©0.28% 0.025%
62 10.579 1417 1423 1427 rBV 37046 67446 6.39% 0.581%
63 10.622 1427 1430 1435 rVB2 27303 41920 3.97% 0.361%
64 10.701 1440 1443 1449 rVB2 2765 4778 ©0.45% 0.041%
65 10.774 1449 1455 1456 rBV2 1890 2743 0.26% 0.024%
66 10.811 1457 1461 1463 rBV3 2215 2818 0.27% 0.024%
67 10.860 1463 1469 1473 rBV4 6766 13034 1.24% 0.112%
68 10.927 1473 1480 1490 rVB3 32735 70869 6.72% 0.610%
69 11.036 1490 1498 1500 rBV4 6009 11298 1.07% 0.097%
70 11.116 1506 1511 1513 rBV2 8087 12864 1.22% 0.111%
71 11.232 1522 1530 1536 rBV 56248 107885 10.23% 0.929%
72 11.286 1536 1539 1541 rVV3 5008 7890 0.75% 0.068%
73 11.329 1541 1546 1551 rVv2 36626 72157 6.84% 0.622%
74 11.378 1551 1554 1559 rVV3 13517 27597 2.62% 0.238%
75 11.439 1559 1564 1571 rVB 39041 70695 6.70% 0.609%
76 11.512 1571 1576 1582 rBV 8252 14209 1.35% 0.122%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW100621\
Data File : VWO20322.D

Acqg On : 06 Oct 2021 18:59
Operator : SY/VA

Sample : M4001-06

Misc : 7.09g/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\SFAMWNLM100621SMA.M
Title : SFAM@1.0
77 11.634 1587 1596 1605 rBV 471240 834717 79.14%  7.190%
78 11.768 1611 1618 1622 rBV 48729 85304 8.09% ©.735%
79 11.823 1622 1627 1632 rVvV4 30191 70299 6.66% 0.606%
80 11.878 1632 1636 1646 rVB5 29332 89941 8.53% ©.775%
81 11.975 1646 1652 1659 rBV3 54303 111150 10.54% ©.957%
82 12.140 1670 1679 1686 rBV3 75881 189712 17.99% 1.634%
83 12.231 1686 1694 1695 rBV2 32559 55142 5.23% 0.475%
84 12.365 1706 1716 1722 rBV 179450 390340 37.901% 3.362%
85 12.451 1725 1730 1736 rBV4 45846 98558 9.34% 0.849%
86 12.615 1752 1757 1762 rVB3 23539 41705 3.95% 0.359%
87 12.695 1762 1770 1775 rBV 206865 408477 38.73% 3.519%
88 12.780 1778 1784 1790 rVB 574725 953015 90.35%  8.209%
89 12.865 1790 1798 1802 rBV4 63988 161450 15.31% 1.391%
99 12.951 1804 1812 1823 rVB6 128349 429443 40.72% 3.699%
91 13.085 1829 1834 1837 rVB2 82323 121783 11.55% 1.049%
92 13.164 1844 1847 1849 rBV2 35154 49299 4.67% 0.425%
93 13.262 1859 1863 1865 rBV2 50043 76206 7.23% 0.656%
94 13.554 1906 1911 1919 rVB 374510 631841 59.90% 5.443%
95 13.694 1929 1934 1939 rBV2 219486 361908 34.31% 3.118%
96 13.853 1951 1960 1969 rBV3 322793 822568 77.99% 7.086%
97 14.012 1982 1986 1992 rVB 149273 251566 23.85% 2.167%
98 14.383 2042 2047 2051 rBV 86781 133635 12.67% 1.151%
99 14.548 2069 2074 2079 rBV 188058 283693 26.90% 2.444%
100 14.969 2139 2143 2146 rBV2 27011 45432 4.31% 0.391%
Sum of corrected areas: 11608917
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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\VW100621\

: VWe20322.D

: 06 Oct 2021 18:59

: SY/VA

: M4001-06

: 7.09g/10mL/MSVOA_W/SOIL
:1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100621SMA .M

Quant Title

TIC Library

. SFAM@1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

500000

400000

300000

200000

100000

o

TIC: VW020322.D\data.ms

2.349 4.019

9
2.8
3.385.5563. 738810 \ 4.208135%5. 5281884698916 5 157233 5.684 554056120 6.488

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

500000

400000

300000

200000

100000

TIC: VW020322.D\data.ms

11.634

10.323
8.842

8.275

9.275

7.653

Time-->

11.
9.002 10.037 19689, 10927 — fr32a30 | 1178
7.086728 TRSI352 881595 8.6052@ImY\ | 0.38459.80%3509LaE810.2110, 30050601 DB AE0 1036161 RATES1
L2007 PRSIRGY (AR5 851595 | 8.8FH2@IBY| ) 9.30459.6(5°UIRABG_ ) 2 10508 i aviarAt
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50

Abundance

500000

400000

300000

200000

100000
1

TIC: VW020322.D\data.ms
12.780

13.554

T ‘ T T ‘ T T ‘ T T ’ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW100621\
Data File : VW020322.D

Acqg On : 06 Oct 2021 18:59
Operator : SY/VA

Sample : M4001-06

Misc : 7.09g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100621SMA.M
Quant Title : SFAM@1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 unknown-01 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
2.812 1.77 ug/L 52955 1,4-Difluorobenzene 8.842

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl formate 60 C2H402 000107-31-3 7
2 Methyl formate 60 C2H402 000107-31-3 7
3 Carbonyl sulfide 60 COS 000463-58-1 5
4 Formamidoxime 60 CH4AN20 000624-82-8 5
5 Urea 60 CH4N20 000057-13-6 5
Abundance Scan 149 (2.812 min): VW020322.D\data.ms (-143) (-) m/z 60.00 100.00%
60.0
5000
R R
a5 M0 o e 2.40 2.60 2.80 3.00 3.20
T R e e e e m/z 44.00 6.65%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #307: Methyl formate
31.0
5000 600 | L LA LA I B B
2.40 2.60 2.80 3.00 3.20
15.0 m/z 45.00 3.07%
a0
\\‘HH‘HH‘HH‘HH‘HH‘ H\‘\H\‘\H\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘\H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
31.0
R R RRR R
2.40 2.60 2.80 3.00 3.20
m/z 61.10 2.19%
5000 60.0
15.0
44.0
AL L e adA Laaad st n s L
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #353: Carbonyl sulfide R BARmE TS
60.0 2.40 2.60 2.80 3.00 3.20
m/z 59.00 2.12%
32.0
5000
44.0
R RN aatanst T R R s LA
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 2.40 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW100621\
Data File : VW020322.D

Acqg On : 06 Oct 2021 18:59
Operator : SY/VA

Sample : M4001-06

Misc : 7.09g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100621SMA.M
Quant Title : SFAM@1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 (DEL) Alkane: Cyclic11.232 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.232 3.23 ug/L 107885 Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 90
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 90
3 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 87
4 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 87
5 Cyclooctane, butyl- 168 C12H24 016538-93-5 72

Abundance Scan 1530 (11.232 min): VW020322.D\data.ms (-1522) ( m/z 111.10 100.00%

69.0 1111
55.0
41.0
5000
83.0 I\

—
‘ 971 126.2 11.00 11.50
\\‘\\\\‘\\\\‘\\\\i!\\\“\‘\\‘\‘\\\M‘\\\\’\!‘\\‘\\H\‘\\\\“‘\‘\\\‘\\\‘\‘\\\ m/z 69.05 88.6900

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13262: Cyclohexane, 1,1,3-trimethyl-
111.0
69.0
41,0 950 P

5000
11.00 11.50
83.0 m/z 55.85  65.75%

270
1 970 | 1260
H‘HH‘\H\‘\H\‘H\\‘HH‘HH‘HH’HH‘HH‘HH‘HH‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
69.0 111.0

11.00 11.50
55.0 m/z 41.05 52.35%
5000 41.0
83.0

21.0 97.0 126.0

L T

m/z--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance #13248: Cyclohexane, 1,1,3-trimethyl- —f— —

69.0 111.0 11.00 11.50

m/z 56.05 32.58%

5000 41.0 55.0
83.0
270
‘ ‘\ 1 ‘ 970 | 126.0

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW100621\
Data File : VW020322.D

Acqg On : 06 Oct 2021 18:59
Operator : SY/VA

Sample : M4001-06

Misc : 7.09g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100621SMA.M
Quant Title : SFAM@1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.329 2.16 ug/L 72157 Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Nonene, (E)- 126 C9H18 006434-78-2 52
2 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 50
3 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 50
4 Pentane, 2-cyclopropyl- 112 C8H16 005458-16-2 46
5 cis-3-Nonene 126 C9H18 020237-46-1 46

Abundance Scan 1546 (11.329 min): VW020322.D\data.ms (-1541) ( m/z 55.00 100.00%
55.0

00 97.0

5000
39,

=

= T
126.1 11.00 11.50

‘H‘\HHH""\H“\‘H m/z 70.05 59.25%

m/z--> 0 20 40 60 80 100 120
Abundance #13179: 2-Nonene, (E)-
55.0
70.0 A W/\

5000 L
29.0 126.0 11.00 11.50

97.0 m/z 56.10 58.17%

T ‘ T \1\4"\0‘ T T \‘\H \“ \H ‘\ T “H‘\ T \“’ T T T ‘ \‘\ L
m/z--> 0 20 40 60 80 100 120
Abundance
55.0 /00 A

11.00 11.50
5000 39.0 m/Z 41.05 54.34%
98.0
15.0
e B e A
miz--> 0 20 40 60 80 100 120
Abundance #3821: Cyclopentane, 1,2-dimethyl-, cis- {— —
56.0 11.00 11.50
41.0 m/z 69.05 53.00%
5000
98.0
83.0
15.0 ‘ ‘
““‘M“‘!“}L‘u” R A s RN
m/z--> 0 20 40 60 80 100 120 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW100621\
Data File : VW020322.D

Acqg On : 06 Oct 2021 18:59
Operator : SY/VA

Sample : M4001-06

Misc : 7.09g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100621SMA.M
Quant Title : SFAM@1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 (DEL) Alkane: Cyclic11.439 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.439 2.12 ug/L 70695 Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 97
2 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 93
3 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 93
4 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 90
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 86

Abundance Scan 1564 (11.439 min): VW020322.D\data.ms (-1559) ( m/z 69.10 100.00%

69.1 1111
55.1
5000 41.0
126.1

Ly
\H’\H\‘\H\‘HH}\\H‘M\MH‘HH"\H‘\“‘\‘\H“H‘\‘\‘\H\‘HH’HH’H\ m/z 111.05 96.3300

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13297: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4
69.0 111.0
55.0 /\
5000 41.0 T T
11.50
126.0

m/z 55.10 66.92%

‘ ‘ ‘ 84.0
HWHw”w”H\“Hw“HwH“WHwuH\HH\“H\lmwwm
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
69.0 111.0
55.0

41.0 11.50
5000 ITI/Z 41.05 38.79%
27.0
126.0
84.0
13.0
T T T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13303: Cyclohexane, 1,3,5-trimethyl-, (1. alpha ,3.alpha. T
69.0 111.0 11.50
55.0 m/z 126.10 27.87%
41.0
5000
21.0 126.0
83.0
TN | Y A0 T Y WAN.
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW100621\
Data File : VW020322.D

Acqg On : 06 Oct 2021 18:59
Operator : SY/VA

Sample : M4001-06

Misc : 7.09g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100621SMA.M
Quant Title : SFAM@1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 (DEL) Alkane: Cyclic11.768 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.768 2.55 ug/L 85304  Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 001678-81-5 98
2 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 001678-81-5 83
3 3-Heptene, 2,6-dimethyl- 126 C9H18 002738-18-3 68
4 trans-2-Methyl-3-octene 126 C9H18 052937-36-7 58
5 3-Heptene, 2,6-dimethyl- 126 C9H18 002738-18-3 58

Abundance Scan 1618 (11.768 min): VW020322.D\data.ms (-1611) ( m/z 69.05 100.00%

551 69.0
111.1
41.0
5000 126.1
83.1

m/Z 55.10 84.4300

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13300: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.beta.,3
69.0
55.0
41.0 111.0

5000 e Y
126.0 11.50 12.00
83.0 9
270 m/z 111.10  69.99%
| ‘ ‘ 97.0
H‘\H\‘H\m‘\H\}H\H“\‘H‘\‘H‘\‘\“H\‘\“!1\\‘H\‘}‘HHM\H‘\H‘\‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
41.0 55.0 69.0
111.0 T T ‘/\‘
11.50 12.00
27.0 o
5000 m/z 41.05 57.74%
83.0 126.0
97.0
T e e T e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13215: 3-Heptene, 2,6-dimethyl- — —
53.0 69.0 11.50 12.00

m/z 56.05 50.08%

41.0
5000
27.0 83.0 126.0

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW100621\
Data File : VW020322.D

Acqg On : 06 Oct 2021 18:59
Operator : SY/VA

Sample : M4001-06

Misc : 7.09g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100621SMA.M
Quant Title : SFAM@1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 (DEL) Alkane: Cyclic11.823 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.823 2.11 ug/L 70299 Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-32-9 91
2 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-32-9 78
3 (1,2,4-Trimethylcyclohexyl)metha... 156 C1@H200 1000499-04-0 56
4 Zinc, bis[2-(1,1-dimethylethyl)-... 314 C18H34Zn 074793-36-5 56
5 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-31-8 45
Abundance Scan 1627 (11.823 min): VW020322.D\data.ms (-1622) ( m/z 69.10 100.00%
69.1 125.2
5000
41.0
= T
11.50 12.00
91.0
e ‘ | M R 209 m/z 125.15  94.61%
m/z--> 80 100 120 140
Abundance #20768: Cyclohexane 1,1,3,5-tetramethyl-, cis-
69.0 125.0
5000 41.0 1 ‘ﬁ/\‘ 1 ‘/
11.50 12.00
m/z 83.10 52.14%
\1\5\.0‘\‘}‘\ \‘M\ T \‘H‘ \“\‘\ \”‘ 19\1\(\)‘ L B
miz-> 20 40 60 80 100 120 140
Abundance
69.0 125.0
‘\M ‘ T T ‘ T
21.0 11.50 12.00 .
5000 m/z 41.00 33.83%
24.0 97.0
e e e e
miz--> 20 40 60 80 100 120 140
Abundance #33005: (1,2,4-Trimethylcyclohexyl)methanol (isomer 3) = —
69.0 125.0 11.50 12.00
m/z 55.10 30.03%
5000
41.0
\\‘\9501540 SANIRILN
mlz--> 60 80 100 120 140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW100621\
Data File : VW020322.D

Acqg On : 06 Oct 2021 18:59
Operator : SY/VA

Sample : M4001-06

Misc : 7.09g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100621SMA.M
Quant Title : SFAM@1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 (DEL) Alkane: Cyclic11.878 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.878 2.69 ug/L 89941 Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 90
2 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 87
3 cis-1-Ethyl-3-methyl-cyclohexane 126 CO9H18 019489-10-2 87
4 2-Hexene, 3,4,4-trimethyl- 126 C9H18 053941-19-8 80
5 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 72
Abundance Scan 1636 (11.878 min): VW020322.D\data.ms (-1632) ( m/z 97.10 100.00%
97.1
55.1
5000 /\—N\/\/\k
126.1 T T T
39 ‘ 81.1 | ‘ 11.50 12.00
el UL MAT2 0 s 551 78.80%
miz-> 20 40 60 80 100 120 140
Abundance #13239: 1-Ethyl-4-methylcyclohexane
55.0 97.0
5000 = —
11.50 12.00
126.0 m/z 41.00 22.01%
39‘0 ‘ 8LO ‘
\\\‘\U\\‘i“\\\H!“\‘\‘\\“\\\\“\\‘\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance
97.0
55.0
r— M
11.50 12.00
5000 m/z 126.10 18.49%
126.0
39.0 81.0
14.0
B L W A
miz--> 20 40 60 80 100 120 140
Abundance #13274: cis-1-Ethyl-3-methyl-cyclohexane — ‘ e L
55.0 97.0 11.50 12.00
m/z 57.05 17.70%
5000
126.0
39‘0 ‘ 81.0 ‘ ‘
““‘MV‘MW e - s
m/z--> 20 40 60 80 100 120 140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW100621\
Data File : VW020322.D

Acqg On : 06 Oct 2021 18:59
Operator : SY/VA

Sample : M4001-06

Misc : 7.09g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100621SMA.M
Quant Title : SFAM@1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 (DEL) Alkane: Cyclic11.975 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.975 3.33 ug/L 111150 Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, pentyl- 140 C10H20 003741-00-2 80
2 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 62
3 3-Hexene, 2-methyl-, (E)- 98 C7H14 000692-24-0 60
4 3-Hexene, 2-methyl-, (Z)- 98 C7H14 015840-60-5 53
5 2-Octene, 2,6-dimethyl- 140 C10H20 004057-42-5 53

Abundance Scan 1652 (11.975 min): VW020322.D\data.ms (-1646) ( m/z 69.10 100.00%
69.1

41.0
5000 111.1 W
T
‘H 8#.1 ‘ 140.1 12.00
SN -] il pll bl m/z 55.10  64.90%
m/z--> 20 40 60 80 100 120 140
Abundance #20687: Cyclopentane, pentyl-
41.0 69.0
5000 T
12.00
97.0 m/z 41.85 47.49%
‘ ‘ ‘ 140.0
T \]-\5\-0‘ \‘H T \‘i T \H\“ T ‘\ T “‘\‘\ T }“ \]T]HS\O‘ L ‘ L
m/z-> 20 40 60 80 100 120 140
Abundance
55.0
e
12.00
5000 39.0 m/Z 70.10 43, 5200
15.0 83.0
e T T
m/z-> 20 40 60 80 100 120 140
Abundance #3795: 3-Hexene, 2-methyl-, (E)- e
41.0 69.0 12.00
m/z 56.05 43.00%
5000
98.0
15.0
m/z--> 20 40 60 80 100 120 140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW100621\
Data File : VW020322.D

Acqg On : 06 Oct 2021 18:59
Operator : SY/VA

Sample : M4001-06

Misc : 7.09g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100621SMA.M
Quant Title : SFAM@1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.140 5.68 ug/L 189712  Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-Dimethyl-3-heptene 126 C9H18 059643-68-4 70
2 2,4-Dimethyl-1,5-diazabicyclo[3.... 112 C6H12N2 1000283-20-9 59
3 Cyclohexane, 1l-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 58
4 Cyclohexane, 1l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 58
5 2-Hexene, 3,4,4-trimethyl- 126 C9H18 053941-19-8 58

Abundance Scan 1679 (12.140 min): VW020322.D\data.ms (-1670) ( m/z 97.10 100.00%
. 97.1

55.0
39 70.1 125.1 i —
I ‘ \‘ | | as 05 99 ot
el 240 s s s 99.95%
miz--> 20 40 60 80 100 120 140
Abundance #13207: 3,5-Dimethyl-3-heptene
55.0
97.0
5000 A e
12.00 12.50
m/z 41.05 56.69%

39.0 126.0
\].\5\.(? T M\ \‘H‘\ \‘\‘ 1“ \ﬂ\‘-\o\”“\ T \“ L ‘ L ‘ T
m/z--> 20 40 60 80 100 120 140
Abundance
97.0

42-0 T ‘ T T ‘ T
12.00 12.50

5000 69.0 m/z 69.10 48.69%

112.0
A A o e e e o B e R I B S AR
m/z--> 20 40 60 80 100 120 140
Abundance

#13288: Cyclohexane, 1-ethyl-2-methyl-, trans- T —
550 .0 12.00 12.50
m/z 56.05  28.52%

5000
39.0 126.0
15.0 H ‘\ H | ‘\ M‘\ 810 ‘

\ —T
m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW100621\
Data File : VW020322.D

Acqg On : 06 Oct 2021 18:59
Operator : SY/VA

Sample : M4001-06

Misc : 7.09g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100621SMA.M
Quant Title : SFAM@1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 (DEL) Alkane: Straight-Chai... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
12.231 1.65 ug/L 55142  Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 47
2 2-Propyl-1-pentanol, pentafluoro... 276 C11H17F502 1000365-51-2 43
3 2-Decene, (Z)- 140 C10H20 020348-51-0 30
4 Cyclopropane, 1,1,2,3-tetramethyl- 98 C7H14 074752-93-5 30
5 Cyclononanone 140 C9H160 003350-30-9 27

Abundance Scan 1694 (12.231 min): VW020322.D\data.ms (-1686) ( m/z 57.05 100.00%
5

1.0
5000
84.0

Ly e o
el e m/Z 55.00  70.01%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22101: Octane, 2,3-dimethyl-
57.0

5000 e —
98.0 12.00 12.50

m/z 41.00 54.39%

29.0
\\\‘\H\\U\\\““‘\\‘H\\“\‘\\\““““‘}ﬁz‘.g“““““““‘ W\/\AA/\/\/\/\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0

T —T
12.00 12.50

5000 m/z 69.10 52.77%
84.0 119.0
29.0
147.0 175.0 203.0
R R e S o e R e AR ERREE e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20653: 2-Decene, (2)- T —
55.0 12.00 12.50

m/z 43.10 48.66%

5000
29.0
T
el

m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW100621\
Data File : VW020322.D

Acqg On : 06 Oct 2021 18:59
Operator : SY/VA

Sample : M4001-06

Misc : 7.09g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100621SMA.M
Quant Title : SFAM@1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.366 11.69 ug/L 390340 Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 64
2 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 64
3 Heptane, 3-ethyl-2-methyl- 142 C1leH22 014676-29-0 58
4 Octane, 2,5,6-trimethyl- 156 C11H24 062016-14-2 53
5 Carbonic acid, heptyl vinyl ester 186 C10H1803 1010383-25-4 53
Abundance Scan 1716 (12.365 min): VW020322.D\data.ms (-1706) ( m/z 57.05 100.00%
57.0
5000
N %60 J\J\d
- B
12.00 12.50
125.1
T \\‘\\\\‘i‘\\\‘H“\\‘H\ \8]‘“‘\@\\\”‘ T \‘\\:\LL‘}Z\.%\ m/Z 43.05 49.9400
miz--> 20 40 60 80 100 120 140
Abundance #22102: Octane, 2,3-dimethyl-
57.0
5000 12‘00‘ ‘12‘50‘
41.0 . .
98.0 m/z 41.10 36.94%
miz-> 20 40 60 80 100 120 140
Abundance
57.0
= —
12.00 12.50
5000 41.0 m/z 98.05 34.86%
98.0
15.0 77.0 114.0  142.0
T e e T
miz--> 20 40 60 80 100 120 140
Abundance #22127: Heptane, 3-ethyl-2-methyl- i s
57.0 12.00 12.50
m/z 56.10 21.64%
5000 41.0 98.0
SR XN £ T S 71 I PV B AV
m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW100621\
Data File : VW020322.D

Acqg On : 06 Oct 2021 18:59
Operator : SY/VA

Sample : M4001-06

Misc : 7.09g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100621SMA.M
Quant Title : SFAM@1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.451 2.95 ug/L 98558 Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Octene, 2,6-dimethyl-, [S-(E)]- 140 C10H20 062960-76-3 52
2 Trans-1,4-diethylcyclohexane 140 C10H20 013990-93-7 46
3 2-Hepten-4-one, 6-methyl- 126 C8H140 049852-35-9 43
4 2,3,4-Trimethyl-hex-3-enal 140 C9H160 1000193-72-9 43
5 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 43
Abundance Scan 1730 (12.451 min): VW020322.D\data.ms (-1725) ( m/z 69.05 100.00%
69.0
55.1
5000 41.0 1111
84.1 125.1 A
H ‘ 140.1 12.50
Www‘il‘m,u‘:“w‘lwm“mm,m;luwchlw m/z 55.10  59.26%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #20751: 4-Octene, 2,6-dimethyl-, [S-(E)]-
55.0
69.0
5000 iz%d
41.0 :
83.0 140.0 m/z 41.05 46.50%
27. 111. -
\‘\HUT)HH“\‘H\’\‘\!‘\‘H\‘\“HH‘\MH‘?Z\.RH\"H\O\‘H\'\‘\\Hl\\\\‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance
69.0
—
1110 12.50
5000 55.0 m/z 111.10  45.16%
41.0
140.0
e
m/z--> 20 30 40 50 60 70 80 90 100110120 130140 /\
Abundance #13039: 2-Hepten-4-one, 6-methyl- : 5
69.0 12.50
m/z 56.10 39.92%
5000
41.0 84.0 111.0
210 |, 550 | ‘ ‘ -
e e e e e e e .
m/z--> 20 30 40 50 60 70 80 90 100110120130140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW100621\
Data File : VW020322.D

Acqg On : 06 Oct 2021 18:59
Operator : SY/VA

Sample : M4001-06

Misc : 7.09g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100621SMA.M
Quant Title : SFAM@1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 (DEL) Alkane: Straight-Chai... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
12.615 1.65 ug/L 41705 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 42
2 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 42
3 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 38
4 Cyclopropane, 1,2-dimethyl-1-pen... 140 C1l0H20 062238-04-4 38
5 2-Pentene, 3-methyl- 84 C6H12 000922-61-2 30
Abundance Scan 1757 (12.615 min): VW020322.D\data.ms (-1752) ( m/z 69.05 100.00%
69.0
281.C
5000 125.1 Jm
= —
saL Lol 1mezes ws |
sl el e ST R L myz 41.05 58.99%
m/z--> 0 50 100 150 200 250
Abundance #7604: 1-Hexene, 3,3-dimethyl-
69.0
5000 a -
12.50 13.00
m/z 55.05 58.22%
B
N
‘ T T T T ‘ T 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
Abundance
41.0
—= —
12.50 13.00
5000 m/z 281.00 47 .83%
84.0
1.0
e
miz--> 0 50 100 150 200 250
Abundance #1703: 2-Pentene, 3-methyl-, (2)- — ——
41.0 12.50 13.00
m/z 125.10  38.43%
5000
84.0
“M‘hpd‘w‘ T
m/z--> 0 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW100621\
Data File : VW020322.D

Acqg On : 06 Oct 2021 18:59
Operator : SY/VA

Sample : M4001-06

Misc : 7.09g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100621SMA.M
Quant Title : SFAM@1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 (DEL) Alkane: Cyclic12.780 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.780 37.71 ug/L 953015 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,2,3-tetramethyl- 140 C10H20 006783-92-2 93
2 2-Octene, 2,6-dimethyl- 140 C1oH20 004057-42-5 76
3 2-Octene, 2,6-dimethyl- 140 C1eH20 004057-42-5 76
4 4-Octene, 2,6-dimethyl-, [S-(E)]- 140 C1eH20 062960-76-3 68
5 2-Octene, 2,6-dimethyl- 140 C1oH20 004057-42-5 64
Abundance Scan 1784 (12.780 min): VW020322.D\data.ms (-1778) ( m/z 69.10 100.00%
69.1
41.1 125.1
5000
84.0 = —
‘ ‘ ‘ | 'T 1090 1402 12.50 13.00
HH‘HH‘\\\\‘\\\\‘\\\\‘\\\\‘H\‘\“‘HH‘H‘}\‘HH‘HH‘H\‘\‘HH“HH‘ m/z 79.19 75-0200
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #20749: Cyclohexane, 1,1,2,3-tetramethyl-
69.0
41.0
5000 e as
125.0 12.50 13.00
L 84.0 m/z 55.05 68.28%
140.0
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance
69.0
—= —
12.50 13.00
5000 m/z 41.10 62.10%
43.0 140.0
27.0 84.0 111.0
T T T e
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #20705: 2-Octene, 2,6-dimethyl- T T
41.0 69.0 12.50 13.00
m/z 125.10 59.63%
5000
140.0
g || 0 o
m/z--> 20 30 40 50 60 70 80 90 100110120130140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW100621\
Data File : VW020322.D

Acqg On : 06 Oct 2021 18:59
Operator : SY/VA

Sample : M4001-06

Misc : 7.09g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100621SMA.M
Quant Title : SFAM@1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 unknown-02 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.865 6.39 ug/L 161450 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Heptadienal, (E,E)- 110 C7H100 004313-03-5 43
2 Cyclopentene, 4,4-dimethyl- 96 C7H12 019037-72-0 38
3 2-Cyclopentene-1-carboxylic acid... 140 C8H1202 068317-73-7 30
4 Cyclohexaneethanol, .beta.,4-dim... 156 C10H200 005113-95-1 14
5 Cyclohexene, 1-pentyl- 152 C11H20 015232-85-6 14
Abundance Scan 1798 (12.865 min): VW020322.D\data.ms (-1790) ( m/z 81.05 100.00%
81.0
55.1
5000
1111 Y ——
‘ 140.2 12.50 13.00
S I e MR w7 5510 59.22%
miz--> 20 40 60 80 100 120 140 160
Abundance #6577: 2,4-Heptadienal, (E,E)-
81.0
5000 = ——
12.50 13.00
41.0 110.0 m/z 69.05 36.91%
\]_\5\.0‘\‘\‘\ \M\ “H‘M‘G‘?’J@‘ \““\ \‘\‘\ ‘ T \‘\ T ‘ T T ‘ LU ‘ T
m/z--> 20 40 60 80 100 120 140 160
Abundance
81.0
= —
12.50 13.00
5000 ITI/Z 41.10 35.39%
39.0
15.0 56.0
a2 B  a m
miz--> 20 40 60 80 100 120 140 160
Abundance #21335: 2-Cyclopentene-1-carboxylic acid, 1-methyl-, me P —
81.0 12.50 13.00
m/z 97.10 31.93%
5000
53.0
O T L1000 1400
e B e R B P ——
m/z--> 20 40 60 80 100 120 140 160 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW100621\
Data File : VW020322.D

Acqg On : 06 Oct 2021 18:59
Operator : SY/VA

Sample : M4001-06

Misc : 7.09g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100621SMA.M
Quant Title : SFAM@1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.951 16.99 ug/L 429443  1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Octene, 2,6-dimethyl- 140 C10H20 004057-42-5 70
2 4-Octene, 2,6-dimethyl-, [S-(E)]- 148 C1@H20 062960-76-3 64
3 4-Octene, 2,6-dimethyl-, [S-(Z)]- 148 C1eH20 062960-77-4 64
4 3-Octene, 4-ethyl- 140 C10H20 053966-51-1 52
5 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 52
Abundance Scan 1812 (12.951 min): VW020322.D\data.ms (-1804) ( m/z 69.10 100.00%
69.1
41.0
5000
97.1
1251
—
SRR
el Al sl b e b 2ete 20700 n/z s5.10 79.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20705: 2-Octene, 2,6-dimethyl-
410 69.0
5000 1
13.00
m/z 41.00 60.88%
L o e
\\‘\}\\‘\\\“\‘\w\\‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55.0
—
13.00
5000 ITI/Z 70.10 48.87%
83.0 140.0
111.0
R B e R EmA R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20747: 4-Octene, 2,6-dimethyl-, [S-(2)]- ¢
55.0 13.00
m/z 56.10 39.64%
5000
23.0 | 87-0 1110 1400
| Y \ \
A e e e e B ARE B e
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW100621\
Data File : VW020322.D

Acqg On : 06 Oct 2021 18:59
Operator : SY/VA

Sample : M4001-06

Misc : 7.09g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100621SMA.M
Quant Title : SFAM@1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 (DEL) Alkane: Cyclic13.085 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.085 4.82 ug/L 121783 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1R,2c,3t,4t-Tetramethyl-cyclohexane 140 C10H20 1000144-07-3 90
2 Cyclohexane, 1,1,2,3-tetramethyl- 140 C1eH20 006783-92-2 87
3 3-Nonene, 3-methyl-, (E)- 140 C1eH20 069405-42-1 64
4 2,3-Dimethyl-3-heptene, (Z)- 126 C9H18 059643-73-1 49
5 3-Octene, 4-ethyl- 140 C1oH20 053966-51-1 46
Abundance Scan 1834 (13.085 min): VW020322.D\data.ms (-1829) ( m/z 69.10 100.00%
69.1
41.1 55.1
83.0
5000
125.1
T
BN .
H‘HH‘\\Hi\\\\“\‘}\\‘\\‘\‘\‘\H‘\“‘\‘\‘\\“\\‘\‘1‘\\H‘M\H‘\‘H\‘HH‘“HH‘ m/Z 70.10 91.7300
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #20759: 1R,2c,3t,4t-Tetramethyl-cyclohexane
69.0
55.0
5000 a :
83.0 13.00
111.0 140.0 m/z 55.10 64.85%
| 97.0 ‘ 1ﬁ5-0 ‘
H‘HH‘HH‘HH‘HH‘HH HH‘H‘H‘\H‘\‘HH‘HH‘H‘H‘HH‘HH‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance
69.0
410 o ) ‘
13.00
5000 ITI/Z 41.10 60.61%
27.0 83.0 125.0
97.0 111.0 1400
B e AR Eaas S
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #20712: 3-Nonene, 3-methyl-, (E)- —— :
55.0 13.00
m/z 83.05 52.14%
5000
41.0 69.0
83.0
27.0 ‘
111.0 140.0
bbb 970 1250 /U
m/z--> 20 30 40 50 60 70 80 90 100110120130140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW100621\
Data File : VW020322.D

Acqg On : 06 Oct 2021 18:59
Operator : SY/VA

Sample : M4001-06

Misc : 7.09g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100621SMA.M
Quant Title : SFAM@1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 19 (DEL) Alkane: Straight-Chai... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
13.164 1.95 ug/L 49299 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3,3-dimethyl- 142 C1OH22 004110-44-5 78
2 Decane, 4-methyl- 156 C11H24 002847-72-5 72
3 Octane, 3,3-dimethyl- 142 C10H22 004110-44-5 64
4 Isobutyl pentyl carbonate 188 C10H2003 178442-32-5 64
5 Heptane, 3,3,5-trimethyl- 142 C1OH22 007154-80-5 64

Abundance Scan 1847 (13.164 min): VW020322.D\data.ms (-1844) ( m/z 71.10 100.00%

43.1 71.1
5000

‘ 113.1 F T
\“M \““

13.00 13.50
1 | imissso
m/z--> 20 40 60 80 100 120 140 160
Abundance #22097: Octane, 3,3-dimethyl-
71.0

bl TR m/z 43,18 98.85%
5000 43.0 — —

13.00 13.50
m/z 57.10 81.73%

‘ 113.0
\1\5\.(‘)\‘\‘\\“‘\\\‘M‘\\M\‘\‘\\\‘\\1\‘\‘\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance
43.0
71.0

7 7
13.00 13.50

5000 ITI/Z 41.05 47 .88%
112.0
26.0 91.0 156.0
T T T T T e T
m/z--> 20 40 60 80 100 120 140 160
Abundance #22100: Octane, 3,3-dimethyl- 7 —
43.0 71.0 13.00 13.50

m/z 70.10  41.84%

5000
‘ ‘ 113.0
26\} ‘\‘\ \‘\‘HM | \‘

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW100621\
Data File : VW020322.D

Acqg On : 06 Oct 2021 18:59
Operator : SY/VA

Sample : M4001-06

Misc : 7.09g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100621SMA.M
Quant Title : SFAM@1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 20 unknown-03 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.262 3.02 ug/L 76206 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 42
2 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 42
3 Spiro[3.5]nonan-1-one 138 C9H140 029800-45-1 41
4 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 38
5 .alpha.-Santoline alcohol 154 C10H180 090823-36-2 38

Abundance Scan 1863 (13.262 min): VW020322.D\data.ms (-1859) ( m/z 95.10 100.00%

95.1
55.0
5000 139.2

RREE ??} ok ; ‘H; il H‘ 1,2?’1 al L m/z 81.e5 78.95%

m/z--> 20 40 60 80 100 120 140
Abundance #6748: 5,5-Dimethyl-1,3-hexadiene
95.0
27.0 67.0

5000 — ——
13.00 13.50
J m/z 55.00 66.83%
’50"‘ 1
miz--> 20 40 60 80 100 120 140
Abundance
95.0
— —
13.00 13.50
5000, 270 67.0 m/z 69.10  65.20%
50.0
e e e e e
m/z--> 20 40 60 80 100 120 140
Abundance #20168: Spiro[3.5]nonan-1-one — —
81.0 13.00 13.50

m/z 83.10 60.89%

5000
54.0 110.0
138.0
o | L
I — Al i1l I

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\VW100621\
Data File : VW020322.D

Acqg On : 06 Oct 2021 18:59
Operator : SY/VA

Sample : M4001-06

Misc : 7.09g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100621SMA.M
Quant Title : SFAM@1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 21 (DEL) Alkane: Cyclic13.695 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.695 14.32 ug/L 361908 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1-dimethyl-2-propyl- 154 C11H22 081983-71-3 95
2 1-Ethyl-2,2,6-trimethylcyclohexane 154 C11H22 071186-27-1 93
3 2-Decene, 4-methyl-, (Z)- 154 C11H22 074630-30-1 81
4 Cyclopropane, 1-butyl-1-methyl-2... 154 C11H22 041977-34-8 58
5 4-Decene, 5-methyl-, (E)- 154 C11H22 062338-51-6 50

Abundance Scan 1934 (13.694 min): VW020322.D\data.ms (-1929) ( m/z 69.10 100.00%

69.1
41.1
5000

154.2 T T
H ‘ 85.0 11‘1-2 a2 ‘ 13.50 14.00
‘““‘;V‘Ju“WM‘HWﬂ‘NW“‘:“ﬂu“‘n“u‘ - 'm/z 55.10 68.66%
m/z--> 20 40 60 80 100 120 140 160
Abundance #31475: Cyclohexane, 1,1-dimethyl-2-propyl-
69.0
41.0
5000 T ‘ T T ‘ T
13.50 14.00

m/z 41.10 58.94%

‘ 97.0 139.0
‘_‘m‘,“m‘J:Muh‘“uHM‘_‘H“_??‘?-P‘
miz--> 20 40 60 80 100 120 140 160
Abundance

69.0

— —
41.0 13.50 14.00

5000 m/z 56.10  52.15%
154.0
97.0
125.0

e e e e

m/z--> 20 40 60 80 100 120 140 160
Abundance #31448: 2-Decene, 4-methyl-, (2)- —— —
69.0 13.50 14.00

m/z 84.10  43.22%

41.0
5000
85.0
20 || L %ﬁ 111.0 154.0

: R
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW100621\
Data File : VW020322.D

Acqg On : 06 Oct 2021 18:59
Operator : SY/VA

Sample : M4001-06

Misc : 7.09g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100621SMA.M
Quant Title : SFAM@1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 22 Zinc, bis[2-(1,1-dimethylet... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.012 9.95 ug/L 251566 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Zinc, bis[2-(1,1-dimethylethyl)-... 314 C18H34Zn 074793-36-5 72
2 (1,2,4-Trimethylcyclohexyl)metha... 156 C1@H200 1000499-03-9 64
3 Cyclohexane, 1,2-diethyl-3-methyl- 154 C11H22 061141-80-8 64
4 Cyclohexane, 2,4-diethyl-1-methyl- 154 C11H22 061142-70-9 50
5 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-31-8 50
Abundance Scan 1986 (14.012 min): VW020322.D\data.ms (-1982) ( m/z 69.10 100.00%
69.1 125.1
5000
T
‘ 14.00
sl b 1esiz70 m/z 125.10  88.16%
miz--> 50 100 150 200 250 300
Abundance #217314: Zinc, bis[2-(1,1-dimethylethyl)-3,3-dimethylcycl
(e
62.0 125.0
5000 =
14.00
m/z 55.10 48.63%
T “\ ‘\“ “‘\ ‘!‘ ‘\“ \‘”’ | \“\ L %6}\0\ \2?5\0\2\38\? ?7\3\0\ ?]\-‘4\0
miz-> 50 100 150 200 250 300
Abundance
69.0
125.0 _— |
14.00
5000 m/z 83.10 37.34%
29.0
T T T
miz--> 50 100 150 200 250 300
Abundance #31470: Cyclohexane, 1,2-diethyl-3-methyl- —— ‘
69.0 14.00
m/z 41.10 35.00%
5000 125.0
29.# ‘
mlz--> 50 100 150 200 250 300 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW100621\
Data File : VW020322.D

Acqg On : 06 Oct 2021 18:59
Operator : SY/VA

Sample : M4001-06

Misc : 7.09g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100621SMA.M
Quant Title : SFAM@1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 23 Naphthalene, decahydro-2-me... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.383 5.29 ug/L 133635 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 99
2 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 95
3 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 89
4 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 89
5 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C1@H160 000464-48-2 76
Abundance Scan 2047 (14.383 min): VW020322.D\data.ms (-2042) ( m/z 81.10 100.00%
81.1
152.2
411
5000
109.1 — —
14.00 14.50
135.1
63 m/z 95.10  75.23%
m/z--> 20 40 60 80 100 120 140 160
Abundance #29507: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
5000 — —
14.00 14.50
109.0 J m/z 67.00 75.11%
\‘\‘!\\lh\\h\ 3 }\‘\H\“\\“\\“1:\“\3\"‘0\\\‘\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance
81.0
— ——
55.0 152.0 14.00 14.50
5000 m/z 152.20 73.69%
29.0 109.0
135.0
B o AT e
miz--> 20 40 60 80 100 120 140 160
Abundance #29497: 1-Methyldecahydronaphthalene T =
41.0 67.0 14.00 14.50
9.0 152.0 m/z 41.16  61.42%
B M
‘ M 123.0
m/z--> 20 40 60 80 100 120 140 160 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW100621\
Data File : VW020322.D

Acqg On : 06 Oct 2021 18:59
Operator : SY/VA

Sample : M4001-06

Misc : 7.09g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100621SMA.M
Quant Title : SFAM@1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 24 1-Methyldecahydronaphthalene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.548 11.22 ug/L 283693 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 98
2 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 98
3 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 86
4 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 70
5 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 70

Abundance Scan 2074 (14.548 min): VW020322.D\data.ms (-2069) ( m/z 67.00 100.00%
67.0 951
152.2
411
5000
T T
123.1 14.50
AT L2070 ss.ie o1.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29506: Naphthalene, decahydro-2-methyl-
410 67.0
95.0 152.0
5000 —— :
14.50
m/z 81.10 84.46%
h 123.0
}\‘\H\“\\‘\\‘u\\\“\\\‘\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
410 67.0
95.0 152.0 L I
14.50
5000 m/z 152.15 83.01%
123.0
R R m A e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29505: Naphthalene, decahydro-2-methyl- =
41.0 95.0 14.50
67.0 152.0 m/z 82.05 82.73%
5000
‘123.0
Sy
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW100621\
Data File : VW020322.D

Acqg On : 06 Oct 2021 18:59
Operator : SY/VA

Sample : M4001-06

Misc : 7.09g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100621SMA.M
Quant Title : SFAM@1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 25 Naphthalene, decahydro-2,6-... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
14.969 1.80 ug/L 45432  1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2,6-dimet... 166 C12H22 001618-22-0 91
2 5-Undecyne 152 C11H20 002294-72-6 70
3 Naphthalene, decahydro-1,5-dimet... 166 C12H22 066552-62-3 64
4 2(1H)-Naphthalenone, octahydro-8... 166 C11H180 001197-95-1 53
5 1-Methyl-2-methylenecyclohexane 110 C8H14 002808-75-5 49
Abundance Scan 2143 (14.969 min): VW020322.D\data.ms (-2139) ( m/z 81.00 100.00%
81.0
166.2
5000 41.0
109.1
——
15.00
135.0 206.8
}‘\‘\M‘\\‘H‘u”uw‘H‘l\‘\‘u\‘uu‘uu m/Z 95.10 76.6800
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41563: Naphthalene, decahydro-2,6-dimethyl-
81.0
166.0
55.0
5000 T
109.0 15.00
29.0 1370 m/z 166.20  53.42%
\\\‘\‘\‘\\““\\\ {\‘\H“\}‘\\“}\\\“‘\\1\‘\‘\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
67.0
—
95.0 15.00
5000 41.0 m/z 67.05 53.22%
123.0
152.0
e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41570: Naphthalene, decahydro-1,5-dimethyl- ——
95.0 15.00
m/z 41.05 43.96%
166.0
5000 67.0
41.0
L me
‘1‘5‘_”“HH_HJ‘;M e
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW100621\
Data File : VWO20322.D

Acqg On : 06 Oct 2021 18:59
Operator : SY/VA

Sample : M4001-06

Misc : 7.09g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100621SMA.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 2.812 1.8 ug/L 52955 1 8.842 748497 25.0
(DEL) Alkane: C.. 11.232 3.2 ug/L 107885 2 11.634 834717 25.0
(DEL) Alkane: S.. 11.329 2.2 ug/L 72157 2 11.634 834717 25.0
(DEL) Alkane: C.. 11.439 2.1 ug/L 70695 2 11.634 834717 25.0
(DEL) Alkane: C.. 11.768 2.5 ug/L 85304 2 11.634 834717 25.0
(DEL) Alkane: C.. 11.823 2.1 ug/L 70299 2 11.634 834717 25.0
(DEL) Alkane: C.. 11.878 2.7 ug/L 89941 2 11.634 834717 25.0
(DEL) Alkane: C.. 11.975 3.3 ug/L 111150 2 11.634 834717 25.0
(DEL) Alkane: S.. 12.140 5.7 ug/L 189712 2 11.634 834717 25.0
(DEL) Alkane: S.. 12.231 1.6 ug/L 55142 2 11.634 834717 25.0
(DEL) Alkane: S.. 12.366 11.7 ug/L 390340 2 11.634 834717 25.0
(DEL) Alkane: S.. 12.451 3.0 ug/L 98558 2 11.634 834717 25.0
(DEL) Alkane: S.. 12.615 1.6 ug/L 41705 3 13.554 631841 25.0
(DEL) Alkane: C... 12.780 37.7 ug/L 953015 3 13.554 631841 25.0
unknown-02 12.865 6.4 ug/L 161450 3 13.554 631841 25.0
(DEL) Alkane: S 12.951 17.0 ug/L 429443 3 13.554 631841 25.0
(DEL) Alkane: C 13.085 4.8 ug/L 121783 3 13.554 631841 25.0
(DEL) Alkane: S... 13.164 2.0 ug/L 49299 3 13.554 631841 25.0
unknown-03 13.262 3.0 ug/L 76206 3 13.554 631841 25.0
(DEL) Alkane: C... 13.695 14.3 ug/L 361908 3 13.554 631841 25.0
Zinc, bis[2-(1,... 14.012 9.9 ug/L 251566 3 13.554 631841 25.0
Naphthalene, de... 14.383 5.3 ug/L 133635 3 13.554 631841 25.0
1-Methyldecahyd... 14.548 11.2 ug/L 283693 3 13.554 631841 25.0
Naphthalene, de... 14.969 1.8 ug/L 45432 3 13.554 631841 25.0
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