LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY070822\
Data File : VY009486.D

Acqg On : 08 Jul 2022 16:36
Operator : KP/MD

Sample : N3595-06

Misc : 4.61g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 12 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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_Y\methods\82Y070722S.M

Title : SW846 8260

Signal : TIC: VY@09486.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.857 3 6 16 rVB2 68973 106495 8.45% 0.438%
2 2.217 58 65 76 rBv2 46643 105713 8.38% 0.435%
3 2.893 166 176 183 rBV2 15779 35540 2.82% 0.146%
4 3.241 224 233 242 rBV4 7932 21002 1.67% ©.086%
5 3.936 335 347 357 rBV 195529 526337 41.74% 2.163%
6 4.015 357 360 375 rVB3 18421 44571 3.53% 0.183%
7 4.180 378 387 401 rW 56790 153000 12.13% 0.629%
8 4.710 462 474 476 rBv2 11888 32847 2.60% 0.135%
9 5.234 546 560 571 rBv4 10251 37381 2.96% 0.154%
106 5.734 631 642 656 rVB2 8552 27878  2.21% 0.115%
11 6.679 787 797 804 rBV5S 5441 19225 1.52% 0.079%
12 6.789 807 815 823 rVB4 7098 22514 1.79% 0.093%
13 6.978 835 846 861 rBV2 79746 225763 17.90%  0.928%
14 7.71@ 954 966 971 rBV 89678 216982 17.21% ©.892%
15 7.783 971 978 987 rVW 266213 616312 48.88% 2.533%
16 7.862 987 991 999 rvB2 18292 42127 3.34% 0.173%
17 7.990 1005 1012 1020 rBV 22948 55673 4.42% 0.229%
18 8.136 1028 1036 1048 rBvV2 103527 252062 19.99% 1.036%
19 8.270 1048 1058 1060 rvV3 13728 31994 2.54% 0.132%
20 8.319 1060 1066 1075 rVV2 52046 145413 11.53% ©.598%
21 8.405 1075 1080 1093 rVB4 12765 33785 2.68% 0.139%
22 8.545 1096 1103 1110 rVB3 8891 18455 1.46% 0.076%
23 8.685 1117 1126 1137 rBV 374126 740751 58.75% 3.045%
24  8.917 1156 1164 1171 rBV2 24431 55345 4.39% 0.227%
25 9.179 1192 1207 1212 rBV3 94324 242219 19.21% 0.996%
26 9.234 1212 1216 1224 rVWVv2 33488 66032 5.24% 0.271%
27  9.362 1233 1237 1243 rVW4 7584 15454 1.23% 0.064%
28 9.453 1243 1252 1259 rVW5 20808 53986 4.28% 0.222%
29 9.612 1270 1278 1284 rBV2 54060 106713 8.46% 0.439%
30 9.746 1289 1300 1306 rBV 64395 142476 11.30%  0.586%
31  9.929 1324 1330 1335 rBV3 22253 47054 3.73% ©0.193%
32 9.984 1335 1339 1347 rVB4 17021 31871 2.53% 0.131%
33 10.069 1347 1353 1354 rBV6 8758 16537 1.31% ©0.068%
34 10.105 1354 1359 1364 rVB 38305 64834 5.14% 0.266%
35 10.173 1364 1370 1383 rBV 465260 835884 66.29%  3.436%
36 10.294 1386 1390 1393 rBV6 8884 14329 1.14% 0.059%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY070822\
Data File : VY009486.D

Acqg On : 08 Jul 2022 16:36
Operator : KP/MD

Sample : N3595-06

Misc : 4.61g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 12 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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_Y\methods\82Y070722S.M
Title : SW846 8260
37 10.343 1393 1398 1400 rBV2 18955 31117 2.47% 0.128%
38 10.477 1415 1420 1423 rBV3 13800 25858 2.05% 0.106%
39 10.514 1423 1426 1432 rVB 31233 53226 4.22% 0.219%
40 10.611 1435 1442 1448 rBV6 30743 81364 6.45% 0.334%
41 10.703 1453 1457 1463 rVB 31717 59560 4.72% 0.245%
42 10.794 1466 1472 1479 rBV 84014 142549 11.30% 0.586%
43 10.898 1479 1489 1496 rBV 77485 168096 13.33% 0.691%
44 10.965 1496 1500 1504 rBV2 33477 54906 4.35% 0.226%
45 11.032 1507 1511 1515 rVB3 40841 53283 4.23% 0.219%
46 11.087 1515 1520 1525 rBV 134198 225280 17.87% 0.926%
47 11.142 1525 1529 1532 rVB3 27756 36315 2.88% 0.149%
48 11.203 1532 1539 1542 rBV3 78987 135496 10.75% ©.557%
49 11.246 1542 1546 1549 rBv2 28156 36661 2.91% 0.151%
50 11.288 1549 1553 1562 rVB 85177 175565 13.92% 0.722%
51 11.367 1562 1566 1570 rBV2 33895 57524 4.56% 0.236%
52 11.404 1570 1572 1577 rVB6 14897 21776 1.73% 0.090%
53 11.483 1578 1585 1594 rBV 486393 854399 67.76%  3.512%
54 11.563 1595 1598 1604 rVB3 20087 28066  2.23% 0.115%
55 11.623 1604 1608 1611 rBV 41536 58236 4.62% 0.239%
56 11.678 1611 1617 1621 rBV4 88369 184195 14.61% 0.757%
57 11.733 1621 1626 1630 rBV2 162129 249700 19.80% 1.026%
58 11.837 1638 1643 1645 rBV 49550 79532  6.31% 0.327%
59 11.873 1645 1649 1654 rVv3 48132 107318 8.51% 0.441%
60 11.934 1654 1659 1662 rVv2 97269 140200 11.12% 0.576%
61 12.001 1662 1670 1676 rVV5 233862 646327 51.26% 2.657%
62 12.056 1676 1679 1681 rVvVv2 85492 120056 9.52% 0.493%
63 12.117 1681 1689 1694 rVB 436279 770527 61.11% 3.167%
64 12.197 1694 1702 1704 rBV3 252322 489470 38.82% 2.012%
65 12.227 1704 1707 1713 rVB3 415753 764886 60.66% 3.144%
66 12.367 1725 1730 1737 rVB3 241887 550174 43.63% 2.261%
67 12.483 1741 1749 1755 rVB4 557787 1260750 99.98% 5.182%
68 12.568 1755 1763 1767 rBv4 169196 434104 34.43% 1.784%
69 12.642 1767 1775 1782 rVB6 381353 978706 77.62% 4.023%
70 12.727 1782 1789 1794 rBV7 212564 586580 46.52% 2.411%
71 12.806 1794 1802 1809 rBV8 426181 1260956 100.00% 5.183%
72 12.946 1817 1825 1828 rBV5 211910 459978 36.48% 1.891%
73 12.995 1829 1833 1837 rVv4 165835 313492 24.86% 1.289%
74 13.062 1840 1844 1849 rVB3 218241 352105 27.92% 1.447%
75 13.166 1857 1861 1866 rBV 231355 388334 30.80% 1.596%

76 13.215 1867 1869 1872 rVV2 139372 196557 15.59%  ©.808%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY070822\
Data File : VY009486.D

Acqg On : 08 Jul 2022 16:36
Operator : KP/MD

Sample : N3595-06

Misc : 4.61g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 12 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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_Y\methods\82Y070722S.M
Title : SW846 8260
77 13.282 1876 1880 1883 rVV2 341781 596803 47.33%  2.453%
78 13.318 1883 1886 1889 rVV2 273296 401007 31.80% 1.648%
79 13.349 1889 1891 1896 rVV5 120807 205620 16.31% 0.845%
80 13.422 1898 1903 1907 rVV 355969 667077 52.90% 2.742%
81 13.471 1908 1911 1919 rVB 243179 477084 37.84% 1.961%
82 13.562 1922 1926 1930 rBv4 135396 217957 17.29% 0.896%
83 13.745 1950 1956 1961 rBve 284191 549047 43.54% 2.257%
84 13.788 1961 1963 1970 rVV4 75048 139284 11.05% ©.572%
85 13.849 1971 1973 1981 rVB7 92285 196882 15.61% ©0.809%
86 13.934 1981 1987 1988 rBV4 69044 143697 11.40% 0.591%
87 14.074 2006 2010 2014 rVB4 114276 164835 13.97% 0.678%
88 14.141 2015 2021 2027 rVB5 123959 264282 20.96% 1.086%
89 14.196 2027 2030 2034 rVB5 53587 80266 6.37% 0.330%
90 14.257 2035 2040 2049 rBV5 205180 538490 42.70% 2.213%
91 14.379 2057 2060 2063 rBV3 81927 133386 10.58% 0.548%
92 14.416 2063 2066 2070 rVB3 157120 218505 17.33% 0.898%
93 14.617 2096 2099 2102 rBV4 46520 62927 4.99% 0.259%
94 14.678 2105 2109 2114 rVV5 131438 279768 22.19% 1.150%
95 14.727 2114 2117 2123 rVB2 146036 244194 19.37% 1.004%
96 14.940 2149 2152 2156 rVB4 79909 106189 8.42% 0.436%
97 15.208 2192 2196 2202 rBV2 182699 284547 22.57% 1.170%
98 15.604 2257 2261 2266 rVB4 112303 194863 15.45% 0.801%
99 16.153 2346 2351 2359 rBv2 132420 227853 18.07% 0.937%
100 16.470 2399 2403 2409 rBvV8 52347 97042 7.70% 0.399%
Sum of corrected areas: 24329383
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY070822\
Data File : VY009486.D

Acqg On : 08 Jul 2022 16:36
Operator : KP/MD

Sample : N3595-06

Misc : 4.61g/5.0mL/MSVOA_Y/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y070722S.M
Quant Title : SW846 8260

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

Abundance TIC: VY009486.D\data.ms
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Abundance TIC: VY009486.D\data.ms
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Abundance TIC: VY009486.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY070822\
Data File : VY009486.D

Acqg On : 08 Jul 2022 16:36
Operator : KP/MD

Sample : N3595-06

Misc : 4.61g/5.0mL/MSVOA_Y/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y070722S.M
Quant Title : SW846 8260

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 Nonane, 3-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.117 45.09 ug/l 770527  Chlorobenzene-d5 11.483
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3-methyl- 142 C1eH22 005911-04-6 91
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 91
3 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 91
4 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 59
5 Carbonic acid, octyl vinyl ester 200 C11H2003 1000383-25-5 53
Abundance Scan 1689 (12.117 min): VY009486.D\data.ms (-1681) (- m/z 57.10 100.00%
57.1
113.2 T ‘ T T ‘ T
85.1 142.2 103.2 12.00 12.50
bl e L 28221660 1932 sz 71010 60.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22080: Nonane, 3-methyl-
57.0
5000 S 2
290 12.00 12.50
m/z 43.10 52.39%
113.0
O\H‘\‘\1\\“iH““H‘M\8‘?.\9\‘\\\‘\‘\\}\4“2\.\0\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
—— —
12.00 12.50
5000 m/z 41.10 38.42%
29.0
85.0 113.0
0 142.0
T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22095: Octane, 3,6-dimethyl- — —
57.0 12.00 12.50
m/z 56.10 31.69%
5000
29.0
113.0
obrrr ol dh 20, L1420 A AL
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_Y\Data\VY070822\
Data File : VY009486.D

Acqg On : 08 Jul 2022 16:36
Operator : KP/MD

Sample : N3595-06

Misc : 4.61g/5.0mL/MSVOA_Y/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y070722S.M
Quant Title : SW846 8260

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 Octane, 3,5-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.197 28.64 ug/l 489470  Chlorobenzene-d5 11.483
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3-methyl- 142 C1eH22 005911-04-6 60
2 Octane, 3,5-dimethyl- 142 C1eH22 015869-93-9 58
3 Octane, 3,6-dimethyl- 142 C1leH22 015869-94-0 53
4 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 47
5 Decane, 4-methyl- 156 C11H24 002847-72-5 43

Abundance Scan 1702 (12.197 min): VY009486.D\data.ms (-1694) (- m/z 57.10 100.00%
57.

1
5000
811

A
113.2 12.00 12.50

140.0
0 ol LTS AT42 2072 0 7110 67.10%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22077: Nonane, 3-methyl-
57.0

5000 T ~—
12.00 12.50
m/z 43.10 56.47%
29.0 112.0
O \\\‘\‘\‘\\“‘\\\“‘\\M\8“5}‘.\0\\‘\\U\‘\\\]_\4‘2\.\()\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
—— —
12.00 12.50
5000 m/z 41.10 45.42%
29.0
85.0
0 1130 142.0
R e W LR R o e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22095: Octane, 3,6-dimethyl- — —
57.0 12.00 12.50

m/z 70.05 29.87%

5000
29.0
113.0
“ L ‘ il 8?0 \‘ 142.0

L R e R RARRRSEAE . e
miz--> 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_Y\Data\VY070822\
Data File : VY009486.D

Acqg On : 08 Jul 2022 16:36
Operator : KP/MD

Sample : N3595-06

Misc : 4.61g/5.0mL/MSVOA_Y/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y070722S.M
Quant Title : SW846 8260

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 Ether, tert-butyl isopropyl... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.227 44.76 ug/l 764886  Chlorobenzene-d5 11.483
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ether, tert-butyl isopropylidene... 154 C10H180 024524-56-9 72
2 Undecane, 6-methyl- 170 C12H26 017302-33-9 72
3 4-0Octylcyclohexanone 210 C14H260 1000428-94-1 72
4 1-Propene, 1,1'-oxybis-, (E,Z)- 98 C6H100 004696-29-1 59
5 1-Propene, 1,1'-oxybis-, (Z,Z)- 98 C6H100 004696-27-9 50

Abundance Scan 1707 (12.227 min): VY009486.D\data.ms (-1704) (| | m/z 57.10 100.00%

57.1
5000 98.1

T
‘ H 196.2 12.00 12.50
1l Loy 6.2 151.3172.9 207.3 m/z 98.10 44.39%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31198: Ether, tert-butyl isopropylidenecyclopropyl
57.0

o

5000 98.0 e o
12.00 12.50
29.0 m/z 43.10 38.92%
O\‘\M‘\\‘i”\\\‘H“‘\‘\“\\“H\\\\“‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
—— —
12.00 12.50
5000 m/z 41.10 27 .55%

98.0
29.0
0 126.0 170.0
R B o o L ALILR N R R R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance

#87554: 4-Octylcyclohexanone —
57.0 12.00 12.50
m/z 56.10 16.53%

5000 98.0
29.0 ‘ ‘ 139.0
H‘ | \‘ il \‘\ \ | |

Ol e e e e e e e S
miz--> 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_Y\Data\VY070822\
Data File : VY009486.D

Acqg On : 08 Jul 2022 16:36
Operator : KP/MD

Sample : N3595-06

Misc : 4.61g/5.0mL/MSVOA_Y/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y070722S.M
Quant Title : SW846 8260

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 unknownl2.568 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.568 32.54 ug/l 434104 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 46
2 Oxalic acid, heptyl isohexyl ester 272 C15H2804 1000309-33-1 35
3 Ether, heptyl hexyl 200 C13H280 007289-40-9 35
4 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 30
5 3-Hexanone, 2,5-dimethyl- 128 C8H160 001888-57-9 30
Abundance Scan 1763 (12.568 min): VY009486.D\data.ms (-1755) (- m/z 57.10 100.00%
57.1
111.1
5000 85.1
‘ 140.2 1250 ‘
owwum e IBTO w/z 43.10 70.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8646: Hexane, 2,4-dimethyl-
43.0
85.0
5000 —— :
12.50
m/z 69.10 59.05%
OJ\-\E)\.‘()\‘\‘\\“M\\‘\“\\“‘\\‘!‘\\\‘\1\]-\4\"(\)\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
T \
12.50
5000 85.0 m/z 41.10 57.26%
29.0
o 111.0 39 1890 200c
T T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #76029: Ether, heptyl hexyl T
57.0 12.50
m/z 111.10 55.11%
5000 85.0
29.0‘
B 1 )
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY070822\
Data File : VY009486.D

Acqg On : 08 Jul 2022 16:36
Operator : KP/MD

Sample : N3595-06

Misc : 4.61g/5.0mL/MSVOA_Y/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y070722S.M
Quant Title : SW846 8260

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 Cyclopropane, 1l-heptyl-2-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.642 73.36 ug/l 978706  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1-heptyl-2-methyl- 154 C11H22 074663-91-5 55
2 1-Octene, 2,6-dimethyl- 140 C1oH20 006874-29-9 50
3 Cyclopropane, 1,2-dimethyl-3-pen... 140 C10H20 062238-10-2 50
4 3-Undecene, 10-methyl- 168 C12H24 1000061-84-5 47
5 cis-1-Butyl-2-methylcyclopropane 112 C8H16 038851-69-3 38

Abundance Scan 1775 (12.642 min): VY009486.D\data.ms (-1767) (- m/z 69.10 100.00%

69.1 125.2
41.1
5000
96.1

—— —
‘ 12.50 13.00
0 ol ASLILTLB 2040 nss 125,20 93.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31462: Cyclopropane, 1-heptyl-2-methyl-
56.0
5000 Y -
29.0 83.0 12.50 13.00

m/z 70.10  88.26%

\‘\‘}\\ \\“‘!‘\\\“‘]\-]\-ﬂn\o’\‘\\\‘\]-\5\4\..‘0\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
56.0

T
12.50 13.00
5000{ 29.0 m/z 56.10 85.89%

84.0
1110 1400
o YBR OO  —
miz--> 20 40 60 80 100 120 140 160 180 200

Abundance #20793: Cyclopropane, 1,2-dimethyl-3-pentyl-, (1.alpha.,’ T
56.0 12.50 13.00

m/z 57.10  73.93%

5000
29.0
Dm0 a0

(O o ML B s e e s e B P —
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY070822\
Data File : VY009486.D

Acqg On : 08 Jul 2022 16:36
Operator : KP/MD

Sample : N3595-06

Misc : 4.61g/5.0mL/MSVOA_Y/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y070722S.M
Quant Title : SW846 8260

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 Cyclohexane, 1-methyl-4-(1-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.727 43.97 ug/1 586580 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 006069-98-3 58
2 1-Methyl-4-(1-methylethyl)-cyclo... 140 C10H20 000099-82-1 58
3 Cyclohexane, 1-methyl-4-(1-methy... 140 C10OH20 001678-82-6 58
4 m-Menthane, (1S,3S)-(+)- 140 C10H20 013837-67-7 50
5 Cyclohexane, 1-methyl-3-(1-methy... 140 C10H20 016580-24-8 47

Abundance Scan 1789 (12.727 min): VY009486.D\data.ms (-1782) (- m/z 55.10 100.00%

55.1 97.1
5000

T
‘ 1231 12.50 13.00
o ol L 1514 177.2 2043 s 97 16 92.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20784: Cyclohexane, 1-methyl-4-(1-methylethyl)-, cis-
55.0
97.0
5000 I —
12.50 13.00

m/z 81.10 72.56%

140.0
29.0 ‘
\\\‘\‘\‘\\““\\\Hl“\h‘\\““\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55.0

97.0

o

5000 m/z 69.10 47.58%

27.0 140.0
O+t el e e e
mfz--> 20 40 60 80 100 120 140 160 180 200

Abundance #20790: Cyclohexane, 1-methyl-4-(1-methylethyl)-, trans- —
55.0 12.50 13.00

m/z 41.10 44.77%

97.0
5000
290, | | ‘ 1o
N N 1 |

ottt e — —
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY070822\
Data File : VY009486.D

Acqg On : 08 Jul 2022 16:36
Operator : KP/MD

Sample : N3595-06

Misc : 4.61g/5.0mL/MSVOA_Y/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y070722S.M
Quant Title : SW846 8260

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 unknownl2.946 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.946  34.48 ug/l 459978  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 38
2 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 38
3 Oxalic acid, 6-ethyloct-3-yl eth... 258 C14H2604 1000309-33-9 35
4 10-Methylnonadecane 282 C20H42 056862-62-5 27
5 Undecane, 5-methyl- 170 C12H26 001632-70-8 27
Abundance Scan 1825 (12.946 min): VY009486.D\data.ms (-1817) (- m/z 57.10 100.00%
57.1
111.1
5000 85.0
140.2 T
‘ \ \ 168.3 13.00
Obrrr el 20332033 0 nyz 69.10 98.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33094: Nonane, 4,5-dimethyl-
43.0
71.0
5000 T
13.00
m/z 43.10 82.70%
0 H\‘\‘\‘\\“‘}\\“‘H‘M“\‘\\g\%’.(\)\ U\:L’Z\?.\O\’\]\-\S\G‘.(\)\H‘HH‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69.0 111.0
—
13.00
5000 41.0 m/z 41.10 62.97%
14.0
Ot Al bbb e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #145530: Oxalic acid, 6-ethyloct-3-yl ethyl ester —
57.0 13.00
85.0 m/z 111.10 58.22%
29.0
5000
111.0
141.0
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_Y\Data\VY070822\
Data File : VY009486.D

Acqg On : 08 Jul 2022 16:36
Operator : KP/MD

Sample : N3595-06

Misc : 4.61g/5.0mL/MSVOA_Y/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y070722S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Cyclohexane, butyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.318 30.06 ug/l 401007 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 74
2 Cyclohexane, propyl- 126 CSH18 001678-92-8 59
3 Cyclohexane, ethyl- 112 C8H16 001678-91-7 59
4 Cyclohexane, (2-methylpropyl)- 140 CleH20 001678-98-4 59
5 Heptylcyclohexane 182 C13H26 005617-41-4 53
Abundance Scan 1886 (13.318 min): VY009486.D\data.ms (-1883) (- m/z 83.10 100.00%
83.1
55.1
5000
‘ 140.2 god ‘5 d
112.2 13. 135
0 H“H“ww"_Mw‘Ju‘$_‘hwﬁh‘wu‘ﬁﬁgﬁu}§§?‘w“ m/z 55.10  59.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20675: Cyclohexane, butyl-
83.0
55.0
5000 — ——
13.00 13.50
m/z 82.10 50.44%
290 140.0
O \\\‘\H\\“H\\\“!“\‘}h\\“\‘\\\“]TJ\-]\"\O‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
83.0
— —
55.0 13.00 13.50
5000 m/z 41.10 23.45%
27.0 126.0
0Lt et e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7535: Cyclohexane, ethyl- — T
83.0 13.00 13.50
m/z 140.20  18.84%
55.0
5000
112.0
o0
0‘“‘JL‘HhHN“WH‘1‘H“‘wW““M“‘M““H“‘H“ “ A
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY070822\
Data File : VY009486.D

Acqg On : 08 Jul 2022 16:36
Operator : KP/MD

Sample : N3595-06

Misc : 4.61g/5.0mL/MSVOA_Y/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y070722S.M
Quant Title : SW846 8260

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 Naphthalene, decahydro-, tr... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.745 41.15 ug/1 549047 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 87
2 Naphthalene, decahydro- 138 C10H18 000091-17-8 87
3 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 64
4 Spiro[4.5]decane 138 C10H18 000176-63-6 62
5 Cyclohexane, 1-methyl-4-(1-methy... 138 C10H18 001124-25-0 60

Abundance Scan 1956 (13.745 min): VY009486.D\data.ms (-1950) (- m/z 67.10 100.00%

a1 67.1 138.2
95.1
5000

T
13.50 14.00

166.2 193.2
0 ‘MW!Mm“wm‘u_uH_?f_?‘l‘?uzu m/z 55.16 97.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19466: Naphthalene, decahydro-, trans-
67.0 138.0
41.0 95.0
5000 — —
13.50 14.00

m/z 138.20  89.67%

15.0 ‘
0 “W\““‘\‘““!“"\““\““\““\“‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
67.0 138.0

96.0 RN T 7
210 13.50 14.00
5000 ' m/z 41.10  82.00%
mlz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19452: Naphthalene, decahydro-, cis- T —
67.0 96.0 138.0 13.50 14.00

m/z 81.10 81.03%

5000 41.0 Ww
|

15.0 ‘
0"w‘HH‘Nu“m“m‘ ‘H“wm““m_m_m‘mwm —

T ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY070822\
Data File : VY009486.D

Acqg On : 08 Jul 2022 16:36
Operator : KP/MD

Sample : N3595-06

Misc : 4.61g/5.0mL/MSVOA_Y/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y070722S.M
Quant Title : SW846 8260

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 1@ Cyclohexane, (1-methylbutyl)- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.257 40.36 ug/l 538490 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (1-methylbutyl)- 154 C11H22 061208-94-4 55
2 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 53
3 Cyclopentylcyclohexane 152 C11H20 001606-08-2 52
4 Cyclohexane, pentyl- 154 C11H22 004292-92-6 50
5 Cyclohexane, 1,1'-(1,4-butanediy... 222 C16H30 006165-44-2 46

Abundance Scan 2040 (14.257 min): VY009486.D\data.ms (-2035) (- m/z 83.10 100.00%

55.1 83.1
152.2
5000
—— —
109.1 73 14.00 14.50
0 ' 2221 "n/z s5.10  83.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31456: Cyclohexane, (1-methylbutyl)-
55.0 82.0
5000 — ——
14.00 14.50
111.0 o
m/z 82.10 78.53%
29.0 ‘ ‘ 154.0
0\\\‘\‘\‘\\“‘\\\‘”“\\\“w\\\“\\‘i\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
41.0 7.0
95.0 152.0 LN LN
14.00 14.50
5000 ITI/Z 152.20 69.84%

123.0
O F e T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance

#2948{:Cydopenthydohexane T —
82.0 14.00 14.50
55.0 m/z 81.05 65.66%

5000
152.0
27.0 ‘ 109.0 ‘
)

0 H“W‘ﬂhﬂw‘J“m‘JM‘MH‘M“M‘wW‘H“H“M‘H“H —r— —r—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY070822\
Data File : VY009486.D

Acqg On : 08 Jul 2022 16:36
Operator : KP/MD

Sample : N3595-06

Misc : 4.61g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y070722S.M
Quant Title : SW846 8260

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Nonane, 3-methyl- 12.117 45.1 ug/l 770527 3 11.483 854399 50.0
Octane, 3,5-dim... 12.197 28.6 ug/l 489470 3 11.483 854399 50.0
Ether, tert-but... 12.227 44.8 ug/l 764886 3 11.483 854399 50.0
unknownl12.568 12.568 32.5 wug/l 434104 4 13.422 667077 50.0
Cyclopropane, 1... 12.642 73.4 ug/l 978706 4 13.422 667077 50.0
Cyclohexane, 1-... 12.727 44.0 ug/l 586580 4 13.422 667077 50.0
unknown12.946 12.946 34.5 ug/l 459978 4 13.422 667077 50.0
Cyclohexane, bu... 13.318 30.1 ug/l 401007 4 13.422 667077 50.0
Naphthalene, de... 13.745 41.1 ug/l 549047 4 13.422 667077 50.0
Cyclohexane, (1... 14.257 40.4 ug/l 538490 4 13.422 667077 50.0
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