LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110121\
Data File : VY@06557.D

Acqg On : 01 Nov 2021 17:18
Operator : SY/MD

Sample 1 M4424-01

Misc : 5.01G/5ML/MSVOA_Y/SOIL

ALS Vvial : 16 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\82Y102221S.M

Title : SW846 8260

Signal : TIC: VY@06557.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.125 47 50 51 rBvV2 529 571 1.01% 0.117%
2 2.759 152 154 161 rVB4 717 1048 1.85% 0.215%
3 7.722 961 968 973 rBvV5 4099 9112 16.09% 1.869%
4 7.795 973 980 989 rvB2 13113 29740 52.50% 6.100%
5 8.143 1029 1037 1045 rBV 8856 18139 32.02% 3.720%
6 8.697 1118 1128 1136 rBV 18813 37410 66.04% 7.673%
7 9.819 1305 1312 1316 rBV3 999 1695 2.99% 0.348%
8 9.959 1327 1335 1342 rBV6 913 2237 3.95% 0.459%
9 10.179 1361 1371 1379 rBV 33351 56649 100.00% 11.619%
10 10.374 1397 1403 1408 rVB5 1887 3558 6.28% 0.730%
11 10.526 1424 1428 1431 rVB4 630 997 1.76% 0.204%
12 10.618 1437 1443 1448 rBV3 358 872 1.54% 0.179%
13 10.715 1454 1459 1462 rVB3 364 584 1.03% 0.120%
14 10.807 1469 1474 1478 rVV5 1016 1530 2.70% 0.314%
15 10.904 1485 1490 1497 rBV5S 955 1846 3.26% ©.379%
16 10.971 1498 1501 1504 rBV2 477 614 1.08% 0.126%
17 11.e38 1509 1512 1515 rVVv3 1725 2311 4.08% 0.474%
18 11.087 1516 1520 1526 rVV4 2383 4105 7.25% 0.842%
19 11.142 1526 1529 1533 rVV3 765 790 1.39% 0.162%
20 11.203 1533 1539 1544 rVVe6 1325 2696 4.76% ©.553%
21 11.282 1546 1552 1561 rVBS8 2577 6346 11.20% 1.302%
22 11.380 1561 1568 1573 rBV3 2527 3938 6.95% 0.808%
23 11.490 1581 1586 1593 rBV 28548 47584 84.00% 9.760%
24 11.624 1604 1608 1610 rBV3 714 1032 1.82% 0.212%
25 11.666 1612 1615 1616 rVVv2 1402 1411 2.49% 0.289%
26 11.715 1616 1623 1631 rVVv2 5362 12328 21.76% 2.529%
27 11.782 1631 1634 1639 rVB7 1204 1978 3.49% 0.406%
28 11.886 1648 1651 1654 rBV3 650 841 1.48% 0.172%
29 11.935 1656 1659 1665 rVB5 578 852 1.50% 0.175%
30 12.008 1665 1671 1675 rBV6 1966 4073 7.19% 0.835%
31 12.050 1677 1678 1682 rVvv4 574 622 1.10% ©0.128%
32 12.124 1686 1690 1694 rVB4 1805 2658 4.69% 0.545%
33 12.203 1699 1703 1706 rVV6 2172 4055 7.16% 0.832%
34 12.245 1706 1710 1715 rVB4 2556 5015 8.85% 1.029%
35 12.313 1720 1721 1727 rVv3 763 1210 2.14% 0.248%
36 12.367 1727 1730 1733 rVWV5 1423 2599 4.59% 0.533%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110121\
Data File : VY@06557.D

Acqg On : 01 Nov 2021 17:18
Operator : SY/MD

Sample 1 M4424-01

Misc : 5.01G/5ML/MSVOA_Y/SOIL

ALS Vvial : 16 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\82Y102221S.M
Title : SW846 8260
37 12.410 1735 1737 1740 rVV4 1860 2832 5.00% 0.581%
38 12.434 1740 1741 1744 rVV2 1914 1857 3.28% 0.381%
39 12.483 1744 1749 1754 rVWVv2 21012 33399 58.96% 6.850%
40 12.526 1754 1756 1759 rVV3 1397 1584 2.80% 0.325%
41 12.569 1759 1763 1769 rVV6 836 1601 2.83% 0.328%
42 12.648 1769 1776 1782 rVWV4 2702 5353 9.45% 1.098%
43 12.715 1784 1787 1793 rW7 997 2233 3.94% 0.458%
44 12.764 1793 1795 1797 rVV2 1002 1358 2.40% 0.279%
45 12.806 1797 1802 1808 rVV2 9415 15984 28.22%  3.278%
46 12.861 1808 1811 1814 rVV2 1122 1931 3.41% 0.396%
47 12.928 1817 1822 1823 rBV5 702 1060 1.87% 0.217%
48 12.947 1823 1825 1829 rVvV5 1544 1744 3.08% 0.358%
49 13.008 1829 1835 1838 rWv7 1255 3329 5.88% 0.683%
50 13.038 1838 1840 1845 rVvVv5 2810 4275 7.55% 0.877%
51 13.105 1849 1851 1853 rvv3 511 672 1.19% 0.138%
52 13.178 1856 1863 1866 rBV6 1146 2323 4.10% 0.476%
53 13.227 1869 1871 1872 rVV2 851 725 1.28% 0.149%
54 13.239 1872 1873 1875 rvv2 1001 1074 1.90% 0.220%
55 13.318 1878 1886 1889 rvv7 2259 4965 8.76% 1.018%
56 13.361 1889 1893 1896 rvvs 2003 3039 5.36% 0.623%
57 13.428 1896 1904 1911 rVwV 24816 41124 72.59%  8.435%
58 13.501 1913 1916 1920 rVB5 1315 1932  3.41% 0.396%
59 13.678 1940 1945 1947 rBvV3 797 1446 2.55% 0.297%
60 13.751 1950 1957 1961 rBV3 9374 14783 26.10% 3.032%
61 13.788 1961 1963 1968 rVV5 1120 1801 3.18% 0.369%
62 13.855 1971 1974 1976 rBV3 521 687 1.21% 0.141%
63 13.922 1983 1985 1989 rVV5 744 803 1.42% 0.165%
64 14.013 1998 2000 2006 rVB3 1548 1903 3.36% ©0.390%
65 14.081 2006 2011 2015 rBV6 1179 2210 3.90% 0.453%
66 14.154 2018 2023 2027 rVB7 1193 1856 3.28% 0.381%
67 14.257 2034 2040 2046 rBV7 3315 7759 13.70% 1.591%
68 14.312 2046 2049 2052 rBV4 953 1485 2.62% ©0.305%
69 14.379 2057 2060 2063 rVvVv4 1538 2334 4.12% 0.479%
70 14.428 2064 2068 2072 rVV6 2038 3114 5.50% 0.639%
71 14.477 2074 2076 2080 rVV3 1153 1403  2.48% 0.288%
72 14.526 2083 2084 2087 rvv2 687 683 1.21% 0.140%
73 14.580 2090 2093 2094 rVV3 649 759 1.34% 0.156%
74 14.611 2094 2098 2104 rVV5 5429 8280 14.62% 1.698%
75 14.684 2104 2110 2113 rVV8 1987 4277 7.55% 0.877%
76 14.727 2114 2117 2126 rVV7 3020 6082 10.74% 1.247%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110121\
Data File : VY@06557.D

Acqg On : 01 Nov 2021 17:18
Operator : SY/MD

Sample 1 M4424-01

Misc : 5.01G/5ML/MSVOA_Y/SOIL

ALS Vvial : 16 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\82Y102221S.M

Title : SW846 8260

77 14.794 2126 2128 2130 rVV3 769 879 1.55% 0.180%
78 14.812 2130 2131 2133 rvwVv2 1085 695 1.23% 0.143%
79 14.836 2133 2135 2136 rvv2 1054 879 1.55% 0.180%
80 14.873 2139 2141 2142 rVV2 997 839 1.48% 0.172%
81 14.946 2151 2153 2157 rVBS 1336 1259  2.22% ©.258%
82 15.093 2174 2177 2180 rBV5 1441 2048 3.62% 0.420%
83 15.117 2180 2181 2183 rvVv2 764 663 1.17% 0.136%
84 15.141 2183 2185 2188 rVB4 1530 1295 2.29% 0.266%
85 15.208 2194 2196 2201 rVB6 1114 1529 2.70% ©.314%
86 15.312 2212 2213 2216 rBV3 556 681 1.20% 0.140%
87 15.373 2221 2223 2226 rVV3 802 886 1.56% 0.182%
88 15.434 2230 2233 2237 rBV6 1818 2021 3.57% 0.415%
89 15.538 2247 2250 2251 rBV3 693 621 1.10% 0.127%
990 15.848 2299 2301 2303 rBV3 695 620 1.09% 0.127%
91 16.452 2398 2400 2403 rVB3 1039 683 1.21% 0.140%
92 16.507 2406 2409 2412 rVV3 633 1068 1.89% 0.219%
93 16.568 2416 2419 2420 rBV2 816 891 1.57% 0.183%
94 16.629 2426 2429 2431 rBV4 701 892 1.57% 0.183%

Sum of corrected areas: 487554
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110121\
Data File : VY@06557.D

Acqg On : 01 Nov 2021 17:18
Operator : SY/MD

Sample 1 M4424-01

Misc : 5.01G/5ML/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.M
Quant Title : SW846 8260

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

Abundance TIC: VY006557.D\data.ms

30000
25000
20000
15000
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Abundance TIC: VY006557.D\data.ms
10.179
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25000
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Abundance TIC: VY006557.D\data.ms
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20000
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82Y102221S.M Wed Nov 03 04:52:32 2021 Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110121\
Data File : VY@06557.D

Acqg On : 01 Nov 2021 17:18
Operator : SY/MD

Sample 1 M4424-01

Misc : 5.01G/5ML/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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 unknownll.282 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.282 6.67 ug/l 6346 Chlorobenzene-d5 11.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, isohexyl pentyl ester 244 C13H2404 1000309-32-8 45
2 1,2,3-Oxadiazolium, 3-(2,2-dimet... 170 C8H14N202 054460-94-5 38
3 Octane 114 C8H18 000111-65-9 38
4 Octane, 4-methyl- 128 C9H20 002216-34-4 38
5 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 38

Abundance Scan 1552 (11.282 min): VY006557.D\data.ms (-1546) (- m/z 43.05 100.00%
3.0

5000 85.1 (\/\
/\A/‘\ ‘M/‘\!\‘ ‘/\‘ -

‘\‘\\

| | 11.00 11.50
e 2082 sz 85.10 50.22%
miz-> 20 40 60 80 100 120 140 160 180 200

Abundance #127948: Oxalic acid, isohexyl pentyl ester
43.0

5000 —
11.00 11.50
85.0

m/z 41.18  49.14%
I H‘H \h M 129.0  161.0

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

Abundance #45987: 1,2,3-Oxadiazolium, 3-(2,2-dimethylbutyl)-5-hydr (\M m /\jl
43.0
830 A LY Y

11.00 11.50
5000 m/z 71.00 34.05%
‘ 170.0
m/z--> 20 40 60 80 100 120 140 160 180 200 ﬂ hn
Abundance #8621: Octane AN
43.0 11.00 11.50
m/z 69.10 33.41%
5000
85.0

L] i

m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110121\
Data File : VY@06557.D

Acqg On : 01 Nov 2021 17:18
Operator : SY/MD

Sample 1 M4424-01

Misc : 5.01G/5ML/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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 Nonane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.715 12.95 ug/1 12328 Chlorobenzene-d5 11.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 80
2 Octane 114 C8H18 000111-65-9 64
3 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 53
4 Octane, 4-methyl- 128 C9H20 002216-34-4 50
5 Oxalic acid, isobutyl nonyl ester 272 C15H2804 1010309-37-4 47
Abundance Scan 1623 (11.715 min): VY006557.D\data.ms (-1616) (- m/z 43.10 100.00%
3.1
57.1
5000 851 \/\
‘ ‘ ‘ 11.50 12.00
128.1 -
H’\H\‘\\H‘\H\H\H\‘\\‘\\‘H\\“1\H\‘HH‘HH‘HH‘HH‘HH‘HH m/z 57.19 74.53A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14520: Nonane
43.0
57.0
5000 A/\[\ T ‘h\”\ \M\ T T [
11.50 12.00
29.0 71.0 830 m/z 41.10 49.72%
99.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8620: Octane
43.0
1150 1200
5000 m/z 85.10 36.08%
57.0
29.0 71.0 85.0
114.0
150 |
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14555: Heptane, 2,4-dimethyl- l — e
43.0 11.50 12.00
m/z 42.10 28.79%
5000
85.0
270 57.0 71.0 m
ol L sseumonms | | Ll gl
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_Y\Data\VY110121\
Data File : VY@06557.D

Acqg On : 01 Nov 2021 17:18
Operator : SY/MD

Sample 1 M4424-01

Misc : 5.01G/5ML/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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 unknownl2.246 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.246 5.27 ug/1 5015 Chlorobenzene-d5 11.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 47
2 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 43
3 Cyclohexane, propyl- 126 CO9H18 001678-92-8 43
4 Heptylcyclohexane 182 C13H26 005617-41-4 37
5 Cyclohexane, (2-methylpropyl)- 140 C1oH20 001678-98-4 33
Abundance Scan 1710 (12.245 min): VY006557.D\data.ms (-1706) (- m/z 83.10 100.00%
83.1
55.1
5000 207.0 A
126.0 T — ‘Mﬂ”
H | H‘ | 12.00 12.50
H“H"ﬂ"w"H“H“H“_“w“w“w“w“_“‘ m/z 82.00  75.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13260: Cyclohexane, (1-methylethyl)-
83.0
55.0 m
5000 ﬂ — : ﬂ‘ : ﬂ
12.00 12.50
m/z 55.10 66.56%
27.0 ‘ 126.0
\\\‘\‘\‘\\““\\\M“\{‘\\“f‘\\\‘\\f\‘!‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43577: Cyclohexane, (4-methylpentyl)-
83.0 ﬂ
55.0 ﬂ - e
12.00 12.50
5000 m/z 56.10 39.69%
Zﬁo\ \‘ \\h Hh | ‘ | | 1250 16\80
e e e e e
miz--> 20 40 60 80 100 120 140 160 180 200 ﬁ ﬂ A ﬂ m “
Abundance #13201: Cyclohexane, propyl- R e
83.0 12.00 12.50
55.0 m/z 42.00 39.38%
5000
126.0
29.0 ‘ ﬂ
H“M‘AW‘M‘”W‘M‘Hq‘u‘_uu“u‘_“W‘u“u“ L
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\VY110121\
Data File : VY@06557.D

Acqg On : 01 Nov 2021 17:18
Operator : SY/MD

Sample 1 M4424-01

Misc : 5.01G/5ML/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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 unknownl2.648 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.648 6.51 ug/1 5353 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6-Dimethyl-6-trifluoroacetoxyo... 254 C12H21F302 061986-67-2 40
2 2-Octene, 2,6-dimethyl- 140 C1eH20 004057-42-5 38
3 3-Tridecene, (Z)- 182 C13H26 041446-53-1 38
4 Cyclohexane, 1,1,2,3-tetramethyl- 140 C10H20 006783-92-2 37
5 3-Methyl-1-dodecyn-3-o0l 196 C13H240 024424-78-0 35

Abundance Scan 1776 (12.648 min): VY006557.D\data.ms (-1769) (-  m/z 69.20 100.00%

69.2
5000 41.0 125.0
96.0 ﬂ
207.1
‘ h | 12:50 13.00
\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ m/z 79.19 79.49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #140087: 2,6-Dimethyl-6-trifluoroacetoxyoctane
430 690
o bl Sl
12.50 13.00
m/z 41.00 51.58%
‘ 97.0
\\‘H“\\\“\\‘}%‘2\5\.9\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20705: 2-Octene, 2,6-dimethyl-
41.0 69.0
—— —
12.50 13.00
5000 ITI/Z 125.00 49.57%
RRREE
“w‘m‘;H$w‘wu‘H“_‘M“H‘M“W‘H“H‘W“H
m/z--> 20 40 60 80 100 120 140 160 180 200 ﬂ n
Abundance #56953: 3-Tridecene, (2)- e —
41.0 12.50 13.00
m/z 56.10 46.70%
5000 69.0
LT il
182.0
sso) 1L o sseo 1220yl L YA
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\VY110121\
Data File : VY@06557.D

Acqg On : 01 Nov 2021 17:18
Operator : SY/MD

Sample 1 M4424-01

Misc : 5.01G/5ML/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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 Decane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.806 19.43 ug/l 15984 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C1OH22 000124-18-5 80
2 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 59
3 Carbonic acid, decyl vinyl ester 228 C13H2403 1000383-25-7 58
4 Undecane 156 C11H24 001120-21-4 53
5 Carbonic acid, nonyl prop-1-en-2... 228 C13H2403 1000382-53-9 53
Abundance Scan 1802 (12.806 min): VY006557.D\data.ms (-1797) (- m/z 57.10 100.00%
57.1
5000
o Aty Lo
LN L N
12.50 13.00
e HN‘““:‘%9?'2”‘1‘4‘%‘1“,”"_“?,9‘7;‘1_‘” m/z 43.15 87.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22066: Decane
57.0
85.0 : :
29.0 m/z 41.10 58.13%
LI )| gz 2620
\\\‘\\\\‘}\\"\\i\‘\\\\‘\\}\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #178958: Carbonic acid, prop-1-en-2-yl tridecyl ester
57.0
— ——
12.50 13.00
5000 ITI/Z 71.10 49.46%
85.0
29.0
\‘ I ‘h ‘M‘ 1110 1540 1820 227.C
e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 }\/ﬂ MW A A
Abundance #108991: Carbonic acid, decyl vinyl ester b = o ‘m‘“‘
43.0 12.50 13.00
m/z 55.10 46.64%
5000 71.0
L, RO o Pl Tty
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110121\
Data File : VY@06557.D

Acqg On : 01 Nov 2021 17:18
Operator : SY/MD

Sample 1 M4424-01

Misc : 5.01G/5ML/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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 unknown13.319 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.319 6.04 ug/l 4965 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Cyclohexanedione, 5,5-dimethyl- 140 C8H1202 000126-81-8 47
2 Cyclohexane, butyl- 140 C10H20 001678-93-9 40
3 Cyclopentane, 1l-ethyl-1-methyl- 112 C8H16 016747-50-5 38
4 1-Tetradecanol, 14-chloro- 248 C14H29Cl10 073937-05-0 38
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 37
Abundance Scan 1886 (13.318 min): VY006557.D\data.ms (-1878) (- m/z 83.20 100.00%
83.2
55.1
il i
‘ 146.9 MMN M‘ M ﬂ ‘
109.3 ‘ 13.00 13.50
207.1
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21252: 1,3-Cyclohexanedione, 5,5-dimethyl-
83.0
56.0
5000 —h —=
13.00 13.50
1120 1400 m/z 82.10 58.17%
27.0 ‘
\\‘\‘\M‘\\MH\\\“\“\\“\\‘!\\\“\\\\’\‘\\\"\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20675: Cyclohexane, butyl-
L
—
55.0 13.00 13.50
5000 m/z 56.10 47.37%
29.0 140.0
el e |
miz--> 20 40 60 80 100 120 140 160 180 200 ﬂn mm(\,\n M\M h
Abundance #7666: Cyclopentane, 1-ethyl-1-methyl- L ﬂ il
55.0 83.0 13.00 13.50
m/z 41.10 32.96%
5000
27.0
H ALl o 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\VY110121\
Data File : VY@06557.D

Acqg On : 01 Nov 2021 17:18
Operator : SY/MD

Sample 1 M4424-01

Misc : 5.01G/5ML/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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 Tridecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.751  17.97 ug/1 14783  1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 80
2 Dodecane 170 C12H26 000112-40-3 64
3 Undecane, 3,7-dimethyl- 184 C13H28 017301-29-0 64
4 Octane, 2,3,3-trimethyl- 156 C11H24 062016-30-2 64
5 Octane, 3,4,5,6-tetramethyl- 170 C12H26 062185-21-1 59
Abundance Scan 1957 (13.751 min): VY006557.D\data.ms (-1950) (-~  m/z 57.10 100.00%
57.1
5000
H 109.1 138.3 13.50 14.00
el Il 109 1383 2069 o 4310 76.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59028: Tridecane
57.0
5000 850 MM\//‘\\A\N\M\ T T T /\V-/‘\N‘/\
13.50 14.00
29.0 m/z 41.05 46.60%
L L L) 120 aaro  18e0
\\\‘\\\\‘\\\\‘\\\\‘\\\\[\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45479: Dodecane
43.0
—— —
71.0 13.50 14.00
5000 m/z 71.10 41.76%
|80 rero 1700
et e et e e
miz--> 20 40 60 80 100 120 140 160 180 200 W\ Aﬁ\
Abundance #59052: Undecane, 3,7-dimethyl- il L
43.0 13.50 14.00
m/z 85.10 29.68%
5000 710
127.0
g | | | |50 1279 1550 sugo )\M\ yag )
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110121\
Data File : VY@06557.D

Acqg On : 01 Nov 2021 17:18

Operator : SY/MD

Sample 1 M4424-01

Misc : 5.01G/5ML/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.M
: 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 Bicyclo(3.3.1)nonane-2,6-dione Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.257 9.43 ug/l 7759 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo(3.3.1)nonane-2,6-dione 152 C9H1202 016473-11-3 52
2 Bicyclo[3.3.1]nonane-2,7-dione 152 C9H1202 1000210-30-3 52
3 Bicyclo[4.1.0]heptane, 7-butyl- 152 C11H20 018645-10-8 50
4 1,15-Pentadecanediol 244 (C15H3202 014722-40-8 47
5 2-Decalone, c&t 152 C10H160 004832-17-1 43

Abundance Scan 2040 (14.257 min): VY006557.D\data.ms (-2034) (-
1

m/z 55.10 100.00%

14.00 14.50
m/z 67.00  83.75%

iy W

r— i, e
14.00 14.50
m/z 82.00 71.71%

b

14.00 14.50
m/z 83.00 71.43%

14.00 14.50
m/z 152.20 61.06%

58.
152.2
5000 95.1
T T T \“‘H\ T \“ ‘! \‘\‘\ ‘ T T T T T T T ‘ ! T T T
miz--> 50 100 150 250
Abundance #30201: Bicyclo(3.3.1)nonane-2,6-dione
53.0 152.0
5000
95.0
1‘5-‘0‘\\‘ L ‘Hhh\‘ ‘Hh\ L “‘ i
miz--> 50 100 150 250
Abundance #30200: Bicyclo[3.3.1]nonane-2,7-dione
55.0
152.0
5000
95.0
. \H‘ th M‘H\ ‘u\‘h“‘ Hh\ ‘\‘ e ‘\ . P
miz--> 50 100 150 250
Abundance #29502: Bicyclo[4.1.0]heptane, 7-butyl-
82.0
41.0
5000
152.0
L o | .
m/z--> 50 100 150 250
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110121\
Data File : VY@06557.D

Acqg On : 01 Nov 2021 17:18
Operator : SY/MD

Sample 1 M4424-01

Misc : 5.01G/5ML/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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 Hexadecane, 1-chloro- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.611 10.07 ug/l 8280 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 1-chloro- 260 C16H33Cl 004860-03-1 58
2 Dodecane 170 C12H26 000112-40-3 50
3 Tridecane 184 C13H28 000629-50-5 50
4 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 50
5 Pentadecane 212 C15H32 000629-62-9 50

Abundance Scan 2098 (14.611 min): VY006557.D\data.ms (-2094) (-  m/z 57.10 100.00%
57.1

5000 851 M
119.1 L M ‘W

h 207.0 260.0 14.50 15.00
H\‘HH}H\‘\‘\H‘m\‘\m"\\M’H\‘\’HH‘\\H‘H‘H‘\‘H\‘HH‘HH}H\ m/Z 43.16 79.06%

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #148418: Hexadecane, 1-chloro-
57.0
5000 /\NWZSO MTSMQ(/:
91.0 : :
290 m/z 71.20  60.36%
H\‘\H\‘HH‘HH‘HH’HH’HH’HH‘\\H‘\H\‘HH‘HH‘HH‘H\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #45478: Dodecane
LW L1
1l IE VAR LT
14.50 15.00
5000 ITI/Z 41.15 55.90%
85.0
29.0
Lk L 3014101700
““,,,“““
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59027: Tridecane 7 —
57.0 14.50 15.00
m/z 85.10 40.87%
5000 290 85.0
184.0
L Il H | | M801410 7 AMM ﬂ NMA I h

m/z--> 20 40 60 80 100120140160 180200220 240260 14.50 15.00

82Y102221S.M Wed Nov 03 04:52:40 2021 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110121\
Data File : VY@06557.D

Acqg On : 01 Nov 2021 17:18
Operator : SY/MD

Sample 1 M4424-01

Misc : 5.01G/5ML/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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 10 unknownl4.727 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.727 7.39 ug/1 6082 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phytol 296 C20H400 000150-86-7 32
2 Spiro[5.6]dodecane 166 C12H22 000181-15-7 22
3 Isopentyl 8-methylnon-6-enoate 240 C15H2802 1215128-16-7 16
4 2-Cyclopenten-1-one, 2-pentyl- 152 C10H160 025564-22-1 14
5 Dodecyl octyl ether 298 C20H420 1000406-38-4 12

Abundance Scan 2117 (14.727 min): VY006557.D\data.ms (-2114) (- m/z 57.15 100.00%
1

57
96.2
5000
166.1 507.0 MMM | ‘W‘MM‘N\ Mﬂ
R T TR T M=
50

m/z--> 100 150 200 250
Abundance #194551: Phytol

71.0
41l0
5000 —— ——
14.50 15.00
123.0 m/z 71.05 82.61%
\\“h Mh “‘M m 179'0210-0 278.0
T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘
50

m/z--> 100 150 200 250
Abundance #41530: Spiro[5.6]dodecane
M Hu
L P
550 166.0 14.50 15.00
5000 : m/z 43.00 71.91%
FETU T 0 0 W
miz--> 50 100 150 200 250 (WW
Abundance #123698: Isopentyl 8-methylnon-6-enoate C ‘MM/W\Nﬁ
71.0 14.50 15.00
m/z 96.20 59.53%
5000{ 41,0
137.0
., |
|l ‘h‘\“m “““W‘“‘Mh“u ‘\\1‘6?-9‘ 2800
miz--> 50 100 150 200 250 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110121\
Data File : VY@06557.D

Acqg On : 01 Nov 2021 17:18
Operator : SY/MD

Sample 1 M4424-01

Misc : 5.01G/5ML/MSVOA_Y/SOIL

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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|
unknownl11.282 11.282 6.7 ug/l 6346 3 11.490 47584 50.0
Nonane 11.715 12.9 ug/l 12328 3 11.490 47584 50.0
unknown12.246 12.246 5.3 ug/l 5015 3 11.490 47584 50.0
unknown12.648 12.648 6.5 ug/l 5353 4 13.428 41124 50.0
Decane 12.806 19.4 ug/l 15984 4 13.428 41124 50.0
unknown13.319 13.319 6.0 ug/l 4965 4 13.428 41124 50.0
Tridecane 13.751 18.0 wug/1 14783 4 13.428 41124 50.0
Bicyclo(3.3.1)n... 14.257 9.4 ug/l 7759 4 13.428 41124 50.0
Hexadecane, 1-c... 14.611 10.1 ug/l 8280 4 13.428 41124 50.0
unknown14.727 14.727 7.4 ug/l 6082 4 13.428 41124 50.0
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