LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021722\
Data File : VY007536.D

Acqg On : 17 Feb 2022 20:32
Operator : SY/MD

Sample : N1580-11

Misc : 5.78g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 23  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\82Y021422S.M

Title : SW846 8260

Signal : TIC: VY@07536.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.7106 466 474 480 rBV3 2283 6252 1.29% ©0.112%
2 7.716 956 967 973 rBV 68456 168633 34.76% 3.024%
3 7.789 973 979 988 rw 110160 248755 51.27% 4.461%
4 8.002 1007 1014 1019 rBV7 2334 5304 1.09% 0.095%
5 8.136 1027 1036 1050 rBV 59681 133865 27.59% 2.401%
6 8.319 1060 1066 1077 rVB2 12314 30651 6.32% 0.550%
7 8.685 1118 1126 1135 rVB 169941 331871 68.40% 5.952%
8 9.179 1195 1207 1213 rBV6 7689 21984 4.53% 0.394%
9 9.240 1213 1217 1223 rVB5 4646 9945 2.05% 0.178%
10 9.453 1245 1252 1261 rVB6 3535 10782 2.22% 0.193%
11  9.612 1269 1278 1285 rBV3 15306 32001 6.60% 0.574%
12 9.746 1286 1300 1306 rBV3 12018 29546 6.09% 0.530%
13 9.850 1315 1317 1324 rVB6 3710 5138 1.06% 0.092%
14  9.953 1324 1334 1339 rBVS8 5921 17970 3.70% 0.322%
15 10.112 1349 1360 1364 rBV3 8927 19887 4.10% 0.357%
16 10.179 1364 1371 1382 rVB 276449 485189 100.00% 8.701%
17 10.356 1395 1400 1410 rVBS8 5451 15103 3.11% 0.271%
18 10.520 1423 1427 1431 rVB3 8762 13981 2.88% 0.251%
19 10.612 1433 1442 1449 rBV8 6030 17077 3.52% 0.306%
20 10.709 1454 1458 1462 rVB5 4171 6531 1.35% 0.117%
21 10.801 1467 1473 1479 rBvV2 7131 12021 2.48% 0.216%
22 10.898 1479 1489 1496 rBV4 6152 14286 2.94% 0.256%
23 10.971 1496 1501 1503 rBv4 3843 6295 1.30% 0.113%
24 11.032 1508 1511 1514 rVV 5219 5812 1.20% 0.104%
25 11.087 1514 1520 1525 rVB 23298 38349 7.90% 0.688%
26 11.148 1525 1530 1532 rBV6 3607 5523 1.14% 0.099%
27 11.203 1533 1539 1543 rVW4 7968 15963 3.29% 0.286%
28 11.246 1543 1546 1547 rVV3 4762 5777 1.19% 0.104%
29 11.288 1547 1553 1562 rVB5 15977 45833 9.45% 0.822%
30 11.374 1562 1567 1578 rBV 14213 26832 5.53% 0.481%
31 11.490 1578 1586 1594 rBV 269932 449846 92.72%  8.067%
32 11.624 1603 1608 1611 rBV5 6214 9241 1.90% 0.166%
33 11.679 1611 1617 1620 rBV7 6586 12430 2.56% 0.223%
34 11.739 1621 1627 1631 rBV3 11973 21830 4.50% 0.391%
35 11.831 1638 1642 1648 rBV8 5375 14406 2.97% 0.258%
36 11.892 1648 1652 1655 rvwv4 6066 11327 2.33% 0.203%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021722\
Data File : VY007536.D

Acqg On : 17 Feb 2022 20:32
Operator : SY/MD

Sample : N1580-11

Misc : 5.78g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 23  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\82Y021422S.M
Title : SW846 8260
37 11.928 1655 1658 1662 rVB4 6398 10004 2.06% 0.179%
38 12.002 1663 1670 1676 rBv4 23952 55374 11.41% 0.993%
39 12.057 1676 1679 1681 rVWVv4 4420 5793 1.19% 0.104%
40 12.117 1685 1689 1694 rVB 23676 34840 7.18% 0.625%
41 12.197 1697 1702 1705 rVv4 17953 32842 6.77% ©.589%
42 12.227 1705 1707 1713 rVB2 22467 38972 8.03% 0.699%
43 12.367 1727 1730 1734 rBV3 9983 17962 3.70% 0.322%
44 12.410 1734 1737 1742 rVB2 20998 31348 6.46% 0.562%
45 12.477 1742 1748 1754 rBV 224402 354579 73.08% 6.359%
46 12.569 1758 1763 1767 rBV8 6244 10977 2.26% 0.197%
47 12.642 1771 1775 1781 rVB2 35925 64549 13.30% 1.158%
48 12.727 1782 1789 1793 rBV5 15711 38970 8.03% 0.699%
49 12.806 1795 1802 1807 rBvV3 34718 79892 16.47% 1.433%
50 12.855 1808 1810 1816 rVB5 15130 21674 4.47%  0.389%
51 12.910 1816 1819 1820 rBV3 7568 7617 1.57% 0.137%
52 12.947 1821 1825 1829 rVB5 19084 24659 5.08% 0.442%
53 13.001 1829 1834 1836 rBV4 12276 21694 4.47% 0.389%
54 13.038 1836 1840 1847 rVB 53028 84181 17.35% 1.510%
55 13.166 1857 1861 1866 rBv4 15111 25233 5.20% 0.453%
56 13.215 1867 1869 1871 rBV2 7444 7541 1.55% 0.135%
57 13.318 1877 1886 1889 rBV5 36428 83480 17.21% 1.497%
58 13.361 1889 1893 1896 rvv4 25538 38573 7.95% 0.692%
59 13.422 1896 1903 1912 rVB 275256 438726 90.42% 7.868%
60 13.562 1923 1926 1929 rBV4 10015 13497 2.78% 0.242%
61 13.660 1940 1942 1948 rVB6 7398 12143 2.50% 0.218%
62 13.745 1950 1956 1961 rBV4 68217 127732 26.33% 2.291%
63 13.788 1961 1963 1968 rVB4 20629 28908 5.96% 0.518%
64 13.849 1969 1973 1981 rVV6 19631 57136 11.78% 1.025%
65 13.916 1981 1984 1988 rVV5 16889 36038 7.43% 0.646%
66 13.965 1989 1992 1997 rVB2 41701 62573 12.90% 1.122%
67 14.074 2005 2010 2015 rVB3 36254 59705 12.31% 1.071%
68 14.135 2015 2020 2026 rBV7 25407 57104 11.77% 1.024%
69 14.196 2026 2030 2033 rBVS5 13578 21399 4.41% 0.384%
70 14.257 2034 2040 2044 rBV3 65721 147237 30.35% 2.640%
71 14.330 2050 2052 2056 rVB 18812 22513  4.64% 0.404%
72 14.379 2056 2060 2063 rBV2 28005 45702 9.42% 0.820%
73 14.416 2063 2066 2070 rVV3 52630 73224 15.09% 1.313%
74 14.611 2095 2098 2103 rBV3 23499 36312 7.48% 0.651%
75 14.678 2103 2109 2114 rVV4 70314 148552 30.62% 2.664%

76 14.727 2114 2117 2123 rVB3 67330 106677 21.99% 1.913%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021722\
Data File : VY007536.D

Acqg On : 17 Feb 2022 20:32
Operator : SY/MD

Sample : N1580-11

Misc : 5.78g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 23  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\82Y021422S.M

Title : SW846 8260

77 14.794 2124 2128 2133 rVB6 15222 28732 5.92% ©.515%
78 14.843 2134 2136 2138 rBV3 11146 12884 2.66% ©0.231%
79 14.940 2148 2152 2156 rBV3 45345 59562 12.28% 1.068%
80 15.050 2165 2170 2178 rVB3 40198 84756 17.47% 1.520%
81 15.141 2183 2185 2189 rVB2 35655 43779 9.02% 0.785%
82 15.208 2191 2196 2202 rBV3 54483 88240 18.19% 1.582%
83 15.336 2214 2217 2222 rBV6 18237 32660 6.73% 0.586%
84 15.440 2230 2234 2240 rVB9 13974 34807 7.17% 0.624%
85 15.531 2242 2249 2255 rVWW8 17516 54270 11.19% ©.973%
86 15.599 2257 2260 2265 rVB6 23016 42180 8.69% 0.756%
87 16.025 2325 2330 2335 rVB4 25631 50277 10.36% ©.902%
88 16.153 2346 2351 2357 rVB2 28174 45132 9.30% 0.809%
89 16.476 2398 2404 2411 rBV3 33900 79522 16.39% 1.426%
90 16.604 2419 2425 2433 rVB3 9167 27176 5.60% 0.487%

Sum of corrected areas: 5576145
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021722\
Data File : VY@07536.D

Acqg On : 17 Feb 2022 20:32
Operator : SY/MD

Sample : N1580-11

Misc : 5.78g/5.0mL/MSVOA_Y/SOIL

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y021422S.M
Quant Title : SW846 8260

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

Abundance TIC: VY007536.D\data.ms
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Abundance TIC: VY007536.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021722\
Data File : VY@07536.D

Acqg On : 17 Feb 2022 20:32
Operator : SY/MD

Sample : N1580-11

Misc : 5.78g/5.0mL/MSVOA_Y/SOIL

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y021422S.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 Cyclohexane, 1,1-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.806 9.11 ug/1 79892  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 60
2 Cyclohexane, 1l-ethyl-1-methyl- 126 CSH18 004926-90-3 50
3 Ethanone, 1-(1-methylcyclohexyl)- 140 C9H160 002890-62-2 50
4 4-Hepten-3-one, 2,6-dimethyl- 140 C9H160 056259-14-4 49
5 1-Allyl-1-but-3-enyl-1-silacyclo... 166 C10H18Si 127597-51-7 47

Abundance Scan 1802 (12.806 min): VY007536.D\data.ms (-1795) (- m/z 97.10 100.00%
7.1

55.0
5000
140.2 = ——
I \M ‘ 1740 2071 12.50 13.00
HH‘HH“‘H‘} \\‘\H\‘H‘\l\‘H\“HH“H\”\.‘HH‘H.\\ m/Z 55.05 89.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7618: Cyclohexane, 1,1-dimethyl-
97.0
55.0
5000 — —
12.50 13.00
270 m/z 69.10 37.88%
\\\‘\‘\‘M\\ \\‘\‘\“\w‘\\““1\\M‘\\}\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #13268: Cyclohexane, 1-ethyl-1-methyl-
55.0 97.0
— ——
12.50 13.00
5000 m/z 41.10 30.03%
27.0
‘Hu_‘:‘”‘mm!‘_u‘hww"!‘_““1‘2‘6‘-9‘w_ww_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21583: Ethanone, 1-(1-methylcyclohexyl)- P —
55.0 97.0 12.50 13.00
m/z 96.00 21.20%
5000
20| | | w0
11 Ll I |
et 7 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\VY021722\
Data File : VY@07536.D

Acqg On : 17 Feb 2022 20:32
Operator : SY/MD

Sample : N1580-11

Misc : 5.78g/5.0mL/MSVOA_Y/SOIL

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y021422S.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 Heptane, 3,3,5-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.038 9.59 ug/l 84181 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3,3,5-trimethyl- 142 C10H22 007154-80-5 64
2 Octane, 3-ethyl- 142 C10H22 005881-17-4 64
3 Octane, 3,3-dimethyl- 142 C1leH22 004110-44-5 64
4 Heptane, 2,5,5-trimethyl- 142 C1eH22 001189-99-7 53
5 Cyclohexanol, 1-methyl-4-(1-meth... 156 C1@H200 003901-93-7 52
Abundance Scan 1840 (13.038 min): VY007536.D\data.ms (-1836) (- m/z 71.10 100.00%
711
43.1
5000
113.2 M ‘
13.00
156.1
\H‘H\\“m\‘h“\‘1‘1\M‘H‘M\H‘\H\,\”H\,‘\\\1,\\”‘””2‘9\77]\' m/z 43.10  79.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22125: Heptane, 3,3,5-trimethyl-
71.0
5000 43.0 —— ‘
13.00
113.0 m/z 57.10 64.87%
]\-\4'\.(‘)\‘\‘\\“‘{\\“‘1“\\H\“\‘\\\‘\\}\’\\\\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22070: Octane, 3-ethyl-
43.0 M
71.0 T T
13.00
5000 m/z 70.10 39.96%
‘ ‘ 112.0
SO O -
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22097: Octane, 3,3-dimethyl- T ‘
71.0 13.00
m/z 41.10 39.63%
5000 43.0
‘ 113.0
1somh\‘ -
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\VY021722\
Data File : VY@07536.D

Acqg On : 17 Feb 2022 20:32
Operator : SY/MD

Sample : N1580-11

Misc : 5.78g/5.0mL/MSVOA_Y/SOIL

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y021422S.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 Cyclohexane, butyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.319 9.51 ug/l 83480 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 81
2 Cyclohexane, propyl- 126 CSH18 001678-92-8 64
3 Cyclohexane, (2-methylpropyl)- 140 CleH20 001678-98-4 64
4 Cyclohexane, pentyl- 154 C11H22 004292-92-6 64
5 Cyclohexane, undecyl- 238 C17H34 054105-66-7 59
Abundance Scan 1886 (13.318 min): VY007536.D\data.ms (-1877) (- m/z 83.10 100.00%
83.1
55.1
5000
140.2 M L
112.2 13.00 13.50
M e b 27202069 L0 g5 19 56.75%
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 55.10 55.72%
29.0 140.0
\\\‘\H\\“H\\\“!“\‘}h\\“1\\\“]_\]\-%.\O‘\\\\[\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13203: Cyclohexane, propyl-
83.0
55.0
— —
13.00 13.50
5000 m/z 41.10 36.50%
27.0 126.0
"‘_U‘“‘”"J‘l‘_‘:‘u‘M‘H“‘H"w_ww_ww
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20736: Cyclohexane, (2-methylpropyl)- — —
55.0 83.0 13.00 13.50
m/z 43.10 22.64%
5000
27.0 ‘ ‘ 140.0
B 0 0 P O 11 %
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\VY@21722\
Data File : VY@07536.D

Acqg On : 17 Feb 2022 20:32

Operator : SY/MD

Sample : N1580-11

Misc : 5.78g/5.0mL/MSVOA_Y/SOIL

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y021422S.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 4 Naphthalene, decahydro- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.745 14.56 ug/1l 127732  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro- 138 C10H18 000091-17-8 96
2 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 93
3 Cyclohexane, 1-methyl-4-(1-methy... 138 C10H18 001124-25-0 92
4 Spiro[4.5]decane 138 C10H18 000176-63-6 87
5 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 81

Abundance Scan 1956 (13.745 min): VY007536.D\data.ms (-1950) (-  m/z 67.10 100.00%
67.1 138.2
41.0 96.1
5000
P e
#11 L \ 165.3 188.2 13.50 14.00
‘$ewww‘munuw“cw“‘m‘ m/z 138.20  94.42%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19431: Naphthalene, decahydro-
67.0 96.0 138.0
5000 410 N AR
13.50 14.00
m/z 55.10  83.44%
\\\‘\H‘\\‘i”\\‘\“}‘\“‘\\‘ L17'0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19461: Naphthalene, decahydro-, trans-
67.0
138.0 T ‘ T T ‘ T
41.0 96.0 13.50 14.00
5000 m/z 81.10 69.34%
15.0 | \
R R RS
miz--> 20 40 60 80 100 120 140 160 180
Abundance #19553: Cyclohexane, 1-methyl-4-(1-methylethenyl)-, trar —— —
81.0 13.50 14.00
m/z 41.05 68.21%
55.0
5000
‘ 109.0 138.0
m/z--> 20 40 60 80 100 120 140 160 180 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@21722\
Data File : VY@07536.D

Acqg On : 17 Feb 2022 20:32

Operator : SY/MD

Sample : N1580-11

Misc : 5.78g/5.0mL/MSVOA_Y/SOIL

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y021422S.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 5 unknownl4.257 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14.257 16.78 ug/1 147237 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C1@H160 000547-60-4 49
2 (+)-Dihydrocarvone 152 C10H160 005524-05-0 49
3 Cyclohexanone, 5-methyl-2-(1-met... 152 C1@H160 015932-80-6 46
4 Cyclohexanone, 2-methyl-5-(1-met... 152 C10H160 007764-50-3 45
5 Cyclohexanone, 2-methyl-5-(1-met... 152 C1@H160 005948-04-9 45

Abundance Scan 2040 (14.257 min): VY007536.D\data.ms (-2034) (-  m/z 83.10 100.00%
3.1

55.0 152.2

5000

-

105.1

——
125.2 14.00

1881 m/z s5.05
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29426: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a
55.0 83.0

—
14.50
72.66%

3

5000 T

14.00
m/z 152.20

7

14.50
71.89%

152.0

27.0 ‘ ‘ ‘ 110.0
I

‘\}‘
miz--> 20 40 60 80 100 120 140 160 180

=

Abundance #29120: (+)-Dihydrocarvone
67.0 95.0
peoes —
14.00 14.50
5000 m/z 81.10 70.82%
41.0 152.0
Ll Lz
e ‘WM‘N‘HHM‘WW‘lhwﬂ““H“,‘H““H
m/z--> 20 40 60 80 100 120 140 160 180

Abundance #29331: Cyclohexanone, 5-methyl-2-(1-m

81.0

5000 41.0

ethylethylidene]

\ —
14.00 14.50

m/z--> 20 40 60 80
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Page:



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@21722\
Data File : VY@07536.D

Acqg On : 17 Feb 2022 20:32

Operator : SY/MD

Sample : N1580-11

Misc : 5.78g/5.0mL/MSVOA_Y/SOIL

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y021422S.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 6 Benzene, 1-methyl-2-(2-prop... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.678 16.93 ug/1 148552  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 53
2 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000767-99-7 47
3 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 46
4 Ethanone, 1-(4-methylphenyl)- 134 C9H1e0 000122-00-9 42
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 42

Abundance Scan 2109 (14.678 min): VY007536.D\data.ms (-2103) (-
1

m/z 119.10 100.00%

0.1
97.1
5000 55.1
e —
‘ ‘ ‘ 168.2 14.50 15.00
el s 207107 16 o6.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16168: Benzene, 1-methyl-2-(2-propenyl)-
117.0
5000 st ¥ L
91.0 14.50 15.00
m/z 97.10 64.83%
39.0 65.0
\1\5\-‘0\‘\\\“‘\\“}‘\“M\\H}‘“‘\\‘}\“H‘\\!"\‘U‘\‘\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16171: Benzene, (1-methyl-1-propenyl)-, (Z)-
117.0
—r —
14.50 15.00
5000 91.0 ITI/Z 134.15 40.69%
51.0
210‘
“‘ upmw“w:‘p‘:m!‘,m“h,‘m_m_m_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17059: Benzene, 1,2,3,4-tetramethyl- ‘A‘ : ‘f\jxﬁ/
119.0 14.50 15.00
m/z 55.10 38.66%
- A/\thwm¢dm\ﬁwwkmﬂﬂk
91.0
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021722\
Data File : VY@07536.D

Acqg On : 17 Feb 2022 20:32
Operator : SY/MD

Sample : N1580-11

Misc : 5.78g/5.0mL/MSVOA_Y/SOIL

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y021422S.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 Undecane, 2,6-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.727 12.16 ug/l 106677 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 60
2 4'-Methylpropiophenone 148 C10H120 005337-93-9 35
3 Benzene, (1,1-dimethylpropyl)- 148 C1l1H16 002049-95-8 35
4 Benzene, 1-methyl-4-(1-methylpro... 148 Cl1H16 001595-16-0 35
5 Butyric acid, 2-phenyl-, undec-2... 316 C21H3202 1000406-92-0 27

Abundance Scan 2117 (14.727 min): VY007536.D\data.ms (-2114) (- m/z 57.10 100.00%
57.

1191
5000
151.2 — ——
i \ 184.3207.1 1450 1500
MUM“‘H“HM“mc;w‘:‘ m/z 119.10  83.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
5000 = —
14.50 15.00
m/z 71.10 55.22%
29.0 H 98.0
\\\‘\‘H\ \“‘\ T \‘\“ T \H{ T “U\\\““\\1‘\‘\\]\-\4.‘1\.\()\\‘\\\]\_‘8\4\.\0\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26213: 4'-Methylpropiophenone
119.0
—— —
14.50 15.00
5000 91.0 m/z 41.10 51.07%
65.0 148.0
39.0 |
S RO Il
o L e B R E
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26389: Benzene, (1,1-dimethylpropyl)- T —
119.0 14.50 15.00
m/z 43.10 49.92%
91.0
5000
41.0 148.0
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021722\
Data File : VY@07536.D

Acqg On : 17 Feb 2022 20:32
Operator : SY/MD

Sample : N1580-11

Misc : 5.78g/5.0mL/MSVOA_Y/SOIL

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y021422S.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 2,2-Dimethylindene, 2,3-dih... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.050 9.66 ug/l 84756  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 60
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 60
3 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 55
4 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 55
5 2-Butene, 3-chloro-1-phenyl-, (Z)- 166 C10H11Cl 016608-68-7 55

Abundance Scan 2170 (15.050 min): VY007536.D\data.ms (-2165) (- m/z 131.15 100.00%

131.2 ' '
5000
91.1 T
411 50 ‘\ ‘ H 162.2157 15.00
H““H‘ﬂ“m‘”wmhwu Ll J e S m/z 133,05 72.81%
m/z--> 20 40 60 100 120 140 160 180
Abundance #25018: 2,2-D|methyI|ndene, 2,3-dihydro-
131.0
5000 e
15.00
91.0 m/z 119.05 36.24%
51.0 ‘ |
\\\\‘\\\\‘\\‘\‘\‘m\\\‘\\‘}\“U\\!“\‘U‘!\‘\H\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
1 T
15.00
5000 m/z 148.05 23.02%
210 510 91.0
e Mooy L
miz--> 20 40 60 80 100 120 140 160 180 A jkn
Abundance #25032: 1H-Indene, 2,3-dihydro-1,1-dimethyl- ‘/\ ey
131.0 15.00
m/z 115.10 21.37%
5000
91.0
51.0
S FC R 2 N N I -
m/z--> 20 40 60 80 100 120 140 160 180 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021722\
Data File : VY@07536.D

Acqg On : 17 Feb 2022 20:32
Operator : SY/MD

Sample : N1580-11

Misc : 5.78g/5.0mL/MSVOA_Y/SOIL

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y021422S.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 Nonane, 3-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.208 10.06 ug/l 88240 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3-methyl- 142 C1eH22 005911-04-6 59
2 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 58
3 Tridecane, 7-methyl- 198 C14H30 026730-14-3 58
4 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 53
5 Oxalic acid, bis(2-ethylhexyl) e... 314 C18H3404 1000309-39-0 53

Abundance Scan 2196 (15.208 min): VY007536.D\data.ms (-2191) (- m/z 57.10 100.00%
57.1

20 AMVWAJMAMJ\WMWfMA/LN
113.2
85.1 —— ——
| ‘ H 145.1 1823 207 1 15.00 15.50
“‘w“HN;w"mﬂuﬂ‘uwuH‘Hm“_ﬁ‘wn‘u‘w“_“‘ m/z 71.10  97.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22080: Nonane, 3-methyl-
57.0
5000 — —
29.0 15.00 15.50
m/z 43.10 66.93%
113.0
\\\‘\‘\1\\‘“{\\“‘\\“}\8‘?\()\\‘\\\‘\‘\\}ﬁ%\q\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14552: Heptane, 2,6-dimethyl-
43.0
—— —
15.00 15.50
5000 ITI/Z 41.10 40.72%
71.0
Lh L e
i | Y} |
e AR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74015: Tridecane, 7-methyl- T —
57.0 15.00 15.50
m/z 55.10  25.39%
5000
112.0
85.0
ol L oo
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021722\
Data File : VY@07536.D

Acqg On : 17 Feb 2022 20:32
Operator : SY/MD

Sample : N1580-11

Misc : 5.78g/5.0mL/MSVOA_Y/SOIL

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y021422S.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 Naphthalene, 1-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.476 9.06 ug/l 79522  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 90
2 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 78
3 1H-Indene, 1-ethylidene- 142 C11H10 002471-83-2 60
4 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 60
5 Benzocycloheptatriene 142 C11H1e 000264-09-5 60

Abundance Scan 2404 (16.476 min): VY007536.D\data.ms (-2398) (- m/z 142.05 100.00%
14p.1

115.0

5000

——

N

57.1 91.0 ““\\\\‘\\\\‘\\\\‘
179.0 16.20 16.40 16.60

bl 02070 s 141,05 o8.85%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22147: Naphthalene, 1-methyl-
142.0
5000 \\\‘\\\\‘\\\\‘\\\\‘
115.0 16.20 16.40 16.60
m/z 115.00 67.99%
390 630

‘ 89.0
[ A |

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #22155: Bicyclo[4.4.1]undeca-1,3,5,7,9-pentaene

-

141.0
B R ma i
115.0 16.20 16.40 16.60
5000 m/z 129.85  57.54%
39.0 930 890
‘mw“i\”H“‘;‘\“‘\”M \H{“\\“\\\Hl‘\”\\\W\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22152: 1H-Indene, 1-ethylidene- T
141.0 16.20 16.40 16.60
m/z 131.05 34.34%
5000 115.0

3

39.0 637-0‘ 89.0 |
L | |

m/z--> 20 40 60 80 100 120 140 160 180 200 16.20 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021722\
Data File : VY007536.D

Acqg On : 17 Feb 2022 20:32
Operator : SY/MD

Sample : N1580-11

Misc : 5.78g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y021422S.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|
Cyclohexane, 1,... 12.806 9.1 wug/l 79892 4 13.422 438726 50.0
Heptane, 3,3,5-... 13.038 9.6 ug/l 84181 4 13.422 438726 50.0
Cyclohexane, bu... 13.319 9.5 ug/l 83480 4 13.422 438726 50.0
Naphthalene, de... 13.745 14.6 wug/l 127732 4 13.422 438726 50.0
unknownl14.257 14.257 16.8 wug/l 147237 4 13.422 438726 50.0
Benzene, 1-meth... 14.678 16.9 wug/l 148552 4 13.422 438726 50.0
Undecane, 2,6-d... 14.727 12.2 ug/l 106677 4 13.422 438726 50.0
2,2-Dimethylind... 15.050 9.7 wug/l 84756 4 13.422 438726 50.0
Nonane, 3-methyl-  15.208 10.1 ug/1 88240 4 13.422 438726 50.0
Naphthalene, 1-... 16.476 9.1 wug/l 79522 4 13.422 438726 50.0
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