LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042221\
Data File : VY004593.D

Acqg On : 22 Apr 2021 18:21
Operator : SY/MD

Sample : M2119-01

Misc : 5.05G/5ML/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\82Y041221S.M

Title : SW846 8260

Signal : TIC: VY@04593.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.180 47 59 60 rBvV3 5071 13559 2.35% 0.143%
2 2.229 61 67 84 rvV 216451 365094 63.36% 3.859%
3 2.393 90 94 101 rVB 14259 24404 4.24% 0.258%
4 2.558 114 121 122 rBV3 8526 16922 2.94% 0.179%
5 3.844 322 332 340 rBV 5430 13605 2.36% 0.144%
6 3.960 340 351 374 rW 82524 226307 39.28%  2.392%
7 4.235 385 396 397 rBV3 3238 7004  1.22% 0.074%
8 4.728 468 477 478 rBV2 5869 10869 1.89% 0.115%
9 4.972 500 517 537 rBV 109046 433864 75.30% 4.586%
106 5.606 610 621 630 rBv4 5402 17954 3.12% 0.190%
11 5.759 638 646 656 rVB4 2840 8868 1.54% 0.094%
12 5.917 664 672 681 rBVS5 2065 6450 1.12% 0.068%
13 6.716 793 803 815 rBvV2 46014 139095 24.14% 1.470%
14 7.002 838 850 861 rBV 46245 125549 21.79% 1.327%
15 7.728 960 969 975 rBV 93564 226053 39.23% 2.389%
16 7.801 975 981 990 rw 160214 357493 62.04% 3.779%
17 8.155 1024 1039 1050 rBV3 119334 307072 53.29%  3.246%
18 8.331 1059 1068 1073 rVVv2 9476 24880 4.32% 0.263%
19 8.405 1073 1080 1093 rVB2 56476 126969 22.04% 1.342%
20 8.563 1095 1106 1114 rBV3 25604 61596 10.69% ©.651%
21 8.697 1120 1128 1137 rBV 252992 494401 85.81% 5.226%
22 9.142 1194 1201 1207 rBV 65046 126416 21.94% 1.336%
23 9.270 1214 1222 1234 rBV 141905 271691 47.15% 2.872%
24  9.368 1234 1238 1246 rVB4 3500 7496 1.30% 0.079%
25 9.526 1257 1264 1273 rVB 62650 126127 21.89% 1.333%
26 9.618 1273 1279 1288 rVB 20590 39812 6.91% 0.421%
27 9.752 1292 1301 1308 rBV 28057 59792 10.38% 0.632%
28 9.825 1308 1313 1316 rBV4 3452 6040 1.05% 0.064%
29 9.965 1328 1336 1348 rBV5 4512 16162 2.80% 0.171%
30 10.075 1348 1354 1358 rBV 25812 45787 7.95% 0.484%
31 10.118 1358 1361 1365 rVB2 10326 14233  2.47% 150%

32 10.185 1365 1372 1378 rBV 336917 576188 100.00%
33 10.246 1378 1382 1388 rVB 75548 118101 20.50%
34 10.374 1395 1403 1410 rVB4 20654 53503  9.29%
35 10.496 1411 1423 1431 rBV2 119140 281116 48.79%
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36 10.587 1432 1438 1442 rBV2 17099 29968 5.20%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042221\
Data File : VY004593.D

Acqg On : 22 Apr 2021 18:21
Operator : SY/MD

Sample : M2119-01

Misc : 5.05G/5ML/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\82Y041221S.M
Title : SW846 8260
37 10.727 1450 1461 1468 rVB 46367 94843 16.46% 1.003%
38 10.837 1469 1479 1484 rBV 45347 80006 13.89%  0.846%
39 10.941 1489 1496 1504 rvVv 196048 316442 54.92% 3.345%
40 11.044 1508 1513 1517 rVV 19416 32965 5.72% 0.348%
41 11.093 1518 1521 1527 rVB2 5503 8851 1.54% 0.094%
42 11.215 1535 1541 1545 rBv2 12118 21335 3.70% 0.226%
43 11.282 1545 1552 1555 rBV3 10777 22826 3.96% 0.241%
44 11.319 1555 1558 1564 rVB3 18537 34611 6.01% 0.366%
45 11.386 1564 1569 1574 rBV 9795 18644 3.24% 0.197%
46 11.495 1578 1587 1593 rVB 184771 308409 53.53%  3.260%
47 11.599 1596 1604 1612 rBV2 38445 82641 14.34% 0.874%
48 11.709 1612 1622 1625 rVV2 87991 201985 35.06% 2.135%
49 11.739 1625 1627 1633 rVV3 72412 113630 19.72% 1.201%
50 11.812 1634 1639 1644 rVB3 44374 70021 12.15% 0.740%
51 11.965 1656 1664 1668 rBV 32860 60781 10.55% 0.642%
52 12.032 1668 1675 1683 rVB3 49503 102220 17.74% 1.081%
53 12.111 1683 1688 1693 rBV2 43025 72966 12.66% 0.771%
54 12.166 1693 1697 1699 rBvV2 9049 11620 2.02% 0.123%
55 12.209 1699 1704 1709 rBV 110105 172918 30.01% 1.828%
56 12.331 1720 1724 1730 rVB3 12775 19658 3.41% 0.208%
57 12.416 1731 1738 1744 rBV6 16151 41913  7.27% ©0.443%
58 12.489 1744 1750 1755 rBV3 96517 163527 28.38% 1.729%
59 12.648 1772 1776 1778 rBv4 6818 10431 1.81% 0.110%
60 12.739 1784 1791 1793 rBV2 40897 73483 12.75% 0.777%
61 12.770 1793 1796 1798 rVV2 30287 42405 7.36% ©0.448%
62 12.812 1798 1803 1807 rVB2 144305 225703 39.17% 2.386%
63 12.934 1817 1823 1824 rBV3 22782 34771 6.03% 0.368%
64 13.013 1833 1836 1838 rBV4 7667 9209 1.60% ©0.097%
65 13.050 1838 1842 1849 rVB6 23847 56897 9.87% 0.601%
66 13.129 1849 1855 1860 rBV3 65008 134807 23.40%  1.425%
67 13.276 1871 1879 1882 rBV6 38932 90698 15.74%  ©.959%
68 13.428 1897 1904 1908 rBV3 42453 86380 14.99% 0.913%
69 13.629 1933 1937 1940 rBV2 21649 32057 5.56% 0.339%
70 13.666 1941 1943 1951 rVB3 16869 36770 6.38% 0.389%
71 13.751 1952 1957 1962 rBV3 73374 139640 24.24% 1.476%
72 13.971 1989 1993 1998 rVB3 25030 41027 7.12% 0.434%
73 14.080 2006 2011 2016 rBV5 32963 64289 11.16% 0.680%
74 14.160 2016 2024 2027 rVVW7 29104 86753 15.06% ©.917%
75 14.196 2028 2030 2035 rVV5 34940 61980 10.76% ©.655%

76 14.257 2036 2040 2053 rVV5 75850 194902 33.83% 2.060%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042221\
Data File : VY004593.D

Acqg On : 22 Apr 2021 18:21
Operator : SY/MD

Sample : M2119-01

Misc : 5.05G/5ML/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\82Y041221S.M

Title : SW846 8260

77 14.391 2057 2062 2064 rVV4 23328 45740  7.94% 0.483%
78 14.422 2064 2067 2072 rVV3 52601 82119 14.25% 0©.868%
79 14.483 2072 2077 2083 rVB7 31668 62374 10.83% 0.659%
80 14.617 2096 2099 2103 rVB3 29069 42247 7.33% 0.447%
81 14.684 2105 2110 2114 rVV5 49361 100162 17.38% 1.059%
82 14.733 2114 2118 2125 rVB4 96798 162564 28.21% 1.718%
83 14.849 2132 2137 2140 rBV3 69129 126591 21.97% 1.338%
84 14.940 2148 2152 2157 rVB5 66846 112724 19.56%  1.192%
85 15.044 2165 2169 2175 rBV8 26549 50486 8.76% 0.534%
86 15.269 2202 2206 2208 rBV3 47764 75894 13.17% 0.802%
87 15.452 2231 2236 2240 rBV5 48854 91817 15.94% ©.971%
88 15.604 2257 2261 2269 rVB6 67211 146983 25.51% 1.554%
89 15.739 2279 2283 2290 rVB5 54298 105112 18.24% 1.111%

Sum of corrected areas: 9460267
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:
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LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042221\

: VY004593.D

: 22 Apr 2021 18:21

: SY/MD

: M2119-01

: 5.05G/5ML/MSVOA_Y/SOIL
: 23

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y041221S.M
: SW846 8260

¢ C:\DATABASE\NIST11.L
LSCINT.P

TIC: VY004593.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042221\
Data File : VY@@4593.D

Acqg On : 22 Apr 2021 18:21
Operator : SY/MD

Sample : M2119-01

Misc : 5.05G/5ML/MSVOA_Y/SOIL

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y041221S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 Hexanal Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.941 51.30 ug/l 316442  Chlorobenzene-d5 11.495
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 90
2 Butanal, 3-methyl- 86 C5H100 000590-86-3 38
3 Cyclopentanol, 2-methyl-, cis- 100 C6H120 025144-05-2 27
4 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 25
5 Cyanic acid, butyl ester 99 C5HO9NO 001768-24-7 23

Abundance Scan 1496 (10.941 min): VY004593.D\data.ms (-1489) (- m/z 44.10 100.00%

44.1 56.0
5000
72.0 A A
H ‘ ‘ 11.00
SS—— 1 — \_HH“““5‘9“‘1‘99“1“_”‘ m/z 56.05 86.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3767: Hexanal
44.0
56.0
5000 T
27.0 1100
720 85.01%
150 || Ul i1 |70 1000
\\‘\\\\‘\\\\‘\\\\’\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1743: Butanal, 3-methyl-
44.0
58.0 1100
5000 63.18%
20.0 71.0
|
1y Ll . .
R e e L T AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3942: Cyclopentanol, 2-methyl-, cis-
57.0 1100
55.63%
5000 41.0
82.0
100.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042221\
Data File : VY@@4593.D

Acqg On : 22 Apr 2021 18:21
Operator : SY/MD

Sample : M2119-01

Misc : 5.05G/5ML/MSVOA_Y/SOIL

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y041221S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 2 Naphthalene, decahydro-, tr... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.751 80.83 ug/l 139640 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 95
2 Cyclodecene 138 C10H18 003618-12-0 81
3 Naphthalene, decahydro- 138 C10H18 000091-17-8 81
4 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 68
5 3-Decen-1-0l1, (E)- 156 C10H200 010339-60-3 64

Abundance Scan 1957 (13.751 min): VY004593.D\data.ms (-1952) (-  m/z 41.10 100.00%
41.1

67.0
138.1
95.1
5000
—— —
17 166.1 13.50 14.00
IR 1681 1931 s 10 s4.97%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16925: Naphthalene, decahydro-, trans-
67.0 138.0
5000 7 ——
13.50 14.00
m/z 67.05 83.44%
15.0
\\‘\H\“\\J‘\].\‘.\\\\“\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16851: Cyclodecene
41.0 67.0
—— —
13.50 14.00
95.0 m/z 57.05 77.27%
5000 138.0
‘\‘\\\“.\\\\“\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16892: Naphthalene, decahydro- T T
67.0 96.0 138.0 13.50 14.00
m/z 55.00  71.20%
o T %M
H‘ ‘\ Il i u\‘ LTO ‘
R e L e R R Ea —— ——
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\VY042221\
Data File : VY@@4593.D

Acqg On : 22 Apr 2021 18:21
Operator : SY/MD

Sample : M2119-01

Misc : 5.05G/5ML/MSVOA_Y/SOIL

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y041221S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 Naphthalene, decahydro-2-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.257 112.82 ug/l 194902  1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 98
2 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 95
3 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 86
4 Cyclohexanone, 5-methyl-2-(1-met... 152 C10H160 015932-80-6 86
5 9-Methylbicyclo[3.3.1]nonane 138 C10H18 025107-01-1 70

Abundance Scan 2040 (14.257 min): VY004593.D\data.ms (-2036) (-  m/z 81.00 100.00%

81.0
152.1
41.1
5000
— —
‘10?1 1005 14.00 14.50
e 3998 2 67.05  76.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25446: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
5000 — —
14.00 14.50
109.0 m/z 95.05 75.85%
‘\\“‘\\‘h\\\“\\\‘\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25429: trans-Decalin, 2-methyl-
81.0
—r —
55.0 152.0 14.00 14.50
5000 ' m/z 152.05  72.34%
29.0 109.0
B0 ' O O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25436: 1-Methyldecahydronaphthalene e —
41.0 7.0 14.00 14.50
9.0 152.0 m/z 41.10  59.95%
h 123.0
T A S EEER — —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042221\
Data File : VY@@4593.D

Acqg On : 22 Apr 2021 18:21
Operator : SY/MD

Sample : M2119-01

Misc : 5.05G/5ML/MSVOA_Y/SOIL

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y041221S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 unknownl4.684 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.684 57.98 ug/l 100162 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 38
2 Spiro[4.5]decan-2-one 152 C1@H160 003643-16-1 35
3 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 35
4 Benzene, (2-methyl-2-propenyl)- 132 C1OH12 003290-53-7 25
5 1H-Inden-1-one, octahydro-7a-met... 152 C10H160 017428-83-0 25

Abundance Scan 2110 (14.684 min): VY004593.D\data.ms (-2105) (- m/z 97.10 100.00%
55.0 97.1

5000

3

— —
14.50 15.00

781 2079 251i . 55.05  93.63%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #25433: cis-Decalin, 2-syn-methyl-
95.0

o
~
o

5000 T

T ‘
152.0 14.50 15.00
m/z 117.00 76.32%

123.0
]

Tl M.
\H‘\H\’\H\‘\H\‘H\\‘HH‘HH‘\\H’\H\’
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #25118: Spiro[4.5]decan-2-one
81.0

=

A —
152.0 14.50 15.00

so00| 410 109.0 m/z 41.10  73.55%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

:

Abundance #25447: Naphthalene, decahydro-2-methyl- —— —

95.0 14.50 15.00

55.0
m/z 95.10 65.48%
152.0
5000
‘123.0

ther b e e e e e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042221\
Data File : VY@@4593.D

Acqg On : 22 Apr 2021 18:21
Operator : SY/MD

Sample : M2119-01

Misc : 5.05G/5ML/MSVOA_Y/SOIL

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y041221S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 Naphthalene, decahydro-2,6-... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

14.733 94.10 ug/l 162564 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2,6-dimet... 166 C12H22 001618-22-0 89
2 Bicyclo[4.1.0]heptane, 3-methyl- 110 C8H14 041977-47-3 70
3 cis,trans-1,6-Dimethylspiro[4.5]... 166 C12H22 1000111-72-3 70
4 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 53
5 1-Methyl-2-methylenecyclohexane 110 C8H14 002808-75-5 49

Abundance Scan 2118 (14.733 min): VY004593.D\data.ms (-2114) (- m/z 41.10 100.00%
411 810 166.2

5000

%

109.1

—r —
14.50 15.00
137.1‘ ¢
,HH‘}:“JH‘_ 2001 280 hm/z sl.e5  98.95%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #35195: Naphthalene, decahydro-2,6-dimethyl-
81.0

166.0

%

50001 41.0 \‘ T

109.0 14.50 15.00

m/z 95.00 96.13%
137.0

H ‘m\ hh h‘h ikl ‘\ ] ‘
’\\\\‘\\\\‘\ \\‘\\\ ‘\\\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 20 40 60 80 100120140160180200220 240260280
Abundance #6015: Bicyclo[4.1.0]heptane, 3-methyl-

81.0
41.0

%

— —
14.50 15.00
5000 m/z 166.20  91.35%

110.0
H\ \H Il

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #35211: cis,trans-1,6-Dimethylspiro[4.5]decane et ——
95.0 14.50 15.00

=

m/z 55.10 89.30%
166.0
67.0
5000
‘FZ&O
,H‘WH‘W‘M‘_H _‘HJMH‘H‘WNHW‘H‘_‘HM‘H‘H‘WH‘W“ — —
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042221\
Data File : VY@@4593.D

Acqg On : 22 Apr 2021 18:21
Operator : SY/MD

Sample : M2119-01

Misc : 5.05G/5ML/MSVOA_Y/SOIL

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y041221S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 Naphthalene, decahydro-2,3-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

14.849 73.28 ug/l 126591 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2,3-dimet... 166 C12H22 001008-80-6 91
2 Naphthalene, decahydro-2,6-dimet... 166 C12H22 001618-22-0 80
3 1H-Indene, 1l-ethyloctahydro-7a-m... 166 C12H22 056324-71-1 70
4 trans,trans-1,6-Dimethylspiro[4.... 166 C12H22 1000111-72-1 70
5 cis,trans-1,6-Dimethylspiro[4.5]... 166 C12H22 1000111-72-3 62

Abundance Scan 2137 (14.849 min): VY004593.D\data.ms (-2132) (- m/z 81.00 100.00%
81.0

166.2

5000

%

109.1

— —
14.50 15.00
MO L2071 2810 s 9510 98.20%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #35201: Naphthalene, decahydro-2,3-dimethyl-
95.0

41.0
)

4

166.0

5000 55.0 — —
14.50 15.00

. m/z 166.15  71.84%

| 124,

27\‘-0“\‘ Il \\\‘ all | H\ |

’HH‘HH‘HHHH ‘HH‘HH“HH‘HH‘HH‘HH‘HH‘HH‘HH‘H

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #35195: Naphthalene, decahydro-2,6-dimethyl-
81.0

F

166.0

— —T—
14.50 15.00
5000{ 41.0 m/z 67.00  56.04%
109.0

‘m\ hh hHh Il

137.0

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #35225: 1H-Indene, 1-ethyloctahydro-7a-methyl-, (1.alph: — —
95.0 14.50 15.00

£

m/z 151.05 55.00%
67.0
5000 166.0
A g ot b
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042221\
Data File : VY@@4593.D

Acqg On : 22 Apr 2021 18:21
Operator : SY/MD

Sample : M2119-01

Misc : 5.05G/5ML/MSVOA_Y/SOIL

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y041221S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 unknownl4.940 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.940 65.25 ug/l 112724  1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2,6-dimet... 166 C12H22 001618-22-0 60
2 trans,cis-1,8-Dimethylspiro[4.5]... 166 C12H22 1000111-72-9 49
3 1H-Indene, 1l-ethyloctahydro-7a-m... 166 C12H22 056324-71-1 49
4 trans,trans-1,8-Dimethylspiro[4.... 166 C12H22 1000111-72-8 49
5 cis,trans-1,6-Dimethylspiro[4.5]... 166 C12H22 1000111-72-3 46

Abundance Scan 2152 (14.940 min): VY004593.D\data.ms (-2148) (- m/z 149.20 100.00%
53.0 81.0 149.2

5000
110.1

é

15.00
b Ll 12802 207 ssee o7.56%

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

Abundance #35195: Naphthalene, decahydro-2,6-dimethyl-
81.0

166.0

%

55.0

5000 T
109.0 15.00

m/z 81.05 96.97%

29.0 137.0

| | L
‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35212: trans,cis-1,8-Dimethylspiro[4.5]decane
95.0

%

——
68.0 15.00
5000 ' m/z 166.20  95.29%

123.0 166.0

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35225: 1H-Indene, 1-ethyloctahydro-7a-methyl-, (1.alph
95.0 15.00

m/z 41.05 90.90%

e

67.0
5000 41.0 166.0

I

L 11220

—
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042221\
Data File : VY@@4593.D

Acqg On : 22 Apr 2021 18:21
Operator : SY/MD

Sample : M2119-01

Misc : 5.05G/5ML/MSVOA_Y/SOIL

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y041221S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 cis,cis-1,9-Dimethylspiro[5... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.452  53.15 ug/1 91817 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis,cis-1,9-Dimethylspiro[5.5]Jun... 180 C13H24 1000111-73-4 64
2 1-Heptylcyclohexene 180 C13H24 015232-86-7 49
3 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 004755-33-3 42
4 (-)-trans-Pinane 138 C10H18 033626-25-4 38
5 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 006876-13-7 38
Abundance Scan 2236 (15.452 min): VY004593.D\data.ms (-2231) (- m/z 81.10 100.00%
81.1
41.1
5000
—
15.50
m/z 55.00  73.99%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45739: cis,cis-1,9-Dimethylspiro[5.5]undecane
81.0
110.0
5000 LN
180.0 15.50
m/z 69.10 72.01%
Lo
\H‘HH‘HH’HH HH‘HH‘HH‘HH‘HH’HH’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45721: 1-Heptylcyclohexene
81.0
—
15.50
m/z 41.10 69.68%
5000 41.0
180.0
EEERE LI YN
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #17017: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl-, [1S-(1.alf e
55.0 95.0 15.50
m/z 109.10 56.37%
5000
| ‘ ‘138.0
N e — —
m/z--> 20 40 60 80 100120140160180200220240260280 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042221\
Data File : VY@@4593.D

Acqg On : 22 Apr 2021 18:21
Operator : SY/MD

Sample : M2119-01

Misc : 5.05G/5ML/MSVOA_Y/SOIL

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y041221S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 Cyclopentane, 1-butyl-2-pro... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.605 85.08 ug/l 146983 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1-butyl-2-propyl- 168 C12H24 062199-50-2 53
2 trans,trans-2,8-Dimethylspiro[5.... 180 C13H24 095530-76-0 50
3 1-Pentadecyne 208 C15H28 000765-13-9 43
4 2H-Benzocyclohepten-2-one, decah... 180 C12H200 055103-64-5 38
5 Cyclohexene, 3-(2-methylpropyl)- 138 C10H18 004104-56-7 25
Abundance Scan 2261 (15.604 min): VY004593.D\data.ms (-2257) (- m/z 81.00 100.00%
411 81.0
165.1
5000
o5 1000
1962 . .
. L‘\ ‘\ . H‘ ‘M‘\ \H L MHH \h ‘ . 2‘5‘1‘22‘8‘1$ m/z 41.19 99.99%
miz--> 50 200 250
Abundance #36850: Cyclopentane, 1-butyl-2-propyl-
69.0
5000 —r ——
15.50 16.00
290 111.0 m/z 95.10 81.51%
T T H\ ‘\ “‘ T ‘H \“L T ““ U \‘L\ } ‘l\6§9 T ‘ T T T T ‘ T T T T
m/z--> 100 150 200 250
Abundance #45750. trans,trans-2,8-Dimethylspiro[5.5]undecane
95.0
—— —
15.50 16.00
5000 ITI/Z 55.10 80.96%
55.0 137.0
180.0
LA R
mfz--> 50 100 150 200 250
Abundance #67946: 1-Pentadecyne T —
81.0 15.50 16.00
43.0 m/z 69.10 75.38%
5000
140\‘ I \ L“PO 1510 1930
e e — —— —
m/z--> 50 100 150 200 250 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042221\
Data File : VY@@4593.D

Acqg On : 22 Apr 2021 18:21
Operator : SY/MD

Sample : M2119-01

Misc : 5.05G/5ML/MSVOA_Y/SOIL

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y041221S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 unknownl5.739 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.739 60.84 ug/l 105112 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis,trans-1,7-Dimethylspiro[5.5]... 180 C13H24 1000111-73-1 35
2 Bicyclo[4.1.0]heptane, 2-methyl-... 180 C13H24 055937-92-3 32
3 Cyclohexane, (2-ethyl-1-methylbu... 180 C13H24 074810-41-6 32
4 1,2-Oxaborole, 2,3,4-triethyl-2,... 180 C11H21BO 061142-64-1 27
5 2-Cyclohexen-1-one, 4-ethyl-3,4-... 152 C10H160 017622-46-7 27
Abundance Scan 2283 (15.739 min): VY004593.D\data.ms (-2279) (- m/z 95.10 100.00%
95.1
151.2
5000 67.0 180.2
39,0 e —
' 15.50 16.00
8L m/z 81.10  66.01%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #45746: cis,trans-1,7-Dimethylspiro[5.5]undecane
95.0
5000 55.0 180.0 — T
15.50 16.00
230 m/z 151.15 53.13%
| “ 151.0 |
\’HH‘HH‘HH‘H\ ‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #45748: Bicyclo[4.1.0]heptane, 2-methyl-7-pentyl-
81.0
P P
15.50 16.00
5000 ITI/Z 67.00 43.19%
41.0
109.0 180.0
et b b e 370
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #45751: Cyclohexane, (2-ethyl-1-methylbutylidene)- —— ——
95.0 15.50 16.00
41.0 151.0 m/z 41.10 42.02%
5000
‘ 180.0
’P-23-0 —— ——
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042221\
Data File : VY@04593.D

Acqg On : 22 Apr 2021 18:21
Operator : SY/MD

Sample : M2119-01

Misc : 5.05G/5ML/MSVOA_Y/SOIL

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y041221S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Hexanal 10.941 51.3 ug/l 316442 3 11.495 308409 50.0
Naphthalene, de... 13.751 80.8 wug/l 139640 4 13.428 86380 50.0
Naphthalene, de... 14.257 112.8 ug/1 194902 4 13.428 86380 50.0
unknownl4.684 14.684 58.0 ug/l 100162 4 13.428 86380 50.0
Naphthalene, de... 14.733 94.1 ug/l 162564 4 13.428 86380 50.0
Naphthalene, de... 14.849 73.3 wug/l 126591 4 13.428 86380 50.0
unknown14.940 14.940 65.3 ug/l 112724 4 13.428 86380 50.0
cis,cis-1,9-Dim... 15.452 53.1 wug/1l 91817 4 13.428 86380 50.0
Cyclopentane, 1... 15.605 85.1 wug/l 146983 4 13.428 86380 50.0
unknown15.739 15.739 60.8 ug/l 105112 4 13.428 86380 50.0
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