LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042921\
Data File : VY004664.D

Acqg On : 29 Apr 2021 17:12

Operator : SY/MD

Sample : M2196-07

Misc : 6.85G/5ML/MSVOA_Y/SOIL ALL-D-4075-B

ALS Vvial : 13  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@04664.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.960 339 351 361 rBV 13937 39078 2.42% 0.337%
2 4.728 467 477 493 rVB2 9868 32632 2.02% 0.281%
3 7.728 959 969 974 rBvV 119750 283432 17.55% 2.441%
4 7.795 974 980 990 rVB 208619 473083 29.29% 4.074%
5 8.149 1030 1038 1050 rVB 135086 293355 18.16% 2.526%
6 8.697 1119 1128 1137 rBV 329199 647977 40.12% 5.580%
7 9.185 1195 1208 1215 rBV3 18008 43784 2.71% 0.377%
8 10.185 1364 1372 1387 rBV 556817 995082 61.61% 8.569%
9 10.355 1394 1400 1409 rVB9 6145 16650 1.03% 0.143%
10 10.526 1423 1428 1432 rVB2 15836 26728 1.65% 0.230%
11 11.e38 1508 1512 1516 rVV2 18360 29298 1.81% 0.252%
12 11.093 1516 1521 1526 rVB2 22915 39079 2.42% 0.337%
13 11.294 1549 1554 1564 rVB3 20661 41812 2.59% 0.360%
14 11.495 1580 1587 1596 rVB 508365 834527 51.67% 7.186%
15 11.697 1613 1620 1624 rVV3 34718 87113 5.39% 0.750%
16 11.739 1624 1627 1631 rVV3 30760 57891 3.58% 0.499%
17 11.782 1631 1634 1639 rVB2 20100 30067 1.86% 0.259%
18 12.008 1663 1671 1677 rBv4 48806 133657 8.27% 1.151%
19 12.123 1686 1690 1694 rVB 40674 50943 3.15% 0.439%
20 12.166 1694 1697 1699 rBV3 13336 18081 1.12% 0.156%
21 12.203 1699 1703 1706 rBV3 42813 73945 4.58% 0.637%
22 12.325 1720 1723 1728 rVB5 16899 23341 1.45% 0.201%
23 12.373 1728 1731 1736 rBV5 11212 17812 1.10% 0.153%
24 12.489 1743 1750 1758 rBV3 920283 1615211 100.00% 13.909%
25 12.575 1759 1764 1769 rBV6 28298 62080 3.84% ©.535%

26 12.648 1772 1776 1783 rVB4 82701 161960 10.03%
27 12.733 1783 1790 1795 rBV6 61541 152660  9.45%
28 12.812 1796 1803 1807 rBv4 124030 262442 16.25%

OO NRKR R
N
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R

29 12.953 1822 1826 1829 rBV4 50846 74464  4.61% 641%
30 12.989 1830 1832 1833 rVV 21510 19353 1.20% 167%
31 13.044 1837 1841 1847 rVW2 66061 119159 7.38% 1.026%
32 13.123 1850 1854 1858 rVB 100773 148443 9.19% 1.278%
33 13.166 1858 1861 1866 rBv2 47578 72238 4.47% 0.622%
34 13.318 1879 1886 1890 rBV5 87243 197118 12.20% 1.697%
35 13.428 1898 1904 1913 rVB2 517032 921805 57.07% 7.938%
36 13.568 1924 1927 1931 rVB4 35287 44323 2.74% 0.382%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042921\
Data File : VY004664.D

Acqg On : 29 Apr 2021 17:12
Operator : SY/MD

Sample : M2196-07

Misc : 6.85G/5ML/MSVOA_Y/SOIL

ALS Vvial : 13  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 13.751 1951 1957 1961 rBV3 209286 366161 22.67% 3.153%
38 13.800 1962 1965 1971 rVV6 27452 66455 4.11% ©.572%
39 13.922 1982 1985 1987 rBv4 30877 52035 3.22% 0.448%
40 13.971 1990 1993 1998 rVB3 91104 127049 7.87% 1.094%
41 14.080 2006 2011 2015 rBv4 91881 145806 9.03%  1.256%
42 14.147 2016 2022 2027 rVB5 88561 171439 10.61% 1.476%
43 14.202 2027 2031 2035 rBV6 48773 87843 5.44% 0.756%
44 14.263 2035 2041 2056 rVV9 186958 502286 31.10% 4.325%
45 14.422 2063 2067 2071 rBV3 153667 214101 13.26% 1.844%
46 14.550 2085 2088 2090 rBvV2 32877 37899 2.35% 0.326%
47 14.617 2096 2099 2104 rBV5S 47114 82169 5.09% ©.708%
48 14.684 2105 2110 2114 rVV3 117670 237593 14.71%  2.046%
49 14.733 2114 2118 2125 rVB4 140034 257673 15.95% 2.219%
50 14.946 2150 2153 2156 rVB3 85665 114031 7.06%  0.982%
51 15.123 2179 2182 2184 rBV2 49744 71719 4.44% 0.618%
52 15.214 2193 2197 2203 rBV 211868 315810 19.55% 2.720%
53 15.446 2232 2235 2242 rVB7 36124 73514 4.55% 0.633%
54 15.611 2258 2262 2267 rVB5 116449 202872 12.56% 1.747%
55 16.159 2347 2352 2359 rVvB2 115722 197242 12.21% 1.699%

56 16.476 2399 2404 2410 rBV5 63639 148387 9.19% 1.278%

Sum of corrected areas: 11612707
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042921\
Data File : VY004664.D

Acqg On : 29 Apr 2021 17:12
Operator : SY/MD

Sample : M2196-07

Misc : 6.85G/5ML/MSVOA_Y/SOIL

ALS vial : 13  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
Abundance TIC: VY004664.D\data.ms
800000
600000
400000
200000
o 3.960 4.728
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
Time--> 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60
Abundance TIC: VY004664.D\data.ms
800000
600000 10.185
11.495
400000
8.697
7.795
200000
77 8.149
9.185 10.35%.526 11.08931.294
ob— — — — R e e e e
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VY004664.D\data.ms
12.489
800000
600000 13.428
400000 15.214
13.751
1403422 1ag3s l 15.611
13.971 1 14.0485-128 ' 16.159
200000 12,812 13.1233318 18.G09f 84T [ A8 [ l 1 -446 16.476
12,608 f%me 13.568 /N | “ 2 VAN T l A N
qﬂ::lif)‘z 32542 575 PR L : -
AT
T ‘ T T T T ‘ T T T T ‘ T T ‘ T T ‘ T T ‘ T T ’ T T ‘ T T ‘ T T ‘ T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042921\
Data File : VY004664.D

Acqg On : 29 Apr 2021 17:12
Operator : SY/MD

Sample : M2196-07

Misc : 6.85G/5ML/MSVOA_Y/SOIL

ALS vial : 13  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 Cyclohexane, (2-methylpropyl)- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.318 10.69 ug/l 197118 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (2-methylpropyl)- 140 C1leH20 001678-98-4 76
2 Cyclohexane, butyl- 140 C10H20 001678-93-9 70
3 Cyclohexane, (1-methylpropyl)- 140 CleH20 007058-01-7 55
4 2,4-Pentadien-1-0l1, 3-pentyl-, (... 154 C10OH180 1000142-19-7 46
5 1-Propanone, 1l-cyclohexyl- 140 C9H160 001123-86-0 38

Abundance Scan 1886 (13.318 min): VY004664.D\data.ms (-1879) (- m/z 83.00 100.00%

e
550 83.0
5000
119.1 i .
13.00 13.50
154.1
0 | . S IV “ Jon A2 2081 n; 55,05 82.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18030: Cyclohexane, (2-methylpropyl)-
55.0 83.0
5000 — e
13.00 13.50
27.0 ‘ 140.0 m/z 41.10 65.78%
O\\\‘\H\\‘i“\\\‘\M‘\\“\‘\\1“\\\\.‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17971: Cyclohexane, butyl-
55.0 83.0
P e
13.00 13.50
5000 m/z 82.10  64.51%
29.0 140.0
0 H‘_HH‘;WW‘“m_“w‘l‘l“lz?mwum‘w_ww
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18020: Cyclohexane, (1-methylpropyl)- . —
55.0 13.00 13.50
82.0
m/z 67.00 27.82%
5000
111.0
29.0 ‘ 140.0
Om‘\‘\‘u ‘N!‘H“‘MH‘\\‘1\‘\ml\m‘\m‘\m‘\m P e
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\VY042921\
Data File : VY004664.D

Acqg On : 29 Apr 2021 17:12
Operator : SY/MD

Sample : M2196-07

Misc : 6.85G/5ML/MSVOA_Y/SOIL

ALS vial : 13  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 2
R.T. EstConc Area Relative to ISTD R.T.
13.751 19.86 ug/l 366161 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 94
2 Cyclodecene 138 C10H18 003618-12-0 91
3 Naphthalene, decahydro- 138 C10H18 000091-17-8 87
4 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 87
5 Cyclodecanol 156 C10H200 001502-05-2 74

Abundance Scan 1957 (13.751 min): VY004664.D\data.ms (-1951) (-  m/z 55.10 100.00%

55.1
81.1 138.2
5000
109.1
P e
‘ 13.50 14.00
0! ALl b 16821909 s 67,05 95.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16925: Naphthalene, decahydro-, trans-
67.0 138.0
41.0 95.0
5000 — —
13.50 14.00
m/z 41.10 91.33%
15.0 ‘
O' \\‘\H\“\\‘\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16852: Cyclodecene
67.0
P e
410 13.50 14.00
5000 95.0 m/z 138.20  80.83%
138.0
0! ““““
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16892: Naphthalene, decahydro- = e
67.0 96.0 138.0 13.50 14.00
m/z 81.10 78.22%
" W
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\VY042921\
Data File : VY004664.D

Acqg On : 29 Apr 2021 17:12
Operator : SY/MD

Sample : M2196-07

Misc : 6.85G/5ML/MSVOA_Y/SOIL

ALS vial : 13  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 Oxalic acid, cyclobutyl hep... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.148 9.30 ug/l 171439 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, cyclobutyl heptadec... 382 C23H4204 1000309-70-7 50
2 Oxalic acid, cyclobutyl pentadec... 354 C21H3804 1000309-70-5 50
3 Oxalic acid, cyclobutyl octadecy... 396 C24H4404 1000309-70-8 50
4 Oxalic acid, isobutyl tetradecyl... 342 C20H3804 1000309-37-9 49
5 Oxalic acid, cyclobutyl tetradec... 340 C20H3604 1000309-70-9 49

Abundance Scan 2022 (14.147 min): VY004664.D\data.ms (-2016) (-  m/z 57.05 100.00%

57.0
5000
105.1
—— —
‘ ‘ 1‘40.2 14.00 14.50
oL ;‘\ ““w“w H‘M‘“‘h‘“““““u‘“w | b, ‘19‘3-‘3‘ —— ‘2‘8‘1-‘1‘ m/z 41.05 73.42%
miz--> 50 100 150 200 250
Abundance #203491: Oxalic acid, cyclobutyl heptadecyl ester
55.0
5000 e ——
14.00 14.50
m/z 55.05 55.53%
‘850
[ ”‘\ ‘\‘H‘“\ ”h \“M\“‘”i \r‘l%‘sw.o\ LA e B B B \28\3\0‘
miz--> 50 100 150 200 250
Abundance #186678: Oxalic acid, cyclobutyl pentadecyl ester
55.0
—— —
14.00 14.50
5000 m/Z 43.10 49.30%
aivN
ol L Ll L4 2250 2100 2%50
miz--> 50 100 150 200 250
Abundance #210293: Oxalic acid, cyclobutyl octadecy! ester —— —
55.0 14.00 14.50
m/z 71.10 44.25%
5000
i
RS DN/ .
m/z--> 50 100 150 200 250 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042921\
Data File : VY004664.D

Acqg On : 29 Apr 2021 17:12
Operator : SY/MD

Sample : M2196-07

Misc : 6.85G/5ML/MSVOA_Y/SOIL

ALS vial : 13  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 Naphthalene, decahydro-2-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.263  27.24 ug/l 502286 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 96
2 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 56
3 Cyclohexanone, 5-methyl-2-(1-met... 152 C1@H160 015932-80-6 55
4 Decalin, syn-1-methyl-, cis- 152 C11H20 1000158-89-1 50
5 Cyclohexane, (1-methylbutyl)- 154 C11H22 061208-94-4 42

Abundance Scan 2041 (14.263 min): VY004664.D\data.ms (-2035) (- m/z 83.10 100.00%
55.0 3

5000
e e
14.00 14.50
0 m/z 55.05 96.21%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25446: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
5000 — e
14.00 14.50
109.0 m/z 41.10 94.70%
0 24 ‘\i“\\“\’lwgwsw‘?\\‘\‘\‘HH’HH
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25436: 1-Methyldecahydronaphthalene
41.0 7.0
98.0 152.0 T T
14.00 14.50
5000 m/z 82.10 80.45%

h 123.0
0 el
m/z--> 20 40 60 80 100 120 140 160 180

Abundance #25291: Cyclohexanone, 5-methyl-2-(1-methylethylidene) 1 —
81.0 152.0 14.00 14.50

m/z 81.10 80.33%

109.0
=T WMM
H\‘}\ u‘ “‘1 ‘

2' I 1 A
N B o s o S A — —
m/z--> 20 40 60 80 100 120 140 160 180 14.00 14.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042921\
Data File : VY004664.D

Acqg On : 29 Apr 2021 17:12
Operator : SY/MD

Sample : M2196-07

Misc : 6.85G/5ML/MSVOA_Y/SOIL

ALS vial : 13  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 1-Methyldecahydronaphthalene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.422 11.61 ug/l 214101 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 96
2 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 96
3 Bicyclo[4.1.0]heptane, 2-methyl- 110 C8H14 041977-46-2 70
4 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 68
5 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C1@H160 000464-48-2 64

Abundance Scan 2067 (14.422 min): VY004664.D\data.ms (-2063) (- m/z 152.15 100.00%
p.2

43.1 67.0 95.0 151
5000
‘ 1450
131. :
0 w‘“‘:“M‘Mum o 18EL 2071 sy 41.10 94.20%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #25436: 1-Methyldecahydronaphthalene
41.0 7.0
920 152.0
5000 L
14.50
m/z 95.05 93.90%
h 123.0 |
O ‘\\‘\\‘u\\\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #25445: Naphthalene, decahydro-2-methyl-
41.0 7.0
950 152.0 LN
14.50
5000 ITI/Z 67.00 93.33%
h 123.0
0 il e
miz--> 40 60 80 100 120 140 160 180 200
Abundance #6013: Bicyclo[4.1.0]heptane, 2-methyl- ——
41.0 67.0 | 95.0 14.50
m/z 81.05 90.58%
o W
0. B R —
m/z--> 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042921\
Data File : VY004664.D

Acqg On : 29 Apr 2021 17:12
Operator : SY/MD

Sample : M2196-07

Misc : 6.85G/5ML/MSVOA_Y/SOIL

ALS vial : 13  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 unknownl4.864 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.684 12.89 ug/l 237593  1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 40
2 Cyclohexane, 1-methyl-3-pentyl- 168 C12H24 054411-02-8 30
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 25
4 1-Phenyl-1-butene 132 C10H12 000824-90-8 15
5 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 15

Abundance Scan 2110 (14.684 min): VY004664.D\data.ms (-2105) (- m/z 97.10 100.00%

97.1
55.0
119.1
5000
—— —
41¥‘16321903 2163 14.50 15.00 ]
ol i ST m/z 55,00 79.01%

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

Abundance #14096: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0

§

5000
14.50 15.00
91.0 m/z 117.85  65.13%
700
O ‘\\\\‘\\‘\‘\‘H\\\‘\\\\“w\\‘\‘\‘”‘f‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36853: Cyclohexane, 1-methyl-3-pentyl-
97.0
55.0
e —
14.50 15.00
5000 m/z 119.05 61.59%
29.0
168.0
0 e 1250
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl- B T

117.0 14.50 15.00
m/z 41.10 56.77%

5000

370‘ 65.0 910
J Il Ll

m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00

£

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042921\
Data File : VY004664.D

Acqg On : 29 Apr 2021 17:12
Operator : SY/MD

Sample : M2196-07

Misc : 6.85G/5ML/MSVOA_Y/SOIL

ALS vial : 13  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 unknownl14.733 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14.733  13.98 ug/l 257673  1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 35
2 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 35
3 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 30
4 Undecane, 5-methyl- 170 C12H26 001632-70-8 30
5 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 27

Abundance Scan 2118 (14.733 min): VY004664.D\data.ms (-2114) (- m/z 57.10 100.00%
57.1

-

5000
1191 166.2
H ‘ ‘h ‘ ‘ 208.2 14.50 15.00
owww‘mHml“w‘lhuwHl"Mmw;ww%?%-?‘ m/z 43.10 57.85%
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #48867: Undecane, 3,6-dimethyl-
57.0
5000 — —
14.50 15.00
m/z 71.10 51.78%
ob L ]y 15501840
\‘H\\‘H\\‘H\\‘H\\‘H\\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH

m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance  #200449: Sulfurous acid, octadecyl 2-propyl ester

i

43.0
71.0 14.50 15.00
5000 ITI/Z 41.10 50.84%
111.0
bbbl 1141:0169 0107022402530
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #48881: Undecane, 2,6-dimethyl- — —
57.0 14.50 15.00
m/z 55.00 41.57%
5000
29.0
H 98.0
I . B
miz--> 20 40 60 80 100120 140 160 180 200 220 240 260 14.50 15.00

82Y041221S.M Fri Apr 30 10:47:12 2021 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042921\
Data File : VY004664.D

Acqg On : 29 Apr 2021 17:12
Operator : SY/MD

Sample : M2196-07

Misc : 6.85G/5ML/MSVOA_Y/SOIL

ALS vial : 13  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 Octane, 2,6-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.214 17.13 ug/1 315810 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 94
2 Tridecane, 7-methyl- 198 C14H30 026730-14-3 74
3 Nonane, 3-methyl- 142 C1leH22 005911-04-6 72
4 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 72
5 Octane, 3-ethyl-2,7-dimethyl- 170 C12H26 062183-55-5 59

Abundance Scan 2197 (15.214 min): VY004664.D\data.ms (-2193) (- m/z 57.10 100.00%
1

57
5000
—— —
‘ ‘11ill451 182.9 ) 15.00 15.50
ol M d b i) | 1511822 28l 7105 79.90%
m/z--> 50 100 150 200 250
Abundance #19197: Octane, 2,6-dimethyl-
57.0
5000 — ——
15.00 15.50
97,0 113.0 m/z 43.05 68.44%
O\\‘\H‘““\‘!‘\“\“\“\\\“\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance #59891: Tridecane, 7-methyl-
57.0
—— —
15.00 15.50
5000 m/z 41.05 42.48%
112.0
ol LMM‘ Ly | 1420 1830
m/z--> 50 100 150 200 250
Abundance #19170: Nonane, 3-methyl- —— —
57.0 15.00 15.50
m/z 55.00 26.34%
5000
27.0
113.0
I P Y. R I
m/z--> 50 100 150 200 250 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042921\
Data File : VY004664.D

Acqg On : 29 Apr 2021 17:12
Operator : SY/MD

Sample : M2196-07

Misc : 6.85G/5ML/MSVOA_Y/SOIL

ALS vial : 13  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 2-Hexanone, 3-cyclohexylide... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.611 11.00 ug/l 202872 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexanone, 3-cyclohexylidene-4-... 208 C14H240 1000150-19-2 55
2 trans,trans- and trans,cis-1,8-D... 180 C13H24 1000111-73-2 38
3 Bicyclo[2.2.1]heptane, 2,2,3-tri... 138 C10H18 020536-41-8 38
4 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 004863-59-6 35
5 Pyridine, 2-butoxy- 151 C9H13NO 027361-16-6 30
Abundance Scan 2262 (15.611 min): VY004664.D\data.ms (-2258) (- m/z 57.10 100.00%
511 950
165.2
5000
126.1 196.3 — -
‘ ‘ ‘ ‘ ‘ 280.¢ 15.50 16.00
Ol Al bbb e 289 myz 41,10 92.93%
m/z--> 40 60 80 100120 140160 180200220240 260 280
Abundance #67858: 2-Hexanone, 3-cyclohexylidene-4-ethyl-
53.0
95.0 165.0
5000 —r— ——
15.50 16.00
m/z 95.00 85.07%
‘ ‘ 123.0
O \H"‘\\H“‘\“‘\MH““"l\“l”‘ \“\‘H“‘\H‘\‘HH‘\‘H\“\\\\2‘0\\8\.9\\\\‘\\\\‘\H\‘H
m/z--> 40 60 80 100120 140160180200 220240260 280
Abundance #45752: trans,trans- and trans,cis-1,8-Dimethylspiro[5.5]L
95.0
P o
15.50 16.00
5000 55.0 m/z 55.05 74 .48%
180.0
123.0 ‘
m/z--> 40 60 80 100120 140160 180 200 220240 260 280
Abundance  #16994: Bicyclo[2.2.1]heptane, 2,2,3-trimethyl-, exo- —— —
95.0 15.50 16.00
m/z 165.20 71.86%
55.0
5000
‘ ‘ 138.0
o‘H,“H‘wH‘N‘,“m‘!‘H‘H“‘H“‘HH_HwHH_WWWWHW —— -
m/z--> 40 60 80 100120140160 180200 220240260 280 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042921\
Data File : VY004664.D

Acqg On : 29 Apr 2021 17:12
Operator : SY/MD

Sample : M2196-07

Misc : 6.85G/5ML/MSVOA_Y/SOIL

ALS vial : 13  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 Dodecane, 2,6,10-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.159 10.70 ug/l 197242  1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 90
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 90
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 80
4 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 72
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 64

Abundance Scan 2352 (16.159 min): VY004664.D\data.ms (-2347) (- m/z 57.05 100.00%
57.0

5000 fV\f\jwwVJ\ﬂﬁw/LmA%v
—r —
H 97.1 127.1 183.2 16.00 16.50
Oprrlbdi i o, 18322122 2810 1 7110 82.71%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #71410: Dodecane, 2,6,10-trimethyl-
57.0
5000 — S
16.00 16.50
m/z 43.10 62.65%
zﬁ ‘ 97.0 ‘12‘7 .0 183.0
O\‘HH‘\H ‘H1\“1‘\\}““H1\‘\‘\H‘H\\’\H\‘H\\‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-
57.0
—r —
16.00 16.50
5000 ITI/Z 41.10 47.06%
113.0
el A O 1 WLM
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #71407: Dodecane, 2,7,10-trimethyl- —— —
57.0 16.00 16.50
m/z 85.05 32.56%
- “/WW/LV\W
N O e B Y 5 S
m/z--> 20 40 60 80 100120140160180200220240260280 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042921\
Data File : VY004664.D

Acqg On : 29 Apr 2021 17:12
Operator : SY/MD

Sample : M2196-07

Misc : 6.85G/5ML/MSVOA_Y/SOIL

ALS Vvial : 13  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|
Cyclohexane, (2... 13.318 10.7 ug/l 197118 4 13.428 921805 50.0
Naphthalene, de... 13.751 19.9 wug/l 366161 4 13.428 921805 50.0
Oxalic acid, cy... 14.148 9.3 ug/l 171439 4 13.428 921805 50.0
Naphthalene, de... 14.263 27.2 ug/l 502286 4 13.428 921805 50.0
1-Methyldecahyd... 14.422 11.6 ug/l 214101 4 13.428 921805 50.0
unknown14.864 14.684 12.9 ug/l 237593 4 13.428 921805 50.0
unknown14.733 14.733 14.0 ug/l 257673 4 13.428 921805 50.0
Octane, 2,6-dim... 15.214 17.1 ug/l 315810 4 13.428 921805 50.0
2-Hexanone, 3-c... 15.611 11.0 ug/l 202872 4 13.428 921805 50.0

7 4 0

Dodecane, 2,6,1... 16.159 10. ug/l 197242 13.428 921805 50.
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