LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062223\
Data File : VY014392.D

Acqg On : 22 Jun 2023 20:19

Operator : KP/MD

Sample : 03369-01

Misc : 5.00g/5.0mL/MSVOA_Y/SOIL ORA-1650

ALS Vvial : 21  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\82Y060923S.M

Title : SW846 8260

Signal : TIC: VY@14392.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.869 3 8 16 rVB4 3114 8039 1.25% 0.146%
2 3.954 342 350 360 rBvV 14652 40369 6.27% 0.732%
3 4.204 383 391 403 rBV3 7758 25545 3.97% 0.463%
4 4.722 466 476 490 rVB4 8181 26832 4.17% 0.486%
5 5.753 636 645 654 rBV5 3487 10498 1.63% 0.190%
6 6.978 835 846 861 rBV2 63566 196152 30.46%  3.556%
7 7.722 959 968 974 rBV2 92959 224581 34.88% 4.071%
8 7.795 974 980 993 rVB 171870 387441 60.17% 7.023%
9 8.149 1025 1038 1050 rBV2 91328 218091 33.87% 3.953%
10 8.697 1118 1128 1140 rBV 237296 470071 73.00% 8.521%
11 10.185 1364 1372 1388 rBV 373029 643931 100.00% 11.673%
12 10.520 1423 1427 1432 rBV4 4510 6709 1.04% 0.122%
13 10.581 1432 1437 1443 rBV 37530 64440 10.01% 1.168%
14 10.947 1491 1497 1505 rBV 57899 97518 15.14% 1.768%
15 11.038 1507 1512 1516 rVV3 6057 10876 1.69% 0.197%
16 11.093 1516 1521 1526 rVB3 11543 18867 2.93% 0.342%
17 11.319 1548 1558 1565 rVB2 21520 46184 7.17% 0.837%
18 11.496 1579 1587 1598 rBV 336727 569093 88.38% 10.316%
19 11.630 1605 1609 1613 rVB4 4962 7051 1.09% 0.128%
20 11.740 1622 1627 1633 rVVe6 5385 11729 1.82% 0.213%
21 12.008 1663 1671 1677 rBV6 10961 27854  4.33% 0.505%
22 12.124 1687 1690 1694 rVB2 6225 7716 1.20% 0.140%
23 12.203 1699 1703 1706 rVV3 11341 19088 2.96% 0.346%
24 12.233 1706 1708 1713 rVB4 6128 10855 1.69% 0.197%
25 12.483 1743 1749 1757 rBV2 304549 495407 76.93%  8.980%
26 12.569 1757 1763 1767 rBV8 5228 13531 2.10% 0.245%
27 12.648 1771 1776 1782 rVB2 23359 41239 6.40% 0.748%
28 12.733 1782 1790 1795 rBvie 11461 29291 4.55% 0.531%
29 12.812 1795 1803 1809 rBV7 19644 47459 7.37% 0.860%
30 12.910 1816 1819 1822 rBV4 7958 12026 1.87% 0.218%
31 12.953 1823 1826 1829 rVB5 8260 11623 1.81% 0.211%
32 13.038 1837 1840 1850 rVBS8 11028 24591 3.82% 0.446%
33 13.129 1850 1855 1857 rBV6 5118 7628 1.18% ©.138%
34 13.172 1858 1862 1868 rvva8 8937 20399 3.17% 0.370%
35 13.300 1878 1883 1885 rBV4 7664 13992 2.17% 0.254%
36 13.367 1889 1894 1898 rvv2 31928 54155 8.41% 0.982%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062223\
Data File : VY014392.D

Acqg On : 22 Jun 2023 20:19

Operator : KP/MD

Sample : 03369-01

Misc : 5.00g/5.0mL/MSVOA_Y/SOIL ORA-1650

ALS Vvial : 21  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\82Y060923S.M
Title : SW846 8260
37 13.428 1898 1904 1912 rVV 339289 536983 83.39% 9.734%
38 13.568 1922 1927 1931 rVB6 9256 15647 2.43% 0.284%
39 13.684 1942 1946 1950 rBV7 4260 9691 1.50% 0.176%
40 13.745 1950 1956 1963 rBV5 35080 72425 11.25% 1.313%
41 13.867 1971 1976 1978 rBV5 6162 11841 1.84% ©.215%
42 13.965 1990 1992 1997 rVB5S 14100 17219 2.67% 0.312%
43 14.074 2007 2010 2015 rVB6 8953 11053 1.72% ©.200%
44 14.142 2016 2021 2026 rVB8 14296 25628 3.98% ©0.465%
45 14.196 2026 2030 2035 rBV7 9961 17184 2.67% ©.311%
46 14.257 2035 2040 2046 rBV8 33971 67000 10.40%  1.215%
47 14.422 2062 2067 2072 rBv4 37670 61953 9.62% 1.123%
48 14.544 2083 2087 2091 rBv4 13223 22008 3.42% ©.399%
49 14.623 2095 2100 2104 rBV7 15362 27359 4.25% 0.496%
50 14.684 2104 2110 2114 rBV6 23686 48050 7.46% 0.871%
51 14.733 2114 2118 2124 rVB3 35598 60382 9.38% 1.095%
52 14.812 2128 2131 2133 rBV4 7326 8755 1.36% 0.159%
53 14.843 2133 2136 2140 rBV5 12474 18373 2.85% ©.333%
54 15.123 2179 2182 2185 rBv4 10265 11865 1.84% 0.215%
55 15.214 2192 2197 2203 rBV 103899 167042 25.94%  3.028%
56 15.282 2203 2208 2210 rVV5 17881 34990 5.43% 0.634%
57 15.318 2211 2214 2222 rVB2 34219 62648 9.73% 1.136%
58 15.446 2231 2235 2242 rBV9 19166 42992 6.68% 0.779%
59 15.605 2258 2261 2266 rVB4 37335 60077 9.33% 1.089%
60 16.153 2346 2351 2359 rBV2 77185 146257 22.71% 2.651%
61 16.476 2400 2404 2413 rBV8 18392 38306 5.95% ©.694%
Sum of corrected areas: 5516599
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062223\
Data File : VY014392.D

Acqg On : 22 Jun 2023 20:19
Operator : KP/MD

Sample : 03369-01

Misc : 5.00g/5.0mL/MSVOA_Y/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y060923S.M
Quant Title : SW846 8260

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

Abundance TIC: VY014392.D\data.ms
350000
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250000
200000
150000
100000

50000
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Abundance TIC: VY014392.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062223\
Data File : VY014392.D

Acqg On : 22 Jun 2023 20:19
Operator : KP/MD

Sample : 03369-01

Misc : 5.00g/5.0mL/MSVOA_Y/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y060923S.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 unknownl@.947 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.947 8.57 ug/1 97518  Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indole-3-thiol 149 C8H7NS 000480-94-4 32
2 Silane, diethoxydimethyl- 148 C6H1602Si 000078-62-6 25
3 Silane, dodecyldiethoxymethyl- 302 C17H3802Si 060317-40-0 25
4 Disiloxane, pentamethyl- 148 C5H160Si2 001438-82-0 25
5 2,4,6-Trimethylbenzyl mercaptan,... 362 C14H13F70S 1000469-60-5 25
Abundance Scan 1497 (10.947 min): VY014392.D\data.ms (-1491) (- | m/z 149.00 100.00%
149.0
5000
75.0 T 1n0
45.0 115.0 ‘ 207.0 11.00
Ol et etk A 2O S e M/Z 132,90 84.61%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #27275: 1H-Indole-3-thiol
149.0
5000 = DU
117.0 11.00
m/z 149.90  15.89%
77.0
45.0 ‘ ‘
0‘HH“\‘\“H“‘\\‘\‘\H‘Hh\h\‘l‘\\\‘h}‘\\\\‘\“\\‘\\\\‘\\\\‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #26650: Silane, diethoxydimethyl-
133.0
=
11.00
m/z 75.00 14.76%
5000 89.0
59.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #202043: Silane, dodecyldiethoxymethyl- it s A
133.0 11.00
m/z 67.00 11.86%
5000
89.0
Ol et 2460 B8TC s Wy
m/z--> 20 40 60 80 100120140160180200220240260280 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062223\
Data File : VY@14392.D

Acqg On : 22 Jun 2023 20:19

Operator : KP/MD

Sample : 03369-01

Misc : 5.00g/5.0mL/MSVOA_Y/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y060923S.M
: SW846 8260

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 Naphthalene, decahydro- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.745 6.74 ug/1 72425 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro- 138 C10H18 000091-17-8 90
2 Cyclodecene 138 C10H18 003618-12-0 87
3 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 87

4 Cyclohexane, 1-methyl-3-(1-methy... 138 C10H18
5 2,2-Dimethyl-3-vinylcyclopentanone 138 C9H140

024399-15-3 76
1000427-24-5 52

Abundance Scan 1956 (13.745 min): VY014392.D\data.ms (-1950) (- m/z 67.00 100.00%

61.0 138.1
41.0
96.0
5000
—— —
13.50 14.00
0 e 2071 s 13805 85.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19425: Naphthalene, decahydro-
67.0 96.0 138.0
5000 41.0 My LAt
13.50 14.00
m/z 41.05  74.95%
O\]-\5\.‘0\“\\‘i”\\‘\“‘\‘\“‘\\‘\\‘\H“\\‘\\’\\\\"\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19386: Cyclodecene
41.0 67.0
—— —
13.50 14.00
95.0 m/z 55.00 71.70%
5000 138.0
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #19453: Naphthalene, decahydro-, cis- T —
67.0 . .
410 m/zl3 5801 00 14620 467
96.0 138.0
5000
15.0

ol bl e e e e e
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\VY062223\
Data File : VY014392.D

Acqg On : 22 Jun 2023 20:19
Operator : KP/MD

Sample : 03369-01

Misc : 5.00g/5.0mL/MSVOA_Y/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y060923S.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 Bicyclo[2.2.1]heptan-2-one,... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.257 6.24 ug/1 67000 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C1@H160 000464-48-2 74
2 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 58
3 Diisopropylaminoacrylonitryl 152 C9H16N2 038691-28-0 49
4 Cyclohexanone, 5-methyl-2-(1-met... 152 C10H160 015932-80-6 49
5 5,7-Octadien-4-one, 2,6-dimethyl... 152 C10H160 006752-80-3 49
Abundance Scan 2040 (14.257 min): VY014392.D\data.ms (-2035) (- m/z 95.00 100.00%
95.0 152.2
41.0
5000
—— —
1 264.6 14.00 14.50
0° m/z 81.00 96.40%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29381: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S
95.0
55.0
5000 —r— —
14.00 14.50
152.0 m/z 152.20  96.29%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29507: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0 rj\
Areg R
14.00 14.50
5000 m/z 41.00 74 .90%
‘ llfo
ARE YV 0 0 E——
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #30321: Diisopropylaminoacrylonitryl T —
95.0 14.00 14.50
m/z 67.00 68.67%
5000
43.0 152.0 MM}\/\J\/M
O e bbbttt e e e —— ——
m/z--> 20 40 60 80 100120140160180200220240260280 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062223\
Data File : VY014392.D

Acqg On : 22 Jun 2023 20:19
Operator : KP/MD

Sample : 03369-01

Misc : 5.00g/5.0mL/MSVOA_Y/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y060923S.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 Naphthalene, decahydro-2-me... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.422 5.77 ug/1 61953 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 91
2 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 89
3 Decalin, syn-1-methyl-, cis- 152 C11H20 1000158-89-1 83
4 Bicyclo[4.1.0@]heptan-3-one, 4,7,... 152 C10H160 004176-04-9 78
5 Bicyclo[4.1.0]heptan-3-one, 4,7,... 152 C1@H160 004176-01-6 78
Abundance Scan 2067 (14.422 min): VY014392.D\data.ms (-2062) (- m/z 152.05 100.00%
81.0 152.1
41.0
5000 09.0
109.
SOPIL WYY,
O e bl m/z 81.85 90.93%
miz--> 20 40 60 80 100 120 140 160
Abundance #29507: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
5000 LN
14.50
109.0 J m/z 94.90  87.28%
0! 3 }\‘\H\“\i“‘\\“1\1?’\"‘0\\‘\‘\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #29497: 1-Methyldecahydronaphthalene
41.0 67.0
9.0 152.0 LN
14.50
5000 m/z 67.00 84.14%
‘ “12&0
bl el
m/z--> 20 40 60 80 100 120 140 160
Abundance #29499: Decalin, syn-1-methyl-, cis- —
41.0 81.0 14.50
m/z 41.05 70.72%
152.0
5000
109.0
o 30 || . | wso | -
m/z--> 20 40 60 80 100 120 140 160 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062223\
Data File : VY014392.D

Acqg On : 22 Jun 2023 20:19
Operator : KP/MD

Sample : 03369-01

Misc : 5.00g/5.0mL/MSVOA_Y/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y060923S.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 unknownl14.733 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.733 5.62 ug/l 60382 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 46
2 4-Methyl-3-heptanol, trifluoroac... 226 C10H17F302 1000365-51-8 27
3 Pentadecane 212 C15H32 000629-62-9 27
4 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 27
5 1,2-Cyclohexanediol, 1-methyl-, ... 130 C7H1402 019534-08-8 22

Abundance Scan 2118 (14.733 min): VY014392.D\data.ms (-2114) (| | m/z 57.00 100.00%
&7

0
5000
81.0 166.2

— —
\\ o 144 |
ul Wy

14.50 15.00
S A ek b i m/z 43,10 63.03%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22105: Octane, 3,5-dimethyl-
57.0

5000 = -
14.50 15.00

o

29.0 ‘ 650 m/z 71.85  54.56%
7 113.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106105: 4-Methyl-3-heptanol, trifluoroacetate
43.0 71.0
= — T
14.50 15.00
5000 ITI/Z 41.00 49, 88%
112.0
0380 b ity 1540 1960
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90190: Pentadecane T ——
57.0 14.50 15.00

m/z 55.10 37.71%

5000 85.0
29.0
“ ‘ H 113.0 141.0 168.0 212.0

0HWm“mnu‘,u“m“lmu“_w“,mHium_m,mwm‘ e e
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062223\

: VY014392.D

22

Jun 2023 20:19

: KP/MD
. 03369-01
: 5.00g/5.0mL/MSVOA_Y/SOIL

021

hod
le

ry

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y060923S.M
: SW846 8260

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, 7-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
15.214  15.55 ug/l 167042  1,4-Dichlorobenzene-d4  13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 7-methyl- 198 clamze 026730-14-3 81

1000309-20-0 80
1010309-19-2 72
013151-29-6 64
1000309-39-2 64

2 Sulfurous acid, 2-ethylhexyl hep... 432 C25H5203S
3 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S
4 1-Decene, 4-methyl- 154 C11H22

5 Oxalic acid, 2-ethylhexyl nonyl ... 328 C19H3604

Abundance Scan 2197 (15.214 min): VY014392.D\data.ms (-2192) (| | m/z 57.85 100.00%

57.0
5000

8511120 —T —T—

‘ ‘ ‘ 130.2 182.1 15.00 15.50
0 _‘HHHA‘_Umph‘W‘H‘_‘H“H‘M‘H‘H‘W‘H‘_‘H‘H m/z 71.16  82.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74015: Tridecane, 7-methyl-
57.0
5000 sk il
1120 15.00 15.50
m/z 43.10 59.88%
o M | 530 155.0 183.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #318981: Sulfurous acid, 2-ethylhexyl heptadecy! ester
57.0
—— —
15.00 15.50
5000 m/z 41.00 37.35%

o

290 ‘ 85.0 113.0
LAy | ame 2300
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #224373: Sulfurous acid, 2-ethylhexyl nonyl ester P ——
57.0 15.00 15.50
m/z 56.00 28.58%
5000
290‘ 85.0 1130
0 _“w“w“m‘H«“_‘”w‘hu“H“H“M“w“u“u“u — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062223\
Data File : VY014392.D

Acqg On : 22 Jun 2023 20:19
Operator : KP/MD

Sample : 03369-01

Misc : 5.00g/5.0mL/MSVOA_Y/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y060923S.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 Benzene, 1,3-bis(1,1-dimeth... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.318 5.83 ug/l 62648 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-bis(1,1-dimethyleth... 190 C14H22 001014-60-4 74
2 Benzenepropanal, 4-(1,1-dimethyl... 190 C13H180 018127-01-0 72
3 Benzo[b]thiophene, 2-ethyl-5,7-d... 190 C12H14S 018428-05-2 64
4 Benzene, 1,4-bis(1,1-dimethyleth... 190 C14H22 001012-72-2 64
5 4-Methyl-2,6-dihydroxyquinoline 175 C1OHSNO2 034982-01-9 59
Abundance Scan 2214 (15.318 min): VY014392.D\data.ms (-2211) (| m/z 175.10 100.00%
175.1
5000
57.1 r P
91.0 128.0 15.00 15.50
ol “‘w‘“ el L (2069 2810 sg 10 16.49%
miz--> 50 100 150 200 250
Abundance #64886: Benzene, 1,3-bis(1,1-dimethylethyl)-
175.0
57.0
5000 s ——
15.00 15.50
91.0 m/z 69.00 13.40%
20| 4y |, §280
O T T ‘\ T ““\H\ “H T “‘\ “f h\‘ T “ T T T \ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #64813: Benzenepropanal, 4-(1,1-dimethylethyl)-
175.0
— —
15.00 15.50
5000 m/z 190.10 12.69%
131.0
57.0 91.0
) S Y TS N N
m/iz--> 50 100 150 200 250
Abundance  #64721: Benzo[b]thiophene, 2-ethyl-5,7-dimethyl- — —— !
175.0 15.00 15.50
m/z 176.00  11.24%
5000
115.0
e o - 1 0 N IR SR ANV
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\VY062223\
Data File : VY014392.D

Acqg On : 22 Jun 2023 20:19
Operator : KP/MD

Sample : 03369-01

Misc : 5.00g/5.0mL/MSVOA_Y/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y060923S.M
Quant Title : SW846 8260

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 9 3-Methyl-2-(2-oxopropyl)furan Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.605 5.59 ug/1 60077 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Methyl-2-(2-oxopropyl)furan 138 C8H1002 087773-62-4 55
2 4,8-Decadienal, 5,9-dimethyl- 180 C12H200 000762-26-5 43
3 1-Butene, 2-ethyl-3-methyl- 98 C7H14 007357-93-9 38
4 1,6-Heptadiene, 2,5,5-trimethyl- 138 C10H18 062238-28-2 35
5 2-Pentenal, 2-methyl- 98 C6H100 000623-36-9 35

Abundance Scan 2261 (15.605 min): VY014392.D\data.ms (-2258) (- m/z 69.05 100.00%
69.0
41.0
5000 95.0
P e
196.2
15.50 16.00
\H ‘H 232.C 9
Ol A e m/z 57.05 91.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19968: 3-Methyl-2-(2-oxopropyl)furan
57.0
5000 95.0 —T— —
15.50 16.00
m/z 55.00 86.89%
‘ 138.0
O\\\\‘\\\\‘\\\ ’\\\\‘\\\\‘\\\\"\\\\“‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54881: 4,8-Decadienal, 5,9-dimethyl-
69.0
41.0
P e
15.50 16.00
5000 95.0 m/z 41.05 61.07%
123.0
obrerrer bl | aso00
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #3802: 1-Butene, 2-ethyl-3-methyl- —— ——
41.0 69.0 15.50 16.00
m/z 95.00 49.097%
5000
98.0
15.0
0 ‘HM,w‘w1H‘p“W‘H‘_‘H“H‘W‘H“H‘_‘H, — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062223\
Data File : VY014392.D

Acqg On : 22 Jun 2023 20:19
Operator : KP/MD

Sample : 03369-01

Misc : 5.00g/5.0mL/MSVOA_Y/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y060923S.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 Dodecane, 2,6,11-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.153 13.62 ug/1l 146257 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 93
2 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 87
3 Decane, 5-propyl- 184 C13H28 017312-62-8 72
4 Sulfurous acid, 2-ethylhexyl pen... 404 C23H4803S 1000309-19-8 53
5 Sulfurous acid, 2-ethylhexyl hex... 418 C24H5003S 1000309-19-9 53

Abundance Scan 2351 (16.153 min): VY014392.D\data.ms (-2346) (- m/z 57.10 100.00%

57.1
5000
85.0

16.00 16.50

127.1
183.1206.9
0 H‘,H‘NM‘wuwh‘ﬁhu$wwwwukw‘f§43‘u"H“H‘w m/z 71.00  85.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90203: Dodecane, 2,6,11-trimethyl-
57.0
5000 — —
85.0 16.00 16.50

m/z 43.00 57.14%

29.0
b L0 2910 1890 so70
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90207: Dodecane, 2,6,10-trimethyl-
57.0
16ﬂ00 16ﬂ50
5000 85.0 ITI/Z 41.00 47 .42%
29.0 127.0
oot o 0 ass0 190
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59032: Decane, 5-propyl- T —
57.0 16.00 16.50

m/z 85.00 34.50%

5000
85.0
29.0
‘ ‘ 112.0 140.0
| L 184.0

S| S S S YA W M S : 2.4 KN —

‘ 1
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062223\
Data File : VY014392.D

Acqg On : 22 Jun 2023 20:19
Operator : KP/MD

Sample : 03369-01

Misc : 5.00g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y060923S.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|
unknown10.947 10.947 8.6 ug/l 97518 3 11.496 569093 50.0
Naphthalene, de... 13.745 6.7 ug/l 72425 4 13.428 536983 50.0
Bicyclo[2.2.1]h... 14.257 6.2 ug/l 67000 4 13.428 536983 50.0
Naphthalene, de... 14.422 5.8 ug/l 61953 4 13.428 536983 50.0
unknownl14.733 14.733 5.6 ug/l 60382 4 13.428 536983 50.0
Tridecane, 7-me... 15.214 15.6 ug/l 167042 4 13.428 536983 50.0
Benzene, 1,3-bi... 15.318 5.8 ug/l 62648 4 13.428 536983 50.0
3-Methyl-2-(2-0... 15.605 5.6 ug/l 60077 4 13.428 536983 50.0
Dodecane, 2,6,1... 16.153 13.6 ug/l 146257 4 13.428 536983 50.0
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