LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@90723\
Data File : VY@15465.D

Acqg On : 07 Sep 2023 13:32
Operator : SY/MD

Sample : 04333-01

Misc : 5.08g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 10 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\82Y082923S.M

Title : SW846 8260

Signal : TIC: VY@15465.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.113 43 48 49 rBvV2 1858 2581 3.02% 0.278%
2 2.168 52 57 59 rVB4 684 1698 1.99% 0.183%
3 2.662 132 138 144 rVB3 1057 2071 2.42% 0.223%
4 4.698 470 472 479 rvVB3 1040 1621 1.90% 0.175%
5 6.954 834 842 851 rBvV2 2888 8835 10.34% 0.952%
6 7.704 956 965 972 rBv2 4852 11371 13.31% 1.226%
7 7.777 972 977 988 rVB 14945 31818 37.24%  3.429%
8 8.130 1022 1035 1047 rVB3 9525 26743 31.30% 2.882%
9 8.679 1118 1125 1135 rBV 20039 39617 46.36% 4.270%
10 10.173 1362 1370 1379 rBV 31868 55902 65.42% 6.025%
11 10.703 1454 1457 1461 rVB5 1239 1824 2.13% 0.197%
12 10.801 1469 1473 1475 rBV3 1289 1896 2.22% 0.204%
13 10.862 1478 1483 1486 rBV7 1087 1721 2.01% 0.185%
14 11.093 1516 1521 1524 rVB5 2671 4025 4.71% 0.434%
15 11.203 1533 1539 1543 rBV7 1848 4224  4.94%  0.455%
16 11.246 1543 1546 1547 rBV3 1344 1289 1.51% 0.139%
17 11.282 1547 1552 1559 rVB10 2151 5432 6.36% ©.585%
18 11.337 1559 1561 1563 rBV3 826 1008 1.18% 0.109%
19 11.368 1563 1566 1567 rBV2 1523 1351 1.58% 0.146%
20 11.484 1580 1585 1594 rBV 28651 45255 52.96% 4.878%
21 11.721 1622 1624 1629 rBV6 1609 2916 3.41% 0.314%
22 11.892 1650 1652 1654 rBV3 1402 1525 1.78% 0.164%
23 12.008 1667 1671 1676 rVB6 2923 3741 4.38% 0.403%
24 12.118 1686 1689 1692 rVB2 3850 5227 6.12% 0.563%
25 12.197 1700 1702 1704 rBV3 1881 1760 1.99% 0.183%
26 12.380 1728 1732 1735 rBV6 2073 3447 4.03% 0.372%
27 12.416 1735 1738 1743 rVB5 3314 4389 5.14% 0.473%
28 12.477 1743 1748 1754 rBV2 23040 37237 43.58% 4.013%
29 12.642 1772 1775 1782 rVB9 6926 12169 14.24% 1.312%
30 12.715 1784 1787 1788 rBV3 2653 3177 3.72% 0.342%
31 12.807 1797 1802 1806 rBV7 6583 11714 13.71% 1.263%
32 12.947 1822 1825 1829 rBV6 5172 7006 8.20% 0.755%
33 13.032 1836 1839 1845 rVB3 19319 28448 33.29% 3.066%
34 13.160 1858 1860 1864 rVB4 5111 5775 6.76% 0.622%
35 13.215 1867 1869 1872 rBV4 3507 4954 5.80% 0.534%
36 13.319 1883 1886 1889 rVB5 6581 8214 9.61% 0.885%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@90723\
Data File : VY015465.D

Acqg On : 07 Sep 2023 13:32
Operator : SY/MD

Sample : 04333-01

Misc : 5.08g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 10 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\82Y082923S.M
Title : SW846 8260
37 13.361 1889 1893 1896 rBV3 9474 12450 14.57% 1.342%
38 13.422 1896 1903 1908 rVB3 33968 63250 74.02% 6.817%
39 13.495 1912 1915 1918 rBV4 8163 10307 12.06% 1.111%
40 13.745 1951 1956 1961 rBV7 23440 46508 54.43% 5.013%
41 14.014 1996 2000 2004 rVB5 13341 20100 23.52% 2.166%
42 14.075 2007 2010 2015 rVB4 13805 19591 22.93% 2.112%
43 14.142 2018 2021 2026 rVB6 10505 16841 19.71% 1.815%
44 14.196 2027 2030 2031 rBv2 6761 6940 8.12% ©.748%
45 14.251 2032 2039 2040 rBV5 28494 56537 66.16% 6.094%
46 14.379 2056 2060 2063 rBVS5 21784 30252 35.40% 3.261%
47 14.416 2063 2066 2071 rvv4 16340 24648 28.85% 2.657%
48 14.678 2106 2109 2113 rBv4 17882 26949 31.54% 2.905%
49 14.727 2113 2117 2125 rVB3 50843 85449 100.00% 9.210%
50 14.940 2149 2152 2155 rVB5 15806 20859 24.41% 2.248%
51 15.209 2192 2196 2203 rVB3 34473 50187 58.73% 5.409%
52 15.605 2257 2261 2266 rVB6 18214 32458 37.99% 3.498%
53 16.147 2348 2350 2356 rVB6 7618 12576 14.72% 1.355%
Sum of corrected areas: 927823
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY090723\
Data File : VY@15465.D

Acqg On : @7 Sep 2023 13:32
Operator : SY/MD

Sample : 04333-01

Misc : 5.08g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y082923S.M
Quant Title : SW846 8260

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

Abundance TIC: VY015465.D\data.ms

80000
70000
60000
50000
40000
30000
20000

10000
22188 2.662 4.698

0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

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: VY015465.D\data.ms

80000
70000
60000
50000

40000
10.173 11.484

30000

20000 8.679

8.130
10000 11.723
6.954 7]3A\ Jﬁ\ 10708m52 2 vy

0 =" — —T — 7 = B — —
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VY015465.D\data.ms

80000
70000
60000
50000 15.605
40000
30000 6.147

20000

1000011.

‘ 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\VY090723\
Data File : VY@15465.D

Acqg On : @7 Sep 2023 13:32
Operator : SY/MD

Sample : 04333-01

Misc : 5.08g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y082923S.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 Decane, 4-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.032  22.49 ug/l 28448 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 72
2 Octane, 3,3-dimethyl- 142 C10H22 004110-44-5 72
3 Oxalic acid, 2-ethylhexyl ethyl ... 230 C12H2204 1000309-38-4 64
4 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 59
5 Heptane, 2,5,5-trimethyl- 142 C10H22 001189-99-7 59

Abundance Scan 1839 (13.032 min): VY015465.D\data.ms (-1836) (- m/z 43.10 100.00%
431 711

5000

3

T
13.00

206.1 234.:

138.0 165.3

0! m/z 71.10 85.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33082: Decane, 4-methyl-
43.0 710
5000 ——
13.00
m/z 57.05 78.02%
‘ ‘ 112.0
O:\I-T':_)\.‘()\h\\\ \\‘!“\WHW\‘w‘\\\‘\\‘1‘\‘\\\\‘\]_\5\16’.9\\\‘\\\\’H\\‘\\\\’\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22100: Octane, 3,3-dimethyl-
43.0 71.0
——
13.00
5000 ITI/Z 55.05 42.19%
‘ ‘ 113.0
0 "wm‘ﬂ:m*_J\‘_“"_m“_wm‘,w_m,w_m,‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #111171: Oxalic acid, 2-ethylhexyl ethyl ester T ‘
57.0 13.00

m/z 70.05 39.32%

5000

N
[<e]
o

83.0
| N
TN | "

om_‘H_"!uH‘\“‘M“1m_m_‘H‘,HH_m,uwm,‘ -
miz--> 20 40 60 80 100 120 140 160 180 200 220 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY090723\
Data File : VY@15465.D

Acqg On : @7 Sep 2023 13:32
Operator : SY/MD

Sample : 04333-01

Misc : 5.08g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y082923S.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 Naphthalene, decahydro-, cis- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.745 36.77 ug/1 46508 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 90
2 Naphthalene, decahydro- 138 C10H18 000091-17-8 90
3 Spiro[4.5]decane 138 C1@H18 000176-63-6 81
4 Z-1,6-Undecadiene 152 C11H20 1000245-71-1 70
5 endo-2-Methylbicyclo[3.3.1]nonane 138 C1@H18 042558-37-2 64

Abundance Scan 1956 (13.745 min): VY015465.D\data.ms (-1951) (- m/z 55.05 100.00%

58.0
81.0 138.0
5000

T
13.50 14.00
(o} m/z 67.00 89.80%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19454: Naphthalene, decahydro-, cis-
67.0 L 96.0
138.0

5000 — e
13.50 14.00

m/z 41.05 74.86%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19430: Naphthalene, decahydro-
67.0 96.0 138.0

— —
13.50 14.00
5000 41.0 m/z 81.05 74.81%
ol b il MM
mlz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19395: Spiro[4.5]decane T —
67.0 96.0 13.50 14.00
138.0 m/z 138.00  68.54%
N MJL
o bty || e Mg A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY090723\
Data File : VY@15465.D

Acqg On : @7 Sep 2023 13:32
Operator : SY/MD

Sample : 04333-01

Misc : 5.08g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y082923S.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 3 Naphthalene, decahydro-2-me... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14.251 44.69 ug/l 56537 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 62
2 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C1@H160 000464-48-2 52
3 Cyclohexanone, 5-methyl-2-(1-met... 152 C1@H160 015932-80-6 49
4 Bicyclo[6.1.0]nonane, 9-bromo-9-... 216 C10H17Br 059474-03-2 46
5 Bicyclo[4.1.0]heptan-3-one, 4,7,... 152 C1@H160 004176-01-6 46

Abundance Scan 2039 (14.251 min): VY015465.D\data.ms (-2032) (- m/z 81.10 100.00%

81. 152.1
41.0
5000

119.0 e :
206.9 234.1 14.00 14.50
0 b m/z 152.85  90.26%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29507: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
—

5000
14.00 14.50
m/z 83.05 87.20%

?

109.0

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

Abundance #29373: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S

.

—
14.00 14.50
5000 410 m/z 41.05  79.41%

69.0
152.0
015 123.0
20 40 60 80 100 120 140 160 180 200 220

=
(4]
o

m/z-->
Abundance #29331: Cyclohexanone, 5-methyl-2-(1-methylethylidene P ——
81.0 152.0 14.00 14.50
109.0 m/z 95.10 73.70%
N MM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY090723\
Data File : VY@15465.D

Acqg On : @7 Sep 2023 13:32
Operator : SY/MD

Sample : 04333-01

Misc : 5.08g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y082923S.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 p-Toluric acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.379  23.91 ug/1 30252 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Toluric acid 193 C10H11NO3 027115-50-0 50
2 Benzamide, 3-methyl-N-(3-methylb... 205 C13H19NO 1000407-41-2 43
3 Benzene, 1-methyl-4-(1-methylpro... 148 Cl1H16 001595-16-0 38
4 4'-Methylpropiophenone 148 C10H120 005337-93-9 38
5 3,4-Dimethylbenzyl isothiocyanate 177 C10H11NS 206559-59-3 30
Abundance Scan 2060 (14.379 min): VY015465.D\data.ms (-2056) (- m/z 57.00 100.00%
57.0
119.1
5000
852 149.1
— —
193.2 14.00 14.50
0° m/z 119.05  78.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67531: p-Toluric acid
119.0
5000 e —
91.0 149.0 14.00 14.50
m/z 41.05 51.90%
300 30 175.0
O\J\-7\"O\\\\“.\\‘\\“\‘\\\‘\\H}\‘\\\\l\\\\‘\!‘\\‘\\\‘\.‘\\\‘\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #81528: Benzamide, 3-methyl-N-(3-methylbutyl)-
119.0
— ——
14.00 14.50
5000 m/z 43.05 51.08%
91.0 149.0
65.0
41.0 190.0
L SRS MBS | PSS VI Y el M
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26403: Benzene, 1-methyl-4-(1-methylpropyl)- — —
119.0 14.00 14.50
m/z 55.95 49.56%
5000
91.0 148.0
.80
O bbb b el b e — e
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\VY090723\
Data File : VY@15465.D

Acqg On : @7 Sep 2023 13:32
Operator : SY/MD

Sample : 04333-01

Misc : 5.08g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y082923S.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 trans-Decalin, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.416  19.48 ug/l 24648 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 93
2 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 91
3 trans-4a-Methyl-decahydronaphtha... 152 C11H20 002547-27-5 90
4 Bicyclo[3.3.2]decan-9-one 152 C10H160 028054-91-3 52
5 Pulegone 152 C10H160 000089-82-7 49
Abundance Scan 2066 (14.416 min): VY015465.D\data.ms (-2063) (- m/z 67.00 100.00%
67.0 152.2
95.0
5000 41.0
——
H 124.1 179.0 205.1 14.50
ol bl m/z 152.15  88.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29507: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
5000 T
14.50
109.0 m/z 95.00 81.92%
0 ‘\i“u’h\H“\\‘\‘\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29490: trans-Decalin, 2-methyl-
81.0
——
55.0 152.0 14.50
5000 m/z 81.00 66.95%
29.0 109.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29513: trans-4a-Methyl-decahydronaphthalene —
95.0 14.50
m/z 82.05 64.86%
67.0 137.0
5000
O P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY090723\
Data File : VY@15465.D

Acqg On : @7 Sep 2023 13:32
Operator : SY/MD

Sample : 04333-01

Misc : 5.08g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y082923S.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 unknownl4.678 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.678 21.30 ug/l 26949 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 38
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 38
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 38
4 Cyclohexane, 1-methyl-3-pentyl- 168 C12H24 054411-02-8 25
5 Cyclohexane, 1-methyl-2-pentyl- 168 C12H24 054411-01-7 25
Abundance Scan 2109 (14.678 min): VY015465.D\data.ms (-2106) (- m/z 117.00 100.00%

117.0
55.1
5000
81.0
152.0
L P e uso o0
0“H“MJWMMMWMWM HHW‘NW‘WM;‘Jvaqm“_‘HM‘ m/z 97.15 91.55%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16134: 1-Methyl- 2-phenylcyc|0propane
117.0

5000
91.0 1450 1500
m/z 55.10 57.72%
51.0 ‘
O\‘2\9\\(\)"\\“}H\“H\\\H‘\\‘}\‘f\\U‘\“‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
—r —
14.50 15.00
5000 m/z 132.00 44 ,22%

39.0 g50 910
WJHJMJ“HW‘M‘H‘w‘www“‘w‘www‘w‘w‘w‘ww‘ A
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl- h AAA”w$\ Mﬂ %ﬁﬂ i
117.0 14.50 15.00
m/z 81.05 35.19%

o

5000

390 g5 91.0 ‘
‘ Al

N A P —

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY090723\
Data File : VY@15465.D

Acqg On : @7 Sep 2023 13:32
Operator : SY/MD

Sample : 04333-01

Misc : 5.08g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y082923S.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 1
R.T. EstConc Area Relative to ISTD R.T.
14.727 67.55 ug/1 85449  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 89
2 Dodecane, 6-methyl- 184 C13H28 006044-71-9 53
3 Tridecane, 6-methyl- 198 C14H30 013287-21-3 50
4 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 50
5 Tridecane 184 C13H28 000629-50-5 47
Abundance Scan 2117 (14.727 min): VY015465.D\data.ms (-2113) (| m/z 57.10 100.00%
57.1
20 \waV\ﬂwa\Wwva&Mvﬁ
%80 14.50 15.00
141.2 166.2 : :
o"_“ﬂh‘wu‘NmﬂwwwhHW‘MM‘wp:wW‘M‘W%9%?‘%¥?§ m/z 71.05 45.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
5000 — ——
14.50 15.00
m/z 43.10 40.38%
29.0 H 98.0
O\ T ‘ \H‘\ \U\ T \‘\“ T \H} T “H\ T \““ TT U\ ‘ T \]\-\4.’]-\.\0\ T ‘ T \]\-’8\4.\.\0\ ‘ TTTT ‘ 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59041: Dodecane, 6-methyl-
57.0
— —
14.50 15.00
5000 m/z 41.05 32.25%
Ob bl 2400 tes0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74011: Tridecane, 6-methyl- T —
57.0 14.50 15.00
m/z 55.05 21.09%
5000
29.0 85.0 126.0
o\\Hu\\wgo S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY090723\
Data File : VY@15465.D

Acqg On : @7 Sep 2023 13:32
Operator : SY/MD

Sample : 04333-01

Misc : 5.08g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y082923S.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 unknownl4.940 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.940 16.49 ug/l 20859 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 30
2 Benzamide, N-[(3,4-dihydro-1H-2-... 281 C18H19NO2 1000320-15-7 27
3 6-Methyl-4-indanol 148 C10H120 020294-32-0 27
4 4-Amino-3-ethylbenzonitrile 146 C9H1ON2 170230-87-2 25
5 Ethyl-2-benzofuran 146 C10H1e0 003131-63-3 25

Abundance Scan 2152 (14.940 min): VY015465.D\data.ms (-2149) (-] | m/z 131.00 100.00%
131.0

5000
40 M
910 T T T T ‘ T
TNID o e
0 NRMPIRIT i ”H‘J‘HWWW‘:_WWW‘ m/z 133.00  91.32%
m/z—-> 20 40 60 80 100120140160 180200220240 260280
Abundance #25013: Benzene, (2-methyl-1-butenyl)-
131.0
5000 91.0

—
15.00
m/z 148.05 36.71%

53.0 ‘
O‘HH‘\H‘\‘MH“‘H‘\‘\‘W\\”“\‘M\‘\H\H‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #174749: Benzamide, N-[(3,4-dihydro-1H-2-benzopyran- W\ ﬂ/\/’
133.0
DAY sty
15.00
5000 m/z 149.00 36.65%
91.0
0 39. Ou \‘ | H 161.0 28;'(
_‘H_‘H‘H‘wu‘q‘u‘_‘H_‘H‘H‘WH‘W‘H‘_H‘_‘H‘HH‘H
mlz--> 20 40 60 80 100120140160180200220240260280
Abundance #26190: 6-Methyl-4-indanol —
133.0 15.00
m/z 41.00 33.86%
5000
39.0 9
m/z--> 20 40 60 80 100120140160180200220240260280 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY090723\
Data File : VY@15465.D

Acqg On : @7 Sep 2023 13:32
Operator : SY/MD

Sample : 04333-01

Misc : 5.08g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y082923S.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 Octane, 2,6-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

15.209 39.67 ug/l 50187 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 68
2 Sulfurous acid, 2-ethylhexyl hep... 432 C25H5203S 1000309-20-0 64
3 Sulfurous acid, 2-ethylhexyl tri... 376 C21H4403S 1000309-19-6 64
4 Sulfurous acid, 2-ethylhexyl hex... 418 C24H5003S 1000309-19-9 64
5 Nonane, 3-methyl- 142 C1eH22 005911-04-6 58

Abundance Scan 2196 (15.209 min): VY015465.D\data.ms (-2192) (- m/z 57.10 100.00%

57.1
5000

gs.0 113.1 —— e

1500 1550
177.3
S ﬂ%wﬂﬁu‘ﬂwwuH‘meu‘uum?ﬁi%_‘u,u m/z 71.e5 85.73%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #22107: Octane, 2,6-dimethyl-
57.0

o

5000 —— -
15.00 15.50
29.0 113.0 m/z 43.00 68.33%
85.0
O\\\‘\‘\‘\\‘\\\“‘\\“}\‘1‘\\\‘\\!‘\‘\\]\-\4‘2\\(\)\‘\\\\‘\\\\‘\\\\‘\\\\’\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #318981: Sulfurous acid, 2-ethylhexyl heptadecy! ester
57.0
—r —
15.00 15.50
5000 m/z 41.05 50.59%
20, O ‘ 85.0 113.0
P O V.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #284592: Sulfurous acid, 2-ethylhexyl tridecyl ester — —
57.0 15.00 15.50

m/z 55.00  35.45%

113.0
I

290 85.0

LA 1410 1830
Ol bt Al 240

\ \ T
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\VY090723\
Data File : VY@15465.D

Acqg On : @7 Sep 2023 13:32
Operator : SY/MD

Sample : 04333-01

Misc : 5.08g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y082923S.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 unknownl5.605 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

15.605 25.66 ug/l 32458  1,4-Dichlorobenzene-dd  13.422

Hit# of 5 Tentative ID MW MolForm CASH# Qual

-Nonadien-2-one, (E)- 138 C9H140 055282-90-1 25
-(2-Methyl-acryloyl)-cyclohexanone 166 C10H1402 1000185-67-7 18
-Fluorenylmethanol 196 C14H120 1000433-81-2 18
-Decadiene, 2,2-dimethyl-, (Z... 166 C12H22 055638-50-1 14
-Propenoic acid, 3-(4-chlorophe... 196 C10H9C102 007560-44-3 14

uipHh wWN R
N W NN W

- -
T Ul T~ 00

Abundance Scan 2261 (15.605 min): VY015465.D\data.ms (-2257) (- m/z 57.05 100.00%

57.0
119.0 165.1
5000

T
15.50 16.00
0 m/z 41.10 72.74%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #20179: 3,8-Nonadien-2-one, (E)-
43.0

5000 — —
95.0 15.50 16.00

m/z 69.00 66.93%

123.0
O ’H\\‘HH‘\1“\\“‘!H“\‘H‘H“\H\‘HH‘HH‘HH‘H\\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #41189: 2-(2-Methyl-acryloyl)-cyclohexanone
69.0

41.0 T I T T T T
165.0 15.50 16.00
5000 m/z 43.00 60.63%
125.0
LT
T 00 0 O O —
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #71665: 2-Fluorenylmethanol —— —
165.0 15.50 16.00

m/z 119.00  53.35%

196.0
5000
a0 180 |y )

] S i SVAT I 1 S —r —r
miz--> 20 40 60 80 100120140160 180200220240 260 280 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@90723\
Data File : VY015465.D

Acqg On : @7 Sep 2023 13:32
Operator : SY/MD

Sample : 04333-01

Misc : 5.08g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y082923S.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|
Decane, 4-methyl- 13.032 22.5 ug/l 28448 4 13.422 63250 50.0
Naphthalene, de... 13.745 36.8 ug/l 46508 4 13.422 63250 50.0
Naphthalene, de... 14.251 44.7 ug/l 56537 4 13.422 63250 50.0
p-Toluric acid 14.379 23.9 ug/l 30252 4 13.422 63250 50.0
trans-Decalin, ... 14.416 19.5 ug/l 24648 4 13.422 63250 50.0
unknownl14.678 14.678 21.3 ug/l 26949 4 13.422 63250 50.0
Undecane, 2,6-d... 14.727 67.5 ug/l 85449 4 13.422 63250 50.0
unknown14.940 14.940 16.5 ug/l 20859 4 13.422 63250 50.0
Octane, 2,6-dim... 15.209 39.7 ug/l 50187 4 13.422 63250 50.0
unknown15. 605 15.605 25.7 ug/l 32458 4 13.422 63250 50.0
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