LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY082824\
Data File : VY019367.D

Acqg On : 29 Aug 2024 08:44
Operator : SY/MD

Sample : P3727-03

Misc : 3.86g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 51 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\82Y081524S.M

Title : SW846 8260

Signal : TIC: VY@19367.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 7.628 960 969 975 rBvV2 24611 57378 2.93% 0.277%
2 7.701 975 981 992 rVB 37158 81145 4.14% 0.392%
3 8.055 1031 1039 1047 rBV 18819 41258 2.11% ©0.199%
4 8.609 1121 1130 1139 rBV 56790 113880 5.81% ©.551%
5 10.103 1367 1375 1386 rBV 84140 149341 7.62% 0.722%
6 11.414 1582 1590 1599 rBV 82455 138966 7.09% 0.672%
7 11.670 1626 1632 1642 rVB7 10105 34994 1.79% 0.169%
8 11.932 1667 1675 1680 rBV5 38599 94461 4.82% 0.457%
9 12.048 1691 1694 1698 rVB 26272 33999 1.74% 0.164%
10 12.127 1702 1707 1710 rBV5 46728 84953 4.34% 0.411%
11 12.164 1710 1713 1717 rVB3 56897 82061 4.19% 0.397%
12 12.243 1717 1726 1732 rBV10 25282 91844 4.69% 0.444%
13 12.304 1733 1736 1740 rBV6 13194 22049 1.13% 0.107%
14 12.340 1740 1742 1748 rVB3 35962 54403 2.78% 0.263%
15 12.407 1748 1753 1758 rBV3 77920 116459 5.94% 0.563%
16 12.456 1758 1761 1762 rBV2 20312 24297 1.24% 0.117%
17 12.499 1764 1768 1771 rBV3 20985 32003 1.63% 0.155%
18 12.535 1771 1774 1775 rBV2 18464 20612 1.05% ©0.100%
19 12.566 1775 1779 1786 rVB2 168441 317246 16.19% 1.534%
20 12.657 1786 1794 1800 rBV5 96417 282295 14.41% 1.365%
21 12.737 1800 1807 1811 rBv4 214727 443068 22.61% 2.142%
22 12.877 1825 1830 1833 rBV4 88049 139049 7.10% 0.672%
23 12.932 1833 1839 1840 rVV4 56330 99524 5.08% 0.481%
24 12.962 1840 1844 1852 rVB 358623 568099 28.99% 2.746%
25 13.054 1852 1859 1861 rBV5 40313 81535 4.16% 0.394%
26 13.090 1862 1865 1872 rBV8 89093 180689 9.22% 0.874%
27 13.243 1882 1890 1893 rBV4 266699 591737 30.20% 2.861%
28 13.285 1893 1897 1900 rVB4 122346 169802 8.67% 0.821%
29 13.322 1900 1903 1905 rBV2 64459 73853 3.77% 0.357%
30 13.352 1905 1908 1911 rVV2 63283 81202 4.14% 0.393%
31 13.426 1916 1920 1923 rBV4 91629 129092 6.59% 0.624%
32 13.487 1926 1930 1934 rVB5 91852 121904 6.22% 0.589%
33 13.541 1934 1939 1943 rBV3 73859 124647 6.36% 0.603%
34 13.584 1943 1946 1953 rVB2 122455 187518 9.57% 0.907%
35 13.676 1953 1961 1965 rBV2 1016677 1845894 94.21%  8.924%
36 13.718 1965 1968 1970 rBV2 83866 93781 4.79% 0.453%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY082824\
Data File : VY019367.D

Acqg On : 29 Aug 2024 08:44
Operator : SY/MD

Sample : P3727-03

Misc : 3.86g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 51 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\82Y081524S.M
Title : SW846 8260
37 13.779 1975 1978 1984 rVV7 194948 518297 26.45% 2.506%
38 13.840 1984 1988 1993 rvv3 284003 650093 33.18%  3.143%
39 13.889 1993 1996 2001 rVvV2 298536 513369 26.20% 2.482%
40 13.938 2001 2004 2009 rVB2 178617 253836 12.95% 1.227%
41 13.999 2009 2014 2019 rBV2 316930 476005 24.29%  2.301%
42 14.066 2019 2025 2030 rBVve 186470 434449 22.17% 2.100%
43 14.175 2030 2043 2050 rBV7 572206 1959395 100.00%  9.473%
44 14.236 2050 2053 2060 rVB2 282272 626418 31.97% 3.028%
45 14.303 2060 2064 2066 rBV3 245207 322721 16.47% 1.560%
46 14.340 2066 2070 2075 rVB 511401 716724 36.58%  3.465%
47 14.438 2083 2086 2090 rVB 63826 89765 4.58% 0.434%
48 14.529 2097 2101 2106 rVB 1007098 1299035 66.30% 6.280%
49 14.596 2106 2112 2117 rBV2 408878 793390 40.49% 3.836%
50 14.651 2117 2121 2127 rVB2 775787 1142400 58.30% 5.523%
51 14.755 2134 2138 2142 rVB3 156848 274384 14.00% 1.327%
52 14.858 2152 2155 2159 rVB3 112057 134765 6.88% 0.652%
53 14.895 2159 2161 2163 rBV2 42509 46748 2.39% 0.226%
54 14.962 2167 2172 2177 rBV5 140217 283725 14.48% 1.372%
55 15.053 2183 2187 2192 rVB4 258482 457038 23.33%  2.210%
56 15.120 2193 2198 2204 rVV 494483 783791 40.00% 3.789%
57 15.200 2205 2211 2215 rVV6 120748 285203 14.56% 1.379%
58 15.273 2216 2223 2230 rVV9 130797 431336 22.01% 2.085%
59 15.340 2230 2234 2242 rVB 232554 362108 18.48% 1.751%
60 15.511 2256 2262 2268 rVB5 122480 248600 12.69% 1.202%
61 15.626 2278 2281 2288 rVB3 80360 124982 6.38% 0.604%
62 15.925 2323 2330 2335 rBVS5S 80368 174675 8.91% 0.844%
63 16.047 2345 2350 2355 rVB2 79316 133163 6.80% 0.644%
64 16.114 2357 2361 2368 rVB2 34744 65960 3.37% 0.319%
65 16.364 2396 2402 2410 rBV7 59644 159654 8.15% 0.772%

66 16.638 2442 2447 2461 rVB6 46946 117624 6.00% ©.569%

Sum of corrected areas: 20684691
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY082824\
Data File : VY@019367.D

Acqg On : 29 Aug 2024 08:44
Operator : SY/MD

Sample : P3727-03

Misc : 3.86g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081524S.M
Quant Title : SW846 8260

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

Abundance TIC: VY019367.D\data.ms
1200000

1000000

800000

600000

400000

200000

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 1.80 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: VY019367.D\data.ms
1200000

1000000
800000
600000
400000

200000

7 @01 605 8.609 10./1\03 11.414 11670
pvad : JAN 0

\ —T— —p— \
10.50 11.00 11.50

0 —T — R Tl — —T —1
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00
Abundance TIC: VY019367.D\data.ms

1200000 13.676 14.529

14.651
1000000

800000 14.14%.340

600000

400000

200000

-047
16.11416.364 16.638

‘ 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\VY082824\
Data File : VY@019367.D

Acqg On : 29 Aug 2024 08:44
Operator : SY/MD

Sample : P3727-03

Misc : 3.86g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081524S.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 1 Cyclohexane, (2-methylpropyl)- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.243 364.36 ug/l 591737 1,4-Dichlorobenzene-d4 13.346
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (2-methylpropyl)- 140 C1oH20 001678-98-4 68
2 Cyclohexane, butyl- 140 C10H20 001678-93-9 62
3 Cyclohexane, 1,1'-(1,4-butanediy... 222 C16H30 006165-44-2 53
4 Cyclohexane, pentyl- 154 C11H22 004292-92-6 53
5 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 50

Abundance Scan 1890 (13.243 min): VY019367.D\data.ms (-1882) (- m/z 83.10 100.00%

83.1
55.1
5000
119.1

154.2
, ‘WMMHHMMﬁkuuw‘u“u‘w‘u‘_‘ m/z 55.10  70.46%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20732: Cyclohexane, (2-methylpropyl)-
55.0 83.0

5000

o

T
13.00 13.50
m/z 82.10 58.98%

27.0 140.0
O' ‘\H‘\\“!\\L“]\-:\L\Z\.‘O\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20677: Cyclohexane, butyl-
55.0 83.0

T
13.00 13.50
5000 m/z 41.10 47.50%

200 140.0
“H,“M“W‘M‘th!Huﬁ%%?u“p‘u‘u‘w‘u‘_“w‘
miz--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #102198: Cyclohexane, 1,1'-(1,4-butanediyl)bis- —
83.0 13.00 13.50

o

55.0 m/z 119.10 37.16%
5000
29.0 ‘ 139.0 N
Ol e My RO90 L 222¢ o HaaaV
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY082824\
Data File : VY@019367.D

Acqg On : 29 Aug 2024 08:44
Operator : SY/MD

Sample : P3727-03

Misc : 3.86g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081524S.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 Carbonic acid, nonyl prop-1... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.676 1136.61 ug/1 1845890 1,4-Dichlorobenzene-d4 13.346
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, nonyl prop-1-en-2... 228 C13H2403 1000382-53-9 52
2 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 52
3 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 52
4 Undecane 156 C11H24 001120-21-4 49
5 Hydroxylamine, O-decyl- 173 C10H23NO 029812-79-1 49

Abundance Scan 1961 (13.676 min): VY019367.D\data.ms (-1953) (- m/z 57.10 100.00%

57.1
5000
85.1 138.2 A

‘ 109.2 13.50 14.00
[ 1662 2071 m/z 43,10 85.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #109006: Carbonic acid, nonyl prop-1-en-2-yl ester
43.0
5000 = L
71.0 13.50 14.00

m/z 41.18  64.51%
L)

I ‘97 0 1260
‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #197167 Carbonlc acid, prop-1-en-2-yl tetradecyl ester

——
13.50 14.00
5000 m/z 71.10  50.19%

85 0
o H h |10 1400 168.0 1960 241.c
T ‘ T \ T ‘ TTT \ ‘ TTTT ‘ TTTT ‘ TTTT ‘ TITT ‘ T T ‘ TTTT ‘ TTTT ‘ T
miz—> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance i

#178958 Carbonlcamd, prop-1-en-2-yl tridecyl ester = —
13.50 14.00

m/z 55.10  38.75%

5000
85 0
111 0

154.0 182.0  227.0
ol _‘H‘mwwm‘w_WWWWHW — —

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.50 14.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY082824\
Data File : VY@019367.D

Acqg On : 29 Aug 2024 08:44
Operator : SY/MD

Sample : P3727-03

Misc : 3.86g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081524S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 2,6-Dimethyldecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.840 400.29 ug/l 650093 1,4-Dichlorobenzene-d4 13.346
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6-Dimethyldecane 170 C12H26 013150-81-7 60
2 Undecane, 5-methyl- 170 C12H26 001632-70-8 45
3 Octane, 4-methyl- 128 C9H20 002216-34-4 43
4 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 43
5 Decane, 5,6-dimethyl- 170 C12H26 001636-43-7 38
Abundance Scan 1988 (13.840 min): VY019367.D\data.ms (-1984) (- m/z 43.10 100.00%
43.1
L2 119.2
5000
97.2 ~ S
‘ H ‘ ‘ 137.1154.2 13.50 14.00
Ol ol | | ‘wl bl - T2 sz 57,100 93.02%
miz--> 20 40 60 80 100 120 140 160
Abundance #45485: 2,6-Dimethyldecane
43.0
71.0
5000 == ey
13.50 14.00
113.0 m/z 41.10 71.04%
0 ‘\‘1‘\\“‘}\\“"\‘\M}\‘\‘\\\”‘\\H\‘\”\ \1\4‘0\0\\\‘]\-7\99‘
m/z--> 20 40 60 80 100 120 140 160
Abundance #45494: Undecane, 5-methyl-
43.0
— ——
710 13.50 14.00
5000 m/z 71.15 69.81%
‘ ‘ 112.0
ol b e e 1850
m/z--> 20 40 60 80 100 120 140 160
Abundance #14529: Octane, 4-methyl- = —
43.0 13.50 14.00
m/z 119.15 64.70%
5000 85.0
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY082824\
Data File : VY@019367.D

Acqg On : 29 Aug 2024 08:44
Operator : SY/MD

Sample : P3727-03

Misc : 3.86g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081524S.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 Naphthalene, decahydro-2-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.175 1206.49 ug/1 1959400 1,4-Dichlorobenzene-d4 13.346
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 81
2 Decalin, anti-1-methyl-, cis- 152 C11H20 1000158-89-0 70
3 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 70
4 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 62
5 Decalin, syn-1-methyl-, cis- 152 C11H20 1000158-89-1 62
Abundance Scan 2043 (14.175 min): VY019367.D\data.ms (-2030) (- m/z 81.10 100.00%
81.1 152.2
55.1
5000
—— —
I 14.00 14.50
b8 ol 210 2 152,20 93.88%
miz--> 20 40 60 80 100 120 140 160
Abundance #29507: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
5000 ] Mt
14.00 14.50
109.0 m/z 67.10 84.47%
0! 3 ‘\i“‘\\‘h:\l\sw‘.‘oww‘\‘\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #29500: Decalin, anti-1-methyl-, cis-
41.0 81.0
—— —
14.00 14.50
5000 152.0 m/z 55.10  80.35%
109.0
0 63 i ‘ \“ 1l 135\0 |
- \\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #29490: trans-Decalin, 2-methyl- — —
81.0 14.00 14.50
m/z 83.10  79.84%
55.0 152.0
5000
29.0 109.0 J
o L bl L e | e
m/z--> 20 40 60 80 100 120 140 160 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY082824\
Data File : VY@019367.D

Acqg On : 29 Aug 2024 08:44
Operator : SY/MD

Sample : P3727-03

Misc : 3.86g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081524S.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 Undecane, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.236 385.72 ug/l 626418 1,4-Dichlorobenzene-d4 13.346
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2-methyl- 170 C12H26 007045-71-8 91
2 Heptadecane 240 C17H36 000629-78-7 64
3 Undecane, 3,4-dimethyl- 184 C13H28 017312-78-6 64
4 Sulfurous acid, hexyl octyl ester 278 C14H3003S 1000309-13-0 53
5 Pentadecane 212 C15H32 000629-62-9 53

Abundance Scan 2053 (14.236 min): VY019367.D\data.ms (-2050) (- m/z 57.10 100.00%

57.1
5000 85.1
7

=
‘ L1 1262 44 14.00 14.50
Obrrerrbe de e LT 2069 4310 97.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45487: Undecane, 2-methyl-
43.0
71.0
5000 4 A
14.00 14.50

m/z 71.10 57.41%

99.0 127.0
155.0
]\-\5\-9‘\‘\\“‘}\\”‘\\”}\‘w‘\H“H\\‘\“\H‘H\‘\‘HH‘HH‘\\H‘\\H’\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123961: Heptadecane
57.0
—0L

o

=
14.00 14.50
5000 m/z 41.10 51.54%
85.0
29.0
A T
b e et el e e P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59051: Undecane, 3,4-dimethyl- — —
43.0 14.00 14.50
71.0 m/z 85.10 49.42%
5000
126.0
LT s
Ot _‘M‘HHWH‘W‘H‘M‘HM‘H‘H‘W‘HW‘H‘W‘ —T= =
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY082824\
Data File : VY@19367.D

Acqg On : 29 Aug 2024 08:44

Operator : SY/MD

Sample : P3727-03

Misc : 3.86g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 51 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081524S.M
: 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 6 trans-Decalin, 2-methyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14300 441.32 ug/l 716724 1,4-Dichlorobenzene-dd  13.346
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Decalin, 2-methyl- 152 cie 1660152-47-3 78
2 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 76

000464-48-2 64
002547-27-5 60
006248-88-0 60

3 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C1OH160
4 trans-4a-Methyl-decahydronaphtha... 152 C11H20
5 Bicyclo[2.2.1]heptane, 1,3,3-tri... 138 C10H18

Abundance Scan 2070 (14.340 min): VY019367.D\data.ms (-2066) (- m/z 152.20 100.00%

0,

67.1 95.1 152.2
5000 i1 119.1
= rempa
| h | 14.00 14.50
0 el 18420 s 9510 88.16%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29490: trans-Decalin, 2-methyl-
81.0
55.0 152.0
5000 — —
14.00 14.50
20.0 109.0 m/z 67.10  87.40%
0 H\‘\HH““HW 1\‘\”\“HH‘H“}H\“H ‘\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29507: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
— —r
14.00 14.50
5000 m/z 81.10 76.22%
i MM
|

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29373: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S P ——

95.0 14.00 14.50

m/z 82.10 74.31%
5000 410 69.0
152.0
I R Ema — ;

m/z--> 20 40 60 80 100 120 140 160 180 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY082824\
Data File : VY@019367.D

Acqg On : 29 Aug 2024 08:44
Operator : SY/MD

Sample : P3727-03

Misc : 3.86g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081524S.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 Dodecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.529 799.88 ug/l 1299040 1,4-Dichlorobenzene-d4 13.346
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 95
2 Tetradecane 198 C14H30 000629-59-4 80
3 Hexadecane 226 C1l6H34 000544-76-3 72
4 Undecane 156 C11H24 001120-21-4 72
5 Nonane 128 C9H20 000111-84-2 64
Abundance Scan 2101 (14.529 min): VY019367.D\data.ms (-2097) (- m/z 57.10 100.00%
57.1
5000
119.1 A ‘
14.50
170.3
0 AL 2070 0 mjz 43.10 85.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45478: Dodecane
57.0
5000 = :
85.0 14.50
m/z 71.10 59.13%
290 170.0
O \\\‘\‘\‘\\“‘\\\H“\\“\\“l\\\“‘]\-%}‘2\‘0\‘\]\-\4‘]_\9\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74006: Tetradecane
57.0
1 \
14.50
5000 m/z 41.10 49, 26%
85.0
29.0
0 ‘\‘ “\ MH\ H\ Il \\‘ 113 0 141.0 169.0 198 0
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107217: Hexadecane T
57.0 14.50
m/z 85.10 36.33%
5000
85.0
29.0
o \‘ | || 1130 1410 1690 226.0
H‘_‘H_‘H‘HH‘H‘WH‘W‘HW‘H‘_H‘_‘HM‘H‘HH =
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\VY082824\
Data File : VY@019367.D

Acqg On : 29 Aug 2024 08:44
Operator : SY/MD

Sample : P3727-03

Misc : 3.86g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081524S.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 1,3-Cyclopentadiene, 1,2,3,... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.596 488.53 ug/l 793390 1,4-Dichlorobenzene-d4 13.346
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C1l0H14 076089-59-3 64
2 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 60
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 60
4 o-Cymene 134 C1eH14 000527-84-4 60
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 60
Abundance Scan 2112 (14.596 min): VY019367.D\data.ms (-2106) (- | m/z 119.10 100.00%
119.1
5000
o M\/\/\J\M
\
148.1168.2 14-50
(o} m/z 97.10 36.04%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17138: 1,3-Cyclopentadiene, 1,2,3,4-tetramethyl-5-meth
119.0
5000 ——
14.50
91.0 m/z 117.05 34.58%
41.0 65.0 ‘ ‘
O\\\‘\‘\\\“‘\\\\‘\\\\‘\\\\‘m\\‘\“l\\\‘\‘\\\\‘\\\\‘\\\
m/z--> 20 60 80 100 120 140 160 180
Abundance #17078. Benzene, 1-ethyl-2,4-dimethyl-
119.0
L I
14.50
5000 m/z 134.20 32.41%
91.0
39.0 65.0 ‘ ‘
-l i T N
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0 14.50
m/z 55.10 22.65%
5000
91.0
39.0 650 ‘ ‘
it A O A -
m/z--> 20 40 60 80 100 120 140 160 180 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY082824\
Data File : VY@019367.D

Acqg On : 29 Aug 2024 08:44
Operator : SY/MD

Sample : P3727-03

Misc : 3.86g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081524S.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 Undecane, 2,6-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.651 703.43 ug/l 1142400 1,4-Dichlorobenzene-d4 13.346
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 92
2 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 60
3 Dodecane, 6-methyl- 184 C13H28 006044-71-9 45
4 2,6,10-Trimethyltridecane 226 C1l6H34 003891-99-4 38
5 Octane, 3,4,5,6-tetramethyl- 170 C12H26 062185-21-1 35
Abundance Scan 2121 (14.651 min): VY019367.D\data.ms (-2117) (- m/z 57.10 100.00%
57.1
119.1 = i
‘ ‘ 151.2 14.50 15.00
ol bl “U“?‘M\ b 1883 2804 nsu 43,10 46.60%
miz-> 50 100 150 200 250
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
5000 AR S
14.50 15.00
98.0 m/z 71.10 46.01%
27,0 H
O T T H‘\ ‘\‘ “ ‘\ ‘!‘ \“‘\ ““ \H T ]\-4\1.‘()\ \]-8\4\.0‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #59066: Undecane, 2,5-dimethyl-
57.0
= ]
14.50 15.00
5000 m/z 41.10 36.68%
27.0 112.0
N N . T
miz--> 50 100 150 200 250
Abundance #59041: Dodecane, 6-methyl- T —
57.0 14.50 15.00
m/z 55.10 23.72%
o /WMWM
98.0
A/ N i N 7T N7 N T
m/z--> 50 100 150 200 250 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY082824\
Data File : VY@19367.D

Acqg On : 29 Aug 2024 08:44

Operator : SY/MD

Sample : P3727-03

Misc : 3.86g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 51 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081524S.M
: SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Octane, 2,6-dimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.126 482.62 ug/l 783791 1,4-Dichlorobenzene-dd  13.346
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 octane, 2,6-dimethyl- 142 cle2 062051-30-1 90
2 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 72

3 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S
4 Sulfurous acid, dodecyl 2-ethylh... 362 C20H4203S

1010309-19-2 64
1000309-19-5 64

5 Decane, 5-propyl- 184 C13H28 017312-62-8 58
Abundance Scan 2198 (15.120 min): VY019367.D\data.ms (-2193) (- m/z 57.10 100.00%
57.1
- M
113.2 T ‘ T T ‘ T
85"1 H 1451 1822 15.00 15.50
Ol e bbbl L T 18222072 g0 10 83.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22091: Octane, 2,6-dimethyl-
57.0
5000 AN AN
15.00 15.50
m/z 43.10 63.18%
29.0‘ 4o 1130 /
O\\\‘\‘\‘\\“M\\“‘\\H}\‘}‘\\f‘\\l‘\‘\\}ﬁz\.\q\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22108: Octane, 3,6-dimethyl-
57.0
F Y
15.00 15.50
5000 ITI/Z 41.10 38.58%
113.0
29.0
| 850 142.0
) R R N v H—
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #224373: Sulfurous acid, 2-ethylhexyl nonyl ester P ——
57.0 15.00 15.50
m/z 56.10 26.65%
5000
29_0‘ 85.0 1130
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50

82Y081524S.M Thu Aug 29 13:37:50 2024

Page: 13



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY082824\
Data File : VY019367.D

Acqg On : 29 Aug 2024 08:44
Operator : SY/MD

Sample : P3727-03

Misc : 3.86g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081524S.M
Quant Title : SW846 8260

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Cyclohexane, (2... 13.243 364.4 ug/l 591737 4 13.346 81202 50.0
Carbonic acid, ... 13.676 1136.6 ug/l 1845890 4 13.346 81202 50.0
2,6-Dimethyldecane 13.840 400.3 ug/l 650093 4 13.346 81202 50.0
Naphthalene, de... 14.175 1206.5 ug/l 1959400 4 13.346 81202 50.0
Undecane, 2-met... 14.236 385.7 ug/l 626418 4 13.346 81202 50.0
trans-Decalin, ... 14.340 441.3 ug/l 716724 4 13.346 81202 50.0
Dodecane 14.529 799.9 wug/l 1299040 4 13.346 81202 50.0
1,3-Cyclopentad... 14.596 488.5 ug/l 793390 4 13.346 81202 50.0
Undecane, 2,6-d... 14.651 703.4 ug/l 1142400 4 13.346 81202 50.0
Octane, 2,6-dim... 15.120 482.6 ug/l 783791 4 13.346 81202 50.0
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