LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY040221\
Data File : VY004262.D

Acqg On : 02 Apr 2021 15:02
Operator : SY/MD

Sample : M1911-02

Misc : 5.05g/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\82Y032921S.M

Title : SW846 8260

Signal : TIC: VY@04262.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.217 46 65 66 rBV5 10721 46348 2.93% 0.264%
2 2.564 113 122 123 rBVS 15208 38842 2.46% 0.222%
3  3.967 342 352 361 rBV 12054 33982 2.15% 0.194%
4 4,735 469 478 492 rVB3 10709 34118 2.16% 0.195%
5 7.728 959 969 975 rBV 146694 349012 22.10%  1.990%
6 7.801 975 981 995 rvVB 252218 561009 35.52% 3.199%
7 8.155 1029 1039 1049 rVB 150934 328531 20.80% 1.874%
8 8.697 1117 1128 1138 rBV 393988 784548 49.67% 4.474%
9 10.185 1364 1372 1380 rBV 666086 1122927 71.09% 6.404%
10 10.374 1396 1403 1410 rVB2 12484 21004 1.33% 0.120%
11 10.581 1431 1437 1451 rBV 12820 26211 1.66% 0.149%
12 11.282 1544 1552 1563 rVB4 28630 67394 4.27% 0.384%
13 11.386 1563 1569 1574 rBV 25393 43795 2.77% 0.250%
14 11.496 1580 1587 1597 rVV 588392 952228 60.29% 5.430%
15 11.599 1598 1604 1608 rVV 16745 30944 1.96% 0.176%
16 11.715 1612 1623 1631 rVV3 204389 416900 26.39% 2.377%
17 11.782 1631 1634 1640 rVB2 18988 31894 2.02% 0.182%
18 12.032 1664 1675 1683 rBV3 58087 180232 11.41% 1.028%
19 12.130 1686 1691 1695 rVV 53293 77628 4.91% 0.443%
20 12.203 1699 1703 1706 rVV4 28751 51164 3.24% 0.292%
21 12.246 1706 1710 1719 rVV6 59181 132677 8.40% 0©.757%
22 12.331 1720 1724 1727 rVV3 18092 33318 2.11% 0.190%
23 12.392 1728 1734 1735 rWV5 38994 82172 5.20% 0.469%
24 12.416 1735 1738 1740 rVV 85089 120767 7.65% 0.689%
25 12.441 1740 1742 1745 rW 78695 107509 6.81% 0.613%
26 12.489 1745 1750 1754 rVV 459751 762835 48.30%  4.350%
27 12.526 1754 1756 1761 rVB 76896 89574 5.67% ©0.511%
28 12.648 1772 1776 1777 rBV 29245 33163 2.10% ©0.189%
29 12.739 1784 1791 1794 rBV 124686 216016 13.68% 1.232%
30 12.770 1794 1796 1797 rVWV 62971 63452 4.02% 0.362%
31 12.806 1797 1802 1808 rVV 807812 1242551 78.67% 7.086%
32 12.861 1808 1811 1816 rVB 58719 90514 5.73% 0.516%
33 12.977 1822 1830 1833 rBV2 71258 185266 11.73% 1.057%
34 13.008 1833 1835 1837 rVV2 30944 36321 2.30% 0.207%

1.

35 13.044 1837 1841 1847 rVB 200109 287296 18.19%
36 13.123 1847 1854 1859 rBV 263794 420898 26.65% 2.400%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY040221\
Data File : VY004262.D

Acqg On : 02 Apr 2021 15:02
Operator : SY/MD

Sample : M1911-02

Misc : 5.05g/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\82Y032921S.M
Title : SW846 8260
37 13.172 1859 1862 1867 rVB2 40387 52322 3.31% 0.298%
38 13.227 1867 1871 1873 rBV 50651 72739 4.61% 0.415%
39 13.325 1879 1887 1890 rBV3 163002 320704 20.30% 1.829%
40 13.367 1890 1894 1897 rVV2 156431 233182 14.76% 1.330%
41 13.428 1897 1904 1913 rVB3 701097 1350615 85.51% 7.702%
42 13.507 1913 1917 1923 rVB 134337 183644 11.63% 1.047%
43 13.575 1924 1928 1929 rBV3 20553 25332 1.60% 0.144%
44 13.629 1933 1937 1940 rVB 99112 129425 8.19% 0.738%
45 13.672 1940 1944 1952 rVB3 90053 173284 10.97% ©.988%
46 13.757 1952 1958 1962 rBV 1135729 1579486 100.00% 9.007%
47 13.800 1962 1965 1967 rVWW2 26477 26982 1.71% 0.154%
48 13.831 1967 1970 1973 rVWV 28936 34835 2.21% 0.199%
49 13.916 1981 1984 1990 rVB4 116893 175840 11.13% 1.003%
50 13.977 1990 1994 1998 rVB3 120021 173784 11.00% 0.991%
51 14.020 1998 2001 2006 rVB2 85456 123604 7.83% 0.705%
52 14.081 2006 2011 2016 rBV3 129891 204687 12.96% 1.167%
53 14.148 2016 2022 2028 rBV6 57496 125903 7.97% 0.718%
54 14.276 2028 2043 2047 rBV6 150659 624309 39.53% 3.560%
55 14.318 2047 2050 2057 rVB2 119593 252744 16.00% 1.441%
56 14.385 2057 2061 2064 rBV 109014 135460 8.58% 0.772%
57 14.422 2064 2067 2072 rVB3 61907 85078 5.39% 0.485%
58 14.568 2088 2091 2093 rBV2 28741 37702 2.39% 0.215%
59 14.617 2094 2099 2104 rVB 485620 668190 42.30% 3.810%
60 14.684 2104 2110 2115 rBv4 149080 342390 21.68% 1.953%
61 14.733 2115 2118 2125 rVB2 142749 234419 14.84% 1.337%
62 14.836 2132 2135 2143 rVB 90424 139157 8.81% 0.794%
63 14.946 2149 2153 2157 rBV5 37798 53921 3.41% 0.307%
64 15.056 2165 2171 2176 rBV4 48824 105397 6.67% 0.601%
65 15.214 2192 2197 2205 rVB2 75273 132970 8.42% 0.758%
66 15.300 2207 2211 2214 rVB3 27006 36404 2.30% 0.208%
67 15.349 2216 2219 2222 rBV3 17438 27893 1.77% 0.159%
68 15.440 2230 2234 2242 rVB 135952 210449 13.32% 1.200%
69 15.531 2244 2249 2256 rVV7 23054 64461 4.08% 0.368%
70 15.611 2259 2262 2267 rVB2 22249 33719 2.13% 0.192%
71 15.733 2278 2282 2289 rVB2 43412 79764 5.05%  0.455%
72 16.038 2326 2332 2338 rBVS5 24928 55967 3.54% 0.319%
73 16.159 2349 2352 2357 rVB4 10695 15989 1.01% 0.091%
74 16.233 2359 2364 2370 rVV5 15996 31513 2.00% ©0.180%
75 16.300 2370 2375 2379 rVVW6 11012 22383 1.42% 0.128%
76 16.367 2382 2386 2392 rVB2 19506 32099 2.03% 0.183%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY040221\
Data File : VY004262.D

Acqg On : 02 Apr 2021 15:02
Operator : SY/MD

Sample : M1911-02

Misc : 5.05g/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\82Y032921S.M

Title : SW846 8260

77 16.489 2401 2406 2412 rBV9 8863 23772 1.51% ©.136%
Sum of corrected areas: 17535558
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY040221\
Data File : VY004262.D

Acqg On : 02 Apr 2021 15:02
Operator : SY/MD

Sample : M1911-02

Misc : 5.05g/5mL/MSVOA_Y/SOIL

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y032921S.M
Quant Title : SW846 8260

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

Abundance TIC: VY004262.D\data.ms

1000000

800000

600000

400000

200000

2217  2.564 3.967 4.735

OHH‘HH‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘Hﬁ\‘\H\‘H\\‘HH‘H/\\\‘\H\‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘

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: VY004262.D\data.ms

1000000

800000
10.185
600000 11.496

400000 8.697

200000 7.7 8.155

0 10.3740.581

—T —— ——r — — — —T — — —
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VY004262.D\data.ms
13.757

1000000

12.806
800000 13.428

600000
12.489

400000

200000
12 03420048 36511

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\VY040221\
Data File : VY004262.D

Acqg On : 02 Apr 2021 15:02
Operator : SY/MD

Sample : M1911-02

Misc : 5.05g/5mL/MSVOA_Y/SOIL

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y032921S.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 Benzene, 1-ethyl-2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.739 8.00 ug/l 216016 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 94
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 93
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90
5 Mesitylene 120 C9H12 000108-67-8 90
Abundance Scan 1791 (12.739 min): VY004262.D\data.ms (-1784) (- | m/z 105.10 100.00%
105.1
5000
39.0 12.50 13.00
. (
Ol ki SOH ol 4 1401 177.0209.2 2804 7 126,10 31.71%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
5000 — AM : /\ ‘
12.50 13.00
m/z 76.95 12.16%
39.0
0 \\\‘\‘H\“‘\\“V\"‘\‘??MR\‘M“i‘\\‘\“‘\H\‘\H\’HH‘HH‘HH‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
105.0
e =~
12.50 13.00
5000 m/z 91.00 9.57%
o 30 740
T T e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9424: Benzene, 1-ethyl-4-methyl- — =
105.0 12.50 13.00
m/z 106.00 8.93%
5000
39.0 M /\
4
0‘meﬂ‘ﬂwZHWJuﬂhwuuwuu,uHMH‘_HWH‘WHHM‘HM‘ At
m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY040221\
Data File : VY004262.D

Acqg On : 02 Apr 2021 15:02
Operator : SY/MD

Sample : M1911-02

Misc : 5.05g/5mL/MSVOA_Y/SOIL

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y032921S.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 Octane, 3,3-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.044 10.64 ug/l 287296 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3,3-dimethyl- 142 C10H22 004110-44-5 78
2 Heptane, 3,3,5-trimethyl- 142 C1eH22 007154-80-5 78
3 Decane, 4-methyl- 156 C1l1H24 002847-72-5 60
4 2,4,4-Trimethyl-1-hexene 126 C9H18 051174-12-0 59
5 Heptane, 2,5,5-trimethyl- 142 C10H22 001189-99-7 59
Abundance Scan 1841 (13.044 min): VY004262.D\data.ms (-1837) (- | m/z 71.10 100.00%
431 71.1
5000
113.1 L ‘
H h \ H 156.2177.9 208.1 13.09
O e ity ol bl g S TR T R m/z 43.10 93.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19187: Octane, 3,3-dimethyl-
71.0
5000 A :
43.0 13.00
‘ 113.0 m/z 57.10 72.35%
O \]_\5\.‘0\‘\‘\\"‘\\\‘M‘\\w\‘\‘\\\‘\\1‘\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
71.0
T \
13.00
5000 43.0 m/z 41.10 42.04%
113.0
0 14.0
A w1 B B B A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28433: Decane, 4-methyl- o
43.0 13.00
71.0 m/z 70.10  38.48%
5000
112.0
T s
o+t T
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY040221\
Data File : VY004262.D

Acqg On : 02 Apr 2021 15:02
Operator : SY/MD

Sample : M1911-02

Misc : 5.05g/5mL/MSVOA_Y/SOIL

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y032921S.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 Undecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.757 58.47 ug/l 1579490 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 96
2 Decane 142 C1eH22 000124-18-5 90
3 Tridecane 184 C13H28 000629-50-5 72
4 Hexadecane 226 C16H34 000544-76-3 72
5 1-Iodo-2-methylnonane 268 C10OH21I 1000101-47-9 64
Abundance Scan 1958 (13.757 min): VY004262.D\data.ms (-1952) (- m/z 57.10 100.00%
57.1
5000
85.1 T
13. 50 14 00
113.1 156.2
0 ‘H_H‘Um‘um:“:‘ml‘H,‘Hwmu‘HH‘w‘l“:’ﬁ‘qu??‘?ﬁ m/z 43.05 92.25%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #28424: Undecane
57.0
5000 «A/W\J‘\« AP
85.0 13.50 14.00
20.0 m/z 41.05 50.21%
‘ ‘ 1130 156.0
O \H‘\‘H\‘\H ‘\‘\M\“‘\\HH’H”\‘\‘\H‘\\H‘\H\‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120 140160 180 200 220 240
Abundance
43.0
—T= —
13.50 14.00
5000 m/z 71.10 48.53%
71.0
0 15.0 99.0 142.0
T e T e e e
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 JM\
Abundance #48831: Tridecane = T
57.0 13.50 14.00
m/z 85.10 30.35%
5000
29.0 85.0
Ll | 1130u10 1040 MU
Hw‘uw‘uw‘HW‘HWH‘WH‘WH‘WHH‘HH‘HH‘HH‘HH‘ e ey
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@40221\
Data File : VY@04262.D

Acqg On : 02 Apr 2021 15:02

Operator : SY/MD

Sample : M1911-02

Misc : 5.05g/5mL/MSVOA_Y/SOIL

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y032921S.M
: 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 3-Phenylbut-1-ene Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.081 7.58 ug/l 204687 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Phenylbut-1-ene 132 C10H12 000934-10-1 50
2 1-Phenyl-1-butene 132 C10H12 000824-90-8 46
3 1H-Indene, 2,3-dihydro-2-methyl- 132 C1eH12 000824-63-5 46
4 o-Cymene 134 C10H14 000527-84-4 46
5 (E)-1-Phenyl-1-butene 132 C10H12 001005-64-7 46

Abundance Scan 2011 (14.081 min): VY004262.D\data.ms (-2006) (- m/z 119.05 100.00%

119.1
5000 010
57.1 1482
T I
‘ 14.00
o il 7892069 2601 m/z 117.5 91.91%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #14033: 3-Phenylbut-1-ene
117.0

5000 AR :
14.00
m/z 105.00 66.21%
39.0 770‘
O’\‘\\\“\\“\H\“\‘\\\h“\\‘\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
117.0
T T
14.00
5000 m/z 91.00 39.97%
39.0 770
Ottt et e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #14085: 1H-Indene, 2,3-dihydro-2-methyl- e
117.0 14.00
m/z 115.05 34.38%
5000
390 77.0 ‘ ‘
m/z--> 20 40 60 80 100120140160180200220240260280 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY040221\
Data File : VY004262.D

Acqg On : 02 Apr 2021 15:02
Operator : SY/MD

Sample : M1911-02

Misc : 5.05g/5mL/MSVOA_Y/SOIL

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y032921S.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 Cyclohexane, pentyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.276  23.11 ug/1 624309 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, pentyl- 154 C11H22 004292-92-6 60
2 Ethanone, 1-cyclohexyl- 126 C8H140 000823-76-7 52
3 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 49
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 49
5 Cyclohexane, butyl- 140 C10H20 001678-93-9 47

Abundance Scan 2043 (14.276 min): VY004262.D\data.ms (-2028) (- m/z 83.05 100.00%

430 830
5000

—
H ‘ “ ‘ 126.115‘4.1 207.0 ¢ 14.00 14.50
H“HH“”HH‘ Al bl . 266.¢ e 4305 84.SH

m/z--> 20 40 60 80 100120140160180200220 240260
Abundance #27052: Cyclohexane, pentyl-
55.0 83.0

5000 T
14.00 14.50
m/z 55.05 80.54%

27.0 ‘ 154.0
H\‘\MH‘H‘\HM“\}HH‘1\\\‘]‘_\1\]\-\.9\H‘\\H‘\\H‘\\H‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance
55.0

o

o

83.0 S —

14.00 14.50
5000 ITI/Z 82.05 68.86%

126.0
27.0
Ol e e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #11583: Cyclohexane, (1-methylethyl)- — —
55.0 83.0 14.00 14.50

m/z 41.10 67.59%

5000
AL
‘ I \‘\ I |

— —T
m/z--> 20 40 60 80 100120140160180 200220240260 14.00 14.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY040221\
Data File : VY004262.D

Acqg On : 02 Apr 2021 15:02
Operator : SY/MD

Sample : M1911-02

Misc : 5.05g/5mL/MSVOA_Y/SOIL

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y032921S.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 Undecane, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.318 9.36 ug/l 252744  1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2-methyl- 170 C12H26 007045-71-8 90
2 Decane, 3-methyl- 156 C11H24 013151-34-3 64
3 2,6-Dimethyldecane 170 C12H26 013150-81-7 59
4 Octane, 3-ethyl-2,7-dimethyl- 170 C12H26 062183-55-5 59
5 Hexadecane 226 C16H34 000544-76-3 53
Abundance Scan 2050 (14.318 min): VY004262.D\data.ms (-2047) (- m/z 43.10 100.00%
43.1
126.1 14‘06 EI.4‘56
155.2 : :
o“WH‘AMHM‘NWNHM‘m‘ﬂh‘_u‘_H‘%9?3H‘_‘H?§¥%HH m/z 57.10  81.84%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #38324: Undecane, 2-methyl-
43.0
71.0
5000 a2 P
14.00 14.50
m/z 41.10 51.17%
‘ ‘ ‘ 99012701550
0 \H‘\‘\H“H\‘\‘HH}\‘\\H‘\H‘\‘\“\H‘H\‘\‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance
57.0
— —
14.00 14.50
5000 85.0 m/z 71.10 47 .11%
29.0
126.0
0 156.0
T T T e e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #38322: 2,6-Dimethyldecane 4 =
43.0 14.00 14.50
71.0 m/z 85.10 37.78%
5000
113.0
I . SN B OOV W0
m/z--> 20 40 60 80 100120140160180200220240260 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY040221\
Data File : VY004262.D

Acqg On : 02 Apr 2021 15:02
Operator : SY/MD

Sample : M1911-02

Misc : 5.05g/5mL/MSVOA_Y/SOIL

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y032921S.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 Dodecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.617 24.74 ug/l 668190 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 93
2 Undecane 156 C11H24 001120-21-4 80
3 Tridecane 184 C13H28 000629-50-5 80
4 Tetradecane 198 C14H30 000629-59-4 80
5 Hexadecane 226 C16H34 000544-76-3 72
Abundance Scan 2099 (14.617 min): VY004262.D\data.ms (-2094) (- m/z 57.10 100.00%
57.1
5000
85.1
= ==
' 14.50 15.00
170.2 .
o‘H‘H‘Mmﬁhmmww‘ﬂ‘wﬂmmw‘HW‘A‘MH?RF%‘H‘_H?E7H m/z 43.10  88.41%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #38315: Dodecane
57.0
5000 P —
85.0 14.50 15.00
m/z 71.10 56.59%
29.0
L oo
O \H‘\‘H\‘HH‘“HM\“1‘\\\”‘\\”\‘\‘H\‘HH’HH’HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance
57.0
= =
14.50 15.00
5000 m/z 41.10 46.80%
29.0 85.0
113.0 156.0
Ot Al o e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #48835: Tridecane — —
57.0 14.50 15.00
m/z 85.10 33.96%
5000
85.0
29.0
oL || oo 1sao
e A e e e e e = ==
m/z--> 20 40 60 80 100120140160180200220240260 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY040221\
Data File : VY004262.D

Acqg On : 02 Apr 2021 15:02
Operator : SY/MD

Sample : M1911-02

Misc : 5.05g/5mL/MSVOA_Y/SOIL

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y032921S.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 Benzene, (1-methyl-1-propen... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.684 12.68 ug/l 342390 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000767-99-7 86
2 Benzene, 2-butenyl- 132 C10H12 001560-06-1 86
3 1-Phenyl-1-butene 132 C1eH12 000824-90-8 84
4 Benzene, 1-methyl-4-(2-propenyl)- 132 C10H12 003333-13-9 68
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 64

Abundance Scan 2110 (14.684 min): VY004262.D\data.ms (-2104) (- m/z 119.10 100.00%

119.1
5000
55.1 91.

T s
14.50 15.00

\‘148'1 77.0 267.:
0 Al | A770207.1235.1 2075 n/z 117.65  90.23%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #14095: Benzene, (1-methyl-1-propenyl)-, (2)-
117.0
5000 1450 1500
51.0 . :
m/z 134.00 38.55%

o

‘ 7T.O
2\’2*)\\“‘HH“\“‘H“\\H}“‘\M\“‘”H‘!“\”‘\‘\‘HH‘\\H‘\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance

117.0

T P
14.50 15.00

5000 m/z 97.10 35.11%
65.0
27.0
Ot e e e e
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #14034: 1-Phenyl-1-butene “ 7

117.0 14.50 15.00
m/z 115.10 34.56%

5000
39.0 77.0‘
L ‘m I mh il H ‘H‘\

m/z--> 20 40 60 80 100120140160 180200220 240 260 14.50 15.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY040221\
Data File : VY004262.D

Acqg On : 02 Apr 2021 15:02
Operator : SY/MD

Sample : M1911-02

Misc : 5.05g/5mL/MSVOA_Y/SOIL

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y032921S.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 Undecane, 2,6-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.733 8.68 ug/l 234419 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 76
2 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 60
3 Dodecane, 6-methyl- 184 C13H28 006044-71-9 53
4 Nonane, 3-methyl- 142 C1eH22 005911-04-6 53
5 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 49

Abundance Scan 2118 (14.733 min): VY004262.D\data.ms (-2115) (- m/z 57.10 100.00%
7.1

5
5000
119.1

R =
14.50 15.00

ol | lerg L JOUL1843 2351 281 L. 4310 46.58%
miz--> 50 100 150 200 250
Abundance #48881: Undecane, 2,6-dimethyl-
57.0
5000 = —,
14.50 15.00

27.0 m/z 71.10 44.13%
H H Ll

98.0
| 1280 169.0
T T T T ‘ T T T T ’ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance
57.0

T e
14.50 15.00

o

5000 m/z 41.10 33.17%
112.0
0 27.0 169.0
R e R A T e B
m/z--> 50 100 150 200 250
Abundance #48847: Dodecane, 6-methyl- — T
57.0 14.50 15.00

m/z 119.05 22.41%

98.0
27.0
ol L | 1400 1840

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\VY040221\
Data File : VY004262.D

Acqg On : 02 Apr 2021 15:02
Operator : SY/MD

Sample : M1911-02

Misc : 5.05g/5mL/MSVOA_Y/SOIL

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y032921S.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 Tridecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.440 7.79 ug/l 210449 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 97
2 Tetradecane 198 C14H30 000629-59-4 86
3 Hexadecane 226 C1l6H34 000544-76-3 80
4 Dodecane 170 C12H26 000112-40-3 78
5 Undecane 156 C11H24 001120-21-4 64
Abundance Scan 2234 (15.440 min): VY004262.D\data.ms (-2230) (- m/z 57.10 100.00%
57.1
5000
81 M
—
15.50
1191 184.2
— H i, A5 IO 2348 43 05 g3.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48834: Tridecane
57.0
5000 85.0 R
15.50
29.0 m/z 71.10 57.95%
| 11201410 1840
O \H‘\‘\H“M\H“\\M\“\‘\H“\\1‘\‘\”\\\‘\H\‘HHM\H‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
—r
15.50
5000 m/z 41.10 44 .87%
85.0
29.0
. 113.0 141.0 169.0 198.0
AR e T RS RARAsamwasasssasy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83024: Hexadecane T
57.0 15.50
m/z 85.10 35.55%
5000
85.0
29.0
0 ‘\‘ \‘\ M\ H\ Il \\‘11§0\14‘10 1690 2260
e e e e e e e e e e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY040221\
Data File : VY004262.D

Acqg On : 02 Apr 2021 15:02
Operator : SY/MD

Sample : M1911-02

Misc : 5.05g/5mL/MSVOA_Y/SOIL

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y032921S.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|
Benzene, 1l-ethy... 12.739 8.0 ug/l 216016 4 13.428 1350620 50.0
Octane, 3,3-dim... 13.044 10.6 ug/l 287296 4 13.428 1350620 50.0
Undecane 13.757 58.5 ug/l 1579490 4 13.428 1350620 50.0
3-Phenylbut-1-ene 14.081 7.6 ug/l 204687 4 13.428 1350620 50.0
Cyclohexane, pe... 14.276 23.1 ug/l 624309 4 13.428 1350620 50.0
Undecane, 2-met... 14.318 9.4 wug/l 252744 4 13.428 1350620 50.0
Dodecane 14.617 24.7 ug/l 668190 4 13.428 1350620 50.0
Benzene, (1-met... 14.684 12.7 ug/l 342390 4 13.428 1350620 50.0
Undecane, 2,6-d... 14.733 8.7 wug/l 234419 4 13.428 1350620 50.0
Tridecane 15.440 7.8 ug/l 210449 4 13.428 1350620 50.0
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