LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD102721\
Data File : VD@70857.D

Acqg On : 27 Oct 2021 11:53

Operator : VA/SY

Sample : M4325-01

Misc : 5.00G/5.00m1/MSVOA_D/SOIL RED-BOX-1-225057

ALS vial : 6 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 D\Method\82D102621S.M

Title : SW846 8260

Signal : TIC: VDO70857.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.961 506 517 529 rBV3 39288 130277 4.32% 0.448%
2 7.702 975 983 991 rBV5 16749 44583 1.48% 0.153%
3 7.914 1007 1019 1024 rBV 354355 867002 28.72% 2.983%
4 7.979 1024 1030 1039 rVV 550606 1271765 42.13% 4.376%
5 8.055 1039 1043 1057 rVB7 27520 80761 2.68% 0.278%
6 8.326 1081 1089 1101 rVB 297817 648193 21.47% 2.230%
7 8.455 1101 1111 1118 rVV6 29777 78782 2.61% 0.271%
8 8.532 1118 1124 1130 rVV6 22989 55443 1.84% 0.191%
9 8.591 1130 1134 1147 rVB7 17749 42220 1.40% 0.145%
10 8.861 1171 1180 1191 rBV 901621 1824268 60.43% 6.277%
11  9.320 1248 1258 1269 rBV7 67252 217874  7.22% 0.750%
12 9.620 1300 1309 1319 rBV 87855 191871 6.36% 0.660%
13 9.767 1326 1334 1341 rBvV2 61368 122314 4.05% 0.421%
14  9.955 1362 1366 1374 rVB7 17560 32936 1.09% 0.113%
15 10.091 1381 1389 1395 rBV3 50033 102265 3.39% 0.352%
16 10.220 1405 1411 1414 rBv4 20324 38561 1.28% 0.133%
17 10.332 1422 1430 1446 rBV 1613473 3018921 100.00% 10.387%
18 10.455 1446 1451 1453 rVv4 25247 38621 1.28% 0.133%
19 10.496 1453 1458 1469 rVB5 93945 253919 8.41% 0.874%
20 10.632 1470 1481 1483 rBV5 61962 127211 4.21% 0.438%
21 10.673 1483 1488 1499 rVB3 205173 390661 12.94% 1.344%
22 10.767 1499 1504 1510 rBV3 56419 110206 3.65% 0.379%
23 10.861 1516 1520 1525 rVB5 26697 46104 1.53% 0.159%
24 11.043 1539 1551 1555 rBV7 33987 93430 3.09% 0.321%
25 11.120 1559 1564 1566 rBV4 39260 64860 2.15% ©0.223%
26 11.155 1566 1570 1573 rBV2 32659 40231 1.33% 0.138%
27 11.238 1578 1584 1590 rBV2 250651 445626 14.76%  1.533%
28 11.296 1590 1594 1597 rVB2 45758 58008 1.92% 0.200%
29 11.338 1597 1601 1607 rVB4 86089 157076 5.20% 0.540%
30 11.443 1613 1619 1627 rVB2 162330 325513 10.78% 1.120%
31 11.520 1627 1632 1636 rBV3 25357 46507  1.54% 160%
32 11.567 1636 1640 1643 rBV6 21823 36686 1.22% 126%

33 11.638 1645 1652 1663 rBV 1373440 2363976 78.31%
34 11.732 1663 1668 1671 rBV2 70543 107824  3.57%
35 11.773 1671 1675 1678 rBV2 69485 79848  2.64%
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36 11.826 1678 1684 1688 rBVve 78711 175538 5.81% 0.604%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD102721\
Data File : VD@70857.D

Acqg On : 27 Oct 2021 11:53

Operator : VA/SY

Sample : M4325-01

Misc : 5.00G/5.00m1/MSVOA_D/SOIL RED-BOX-1-225057

ALS vial : 6 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 D\Method\82D102621S.M
Title : SW846 8260
37 11.879 1689 1693 1697 rVvv2 131645 225446  7.47% 0.776%
38 11.920 1697 1700 1706 rVB2 184466 312539 10.35% 1.075%
39 11.985 1706 1711 1716 rBV5 70569 140831 4.66% 0.485%
40 12.043 1716 1721 1730 rVB5 74936 166292 5.51% 0.572%
41 12.143 1730 1738 1745 rBV2 348010 858453 28.44%  2.954%
42 12.232 1750 1753 1761 rVB4 96217 227772 7.54% 0.784%
43 12.308 1761 1766 1768 rBV2 133587 226028 7.49% 0.778%
44 12.343 1768 1772 1779 rVV2 424453 942770 31.23%  3.244%
45 12.420 1783 1785 1789 rVv4 81338 124364 4.12% 0.428%
46 12.467 1789 1793 1798 rVB2 155548 267079 8.85% 0.919%
47 12.626 1814 1820 1826 rBV 1062091 1785104 59.13% 6.142%
48 12.702 1827 1833 1838 rBv4 155223 325182 10.77% 1.119%
49 12.790 1842 1848 1855 rVB4 366875 822521 27.25% 2.830%
50 12.867 1855 1861 1866 rBV4 180034 415420 13.76% 1.429%
51 12.943 1868 1874 1880 rVvV5 278929 680969 22.56%  2.343%
52 12.996 1881 1883 1888 rVB3 116908 161878 5.36% 0.557%
53 13.049 1888 1892 1894 rBV5 49601 71144 2.36% 0.245%
54 13.090 1894 1899 1903 rVB4 140583 211849 7.02% 0.729%
55 13.126 1903 1905 1909 rVvB3 29772 32953  1.09% 0.113%
56 13.179 1909 1914 1925 rVB8 208346 586415 19.42% 2.018%
57 13.273 1925 1930 1932 rBV3 91653 163373 5.41% 0.562%
58 13.390 1943 1950 1954 rVV3 242274 447916 14.84% 1.541%
59 13.443 1954 1959 1964 rVV5 116769 270274 8.95% 0.930%
60 13.490 1965 1967 1971 rVB4 76017 82352 2.73% 0.283%
61 13.561 1973 1979 1988 rVB 1366153 2294240 76.00% 7.894%
62 13.632 1988 1991 1993 rBV4 57466 72504 2.40% 0.249%
63 13.832 2019 2025 2029 rBV 107686 188298 6.24% 0.648%
64 13.884 2029 2034 2040 rVV3 424032 735959 24.38%  2.532%
65 13.984 2048 2051 2054 rBV4 34156 47992 1.59% 0.165%
66 14.102 2066 2071 2081 rVB4 157158 332508 11.01% 1.144%
67 14.214 2083 2090 2096 rVB4 144716 287232 9.51% 0.988%
68 14.279 2096 2101 2106 rBV7 78466 145843 4.83% 0.502%
69 14.343 2106 2112 2116 rBV3 58028 121948 4.04% 0.420%
70 14.396 2116 2121 2124 rBV3 152356 246715 8.17% 0.849%
71 14.508 2136 2140 2143 rBV 48050 67393  2.23% 0.232%
72 14.555 2143 2148 2155 rVVeé 76098 147137 4.87% 0.506%
73 14.649 2160 2164 2169 rVB4 98287 178974 5.93% 0.616%
74 14.708 2170 2174 2177 rBV5 33894 57063 1.89% 0.196%
75 14.743 2178 2180 2185 rVV6 32467 42643 1.41% 0.147%

76 14.802 2185 2190 2197 rVV 248301 423547 14.03% 1.457%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD102721\
Data File : VD@70857.D

Acqg On : 27 Oct 2021 11:53

Operator : VA/SY

Sample : M4325-01

Misc : 5.00G/5.00m1/MSVOA_D/SOIL RED-BOX-1-225057

ALS vial : 6 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 D\Method\82D102621S.M

Title : SW846 8260

77 14.867 2197 2201 2209 rVB6 41192 74751 2.48% 0.257%

78 15.020 2217 2227 2229 rBV9 26055 65682 2.18% 0.226%

79 15.073 2234 2236 2240 rVB5 33016 41844 1.39% 0.144%

80 15.190 2252 2256 2262 rVB5 54740 111691 3.70% 0.384%

81 15.337 2276 2281 2289 rVB8 29373 54722 1.81% 0.188%

82 15.449 2293 2300 2303 rBvV8 19986 46103 1.53% 0.159%
Sum of corrected areas: 29063594
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:
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LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD102721\

: VDO70857.D

: 27 Oct 2021 11:53

: VA/SY

: M4325-01 :
: 5.00G/5.00m1/MSVOA_D/SOIL RED-BOX-1-225057
: 6 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D102621S.M
. SW846 8260

: C:\Database\NIST20.L
LSCINT.P

TIC: VD070857.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD102721\
Data File : VD@70857.D

Acqg On : 27 Oct 2021 11:53

Operator : VA/SY

Sample : M4325-01

Misc : 5.00G/5.00m1/MSVOA_D/SOIL RED-BOX-1-225057

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D102621S.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Cyclohexane, 1,2-dimethyl-,... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.673 8.26 ug/l 390661 Chlorobenzene-d5 11.637
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 94
2 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H1l6 000583-57-3 91
3 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 72
4 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 72
5 Cyclohexane, 1,3-dimethyl- 112 C8H16 000591-21-9 64

Abundance Scan 1488 (10.673 min): VD070857.D\data.ms (-1483) (- m/z 97.10 100.00%

97.1
55.1
5000 j\
e
H | 10.50 11.00
0kl bl 2067 ; s5.10 80.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7684: Cyclohexane, 1,2-dimethyl-, trans-
55.0 97.0
5000 SARV pos )
10.50 11.00
m/z 41.05 36.82%
gL
O\\\\‘\H\\“\\\“\‘!\\‘1\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7698: Cyclohexane, 1,2-dimethyl- (cis/trans)
55.0
97.0 J il
10.50 11.00
5000 m/z 112.15  36.41%
27.0
;
miz--> 20 40 60 80 100 120 140 160 180 200 /\ f/w
Abundance #7676: Cyclohexane, 1,3-dimethyl-, cis- g 4M‘ ey
55.0 97.0 10.50 11.00
m/z 56.10 27.88%
5000
il /\W\”A
oHH_‘H“M!‘H‘M‘:m‘_m_HWHHWHWHWH e A A
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD102721\
Data File : VD@70857.D

Acqg On : 27 Oct 2021 11:53

Operator : VA/SY

Sample : M4325-01

Misc : 5.00G/5.00m1/MSVOA_D/SOIL RED-BOX-1-225057

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D102621S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 Cyclohexane, 1,1,3-trimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.238 9.43 ug/1 445626  Chlorobenzene-d5 11.637
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 93
2 Cyclopentanecarboxamide, N-(4-fl... 207 C12H14FNO 1000307-02-4 72
3 2-Hexene, 4-ethyl-2,3-dimethyl- 140 C1eH20 1000149-19-7 64
4 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 59
5 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 55

Abundance Scan 1584 (11.238 min): VD070857.D\data.ms (-1578) (-  m/z 111.05 100.00%

111.1
69.1
5000
41 WL
‘ | ‘ 11.00 11.50
0l et et 288 Mz 69.10 78.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13248: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
5000 41.0 L — [ —
11.00 11.50
m/z 55.05 45.75%
015.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #83707: Cyclopentanecarboxamide, N-(4-fluorophenyl)-
111.0
P e
11.00 11.50
5000 69.0 m/z 41.10 29.75%
41.0 207.0
o I} L i N \‘ \‘ 138-0 16w6.0 |
R O B R N AR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20741: 2-Hexene, 4-ethyl-2,3-dimethyl- —r— —
69.0 11.00 11.50
m/z 56.10 22.00%
41.0 111.0
5000
H ‘ 140.0
oHW:H,““m“:“u““u“uw;_m_m_m‘HHWHWH YA —
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD102721\
Data File : VD@70857.D

Acqg On : 27 Oct 2021 11:53

Operator : VA/SY

Sample : M4325-01

Misc : 5.00G/5.00m1/MSVOA_D/SOIL RED-BOX-1-225057

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D102621S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 Cyclohexane, 1l-ethyl-2-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.143 18.16 ug/l 858453  Chlorobenzene-d5 11.637
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-ethyl-2-methyl- 126 C9H18 003728-54-9 87
2 Cyclohexane, 1l-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 81
3 Cyclohexane, 1-methyl-2-propyl- 140 C1eH20 004291-79-6 72
4 2-Hexene, 3,4,4-trimethyl- 126 C9H18 053941-19-8 68
5 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 64

Abundance Scan 1738 (12.143 min): VD070857.D\data.ms (-1730) (- m/z 97.10 100.00%
97.1

55.1
5000
70.1 126.2 N T
39‘]{ H % 12.00 12.50
) —— - i ol m/z 55.10 82.75%
miz--> 20 40 60 80 100 120 140
Abundance #13267: Cyclohexane, 1-ethyl-2-methyl-
55.0 91.0
5000 A —
12.00 12.50
m/z 69.10 36.41%
39‘0 | 7#,0 ‘ 126.0
O\\\‘\H\\‘i“\\‘\‘\“\“H\\“H{\\\“\\\\‘\‘\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance #13288: Cyclohexane, 1-ethyl-2-methyl-, trans-
55.0 91.0
— —
12.00 12.50
5000 ITI/Z 41.10 30.43%
39/0 810 126.0
1.
o‘¥?9‘M“WN‘NAL“$"uu“‘h“u““““
miz--> 20 40 60 80 100 120 140
Abundance #20744: Cyclohexane, 1-methyl-2-propyl- — ——
55.0 97.0 12.00 12.50
m/z 56.10 19.08%
5000
29.0 ‘ 7?.0 140.0
b e S 1250400 N
m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD102721\
Data File : VD@70857.D

Acqg On : 27 Oct 2021 11:53

Operator : VA/SY

Sample : M4325-01

Misc : 5.00G/5.00m1/MSVOA_D/SOIL RED-BOX-1-225057

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D102621S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 unknownl2.343 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.343 19.94 ug/l 942770  Chlorobenzene-d5 11.637
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 49
2 Carbonic acid, propyl cyclohexyl... 200 C11H2003 1000357-81-6 47
3 Cyclohexene,3-propyl- 124 C9H16 003983-06-0 46
4 2-Propanone, 1-(1H-pyrazol-1-yl)- 124 C6H8N20 1010337-51-8 38
5 1,4-Pentadiene, 3-methyl- 82 C6H10 001115-08-8 38

Abundance Scan 1772 (12.343 min): VD070857.D\data.ms (-1768) (- m/z 81.10 100.00%

81.1
5000
41.1
T .
“ ‘ M 124.1 12.00 12.50
bl b el 2727 2071 7 67.10 98.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #3234: Cyclohexene, 4-methyl-
81.0
5000 54.0 . —
12.00 12.50
27.0 m/z 82.10  64.05%
O' i“\”\\\““\\‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75542: Carbonic acid, propyl cyclohexylmethyl ester
81.0
55.0 - —
12.00 12.50
5000 ITI/Z 96.05 38.75%
27.0
I ‘ 05.0
0 et et e e e e e ey
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #12160: Cyclohexene,3-propyl- = —
81.0 12.00 12.50
m/z 41.10 26.35%
5000
41.0
124.0
0/15.0 .
1 R R R AR RRERNE — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD102721\
Data File : VD@70857.D

Acqg On : 27 Oct 2021 11:53

Operator : VA/SY

Sample : M4325-01

Misc : 5.00G/5.00m1/MSVOA_D/SOIL RED-BOX-1-225057

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D102621S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 unknownl2.867 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.867 9.05 ug/l 415420 1,4-Dichlorobenzene-d4 13.561
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 1-ethyl- 110 C8H14 001453-24-3 38
2 Cyclohexanol, 1-ethynyl- 124 C8H120 000078-27-3 38
3 m-Menthane, (1S,3S)-(+)- 140 C1eH20 013837-67-7 30
4 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 001678-82-6 30
5 1-Methyl-4-(1-methylethyl)-cyclo... 140 C10H20 000099-82-1 30

Abundance Scan 1861 (12.867 min): VD070857.D\data.ms (-1855) (-  m/z 81.05 100.00%

55.1 81.0
97.2
5000
H ‘ ‘ 123.2 140.0 12. 50 13 00
ob——1— “m uMu al, lly b L m/z 55.10  95.97%
miz-> 20 40 60 80 100 120 140
Abundance #6713: Cyclohexene, 1-ethyl-
81.0
5000
12. 50 13 00
41.0 ‘ 110.0 m/z 97.15  67.95%
O\\l\S‘\I?\1 H r!r
miz--> 20 60 80 100 120 140
Abundance #12009.CydohexanoLl—eﬂwnyh
81.0
1250 1300
m/z 69.10 43.71%
5000 39.0
‘ F 109.0
S \‘w 1250
miz--> 20 60 80 100 120 140
Abundance #20710: m-Menthane, (1S,3S)-(+)-
55.0 97.0 12. 50 13 00
m/z 96.10 37.08%
5000
81.0 140.0
39{ ‘
A i P N 1.1 O A A% Al
m/z--> 20 40 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD102721\
Data File : VD@70857.D

Acqg On : 27 Oct 2021 11:53

Operator : VA/SY

Sample : M4325-01

Misc : 5.00G/5.00m1/MSVOA_D/SOIL RED-BOX-1-225057

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D102621S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 unknownl12.943 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.943 14.84 ug/l 680969 1,4-Dichlorobenzene-d4 13.561
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-95-9 47
2 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 006069-98-3 43
3 Cyclohexane, 1-methyl-4-(1-methy... 140 C10OH20 001678-82-6 43
4 1-Methyl-4-(1-methylethyl)-cyclo... 140 C1l0H20 000099-82-1 38
5 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 38

Abundance Scan 1874 (12.943 min): VD070857.D\data.ms (-1868) (- m/z 55.10 100.00%

55.1
97.1
5000
1509
2072 :
ob— ‘1““““““”‘“‘ ““ L, “ 3% myz 97.10 75.24%
miz--> 50 100 150 200 250 300
Abundance #69426: Cyclohexane, 1-(cyclohexylmethyl)-3-methyl-, tre
53.0 97.0
5000 T
13.00
m/z 41.10 51.95%
‘ 194.0
O T 1T LH H\ ‘\ ‘\‘\ ‘ “ T \1\5‘]-\0\ T \“‘ T T T ‘ T T T ‘ T T T
miz--> 50 100 150 200 250 300
Abundance #20786: Cyclohexane, 1-methyl-4-(1-methylethyl)-, cis-
55.0 97.0
—
13.00
5000 ITI/Z 95.10 47.67%
‘ 14oo
oHM ‘u““” S
Miz--> 50 100 150 200 250 300
Abundance #20790: Cyclohexane, 1-methyl-4-(1-methylethyl)-, trans- P
55.0 13.00
97.0 m/z 69.10 44.67%
5000
‘ “ 1400
L e —— —
m/z--> 5 100 150 200 250 300 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD102721\
Data File : VD@70857.D

Acqg On : 27 Oct 2021 11:53

Operator : VA/SY

Sample : M4325-01

Misc : 5.00G/5.00m1/MSVOA_D/SOIL RED-BOX-1-225057

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D102621S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 Bicyclo[3.3.1]nonane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.179 12.78 ug/1 586415 1,4-Dichlorobenzene-d4 13.561
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.3.1]nonane 124 C9H16 000280-65-9 70
2 Pentalene, octahydro-2-methyl- 124 C9H16 003868-64-2 70
3 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 49
4 1H-Indene, octahydro-, cis- 124 C9H16 004551-51-3 46
5 3.alpha.-Methyl-cis-hexahydropht... 154 C9H1402 058648-38-7 46

Abundance Scan 1914 (13.179 min): VD070857.D\data.ms (-1909) (- m/z 81.10 100.00%

81.1
43.1
5000
111.2 — —
13.00 13.50
154.1
0! _‘u‘“‘“‘m!uw‘Huuw_mz‘qe“x? m/z 71.10  63.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12149: Bicyclo[3.3.1]nonane
81.0
124.0
41.0
5000 — ——
13.00 13.50
m/z 43.10 60.05%
O\\\‘\\\\‘“\\‘ \\‘\\‘[\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12214: Pentalene, octahydro-2-methyl-
81.0
— —
13.00 13.50
5000 41.0 m/z 67.10 58.61%
124.0
0 S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3230: Cyclohexene, 1-methyl- T —
81.0 13.00 13.50
m/z 57.10 50.21%
5000
55.0
7o, |
)k ] Y — SR
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD102721\
Data File : VD@70857.D

Acqg On : 27 Oct 2021 11:53

Operator : VA/SY

Sample : M4325-01

Misc : 5.00G/5.00m1/MSVOA_D/SOIL RED-BOX-1-225057

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D102621S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 Naphthalene, decahydro- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

13.884 16.04 ug/l 735959  1,4-Dichlorobenzene-d4 13.561
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro- 138 C10H18 000091-17-8 97
2 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 96
3 Spiro[4.5]decane 138 C1@H18 000176-63-6 81
4 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 74
5 2,2-Dimethyl-3-vinylcyclopentanone 138 C9H140 1000427-24-5 60

Abundance Scan 2034 (13.884 min): VD070857.D\data.ms (-2029) (- m/z 67.10 100.00%

67.1
138.0
96.1
5000
— ——
3 13.50 14.00
0 2800 m/z 138.00  77.82%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #19429: Naphthalene, decahydro-
671.0 138.0
96.0
5000 Pt rey
13.50 14.00
m/z 81.10 67.63%
27.0
OH\‘\“\‘H“"\HH\’\ H}H\\“H“\\‘\H\’HH‘HH‘HH‘HH’HH’HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #19466: Naphthalene, decahydro-, trans-
67.0 138.0
— ——
96.0 13.50 14.00
5000 ITI/Z 68.10 67.57%
27.0
NN 1 1 1 D A——
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #19395: Spiro[4.5]decane T T
67.0 96.0 13.50 14.00
138.0 m/z 95.10  63.55%
5000
27.0
o‘HMW¢MwwMﬂMmMHMWHHMHWHH‘HH_HWHHM‘H_HWH — —
m/z--> 20 40 60 80 100120140160180200220240260280 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD102721\
Data File : VD@70857.D

Acqg On : 27 Oct 2021 11:53

Operator : VA/SY

Sample : M4325-01

Misc : 5.00G/5.00m1/MSVOA_D/SOIL RED-BOX-1-225057

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D102621S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 o0-Cymene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.102 7.25 ug/l 332508 1,4-Dichlorobenzene-d4 13.561
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C10H14 000527-84-4 93
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 83
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 83
4 Benzene, l-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 83
5 1,3,5-Cycloheptatriene, 3,7,7-tr... 134 C10H14 003479-89-8 81
Abundance Scan 2071 (14.102 min): VD070857.D\data.ms (-2066) (- m/z 119.10 100.00%
119.1
5000
s —
69.1 ‘ ‘ 200.8 267 1 14.00 14.50
0 ""NW‘MN‘““W‘NM\““‘]““ oLt B sz 91.10 30.62%
m/z--> 0 50 100 150 200 250 300 350
Abundance #16997: 0-Cymene
119.0
5000 T —

14.00 14.50
‘ m/z 134.00  26.16%

‘\\‘\‘\““H“\Q&)““\H e T T
miz--> 0 100 150 200 250 300 350
Abundance #17089. Benzene, 2-ethyl-1,4-dimethyl- M J\A
119.0
LN RVAPEN

o

14.00 14.50
5000 ITI/Z 105.00 19.55%
77.
0270(1
miz--> 0 50 100 150 200 250 300 350
Abundance #17072: Benzene, 4-ethyl-1,2-dimethyl- e —a
119.0 14.00 14.50

m/z 117.10 12.77%

) NNAJ/\NvaJ\A
0 390?9 f¢“ﬁﬁw‘ : P

m/z--> 0 50 100 150 200 250 300 350 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD102721\
Data File : VD@70857.D

Acqg On : 27 Oct 2021 11:53

Operator : VA/SY

Sample : M4325-01

Misc : 5.00G/5.00m1/MSVOA_D/SOIL RED-BOX-1-225057

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D102621S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.802 9.23 ug/l 423547 1,4-Dichlorobenzene-d4 13.561
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95
2 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C1l0OH14 076089-59-3 94
3 o-Cymene 134 C1eH14 000527-84-4 93
4 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 91
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 91

Abundance Scan 2190 (14.802 min): VD070857.D\data.ms (-2185) (-  m/z 119.10 100.00%

119.1
5000
91.0
51.0 ‘ 8.1 206.9 ; 14.50 15.00
Obrrepeerfonbrgbe b ML JEASL 2069 289 0 934,05  40.28%
m/z--> 20 40 60 80 100120 140160180 200220240260
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 JL n T
14.50 15.00
91.0 m/z 91.05  16.94%
39.0 ‘
O \\\’\‘\\\“‘\\“P\“{“\\\““\\i\‘w\\wl\\\“\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120 140160180 200220240260
Abundance #17138: 1,3-Cyclopentadiene, 1,2,3,4-tetramethyl-5-meth
119.0
— —
14.50 15.00
5000 m/z 133.05 11.41%
91.0
41.0 ‘
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #16991: 0-Cymene CT 5
119.0 14.50 15.00
m/z 117.05 10.85%
5000 91.0
39.0
om,m““HM:‘H“”_Mu“‘lm‘:“}Hm_H‘_Hwwwwww s e
m/z--> 20 40 60 80 100120 140160180 200220240260 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD102721\
Data File : VD@70857.D

Acqg On : 27 Oct 2021 11:53

Operator : VA/SY

Sample : M4325-01

Misc : 5.00G/5.00m1/MSVOA_D/SOIL RED-BOX-1-225057

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D102621S.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, 1,... 10.673 8.3 wug/l 390661 3 11.637 2363980 50.0
Cyclohexane, 1,... 11.238 9.4 ug/l 445626 3 11.637 2363980 50.0
Cyclohexane, 1-... 12.143 18.2 ug/l 858453 3 11.637 2363980 50.0
unknown12.343 12.343 19.9 ug/l 942770 3 11.637 2363980 50.0
unknownl2.867 12.867 9.1 ug/l 415420 4 13.561 2294240 50.0
unknown12.943 12.943 14.8 ug/l 680969 4 13.561 2294240 50.0
Bicyclo[3.3.1]n... 13.179 12.8 ug/l 586415 4 13.561 2294240 50.0
Naphthalene, de... 13.884 16.0 ug/l 735959 4 13.561 2294240 50.0
o-Cymene 14.102 7.3 ug/l 332508 4 13.561 2294240 50.0
Benzene, 1,2,4,... 14.802 9.2 ug/l 423547 4 13.561 2294240 50.0
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