LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021121\
Data File : VY004014.D

Acqg On : 11 Feb 2021 20:16

Operator : SY/MD

Sample : M1398-02

Misc : 6.58g/5mL/MSVOA_Y/SOIL CP-SS-2-SOIL

ALS Vvial : 22 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\82Y012821S.M

Title : SW846 8260

Signal : TIC: VY@04014.D\data.ms

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

# min  scan scan scan TY height area % max. total

1 7.789 957 979 987 rBV5 1333665 4356604 2.93% 0.180%
2 8.009 1005 1015 1032 rBV 1622575 4513769 3.03% 0.186%
3 8.283 1049 1060 1065 rBV2 1296576 3326742 2.23% 0.137%
4 8.350 1065 1071 1078 rVV3 1343007 3974227 2.67% 0.164%
5 8.423 1078 1083 1094 rVB 1346438 3163417 2.12% 0.130%
6 9.191 1192 1209 1215 rBV 21534758 52325279 35.15% 2.157%
7 9.252 1215 1219 1227 rVV 2425620 5056866 3.40% 0.208%
8 9.374 1227 1239 1245 rVWW 3661628 7611206 5.11% 0.314%
9 9.472 1245 1255 1264 rVB 4897087 11364806 7.63% 0.468%
10 9.612 1270 1278 1289 rBV2 5697076 12683079 8.52% 0.523%
11  9.764 1296 1303 1308 rBV 3915410 8613335 5.79% ©.355%
12 9.831 1308 1314 1326 rVB2 11100007 35089266 23.57% 1.446%
13 9.972 1326 1337 1349 rVB3 8703014 30495328 20.48% 1.257%
14 10.106 1349 1359 1365 rBV5 2602412 7267304 4.88% 0.300%
15 10.185 1365 1372 1377 rBV 23597442 53569647 35.98% 2.208%

16 10.313 1386 1393 1396 rBV 6473846 13032651 8.75% 0.537%
17 10.362 1396 1401 1411 rVB4 11107674 33138403 22.26% 1.366%
18 10.532 1411 1429 1436 rBV2 16894223 41342418 27.77% 1.704%
19 10.624 1436 1444 1450 rBV 17734251 39137305 26.29% 1.613%
20 10.721 1455 1460 1468 rVB2 7578057 15222621 10.22% 0.628%

21 10.819 1469 1476 1482 rBV 18973759 43616321 29.30% 1.798%
22 10.923 1487 1493 1498 rVV 16480643 37026319 24.87% 1.526%
23 10.990 1498 1504 1506 rVV2 14090812 32742057 21.99%  1.350%
24 11.051 1509 1514 1518 rVV 41439077 88363352 59.35% 3.643%
25 11.106 1518 1523 1529 rVV 52994647 118796151 79.79% 4.897%
26 11.154 1529 1531 1535 rVV 10473542 16107025 10.82% 0.664%
27 11.215 1535 1541 1546 rVV2 30918253 73550141 49.40% 3.032%
28 11.301 1546 1555 1564 rVB6 37546191 124972774 83.94% 5.152%
29 11.398 1564 1571 1584 rBV2 33706775 86101674 57.83%  3.549%

30 11.544 1589 1595 1598 rBV 5100700 9808641 6.59%  0.404%

31 11.593 1598 1603 1607 rBV2 15502889 29574515 19.86% 1.219%
32 11.636 1607 1610 1613 rBV 9210313 12403373 8.33% 0.511%
33 11.697 1613 1620 1625 rBV3 28749164 69969220 47.00% 2.884%
34 11.752 1625 1629 1633 rVV2 32697798 64209902 43.13% 2.647%
35 11.788 1633 1635 1641 rVB2 37024428 60636155 40.73% 2.500%

36 11.849 1641 1645 1650 rBV3 5432748 11109836 7.46% 0.458%

82Y012821S.M Fri Feb 12 10:39:28 2021 Page: 1



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021121\
Data File : VY004014.D

Acqg On : 11 Feb 2021 20:16

Operator : SY/MD

Sample : M1398-02

Misc : 6.58g/5mL/MSVOA_Y/SOIL CP-SS-2-SOIL

ALS Vvial : 22 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\82Y012821S.M
Title : SW846 8260

37 11.910 1650 1655 1657 rBV2 4930372 8458708 5.68% ©.349%
38 11.947 1657 1661 1665 rVB2 9324458 14676276 9.86% 0.605%
39 12.020 1665 1673 1680 rBV4 49137858 148880480 100.00%  6.137%
40 12.148 1688 1694 1700 rBV2 27482091 57473259 38.60% 2.369%

41 12.215 1700 1705 1708 rVV 26751837 52320200 35.14% 2.157%
42 12.258 1709 1712 1721 rVB5 34491135 75712254 50.85% 3.121%
43 12.337 1721 1725 1729 rBV 14622089 23921582 16.07% ©0.986%
44 12.392 1730 1734 1737 rBV5 6986308 12731816 8.55% 0.525%
45 12.502 1747 1752 1755 rBV5 6504619 12323212 8.28% 0.508%

46 12.538 1755 1758 1761 rBV2 7178122 10468887 7.03% 0.432%
47 12.666 1773 1779 1786 rVB3 38177728 96366144 64.73%  3.972%
48 12.739 1786 1791 1795 rBV4 18895182 39650230 26.63% 1.634%
49 12.819 1796 1804 1809 rVV4 39331385 114321927 76.79% 4.713%
50 12.874 1809 1813 1818 rVB3 20981322 35820342 24.06% 1.477%

51 12.959 1818 1827 1831 rBV4 15649538 31880427 21.41% 1.314%
52 13.008 1831 1835 1838 rVV3 7382699 14743657 9.90% 0.608%
53 13.050 1838 1842 1849 rVB 33526446 58249417 39.12% 2.401%
54 13.130 1849 1855 1859 rBV2 19696684 35790321 24.04% 1.475%
55 13.172 1860 1862 1866 rBV2 3278867 4048129 2.72% ©0.167%

56 13.258 1872 1876 1880 rVB2 19714698 30317509 20.36% 1.250%
57 13.325 1880 1887 1891 rVV4 22284103 47764450 32.08% 1.969%
58 13.361 1891 1893 1898 rVB3 9212786 11734187 7.88% 0.484%
59 13.459 1905 1909 1914 rVB 7173693 10576495 7.10% 0.436%
60 13.501 1914 1916 1919 rBV2 1851807 2357528 1.58% 0.097%

61 13.593 1923 1931 1933 rVV4 10230204 25450471 17.09%  1.049%
62 13.629 1933 1937 1941 rVV 22771575 35104445 23.58% 1.447%
63 13.697 1941 1948 1952 rVB2 8707551 17892487 12.02% 0.738%
64 13.751 1952 1957 1962 rBV2 22907835 36467729 24.49% 1.503%
65 13.794 1962 1964 1968 rVB2 2627632 3118934  2.09% ©.129%

66 13.855 1970 1974 1976 rBV3 1735118 2579303 1.73% 0.106%
67 13.971 1989 1993 1998 rVB 14301674 20631266 13.86% ©0.850%
68 14.032 1998 2003 2006 rVV 3528496 5150241 3.46% ©0.212%
69 14.081 2006 2011 2016 rVB 15186227 23469748 15.76% ©.967%
70 14.142 2016 2021 2027 rVB7 1748057 3803667 2.55% ©0.157%

71 14.196 2027 2030 2036 rBV6 1076945 2376883 1.60% ©.098%
72 14.257 2036 2040 2044 rBV3 4255597 7378287 4.96%  0.304%
73 14.294 2044 2046 2055 rVB2 3981410 5901013 3.96% ©0.243%
74 14.379 2055 2060 2063 rBV2 1325766 2102693 1.41% ©.087%
75 14.422 2063 2067 2072 rVB3 2317765 3442391 2.31% ©0.142%

76 14.562 2086 2090 2096 rBV3 2652987 4440793 2.98% 0.183%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021121\
Data File : VY004014.D

Acqg On : 11 Feb 2021 20:16

Operator : SY/MD

Sample : M1398-02

Misc : 6.58g/5mL/MSVOA_Y/SOIL CP-SS-2-SOIL

ALS Vvial : 22 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\82Y012821S.M
Title : SW846 8260

77 14.684 2102 2110 2114 rBV3 4791532 9466198 6.36% 0.390%
78 14.733 2114 2118 2125 rVB6 1091185 2232922 1.50% 0.092%

Sum of corrected areas: 2425868637
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021121\

: VY004014.D

: 11 Feb 2021 20:16
: SY/MD

: M1398-02

: 6.58g/5mL/MSVOA_Y/SOIL CP-SS-2-SOIL
: 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y012821S.M

Quant Title

TIC Library

. SW846 8260

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

5e+07

4e+07

3e+07

2e+07

1le+07

0

TIC: VY004014.D\data.ms

Time-->
Abundance

5e+07

4e+07

3e+07

2e+07

1le+07

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
TIC: VY004014.D\data.ms

11.106

10.185
9.191

1053524

10.362

0
Time-->
Abundance

5e+07

4e+07

3e+07

2e+07

1e+07

Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021121\
Data File : VY004014.D

Acq On : 11 Feb 2021 20:16

Operator : SY/MD

Sample : M1398-02

Misc : 6.58g/5mL/MSVOA_Y/SOIL CP-SS-2-SOIL

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y012821S.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 Heptane, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.831 554.61 ug/l 35089300 1,4-Difluorobenzene 8.691
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2-methyl- 114 C8H18 000592-27-8 95
2 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 58
3 2-Piperidinone 99 C5HI9NO 000675-20-7 40
4 Butane, 1-(ethenyloxy)-3-methyl- 114 C7H140 039782-38-2 35
5 Heptane, 3-ethyl- 128 C9H20 015869-80-4 35

Abundance Scan 1314 (9.831 min): VY004014.D\data.ms (-1308) (-) m/z 57.15 100.00%

3.2 57.1
- MM\N
99.2 P U
| ! "2 65 ‘ 114.2 9.50 10.00
0 m_HWWWWeuw‘s_m‘w_Ww‘_www m/z 43.20 93.50%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7625: Heptane, 2-methyl-
43.0 570
5000 ‘J‘\‘ YA
9.50 10.00
290 71.0 99.0 m/z 41.10 46.39%
H\‘\H\‘H\\‘\\H‘\H\‘\H\‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘H\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7639: Hexane, 2,5-dimethyl-
43.0
57.0
4 — 5
9.50 10.00
5000 m/z 42.10 41.96%
2r.0 7.0 990
; |l b o | mao
““““““‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #3480: 2-Piperidinone
30.0 9.50 10.00
99.0 m/z 70.10 20.60%
5000
55.0
‘ ‘ 70.0
SN 0 N O N VA WA WA Y
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021121\
Data File : VY004014.D

Acq On : 11 Feb 2021 20:16

Operator : SY/MD

Sample : M1398-02

Misc : 6.58g/5mL/MSVOA_Y/SOIL CP-SS-2-SOIL

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y012821S.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 Heptane, 3-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.972 482.00 ug/l 30495300 1,4-Difluorobenzene 8.691

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-methyl- 114 C8H18 000589-81-1 94
2 Heptane, 3,4,5-trimethyl- 142 C10H22 020278-89-1 59
3 Nonane, 5-methyl- 142 C1eH22 015869-85-9 59
4 Hexane, 2-methyl- 100 C7H16 000591-76-4 59
5 Hexane, 1-(hexyloxy)-2-methyl- 200 C13H280 074421-17-3 59
Abundance Scan 1337 (9.972 min): VY004014.D\data.ms (-1326) (-) m/z 43.15 100.00%
43.1
85.2
5000

‘ ‘ ' 10.00
bbbl b b 2022079 2810 n/z 57.10  81.59%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #7624: Heptane, 3-methyl-

43.0
85.0
5000
10.00
m/z 85.20 71.38%
‘ ‘ ‘ 114.0
O\H‘H\\i‘}H‘\"\\mH‘\‘\H‘H\‘\‘H\\‘\H\‘\H\’\\H‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #19211: Heptane, 3,4,5-trimethyl-
43.0
1
85.0 10.00
5000 m/z 41.10 55.60%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #19165: Nonane, 5-methyl- T
43.0 10.00
m/z 56.10  53.95%
85.0
5000
SR N T v
m/z--> 20 40 60 80 100120140160180200220240260280 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021121\
Data File : VY004014.D

Acq On : 11 Feb 2021 20:16

Operator : SY/MD

Sample : M1398-02

Misc : 6.58g/5mL/MSVOA_Y/SOIL CP-SS-2-SOIL

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y012821S.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 Cyclohexane, ethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.051 450.44 ug/l 88363400 Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 59
2 3-Ethyl-4-methyl-2-pentene 112 C8H16 019780-68-8 47
3 2-Hexene, 2,3-dimethyl- 112 C8H16 007145-20-2 47
4 3-Hexene, 3,4-dimethyl-, (Z)- 112 C8H16 019550-87-9 47
5 trans-4,4-Dimethyl-2-hexene 112 C8H16 019550-83-5 47

Abundance Scan 1514 (11.051 min): VY004014.D\data.ms (-1509) (-  m/z 83.15 100.00%

55.1
5000 112.2
11.00
oWw‘ﬂm“l‘m“luwm_HWH_MM?RT;F)_HW?‘?’%-? m/z 82.15  75.48%
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #6664: Cyclohexane, ethyl-
55.0 83.0
5000 —T—
1120 11.00
' m/z 55.15 68.55%
27.0
O\H‘\U\\H‘H‘\M‘\“}“HH‘E\H‘H\‘\‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #6746: 3-Ethyl-4-methyl-2-pentene
55.0
——
83.0 11.00
5000 ITI/Z 112.20 45.23%
112.0
27.0 ‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #6725: 2-Hexene, 2,3-dimethyl-
53.0 83.0 11.00
m/z 41.10 31.53%
5000
112.0
27.0 ‘
ob U d g

m/z--> 20 40 60 80 100120140160 180 200 220 240 260 11.00

82Y012821S.M Fri Feb 12 10:39:31 2021 Page: 7



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021121\

Data File : VY004014.D

Acq On : 11 Feb 2021 20:16

Operator : SY/MD

Sample : M1398-02

Misc : 6.58g/5mL/MSVOA_Y/SOIL CP-SS-2-SOIL

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y012821S.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 Cyclohexane, 1,1,3-trimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.105 605.57 ug/l 118796000  Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 64
2 2,4,6-Trimethyl-1,5-diazabicyclo... 126 C7H14N2 1000283-21-2 59
3 3-Isopropyl-5-methyl-hex-4-en-2-one 154 C10H180 077142-85-9 53
4 3-Hexene, 2,5-dimethyl- 112 C8H16 015910-22-2 41
5 Benzenamine, 2-fluoro- 111 C6H6FN 000348-54-9 38

Abundance Scan 1523 (11.106 min): VY004014.D\data.ms (-1518) (-
6C

m/z 111.20 100.00%

9.2 111.2
5000
= —
39-‘1 H 11.00 11.50
- ““u“‘\‘“““‘ L 2970 2600 m/z 69.15  90.75%
miz--> 50 100 150 200 250
Abundance #11584: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
5000 = o/
11.00 11.50
39,0 m/z 55.10  42.66%
0 \H\ ‘H‘““‘\“! \“‘\ T \‘\‘\ L e By B e s
m/z--> 50 100 150 200 250
Abundance #11258: 2,4,6-Trimethyl-1,5-diazabicyclo[3.1.0]hexane
69.0 111.0
e e
11.00 11.50
5000 m/z 41.15 30.01%
2&0‘
om“‘uh“‘““u‘u_”wh‘_ EE—
miz--> 50 100 150 200 250
Abundance #26800: 3-Isopropyl-5-methyl-hex-4-en-2-one —— —
(o
69.0 111.0 11.00 11.50
m/z 56.10 29.15%
5000
39,0
ol b lbdba | 3580 e M
m/z--> 50 100 150 200 250 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021121\
Data File : VY004014.D

Acq On : 11 Feb 2021 20:16
Operator : SY/MD

Sample : M1398-02

Misc : 6.58g/5mL/MSVOA_Y/SOIL

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y012821S.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 Hexane, 3-ethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.215 374.93 ug/l 73550100  Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-ethyl- 114 C8H18 000619-99-8 64
2 1-Octene, 4-methyl- 126 C9H18 013151-12-7 53
3 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 53
4 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 52
5 Octane, 4-methyl- 128 C9H20 002216-34-4 49
Abundance Scan 1541 (11.215 min): VY004014.D\data.ms (-1535) (-  m/z 43.20 100.00%
3.2
84.2
5000
‘ 1100 1150
126.2 . : :
om,w‘f‘:”mmHH‘m:‘qm‘_mwHH_H‘_H%Q?-ﬂmw?ﬁR-r m/z 84.20  66.90%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #7622: Hexane, 3-ethyl-
43.0
5000 84.0 —— T
11.00 11.50
m/z 85.20 50.17%
pisol [L ) ) | 1140
N \H‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #11522: 1-Octene, 4-methyl-
43.0
At s
11.00 11.50
5000 m/z 41.15 36.58%
84.0
YN S RS 2
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #12695: Heptane, 2,4-dimethyl- — —
43.0 11.00 11.50
m/z 55.10 31.76%
5000
85.0
bbbk b 1280 SV
m/z--> 20 40 60 80 100120140160 180200220 240260 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021121\
Data File : VY004014.D

Acq On : 11 Feb 2021 20:16

Operator : SY/MD

Sample : M1398-02

Misc : 6.58g/5mL/MSVOA_Y/SOIL CP-SS-2-SOIL

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y012821S.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 Cyclohexane, 1,2,4-trimethy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

11.301 637.05 ug/l 124973000  Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 90
2 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 87
3 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 81
4 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 81
5 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 74

Abundance Scan 1555 (11.301 min): VY004014.D\data.ms (-1546) (- m/z 111.20 100.00%

69.1 111.2
5000
39‘H1 ‘ | ( 11.00 11.50
ol o bl 2071 2800 . 69.10  86.16%
m/z--> 50 100 150 200 250
Abundance #11632: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.
690 1110
5000 R ——
11.00 11.50
390 m/z 55.10 52.66%
O T T H\ LH “!‘ H\HH T “ \‘ T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #11594: Cyclohexane, 1,2,4-trimethyl-
69.0
111.0 G A
11.00 11.50
5000 m/Z 126.20 32.86%
39,0
0l H‘ LH ‘\M‘\“ n‘h“x ‘ \‘\‘ L - e e
m/z--> 50 100 150 200 250
Abundance #11597: Cyclohexane, 1,3,5-trimethyl- — I
69.0 111.0 11.00 11.50
m/z 41.10 31.83%
5000
390 ‘
RTINS
m/z--> 50 100 150 200 250 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021121\
Data File : VY004014.D

Acq On : 11 Feb 2021 20:16

Operator : SY/MD

Sample : M1398-02

Misc : 6.58g/5mL/MSVOA_Y/SOIL CP-SS-2-SOIL

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y012821S.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 Heptane, 2,5-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.398 438.91 ug/l 86101700 Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 81
2 Octane, 3-methyl- 128 C9H20 002216-33-3 72
3 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 64
4 Heptane, 3-ethyl-2-methyl- 142 C1OH22 014676-29-0 64
5 Octane, 2,3-dimethyl- 142 C1OH22 007146-60-3 53

Abundance Scan 1571 (11.398 min): VY004014.D\data.ms (-1564) (- m/z 57.15 100.00%
57.1

=% 7=
11.00 11.50
128.2
- ““‘ |. L S 2070 2800y 43,20 43.34%
m/z--> 50 100 150 200 250
Abundance #12699: Heptane, 2,5-dimethyl-
57.0
5000 — —
11.00 11.50
99.0 m/z 41.15 43.14%
27.0 :
O T T H\ ‘}‘ ““\ ‘H T T “‘ \1\2§-(\) ‘ T T T T ’ T T T T ’ T T T 1
m/z--> 50 100 150 200 250
Abundance #12669: Octane, 3-methyl-
57.0
— ——
11.00 11.50
5000 m/z 98.20 37.92%
98.0
27,0
ol by | 180
m/z--> 50 100 150 200 250
Abundance #12685: Heptane, 3,5-dimethyl- ™~ .
57.0 11.00 11.50
m/z 56.15 37.25%
5000
270‘ 99.0
I o A
m/z--> 50 100 150 200 250 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021121\
Data File : VY004014.D

Acq On : 11 Feb 2021 20:16

Operator : SY/MD

Sample : M1398-02

Misc : 6.58g/5mL/MSVOA_Y/SOIL CP-SS-2-SOIL

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y012821S.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 Cyclohexane, 1l-ethyl-4-meth... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.788 309.10 ug/l 60636200 Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 87
2 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 72
3 cis-1-Ethyl-3-methyl-cyclohexane 126 CO9H18 019489-10-2 64
4 Oxalic acid, di(cyclohexylmethyl... 282 C16H2604 1000309-68-5 59
5 Cyclohexane, 1l-ethyl-2-methyl- 126 C9H18 003728-54-9 59

Abundance Scan 1635 (11.788 min): VY004014.D\data.ms (-1633) (- m/z 97.20 100.00%
97

2
55.1
5000
126.2
e =
‘ ‘ 11.50 12.00
Ob et it M L1860 2070 0 5515 69.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11623: Cyclohexane, 1-ethyl-4-methyl-, trans-
55.0 97.0
5000 T T T T T T
11.50 12.00
126.0 m/z 96.20  49.70%
29.0 ‘ ‘
O\\\‘\m\\\\‘\‘!“\““\\H“‘\\\“\\\\’\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11619: Cyclohexane, 1-ethyl-4-methyl-, cis-
55.0 97.0
e s
11.50 12.00
5000 m/z 126.20  27.11%
29.0 ‘ 126.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11610: cis-1-Ethyl-3-methyl-cyclohexane i ——
55.0 97.0 11.50 12.00
m/z 41.10 19.28%
5000
126.0
w
oHW‘:‘H‘;”m‘l“n‘\uu‘um“m‘,um_m_m_m_m — ——
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021121\

Data File : VY004014.D

Acq On : 11 Feb 2021 20:16

Operator : SY/MD

Sample : M1398-02

Misc : 6.58g/5mL/MSVOA_Y/SOIL CP-SS-2-SOIL

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y012821S.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 9 unknownl2.020 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
12.020 758.92 ug/l 148880000 Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 49
2 Cyclohexane, 1-ethyl-2-methyl-, 126 C9H18 004923-77-7 49
3 cis-1-Ethyl-3-methyl-cyclohexane 126 CO9H18 019489-10-2 49
4 Thiophene, 2-propyl- 126 C7H1eS 001551-27-5 49
5 2-Pentene, 3-ethyl-4,4-dimethyl- 126 C9H18 053907-59-8 47

Abundance Scan 1673 (12.020 min): VY004014.D\data.ms (-1665) (- m/z 97.20 100.00%
97.2
55.1
5000
1 7 \
INEE
ol AL UL L 7A0%  176.2207.0 2600 m/z 55.15  71.31%
miz--> 50 100 150 200 250
Abundance #11612: 1-Ethyl-3-methylcyclohexane (c,t)
97.0
55.0
5000 S ‘
12.00
m/z 57.20 38.04%
01\4\0“\ ‘1‘” ““‘\ “L ‘\“ T “| \‘1\2%0\ L B B B By B B B
miz--> 50 100 150 200 250
Abundance #11620: Cyclohexane, 1-ethyl-2-methyl-, cis-
55.0 97.0
RN \
12.00
5000 m/z 69.10 36.82%
I P 7
miz--> 50 100 150 200 250
Abundance #11610: cis-1-Ethyl-3-methyl-cyclohexane —
55.0 97.0 12.00
m/z 41.15 32.01%
AIE TR 0 2 .
m/z--> 50 100 150 200 250 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021121\
Data File : VY004014.D

Acq On : 11 Feb 2021 20:16

Operator : SY/MD

Sample : M1398-02

Misc : 6.58g/5mL/MSVOA_Y/SOIL CP-SS-2-SOIL

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y012821S.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 unknownl12.258 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.258 385.95 ug/l 75712300  Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butyl-.delta.1l-pyrroline 125 C8H15N 064319-86-4 43
2 Lomustine 233 C9H16CIN302 013010-47-4 40
3 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 38
4 Cyclohexane, tetradecyl- 280 C20H40 001795-18-2 38
5 Oxalic acid, cyclohexyl undecyl ... 326 C19H3404 1000309-31-3 35

Abundance Scan 1712 (12.258 min): VY004014.D\data.ms (-1709) (-  m/z 83.15 100.00%

83.2
126.2
5000
55.1
e ~
12.00 12.50
Obrrrcdech b b 1543 2071 2601 n.; 8510 58.18%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10904: 2-Butyl-.delta.1-pyrroline
83.0
5000 A =
12.00 12.50
m/z 126.20  53.96%
0Ly o
O ’HH}‘\H‘\‘\‘\‘H‘\‘H‘\“H‘\\‘1‘\H‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #88467: Lomustine
83.0
: P
126.0 12.00 12.50
5000 m/z 55.10 31.95%
41.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #3402: 2-Pentene, 4,4-dimethyl-, (E)- —— —
83.0 12.00 12.50
m/z 98.20 29.17%
5000
41.0
o,Jﬁ“&whMMW1Hq‘Hw‘Hw‘HW‘HW‘HW‘HW‘HW‘HW‘HW‘H L =
m/z--> 20 40 60 80 100120140160180200220240260280 12.00 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021121\
Data File : VY004014.D

Acqg On : 11 Feb 2021 20:16
Operator : SY/MD

Sample : M1398-02

Misc : 6.58g/5mL/MSVOA_Y/SOIL

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y012821S.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|
Heptane, 2-methyl- 9.831 554.6 ug/l 35089300 2 8.691 3163420 50.0
Heptane, 3-methyl- 9.972 482.0 ug/l 30495300 2 8.691 3163420 50.0
Cyclohexane, et... 11.051 450.4 ug/l 88363400 3 11.496 9808640 50.0
Cyclohexane, 1,... 11.105 605.6 ug/l 118796000 3 11.496 9808640 50.0
Hexane, 3-ethyl- 11.215 374.9 ug/l 73550100 3 11.496 9808640 50.0
Cyclohexane, 1,... 11.301 637.0 ug/l 124973000 3 11.496 9808640 50.0
Heptane, 2,5-di... 11.398 438.9 ug/l 86101700 3 11.496 9808640 50.0
Cyclohexane, 1-... 11.788 309.1 ug/l 60636200 3 11.496 9808640 50.0
unknownl12.020 12.020 758.9 ug/l 148880000 3 11.496 9808640 50.0
unknownl12.258 12.258 385.9 ug/l 75712300 3 11.496 9808640 50.0
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