LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021121\
Data File : VY004013.D

Acqg On : 11 Feb 2021 19:53

Operator : SY/MD

Sample : M1398-01

Misc : 6.60g/5mL/MSVOA_Y/SOIL CP-SS-1-SOIL

ALS Vvial : 21  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@04013.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 9.185 1192 1208 1214 rBV2 3682595 8787006 7.58% 0.524%
2 9.368 1232 1238 1245 rVWV 645860 1226515 1.06% 0.073%
3 9.465 1245 1254 1262 rVB 1117631 2428673 2.09% 0.145%
4 9.612 1266 1278 1289 rBV2 1302935 2760846 2.38% 0.165%
5 9.764 1296 1303 1307 rBV 921694 1894773 1.63% 0.113%

6 9.825 1307 1313 1316 rBV 1977426 3864351

7 9.959 1325 1335 1348 rBV5 1918563 7237306 .24%  0.432%
8 10.099 1348 1358 1364 rBV5 983827 2634520 .27%  0.157%
9 10.179 1364 1371 1375 rBV 10927500 20101501 17.34% 1.199%
10 10.215 1375 1377 1385 rVB 4178630 6611706 5.70% 0.3947%

.33% 0.230%

N O W

11 10.307 1385 1392 1395 rBV 2541344 4681333 4.04% 0.279%
12 10.349 1395 1399 1410 rVB4 4109449 11811434 10.19% 0.704%
13 10.490 1410 1422 1423 rBV2 1697739 3342685 2.88% 0.199%
14 10.526 1423 1428 1435 rVB 6748203 12655249 10.92% 0.755%
15 10.618 1435 1443 1449 rBV 8075244 17112277 14.76% 1.021%

16 10.715 1455 1459 1465 rVB 4047109 7011199 6.05% 0.418%
17 10.813 1468 1475 1480 rBV 10346019 19340101 16.68% 1.154%
18 10.916 1486 1492 1498 rBV 7179263 14632763 12.62% ©.873%
19 10.977 1498 1502 1505 rBV2 4966942 8819467 7.61% 0.526%
20 11.044 1508 1513 1517 rVV 16995095 28941138 24.96% 1.726%

21 11.099 1517 1522 1528 rVV 25076188 42256444 36.45% 2.520%
22 11.148 1528 1530 1534 rVB 2847129 3572911 3.08% 0.213%
23 11.209 1534 1540 1545 rBV3 12760662 26165824 22.57% 1.561%
24 11.258 1545 1548 1550 rVV 3664086 5778922 4.98% 0.345%
25 11.300 1550 1555 1564 rVB2 13945880 33850018 29.20% 2.019%

26 11.386 1564 1569 1575 rBV 12138513 25103779 21.65% 1.497%
27 11.538 1588 1594 1597 rBV 2668927 5158471 4.45% 0.308%
28 11.587 1598 1602 1605 rVV2 2223674 3981598 3.43% ©0.237%
29 11.636 1605 1610 1613 rVV 7843328 13095653 11.29% 0.781%
30 11.685 1613 1618 1623 rVV3 13812708 29155196 25.15% 1.739%

31 11.745 1623 1628 1632 rVV 19044062 38190374 32.94% 2.278%
32 11.788 1632 1635 1641 rVB2 15975146 26460591 22.82% 1.578%
33 11.849 1641 1645 1649 rBv4 3265882 6467142 5.58% ©.386%
34 11.904 1650 1654 1656 rBV3 2032924 3097248 2.67% ©.185%
35 11.941 1656 1660 1665 rVB2 4963499 8149699 7.03%  0.486%

36 12.014 1665 1672 1679 rBV5 24121734 70430427 60.75% 4.201%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021121\
Data File : VY004013.D

Acqg On : 11 Feb 2021 19:53

Operator : SY/MD

Sample : M1398-01

Misc : 6.60g/5mL/MSVOA_Y/SOIL CP-SS-1-SOIL

ALS Vvial : 21  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 12.142 1688 1693 1700 rBV2 21918589 41897966 36.14% 2.499%
38 12.215 1700 1705 1707 rVV 21212470 38696230 33.38% 2.308%
39 12.252 1707 1711 1721 rVV5 33625870 87264374 75.27% 5.205%
40 12.337 1721 1725 1728 rVV 11841832 20254798 17.47% 1.208%

41 12.386 1729 1733 1737 rVV5 14736750 32475302 28.01% 1.937%
42 12.428 1737 1740 1746 rVB2 18089615 31808855 27.44%  1.897%
43 12.501 1746 1752 1755 rBV6 6942372 13187666 11.37% 0.787%
44 12.538 1755 1758 1761 rBV2 6394362 9094952 7.84%  0.542%
45 12.660 1773 1778 1785 rVB2 33792436 83069819 71.65%  4.955%

46 12.739 1785 1791 1795 rBV4 15753168 36216730 31.24% 2.160%
47 12.818 1796 1804 1809 rVV4 39847065 115942296 100.00%  6.915%
48 12.873 1809 1813 1818 rVB3 23568887 40060853 34.55%  2.389%
49 12.959 1818 1827 1831 rBV4 18287261 37602602 32.43%  2.243%
50 13.014 1831 1836 1838 rVV3 11942220 23044341 19.88% 1.374%

51 13.044 1838 1841 1849 rVB2 41341808 75846169 65.42% 4.524%
52 13.117 1849 1853 1854 rBV2 3599138 4927417 4.25%  0.294%
53 13.178 1859 1863 1868 rVV3 10676991 25275376 21.80% 1.508%
54 13.257 1869 1876 1880 rVV5 21736630 49189011 42.43%  2.934%
55 13.324 1880 1887 1891 rVV3 29994106 70051184 60.42% 4.178%

56 13.367 1891 1894 1898 rVB4 12662382 17374106 14.99% 1.036%
57 13.507 1914 1917 1919 rBV2 2904562 3809142 3.29%  ©.227%
58 13.593 1922 1931 1934 rVV4 15039690 43415824 37.45%  2.589%
59 13.629 1934 1937 1942 rVB 25498585 38680709 33.36% 2.307%
60 13.696 1942 1948 1952 rBV3 10476919 19450090 16.78% 1.160%

61 13.757 1952 1958 1962 rBV2 32505028 53027259 45.74% 3.163%
62 13.800 1962 1965 1969 rVB2 4212570 5642565 4.87% 0.337%
63 13.855 1969 1974 1978 rBV4 3866699 7487621 6.46%  0.447%
64 13.977 1989 1994 1998 rVB 19363015 29313174 25.28% 1.748%
65 14.032 1998 2003 2006 rVV2 4310173 6433754 5.55% ©.384%

66 14.080 2006 2011 2017 rVB 20436672 32255160 27.82% 1.924%

67 14.141 2017 2021 2027 rVB7 2366556 4955847 4.27%  0.296%
68 14.196 2027 2030 2036 rBV5 1592144 2787741 2.40% ©0.166%
69 14.257 2036 2040 2044 rBV2 6471992 10682692 9.21% 0.637%
70 14.294 2044 2046 2055 rVB2 5157464 7489973 6.46%  0.447%
71 14.379 2055 2060 2063 rBV 1675138 2626263 2.27% ©.157%
72 14.422 2063 2067 2072 rVB2 2987992 4275038 3.69% 0.255%
73 14.477 2073 2076 2079 rBV3 832358 1184676 1.02% 0.071%
74 14.562 2086 2090 2096 rBV3 3230912 5423879 4.68% 0.324%
75 14.684 2103 2110 2115 rBV2 6529772 12298956 10.61% 0.734%

76 14.733 2115 2118 2125 rVB4 1224707 2380818 2.05% 0.142%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021121\
Data File : VY004013.D

Acqg On : 11 Feb 2021 19:53

Operator : SY/MD

Sample : M1398-01

Misc : 6.60g/5mL/MSVOA_Y/SOIL CP-SS-1-SOIL

ALS Vvial : 21  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 14.940 2148 2152 2155 rVB2 761681 1180474 1.02% 0.070%
78 15.050 2164 2170 2176 rVB3 759304 1728879 1.49% 0.103%

Sum of corrected areas: 1676619721
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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\

: VY004013.D

: 11 Feb 2021 19:53
: SY/MD

: M1398-01

. 6.60g/5mL/MSVOA_Y/SOIL CP-SS-1-SOIL
: 21 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

le+07

0
Time-->
Abundance

5e+07

4e+07

3e+07

2e+07

le+07

TIC: VY004013.D\data.ms

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: VY004013.D\data.ms

0
Time-->
Abundance

5e+07

4e+07

3e+07

2e+07

le+07

[T T I
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
TIC: VY004013.D\data.ms
12.81813.044

12.252
12.660 13.324 1357

12194215 2.873 13.25 13.629

12.014
12386
12:387
‘I 25 8 ‘ ‘
11.94 A JECT -, 0214 257

?“ y “ 4294 14.684

-‘. -4 r;, A’A')

A ANEL TS A 733..4 95(1)50

o3 || 13-24680

13.696

Time-->

‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
1200 12.50 13.00 13.50 14.00 1450 1500 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021121\
Data File : VY004013.D

Acq On : 11 Feb 2021 19:53

Operator : SY/MD

Sample : M1398-01

Misc : 6.60g/5mL/MSVOA_Y/SOIL CP-SS-1-SOIL

ALS vial : 21 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 Cyclohexane, ethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.044 280.52 ug/l 28941100 Chlorobenzene-d5 11.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 90
2 Cyclohexane, octyl- 196 C14H28 001795-15-9 56
3 (E)-4-0Oxohex-2-enal 112 C6H802 1000374-04-2 53
4 trans-3,4-Dimethyl-2-hexene 112 C8H16 019550-82-4 50
5 Cyclohexane, bromo- 162 C6H11Br 000108-85-0 47

Abundance Scan 1513 (11.044 min): VY004013.D\data.ms (-1508) (-  m/z 83.20 100.00%

83.2
55.1
5000
112.2
‘ ‘ i 11.00
Otk e ATTL 2605 G/ 551 62.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #6667: Cyclohexane, ethyl-
83.0
55.0
5000 —— ‘
11.00
112.0 m/z 82.10 51.97%
29.0
O\‘\‘\‘H‘i”\\\”!‘\‘{“\\‘1\\\’\\\‘\‘\\H‘HH‘HH‘HH‘HH‘\H\‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #58302: Cyclohexane, octyl-
83.0
T \
55.0 11.00
5000 ITI/Z 41.10 28.46%
29.0
obdd )| ) 111201390168.0196.0
S ARRENSEE S Do o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #6369: (E)-4-Oxohex-2-enal T
83.0 11.00
m/z 112.20  25.24%
5000 550
112.0
owm‘m‘!“wp!"‘,"""‘WWWWWWmww
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021121\
Data File : VY004013.D

Acq On : 11 Feb 2021 19:53

Operator : SY/MD

Sample : M1398-01

Misc : 6.60g/5mL/MSVOA_Y/SOIL CP-SS-1-SOIL

ALS vial : 21 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 Cyclohexane, 1,1,3-trimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.099 409.58 ug/l 42256400 Chlorobenzene-d5 11.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 94
2 Cyclooctane, butyl- 168 C12H24 016538-93-5 72
3 Cyclooctane, (1-methylpropyl)- 168 C12H24 016538-89-9 64
4 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 53
5 1,1,4-Trimethylcyclohexane 126 C9H18 007094-27-1 49

Abundance Scan 1522 (11.099 min): VY004013.D\data.ms (-1517) (- m/z 111.20 100.00%

111.2
69.1
5000
39ﬂ1‘ | ( 11.00 11.50
ol M b ] 2089 2800 [, g9.10  75.00%
miz-> 50 100 150 200 250
Abundance #11584: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
5000 ~—— =
11.00 11.50
39.0 m/z 55.10 43.05%
O T T H\ L“ “H\ “! \“‘ T ‘ \‘ T ‘\ T ‘ T T T T ‘ T T T T ‘ T T T T
miz-> 50 100 150 200 250
Abundance #36763: Cyclooctane, butyl-
69.0
111.0 T —7
11.00 11.50
5000 m/Z 41.10 31.18%
29.0
0 “MNJMWN N‘U 1 — —
miz--> 50 100 150 200 250
Abundance #36845: Cyclooctane, (1-methylpropyl)- T ‘
69.0 11.00 11.50
111.0 m/z 56.10 24.18%
5000
29.0
ok d e — -
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 : VY004013.D

Acq On : 11 Feb 2021 19:53

Operator : SY/MD

Sample : M1398-01

Misc : 6.60g/5mL/MSVOA_Y/SOIL CP-SS-1-SOIL

ALS vial : 21 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, 1,3,5-trimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.301 328.10 ug/l 33850000 Chlorobenzene-d5 11.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 94
2 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 91
3 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 91
4 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 86
5 2-Pyrazoline, 1-isopropyl-5-methyl- 126 C7H14N2 026964-54-5 80

Abundance Scan 1555 (11.300 min): VY004013.D\data.ms (-1550) (-  m/z 111.20 100.00%

69.1 111.2
5000
3911 ) 11.00 11.50
ol b L2070 281D 0 69,10 84.06%
m/z--> 50 100 150 200 250
Abundance #11597: Cyclohexane, 1,3,5-trimethyl-
69.0 111.0
5000 T 1
11.00 11.50
m/z 55.10 44.97%
0/ ‘
O T T H\ ‘iH "‘\ ‘\ \h T " \‘ T ‘\ T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #11641: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.
690 1110
T —T
11.00 11.50
5000 ITI/Z 126.20 32.26%
39,0 ‘
o — ‘1“,“““‘1‘\‘“‘ e —
m/z--> 50 100 150 200 250
Abundance #11638: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.
69.0 111.0 11.00 11.50
m/z 41.1@ 17.77%
50001  39g WVW/V
mlz--> 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 : VY004013.D

Acq On : 11 Feb 2021 19:53

Operator : SY/MD

Sample : M1398-01

Misc : 6.60g/5mL/MSVOA_Y/SOIL CP-SS-1-SOIL

ALS vial : 21 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 4 2,3-Dimethyl-3-heptene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.685 282.60 ug/l 29155200 Chlorobenzene-d5 11.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,3-Dimethyl-3-heptene 126 C9H18 1000113-49-3 55
2 2,2-Dimethyl-3-heptene trans 126 CSH18 019550-75-5 46
3 Cyclopentanone, 2,4,4-trimethyl- 126 C8H140 004694-12-6 46
4 2,3-Dimethyl-2-heptene 126 C9H18 003074-64-4 43
5 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 41
Abundance Scan 1618 (11.685 min): VY004013.D\data.ms (-1613) (- m/z 55.10 100.00%
55.1
5000
126.2 — —
‘H ‘ ‘ ‘ ‘ ' 11.50 12.00
Ober bl gl L 165.0 2089 2810 ., 8310  91.45%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #11543: 2,3-Dimethyl-3-heptene
55.0
5000 — ——
11.50 12.00
84.0 126.0 m/z 69.10 71.44%
O\\%\qﬁe‘w\\‘M"\“\‘\\H"‘!\\\“H‘\\‘\“H\‘HH‘HH’HH’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #11576: 2,2-Dimethyl-3-heptene trans
69.0
—— —
11.50 12.00
5000 m/z 41.10 54.45%
39.0 126.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #11455: Cyclopentanone, 2,4,4-trimethyl- — —
83.0 11.50 12.00
m/z 56.10 53.89%
5000, 410
126.0
LS A ~ e
m/z--> 20 40 60 80 100120140160180200220240260280 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021121\
Data File : VY004013.D

Acq On : 11 Feb 2021 19:53

Operator : SY/MD

Sample : M1398-01

Misc : 6.60g/5mL/MSVOA_Y/SOIL CP-SS-1-SOIL

ALS vial : 21 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 1-Ethyl-4-methylcyclohexane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.746 370.17 ug/l 38190400 Chlorobenzene-d5 11.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 90
2 Cyclohexane, 1-ethyl-2-methyl- 126 C9H18 003728-54-9 78
3 Cyclohexane, 1l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 78
4 Sulfurous acid, cyclohexylmethyl... 388 C22H4403S 1000309-22-3 72
5 4-Octen-3-one 126 C8H140 014129-48-7 64

Abundance Scan 1628 (11.745 min): VY004013.D\data.ms (-1623) (- m/z 97.20 100.00%

97.2
55.1
5000
126.2
P =
‘ ‘ ‘ 11.50 12.00
Ol vt e o 1892071 280% ., 5519 59.15%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #11575: 1-Ethyl-4-methylcyclohexane
55.0 97.0
5000 T T T T T T
11.50 12.00
126.0 m/z 126.20  27.26%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #11603: Cyclohexane, 1-ethyl-2-methyl-
55.0 97.0
11.50 12.00
5000 m/z 96.15  16.72%
N
L S
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #11621: Cyclohexane, 1-ethyl-4-methyl-, cis- — =
55.0 97.0 11.50 12.00
m/z 41.10 14.91%
5000
J‘ 126.0
o T N W - ——
m/z--> 20 40 60 80 100120140160180200220240260280 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021121\
Data File : VY004013.D

Acq On : 11 Feb 2021 19:53

Operator : SY/MD

Sample : M1398-01

Misc : 6.60g/5mL/MSVOA_Y/SOIL CP-SS-1-SOIL

ALS vial : 21 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 Furan, 2,3-dihydro-4-(1-met... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.014 682.67 ug/l 70430400 Chlorobenzene-d5 11.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Furan, 2,3-dihydro-4-(1-methylpr... 126 C8H140 034379-54-9 64
2 Thiophene, 2-propyl- 126 C7H1eS 001551-27-5 64
3 Cyclohexane, 1l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 59
4 Cyclohexane, 1l-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 59
5 3,5-Dimethyl-3-heptene 126 C9H18 059643-68-4 59

Abundance Scan 1672 (12.014 min): VY004013.D\data.ms (-1665) (- m/z 97.20 100.00%

97.2
55.1
5000
126.2
=1 ‘
AN
ol Ml i, ‘\ b 2088 2808 n ;55,18 63.53%
miz--> 50 100 150 200 250
Abundance  #11491: Furan, 2,3-dihydro-4-(1-methylpropyl)-, (S)-
97.0
5000  41.0 E— :
12.00
126.0 m/z 57.10 32.12%
O\”‘\M\ ‘i““‘\“r“r‘\“‘ \‘ | — L B B B B
miz--> 50 100 150 200 250
Abundance #11222: Thiophene, 2-propyl-
97.0
R \
12.00
5000 ITI/Z 69.10 28.20%
126.0
45.0
)
miz--> 50 100 150 200 250
Abundance #11621: Cyclohexane, 1-ethyl-4-methyl-, cis- —— ‘
550 97.0 12.00
m/z 41.10 28.15%
5000
J‘ ‘ 126.0
o230 /A — —
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 : VY004013.D

Acq On : 11 Feb 2021 19:53
Operator : SY/MD

Sample : M1398-01

Misc : 6.60g/5mL/MSVOA_Y/SOIL

ALS vial : 21 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 Octane, 2,6-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

12.142 406.11 ug/l 41898000 Chlorobenzene-d5 11.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C1OH22 002051-30-1 91
2 Nonane, 3-methyl- 142 C10H22 005911-04-6 91
3 Octane, 3,6-dimethyl- 142 C1leH22 015869-94-0 80
4 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 72
5 Sulfurous acid, di(2-ethylhexyl)... 306 C16H3403S 1000309-19-1 64

Abundance Scan 1693 (12.142 min): VY004013.D\data.ms (-1688) (- m/z 57.15 100.00%
57.1

%

5000 113.2
851 ‘ 142.2 12.00 12.50
bl e 2932670 sz 71,20 89.80%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #19197: Octane, 2,6-dimethyl-
57.0
5000 A _—_—
12.00 12.50
29.0 113.0 m/z 43.10 46.44%
OHH‘\‘\‘H“H\"H‘M\‘1‘\H‘H!‘\‘\\]\.\4‘2\\9\‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #19170: Nonane, 3-methyl-
57.0
—— —
12.00 12.50
5000 29.0 ITI/Z 113.20 42.83%

113.0
85.0
L \‘\ il \‘ 142.0

o

=

et e e e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #19198: Octane, 3,6-dimethyl-
57.0 12.00 12.50
m/z 41.10 36.73%
5000
113.0
29.0
L1 | e
owwﬂpm‘m‘mH‘Hwm_m_mwwawww —— ——
m/z--> 20 40 60 80 100120140160180200220240260 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021121\
Data File : VY004013.D

Acq On : 11 Feb 2021 19:53

Operator : SY/MD

Sample : M1398-01

Misc : 6.60g/5mL/MSVOA_Y/SOIL CP-SS-1-SOIL

ALS vial : 21 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 Pentalene, octahydro-2-methyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.215 375.07 ug/l 38696200 Chlorobenzene-d5 11.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentalene, octahydro-2-methyl- 124 C9H16 003868-64-2 55
2 Cyclohexene,3-propyl- 124 C9H16 003983-06-0 42
3 Cyclohexanemethanol, 4-hydroxy-.... 172 C10H2002 000080-53-5 38
4 Cyclohexanol, 4-methyl-, trans- 114 C7H140 007731-29-5 38
5 Cyclohexene,1-propyl- 124 C9H16 002539-75-5 27

Abundance Scan 1705 (12 215 min): VY004013.D\data.ms (-1700) (-~ m/z 57.10 100.00%

1 811
5000
113.2 - ——
1402 12.00 12.50
o _M“wHH_WHH_H‘%Q?} m/z 81.10  85.62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10701: Pentalene, octahydro-2-methyl-
81.0
5000 41.0 S —
12.00 12.50
m/z 71.20 67.78%
124.0
O' \\‘\‘\“\\‘\\‘!\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10647: Cyclohexene,3-propyl-
81.0
P e
12.00 12.50
5000 m/z 67.18  67.59%
41.0
124 0
0l15.0 “
T \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39650: Cyclohexanemethanol, 4-hydroxy-.alpha.,.alpha. e —
81.0 12.00 12.50
m/z 96.10 46.08%
59.0
5000
L AL om0
0 H‘_thumhw“Mhuﬁw“wwu“H‘W‘H“H‘w“u A —
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021121\
Data File : VY004013.D

Acq On : 11 Feb 2021 19:53

Operator : SY/MD

Sample : M1398-01

Misc : 6.60g/5mL/MSVOA_Y/SOIL CP-SS-1-SOIL

ALS vial : 21 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 9 unknownl12.252 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.252 845.84 ug/l 87264400  Chlorobenzene-d5 11.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, propyl- 126 C9H18 001678-92-8 43
2 Furan, 2-methoxy- 98 C5H602 025414-22-6 38
3 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 38
4 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 38
5 Cyclohexane, butyl- 140 C10H20 001678-93-9 38

Abundance Scan 1711 (12.252 min): VY004013.D\data.ms (-1707) (- m/z 83.10 100.00%
3.1

41.1 T ‘ T T ‘ T
‘ ‘ “ ‘ 12.00 12.50
ol el 1910 2810 py; 9820 70.81%
miz--> 50 100 150 200 250
Abundance #11540: Cyclohexane, propyl-
83.0
5000 41.0 I —=
12.00 12.50
126.0 m/z 55.10 47.16%
O T T H\ ‘\H “‘L\ “‘\‘ ‘\H T “ T T ‘\ T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #3089: Furan, 2-methoxy-
83.0
—— —
12.00 12.50
5000 m/z 82.10 41.34%
27.0
0
m/z--> 50 100 150 200 250
Abundance #3402: 2-Pentene, 4,4-dimethyl-, (E)- R B
83.0 12.00 12.50
m/z 126.20  40.00%
5000
41.0
0 ‘HLJNWWN“‘W‘ e
m/z--> 50 100 150 200 250 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021121\
Data File : VY004013.D

Acq On : 11 Feb 2021 19:53

Operator : SY/MD

Sample : M1398-01

Misc : 6.60g/5mL/MSVOA_Y/SOIL CP-SS-1-SOIL

ALS vial : 21 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 unknownl12.428 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.428 308.32 ug/l 31808900 Chlorobenzene-d5 11.489

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,5-dimethyl- 142 C10H22 015869-89-3 49
2 Heptane, 2,3,4-trimethyl- 142 C10H22 052896-95-4 47
3 Nonane, 4-methyl- 142 C1leH22 017301-94-9 47
4 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 43
5 Undecane, 4,5-dimethyl- 184 C13H28 017312-79-7 32
Abundance Scan 1740 (12.428 min): VY004013.D\data.ms (-1737) (- m/z 57.10 100.00%
57.1
‘ ‘ 1250
142.2 :
oW,Hm,hm,“m“hHJLHM‘M‘MHw%‘79-9‘?‘9?-‘1‘”“_?‘59-“ m/z 71.20  52.54%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #19180: Octane, 2,5-dimethyl-
57.0
5000 R
12.50
29'0‘ 0.0 m/z 70.10  44.08%
OHH’\HH"M\\H"\M\‘\‘H\“‘\\\\‘\\%ﬁ%:?\‘\\\\‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #19208: Heptane, 2,3,4-trimethyl-
57.0
—
12.50
5000 m/z 98.20 39.32%
29-0‘ 99.0
0uu,\‘\‘u‘,‘m\‘1‘,\\‘m‘\MH‘\uWuWu\‘m\‘HHWHWHWHW
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #19172: Nonane, 4-methyl- —
57.0 12.50
m/z 95.10 27.08%
5000
98.0
29.0
‘ ‘ ‘ 142.0
0HH,“‘H‘,‘mc!‘,‘Jm‘m_m‘mw“HwmWWWWWW —
m/z--> 20 40 60 80 100120140160180200220240260 12.50

82Y012821S.M Fri Feb 12 10:39:09 2021 Page: 14



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021121\
Data File : VY004013.D

Acqg On : 11 Feb 2021 19:53

Operator : SY/MD

Sample : M1398-01

Misc : 6.60g/5mL/MSVOA_Y/SOIL CP-SS-1-SOIL

ALS Vvial : 21  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|
Cyclohexane, et... 11.044 280.5 wug/l 28941100 3 11.489 5158470 50.0
Cyclohexane, 1,... 11.099 409.6 wug/l 42256400 3 11.489 5158470 50.0
Cyclohexane, 1,... 11.301 328.1 ug/1l 33850000 3 11.489 5158470 50.0
2,3-Dimethyl-3-... 11.685 282.6 ug/l 29155200 3 11.489 5158470 50.0
1-Ethyl-4-methy... 11.746 370.2 ug/l 38190400 3 11.489 5158470 50.0
Furan, 2,3-dihy... 12.014 682.7 ug/l 70430400 3 11.489 5158470 50.0
Octane, 2,6-dim... 12.142 406.1 wug/l 41898000 3 11.489 5158470 50.0
Pentalene, octa... 12.215 375.1 ug/l 38696200 3 11.489 5158470 50.0
unknownl12.252 12.252 845.8 ug/l 87264400 3 11.489 5158470 50.0
unknownl12.428 12.428 308.3 ug/l 31808900 3 11.489 5158470 50.0
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