LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@31721\
Data File : VY004101.D

Acqg On : 17 Mar 2021 14:24
Operator : SY/MD

Sample : M1681-37

Misc : 4.46g/5mL/MSVOA_Y/SOIL

ALS vial : 9 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\82Y030821S.M

Title : SW846 8260

Signal : TIC: VY@04101l.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.741 467 479 487 rBV2 7297 22707 1.86% 0.251%
2 7.734 958 9706 975 rBV 147717 352561 28.90% 3.898%
3 7.801 975 981 990 rvVB 244808 547087 44.85% 6.049%
4 8.008 1009 1015 1023 rBV2 6095 13444 1.10% 0.149%
5 8.155 1030 1039 1051 rVB 141166 312364 25.61%  3.454%
6 8.356 1066 1072 1078 rVV6 4403 12469 1.02% 0.138%
7 8.423 1078 1083 1094 rVB3 7384 16687 1.37% 0.185%
8 8.557 1094 1105 1112 rBV2 18671 37774 3.10% 0.418%
9 8.697 1118 1128 1138 rBV 374910 735678 60.31% 8.134%
10 9.191 1196 1209 1215 rBv2 51097 128281 10.52% 1.418%
11  9.374 1232 1239 1245 rVWV2 8953 18070 1.48% 0.200%
12 9.465 1245 1254 1262 rVB 15779 34452 2.82% 0.381%
13 9.612 1270 1278 1286 rBvV3 28148 56376 4.62% 0.623%
14 9.764 1297 1303 1307 rBV2 8417 16595 1.36% 0.183%
15 9.825 1307 1313 1325 rVB2 50700 117114 9.60%  1.295%
16 9.965 1325 1336 1348 rBV3 35663 92938 7.62% 1.028%
17 10.185 1364 1372 1387 rBV 673509 1182487 96.94% 13.074%
18 10.307 1387 1392 1395 rBV3 11177 20420 1.67% 0.226%
19 10.374 1395 1403 1409 rVB3 81593 167420 13.73% 1.851%
20 10.484 1409 1421 1424 rBv4 12958 29084 2.38% 0.322%
21 10.526 1424 1428 1434 rVB 41881 70179 5.75% 0.776%
22 10.624 1434 1444 1449 rBVS 21180 48909 4.01% 0.541%
23 10.715 1455 1459 1464 rVB 14198 22053 1.81% 0.244%
24 10.807 1469 1474 1479 rW 26885 40040 3.28% 0.443%
25 10.904 1486 1490 1497 rVW 13406 29303 2.40% 0.324%
26 10.971 1497 1501 1504 rVV3 15587 25728 2.11% 0.284%
27 11.008 1504 1507 1508 rVV3 14227 18516 1.52% 0.205%
28 11.038 1508 1512 1516 rVV 53098 86874 7.12% 0.961%
29 11.093 1516 1521 1527 rVV 87162 152435 12.50% 1.685%
30 11.203 1533 1539 1544 rVB3 28249 54235 4.45% 0.600%
31 11.288 1544 1553 1563 rVB6 35631 105467 8.65% 1.166%
32 11.380 1563 1568 1573 rBV 27762 48444 3.97% 0.536%
33 11.496 1580 1587 1597 rBV 501302 810286 66.43%  8.959%
34 11.593 1597 1603 1607 rVV2 44868 83355 6.83% 0.922%
35 11.630 1607 1609 1612 rvVv2 13658 17166 1.41% 0.190%

36 11.703 1612 1621 1631 rVV2 138354 337870 27.70% 3.736%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@31721\
Data File : VY004101.D

Acqg On : 17 Mar 2021 14:24
Operator : SY/MD

Sample : M1681-37

Misc : 4.46g/5mL/MSVOA_Y/SOIL

ALS vial : 9 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\82Y030821S.M
Title : SW846 8260
37 11.782 1631 1634 1639 rVB2 20385 32348 2.65% ©.358%
38 12.032 1664 1675 1682 rBvV2 110243 233630 19.15% 2.583%
39 12.124 1687 1690 1694 rVB 13911 17360 1.42% 0.192%
40 12.209 1699 1704 1707 rVV2 35659 64201 5.26% 0.710%
41 12.245 1707 1710 1720 rVB4 25418 51633 4.23% ©.571%
42 12.337 1720 1725 1730 rBV4 25623 46006 3.77% 0.509%
43 12.489 1743 1750 1757 rBvV3 685113 1219815 100.00% 13.487%
44 12.562 1757 1762 1769 rVvV5 9201 22810 1.87% ©.252%
45 12.648 1772 1776 1784 rVB2 29246 63931 5.24% 0.707%
46 12.739 1784 1791 1794 rBV 46573 85882 7.04% 0.950%
47 12.770 1794 1796 1799 rWV 28796 42065 3.45% 0.465%
48 12.812 1799 1803 1808 rVB 57880 95862 7.86% 1.060%
49 12.977 1822 1830 1837 rBV 33767 68762 5.64% 0.760%
50 13.044 1837 1841 1849 rVB6 13034 26844 2.20% 0.297%
51 13.123 1849 1854 1860 rBV 53779 86029 7.05% ©.951%
52 13.251 1869 1875 1879 rVB3 8686 14209 1.16% 0.157%
53 13.318 1879 1886 1890 rBVv4 20190 40391 3.31% 0.447%
54 13.428 1898 1904 1918 rVB2 364238 640390 52.50% 7.080%
55 13.623 1933 1936 1940 rvV 17908 27619 2.26% ©0.305%
56 13.666 1940 1943 1952 rVB4 16567 33038 2.71% 0.365%
57 13.751 1952 1957 1963 rBV5 24378 43776 3.59% 0.484%
58 13.922 1981 1985 1989 rvV 13554 23984 1.97% 0.265%
59 13.971 1989 1993 1999 rVB2 32004 52129 4.27% 0.576%
60 14.081 2006 2011 2016 rVB3 21403 33434 2.74% ©0.370%
61 14.129 2016 2019 2028 rVB9 5146 13468 1.10% 0.149%
62 14.215 2028 2033 2037 rBV3 9234 15848 1.30% 0.175%
63 14.263 2037 2041 2044 rVV6 7640 12530 1.03% ©0.139%
64 14.300 2044 2047 2050 rVvv3 8935 13301 1.09% 0.147%
65 14.678 2103 2109 2116 rBV3 21340 44782 3.67% ©.495%
66 15.056 2166 2171 2176 rVB3 6918 13492 1.11% 0.149%
Sum of corrected areas: 9044437
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY031721\
Data File : VY004101.D

Acqg On : 17 Mar 2021 14:24
Operator : SY/MD

Sample : M1681-37

Misc : 4.46g/5mL/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y030821S.M
Quant Title : SW846 8260

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

Abundance TIC: VY004101.D\data.ms
600000
500000
400000
300000
200000

100000

4,741

0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

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: VY004101.D\data.ms

10.185
600000

11.496
500000
400000 8.697

300000
7.801

200000
7.7 8.155

100000 10.374 11ZI.ZI(.).O893
9.191 9.828 965 10. Ddq
0 005 |_6.356855", ) 0187607 | 0300 BRSO FORERD
—— —— —— = T A o e e T L A e e e e e L s G ey
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Abundance TIC: VY004101.D\data.ms

600000
500000
400000 13.428
300000

200000

12.032

2 13123
15268837, 12/ ) 33318 | 135968858 534 Dolgngay 14678 15056

100000

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ’ T T ‘ T T ‘ T T ‘ T
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY031721\
Data File : VY004101.D

Acqg On : 17 Mar 2021 14:24
Operator : SY/MD

Sample : M1681-37

Misc : 4.46g/5mL/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y030821S.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 3
R.T. EstConc Area Relative to ISTD R.T.
9.825 7.96 ug/l 117114  1,4-Difluorobenzene 8.697

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2-methyl- 114 C8H18 000592-27-8 93
2 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 64
3 Octane, 2,5-dimethyl- 142 C1leH22 015869-89-3 43
4 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 38
5 Hexane, 2,4,4-trimethyl- 128 C9H20 016747-30-1 38
Abundance Scan 1313 (9.825 min): VY004101.D\data.ms (-1307) (-) m/z 57.05 100.00%
57.0
5000
99.2 — TN
‘ ‘ h ‘ 9.50 10.00
0Ll e L2078 s 43,10 94.40%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #7632: Heptane, 2-methyl-
57.0
sao0 o i
29.0
‘ 99.0 m/z 41.05 55.95%
O\‘\\\\‘\\1\‘\\\H’\\‘\\‘\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #7639: Hexane, 2,5-dimethyl- J\
43.0 /\/\‘
950 1000
5000 m/z 42.00 38.80%
71.0 99.0
150H Ll
0\‘\\\\‘\\u‘u\\,\\u‘u\\‘\\mHHWHWHWHWH
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #19180: Octane, 2,5-dimethyl- - IS F
57.0 9.50 10.00
m/z 70.10 25.25%
5000
29.0 99.0
ol 20 AN
m/z--> 0 20 40 60 80 100 120 140 160 180 200 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY031721\
Data File : VY004101.D

Acqg On : 17 Mar 2021 14:24
Operator : SY/MD

Sample : M1681-37

Misc : 4.46g/5mL/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y030821S.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 6
R.T. EstConc Area Relative to ISTD R.T.
9.965 6.32 ug/l 92938 1,4-Difluorobenzene 8.697

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-methyl- 114 C8H18 000589-81-1 80
2 Pentane, 3-ethyl-2,4-dimethyl- 128 C9H20 001068-87-7 59
3 Pentane, 2,3,3,4-tetramethyl- 128 C9H20 016747-38-9 59
4 Heptane, 3,4,5-trimethyl- 142 C10H22 020278-89-1 59
5 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 59
Abundance Scan 1336 (9.965 min): VY004101.D\data.ms (-1325) (-) m/z 43.10 100.00%
431 574 85.1
L
‘ ‘ 7.0 114.1 10.00
Obrerrreprrreprrribre bl o bbb m/z 85.10 87.59%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7628: Heptane, 3-methyl-
43.0
57.0
85.0
5000 T T
10.00
29.0 m/z 57.10 84.61%
O h “ ‘ ‘\ ‘ | 7\:\I‘-.0 | 990 11\4..0
H‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12742: Pentane, 3-ethyl-2,4-dimethyl-
43.0
IRV
10.00
5000 85.0 m/z 41.10  62.10%
57.0
27.
Oyt e T L 990 1280
miz--> 10 20 30 40 50 60 70 80 90 100110120 130 /\
Abundance #12736: Pentane, 2,3,3,4-tetramethyl- \~‘ : 5
43.0 10.00
85.0 m/z 56.10  55.85%
5000
57.0
27.0 ‘ ‘
Obrrprrrrpebirer by 1180 AVIVA
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.00

82Y030821S.M Thu Mar 18 13:34:42 2021 Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY031721\
Data File : VY004101.D

Acqg On : 17 Mar 2021 14:24
Operator : SY/MD

Sample : M1681-37

Misc : 4.46g/5mL/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y030821S.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 3 Octane Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
10.374 10.33 ug/l 167420  Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane 114 C8H18 000111-65-9 59
2 Hexane, 3-ethyl- 114 C8H18 000619-99-8 58
3 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 53
4 1-Fluorooctane 132 C8H17F 000463-11-6 47
5 Hexane, 2-methyl- 100 C7H16 000591-76-4 43

Abundance Scan 1403 (10.374 min): VY004101.D\data.ms (-1395) (- m/z 43.05 100.00%
43.0

85.1
5000 57.0
71.0
VAW INAWN]
‘ ‘ H 114.1 10.00 10.50
Obreprererrrepreritbber gl ol e m/z 41,10 62.84%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7620: Octane
43.0
5000 VA\ : B
57.0 850 10.00 10.50
290 71.0 7 m/z 85.10 56.37%
A
O H’HH‘\\H‘\H\‘\H\‘\H\‘H\\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7622: Hexane, 3-ethyl-
43.0 /\/\
- A
10.00 10.50
5000 84.0 m/z 57.05 44.38%

o

27.0 57.0
| A
u,\m‘\m‘\uWuWu\‘m\‘m\‘uu‘HHWHWHWHWH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12695: Heptane, 2,4-dimethyl-

43.0 1000 10,50

m/z 56.05 37.48%
5000
85.0
27.0 57.0 710
Lol b seousesme At
‘w"H“H‘_“w"H‘H“_“w‘H“H“_“W‘H“H“_‘H“H‘
miz--> 10 20 30 40 50 60 70 80 90 100110120130 10,00 1050

82Y030821S.M Thu Mar 18 13:34:42 2021

Page:



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY031721\
Data File : VY004101.D

Acqg On : 17 Mar 2021 14:24
Operator : SY/MD

Sample : M1681-37

Misc : 4.46g/5mL/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y030821S.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 Cyclohexane, ethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

11.038 5.36 ug/1 86874  Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 91
2 3-Hexene, 3,4-dimethyl- 112 C8H16 030951-95-2 53
3 4-Hexen-3-one, 5-methyl- 112 C7H120 013905-10-7 50
4 (E)-4-0Oxohex-2-enal 112 C6H802 1000374-04-2 50
5 Oxalic acid, cyclohexyl propyl e... 214 C11H1804 1000309-30-3 50

Abundance Scan 1512 (11.038 min): VY004101.D\data.ms (-1508) (-  m/z 83.05 100.00%

83.0
55.0
5000 ”A
1121 L m—
‘ 11.00
bt b b L2071 L, s5.e5  58.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6667: Cyclohexane, ethyl-
83.0
55.0
5000 ~— :
11.00
112.0 m/z 82.10 47.55%
29.0
O‘\U\\‘i“\\\”!‘\M‘\\‘1\\\‘\\\‘\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6723: 3-Hexene, 3,4-dimethyl-
55.0
83.0 L ‘
11.00
5000 ITI/Z 41.00 28.48%
112.0
27.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6526: 4-Hexen-3-one, 5-methyl- —
83.0 11.00
m/z 112.10 23.09%
5000
55.0 112.0 /\
oby o b e b e i
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY031721\
Data File : VY004101.D

Acqg On : 17 Mar 2021 14:24
Operator : SY/MD

Sample : M1681-37

Misc : 4.46g/5mL/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y030821S.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, 1,1,3-trimethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
11.093 9.41 ug/1 152435  Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 83
2 1-Cyclohexanone, 3-butyl-3-methyl- 168 C11H200 051756-29-7 72
3 Pyrazol-4-amine, 1,5-dimethyl- 111 C5H9N3 121983-36-6 59
4 Acetamide, 2-fluoro-N-phenyl- 153 C8H8FNO 000330-68-7 59
5 4-Amino-6-hydroxypyrimidine 111 C4H5N30 001193-22-2 59

Abundance Scan 1521 (11.093 min): VY004101.D\data.ms (-1516) (- m/z 111.10 100.00%
1

1.1
69.1
5000
41.0
‘ ‘ 11.00
Ot b 2071 L, 69.10  66.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11600: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
5000 L ‘
41.0 11.00
m/z 55.05 32.56%
O‘-’
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36670: 1-Cyclohexanone, 3-butyl-3-methyl-
111.0
T T
11.00
5000 55.0 m/z 41.05 29.95%
290‘ 83.0
O O T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6089: Pyrazol-4-amine, 1,5-dimethyl- — ‘
111.0 11.00
m/z 56.10 17.54%
42.0
5000
84.0
o“u‘wh“ %9‘wd‘H,‘wh“H“‘H“H“‘H“‘H“ —
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY031721\
Data File : VY004101.D

Acqg On : 17 Mar 2021 14:24
Operator : SY/MD

Sample : M1681-37

Misc : 4.46g/5mL/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y030821S.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-trimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.288 6.51 ug/1l 105467 Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 53
2 2-Acetylcyclopentanone 126 C7H1002 001670-46-8 52
3 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 50
4 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 50
5 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 001678-81-5 49

Abundance Scan 1553 (11.288 min): VY004101.D\data.ms (-1544) (- m/z 43.10 100.00%

43.1
69.0 111.1
5000
85.0
126.0 A e
‘ 11.00 11.50
Obreprrrrperrprretibeplle el b myz a1.e5  67.33%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11594: Cyclohexane, 1,2,4-trimethyl-
69.0
55.0 111.0
5000 41.0 T R
126.0 11.00 11.50
97.0 m/z 111.1@ 65.97%
27.0 ‘ 83.0 ‘
O H\‘\\\\’\\\H’\\\\’“\\\’\‘\\‘\’\H‘\"H\‘\M‘H\‘\H\‘H\\‘l\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11153: 2-Acetylcyclopentanone
43.0 /\
Ll B LA e
1110 11.00 11.50
126.0 . .29%
5000 630 m/z 69.05  63.29%
27.0
69|00
il \\‘ il M Ll 970 |,
0‘H‘Huwu‘wuwm‘whuw‘uwuW‘HWHH‘HH_H‘_MWH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11633: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta., T =
69.0 111.0 11.00 11.50
55.0 m/z 55.10 54.75%
41.0
5000
27.0
126.0
L
Y 1 1 Y O Y O OO P S -
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY031721\
Data File : VY004101.D

Acqg On : 17 Mar 2021 14:24
Operator : SY/MD

Sample : M1681-37

Misc : 4.46g/5mL/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y030821S.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 Benzene, 1-ethyl-3-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.739 6.71 ug/1l 85882 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 94
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Mesitylene 120 C9H12 000108-67-8 81
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 81
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 76
Abundance Scan 1791 (12.739 min): VY004101.D\data.ms (-1784) (- m/z 105.00 100.00%
105.0
5000 /\
—5— —
39.1 81"1 12.50 13.00
Ol ety lpd 14020820 106 10 30.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105.0
5000 /\‘ N ‘ J\ ‘
12.50 13.00
m/z 15.25%
77.0
39.0
O \1\5\(‘)\‘\\\“\\‘\\“\‘\\\M‘\\‘}\‘M‘\\‘\““\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105.0
12 50 13 00
5000 m/z 11.38%
77 0
m/z--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #9402: Mesitylene AL
105.0 12. 50 13 00
m/z 106.00 8.90%
5000
39 0 77.0 /\
0 (T P, ‘\\ [l ‘ /\ !

m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00

82Y030821S.M Thu Mar 18 13:34:45 2021 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY031721\
Data File : VY004101.D

Acqg On : 17 Mar 2021 14:24
Operator : SY/MD

Sample : M1681-37

Misc : 4.46g/5mL/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y030821S.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-ethyl-4-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.977 5.37 ug/1 68762 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 93
2 Mesitylene 120 C9H12 000108-67-8 91
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 1830 (12.977 min): VY004101.D\data.ms (-1822) (- m/z 105.10 100.00%

105.1
5000
120.1 A
A
77.0 91.1 13.00
38010640 || | |
O et e et e m/z 120.10  29.49%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #9429: Benzene, 1-ethyl-4-methyl-
105.0
5000 A ‘
13.00
120.0 9
o 770 910 ‘ m/z 77.00 11.97%
OH‘H\\’\2\71'?\H\"\H\H{.‘\H‘Gﬂ‘.\ow‘\Mm‘\\H“‘}H\H‘\l\‘u‘\‘\“uu‘
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #9402: Mesitylene
105.0 \
e
120.0 13.00
5000 ITI/Z 91.10 10.97%
39.0 30 70 910 |
Ol e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 j\ fMNNﬁ
Abundance #9423: Benzene, 1-ethyl-3-methyl- A repe el
105.0 13.00
m/z 103.10 9.93%
5000
120.0
39.0 63.0 77.0 91.0 /\M AJ\
oH_‘H',m,w‘,uwhHu_u‘wH‘:‘_m“:W“:Muw‘uw L L Aan
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@31721\
Data File : VY004101.D

Acqg On : 17 Mar 2021 14:24
Operator : SY/MD

Sample : M1681-37

Misc : 4.46g/5mL/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y030821S.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- 9.825 8.0 ug/l 117114 2 8.697 735678 50.0
Heptane, 3-methyl- 9.965 6.3 ug/l 92938 2 8.697 735678 50.0
Octane 10.374 10.3 ug/l 167420 3 11.496 810286 50.0
Cyclohexane, et... 11.038 5.4 ug/l 86874 3 11.496 810286 50.0
Cyclohexane, 1,... 11.093 9.4 ug/l 152435 3 11.496 810286 50.0
Cyclohexane, 1,... 11.288 6.5 ug/l 105467 3 11.496 810286 50.0
Benzene, 1l-ethy... 12.739 6.7 ug/l 85882 4 13.428 640390 50.0
Benzene, 1l-ethy... 12.977 5.4 ug/l 68762 4 13.428 640390 50.0
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