LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092821\
Data File : VY006192.D

Acqg On : 28 Sep 2021 16:46

Operator : SY/MD

Sample : M3933-01

Misc : 1.06G/5ML/MSVOA_Y/SOIL 191-0922-XYL-1

ALS Vvial : 16 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\82Y092821S.M

Title : SW846 8260

Signal : TIC: VY@06192.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.954 340 350 368 rVB2 25623 71476  3.32% 0.381%
2 4.729 468 477 490 rBv3 8324 27169 1.26% 0.145%
3 5.594 606 619 631 rBv2 7559 26248 1.22% 0.140%
4 6.7106 791 802 815 rBV3 24561 72635 3.37% 0.387%
5 6.996 838 849 858 rBV 18483 49834  2.31% ©0.265%
6 7.728 957 969 974 rBvV 110313 263275 12.22% 1.402%
7 7.795 974 980 991 rVB 201891 448675 20.82% 2.390%
8 8.149 1029 1038 1049 rBV 132323 298900 13.87% 1.592%
9 8.557 1096 1105 1113 rBV2 32402 68199 3.17% 0.363%
10 8.697 1120 1128 1137 rVB 317202 615905 28.59% 3.281%
11  8.899 1150 1161 1186 rBV 106802 332092 15.41% 1.769%
12 9.142 1195 1201 1210 rVB2 35079 66725 3.10% 0.355%
13 9.264 1214 1221 1234 rVB 65377 126927 5.89% 0.676%
14 9.612 1273 1278 1288 rVB 18039 32786 1.52% 0.175%
15 10.075 1347 1354 1364 rVB 923967 1542984 71.62%  8.220%

16 10.185 1364 1372 1378 rBV 523764 900196 41.78%
17 10.246 1378 1382 1386 rWV 15541 21867 1.01%
18 10.368 1395 1402 1407 rBV 126335 212679 9.87%

R 00RO P
=
w
w
R

19 10.441 1407 1414 1433 rBV 908677 1639226 76.08% 732%

20 10.807 1467 1474 1486 rVB2 125996 271624 12.61% 447%

21 10.935 1488 1495 1505 rBV 468910 740952 34.39%  3.947%

22 11.093 1515 1521 1526 rVB2 20012 35858 1.66% 0.191%

23 11.294 1548 1554 1563 rVB5 15946 40426 1.88% 0.215%

24 11.386 1563 1569 1574 rBV 10379 21958 1.02% ©0.117%
3.

25 11.490 1579 1586 1596 rVB 443540 733521 34.05%

26 11.593 1596 1603 1611 rBV 279488 464162 21.54%
27 11.697 1611 1620 1636 rVB2 1117258 2154524 100.00% 11.
28 11.953 1657 1662 1666 rVv4 17491 36220 1.68%

PNORLN
=
\o]
w
R

29 12.032 1666 1675 1682 rVV 907516 1427629 66.26% 605%
30 12.105 1682 1687 1698 rVB 197879 326693 15.16% 740%
31 12.209 1698 1704 1709 rBV 132928 207324  9.62% 1.104%
32 12.331 1718 1724 1729 rBV2 31488 54871 2.55% 0.292%
33 12.483 1739 1749 1754 rBV2 359158 592929 27.52%  3.159%
34 12.538 1754 1758 1762 rVB2 17141 25696 1.19% ©0.137%
35 12.672 1776 1780 1785 rVB 66105 98526 4.57% 0.525%

36 12.733 1785 1796 1794 rBV 241932 384251 17.83% 2.047%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092821\
Data File : VY006192.D

Acqg On : 28 Sep 2021 16:46
Operator : SY/MD

Sample : M3933-01

Misc : 1.06G/5ML/MSVOA_Y/SOIL

ALS Vvial : 16 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\82Y092821S.M
Title : SW846 8260
37 12.770 1794 1796 1799 rVwV 75791 98521 4.57% ©.525%
38 12.812 1799 1803 1816 rVB 249943 409906 19.03% 2.184%
39 12.971 1821 1829 1836 rBV 200815 364658 16.93% 1.943%
40 13.075 1843 1846 1848 rBV2 15799 22914 1.06% 0.122%
41 13.123 1848 1854 1858 rVV 749233 1105544 51.31% 5.889%
42 13.166 1858 1861 1867 rVB2 96103 138393 6.42% 0.737%
43 13.270 1868 1878 1884 rBV4 119457 228753 10.62% 1.219%
44 13.343 1884 1890 1897 rVB3 30679 74726  3.47% ©.398%
45 13.428 1897 1904 1907 rBV 430077 714440 33.16% 3.806%
46 13.459 1907 1909 1913 rVB 189744 217632 10.10% 1.159%
47 13.532 1918 1921 1932 rVW 116673 207915 9.65% 1.108%
48 13.629 1932 1937 1940 rVV2 37409 62969 2.92% 0.335%
49 13.666 1940 1943 1951 rVB3 22356 40161 1.86% 0.214%
50 13.751 1952 1957 1961 rBV5 26917 43453 2.02% 0.231%
51 13.904 1976 1982 1987 rBV4 26966 65051 3.02% 0.347%
52 13.971 1989 1993 1999 rVB4 29800 55137 2.56% 0.294%
53 14.105 2011 2015 2019 rVB 51780 68514 3.18% 0.365%
54 14.209 2028 2032 2037 rVB2 55187 76820 3.57% 0.409%
55 14.410 2062 2065 2072 rVB4 14170 25628 1.19% 0.137%
56 14.672 2103 2108 2114 rBV6 12592 23327 1.08% 0.124%
57 14.739 2114 2119 2126 rVB5 20336 39415 1.83% 0.210%
58 14.958 2151 2155 2160 rvB2 23515 31588 1.47% 0.168%
59 15.239 2196 2201 2210 rVB2 13335 29071 1.35% 0.155%
60 16.275 2365 2371 2376 rVv4 17197 38550 1.79% 0.205%

61 16.336 2376 2381 2391 rVB 78723 153827 7.14% ©.819%

Sum of corrected areas: 18771875
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©92821\
Data File : VY006192.D

Acqg On : 28 Sep 2021 16:46
Operator : SY/MD

Sample : M3933-01

Misc : 1.06G/5ML/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y092821S.M
Quant Title : SW846 8260

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

Abundance TIC: VY006192.D\data.ms

1000000

800000

600000

400000

200000
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Abundance TIC: VY006192.D\data.ms

11.697
1000000
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800000

600000

10.185
10.935

11.490
400000
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200000
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o 6.996 8.557 NN 9.612 24 11.09312048
‘ —r L e ‘

— T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VY006192.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©92821\
Data File : VY006192.D

Acqg On : 28 Sep 2021 16:46
Operator : SY/MD

Sample : M3933-01

Misc : 1.06G/5ML/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y092821S.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 1-Butanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.899 26.96 ug/l 332092 1,4-Difluorobenzene 8.697

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butanol 74 C4H100 000071-36-3 91
2 Cyanic acid, propyl ester 85 C4H7NO 001768-36-1 50
3 Oxirane, (1-methylbutyl)- 114 C7H140 053229-39-3 40
4 1-Pentanol, 4-methyl- 102 C6H140 000626-89-1 40
5 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 39
Abundance Scan 1161 (8.899 min): VY006192.D\data.ms (-1150) (-) m/z 56.10 100.00%
56.1
5000
R EARmEaZEEEEE e
810 8.60 8.80 9.00 9.20
Ol e 200 m/z 41,10 74.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #968: 1-Butano
3to 80
5000 L L L B A BN
8.60 8.80 9.00 9.20
m/z 43.10 57.53%
O\\\‘\“\‘H\‘\‘i}‘\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1757: Cyanic acid, propyl ester
56.0
27.0 T T T T
8.60 8.80 9.00 9.20
5000 m/z 42.10 32.21%
84.0
0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8554: Oxirane, (1-methylbutyl)- ‘/Nﬁ“‘,u““u““‘
56.0 8.60 8.80 9.00 9.20
m/z 39.10 21.46%
5000
85.0 M
0! “ﬂw‘ﬂw‘u_“‘_“w“‘W“H“‘H“H‘ O

m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©92821\
Data File : VY006192.D

Acqg On : 28 Sep 2021 16:46
Operator : SY/MD

Sample : M3933-01

Misc : 1.06G/5ML/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y092821S.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 TIsobutyl acetate Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.368 14.50 ug/l 212679  Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutyl acetate 116 C6H1202 000110-19-0 53
2 Octane 114 C8H18 000111-65-9 35
3 Ethanone, 1-(3-ethyloxiranyl)- 114 C6H1002 017257-81-7 35
4 Acetic acid, butyl ester 116 C6H1202 000123-86-4 33
5 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 32
Abundance Scan 1402 (10.368 min): VY006192.D\data.ms (-1395) (-  m/z 43.05 100.00%
3.0
5000 m
- e
‘ 73"1 0 ’ 10.00 10.50
Olrrprrrbrdy b B e 2O m/z 56.10 29.47%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9159: Isobutyl acetate
43.0
5000 = e
10.00 10.50
‘730 m/z 41.10 20.19%
O\H‘\‘\H“‘iH‘\"‘H‘\“\’\‘\H‘HH‘HH‘H\\‘\H\’\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #8622: Octane
43.0
- —=
10.00 10.50
5000 m/z 73.10 16.01%
85.0
L] e
) S e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #8200: Ethanone, 1-(3-ethyloxiranyl)- = P
43.0 10.00 10.50
m/z 57.10 10.20%
5000 850
m/z--> 20 40 60 80 100120140160180200220240260280 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©92821\
Data File : VY006192.D

Acqg On : 28 Sep 2021 16:46
Operator : SY/MD

Sample : M3933-01

Misc : 1.06G/5ML/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y092821S.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 2-Pentanol, 4-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.441 111.74 ug/l 1639230 Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 83
2 2-Hexanol 102 C6H140 000626-93-7 83
3 2-Nonanol 144 C9H200 000628-99-9 43
4 2-Heptanol 116 C7H160 000543-49-7 40
5 2-Butanol, 3-methyl- 88 C5H120 000598-75-4 9

Abundance Scan 1414 (10.441 min): VY006192.D\data.ms (-1407) (- m/z 45.05 100.00%

45.0
5000
1050
87.1 , :
OMU,,Z,W-lZSl-- m/z 43.10  25.47%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #5014: 2-Pentanol, 4-methyl-
43.0
5000 \M\k‘\ /J
10.50
m/z 69.05 19.77%
150, ||, |70
OH‘\‘H\\“\‘H‘”’\H\’“\H‘HH‘H\\‘HH‘HH‘\H\’\H\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #4958: 2-Hexano
45.0
—=
10.50
5000 ITI/Z 41.10 19.25%
87.0
RN A
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #24375: 2-Nonanol =
45.0 10.50
m/z 39.10 9.34%
5000
H 98.0 129.0 Nf
NI VAN

m/z--> 20 40 60 80 100120140160180200220240260280 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©92821\
Data File : VY006192.D

Acqg On : 28 Sep 2021 16:46
Operator : SY/MD

Sample : M3933-01

Misc : 1.06G/5ML/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y092821S.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 3-Pentanone, 2,4-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

10.807 18.52 ug/l 271624  Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanone, 2,4-dimethyl- 114 C7H140 000565-80-0 86
2 2,3-Hexanedione 114 C6H1002 003848-24-6 64
3 3-Hexanone, 2-methyl- 114 C7H140 007379-12-6 59
4 Pyrrolidine 71 C4HSN 000123-75-1 40
5 4-Heptanone 114 C7H140 000123-19-3 40

Abundance Scan 1474 (10.807 min): VY006192.D\data.ms (-1467) (- m/z 43.10 100.00%

43.1
5000

‘ 114.1 10.50 11.00
(«
ob— .8t 1 2Oz 71010 36.19%
Mz 50 100 150 200 250
Abundance #8580: 3-Pentanone, 2,4-dimethyl-
43.0
5000
10,50 11.00

m/z 41.10  21.26%
I |

‘ ‘ 114.0
O T ‘\ ‘\ \‘ ‘ T T T T ‘ T ‘ T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #8121: 2,3-Hexanedione

43.0

1050 1100
m/z--> 50 100 150 200 250
Abundance #8509: 3-Hexanone, 2-methyl-
43.0 1050 1100

m/z 114.10 8.28%

5000

114.0
I

.73.0 | A

m/z--> 50 100 150 200 250 10.50 11.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©92821\
Data File : VY006192.D

Acqg On : 28 Sep 2021 16:46
Operator : SY/MD

Sample : M3933-01

Misc : 1.06G/5ML/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y092821S.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 Acetic acid, butyl ester Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.935 50.51 ug/l 740952  Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, butyl ester 116 C6H1202 000123-86-4 53
2 sec-Butyl acetate 116 C6H1202 000105-46-4 38
3 Oxirane, 2,3-bis(1-methylethyl)-... 128 C8H160 054644-32-5 25
4 4-Methyloxazolidine 87 C4H9NO 155799-98-7 17
5 1-Butanol 74 C4H100 000071-36-3 12

Abundance Scan 1495 (10.935 min): VY006192.D\data.ms (-1488) (- m/z 43.10 100.00%

43.1
5000
| ‘73‘0 11, oo
ol Al f 2070 2810 ./, 5e.e5  51.42%
miz--> 50 100 150 200 250
Abundance #9207: Acetic acid, butyl ester
43.0
5000 /\“ ‘ ! '
11. OO
32.20%
73.0
01\4.‘.\()“‘\ ‘\‘H ““\‘ \‘ T T ‘1\17\.()\ T ‘ T T T T ‘ T T T T ‘ T T T T
miz-> 50 100 150 200 250
Abundance #9165: sec-Butyl acetate
43.0
11 00
5000 m/Z 44 .05 23.87%
87.0
miz--> 50 100 150 200 250
Abundance #14501: Oxirane, 2,3-bis(1-methylethyl)-, trans- o
56.0 11. OO
15.85%
5000
ol R —
m/z--> 50 100 150 200 250 11 OO
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©92821\
Data File : VY006192.D

Acqg On : 28 Sep 2021 16:46
Operator : SY/MD

Sample : M3933-01

Misc : 1.06G/5ML/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y092821S.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 2-Heptanone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.105 22.27 ug/l 326693 Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone 114 C7H140 000110-43-0 91
2 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 86
3 2-Hexanone, 4-methyl- 114 C7H140 000105-42-0 64
4 2-Pentanone, 4,4-dimethyl- 114 C7H140 000590-50-1 50
5 1-Butoxy-2-propanol acetate 174 C9H1803 085409-76-3 39
Abundance Scan 1687 (12.105 min): VY006192.D\data.ms (-1682) (-  m/z 43.10 100.00%
43.1
- M
e =
i1 114.1 12.00 12.50
oo u4 206.9 ,
0 e e e e e e e e m/z 58.10 62.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8423: 2-Heptanone
43.0
5000 j\M‘ 71 T
12.00 12.50
m/z 71.10 15.63%
71.0
114.0
O\\\\‘\‘\‘\\“‘H\\‘\‘\\}\‘\‘\\\“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8506: 2-Hexanone, 5-methyl-
43.0 \ﬂ\
= —
12.00 12.50
5000 m/z 41.10 11.50%
AT W A
Ottt e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8492: 2-Hexanone, 4-methyl- T T
43.0 12.00 12.50
m/z 59.10 10.83%
5000
15.0
AN o1 NN ' VOSSO
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\VY©92821\
Data File : VY006192.D

Acqg On : 28 Sep 2021 16:46
Operator : SY/MD

Sample : M3933-01

Misc : 1.06G/5ML/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y092821S.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 Benzene, 1-ethyl-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.733  26.89 ug/l 384251 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 1790 (12.733 min): VY006192.D\data.ms (-1785) (- m/z 105.10 100.00%
105.1
5000
120.1 M /\
—
39.1 631 (1 911 12.50 13.00
0‘W‘H‘_H‘_‘HM‘HNum,MMWHJW‘thu‘_hkwwmwu‘W‘ m/z 120.10  29.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 — M /\ :
120.0 12.50 13.00
m/z 77.10 12.33%
77.0 91.0
OH‘]\_5\.(\)‘\\\‘\‘\\3\19’.?\\\“\\\\6’%\.‘(\)\‘\\\}“\H\“MH‘\M1\‘\\‘\‘\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
12.50 13.00
5000 m/z 91.10 12.23%
120.0
77.0 91.0
39.0
O 80 bl e bl i
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 J\
Abundance #10695: Mesitylene T I
105.0 12.50 13.00
m/z 106.10 9.62%
120.0
5000
39.0 77.0 91.0 M /\
OH‘HH‘\H‘.\(‘)HH"‘\H\i‘“\\‘\?%\.‘?\‘\h}“\H\“MH‘\M!\‘H‘\‘\“‘HH‘\ R
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©92821\
Data File : VY006192.D

Acqg On : 28 Sep 2021 16:46
Operator : SY/MD

Sample : M3933-01

Misc : 1.06G/5ML/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y092821S.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 Benzene, 1-ethyl-4-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.971  25.52 ug/1 364658 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 1829 (12.971 min): VY006192.D\data.ms (-1821) (- m/z 105.10 100.00%
105.1
Mo
1300
39.1 :
Obrrrrbd@d b 1410 2072 2804 n.; 120,10 30.79%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 . M . /\ ; \/\
13.00
m/z 77.10 12.85%
39.0
O\\\‘\‘H\"‘\\“H’HH“(\)\‘}\“\‘H\“‘HH’HH‘HH‘H\\‘HH’HH’HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0 J\\A /\
N
13.00
5000 m/z 91.05 12.47%
=0 11y
Ol el et e prerrp e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 13.00
m/z 103.10 9.69%
5000
m/z--> 20 40 60 80 100120140160180200220240260280 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©92821\
Data File : VY006192.D

Acqg On : 28 Sep 2021 16:46
Operator : SY/MD

Sample : M3933-01

Misc : 1.06G/5ML/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y092821S.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 Octanal Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.270 16.01 ug/l 228753 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanal 128 C8H160 000124-13-0 91
2 Cyclopentanol, 2-methyl- 100 C6H120 024070-77-7 38
3 Cyclopentanone, 2-ethyl- 112 C7H120 004971-18-0 35
4 1-Hexene 84 C6H12 000592-41-6 27
5 Cyclopentanol, 2-methyl-, cis- 100 C6H120 025144-05-2 27

Abundance Scan 1878 (13.270 min): VY006192.D\data.ms (-1868) (- m/z 41.10 100.00%

41.1 ‘
5000 84.0

13.00 1350
2 \H\ I PS O 127 2

— i "wH‘wW_W,HH_H?‘Q?‘Q m/z 43.10  88.43%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14267: Octanal
43.0 84.0

5000
13 00 13 50
m/z 57.10 78.54%

‘ ‘110.0
O' ‘\\\“\\‘\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4381: Cyclopentanol, 2-methyl-
57.0 M
M

13.00 13.50
5000 m/z 44.10 70.11%

82.0
. , il |
e A R N R e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance :

o

0
#7406: Cyclopentanone, 2-ethyl-
84.0 13 00 13 50
56.0 m/z 56.10  56.79%
5000
27.0 1120
0! , o e
m/z--> 20 40 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_Y\Data\VY@92821\
Data File : VY006192.D

Acqg On : 28 Sep 2021 16:46

Operator : SY/MD

Sample : M3933-01

Misc : 1.06G/5ML/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y092821S.M
: 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 1-Hexanol, 2-ethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.532  14.55 ug/1 207915 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 Carbonic acid, isobutyl 2-ethylh... 230 C13H2603 1000383-13-3 59
3 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 56
4 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 53

5 2-Ethyl-1-hexanol, pentafluoropr... 276 C11H17F502 959012-82-9 50

Abundance Scan 1921 (13.532 min): VY006192.D\data.ms (-1918) (- m/z 57.10 100.00%
57.1

5000 /\J\/MW/JK\\aAVJ\M,
83.1 A o :
‘ ‘ 1122 13.50
Obrrrrerlhedi 11221340 2068 0 4110 40.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
5000 —— ‘
13.50
0.0 83.0 m/z 43.10  34.11%
[0 AT
O\\\‘\\‘\\“‘\\\“\\‘\\“1\\\“\\}\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #111484: Carbonic acid, isobutyl 2-ethylhexyl ester
57.0
T T
13.50
5000 ITI/Z 55.10 28.43%
29.0 ‘ 830 1120
0 m"M‘H\“;H‘wu“hhu‘W!u‘HH_MWHWHWH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15785: 1-Pentanol, 2-ethyl-4-methyl- —— ‘
57.0 13.50
m/z 70.15 25.02%
5000
29.0 83.0
| 1120
ot T
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092821\
Data File : VY006192.D

Acqg On : 28 Sep 2021 16:46
Operator : SY/MD

Sample : M3933-01

Misc : 1.06G/5ML/MSVOA_Y/SOIL

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y092821S.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|
1-Butanol 8.899 27.0 ug/l 332092 2 8.697 615905 50.0
Isobutyl acetate 10.368 14.5 wug/l 212679 3 11.496 733521 50.0
2-Pentanol, 4-m... 10.441 111.7 wug/l 1639230 3 11.496 733521 50.0
3-Pentanone, 2,... 10.807 18.5 ug/l 271624 3 11.496 733521 50.0
Acetic acid, bu... 10.935 50.5 ug/l 740952 3 11.496 733521 50.0
2-Heptanone 12.105 22.3 ug/l 326693 3 11.496 733521 50.0
Benzene, 1l-ethy... 12.733 26.9 ug/l 384251 4 13.428 714440 50.0
Benzene, 1l-ethy... 12.971 25.5 ug/l 364658 4 13.428 714440 50.0
Octanal 13.270 16.0 ug/l 228753 4 13.428 714440 50.0

6 4 0

1-Hexanol, 2-et... 13.532 14. ug/l 207915 13.428 714440 50.
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