LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092821\
Data File : VY006200.D

Acqg On : 28 Sep 2021 19:52
Operator : SY/MD

Sample : M3938-06

Misc : 6.44G/5ML/MSVOA_Y/SOIL

ALS Vvial : 24 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: VY006200.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 7.795 974 980 992 rVB 194479 441079 1.36% 0.108%
2 8.697 1118 1128 1141 rBV 308550 610429 1.88% 0.149%
3 10.185 1365 1372 1386 rVB 541754 998857 3.08%  0.244%
4 10.721 1454 1460 1466 rVB2 571050 932480 2.88% 0.228%
5 10.807 1468 1474 1481 rVB 299116 512704 1.58% 0.125%
6 10.904 1481 1490 1497 rBV 303109 698097 2.16% 0.171%
7 10.977 1497 1502 1508 rVB 345324 537713 1.66% 0.131%
8 11.093 1515 1521 1526 rBV 769399 1294863 4.00% 0.317%
9 11.209 1534 1540 1543 rBV3 532738 929103 2.87% 0.227%
10 11.252 1543 1547 1549 rBV2 291743 428456 1.32% 0.105%
11 11.300 1549 1555 1563 rVB2 1717543 3739486 11.54% 0.914%
12 11.380 1563 1568 1572 rBV2 520587 891405 2.75% 0.218%
13 11.416 1572 1574 1579 rVB3 277080 362652 1.12% 0.089%
14 11.483 1579 1585 1591 rBV2 804159 1745441 5.39% 0.427%
15 11.569 1595 1599 1604 rVB 686428 958227 2.96% 0.234%

16 11.630 1604 1609 1613 rBV 1724033 2707404  8.36%
17 11.685 1613 1618 1622 rBV2 1906799 3396275 10.48%
18 11.739 1622 1627 1631 rBV2 4563005 7827372 24.16%
19 11.782 1631 1634 1639 rVB2 2935846 4708934 14.54%
20 11.843 1639 1644 1646 rBV2 774448 1239390 3.83%

OFrRrRFRPROO
\o]
=
i
R

21 11.880 1646 1650 1655 rBv2 962659 1995151 6.16% ©.488%
22 11.941 1655 1660 1664 rBV2 3593100 5553706 17.14% 1.358%
23 12.014 1664 1672 1678 rBV4 14084200 32392909 100.00%  7.921%
24 12.063 1678 1680 1683 rVB2 2265990 2268947 7.00%  0.555%
25 12.093 1683 1685 1687 rBV 745033 730172 2.25% ©.179%

26 12.130 1687 1691 1695 rVB 15915133 21453416 66.23% 5.246%
27 12.209 1695 1704 1706 rBV2 9791538 19368713 59.79% 4.736%
28 12.239 1706 1709 1714 rVB 11639711 16781285 51.81% 4.104%

29 12.300 1714 1719 1721 rBV3 2904122 6352718 19.61% 1.553%
30 12.331 1721 1724 1726 rVV 1984000 2429259 7.50% 0.594%
31 12.380 1726 1732 1736 rVV5 4931315 10742507 33.16% 2.627%
32 12.422 1736 1739 1744 rVB2 6522891 10099800 31.18% 2.470%
33 12.495 1744 1751 1755 rBV4 4209445 8210312 25.35% 2.008%
34 12.581 1755 1765 1768 rBV6 7802807 18822056 58.11% 4.603%

35 12.648 1773 1776 1783 rVB2 12623581 22676381 70.00% 5.545%
36 12.733 1783 1790 1795 rBV5 7429888 18698022 57.72% 4.572%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092821\
Data File : VY006200.D

Acqg On : 28 Sep 2021 19:52
Operator : SY/MD

Sample : M3938-06

Misc : 6.44G/5ML/MSVOA_Y/SOIL

ALS Vvial : 24 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 12.812 1796 1803 1808 rVV6 11413830 25828083 79.73% 6.316%
38 12.867 1808 1812 1817 rVB3 8901864 14406406 44.47%  3.523%
39 12.922 1817 1821 1822 rBV3 1622163 1990759 6.15% 0.487%
40 12.959 1822 1827 1830 rBV3 9031426 12035030 37.15% 2.943%

41 13.007 1830 1835 1838 rVV2 7359252 13445259 41.51%  3.288%
42 13.044 1838 1841 1848 rVB 18014823 26998973 83.35% 6.602%
43 13.105 1848 1851 1858 rVB4 4677857 7562036 23.34% 1.849%
44 13.172 1858 1862 1867 rBV2 7794730 12054799 37.21%  2.948%
45 13.227 1867 1871 1874 rBV 3469414 4431234 13.68% 1.084%

46 13.300 1879 1883 1885 rBV2 4152381 6782873 20.94% 1.659%
47 13.361 1890 1893 1898 rVB3 3853652 5535898 17.09%  1.354%
48 13.568 1923 1927 1931 rVB4 1803795 2931996 9.05% 0.717%
49 13.751 1951 1957 1962 rBV 8060950 13302643 41.07% 3.253%
50 13.800 1962 1965 1969 rVvv4 1183586 2405656 7.43%  0.588%
51 13.861 1971 1975 1980 rVV6 1797425 4080845 12.60% ©.998%
52 13.922 1980 1985 1990 rVV5 1778887 4973329 15.35% 1.216%
53 13.971 1990 1993 1997 rVV5 1432657 2337380 7.22% ©.572%
54 14.013 1998 2000 2006 rVB 1425659 1994388 6.16% 0.488%
55 14.074 2006 2010 2015 rBV3 682372 996698 3.08% 0.244%
56 14.141 2015 2021 2027 rVB4 1331872 2913841 9.00% 0.713%
57 14.196 2027 2030 2034 rBV4 607599 853204 2.63% 0.209%
58 14.263 2036 2041 2057 rVB5 1616905 4884873 15.08% 1.195%
59 14.422 2064 2067 2071 rVB4 720490 1058218 3.27% 0.259%
60 14.477 2072 2076 2084 rVB6 410970 934962 2.89% 0.229%

61 14.733 2114 2118 2124 rVB2 377955 658080 2.03% 0.161%

Sum of corrected areas: 408933184
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

Abundance

2e+07

1.5e+07

le+07

5000000

0

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092821\

: VY006200.D

: 28 Sep 2021 19:52

: SY/MD

: M3938-06

: 6.44G/5ML/MSVOA_Y/SOIL
: 24

Sample Multiplier: 1

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

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

TIC: VY006200.D\data.ms

Time-->
Abundance

2e+07

1.5e+07

le+07

5000000

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: VY006200.D\data.ms

11.73

7
11.300 11115

0
Time-->
Abundance

2e+07

1.5e+07

le+07

5000000

I
9.00 9.50 10 00 10.50 11.00 11.50
TIC: VY006200.D\data.ms

12. 812
12 959

12.648, ) o
G227
g2
A: 1141

1351
“! L8
i i "‘{ %‘ #2797 14, 733

045 172
13.751
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©92821\
Data File : VY006200.D

Acqg On : 28 Sep 2021 19:52
Operator : SY/MD

Sample : M3938-06

Misc : 6.44G/5ML/MSVOA_Y/SOIL

ALS Vvial : 24 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-Ethyl-4-methylcyclohexane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.739 224.22 ug/l 7827370  Chlorobenzene-d5 11.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 94
2 3,5-Dimethyl-3-heptene 126 C9H18 059643-68-4 81
3 Cyclohexane, 1l-ethyl-2-methyl- 126 CO9H18 003728-54-9 81
4 Cyclohexane, 1l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 74
5 4-Octen-3-one 126 C8H140 014129-48-7 72

Abundance Scan 1627 (11.739 min): VY006200.D\data.ms (-1622) (-
7.1

m/z 97.10 100.00%

55.1
5000
126.2
‘ 11.50 12.00
oww‘i“m"MM‘w‘“H!M‘m_uH_MW_H?‘QT:Q m/z 55.10  83.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13239: 1-Ethyl-4-methylcyclohexane
55.0 97.0
5000 — N
11.50 12.00
126.0 m/z 41.1@ 27.77%
27.0‘ ‘ |
O\\\‘\U\\‘i“\\\H!“\H‘\\“\\\!“\\‘f\‘f‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13211: 3,5-Dimethyl-3-heptene
55.0 97.0
P —
11.50 12.00
5000 m/z 126.20  19.52%
126.0
29.0
0 b el e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #13267: Cyclohexane, 1-ethyl-2-methyl- —— —
550 0 11.50 12.00
m/z 43.10 14.73%
5000
290 | ‘ 126.0
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\VY©92821\
Data File : VY006200.D

Acqg On : 28 Sep 2021 19:52
Operator : SY/MD

Sample : M3938-06

Misc : 6.44G/5ML/MSVOA_Y/SOIL

ALS Vvial : 24 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 unknownl2.014 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.014 927.93 ug/l 32392900 Chlorobenzene-d5 11.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,5-dimethyl- 142 C10H22 015869-89-3 49
2 Octane, 3,5-dimethyl- 142 C1eH22 015869-93-9 45
3 Nonane, 4-methyl- 142 C1leH22 017301-94-9 38
4 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 35
5 Hexamethylenimine 99 C6H13N 000111-49-9 30

Abundance Scan 1672 (12.014 min): VY006200.D\data.ms (-1664) (-  m/z 57.10 100.00%

57.1
a1l1 97.1
5000
T \
126.2 12.00
[N PO WYY
. L I LAt B U R m/z 43.10 74.37%
miz--> 20 40 60 80 100 120 140
Abundance #22090: Octane, 2,5-dimethyl-
57.0
5000 — :
12.00
410 99.0 m/z 55.10 62.79%
ol_15.0 | “\‘ Il 830 | 126.0142.0
\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\
m/z--> 20 40 60 80 100 120 140
Abundance #22092: Octane, 3,5-dimethyl-
57.0
T ‘
12.00
5000 ITI/Z 97.10 59.03%
41.0
‘ ‘ 85.0 1130
et T 11
m/z--> 20 40 60 80 100 120 140
Abundance #22083: Nonane, 4-methyl-
57.0 12.00
m/z 41.10 51.15%
5000
4110
98.0
0 230 I Il J7e.0 | 126.0142.0
e e ——
m/z--> 20 40 60 80 100 120 140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©92821\
Data File : VY006200.D

Acqg On : 28 Sep 2021 19:52
Operator : SY/MD

Sample : M3938-06

Misc : 6.44G/5ML/MSVOA_Y/SOIL

ALS Vvial : 24 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 Nonane, 3-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.130 614.56 ug/l 21453400 Chlorobenzene-d5 11.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3-methyl- 142 C10H22 005911-04-6 91
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 87
3 Octane, 3,6-dimethyl- 142 C1eH22 015869-94-0 74
4 Heptane, 5-ethyl-2-methyl- 142 C1OH22 013475-78-0 64
5 Sulfurous acid, 2-ethylhexyl pen... 264 C13H2803S 1000309-18-9 59

Abundance Scan 1691 (12.130 min): VY006200.D\data.ms (-1687) (- m/z 57.10 100.00%
57.1

113.2 T LN
12.00 12.50

ol M dg Lo 11432 2072 2810 .., 7110 68.81%
miz-> 50 100 150 200 250
Abundance #22080: Nonane, 3-methyl-

a1
~!
o

5000 . =T
12.00 12.50
2710 m/z 43.10 54.88%
113.0
S O Y
m/z--> 50 100 150 200 250
Abundance #22103: Octane, 2,6-dimethyl-
57.0
12.‘00 12i50
5000 m/Z 41.10 40.71%
27,0
113.0
oL \‘ L‘ \M‘ Il \“ | ““ ?-4"3"0‘ o
m/z--> 50 100 150 200 250
Abundance #22095: Octane, 3,6-dimethyl-

7 —
57.0 12.00 12.50
m/z 56.10 36.97%

5000

2710 113.0

oy e
m/z--> 50 100 150 200 250 12.00 12.50

3

82Y092821S.M Wed Sep 29 18:05:45 2021

Page:



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©92821\
Data File : VY006200.D

Acqg On : 28 Sep 2021 19:52
Operator : SY/MD

Sample : M3938-06

Misc : 6.44G/5ML/MSVOA_Y/SOIL

ALS Vvial : 24 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 Octane, 3,6-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.209 554.84 ug/l 19368700 Chlorobenzene-d5 11.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 64
2 Nonane, 3-methyl- 142 C1eH22 005911-04-6 60
3 Octane, 3,5-dimethyl- 142 C1leH22 015869-93-9 58
4 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 58
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 38

Abundance Scan 1704 (12.209 min): VY006200.D\data.ms (-1695) (-  m/z 57.10 100.00%
57.1

81.1 Al AN
113.2 12.00 12.50
140.2 . :
0 ‘HW‘MM‘W“H‘H“_“EQ§€ m/z 71.10  64.62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22095: Octane, 3,6-dimethyl-
57.0
5000 S AN
12.00 12.50
29.0 m/z 43.10  55.02%
113.0
O\\\\‘\‘\\\“‘\\\“‘\\M\‘H-\O\\‘\\‘\‘\‘\\\1\4"2\.\0\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22080: Nonane, 3-methyl-
57.0
—— 4
12.00 12.50
5000 29.0 m/z 41.10 44.69%
113.0
ol A AED L 20
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22105: Octane, 3,5-dimethyl- — —
57.0 12.00 12.50
m/z 56.10 26.98%
5000
29.0
85.0
e e g
O e e e e T T
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 : VY006200.D

Acqg On : 28 Sep 2021 19:52
Operator : SY/MD

Sample : M3938-06

Misc : 6.44G/5ML/MSVOA_Y/SOIL

ALS Vvial : 24 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 Undecane, 6-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.239 480.72 ug/l 16781300 Chlorobenzene-d5 11.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 6-methyl- 170 C12H26 017302-33-9 64
2 4-0Octylcyclohexanone 210 C14H260 1000428-94-1 64
3 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 56
4 Heptane, 4-(1-methylethyl)- 142 C1eH22 052896-87-4 50
5 Heptane, 2,3,6-trimethyl- 142 C10H22 004032-93-3 47
Abundance Scan 1709 (12.239 min): VY006200.D\data.ms (-1706) (- m/z 57.10 100.00%
57.1
- T MM\/U\M
—— 5
‘ 12.00 12.50
ob 358 L L 1211422 2070 g, 98,15 47.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45491: Undecane, 6-methyl-
57.0
5000 s Ay
12.00 12.50
98.0 m/z 43.10 40.98%
g
O\‘\‘\‘\\“‘\\\‘!“\\‘H\\‘\‘\\\‘\\\\]_‘2\6\.\0\‘\\\\‘]-\7\0\.\0‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #87554: 4-Octylcyclohexanone
57.0
—— 5
12.00 12.50
m/z 41.10 27.81%
5000 98.0 /
29.0 ‘ | 139.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22131: Heptane, 3-ethyl-2-methyl- —— —
57.0 12.00 12.50
m/z 56.10 16.88%
5000
98.0
29.0
obd bl L aap0 WU
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 : VY006200.D

Acqg On : 28 Sep 2021 19:52
Operator : SY/MD

Sample : M3938-06

Misc : 6.44G/5ML/MSVOA_Y/SOIL

ALS Vvial : 24 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 Nonane, 4-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.422 289.32 ug/l 10099800 Chlorobenzene-d5 11.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4-methyl- 142 C10H22 017301-94-9 53
2 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 47
3 Octane, 2,5-dimethyl- 142 C1eH22 015869-89-3 47
4 Octane, 3,5-dimethyl- 142 C1eH22 015869-93-9 43
5 Heptane, 2,3,4-trimethyl- 142 C10H22 052896-95-4 40

Abundance Scan 1739 (12.422 min): VY006200.D\data.ms (-1736) (-~ m/z 57.10 100.00%
57.1

1
5000
95.1
VO
39 . h ‘ 123.2 1429 12.50
(R —— | “lm_"1‘_‘“”“Hm‘ulw_ m/z 43.10  47.33%
mlz--> 20 40 60 80 100 120 140 160
Abundance #22083: Nonane, 4-methyl-
57.0
5000 T
12.50
900 ‘ 06.0 m/z 71.18  44.60%
79. 142.0
O\\\\‘\‘}‘\\“‘\\\uﬂ‘\\‘\\‘9\\\“‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #14594: Pentane, 2,2,3,3-tetramethyl-
57.0
e
12.50
5000 ITI/Z 70.10 36.63%
29.0
‘ ‘ hﬂ 99.0
0“‘u“k“U;‘J “Jm‘u“‘«“J‘“““““‘
miz--> 20 40 60 80 100 120 140 160
Abundance #22090: Octane, 2,5-dimethyl- —
57.0 12.50
m/z 95.10 30.61%
5000
29.0 ‘ L 99.0
ob120 Il i L jro, | 1420 V.
m/z--> 20 40 60 80 100 120 140 160 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©92821\
Data File : VY006200.D

Acqg On : 28 Sep 2021 19:52
Operator : SY/MD

Sample : M3938-06

Misc : 6.44G/5ML/MSVOA_Y/SOIL

ALS Vvial : 24 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 1,1'-Bicyclooctyl Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.581 170.00 ug/l 18822100 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,1'-Bicyclooctyl 222 C16H30 006708-17-4 53
2 2-(Butyliden-2-one)tetrahydrofuran 140 C8H1202 343270-50-8 52
3 Cyclooctane, (1-methylpropyl)- 168 C12H24 016538-89-9 50
4 Cyclohexane, 1-ethyl-1,3-dimethy... 140 C10H20 062238-31-7 50
5 Cyclooctane, butyl- 168 C12H24 016538-93-5 47

Abundance Scan 1765 (12.581 min): VY006200.D\data.ms (-1755) (- m/z 69.10 100.00%

69.1 111.2
5000
140.2 L ‘
12.50
0! : e M/z 57.100 94.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #102180: 1,1'-Bicycloocty
69.0 111.0
5000 A :
12.50
41.0 m/z 111.20 92.90%
O‘\‘\‘\\““‘\\\“”‘\““\\‘i“\\\‘}‘\\1\‘\\\\‘\\\\’\\\\’\\\\2‘(\)?.\0\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21244: 2-(Butyliden-2-one)tetrahydrofuran
69.0 111.0
— T I
12.50
5000 ITI/Z 55.10 73.47%
29.0
“ ‘ 140.0
0‘“MAN‘NM‘HH“NH‘H“M““w““p“‘,u““u‘
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #43578: Cyclooctane, (1-methylpropyl)- — ‘
69.0 12.50
111.0 m/Z 43.10 67 .09%
5000
41.0
O"J‘ﬂm‘ﬂM‘WuWM‘HW‘JM“‘H“‘H,‘H‘,‘H“‘H‘ R
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©92821\
Data File : VY006200.D

Acqg On : 28 Sep 2021 19:52
Operator : SY/MD

Sample : M3938-06

Misc : 6.44G/5ML/MSVOA_Y/SOIL

ALS Vvial : 24 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 Cyclohexane, 1,1,2,3-tetram... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.648 204.81 ug/l 22676400 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,2,3-tetramethyl- 140 C10H20 006783-92-2 50
2 2-Octene, 2,6-dimethyl- 140 C1eH20 004057-42-5 43
3 trans-3-Decene 140 C1eH20 019150-21-1 38
4 2-Hexene, 3,5-dimethyl- 112 C8H16 003404-79-3 38
5 Cyclopropane, 1l-ethyl-2-heptyl- 168 C12H24 074663-86-8 35

Abundance Scan 1776 (12.648 min): VY006200.D\data.ms (-1773) (- m/z 69.10 100.00%
1

69.
125.2
41.1 >
5000
96.1
— —
H ‘ 12.50 13.00
0 1542 2070 79.10  93.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20749: Cyclohexane, 1,1,2,3-tetramethyl-
69.0
41.0
5000 — ——
125.0 12.50 13.00
m/z 55.10 76.34%
e
0 \\”‘H\‘\\‘i“\\‘\\‘\‘\H‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20705: 2-Octene, 2,6-dimethyl-
41.0 69.0
— —
12.50 13.00
5000 m/z 125.20  74.81%
L o et
0“W‘m‘;u$"mu‘M"_‘M“H‘M“W‘H“H‘W“H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20652: trans-3-Decene T —
41.0 12.50 13.00
69.0 m/z 56.10 71.53%
5000
97.0 140.0
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©92821\
Data File : VY006200.D

Acqg On : 28 Sep 2021 19:52
Operator : SY/MD

Sample : M3938-06

Misc : 6.44G/5ML/MSVOA_Y/SOIL

ALS Vvial : 24 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 unknownl12.812 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

12.812 233.28 ug/l 25828100 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 49
2 2,4-Dimethyl-1,5-diazabicyclo[3.... 112 C6H12N2 100463-01-2 49
3 6-Decen-5-one 154 C10H180 032064-79-2 47
4 2,4-Dimethyl-1,5-diazabicyclo[3.... 112 CEH12N2 1000283-20-9 46
5 3,5-Dimethyl-3-heptene 126 C9H18 059643-68-4 46

Abundance Scan 1803 (12.812 min): VY006200.D\data.ms (-1796) (-~ m/z 97.10 100.00%
1

53.1 97.
5000
140.2 - R
7 ‘ 12.50 13.00
0 36. bl shes L1738 ., 5510 98.33%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #7618: Cyclohexane, 1,1-dimethyl-
97.0
55.0
5000 T —
12.50 13.00
270 m/z 41.10 41.05%
O\\‘\‘\‘m\\\\‘\‘\“\‘1”\7\:“0‘1\\“‘\\}\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #7170: 2,4-Dimethyl-1,5-diazabicyclo[3.1.0]hexane (cis)
97.0
— —
12.50 13.00
5000 420 69.0 m/z 69.10  38.55%
0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #30962: 6-Decen-5-one “ —
55.0 97.0 12.50 13.00
m/z 96.10  28.82%
5000
27.0
| L1250
O\\\‘\‘1\\M\\‘\H““\‘H‘\\“1\\\“\\\‘\‘\‘\\\‘\\\\‘\\\\‘\ T L —
m/z--> 20 40 60 80 100 120 140 160 180 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©92821\
Data File : VY006200.D

Acqg On : 28 Sep 2021 19:52
Operator : SY/MD

Sample : M3938-06

Misc : 6.44G/5ML/MSVOA_Y/SOIL

ALS Vvial : 24 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 10 Heptane, 3,3,5-trimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.044 243.85 ug/l 26999000 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3,3,5-trimethyl- 142 C10H22 007154-80-5 72
2 Sulfurous acid, decyl 2-pentyl e... 292 C15H3203S 1000309-15-9 59
3 Dodecane, 4-methyl- 184 C13H28 006117-97-1 59
4 Octane, 3,3-dimethyl- 142 C1eH22 004110-44-5 59
5 4-Methyl-3-heptanol, trifluoroac... 226 C10H17F302 1000365-51-8 53

Abundance Scan 1841 (13.044 min): VY006200.D\data.ms (-1838) (- m/z 71.10 100.00%
7

1.1
43.1
5000
113.2 1 T
U Y
oHHWH‘ww,‘hM,‘wh‘1‘,”“”‘”H‘w"w_www m/z 43.10 78.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22123: Heptane, 3,3,5-trimethyl-
71.0
43.0
5000 —— ‘
13.00
m/z 57.10 69.93%
113.0
O\:\L\s‘\.‘()\}W\“H\\“1"\\”\"\‘\H’H}‘\‘\‘\?‘ﬁ%.WQW‘HH‘HH‘HH‘H\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #188719: Sulfurous acid, decyl 2-pentyl ester
71.0
T \
220 13.00 )
5000 ITI/Z 70.10 42.90%
141.0
b b L0 1930 223
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59040: Dodecane, 4-methyl- T
43.0 710 13.00
m/z 41.10 38.17%
5000
‘ 99.0 1410
olsol 4 L LT T wes0 -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092821\
Data File : VY006200.D

Acqg On : 28 Sep 2021 19:52
Operator : SY/MD

Sample : M3938-06

Misc : 6.44G/5ML/MSVOA_Y/SOIL

ALS Vvial : 24 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-Ethyl-4-methy... 11.739 224.2 ug/l 7827370 3 11.490 1745440 50.0
unknownl2.014 12.014 927.9 ug/l 32392900 3 11.490 1745440 50.0
Nonane, 3-methyl- 12.130 614.6 ug/l 21453400 3 11.490 1745440 50.0
Octane, 3,6-dim... 12.209 554.8 ug/l 19368700 3 11.490 1745440 50.0
Undecane, 6-met... 12.239 480.7 wug/l 16781300 3 11.490 1745440 50.0
Nonane, 4-methyl- 12.422 289.3 wug/l 10099800 3 11.490 1745440 50.0
1,1'-Bicyclooctyl 12.581 170.0 ug/l 18822100 4 13.428 5535900 50.0
Cyclohexane, 1,... 12.648 204.8 ug/l 22676400 4 13.428 5535900 50.0
unknownl12.812 12.812 233.3 ug/l 25828100 4 13.428 5535900 50.0
Heptane, 3,3,5-... 13.044 243.8 ug/l 26999000 4 13.428 5535900 50.0
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