LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@91521\
Data File : VY006031.D

Acqg On : 15 Sep 2021 18:00
Operator : SY/MD

Sample : M3733-09

Misc : 7.25G/5ML/MSVOA_Y/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\82Y091421S.M

Title : SW846 8260

Signal : TIC: VY@06031.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 6.996 835 849 863 rBV 126762 353596 22.27%  3.188%
2 7.795 974 980 990 rVB2 9235 20703 1.30% 0.187%
3 8.149 1031 1038 1045 rVB2 8267 17807 1.12% 0.161%
4 8.691 1121 1127 1135 rVB 16385 33433 2.11% 0.301%
5 8.941 1160 1168 1178 rBV 111385 217552 13.70%  1.962%
6 10.185 1363 1372 1380 rBV2 29289 51719 3.26% 0.466%
7 10.721 1452 1460 1470 rBV 670115 1100664 69.33% 9.925%
8 11.490 1579 1586 1594 rBV 29901 48996 3.09% 0.442%
9 12.008 1663 1671 1677 rBVS5 16965 42586 2.68% 0.384%
10 12.203 1694 1703 1706 rBV4 17826 38882 2.45% 0.351%
11 12.246 1706 1710 1714 rVB4 14933 27030 1.70% 0.244%
12 12.489 1745 1750 1754 rBV3 73638 127250 8.01% 1.147%
13 12.648 1768 1776 1783 rVB6 31169 78548 4.95% 0.708%
14 12.739 1783 1791 1795 rBV6 13945 40207 2.53% 0.363%
15 12.806 1795 1802 1807 rBV 424980 626812 39.48% 5.652%

16 12.861 1807 1811 1817 rVB4 31859 55340 3.49%
17 12.953 1821 1826 1829 rBV2 86691 134815 8.49%
18 13.001 1829 1834 1837 rBV3 104691 160399 10.10%
19 13.038 1837 1840 1846 rVB 144690 191095 12.04%
20 13.099 1846 1850 1857 rVB3 99647 198193 12.48%

PRRPRRO
IS
IS
o
R

21 13.166 1857 1861 1866 rBV 142253 216208 13.62%
22 13.221 1866 1870 1873 rBV2 82286 130805  8.24%
23 13.318 1878 1886 1889 rBv4 131357 243842 15.36%
24 13.361 1889 1893 1896 rVV 276584 396604 24.98%

NWN R R
=
0
O
3R

25 13.398 1896 1899 1901 rVV 229046 294127 18.53% 652%
26 13.428 1901 1904 1909 rVB 325597 424918 26.76%  3.831%
27 13.471 1909 1911 1912 rBV 23320 21253 1.34% ©.192%
28 13.501 1912 1916 1923 rVB 298445 422928 26.64%  3.814%
29 13.568 1923 1927 1928 rBV3 25984 35767 2.25% 0.323%
30 13.678 1941 1945 1946 rBV2 36551 48697 3.07% 0.439%

31 13.751 1951 1957 1962 rVV 1151868 1587683 100.00% 14.316%
32 13.794 1962 1964 1971 rVWW6 72661 191880 12.09%
33 13.867 1972 1976 1979 rW3 77364 176028 11.09%
34 13.916 1979 1984 1989 rVVv3 183451 418322 26.35%
35 13.971 1989 1993 1997 rVVv2 141611 244397 15.39%

NWER R,
~N
~N
N
R

36 14.013 1997 2000 2006 rVB2 93959 138191 8.70% 1.246%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@91521\
Data File : VY006031.D

Acqg On : 15 Sep 2021 18:00
Operator : SY/MD

Sample : M3733-09

Misc : 7.25G/5ML/MSVOA_Y/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\82Y091421S.M
Title : SW846 8260
37 14.074 2006 2010 2015 rVB3 164998 243816 15.36% 2.198%
38 14.142 2015 2021 2027 rVB6 99693 228442 14.39% 2.060%
39 14.196 2027 2030 2032 rBV3 48207 68526 4.32% 0.618%
49 14.239 2032 2037 2039 rVvw4 120815 206827 13.03% 1.865%
41 14.276 2040 2043 2047 rVV3 180398 296938 18.70% 2.677%
42 14.312 2047 2049 2056 rVB3 148751 216465 13.63% 1.952%
43 14.379 2056 2060 2064 rBV2 175933 259207 16.33% 2.337%
44 14.459 2070 2073 2078 rVB3 31707 56217 3.54% 0.507%
45 14.611 2093 2098 2103 rVB 339311 452313 28.49% 4.078%
46 14.672 2103 2108 2115 rvv4 59488 148000 9.32% 1.335%
47 14.733 2115 2118 2123 rVV5 55813 101120 6.37% 0.912%
48 14.788 2124 2127 2134 rVB3 45412 86680 5.46% 0.782%
49 14.873 2137 2141 2149 rVB5S 24769 48689 3.07% 0.439%
50 14.946 2149 2153 2160 rBv4 30578 58492 3.68% 0.527%
51 15.050 2166 2170 2176 rVB6 16989 35205 2.22% 0.317%
52 15.141 2182 2185 2191 rVB6 15185 26070 1.64% 0.235%
Sum of corrected areas: 11090284
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@91521\
Data File : VY@06031.D

Acqg On : 15 Sep 2021 18:00

Operator : SY/MD

Sample : M3733-09

Misc : 7.25G/5ML/MSVOA_Y/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091421S.M
: SW846 8260

TIC Library : C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1000000

800000

600000

400000

200000

TIC: VY006031.D\data.ms

0
Time-->
Abundance

1000000

800000

600000

400000

200000

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

6.996

TIC: VY006031.D\data.ms

8.941

10.185

10.721

11.490

0
Time-->
Abundance

1000000

800000

600000

400000

200000

7.795
N —
7.00 7.50

I
8.00

12.806

8.149

13.

O —
9.00 9.50
TIC: VY006031.D\data.ms
V51

1
10.00

—
10.50

—
11.00

—
11.50

Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©91521\
Data File : VY006031.D

Acqg On : 15 Sep 2021 18:00
Operator : SY/MD

Sample : M3733-09

Misc : 7.25G/5ML/MSVOA_Y/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091421S.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 Cyclohexane, 1l-ethyl-2-meth... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.008 43.46 ug/l 42586  Chlorobenzene-d5 11.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-ethyl-2-methyl-, ... 126 C9H18 004923-77-7 64
2 Cyclohexane, 1l-ethyl-2-methyl- 126 CSH18 003728-54-9 53
3 trans-1,2-Diethyl cyclopentane 126 CO9H18 000932-40-1 49
4 1H-Pyrazol-4-amine, 3-methyl- 97 C4H7N3 1010338-28-2 49
5 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 46
Abundance Scan 1671 (12.008 min): VY006031.D\data.ms (-1663) (-~ m/z 55.05 100.00%
550 971
5000
H 126.2 o8¢ 12.00 |
HWHH‘HW‘WNNHMthAH_‘HMHW‘HWHH‘HH_H‘_HWn m/z 97.10  99.06%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #13284: Cyclohexane, 1-ethyl-2-methyl-, cis-
55.0 97.0
5000 4 /J\W
12.00
m/z 57.10 61.67%
H ‘ 126.0
\H‘HH}\\‘\h"\w\\“‘}\\!“H‘H‘\‘\H‘HH’HH’HH‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #13267: Cyclohexane, 1-ethyl-2-methyl-
55.0 97.0
1200
5000 m/z 41.10 51.45%
| ‘ 126.0
HWNHMHM“M‘MHMu‘wﬁH_H‘“HWH‘WHH_‘H_HW‘HWH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #13265: trans-1,2-Diethyl cyclopentane —— ‘
55.0 97.0 12.00
m/z 43.10 46.92%
5000
L | o )\
Ll O S
m/z--> 20 40 60 80 100120140160180200220240260280 1200

82Y091421S.M Thu Sep 16 19:21:01 2021

Page:

4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©91521\
Data File : VY006031.D

Acqg On : 15 Sep 2021 18:00
Operator : SY/MD

Sample : M3733-09

Misc : 7.25G/5ML/MSVOA_Y/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091421S.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 Bicyclo[3.3.1]nonane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.203 39.68 ug/l 38882 Chlorobenzene-d5 11.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.3.1]nonane 124 C9H16 000280-65-9 68
2 1H-Indene, octahydro-, cis- 124 C9H16 004551-51-3 58
3 Cyclohexene,3-propyl- 124 C9H16 003983-06-0 49
4 Cyclohexene, 4-propyl- 124 C9H16 013487-64-4 49
5 Pentalene, octahydro-1-methyl- 124 C9H16 032273-77-1 46
Abundance Scan 1703 (12.203 min): VY006031.D\data.ms (-1694) (- m/z 67.00 100.00%
67.0
5000 41.1
96.2
LW PANARTE
124.1
“‘ ‘ ‘\ | 2071 12.00 12.50
\‘\“‘\\U‘\“\‘\‘\‘\’\‘\\\’\\\\‘\\\\‘\\\\‘\‘\\\ m/z 81.05 87-55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12149: Bicyclo[3.3.1]nonane
81.0
124.0 A
41.0
5000 N T e
12.00 12.50
m/z 82.10 57.99%
\\\‘\\\\‘“\\‘ \\‘\\“\\‘\\’\‘\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12189: 1H-Indene, octahydro-, cis-
81.0 /kfh
Dol Aﬂ ‘
12.00 12.50
m/z 41.10 51.38%
5000 410 /
124.0
159 i m““ S S ——
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12156: Cyclohexene,3-propyl- 7 T
81.0 12.00 12.50
m/z 57.05 49.34%
5000
41.0
124.0
4]
e 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©91521\
Data File : VY006031.D

Acqg On : 15 Sep 2021 18:00
Operator : SY/MD

Sample : M3733-09

Misc : 7.25G/5ML/MSVOA_Y/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091421S.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 Decane, 5-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.361 46.67 ug/l 396604 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 5-methyl- 156 C11H24 013151-35-4 87
2 Pentane, 3-ethyl-2,3-dimethyl- 128 C9H20 016747-33-4 59
3 Tridecane, 6-methyl- 198 C14H30 013287-21-3 59
4 4,4-Dimethyl octane 142 C1eH22 015869-95-1 50
5 Hexane, 2,2,3,3-tetramethyl- 142 C10H22 013475-81-5 50

Abundance Scan 1893 (13.361 min): VY006031.D\data.ms (-1889) (- m/z 57.10 100.00%
57.1

o \JJVV\AKAJMAJ\M¥ﬁ/\V
98.2 rr L
‘ ‘ ‘ ‘ 13.00 13.50
Obrrodhk L4 42721562 2081 2800 4346 77.15%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33084: Decane, 5-methyl-
57.0
5000 T LN
13.00 13.50
m/z 41.10 39.33%
27T0‘ ‘98.0
\\\‘\‘H\"‘\\\“!“\\H‘H‘!\\\“‘\\\]\-’2\\7\.9%\5\\6"9\\‘\H\’HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #14603: Pentane, 3-ethyl-2,3-dimethyl-
57.0
— —
13.00 13.50
5000 m/z 85.15 27.81%
27.0
H ‘ 99.0
Hwmuh‘wwawuﬁuu,um_H‘_HWH‘WHH_‘H_HW‘HWH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #74019: Tridecane, 6-methyl- o —
57.0 13.00 13.50
m/z 56.10 18.67%
5000
27 0‘ 980
12[7.0
m_tfm,m‘H‘_m‘”c‘uw,ﬂwHl‘ﬁ?‘?,wWHW,H VAR A
m/z--> 20 40 60 80 100120140160180200220240260280 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@91521\
Data File : VY@06031.D

Acqg On : 15 Sep 2021 18:00

Operator : SY/MD

Sample : M3733-09

Misc : 7.25G/5ML/MSVOA_Y/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091421S.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 4 Decane, 3-methyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.501 49.77 ug/l 422928 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 74
2 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 53
3 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 47
4 Nonane, 5-butyl- 184 C13H28 017312-63-9 43
5 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 38

Abundance Scan 1916 (13.501 min): VY006031.D\data.ms (-1912) (-
57.1

m/z 57.10 100.00%

5000
T 0 |
39 Lﬂ 126.2 13.50
e L ut09n | 1862 43 1e 6a.70%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33085: Decane, 3-methyl-
57.0
5000 s
29.0 se 0 13.50
m/z 71.10 59.79%
126.0
\\\‘\‘\\\“‘}\\h“\\“}\“}‘\\\H‘\\\\‘\H\\\‘\\]—\E—)\G-‘q
m/z--> 20 40 60 80 100 120 140 160
Abundance #33097: Nonane, 3,7-dimethyl-
57.0
T \
13.50
5000 ITI/Z 41.10 52.48%
29.0 85.0
‘ ‘ 127.0
el L1560
miz--> 20 40 60 80 100 120 140 160
Abundance #170577: Sulfurous acid, 2-ethylhexyl hexyl ester o |
57.0 13.50
m/z 56.10 41.39%
5000 85.0
29.0 113.0
H“‘d‘Hﬁ“huwﬁlqu““‘M“““‘H“‘ e
m/z--> 20 40 60 80 100 120 140 160 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©91521\
Data File : VY006031.D

Acqg On : 15 Sep 2021 18:00
Operator : SY/MD

Sample : M3733-09

Misc : 7.25G/5ML/MSVOA_Y/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091421S.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 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.751 186.82 ug/l 1587680 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 94
2 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 90
3 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 78
4 Nonane 128 C9H20 000111-84-2 72
5 Decane, 2,3,6-trimethyl- 184 C13H28 062238-12-4 72

Abundance Scan 1957 (13.751 min): VY006031.D\data.ms (-1951) (- m/z 57.10 100.00%
57.1

5000 JWLJA/\A/\J\
85.1 T ‘ T T ‘ T
13.50 14.00
113.2 156.2
O el sl b e 0 23282095 myz 43,10 94.74%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #33081: Undecane
57.0
5000 P g
13.50 14.00
. m/z 41.10 51.85%
29.0 85.0 /
0| | mso 1560

‘\\\\‘\\\\“\\\\‘\\\\‘\\i\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecy! ester
57.0

=

— —
13.50 14.00

5000 m/z 71.10 45.09%
85.0

29.0
Ll ‘ | ] 190 9400168.01960 2410

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #178958: Carbonic acid, prop-1-en-2-yl tridecyl ester e e
57.0 13.50 14.00

m/z 85.10 25.76%

-

5000

85.0
29.0

L) wh ‘h‘ 1110 15401820 2270

— —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.50 14.00

=
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©91521\
Data File : VY006031.D

Acqg On : 15 Sep 2021 18:00
Operator : SY/MD

Sample : M3733-09

Misc : 7.25G/5ML/MSVOA_Y/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091421S.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 Undecane, 5-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.916 49.22 ug/l 418322 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 5-methyl- 170 C12H26 001632-70-8 53
2 Dodecane, 3-methyl- 184 C13H28 017312-57-1 53
3 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 53
4 2-Methyl-1-pentanol, pentafluoro... 248 C9H13F502 1000352-35-9 50
5 Octane, 2,6-dimethyl- 142 C1OH22 002051-30-1 47
Abundance Scan 1984 (13.916 min): VY006031.D\data.ms (-1979) (- m/z 57.10 100.00%
57.1
5000
85.1 119.1
—%
‘ 48.2 14.00
el gl 14822079 2898y 4310 71.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #45494: Undecane, 5-methyl-
43.0
71.0
5000 T
14.00
‘ 112.0 m/z 41.10 47.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59042: Dodecane, 3-methyl-
57.0
—
14.00
5000 m/z 71.15 45.09%
29.0 85.0
I ‘\ | ‘ \1130 lSFO
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #45506: Decane, 3,6-dimethyl- —5
57.0 14.00
m/z 56.10  35.48%
5000
85.0
290‘
141.0
S WY S ooy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@91521\
Data File : VY@06031.D

Acqg On : 15 Sep 2021 18:00

Operator : SY/MD

Sample : M3733-09

Misc : 7.25G/5ML/MSVOA_Y/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091421S.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 7 Benzene, 1-ethyl-2,4-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.971  28.76 ug/l 244397  1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 70
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 70
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 42
4 Benzene, 1-methyl-3-(1-methyleth... 134 Cl0H14 000535-77-3 38
5 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 38

Abundance Scan 1993 (13.971 min): VY006031.D\data.ms (-1989) (- m/z 43.10 100.00%
1

43 119.1
5000 85.1
14.00
267.0 :
I H\ iM i \Hu"\“H“J\u“‘\\\“\\ :!‘53'1 : ‘2‘08‘;'9‘ — - m/z 57.10 92.42%
m/z--> 50 100 150 200 250
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl-
119.0
5000 T
14.00
770 m/z 71.10 88.87%
39.0 ‘ ‘ ‘
L ‘\‘ i‘” \‘M\ “\ i “M\H T LA Bt B B B s
m/z--> 50 100 150 200 250
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
T
14.00
5000 m/z 119.10 83.77%
77.0
39.0 ‘ ‘
m/z--> 50 100 150 200 250 IU\/\
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl- ~ —
119.0 14.00
m/z 41.10 51.68%
5000
39.0 77.0
“‘ “ “\ i‘” b ‘u‘ “ ‘h‘\‘H‘ L [ e e —
m/z--> 50 100 150 200 250 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©91521\
Data File : VY006031.D

Acqg On : 15 Sep 2021 18:00
Operator : SY/MD

Sample : M3733-09

Misc : 7.25G/5ML/MSVOA_Y/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091421S.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 unknownl4.276 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.276  34.94 ug/l 296938 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, 2-ethylhexyl pentyl... 272 C15H2804 1000309-38-7 27
2 Cyclohexanecarboxylic acid, 4-(1... 262 C17H2602 175881-24-0 27
3 Octane, 2,6,6-trimethyl- 156 C1l1H24 054166-32-4 27
4 Heptane, 3,3,5-trimethyl- 142 C10H22 007154-80-5 27
5 Ethanedioic acid, bis(3-methylbu... 230 C12H2204 002051-00-5 27

Abundance Scan 2043 (14.276 min): VY006031.D\data.ms (-2040) (-  m/z 43.10 100.00%
431 711 135.1

5000

3

—
kOS.l 14.00 14.50
wHHMMMM‘HMWMJMWWHMHUEZQ?Hfﬂﬂg_H‘_%5%?w“ m/z 71.10  95.74%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #163313: Oxalic acid, 2-ethylhexyl pentyl ester
71.0

43.0

-

5000 — A
14.00 14.50
112.0 m/z 135.05  91.42%

‘ ‘ 157.0
M‘ L ‘L L
\‘\H\‘HH‘\\H‘HH‘HH‘HH‘HH‘\H\’\H\’HH‘HH‘HH‘HH‘H

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #150911: Cyclohexanecarboxylic acid, 4-(1-adamantyl)-

135.0
P =
14.00 14.50
5000 ITI/Z 57.10 53.73%
410 790
Ll | | 1680 199.0 232.0262.0
e b b e e e e T e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33104: Octane, 2,6,6-trimethyl- — T
71.0 14.00 14.50
43.0 m/z 70.10 47.97%
5000
T
I I I
P e e e e e e —— ——
m/z--> 20 40 60 80 100120140160180200220240260280 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©91521\
Data File : VY006031.D

Acqg On : 15 Sep 2021 18:00
Operator : SY/MD

Sample : M3733-09

Misc : 7.25G/5ML/MSVOA_Y/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091421S.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 Undecane, 3-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.379 30.50 ug/l 259207 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3-methyl- 170 C12H26 001002-43-3 55
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 46
3 1-Iodoundecane 282 C11H23I 004282-44-4 30
4 Sulfurous acid, decyl 2-propyl e... 264 C13H2803S 1000309-12-1 27
5 Octane, 4-methyl- 128 C9H20 002216-34-4 27

Abundance Scan 2060 (14.379 min): VY006031.D\data.ms (-2056) (-  m/z 57.10 100.00%

57.1
119.1
5000
149.2
— —
| ‘ ‘ ‘ 14.00 14.50
Al B ‘H”‘W“! L2091 2820 .7 119,10 63.80%
miz--> 50 100 150 200 250
Abundance #45490: Undecane, 3-methyl-
57.0
5000 A i
14.00 14.50
m/z 43.10 58.87%
27“.0 99.0 14H1-0
1R Y S Y
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
— —
14.00 14.50
5000 ITI/Z 41.10 54.86%
99.0 140.0
182.0
LT T 1m0 g
m/z--> 50 100 150 200 250
Abundance #175097: 1-lodoundecane “ T
57.0 14.00 14.50
m/z 85.20 43.80%
5000
27.0 99.0 155.0
O 1970 282.(
e e T R L e e — —
mlz--> 50 100 150 200 250 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©91521\
Data File : VY006031.D

Acqg On : 15 Sep 2021 18:00
Operator : SY/MD

Sample : M3733-09

Misc : 7.25G/5ML/MSVOA_Y/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091421S.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 Dodecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.611 53.22 ug/l 452313 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 93
2 Tetradecane 198 C14H30 000629-59-4 72
3 Decane, 2,3,6-trimethyl- 184 C13H28 062238-12-4 72
4 Carbonic acid, prop-1l-en-2-yl tr... 284 C17H3203 1000382-90-8 72
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 72
Abundance Scan 2098 (14.611 min): VY006031.D\data.ms (-2093) (- m/z 57.10 100.00%
57.1
1151 14.50 15.00
170.3 : :
‘ 208.2 260.1 o
H\‘HHUH!"H“h“\\\\‘H\‘\“HH‘\}H’H‘H‘HH‘H\\‘HH’HH’HH‘H m/z 43.19 99.74A
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45478: Dodecane
57.0
5000 e —
14.50 15.00
m/z 71.10 52.80%
H “ ‘98“01270 170.0
I I Il
H\‘\H\‘\H\’HH‘HH‘H\\‘HH‘HH’HH‘HH‘H\\‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #74006: Tetradecane
57.0
—F— =
14.50 15.00
5000 ITI/Z 41.10 50.05%
27.0 99.0
b A A a0 1980
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59080: Decane, 2,3,6-trimethyl- — T
43.0 14.50 15.00
m/z 85.10 30.52%
5000 85.0
‘ 141.0
HWJLWHWWJMNH‘_Hwu‘wuuw‘uwuwu‘WHHM‘HMHW“ — =
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@91521\
Data File : VY006031.D

Acqg On : 15 Sep 2021 18:00
Operator : SY/MD

Sample : M3733-09

Misc : 7.25G/5ML/MSVOA_Y/SOIL

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091421S.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|
Cyclohexane, 1-... 12.008 43.5 ug/l 42586 3 11.490 48996 50.0
Bicyclo[3.3.1]n... 12.203 39.7 ug/l 38882 3 11.490 48996 50.0
Decane, 5-methyl- 13.361 46.7 ug/l 396604 4 13.428 424918 50.0
Decane, 3-methyl- 13.501 49.8 ug/l 422928 4 13.428 424918 50.0
Undecane 13.751 186.8 ug/l 1587680 4 13.428 424918 50.0
Undecane, 5-met... 13.916 49.2 ug/l 418322 4 13.428 424918 50.0
Benzene, 1l-ethy... 13.971 28.8 ug/l 244397 4 13.428 424918 50.0
unknown14.276 14.276 34.9 ug/l 296938 4 13.428 424918 50.0
Undecane, 3-met... 14.379 30.5 wug/l 259207 4 13.428 424918 50.0
Dodecane 14.611 53.2 wug/l 452313 4 13.428 424918 50.0
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