LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY100121\
Data File : VY006261.D

Acqg On : 01 Oct 2021 15:20
Operator : SY/MD

Sample : M4035-01

Misc : 5.57G/5ML/MSVOA_Y/SOIL

ALS Vvial : 12 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@06261.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.728 467 477 492 rBV2 8911 28447 3.56% 0.414%
2 7.722 957 968 974 rBV 86291 204548 25.62% 2.977%
3 7.795 974 980 993 rvVB 157923 354138 44.36% 5.155%
4 8.149 1027 1038 1047 rBV 93608 206534 25.87%  3.006%
5 8.697 1119 1128 1143 rVB 240767 471128 59.02% 6.858%
6 10.185 1364 1372 1380 rBV 376959 656114 82.19%  9.550%
7 11.093 1515 1521 1526 rBV2 10414 18126 2.27% 0.264%
8 11.294 1548 1554 1563 rVB4 6280 14327 1.79% 0.209%
9 11.489 1578 1586 1596 rBV 348114 570523 71.47% 8.305%
10 11.630 1604 1609 1613 rBv4 6017 9524 1.19% 0.139%
11 11.684 1613 1618 1622 rBV3 10876 19758 2.48% ©0.288%
12 11.745 1622 1628 1638 rVB6 13701 40138 5.03% 0.584%
13 11.837 1638 1643 1646 rBv4 6709 12522 1.57% 0.182%
14 11.880 1646 1650 1656 rBV4 5427 11676 1.46% 0.170%
15 12.002 1662 1670 1676 rBv4 34279 92271 11.56% 1.343%
16 12.056 1676 1679 1682 rBV 8232 11175 1.40% 0.163%
17 12.093 1682 1685 1686 rBV 8266 9750 1.22% 0.142%
18 12.123 1687 1690 1694 rVB 31552 42280 5.30% 0.615%
19 12.203 1694 1703 1704 rBV4 43261 68671 8.60% 1.000%
20 12.233 1704 1708 1713 rVB2 79779 138033 17.29% 2.009%
21 12.319 1713 1722 1726 rBV6 33951 95220 11.93% 1.386%
22 12.416 1736 1738 1744 rVB3 28058 40970 5.13% 0.596%
23 12.489 1744 1750 1756 rBV2 452960 798276 100.00% 11.620%
24 12.575 1760 1764 1767 rBVS5 21947 36409 4.56% 0.530%
25 12.648 1771 1776 1782 rVB2 132323 250008 31.32% 3.639%
26 12.733 1782 1790 1796 rBV5 61517 184996 23.17% 2.693%
27 12.812 1796 1803 1807 rBV7 68281 176809 22.15% 2.574%
28 12.953 1821 1826 1829 rVB4 57433 79576  9.97% 1.158%
29 13.007 1829 1835 1836 rBV3 34258 59461 7.45% 0.866%
30 13.038 1836 1840 1849 rVB 155886 262705 32.91%  3.824%
31 13.166 1858 1861 1867 rBV4 46027 76759  9.62% 1.117%
32 13.294 1878 1882 1884 rBvV3 38242 57273 7.17% 0.834%
33 13.361 1889 1893 1896 rVvw4 47531 75334  9.44% 1.097%
34 13.428 1896 1904 1911 rVV 346669 613038 76.80%  8.923%
35 13.501 1912 1916 1921 rVV5 29807 46457 5.82% 0.676%
36 13.568 1922 1927 1931 rVB4 41137 71279 8.93% 1.038%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY100121\
Data File : VY006261.D

Acqg On : 01 Oct 2021 15:20
Operator : SY/MD

Sample : M4035-01

Misc : 5.57G/5ML/MSVOA_Y/SOIL

ALS Vvial : 12 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 13.605 1931 1933 1937 rVB3 12926 15247 1.91% ©.222%
38 13.696 1944 1948 1950 rBv4 10427 18374 2.30% 0©.267%
39 13.745 1951 1956 1961 rWwv3 90068 162394 20.34% 2.364%
40 13.873 1971 1977 1980 rBV8 26392 63587 7.97% 0.926%
41 13.971 1989 1993 1997 rVB4 39870 64584 8.09%  ©.940%
42 14.013 1998 2000 2006 rVB 29985 39480 4.95% 0.575%
43 14.129 2014 2019 2027 rVB5 50369 106869 13.39% 1.556%
44 14.196 2027 2030 2033 rVW4 13424 21712  2.72% ©.316%
45 14.282 2034 2044 2055 rvw4 66811 215748 27.03%  3.140%
46 14.391 2057 2062 2064 rVW3 28718 51580 6.46% ©.751%
47 14.422 2064 2067 2071 rVw4 38007 58447 7.32% ©.851%
48 14.477 2071 2076 2081 rVB6 13494 27567 3.45% 0.401%
49 14.684 2106 2110 2114 rBV3 8441 15595 1.95% 0.227%
50 14.727 2114 2117 2125 rVB2 26148 40438 5.07% 0.589%
51 14.873 2135 2141 2146 rVB3 16411 30621 3.84% 0.446%
52 14.940 2149 2152 2157 rVB3 7465 12053 1.51% 0.175%
53 15.007 2157 2163 2165 rBV6 5425 9724 1.22% 0.142%
54 15.214 2193 2197 2201 rVB4 7358 11763 1.47% 0.171%
Sum of corrected areas: 6870036
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY100121\
Data File : VY006261.D

Acqg On : 01 Oct 2021 15:20
Operator : SY/MD

Sample : M4035-01

Misc : 5.57G/5ML/MSVOA_Y/SOIL

ALS vial : 12  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: VY006261.D\data.ms

400000
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200000

100000
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Abundance TIC: VY006261.D\data.ms

400000 10.185
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300000
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Abundance TIC: VY006261.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY100121\
Data File : VY006261.D

Acqg On : 01 Oct 2021 15:20
Operator : SY/MD

Sample : M4035-01

Misc : 5.57G/5ML/MSVOA_Y/SOIL

ALS vial : 12  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 unknownl2.002 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.002 8.09 ug/l 92271 Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(2-Ethyl-1,2,4-triazol-3-yl)et... 140 C6H12N4 1015846-51-1 47
2 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 43
3 1-Ethyl-4-methylcyclohexane 126 CO9H18 003728-56-1 38
4 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 38
5 Cyclohexane, 1-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 38

Abundance Scan 1670 (12.002 min): VY006261.D\data.ms (-1662) (-~  m/z 55.10 100.00%

55.1 97.1
5000 125.2
RN 1
207.3 12.00
o R e S m/z 97.10  92.22%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20934: 1-(2-Ethyl-1,2,4-triazol-3-yl)ethanamine
70.0 97.0
125.0 J\W
5000 oo Qe L ‘
12.00
26.0 m/z 69.10 68.42%
O\\\‘\Hh\\“h‘\\\‘h‘\N\\‘hi\\‘H‘\}‘\\“H\\\}\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7609: Cyclohexane, 1,4-dimethyl-
58.0 97.0
ALY A% ‘
12.00
5000 ITI/Z 41.10 66.81%
27.0
0\H‘\HHH‘H\““H;MH‘”h\\“‘Hh‘HHWHWHWHWH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13239: 1-Ethyl-4-methylcyclohexane T |
55.0 97.0 12.00
m/z 43.15 59.75%
5000
126.0
Pl
O‘H“Uu‘i“u“‘1““m“H‘!“m“mH‘mwuu‘mwm‘ —
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY100121\
Data File : VY006261.D

Acqg On : 01 Oct 2021 15:20

Operator : SY/MD

Sample : M4035-01

Misc : 5.57G/5ML/MSVOA_Y/SOIL

ALS vial : 12  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 2 Octane, 2,3-dimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.233 12.10 ug/l 138033  Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,3-dimethyl- 142 C1OH22 007146-60-3 59
2 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 56
3 Carbonic acid, heptyl vinyl ester 186 C10H1803 1010383-25-4 50
4 Heptane, 4-propyl- 142 C10H22 003178-29-8 50
5 Heptane, 4-(1-methylethyl)- 142 C1OH22 052896-87-4 47

Abundance Scan 1708 (12.233 min): VY006261.D\data.ms (-1704) (-
57.1

m/z 57.10 100.00%

5000 98.2 M\/\J\ﬂw
‘ 142.0 1200 1250
bt 1420 2069 0 43,10 44.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22101: Octane, 2,3-dimethyl-
57.0
5000
98.0 12 OO 12 50
m/z 98.15 39.55%
29.0
O \\\‘\H\\“‘\\\"\\‘H\\‘\\\\“\\\\‘\\\]-\4‘2\\()\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22131: Heptane, 3-ethyl-2-methyl-
57.0
A
12.00 12.50
5000 m/z 41.10  33.36%
98.0
29.0 ‘
M 1 I N -
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #60437: Carbonic acid, heptyl vinyl ester S ——
57.0 12.00 12.50
m/z 56.10 16.51%
5000
29, O‘ 98.0
A N O T OV VL
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\VY100121\
Data File : VY006261.D

Acqg On : 01 Oct 2021 15:20
Operator : SY/MD

Sample : M4035-01

Misc : 5.57G/5ML/MSVOA_Y/SOIL

ALS vial : 12  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 Cyclohexane, 1l-ethyl-2,3-di... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

12.319 8.34 ug/l 95220 Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-ethyl-2,3-dimethyl- 140 C10H20 007058-05-1 68
2 2-Hexene, 4-ethyl-2,3-dimethyl- 140 C10H20 1000149-19-7 64
3 Trans-1,4-diethylcyclohexane 140 C1eH20 013990-93-7 58
4 2-Pentene-1,4-dione, 1-(1,2,2-tr... 208 C13H2002 1010196-77-9 53
5 6-Methyl-hept-2-yn-4-0l 126 C8H140 060018-69-1 53

Abundance Scan 1722 (12.319 min): VY006261.D\data.ms (-1713) (- m/z 69.10 100.00%

69.1
111.2
55.1
5000 411
- 125.2

140.2
‘ 12.00 12.50

H_‘H_HWJHWNJwuﬁhumwﬂupmu_‘u_H‘_HW‘HWH‘w m/z 111.20  61.74%

m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #20757: Cyclohexane, 1-ethyl-2,3-dimethyl-
69.0
111.0
55.0

5000
41.0 12 00 12 50
m/z 55.10  49.28%

140.0
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #20741: 2-Hexene, 4-ethyl-2,3-dimethyl-
69.0

o

>

o

41.0 1200 1250
5000 >°.0 1o m/z 41.10  38.72%
27.0
‘ ‘ ‘ 83.0 140.0
0‘wHW\HHUMWJJW“NLH”MHWRZR‘HHH%%??HHLH‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #20721: Trans-1,4-diethylcyclohexane
69.0 12.00 12.50

m/z 125.20  28.30%

111.0
55.0
5000
41.0
140.0 J\
0 | M ‘ ISEDAVA WALV

m/z--> 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY100121\
Data File : VY006261.D

Acqg On : 01 Oct 2021 15:20
Operator : SY/MD

Sample : M4035-01

Misc : 5.57G/5ML/MSVOA_Y/SOIL

ALS vial : 12  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 2-Octene, 2,6-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.648 20.39 ug/l 250008 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Octene, 2,6-dimethyl- 140 C1o0H20 004057-42-5 64
2 cis-1-Butyl-2-methylcyclopropane 112 C8H16 038851-69-3 55
3 Cyclohexane, 1,1,4,4-tetramethyl- 140 C1eH20 002223-52-1 49
4 1-Octene, 3,3-dimethyl- 140 C1OH20 074511-51-6 46
5 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-32-9 46

Abundance Scan 1776 (12.648 min): VY006261.D\data.ms (-1771) (- m/z 69.10 100.00%

69.1
125.2
41.1
5000
P o
‘ 97'2 12.50 13.00
) — e 2071 7018 74.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20705: 2-Octene, 2,6-dimethyl-
410 69.0
5000 L e
12.50 13.00
m/z 125.15 72.84%
O\\‘\\\\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7667: cis-1-Butyl-2-methylcyclopropane
55.0
/\’\ T T ‘ T T ‘ T
12.50 13.00
5000 ITI/Z 55.10 65.82%
83.0 1120
obvp v _‘!M‘!HJ‘mu‘m‘_m_m_m,‘m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20750: Cyclohexane, 1,1,4,4-tetramethyl- —— —
69.0 12.50 13.00
m/z 41.10 62.11%
41.0 125.0
5000
0! wﬂW???H\\HM\W\\H‘H\\M\\w\\u —— ——
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\VY100121\
Data File : VY006261.D

Acqg On : 01 Oct 2021 15:20
Operator : SY/MD

Sample : M4035-01

Misc : 5.57G/5ML/MSVOA_Y/SOIL

ALS vial : 12  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 unknownl2.733 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.733 15.09 ug/l 184996 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 006069-98-3 43
2 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 001678-82-6 43
3 1-Methyl-4-(1-methylethyl)-cyclo... 140 C10H20 000099-82-1 43
4 Cyclohexene, 1-ethyl- 110 C8H14 001453-24-3 38
5 4-Ethylcyclohexene 110 C8H14 003742-42-5 38

Abundance Scan 1790 (12.733 min): VY006261.D\data.ms (-1782) (-~ m/z 55.10 100.00%
55.1

81.0 97.0
5000
39/1
123.2 — e
L O
o A 1 A P O PR P A m/z 81.85 83.25%
miz--> 20 40 60 80 100 120 140
Abundance #20786: Cyclohexane, 1-methyl-4-(1-methylethyl)-, cis-
55.0 97.0
5000 — e
12.50 13.00
81.0 m/z 97.05 81.25%
39 ‘ ‘ 140.0
0 ‘\‘\‘\\‘i‘\\\Hl“\H‘\\“‘\\\\“\\\\‘\\\\l\\\\‘
miz--> 20 40 60 80 100 120 140
Abundance #20791: Cyclohexane, 1-methyl-4-(1-methylethyl)-, trans-
55.0 97.0
e e
12.50 13.00
5000 ITI/Z 41.10 58.14%
39)0 ‘ 81.0 140.0
0 _UHHH‘”!‘_Huw“”H‘_m_ml””
miz--> 20 40 60 80 100 120 140
Abundance #20766: 1-Methyl-4-(1-methylethyl)-cyclohexane e ——
55.0 12.50 13.00
97.0 m/z 69.10  49.65%
5000
27.0
81.0
l |
o"‘H“"MMM‘Mw““HN‘HH‘HH}HH S —
m/z--> 20 40 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY100121\
Data File : VY006261.D

Acqg On : 01 Oct 2021 15:20
Operator : SY/MD

Sample : M4035-01

Misc : 5.57G/5ML/MSVOA_Y/SOIL

ALS vial : 12  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 Cyclohexane, 1,2-dimethyl-,... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

12.812 14.42 ug/l 176809 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 55
2 4-Decene 140 C1eH20 019689-18-0 50
3 3-Octene, 2,6-dimethyl- 140 C1eH20 006874-28-8 46
4 1R,2c,3t,4t-Tetramethyl-cyclohexane 140 C10H20 1000144-07-3 46
5 3-Fluoro-2-formylpyridine 125 C6H4AFNO 031224-43-8 43

Abundance Scan 1803 (12.812 min): VY006261.D\data.ms (-1796) (- m/z 55.10 100.00%

55.1
97.1
5000
140.2 I T
‘ H ‘ T 174.0 12.50 13.00
0 el 2D 2071 sz 97.10 72.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7688: Cyclohexane, 1,2-dimethyl-, trans-
553.0 97.0
5000 = —
270 12.50 13.00
: m/z 41.18 69.58%
O ‘\‘!‘\\“h\\\“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20636: 4-Decene
55.0
Fo e
12.50 13.00
5000 m/z 69.10  64.99%
140.0
83.0
‘ H ‘111.0
S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20692: 3-Octene, 2,6-dimethyl- — —
55.0 12.50 13.00
m/z 43.10 44 .57%
5000 29.0
83.0
Ll | o 100
Y NS NN | A O e A A
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\VY100121\
Data File : VY006261.D

Acqg On : 01 Oct 2021 15:20
Operator : SY/MD

Sample : M4035-01

Misc : 5.57G/5ML/MSVOA_Y/SOIL

ALS vial : 12  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 Decane, 4-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

13.038 21.43 ug/l 262705 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 87
2 Octane, 3,3-dimethyl- 142 C10H22 004110-44-5 78
3 Heptane, 3,3,5-trimethyl- 142 C1eH22 007154-80-5 72
4 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 64
5 Oxalic acid, 2-ethylhexyl ethyl ... 230 C12H2204 1000309-38-4 64

Abundance Scan 1840 (13.038 min): VY006261.D\data.ms (-1836) (- m/z 71.10 100.00%
3.1

43. 711
5000
113.1 T 1
A 02 .10
Ot el 33822071 4306 98.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33082: Decane, 4-methyl-
430 710
5000 —— :
13.00
m/z 57.10 71.55%
‘ ‘ 112.0
O%L\S\.‘O\M\\ \\“1“\1‘}\“”\\\‘\\!‘\’\\\\’\]\-\5\6‘.\0\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22097: Octane, 3,3-dimethyl-
71.0
T
13.00
5000 43.0 ITI/Z 41.10 50.83%
‘ 113.0
o‘1‘5;9»“wnh"MwJm‘Hl‘,m‘,w_ww_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22125: Heptane, 3,3,5-trimethyl- —— ‘
71.0 13.00
m/z 70.10 43.36%
5000 43.0
113.0
P R M
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00

82Y092821S.M Mon Oct 04 18:12:50 2021

Page:

10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY100121\
Data File : VY006261.D

Acqg On : 01 Oct 2021 15:20
Operator : SY/MD

Sample : M4035-01

Misc : 5.57G/5ML/MSVOA_Y/SOIL

ALS vial : 12  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 Cyclodecene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.745 13.24 ug/l 162394 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclodecene 138 C10H18 003618-12-0 64
2 Spiro[4.5]decane 138 C10H18 000176-63-6 52
3 Bicyclo[2.2.1]heptane, 1,3,3-tri... 138 C10H18 006248-88-0 52
4 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 50
5 2,6-Dimethylbicyclo[3.2.1]octane 138 C10H18 1000215-28-2 49

Abundance Scan 1956 (13.745 min): VY006261.D\data.ms (-1951) (-  m/z 55.10 100.00%
55.1

81.1
138.2
109.2
5000
1350  14.00
i | 166.3 ' YWY
0! Al m/z 67.10  94.40%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19387: Cyclodecene
67.0
41.0
5000 95.0 — —
13.50 14.00
138.0 m/z 41.10  93.52%
N o leo |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19395: Spiro[4.5]decane
67.0 96.0
P e
138.0 13.50 14.00
5000 41.0 m/z 81.10 77 .98%
0! ‘H‘H“HH“HH‘HH“ WM
miz--> 20 40 60 80 100 120 140 160 180
Abundance #19514: Bicyclo[2.2.1]heptane, 1,3,3-trimethyl- —— ——
95.0 13.50 14.00
m/z 95.10 76.37%
5000 55.0
123.0
27.0 77 ‘
o! R e AR —r —
m/z--> 20 40 60 80 100 120 140 160 180 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY100121\
Data File : VY006261.D

Acqg On : 01 Oct 2021 15:20

Operator : SY/MD

Sample : M4035-01

Misc : 5.57G/5ML/MSVOA_Y/SOIL

ALS vial : 12  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 9 Adamantane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.129 8.72 ug/l 106869 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Adamantane 136 C10H16 000281-23-2 93
2 3-Cyclohexen-1-0l, 5-methylene-6... 150 C10H140 054274-41-8 41
3 1,4-Benzenediamine, 2,3-dimethyl- 136 C8H12N2 005306-96-7 38
4 3,5,7-Trimethyl-1,2(4H)-diazepine 136 C8H12N2 088829-73-6 35
5 Bicyclo[2.2.1]heptane, 2,2-dimet... 136 C1OH16 000497-32-5 35

Abundance Scan 2019 (14.129 min): VY006261.D\data.ms (-2014) (- m/z 136.15 100.00%

136.2
79.1
5000
41.1 J\
107.1 L
166.2 14.00 14.50
0 ol e 28820 s 79,10 55.09%
miz--> 20 40 60 80 100 120 140 160
Abundance #18013: Adamantane
136.0
5000 — =
93.0 14.00 14.50
180 67.0 m/z 93.10 46.63%
O‘“““‘H“\‘M“‘H‘}“ \‘\‘}\\“\\\“\\\\‘\\\\
miz--> 80 100 120 140 160
Abundance #27680. 3—Cyc|ohexen—1—ol, 5-methylene-6-(1-methylethe
79.0
135.0
P —
14.00 14.50
5000 41.0 107.0 ITI/Z 80.05 35.90%
0 MH!WMMHH
miz--> 20 40 60 80 100 120 140 160
Abundance #18653: 1,4-Benzenediamine, 2,3-dimethyl- — —5
136.0 14.00 14.50
m/z 41.10 33.16%
5000
94.0 118.0
40 )
N S T2 N N R N E— e e
m/z--> 20 60 80 100 120 140 160 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY100121\
Data File : VY006261.D

Acqg On : 01 Oct 2021 15:20
Operator : SY/MD

Sample : M4035-01

Misc : 5.57G/5ML/MSVOA_Y/SOIL

ALS vial : 12  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 N-(3-Hydroxy-2,6-dimethyl-4... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.282 17.60 ug/l 215748 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N-(3-Hydroxy-2,6-dimethyl-4-pyri... 300 C18H24N202 1000260-99-3 80
2 Phosphonic dichloride, 1-adamantyl- 252 C10H15C120P 1000294-15-7 80
3 Tricyclo[3.3.1.1(3,7)]decane, 2-... 214 C1@H15Br 007314-85-4 80
4 1-n-butyladamantane 192 C14H24 014449-41-3 80
5 1-Iodoadamantane 262 C10H15I 000768-93-4 80
Abundance Scan 2044 (14.282 min): VY006261.D\data.ms (-2034) (-~ m/z 135.00 100.00%
135.0
5000 J\
93.1
DL
41.1 ‘ 14.00 14.50
ol by | 662 2071 2810 .. 93,19  30.48%
miz--> 50 100 150 200 250 300
Abundance #199772: N-(3-Hydroxy-2,6-dimethyl-4-pyridyl)-1-adamar
135.0
5000
14 00 14 50
79.0 m/z 79.10  20.58%
41.0 ‘
O T T T h‘ “‘\ ‘\ ‘\ \“ \ T T ‘f ‘ \‘].\8\0.\0‘ T T T T ‘ T 2\8\2.\0[ T
miz--> 50 100 150 200 250 300
Abundance #137276: Phosphonic dichloride, 1-adamantyl-
135.0
— —
14.00 14.50
5000 m/z 136.05 12.13%
79.0
41.0
- M‘ “ | 167.0 2110 2520
miz--> 150 200 250 300 j\
Abundance #91471.Tncydo[.3HL1(&7ﬂdecane,24womo— ey
135.0 14.00 14.50
m/z 150.20 11.99%
5000
67.0 h
oH“m“““‘#a”“‘_““2‘16;0”_‘”_ OV VA V1PN
mlz--> 100 150 200 250 300 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY100121\
Data File : VY006261.D

Acqg On : 01 Oct 2021 15:20
Operator : SY/MD

Sample : M4035-01

Misc : 5.57G/5ML/MSVOA_Y/SOIL

ALS Vvial : 12  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|
unknownl12.002 12.002 8.1 wug/l 92271 3 11.496 570523 50.0
Octane, 2,3-dim... 12.233 12.1 ug/l 138033 3 11.496 570523 50.0
Cyclohexane, 1-... 12.319 8.3 ug/l 95220 3 11.496 570523 50.0
2-Octene, 2,6-d... 12.648 20.4 ug/l 250008 4 13.428 613038 50.0
unknownl12.733 12.733 15.1 ug/l 184996 4 13.428 613038 50.0
Cyclohexane, 1,... 12.812 14.4 ug/l 176809 4 13.428 613038 50.0
Decane, 4-methyl- 13.038 21.4 ug/l 262705 4 13.428 613038 50.0
Cyclodecene 13.745 13.2 ug/l 162394 4 13.428 613038 50.0
Adamantane 14.129 8.7 wug/l 106869 4 13.428 613038 50.0
N-(3-Hydroxy-2,... 14.282 17.6 ug/l 215748 4 13.428 613038 50.0
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