LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110822\
Data File : VY@11358.D

Acqg On : 08 Nov 2022 13:44
Operator : KP/MD

Sample : N5479-02

Misc : 6.03g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 10 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\82Y110122S.M

Title : SW846 8260

Signal : TIC: VY@11358.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 7.710 957 966 972 rBv2 4872 11447 1.56% 0.143%
2 7.789 972 979 987 rVB2 8287 18834 2.56% 0.235%
3 8.137 1027 1036 1044 rBV2 8113 17659 2.40% 0.221%
4 8.685 1118 1126 1135 rVB 15820 31212 4.25% 0.390%
5 10.179 1364 1371 1382 rBV2 25868 47446  6.46%  ©.593%
6 10.795 1467 1472 1479 rBV3 4995 8882 1.21% 0.111%
7 10.904 1484 1490 1497 rVV2 4922 11131 1.51% 0.139%
8 11.087 1515 1520 1526 rBV2 9208 15981 2.18% ©0.200%
9 11.197 1533 1538 1542 rBV4 4605 8423 1.15% 0.105%
10 11.295 1549 1554 1563 rVB4 10619 24245 3.30% 0.303%
11 11.380 1563 1568 1571 rBV 7338 12100 1.65% ©.151%
12 11.490 1579 1586 1592 rBV 27561 47177 6.42% 0.590%
13 11.624 1604 1608 1612 rBV3 6844 10478 1.43% 0.131%
14 11.685 1612 1618 1621 rBV5S 8092 16194 2.20% 0.202%
15 11.733 1621 1626 1630 rBV3 14999 29168 3.97% 0.365%
16 11.776 1631 1633 1638 rVB2 13306 17482 2.38% 0.219%
17 11.837 1638 1643 1646 rBV3 5994 10352 1.41% 0.129%
18 11.892 1646 1652 1655 rBV6 4480 9276 1.26% 0.116%
19 11.929 1655 1658 1662 rVB2 9500 13647 1.86% 0.171%
20 12.002 1662 1670 1676 rBV3 47856 114519 15.59% 1.431%

21 12.057 1676 1679 1682 rBV2 8444 8589 1.17%
22 12.124 1685 1690 1694 rVB 68529 100249 13.64%
23 12.197 1694 1702 1705 rBV2 55858 117408 15.98%

OR KRR
IS
o
0
R

24 12.233 1705 1708 1713 rVB3 60359 101468 13.81% 268%
25 12.288 1713 1717 1718 rBV3 9183 12420 1.69% 155%
26 12.374 1725 1731 1735 rBV6 31409 68385 9.31% ©.855%
27 12.41@ 1735 1737 1743 rVB3 43514 62212 8.47% 0.778%
28 12.483 1743 1749 1753 rBV6 37234 64346 8.76%  0.804%
29 12.569 1753 1763 1768 rBV8 41185 122768 16.71%  1.535%
30 12.642 1771 1775 1782 rVB2 104298 194425 26.46%  2.430%

31 12.727 1782 1789 1793 rBV7 53529 133513 18.17%

1.
32 12.806 1795 1802 1807 rBV7 100154 260574 35.46%  3.257%
33 12.861 1808 1811 1815 rVB2 60332 88252 12.01% 1.103%
34 12.910 1815 1819 1821 rBV2 34906 47828 6.51% ©.598%
35 12.947 1821 1825 1829 rBv4 65977 86215 11.73% 1.078%
36 13.002 1829 1834 1836 rBv4 55021 98616 13.42% 1.233%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110822\
Data File : VY@11358.D

Acqg On : 08 Nov 2022 13:44
Operator : KP/MD

Sample : N5479-02

Misc : 6.03g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 10 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\82Y110122S.M
Title : SW846 8260
37 13.038 1836 1840 1847 rVB 227594 342283 46.59% 4.278%
38 13.166 1857 1861 1865 rBV2 93551 141112 19.21% 1.764%
39 13.221 1866 1870 1872 rBV 58999 82562 11.24% 1.032%
40 13.319 1883 1886 1889 rVB2 94311 113227 15.41% 1.415%
41 13.361 1889 1893 1896 rvv3 95424 132706 18.06% 1.659%
42 13.398 1896 1899 1903 rVB3 37362 43298 5.89% 0.541%
43 13.562 1922 1926 1929 rBV3 52912 87550 11.92% 1.094%
44 13.697 1941 1948 1949 rBV7 24168 53217 7.24% 0.665%
45 13.745 1950 1956 1961 rVV2 313422 600226 81.69% 7.503%
46 13.794 1961 1964 1968 rVV3 103658 200428 27.28% 2.505%
47 13.855 1970 1974 1979 rVV7 111961 282035 38.39% 3.525%
48 13.916 1979 1984 1989 rVV4 140253 395301 53.80% 4.941%
49 13.965 1989 1992 1997 rW 200971 349704 47.60% 4.371%
50 14.014 1997 2000 2005 rVB2 96971 138442 18.84% 1.730%
51 14.074 2005 2010 2015 rBV3 146865 232457 31.64% 2.906%
52 14.142 2015 2021 2026 rBV5 101149 199240 27.12% 2.490%
53 14.196 2026 2030 2032 rBV3 62967 96063 13.07% 1.201%
54 14.257 2035 2040 2055 rVB7 250232 734744 100.00% 9.184%
55 14.379 2056 2060 2063 rBvV4 53754 98273 13.38% 1.228%
56 14.416 2063 2066 2070 rVB3 149618 200298 27.26% 2.504%
57 14.611 2095 2098 2102 rBV5 54110 84553 11.51% 1.057%
58 14.678 2104 2109 2113 rVV5 144822 278359 37.89% 3.479%
59 14.727 2113 2117 2124 rVB2 243883 393651 53.58% 4.921%
60 14.800 2124 2129 2133 rBV6 47778 97187 13.23% 1.215%
61 14.940 2148 2152 2156 rVB3 86425 128777 17.53% 1.610%
62 15.117 2178 2181 2182 rBV2 21665 26157 3.56% 0.327%
63 15.141 2183 2185 2190 rVB2 73118 94688 12.89% 1.184%
64 15.208 2192 2196 2201 rVB2 98597 140415 19.11% 1.755%
65 15.276 2203 2207 2212 rVB7 27989 49097 6.68% 0.614%
66 15.440 2230 2234 2241 rBV9 13218 28990 3.95% 0.362%
67 15.599 2257 2260 2266 rVB4 37056 66677 9.07% 0.833%
68 16.147 2347 2350 2357 rVB4 10430 19973 2.72% 0.250%
69 16.470 2399 2403 2417 rVB4 8616 25550 3.48% 0.319%
Sum of corrected areas: 8000161
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110822\
Data File : VY@11358.D

Acqg On : 08 Nov 2022 13:44
Operator : KP/MD

Sample : N5479-02

Misc : 6.03g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y110122S.M
Quant Title : SW846 8260

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

Abundance TIC: VY011358.D\data.ms

350000
300000
250000
200000
150000
100000

50000

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

Time--> 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60
Abundance TIC: VY011358.D\data.ms

350000
300000
250000
200000
150000

100000

50000 10.179 11490, o

1 —T ‘ U

—— —T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VY011358.D\data.ms

13.745 14.257

350000 14.727

13.038
300000 13.965

250000 15.014.074
1 I
200000 1238 4389 ! 14
3.166 |
150000 12.806 || 18221 243 562
12642 i’“' l

100000 12.12£33 2 g 0 13.697

AT zam Al 7IA
12,002 /[ 2434568 127 |1
A

g3
b a2,
0P
B8P

14.940 15.208

50000

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ’ T T ‘ T T ‘ T T ‘ T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110822\
Data File : VY@11358.D

Acqg On : 08 Nov 2022 13:44
Operator : KP/MD

Sample : N5479-02

Misc : 6.03g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y110122S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 unknownl2.806 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.806 300.91 ug/l 260574  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-methyl-3-propyl- 140 C10H20 004291-80-9 49
2 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 49
3 Cyclohexane, 1l-ethyl-2-methyl- 126 CO9H18 003728-54-9 49
4 Sulfurous acid, cyclohexylmethyl... 360 C20H4003S 1000309-22-1 47
5 Sulfurous acid, cyclohexylmethyl... 374 C21H4203S 1000309-22-2 47
Abundance Scan 1802 (12.806 min): VY011358.D\data.ms (-1795) (- m/z 97.05 100.00%
55.1 97.0
5000
140.1 7 T
“ | | 12.50 13.00
) S el bbb 2972 myz 55.10 0 85.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20739: Cyclohexane, 1-methyl-3-propyl-
(=
550 97.0
5000 — ——
12.50 13.00
m/z 69.10 39.22%
29.0‘ | | 140.0
0\\\‘\‘\‘\\““\\\H‘\“\‘w\\‘h‘\\\\“\\\\‘\\\\}\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7618: Cyclohexane, 1,1-dimethyl-
97.0
55.0 — e
12.50 13.00
5000 m/z 41.10 39.09%
27.0
ouu_mu Hu““Jl“mH1“‘mww_ww_ww
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13267: Cyclohexane, 1-ethyl-2-methyl- — —
55.0 0 12.50 13.00
m/z 70.05 26.52%
5000
20 ‘ 126.0
o‘H"U‘“;”m‘u‘c‘:w‘m“‘Hw“Hwwm_m_m = —
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\VY110822\
Data File : VY@11358.D

Acqg On : 08 Nov 2022 13:44
Operator : KP/MD

Sample : N5479-02

Misc : 6.03g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y110122S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Nonane, 2,6-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.038 395.26 ug/l 342283 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 87
2 Decane, 4-methyl- 156 C11H24 002847-72-5 83
3 Tridecane, 4-methyl- 198 C14H30 026730-12-1 72
4 Heptane, 3,3,5-trimethyl- 142 C1eH22 007154-80-5 72
5 Octane, 3-ethyl- 142 C1eH22 005881-17-4 59
Abundance Scan 1840 (13.038 min): VY011358.D\data.ms (-1836) (- m/z 71.10 100.00%
711
43.1
5000
113.1 1
T T
obr bl e 1862wz 43.18 75.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33093: Nonane, 2,6-dimethyl-
43.0
71.0
5000 —— :
13.00
m/z 57.10 73.70%
113.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33090: Decane, 4-methyl-
43.0
71.0 - :
13.00
5000 m/z 70.10 41.03%
112.0
o‘2‘3"6”\“H‘!wmw‘uW‘1“_H‘_‘lrr’?;quwuu,‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74008: Tridecane, 4-methyl- T ‘
43.0 13.00
71.0 m/z 41.10 32.77%
- WKA
99.0 155.0
0 22'd126'019§'0 —
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110822\
Data File : VY@11358.D

Acqg On : 08 Nov 2022 13:44
Operator : KP/MD

Sample : N5479-02

Misc : 6.03g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y110122S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Naphthalene, decahydro- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

13.745 693.13 ug/1 600226 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro- 138 C10H18 000091-17-8 96
2 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 89
3 Spiro[4.5]decane 138 C1@H18 000176-63-6 81
4 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 74
5 1,1'-Bicyclopentyl 138 C10H18 001636-39-1 64

Abundance Scan 1956 (13.745 min): VY011358.D\data.ms (-1950) (- m/z 67.05 100.00%
1. 138.

67.0 38.1
96.0
41.1
5000

‘w | 119.0 ‘ 13'50 14.00
(‘)“ b = Ll

“‘thw“H“‘cM}§99 m/z 138.05  98.15%

o

A
‘ ‘
m/z--> 20 4 60 80 100 120 140 160
Abundance #19431: Naphthalene, decahydro-
67.0 96.0 138.0
5000 41.0
13.50 14.00
L m/z 96.85  76.51%
‘ 15.0
O ‘\H‘\\i”\\‘i“}‘\‘H'U‘\\‘H‘\\‘\H“\\\\‘\\\\“\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #19465: Naphthalene, decahydro-, trans-
67.0 138.0
96.0 Cr T
41.0 13.50 14.00
5000 ITI/Z 81.10 75.37%
okl b A ol dsso |
m/z--> 20 40 60 80 100 120 140 160
Abundance #19395: Spiro[4.5]decane T —
67.0 96.0 13.50 14.00

m/z 68.10  75.14%

138.0
‘\‘ ‘\ I ., “wu ‘ I ‘ ‘

\\\‘\\\\“\\\\‘\\\\‘\\\ \‘\ T
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110822\
Data File : VY@11358.D

Acqg On : 08 Nov 2022 13:44
Operator : KP/MD

Sample : N5479-02

Misc : 6.03g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y110122S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 unknownl13.855 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.855 325.69 ug/l 282035 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclooctane, methyl- 126 CSH18 001502-38-1 49
2 2H-Pyran-2-one, 3-ethyl-4-hydrox... 154 C8H1003 050607-35-7 35
3 Triallylvinylsilane 178 C11H18Si 017988-47-5 35
4 4,6-Diketo-1-heptanol 144 C7H1203 057245-94-0 27
5 2-Hexene, 4-ethyl-2,3-dimethyl- 140 C10H20 1000149-19-7 25
Abundance Scan 1974 (13.855 min): VY011358.D\data.ms (-1970) (- m/z 69.10 100.00%
69.1
43.1
111.1
5000
154.2
— —
93 H 13.50 14.00
0’ S m/z 43,10 69.82%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13195: Cyclooctane, methyl-
55.0
5000 111.0 L T
83.0 13.50 14.00
27.0 m/z 55.10 69.47%
O' ‘\\1“\\}\‘\‘\\\“\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160
Abundance #31902: 2H-Pyran-2-one, 3-ethyl-4-hydroxy-6-methyl-
43.0 g5.0 111.0
— —
154.0 13.50 14.00
5000 m/z 71.10 57.16%
O S .
m/z--> 20 40 60 80 100 120 140 160
Abundance #52783: Triallylvinylsilane — 1
111.0 13.50 14.00
m/z 111.10 54.93%
5000
43.0 71.0
|
0""HHWH““‘u“‘:u“:mwwuwmm‘mw”u — —
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110822\
Data File : VY@11358.D

Acqg On : 08 Nov 2022 13:44
Operator : KP/MD

Sample : N5479-02

Misc : 6.03g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y110122S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Bacchotricuneatin c Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.916 456.49 ug/l 395301 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 59
2 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 59
3 2-Methyltetracosane 352 C25H52 001560-78-7 47
4 Dichloroacetic acid, tetradecyl ... 324 C16H30C1202 083005-02-1 43
5 Undecane, 5-methyl- 170 C12H26 001632-70-8 43
Abundance Scan 1984 (13.916 min): VY011358.D\data.ms (-1979) (- m/z 57.10 100.00%
57.1
07.1 ——
‘ H ‘ 154.1 14.00
ob bl LA bl 2080 m/z 43.10  75.66%
miz-> 50 100 150 200 250 300
Abundance #250928: Bacchotricuneatin ¢
19 1120
5000 T
14.00
m/z 71.10 59.39%
0 ‘H\ u:wl-gw‘l(u) " 2450 342‘
T 1T ‘ T T ’ L ‘ T T ’ L ‘ L ‘
miz-> 50 100 150 200 250 300
Abundance #126384: 1-Decanol, 2-hexyl-
57.0
——
14.00
5000 m/z 55.10 47 .97%
7.0
DL s ez
miz--> 50 100 150 200 250 300
Abundance #262014: 2-Methyltetracosane ——
57.0 14.00
m/z 85.10 47.95%
5000
‘ 99.0
41.
ol L LUl 1410 1830 2250 2670 3090 .
m/z--> 50 100 150 200 250 300 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110822\
Data File : VY@11358.D

Acqg On : 08 Nov 2022 13:44
Operator : KP/MD

Sample : N5479-02

Misc : 6.03g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y110122S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 o-Cymene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.965 403.83 ug/l 349704 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 95
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 95
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 94
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 93
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 93
Abundance Scan 1992 (13.965 min): VY011358.D\data.ms (-1989) (- m/z 119.10 100.00%
119.1
5000 f
91.1
Lol e
Obrrrrrrfbesbotbbc b i), | 253210200 2670 134 65 29.69%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #16997: o-Cymene
119.0
5000 /\/\K/\\/\\/\\ ] T
14.00
91.0 m/z 91.10 16.89%
41.0 ‘ ‘
O\H‘\‘\Hm\\‘\\”“\‘H\‘”‘\\‘i‘\‘w\\NH\‘\‘HH‘\H\‘\H\’HH’HH’HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
—
14.00
5000 m/z 57.10 15.55%
91.0
51.0 ‘
0%§RMNHWNMNMM¢WMLHMH‘WHH_HWHH,HHVHWHH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)- —
119.0 14.00
m/z 69.10 15.44%
5000
91.0
410 L
Ol prerdprrbephrrr et e
m/z--> 20 40 60 80 100120140160180200220240260 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110822\
Data File : VY@11358.D

Acqg On : 08 Nov 2022 13:44
Operator : KP/MD

Sample : N5479-02

Misc : 6.03g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y110122S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Benzene, 2-butenyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.075 268.44 ug/l 232457 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-butenyl- 132 C10H12 001560-06-1 90
2 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 83
3 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 70
4 1-Methyl-2-phenylcyclopropane 132 C10H12 003145-76-4 55
5 1-Phenyl-1-butene 132 C1eH12 000824-90-8 55
Abundance Scan 2010 (14.074 min): VY011358.D\data.ms (-2005) (| m/z 117.85 100.00%
1171
5000
o L
148.1 T \
Lol L]
0 HwH‘“‘uu‘w‘!““:‘uhu”“w:M Al Ly 2702070 sy 119,10 91.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16114: Benzene, 2-butenyl-
11v.0
5000
91.0 14.00
390 65.0 m/z 105.05 44.65%
O \]-\5\‘0\‘}\\“\\‘”\“‘\‘\\w‘\1‘}\[‘u\\!’\‘U“f‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16168: Benzene, 1-methyl-2-(2-propenyl)-
117.0
T
14.00
5000 m/z 57.10 41.79%
91.0
39.0 65.0
SELT WY I I T 1
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16144: Benzene, (2-methyl-1-propenyl)- —— ‘
117.0 14.00
m/z 115.00 37.12%
5000 91.0
39.0 65.0
o‘1‘5“0“:”“H‘:w‘“!“uw_“:‘pwm!,‘U“‘_m_”wm‘_m Sy
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110822\
Data File : VY@11358.D

Acqg On : 08 Nov 2022 13:44
Operator : KP/MD

Sample : N5479-02

Misc : 6.03g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y110122S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Naphthalene, decahydro-2-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.257 848.47 ug/1 734744  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 91
2 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 78
3 Cyclopentylcyclohexane 152 C11H20 001606-08-2 49
4 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10H160 000464-48-2 46
5 Dodeca-1,6-dien-12-0l1, 6,10-dime... 210 C14H260 1000156-13-8 43

Abundance Scan 2040 (14.257 min): VY011358.D\data.ms (-2035) (- m/z 83.10 100.00%

83.1
55 152.2
5000
105.1
I

14.00 14.50

123.1
0 bl m/z 82.05  81.24%

1
‘ “\M
m/z--> 20 40 60 80 100 120 140 160
Abundance #29507: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0

5000 — =
14.00 14.50

109.0 m/z 81.10 70.07%

Ok 3 |\i“‘\\|hl\3\3\9\\‘\‘\‘HH
m/z--> 20 40 60 80 100 120 140 160
Abundance #29490: trans-Decalin, 2-methyl-
81.0

— —
55.0 1520 14.00 14.50
5000 ' m/z 55.10  66.35%
29.0 109.0
mlz--> 20 40 60 80 100 120 140 160
Abundance #29484: Cyclopentylcyclohexane T 7
82.0 14.00 14.50
55.0 m/z 152.20  65.98%
5000
152.0
27.0 109.0 ‘
0! 1mu““‘“‘H“lm_mw” s =
m/z--> 20 40 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\VY110822\
Data File : VY@11358.D

Acqg On : 08 Nov 2022 13:44
Operator : KP/MD

Sample : N5479-02

Misc : 6.03g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y110122S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 unknownl4.678 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.678 321.45 ug/l 278359 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 38
2 (E)-1-Phenyl-1-butene 132 C1eH12 001005-64-7 38
3 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 38
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C1OH12 001587-04-8 38
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 38

Abundance Scan 2109 (14.678 min): VY011358.D\data.ms (-2104) (- m/z 97.10 100.00%

97.1
117.1
55.1
5000

77. ‘H 14811682 14.50 15.00
0 by L m/z 117.10 74.66%
miz--> 20 40 60 80 100 120 140 160 180
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
5000 LY AN
14.50 15.00

m/z 55.10 66.04%
\H‘\

39.0 50 910
0 m‘“"“_M‘:u“1“”“”‘”_”‘““” e
miz--> 20 40 60 80 100 120 140 160 180
Abundance #16123: (E)-1-Phenyl-1-butene
117.0

— —
14.50 15.00

5000 m/z 119.10 48.34%
91.0
51.0
28.0 ‘
0 m‘m!"W‘mp““ww“_m‘w"J“uw‘m,‘m_m‘m
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16137: 1-Methyl-2-phenylcyclopropane T 7
117.0 14.50 15.00

m/z 69.10  31.82%

5000
91.0

51.0 ‘
20.0
2 ¥ Y N S| Y I —

T T
m/z--> 20 40 60 80 100 120 140 160 180 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110822\
Data File : VY@11358.D

Acqg On : 08 Nov 2022 13:44
Operator : KP/MD

Sample : N5479-02

Misc : 6.03g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y110122S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Undecane, 2,6-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.727 454.58 ug/1 393651 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 78
2 Dodecane, 6-methyl- 184 C13H28 006044-71-9 60
3 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 53
4 Carbonic acid, 2,2,2-trichloroet... 262 C8H13C1303 1000357-89-3 47
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 47

Abundance Scan 2117 (14.727 min): VY011358.D\data.ms (-2113) (- m/z 57.10 100.00%
1.1

5
5000
119.1

151.1
ol ‘HHM | H‘hm‘m\\, | L 1841 260.1

m/z--> 50 100 150 200 250
Abundance #59075: Undecane, 2,6-dimethyl-
57.0

5000 _—
14.50 15.00
27,0 m/z 43.10  37.90%
‘ I I

98.0
| ‘ U“H | i jpe8o 1690
mi/z--> 50 100 150 200 250
Abundance #59041: Dodecane, 6-methyl-
57.0

—
14.50 15.00

o

5000 m/z 41.10 27 .66%
98.0
27,0
ol ZOL L w00 ase0 /UWJ\AW
m/z--> 50 100 150 200 250
Abundance #59066: Undecane, 2,5-dimethyl- —— —
57.0 14.50 15.00

m/z 55.10  22.03%

- /\“AANJW/W\W
970 112.0
Ll

169.0
oL S L tee0

— —
miz--> 50 100 150 200 250 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110822\
Data File : VY@11358.D

Acqg On : 08 Nov 2022 13:44
Operator : KP/MD

Sample : N5479-02

Misc : 6.03g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y110122S.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|
unknownl12.806 12.806 300.9 ug/l 260574 4 13.422 43298 50.0
Nonane, 2,6-dim... 13.038 395.3 wug/l 342283 4 13.422 43298 50.0
Naphthalene, de... 13.745 693.1 ug/l 600226 4 13.422 43298 50.0
unknown13.855 13.855 325.7 wug/l 282035 4 13.422 43298 50.0
Bacchotricuneat... 13.916 456.5 wug/l 395301 4 13.422 43298 50.0
o-Cymene 13.965 403.8 ug/l 349704 4 13.422 43298 50.0
Benzene, 2-bute... 14.075 268.4 ug/l 232457 4 13.422 43298 50.0
Naphthalene, de... 14.257 848.5 wug/l 734744 4 13.422 43298 50.0
unknownl14.678 14.678 321.4 ug/l 278359 4 13.422 43298 50.0
Undecane, 2,6-d... 14.727 454.6 wug/l 393651 4 13.422 43298 50.0
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