LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062521\
Data File : VY005226.D

Acqg On : 25 Jun 2021 14:54
Operator : SY/MD

Sample : M2859-02

Misc : 4.24G/5ML/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\82Y062221S.M

Title : SW846 8260

Signal : TIC: VY@05226.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 7.728 957 969 975 rBV2 180690 433964 8.30% 0.588%
2 7.801 975 981 995 rVB 287809 653218 12.50% 0.885%
3 8.149 1025 1038 1049 rBV 165168 371708 7.11% 0.503%
4 8.697 1119 1128 1139 rVB 467174 904201 17.30% 1.224%
5 10.185 1364 1372 1382 rBV 765468 1304542 24.96% 1.767%
6 11.301 1544 1555 1563 rVB6 26967 106281 2.03% 0.144%
7 11.380 1563 1568 1573 rBV 32771 54056 1.03% 0.073%
8 11.496 1579 1587 1596 rBV 682259 1116014 21.35% 1.511%
9 11.739 1622 1627 1631 rVV 46591 91566 1.75% 0.124%
10 12.008 1663 1671 1677 rBvV4 77856 193888 3.71% 0.263%
11 12.124 1686 1690 1694 rVB 83589 116030 2.22% 0.157%
12 12.203 1699 1703 1706 rVV4 83749 152374 2.91% 0.206%
13 12.239 1706 1709 1715 rVB3 108644 201617 3.86% 0.273%
14 12.380 1726 1732 1735 rBV6 56806 130605 2.50% 0.177%
15 12.416 1735 1738 1744 rVB2 97286 158607 3.03% 0.215%

16 12.483 1744 1749 1755 rBV2 580332 915576 17.52%
17 12.648 1771 1776 1783 rVB2 274336 484475 9.27%
18 12.733 1783 1790 1793 rBV6 113078 269781 5.16%
19 12.812 1797 1803 1807 rBV4 320630 571434 10.93%
20 12.953 1817 1826 1833 rBV5 222431 693622 13.27%

OO0
w
(o)}
%
R

21 13.044 1837 1841 1850 rVV2 403613 720854 13.79%
22 13.129 1852 1855 1859 rVB3 118418 172320  3.30%
23 13.166 1859 1861 1864 rBV2 69606 84981 1.63%
24 13.251 1872 1875 1879 rVB3 87901 108134 2.07%
25 13.318 1879 1886 1890 rBv4 395228 841819 16.10%

P OO0
Ay
=
Ul
R

26 13.367 1890 1894 1897 rBV4 200976 315844  6.04%
27 13.428 1897 1904 1913 rVB3 671782 1555994 29.77%
28 13.507 1913 1917 1920 rBV3 161726 248583  4.76%
29 13.568 1922 1927 1931 rBV3 449653 750059 14.35%
30 13.623 1932 1936 1939 rBV2 251515 366233 7.01%

ORrONO
w
w
~N
R

31 13.666 1939 1943 1950 rBV2 337119 626130 11.98%
32 13.751 1950 1957 1962 rBV3 1552455 2740249 52.42%
33 13.885 1975 1979 1982 rBV3 410326 627087 12.00%
34 13.916 1982 1984 1988 rVV 324475 368245 7.04%
35 13.971 1990 1993 1998 rVB 706818 1003516 19.20%

RPoOOoO WO
0
N
0
3R

36 14.081 2006 2011 2016 rBV3 818917 1350143 25.83%  1.828%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062521\
Data File : VY005226.D

Acqg On : 25 Jun 2021 14:54
Operator : SY/MD

Sample : M2859-02

Misc : 4.24G/5ML/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\82Y062221S.M
Title : SW846 8260
37 14.141 2016 2021 2028 rVB5 607578 1636403 31.30% 2.216%
38 14.257 2028 2040 2047 rBV9 1296344 5227351 100.00% 7.079%
39 14.385 2057 2061 2064 rBV3 1007538 1526229 29.20% 2.067%
40 14.422 2064 2067 2072 rVB 2421519 3474172 66.46% 4.705%
41 14.617 2095 2099 2103 rVB2 2671850 3455109 66.10% 4.679%
42 14.684 2104 2110 2114 rBV3 1479097 3476519 66.51% 4.708%
43 14.733 2114 2118 2124 rVB2 2146603 3384912 64.75% 4.584%
44 14.849 2133 2137 2140 rBV2 1449123 2415959 46.22% 3.272%
45 14.946 2149 2153 2156 rBV5 1132785 1548683 29.63% 2.097%
46 15.056 2166 2171 2175 rBV5 1316622 2679093 51.25% 3.628%
47 15.129 2179 2183 2191 rVB6 1796526 3776745 72.25% 5.114%
48 15.214 2193 2197 2204 rVB5 1809643 3072925 58.79% 4.161%
49 15.440 2230 2234 2242 rVB4 2000169 3418356 65.39% 4.629%
50 15.611 2257 2262 2268 rVB4 2047983 3847811 73.61% 5.211%
51 16.031 2325 2331 2341 rVB5 1067917 2639918 50.50% 3.575%
52 16.294 2370 2374 2380 rVB 1229062 2229587 42.65% 3.019%
53 16.489 2400 2406 2419 rVB3 1327741 3614078 69.14% 4.894%
54 16.598 2421 2424 2428 rBV3 181713 331644 6.34%  0.449%
55 16.769 2445 2452 2455 rBV2 597078 1286746 24.62% 1.742%

Sum of corrected areas: 73845990
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062521\

: VY005226.D

: 25 Jun 2021 14:54

: SY/MD

: M2859-02

: 4.24G/5ML/MSVOA_Y/SOIL

: 10 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062221S.M
: SW846 8260

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
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TIC: VY005226.D\data.ms
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TIC: VY005226.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062521\
Data File : VY005226.D

Acqg On : 25 Jun 2021 14:54
Operator : SY/MD

Sample : M2859-02

Misc : 4.24G/5ML/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062221S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 trans-Decalin, 2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.257 167.97 ug/1l 5227350 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 91
2 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 90
3 Cyclohexanone, 2-methyl-5-(1-met... 152 C1@H160 005948-04-9 64
4 Bicyclo[4.1.0]heptan-3-one, 4,7,... 152 C10OH160 004176-04-9 60
5 Cyclohexene, 1,2-dimethyl- 110 C8H14 001674-10-8 55

Abundance Scan 2040 (14.257 min): VY005226.D\data.ms (-2028) (- m/z 81.10 100.00%

81.1 152.1
41.1
5000
110.1 — —r
h H H . 14.00 14.50
0 ‘:‘u‘Hl"J“Hw_‘uwml‘%zu?wH_H‘,HH_??RH m/z 152.05  88.06%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25429: trans-Decalin, 2-methyl-
81.0
41.0 152.0
5000 == A
14.00 14.50
110.0 m/z 95.10 80.49%

H‘H\H\‘HH‘HH‘H AR BAAR AN AR RRARA AR

m/z--> 20 40 60 80 100120140160180200220240260280

e

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #25340: Cyclohexanone, 2-methyl-5-(1-methylethenyl)-, t
67.0 14.00 14.50

Abundance #25446: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
14.00 14.50
5000 m/z 55.10 74.62%
‘ 110.0
H\ h‘h | \h\ ul ‘ | ‘
P e

m/z 67.10 74.25%
5000 152.0
109.0
’49" — —
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\VY062521\
Data File : VY005226.D

Acqg On : 25 Jun 2021 14:54
Operator : SY/MD

Sample : M2859-02

Misc : 4.24G/5ML/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062221S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 cis-Decalin, 2-syn-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.422 111.64 ug/l 3474170 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 89
2 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 86
3 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 78
4 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10OH160 000464-48-2 60
5 Cyclohexanone, 5-methyl-2-(1-met... 152 C1@H160 015932-80-6 53

Abundance Scan 2067 (14.422 min): VY005226.D\data.ms (-2064) (- m/z 152.05 100.00%

95.1 152.1
67.1
5000
39,1 L
‘ ‘F 3.1 H 14.50
0 LT L 1842 2319 2810 ./; 9519 g6.90%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25433: cis-Decalin, 2-syn-methyl-
95.0
67.0
5000 T
152.0 14.50
390 m/z 67.10  79.16%
\‘M u\‘ ‘F ‘\ [
H‘\H ‘HH‘HH‘H\‘HH‘HH‘\H\‘HH‘HH‘HH‘H

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #25446: Naphthalene, decahydro-2-methyl-
41.0 810 152.0

N
w
o

—
14.50

5000 m/z 81.10 72.86%

TOQ.O
H\‘ MH\\ \M\\M h L

m/z--> 20 40 60 80 100120140160180200220240260280

&

Abundance #25429: trans-Decalin, 2-methyl- ——
81.0 14.50
m/z 82.10 70.92%
41.0 152.0
5000
09.0
——
m/z--> 20 40 60 80 100120140160180200220240260280 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062521\
Data File : VY005226.D

Acqg On : 25 Jun 2021 14:54
Operator : SY/MD

Sample : M2859-02

Misc : 4.24G/5ML/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062221S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 Dodecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.617 111.03 ug/l 3455110 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 95
2 Undecane 156 C11H24 001120-21-4 50
3 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 50
4 1-Todo-2-methylnonane 268 C1OH21I 1000101-47-9 50
5 Tetradecane 198 C14H30 000629-59-4 50
Abundance Scan 2099 (14.617 min): VY005226.D\data.ms (-2095) (-  m/z 57.10 100.00%
57.1
5000
119.1
— —
h H 170.2 14.50 15.00
ol b 89 il ST 2819 2810 L/ 431 67.91%
miz--> 50 100 150 200 250
Abundance #38317: Dodecane
57.0
5000 — ——
14.50 15.00
m/z 71.10  62.74%
27,0 98.0 170.0
T \“\ ‘\“‘H‘\ ‘!‘ \“‘\ H‘ \H\‘;I\.4\O"O\ 1 L B S B B B
m/z--> 50 100 150 200 250
Abundance #28424: Undecane
57.0
— —
14.50 15.00
5000 m/z 85.10 38.50%
AL 8o, e
IO 1 A R Il L
e e B T
mfz--> 50 100 150 200 250
Abundance #48894: Decane, 2,3,5-trimethyl- — —
57.0 14.50 15.00
m/z 119.10 35.05%
5000
141.0
27.0 99.0 ‘
‘N‘m““u‘!u‘w\H e IAVL =
mlz--> 50 100 150 200 250 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062521\
Data File : VY005226.D

Acqg On : 25 Jun 2021 14:54
Operator : SY/MD

Sample : M2859-02

Misc : 4.24G/5ML/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062221S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 Benzene, 1-methyl-4-(2-prop... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.684 111.71 ug/l 3476520 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(2-propenyl)- 132 C10H12 003333-13-9 53
2 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 38
3 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 38
4 Benzene, 2-ethenyl-1,3-dimethyl- 132 C1OH12 002039-90-9 38
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 38

Abundance Scan 2110 (14.684 min): VY005226.D\data.ms (-2104) (- m/z 117.10 100.00%
117.1

5000
55.1

.

L T
14.50 15.00

0 2161 n/z 119.10  90.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14090: Benzene, 1-methyl-4-(2-propenyl)-
117.0
5000 AV S
91.0 14.50 15.00
m/z 97.10 43.23%
27.0 >1.0
\\\‘\‘i'\\““\\“”\“‘\“\\H}‘H‘\\H\“h‘\\!“\‘U‘\‘\’\\\\‘\\\\‘\\\\‘\\\\’\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14091: Benzene, 1-methyl-2-(2-propenyl)-
117.0
P o
14.50 15.00
5000 ITI/Z 132.05 36.27%
91.0
390 65.0 ‘ ‘
S oy O T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14069: Benzene, (2-methyl-1-propenyl)- = ——
117.0 14.50 15.00

m/z 115.00 31.77%

5000

39.0 65.0 ‘
150, | | 4 Il

m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00

©
=
o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062521\
Data File : VY005226.D

Acqg On : 25 Jun 2021 14:54
Operator : SY/MD

Sample : M2859-02

Misc : 4.24G/5ML/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062221S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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, 2,6-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

14.733 108.77 ug/1l 3384910 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 83
2 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 60
3 Dodecane, 6-methyl- 184 C13H28 006044-71-9 55
4 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 46
5 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 45

Abundance Scan 2118 (14.733 min): VY005226.D\data.ms (-2114) (- m/z 57.10 100.00%
57.1

5000
119.1
151.1 T R
M | H ‘ 1842 ' 14.50 15.00
ol Mgl L 1842 2810 4y 7110 48.74%
miz--> 50 100 150 200 250
Abundance #48882: Undecane, 2,6-dimethyl-
57.0
5000 —r ——
14.50 15.00
m/z 43.10 35.70%
27.0 98.0
T T “\ ‘\“ ““\ w \“\ “’ \H T ]\_4\1‘0\ \].8\4\.0‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #48872: Undecane, 2,5-dimethyl-
57.0
—— —
14.50 15.00
5000 m/z 119.10 31.43%
27.0 112.0
M O P . -
miz--> 50 100 150 200 250
Abundance #48847: Dodecane, 6-methyl- T —
57.0 14.50 15.00
m/z 41.10 28.05%
- Mw
98.0
27.0
IO 400 aes0 I
mlz--> 50 100 150 200 250 14.50 15.00

82Y062221S.M Thu Jul 08 02:07:45 2021 Page: 8



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062521\
Data File : VY005226.D

Acqg On : 25 Jun 2021 14:54
Operator : SY/MD

Sample : M2859-02

Misc : 4.24G/5ML/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062221S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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, 2-butyl-1,1,3-... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.129 121.36 ug/l 3776750 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 2-butyl-1,1,3-trime... 182 C13H26 054676-39-0 64
2 Cyclopentane, 1-butyl-2-propyl- 168 C12H24 062199-50-2 46
3 5-Undecene, 6-methyl- 168 C12H24 083687-45-0 43
4 9-Octadecene, (E)- 252 C18H36 007206-25-9 30
5 5-Tridecene, (E)- 182 C13H26 023051-84-5 30

Abundance Scan 2183 (15.129 min): VY005226.D\data.ms (-2179) (- m/z 69.10 100.00%

6C
133.1
5000 97.1
182.2
e e
39.‘1 ‘ ‘ H ‘ ‘ \H 15.00 15.50
ww‘ﬂm‘w“H”‘m HMM b 23182800 /7 133,05 66.31%
miz--> 20 40 60 80 100120140160 180200220240 260280
Abundance #47298: Cyclohexane, 2-butyl-1,1,3-trimethyl-
69.0
29.0
5000 —— N
70 15.00 15.50
‘ ' 126.0 182.0 m/Z 55.10 61.26%
| h HM\ i \H\ h‘“ y L

m/z--> 20 40 60 80 100120140160180200220240260280

?

Abundance #36850: Cyclopentane, 1-butyl-2-propyl-
69.0
15.00 15.50
5000 ITI/Z 57.10 55.12%
111.
29.0 0
‘\‘ | ‘w n‘ J ‘ [140.0168.0
et e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #36778: 5-Undecene, 6-methyl- — —
55.0 15.00 15.50
m/z 56.10 51.73%
5000
97.0
168.0
200 | | w0 A
m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062521\
Data File : VY005226.D

Acqg On : 25 Jun 2021 14:54
Operator : SY/MD

Sample : M2859-02

Misc : 4.24G/5ML/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062221S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 Bacchotricuneatin c Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.214 98.74 ug/l 3072930 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 64
2 Tridecane, 7-methyl- 198 C14H30 026730-14-3 64
3 Sulfurous acid, 2-ethylhexyl hep... 432 C25H5203S 1000309-20-0 59
4 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 58
5 Nonane, 3-methyl- 142 C10H22 005911-04-6 53
Abundance Scan 2197 (15.214 min): VY005226.D\data.ms (-2193) (- m/z 57.10 100.00%
57.1
. MM
145.1 ‘ ‘
‘ ‘ ml“‘ ‘ 1822 15.00 15.50
ol L by 2822 23212660 m/z 71.10  89.78%
miz--> 50 100 150 200 250 300
Abundance #178298: Bacchotricuneatin ¢
19 1120
5000 —— o
15.00 15.50
m/z 43.10 46.35%
I, 2°H0 2450 342,
T 1T ‘ T T ’ L ‘ T T ’ L ‘ L ‘
miz--> 50 100 150 200 250 300
Abundance #59891: Tridecane, 7-methyl-
57.0
—— —
15.00 15.50
5000 m/z 56.10 27.27%
112.0
B Y S
miz--> 50 100 150 200 250 300
Abundance #222748: Sulfurous acid, 2-ethylhexyl heptadecyl ester —— ——
57.0 15.00 15.50
m/z 41.10 26.69%
w M
113.0
Ll asse o
m/z--> 50 100 150 200 250 300 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062521\
Data File : VY005226.D

Acqg On : 25 Jun 2021 14:54
Operator : SY/MD

Sample : M2859-02

Misc : 4.24G/5ML/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062221S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 Tridecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.440 109.85 ug/l 3418360 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 83
2 1-Undecene, 4-methyl- 168 C12H24 074630-39-0 38
3 Dodecane 170 C12H26 000112-40-3 35
4 3-Ethyl-3-methylheptane 142 C1OH22 017302-01-1 35
5 Tetradecane 198 C14H30 000629-59-4 30

Abundance Scan 2234 (15.440 min): VY005226.D\data.ms (-2230) (-  m/z 57.10 100.00%

57.1
125.1
5000
| 1550
5 180.2 .
| w“u‘”mﬁ“d“ H‘ww“ Loy 2102 2820 47 69,10 72.79%
m/z--> 50 100 150 200 250
Abundance #48834: Tridecane
57.0
5000 L
15.50
m/z 43.10 66.06%
27\"0\“ HH\ \‘\ I ‘H. I \\14;'0 184.0
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #36772: 1-Undecene, 4-methyl-
43.0
——
15.50
5000 ITI/Z 125.10 64 .88%
85.0
‘ 126.0
Al wes0
miz--> 50 100 150 200 250
Abundance #38317: Dodecane —
57.0 15.50
m/z 71.10 61.76%
5000
27.0 98.0 170.0
10 LU0 a0t N\
m/z--> 50 100 150 200 250 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062521\
Data File : VY005226.D

Acqg On : 25 Jun 2021 14:54
Operator : SY/MD

Sample : M2859-02

Misc : 4.24G/5ML/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062221S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 unknownl5.611 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.611 123.65 ug/l 3847810 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1-butyl-2-propyl- 168 C12H24 062199-50-2 38
2 Bicyclo[2.2.1]heptane-2,5-dione,... 166 C10H1402 004230-32-4 27
3 Cyclohexanone, 3,5-dimethyl- 126 C8H140 002320-30-1 22
4 Cyclohexanone, 3,5-dimethyl-, cis- 126 C8H140 007214-52-0 22
5 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C1@H160 015358-88-0 22

Abundance Scan 2262 (15.611 min): VY005226.D\data.ms (-2257) (- m/z 69.10 100.00%

69.1 165.2
5000 09.1
1962 — —
39{1 ‘ ‘H 15.50 16.00
pym— MM l M\ J w‘ ~2321 2828 /7 165.15  84.26%
miz--> 50 200 250
Abundance #36850.Cydopmﬂane,Lhqu2¢nopyL
69.0
5000 — =
15.50 16.00
290 111.0 m/z 95.10 67.98%
: ‘H‘ “ il ‘H \\‘\ \‘\ ;‘\ ‘\L‘ ; ‘1‘6?'(‘)‘ T
m/z--> 100 150 200 250
Abundance #34923: Blcycl0[22 1]heptane-2,5-dione, 1,7,7-trimethyl-
69.0 166.0
—— —
109.0 15.50 16.00
5000 ' m/z 55.10  62.78%
39.0
‘\ U“h‘u h‘ " I ‘\‘ S
miz--> 50 150 200 250
Abundance #11420.Cydohexanone,SE—dkneWwL T —
69.0 15.50 16.00
m/z 57.10 54.20%
5000
126.0
39.0 ‘ ‘
I O O A N e
miz--> 50 100 150 200 250 15.50 16.00

82Y062221S.M Thu Jul 08 02:07:48 2021 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062521\
Data File : VY005226.D

Acqg On : 25 Jun 2021 14:54
Operator : SY/MD

Sample : M2859-02

Misc : 4.24G/5ML/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062221S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 Naphthalene, 1-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.489 116.13 ug/l 3614080 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e0 000091-57-6 95
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 95
3 Benzocycloheptatriene 142 C11H1e 000264-09-5 70
4 1,4-Methanonaphthalene, 1,4-dihy... 142 Cl11H10 004453-90-1 68
5 1H-Indene, 1l-ethylidene- 142 C11H1e0 002471-83-2 47

Abundance Scan 2406 (16.489 min): VY005226.D\data.ms (-2400) (- m/z 142.05 100.00%

1491
5000
SN A WY AL W
510 “ ‘ 179.2 16.20 16.40 16.60
o S “uu‘”uu““M\“JM‘_‘!“Mm Jooh 2082601 41 00 91.97%
m/z-> 20 40 60 80 100120140160 180200 220240260280
Abundance #19233: Naphthalene, 2-methyl-
142.0
5000 TT o T T T T

16.20 16.40 16.60
m/z 115.10 42.01%

’H\\‘HHI?‘S“\ﬁ”\‘\\‘\\‘]-\]\.\\‘(\)\\\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #19232: Naphthalene, 1-methyl-
142.0
R R
16.20 16.40 16.60
5000 m/z 145.05  28.09%
270 00, 130
prrrr ittt e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #19231: Benzocycloheptatriene B B A
141.0 16.20 16.40 16.60
m/z 129.05 24.11%
5000
63.0
\‘Mu 113.0 |
It H I
prerrprrr e e e T T
m/z--> 20 40 60 80 100120140160180200220240260280 16.20 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062521\
Data File : VY005226.D

Acqg On : 25 Jun 2021 14:54
Operator : SY/MD

Sample : M2859-02

Misc : 4.24G/5ML/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062221S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
trans-Decalin, ... 14.257 168.0 ug/l 5227350 4 13.428 1555990 50.0
cis-Decalin, 2-... 14.422 111.6 wug/l 3474170 4 13.428 1555990 50.0
Dodecane 14.617 111.0 wug/l 3455110 4 13.428 1555990 50.0
Benzene, 1-meth... 14.684 111.7 ug/l 3476520 4 13.428 1555990 50.0
Undecane, 2,6-d... 14.733 108.8 ug/l 3384910 4 13.428 1555990 50.0
Cyclohexane, 2-... 15.129 121.4 wug/l 3776750 4 13.428 1555990 50.0
Bacchotricuneat... 15.214 98.7 wug/l 3072930 4 13.428 1555990 50.0
Tridecane 15.440 109.8 ug/l 3418360 4 13.428 1555990 50.0
unknownl15.611 15.611 123.7 ug/l 3847810 4 13.428 1555990 50.0
Naphthalene, 1-... 16.489 116.1 ug/l 3614080 4 13.428 1555990 50.0
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