LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY111124\
Data File : VY020249.D

Acq On : 11 Nov 2024 15:35
Operator : SY/MD

Sample : P4768-07

Misc : 5.30g/5.0mL/MSVOA_Y/SOIL/A

ALS Vial : 13 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\82Y103024S.M

Title : SW846 8260

Signal : TIC: VY020249.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 7.634 960 970 976 rBV 181790 443637 6.33% 1.799%
2 7.707 976 982 993 rVB 262603 611510 8.73% 2.480%
3 8.061 1030 1040 1053 rBvV 176743 413483 5.90% 1.677%
4 8.616 1122 1131 1142 rBV 492411 967547 13.81% 3.924%
5 10.103 1367 1375 1391 rBV 903475 1721803 24.57% 6.982%
6 10.298 1398 1407 1415 rVB 96680 183665 2.62% 0.745%
7 10.445 1426 1431 1438 rVB2 95032 172955 2.47% 0.701%
8 10.542 1438 1447 1453 rBvV2 80450 163170 2.33% 0.662%
9 10.731 1473 1478 1483 rVB 106918 168291 2.40% 0.682%
10 10.829 1483 1494 1499 rBvV2 53303 127997 1.83% 0.519%
11 10.896 1499 1505 1512 rVwV 177465 385190 5.50% 1.562%
12 10.963 1512 1516 1520 rVvV 145586 235354 3.36% 0.954%
13 11.018 1520 1525 1531 rVwV 245610 452520 6.46% 1.835%
14 11.127 1537 1543 1548 rBv4 111399 217254 3.10% 0.881%
15 11.213 1548 1557 1567 rVB3 603509 1478133 21.09% 5.994%

16 11.310 1567 1573 1578 rBV 382697 606240  8.65%
17 11.414 1584 1590 1596 rBV 754094 1203980 17.18%
18 11.518 1600 1607 1611 rBV 681420 1155437 16.49%
19 11.548 1611 1612 1616 rVV 247234 277370 3.96%
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20 11.627 1616 1625 1635 rVV2 2951780 7007844 100.00% 28.418%
21 11.707 1635 1638 1643 rVB 213919 325677 4.65% 1.321%
22 11.950 1667 1678 1686 rBV2 1021992 2149864 30.68% 8.718%
23 12.048 1690 1694 1698 rVB 128675 160668 2.29% ©.652%
24 12,127 1703 1707 1710 rBV4 79135 124990 1.78% 0.507%
25 12.170 1710 1714 1718 rVB3 128396 210885 3.01% ©.855%

26 12.341 1739 1742 1744 rW 90138 119407 1.70%
27 12.408 1748 1753 1757 rVWV 525265 827628 11.81%
28 12.572 1776 1780 1786 rVBS5 67674 126655 1.81%
29 12.651 1786 1793 1797 rBVS5 53925 116508 1.66%
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30 12.731 1797 1806 1811 rVV2 480607 816870 11.66% 313%
31 12.786 1811 1815 1820 rVB4 61876 104228 1.49% 0.423%
32 12.932 1833 1839 1841 rVV3 34617 78764 1.12% 0.319%
33 12.962 1841 1844 1851 rVB 133313 202931 2.90% 0.823%
34 13.237 1881 1889 1894 rBV5 68673 178290 2.54% ©.723%
35 13.346 1900 1907 1916 rVV 612020 989872 14.13% 4.014%
36 13.670 1954 1960 1965 rBV3 78709 132829 1.90% ©.539%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY111124\
Data File : VY020249.D

Acq On : 11 Nov 2024 15:35
Operator : SY/MD

Sample : P4768-07

Misc : 5.30g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 13 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\82Y103024S.M
Title : SW846 8260

Sum of corrected areas: 24659446
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY111124\
Data File : VY020249.D

Acqg On : 11 Nov 2024 15:35
Operator : SY/MD

Sample : P4768-07

Misc : 5.30g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 13 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y103024S.M
Quant Title : SW846 8260

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

Abundance TIC: VY020249.D\data.ms
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Abundance TIC: VY020249.D\data.ms
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Abundance TIC: VY020249.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY111124\
Data File : VY020249.D

Acqg On : 11 Nov 2024 15:35
Operator : SY/MD

Sample : P4768-07

Misc : 5.30g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 13 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y103024S.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 1 Cyclohexane, 1,3,5-trimethy... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.896 16.00 ug/1 385190 Chlorobenzene-d5 11.414
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 97
2 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 95
3 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 83
4 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 83
5 Cyclooctane, (1-methylpropyl)- 168 C12H24 016538-89-9 64

Abundance Scan 1505 (10.896 min): VY020249.D\data.ms (-1499) (- m/z 69.10 100.00%

69.1 111.1
5000 41.1
P Y
]j 10.50 11.00
Ol b 38802070 s 111,65 85.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13306: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha
690 1110
5000 . /\ :
410 10.50 11.00
m/z 55.10 55.39%
L1 R O T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69.0 111.0 j\
‘ T T ‘ T
10.50 11.00
5000 m/z 41.10 39.06%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z-->
Abundance #13297: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta. A‘ ‘
m/z 126.15 20.91%
i ‘ A j\
\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\ T T ‘

m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY111124\
Data File : VY020249.D

Acqg On : 11 Nov 2024 15:35

Operator : SY/MD

Sample : P4768-07

Misc : 5.30g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 13 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y103024S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 2 Cyclohexane, ethyl-

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
10.963 9.77 ug/l 235354  Chlorobenzene-d5 11.414
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 86
2 trans-3,4-Dimethyl-2-hexene 112 C8H16 019550-82-4 53
3 trans-4,4-Dimethyl-2-hexene 112 C8H16 019550-83-5 53
4 2-Hexene, 2,4-dimethyl- 112 C8H16 014255-23-3 50

5 Oxalic

acid, dicyclohexyl ester 254 C14H2204

1000309-30-9 50

Abundance Scan 1516 (10.963 min): VY020249.D\data.ms (-1512) (- | m/z 83.10 100.00%
83.1
5000
41.1 ﬂNm
1121 T L
‘ ‘ ‘ ’ 11.00
Ot et e 2052 28L iz 55010 58.17%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #7537: Cyclohexane, ethyl-
83.0
5000 L T
41.0 11.00
112.0 m/z 82.10 46.14%
0\u‘Nuw\Nww\ﬂuw\uwu\wu\wuu‘uuw\uwu\wuw\uw\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
55.0
\\#/\"‘\
11.00
5000 m/z 41.10 31.16%
\H‘\H\‘H\\‘HH‘\H\‘\H\‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘H
m/z-->
Abundance #7622: trans-4,4-Dimethyl-2-hexene ‘
m/z 112.10 17.98%
A/\J\m
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY111124\
Data File : VY020249.D

Acqg On : 11 Nov 2024 15:35

Operator : SY/MD

Sample : P4768-07

Misc : 5.30g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 13 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y103024S.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 3 Cyclohexane, 1,1,3-trimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.018 18.79 ug/1 452520  Chlorobenzene-d5 11.414
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 94
2 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 64
3 Cyclohexane, 1-ethyl-2,4-dimethyl- 140 C10H20 061142-69-6 64
4 Cyclohexane, 1 5 126 C9H18 001839-63-0 64
5 Cyclohexane, 1 5 . 126 C9H18 001795-26-2 64

Abundance Scan 1525 (11.018 min): VY020249.D\data.ms (-1520) (- | m/z 111.05 100.00%
111.1
69.1
5000 411 /\J\k
‘ 11.00 |
8%‘;.0 126.2 :
[ ‘M L N‘J‘u g bl T m/z 69.10  80.39%
miz--> 20 40 60 80 100 120 140
Abundance #13263: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
5000 41.0 e ‘
11.00
m/z 55.10 47 .75%
o150 | | so o
m/z--> 20 40 60 80 100 120 140
Abundance
69.0 111.0
T I
11.00
5000 41.0 m/z 41.10 40.02%
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z-->
Abundance #20758: Cyclohexane, 1-ethyl-2,4-dimethyl- ‘ I
m/z 56.10 25.97%
Il \‘\\ ) Y P ‘ MM
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY111124\
Data File : VY020249.D

Acqg On : 11 Nov 2024 15:35
Operator : SY/MD

Sample : P4768-07

Misc : 5.30g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 13 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y103024S.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 4 Heptane, 2,3-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.127 9.02 ug/1 217254  Chlorobenzene-d5 11.414
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 58
2 Piperidine 85 C5H11N 000110-89-4 49
3 Octane, 4-methyl- 128 C9H20 002216-34-4 47
4 Nonane, 4-ethyl-5-methyl- 170 C12H26 001632-71-9 45
5 Hexane, 3-ethyl- 114 C8H18 000619-99-8 43

Abundance Scan 1543 (11.127 min): VY020249.D\data.ms (-1537) (- m/z 43.05 100.00%

43.0
84.1
5000
70.0
H m 1261 11.00 11.50
0wme‘w‘m‘mwH‘Hmwmwwwuwumw m/z 84.10 55.68%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14553: Heptane, 2,3-dimethyl-
43.0
5000 s sL S
84.0 11.00 11.50
m/z 41.05 47.10%

o

27.0 57.0
\‘\ H\ J H 99.0 113.0 128.0
““““ R e A ERARs
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
84.0
T ‘ T

11.00 11.50
5000 m/z 55.10 41.14%

%

m/z-->
Abundance #14529: Octane, 4-methyl- I T
m/z 85.10 33.42%
A\ J
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY111124\
Data File : VY020249.D

Acqg On : 11 Nov 2024 15:35
Operator : SY/MD

Sample : P4768-07

Misc : 5.30g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 13 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y103024S.M
Quant Title : SW846 8260

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

5k 5k 3 5k ok 3 5k 5k 5k 3k 5k ok 5 5k 5k 3 3k 5k %k 3k 5k 5k 5k 5k 5k 3k 5k 5k ok 3k 5k 5k 3k 3k 5k 5k 5k 5k ok 5k 5k 5k 5k 3k 5k ok 3k 5k ok 5k 5k 5k %k 5k ok ok 5k 5k ok %k %k >k ok k kK Kk k
Peak Number 5 Cyclohexane, 1,2,4-trimethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
11.213  61.39 ug/l 1478130  Chlorobenzene-d5 11.414
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, 1,2,4-trimethyl- 126 CO9H18 002234-75-5 64
2 2-Acetylcyclopentanone 126 C7H1002 001670-46-8 58
3 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 55
4 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 50
5 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 001678-81-5 46

Abundance Scan 1557 (11.213 min): VY020249.D\data.ms (-1548) (-  m/z 43.10 100.00%
43.1
69.1
1111
- J\A
fal 126.1 A e S
H 11.00 11.50
oHwwwwww‘:”w‘sww‘:MHW‘WJ‘HW‘w m/z 41.16  74.22%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13256: Cyclohexane, 1,2,4-trimethyl-
55.0 69.0
111.0
41.0
5000 R =
126.0 11.00 11.50
84.0 m/z 69.10 73.06%
0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
43.0
T ‘ T T ‘ T
111.0 11.00 11.50
5000 m/z 111.10 65.43%
H\‘HH‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH
m/z-->
Abundance #13298: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,/ ] [
m/z 55.10 62.99%
‘\‘ \H | |
H\‘HH‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY111124\
Data File : VY020249.D

Acqg On : 11 Nov 2024 15:35

Operator : SY/MD

Sample : P4768-07

Misc : 5.30g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 13 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y103024S.M
Quant Title : SW846 8260

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

5k 5k 3 5k ok 3 5k 5k 5k 3k 5k ok 5 5k 5k 3 3k 5k %k 3k 5k 5k 5k 5k 5k 3k 5k 5k ok 3k 5k 5k 3k 3k 5k 5k 5k 5k ok 5k 5k 5k 5k 3k 5k ok 3k 5k ok 5k 5k 5k %k 5k ok ok 5k 5k ok %k %k >k ok k kK Kk k
Peak Number 6 Octane, 3-methyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.310 25.18 ug/1 606240 Chlorobenzene-d5 11.414
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octane, 3-methyl- 128 C9H20 002216-33-3 91
2 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 64
3 Heptane, 4-(1-methylethyl)- 142 C10H22 052896-87-4 59
4 Undecane, 6-methyl- 170 C12H26 017302-33-9 53
5 Heptane, 3-ethyl- 128 C9H20 015869-80-4 50

Abundance Scan 1573 (11.310 min): VY020249.D\data.ms (-1567) (- m/z 57.05 100.00%
57.0
o J JX
98.1 T Tl
‘ 128.2 11.00 11.50
bl L2282 2070 s 4110 33.22%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14528: Octane, 3-methyl-
57.0
5000 = =
11.00 11.50
m/z 43.10 28.79%
29.0 98.0
\‘ \‘\ \‘\ I | 128.0
ot
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
11.00 11.50
5000 m/z 56.10 25.51%
\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\
m/z-->
Abundance #22132: Heptane, 4-(1-methylethyl)- ‘ i
m/z 98.10 16.84%
/‘\\/\/\/\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY111124\
Data File : VY020249.D

Acqg On : 11 Nov 2024 15:35
Operator : SY/MD

Sample : P4768-07

Misc : 5.30g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 13 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y103024S.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 7 1-Ethyl-4-methylcyclohexane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.707 13.53 ug/l 325677 Chlorobenzene-d5 11.414
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 80
2 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 80
3 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 78
4 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 72
5 cis-1-Ethyl-3-methyl-cyclohexane 126 C9H18 019489-10-2 72

Abundance Scan 1638 (11.707 min): VY020249.D\data.ms (-1635) (- m/z 97.10 100.00%

551 Ot
5000 k
126.1
11 50 12 00
Ol b A L2070 s 55 10 83.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13239: 1-Ethyl-4-methylcyclohexane
55.0 97.0
5000
11 50 12 00
126.0 m/z 96.05  29.45%
0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
97.0
55.0
T ‘ T T ‘ T
11.50 12.00
5000 m/z 41.10 20.30%

TTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT TTTT
m/z-->
Abundance #13285: Cyclohexane, 1-ethyl-4-methyl-, cis-

m/z 126.10  19.48%

L, M\

m/z-->

82Y103024S.M Tue Nov 12 17:52:48 2024 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY111124\
Data File : VY020249.D

Acqg On : 11 Nov 2024 15:35
Operator : SY/MD

Sample : P4768-07

Misc : 5.30g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 13 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y103024S.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 8 Decane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.731 41.26 ug/1 816870 1,4-Dichlorobenzene-d4 13.347
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decane 142 C10H22 000124-18-5 91
2 Nonane 128 C9H20 000111-84-2 72
3 Oxirane, [(dodecyloxy)methyl]- 242 (C15H3002 002461-18-9 72
4 Carbonic acid, decyl prop-1l-en-2... 242 C14H2603 1000382-90-5 64
5 Undecane 156 C11H24 001120-21-4 59
Abundance Scan 1806 (12.731 min): VY020249.D\data.ms (-1797) (-t  m/z 57.10 100.00%
57.1
5000
85.1
=y 4
12.50 13.00
1112 1422
onUsH 1738 2069  n/z 43.10 97.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22066: Decane
57.0
85.0 : :
29.0 m/z 41.85 60.40%
L im0 w20
O e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
T ‘ T T ‘ T
12.50 13.00
5000 m/z 55.10 44.76%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ LI
m/z-->
Abundance #126240: Oxirane, [(dodecyloxy)methyl]- ‘
m/z 71.05 39.67%
‘\M‘\‘\‘\HHHHHHHHH MNM\W
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY111124\
Data File : VY020249.D

Acqg On : 11 Nov 2024 15:35
Operator : SY/MD

Sample : P4768-07

Misc : 5.30g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 13 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y103024S.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 9 Decane, 4-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.962 10.25 ug/1 202931 1,4-Dichlorobenzene-d4 13.347
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 93
2 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 81
3 Octane, 3,3-dimethyl- 142 C1OH22 004110-44-5 78
4 Heptane, 3,3,5-trimethyl- 142 C1eH22 007154-80-5 64
5 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 53
Abundance Scan 1844 (12.962 min): VY020249.D\data.ms (-1841) (- m/z 43.10 100.00%
43.1 711
5000
113.1 R
‘ ‘ 96.1 H 156.1 13.00
) S - sl bl 18831501 71 10 97.32%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33089: Decane, 4-methyl-
43.0
71.0
5000 L/\‘ T
13.00
0y
112.0 m/z 57.10 76.77%
o O mo s
m/z--> 20 40 60 80 100 120 140 160
Abundance
43.0
71.0 .
13.00
5000 m/z 41.10 53.93%
\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\
m/z-->
Abundance #22097: Octane, 3,3-dimethyl- I
m/z 70.10 41.23%
M J\J\/\/\J\M/\k
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY111124\
Data File : VY020249.D

Acqg On : 11 Nov 2024 15:35
Operator : SY/MD

Sample : P4768-07

Misc : 5.30g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 13 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y103024S.M
Quant Title : SW846 8260

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

5k 5k 3 5k ok 3 5k 5k 5k 3k 5k ok 5 5k 5k 3 3k 5k %k 3k 5k 5k 5k 5k 5k 3k 5k 5k ok 3k 5k 5k 3k 3k 5k 5k 5k 5k ok 5k 5k 5k 5k 3k 5k ok 3k 5k ok 5k 5k 5k %k 5k ok ok 5k 5k ok %k %k >k ok k kK Kk k
Peak Number 10 Cyclohexane, (2-methylpropyl)- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.237 9.01 ug/1 178290 1,4-Dichlorobenzene-d4 13.347
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, (2-methylpropyl)- 140 C1leH20 001678-98-4 90
2 Cyclohexane, butyl- 140 C1leH20 001678-93-9 87
3 Cyclohexane, ethyl- 112 C8H16 001678-91-7 83
4 Cyclohexane, pentyl- 154 C11H22 004292-92-6 72
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 49

Abundance Scan 1889 (13.237 min): VY020249.D\data.ms (-1881) (- m/z 83.10 100.00%

55.1 831
5000

— —
1122 14‘0'2 Lors 1300 1350
0’ B ARl m/z 55.10  95.47%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20732: Cyclohexane, (2-methylpropyl)- &XVVV\MNJVRNMVKNMf/M
55.0 83.0
5000 - —

13.00 13.50
m/z 82.05 60.76%

27.0 ‘ 140.0
wllzo VLN/\WAJAMWAAAJJM
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
83.0

T ‘ T T ‘ T
55.0 13.00 13.50

o

5000 m/z 41.10 47.19%
TTTT LU ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT TT T ‘ L ‘ TTTT TT T
m/z-->
Abundance #7532: Cyclohexane, ethyl- I

m/z 69.10 31.29%

m/z-->
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY111124\
Data File : VY020249.D

Acq On : 11 Nov 2024 15:35
Operator : SY/MD

Sample : P4768-07

Misc : 5.30g/5.0mL/MSVOA_Y/SOIL/A

ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y103024S.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,... 10.896 16.0 ug/l 385190 3 11.414 1203980 50.0
Cyclohexane, et... 10.963 9.8 wug/l 235354 3 11.414 1203980 50.0
Cyclohexane, 1,... 11.018 18.8 wug/l 452520 3 11.414 1203980 50.0
Heptane, 2,3-di... 11.127 9.0 wug/l 217254 3 11.414 1203980 50.0
Cyclohexane, 1,... 11.213 61.4 ug/l 1478130 3 11.414 1203980 50.0
Octane, 3-methyl-  11.310 25.2 ug/l 606240 3 11.414 1203980 50.0
1-Ethyl-4-methy... 11.707 13.5 wug/l 325677 3 11.414 1203980 50.0
Decane 12.731 41.3 wug/l 816870 4 13.347 989872 50.0
Decane, 4-methyl- 12.962 10.3 ug/l 202931 4 13.347 989872 50.0
Cyclohexane, (2... 13.237 9.0 ug/l 178290 4 13.347 989872 50.0
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