LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062824\
Data File : VY018732.D

Acqg On : 28 Jun 2024 16:37
Operator : SY/MD

Sample : P3115-14

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL/A

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\82Y061324S.M
Title : SW846 8260
Signal : TIC: VY@18732.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 7.710 956 966 971 rBv2 66236 155568 1.60% 0.557%
2 7.777 971 977 988 rVB 118533 262398 2.70% 0.940%
3 8.130 1024 1035 1045 rBV2 52657 123136 1.27% 0.441%
4 8.679 1117 1125 1136 rBV 164413 322109 3.31% 1.153%
5 10.173 1363 1370 1377 rBV 169634 289785 2.98% 1.038%
6 11.484 1577 1585 1595 rBV 79382 138802 1.43% 0.497%
7 11.703 1612 1621 1631 rBv4 41440 108192 1.11% 0.387%
8 12.642 1767 1775 1782 rVB4 41456 98799 1.02% 0.354%
9 12.727 1782 1789 1795 rBV7 47354 142792 1.47% 0.511%
10 12.800 1795 1801 1807 rVV 965555 1422980 14.63% 5.096%

11 12.855 1807 1810 1816 rVB4 62857 113594 1
12 12.947 1821 1825 1829 rBV3 80848 131379 1
13 13.002 1829 1834 1835 rBV2 97039 129096 1.33%
14 13.038 1835 1840 1846 rVB 776592 1110269 11.
15 13.105 1846 1851 1852 rBvV2 71307 101755 1
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R

16 13.166 1857 1861 1865 rBV 166345 262949  2.70%
17 13.221 1865 1870 1878 rVB2 296622 579888  5.96%
18 13.319 1878 1886 1889 rBV3 579147 1205466 12.39%

N W AN
w
iy
~N
R

19 13.361 1889 1893 1896 rVV2 544147 837855 8.61% 000%
20 13.398 1896 1899 1901 rVV 399237 560738 5.77% 008%
21 13.428 1901 1904 1908 rVV 673534 895656  9.21%  3.207%
22 13.501 1912 1916 1921 rVB2 497738 685693 7.05%  2.456%
23 13.562 1922 1926 1930 rBV3 228652 361231 3.71%  1.294%
24 13.672 1940 1944 1946 rBV3 140071 234855 2.41% 0.841%
25 13.751 1950 1957 1961 rBV 7622104 9725565 100.00% 34.828%
26 13.794 1961 1964 1967 rVB3 293115 416221 4.28% 1.491%
27 13.916 1980 1984 1989 rVB4 322786 499857 5.14%  1.790%
28 14.014 1997 2000 2004 rVB 295640 380302 3.91% 1.362%
29 14.075 2005 2010 2015 rBV3 355830 630784 6.49%  2.259%
30 14.142 2015 2021 2027 rBV6 180067 465922 4.79% 1.669%
31 14.190 2027 2029 2032 rBV3 77033 99285 1.02% ©.356%
32 14.257 2032 2040 2046 rBV8 566514 1494245 15.36% 5.351%
33 14.379 2055 2060 2063 rBV3 270131 445403 4.58% 1.595%
34 14.422 2063 2067 2070 rVB2 254458 380395 3.91% 1.362%
35 14.611 2090 2098 2102 rVB2 414895 683621 7.03% 2.448%

36 14.672 2103 2108 2114 rVv4 148605 398348 4.10% 1.427%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062824\
Data File : VY018732.D

Acqg On : 28 Jun 2024 16:37
Operator : SY/MD

Sample : P3115-14

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL/A

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\82Y061324S.M

Title : SW846 8260

37 14.727 2114 2117 2124 rVB3 166002 271299 2.79% 0.972%
38 14.873 2138 2141 2148 rVB3 130219 204943  2.11% 0.734%
39 14.940 2148 2152 2156 rVB2 139026 192889 1.98% 0.691%
40 15.001 2157 2162 2173 rBV3 385075 777883 8.00%  2.786%
41 15.276 2203 2207 2210 rBV2 79186 140300 1.44% 0.502%
42 16.470 2399 2403 2412 rVB5 122768 274085 2.82%  0.982%

43 16.757 2445 2450 2455 rVB5 82427 168165 1.73% 0.602%

Sum of corrected areas: 27924497
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062824\
Data File : VY@18732.D

Acqg On : 28 Jun 2024 16:37
Operator : SY/MD

Sample : P3115-14

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y061324S.M
Quant Title : SW846 8260

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

Abundance TIC: VY018732.D\data.ms
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Abundance TIC: VY018732.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062824\
Data File : VY@18732.D

Acqg On : 28 Jun 2024 16:37
Operator : SY/MD

Sample : P3115-14

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y061324S.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 Octane, 3,3-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.038 61.98 ug/l 1110276  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3,3-dimethyl- 142 C10H22 004110-44-5 83
2 Decane, 4-methyl- 156 C11H24 002847-72-5 83
3 Heptane, 3,3,5-trimethyl- 142 C1leH22 007154-80-5 72
4 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 59
5 Oxalic acid, isobutyl pentyl ester 216 C11H2004 1000309-37-0 59
Abundance Scan 1840 (13.038 min): VY018732.D\data.ms (-1835) (- m/z 71.10 100.00%
711
43.1
5000
113.2 =T
‘ ‘ 156.2 13.00
0brr bl 982 1352 1562 13 10 73 6ey
miz--> 20 40 60 80 100 120 140 160
Abundance #22097: Octane, 3,3-dimethyl-
71.0
5000 L :
43.0 13.00
113.0 m/z 57.10 63.60%
50 || )
O\\\\‘\‘\‘\\M\\\‘!“\\M\‘i‘\\\‘\\1‘\’\‘\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #33082: Decane, 4-methyl-
43.0 71.0
T \
13.00
5000 m/z 70.10 42.91%
H ‘ 112.0
15.0 156.0
0250 1L m!‘_‘www“H_‘!M,HHWH_
m/z--> 20 40 60 80 100 120 140 160
Abundance #22123: Heptane, 3,3,5-trimethyl- A ‘
71.0 13.00
m/z 41.10 35.37%
43.0
5000
113.0
P S N . Y
m/z--> 20 40 60 80 100 120 140 160 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062824\
Data File : VY@18732.D

Acqg On : 28 Jun 2024 16:37
Operator : SY/MD

Sample : P3115-14

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y061324S.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 Decane, 3-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.221  32.37 ug/1 579888 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 80
2 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 47
3 Nonane, 1-iodo- 254 C9H19I 004282-42-2 47
4 Sulfurous acid, nonyl 2-pentyl e... 278 C14H3003S 1010309-15-8 47
5 Ether, heptyl hexyl 200 C13H280 007289-40-9 43

Abundance Scan 1870 (13.221 min): VY018732.D\data.ms (-1865) (- m/z 57.10 100.00%
57.1

85.1
5000
127.1

‘ 156.2
0 Hw‘uﬂﬂu‘_M‘Jwip‘M_:H_‘w_‘uw‘u‘uu‘uu‘uu“ m/z 71.10  81.84%

m/z--> 20 40 60 80 100120140160 180 200220240
Abundance #33085: Decane, 3-methyl-
57.0

5000 P
29.0 85.0 13.00 13.50

m/z 85.10 60.84%

126.0
\\\‘\LHU}Hh“H‘M\“1‘\HH“\\H‘\HH\‘\1\5\\6‘.9\\‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #14552: Heptane, 2,6-dimethyl-
43.0

o

5000 ITI/Z 43.10 53.01%
71.0
113.0
0 H*MHH\“”M““*w*H!HJW*H*M*H\H*W*H*M*H\H*W*H*w
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #141248: Nonane, 1-iodo- = 7
43.0 71.0 13.00 13.50

m/z 41.10 46.63%

5000
127.0
15.0, H“ , 980 | 15501839 254.(

OF i e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062824\
Data File : VY@18732.D

Acqg On : 28 Jun 2024 16:37
Operator : SY/MD

Sample : P3115-14

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y061324S.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 Undecane, 2,9-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.502  38.28 ug/l 685693 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 91
2 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 59
3 Decane, 2,4,6-trimethyl- 184 C13H28 062108-27-4 50
4 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 50
5 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 47
Abundance Scan 1916 (13.501 min): VY018732.D\data.ms (-1912) (- m/z 57.10 100.00%
57.1
85.1
5000
126.2 An_, ‘
| H 156.2 13.50
bS8l 8080 L P mjz 71010 69.37%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33085: Decane, 3-methyl-
57.0
5000 M ‘ ‘
20.0 85.0 13.50
m/z 85.10 56.35%
126.0
0 \\\‘\‘i\\H}\\h“\\“}\“1‘\\\”“\\\\‘\‘\\\‘\}\5\6‘.0\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59059: Undecane, 2,9-dimethyl-
57.0
J\,\J\A_AA/\,/\J\
e
13.50
5000 m/z 43.10 51.06%
85.0
29.0
0 CEL I A TY,
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59079: Decane, 2,4,6-trimethyl- /kvﬁf~f”7kﬁwr ‘
43.0 13.50
m/z 41.10 44.43%
5000 71.0
127.
ST O e -1 IV
m/z--> 20 40 60 80 100 120 140 160 180 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062824\
Data File : VY@18732.D

Acqg On : 28 Jun 2024 16:37
Operator : SY/MD

Sample : P3115-14

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y061324S.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 Undecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.751 542.93 ug/1 9725570  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 94
2 Tetradecane 198 C14H30 000629-59-4 86
3 Hexadecane 226 C16H34 000544-76-3 64
4 Decane, 1-iodo- 268 C10H21I 002050-77-3 53
5 Ether, hexyl pentyl 172 C11H240 032357-83-8 52
Abundance Scan 1957 (13.751 min): VY018732.D\data.ms (-1950) (- m/z 57.10 100.00%
57.1
- . AAA,A
= =
“ ‘1131 15?2 13.50 14.00
O it R e SARBRRRS m/z 43.10 77 .00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33080: Undecane
57.0
5000 L
85.0 13.50 14.00
20.0 m/z 71.10 56.19%
‘ ‘ 113.0 156.0
O\\\‘\‘\\\‘\\\‘\‘\M\“!‘\\\H‘\\U\‘\‘\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74006: Tetradecane
57.0
AN SV
13.50 14.00
5000 m/z 41.10 43.44%
85.0
29.0
0 A 10,1410 1600 1950
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107217: Hexadecane T =
57.0 13.50 14.00
m/z 85.10 38.18%
5000
85.0
29.0
0 \‘ H | 11801410 169.0 2260 | AN
H"H‘w“H‘H“_‘H“H‘_“w‘u“u‘w“u‘u“_‘u ; ‘ P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00

82Y061324S.M Mon Jul 01 14:49:14 2024 Page: 7



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062824\
Data File : VY@18732.D

Acqg On : 28 Jun 2024 16:37
Operator : SY/MD

Sample : P3115-14

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y061324S.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 unknownl13.916 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.916  27.90 ug/l 499857 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1-ethyl-2-methyl-,... 112 C8H16 000930-89-2 35
2 Octane, 2-methyl- 128 C9H20 003221-61-2 35
3 2,6-Dimethyldecane 170 C12H26 013150-81-7 30
4 Dodecane, 5-cyclohexyl- 252 C18H36 013151-85-4 27
5 Caprolactam 113 C6H11NO 000105-60-2 22
Abundance Scan 1984 (13.916 min): VY018732.D\data.ms (-1980) (- m/z 43.10 100.00%
43.1 83.1
119.1
5000
154.1 s
H | ‘ 14.00
0 Ll L 3770 20710 8310 94.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7696: Cyclopentane, 1-ethyl-2-methyl-, cis-
558.0
83.0
5000 T
m/z 41.10 87.20%
‘ 112.0
0 H”‘\‘H\“\\!\‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14534: Octane, 2-methyl-
43.0 | 71.0
— =
14.00
5000 m/z 57.10 83.72%
113.0
0"H“Uuh1ku‘h“m“uud‘_1“_"w“‘w“u“‘u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45485: 2,6-Dimethyldecane
43.0 14.00
71.0 m/z 55.10 79.37%
5000
‘ 113.0
ol bl o [ 1400 w00 N
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\VY062824\
Data File : VY@18732.D

Acqg On : 28 Jun 2024 16:37

Operator : SY/MD

Sample : P3115-14

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y061324S.M
: SW846 8260

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Benzene, 1,3-diethyl-5-methyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.075 35.21 ug/l 630784  1,4-Dichlorobenzene-d4  13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl-5-methyl- 148 Cl1H16 002050-24-0 70

001595-16-0 58
062338-57-2 53

2 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16
3 1,4-Cyclohexadiene, 3-ethenyl-1,... 134 C1l0H14

4 Benzene, (1,1-dimethylpropyl)- 148 C1l1H16 002049-95-8 50
5 Propiophenone, 2'-methyl- 148 C10H120 002040-14-4 47
Abundance Scan 2010 (14.075 min): VY018732.D\data.ms (-2005) (- | m/z 119.10 100.00%
119.1
5000 1481
91.0
T
99 511 14.00
0 m_ml w“ M ‘Ww by e 1702 s 105,10 72.49%
miz--> 100 120 140 160
Abundance #26379.Benzene,LS«hemyL54nemyL
119.0
5000 L :
91.0 148.0 14.00
m/z 148.05 37.78%
39.0 65.0
20 b ‘H I
0 H\‘\M\‘\\H‘\MH‘i‘\H‘\N‘HM\M\‘H‘H‘HH
miz--> 20 60 80 100 120 140 160
Abundance #26403.Benzene,14neﬂwk4{14neﬂwuwopwy
119.0
T
14.00
5000 m/z 91.00 29.97%
91.0 148.0
40,850 ) |
YRR T PR VM 1 NS R
m/z--> 20 40 60 80 100 120 140 160
Abundance #17127: 1,4-Cyclohexadiene, 3-ethenyl-1,2-dimethyl- —— ‘
119.0 14.00
91.0
m/z 117.05 29.34%
5000
41.0
0 WWHHH“M ‘ Lﬂm }Huu_m_m M T
miz--> 100 120 140 160 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062824\
Data File : VY@18732.D

Acqg On : 28 Jun 2024 16:37
Operator : SY/MD

Sample : P3115-14

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y061324S.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 unknownl4.142 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.142  26.01 ug/l 465922  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 5-cyclohexyl- 252 C18H36 013151-85-4 49
2 Dodecane, 6-cyclohexyl- 252 C18H36 013151-86-5 46
3 Decane, 5-cyclohexyl- 224 C16H32 013151-76-3 46
4 Undecane, 5-cyclohexyl- 238 C17H34 013151-80-9 46

5 Pentadecafluorooctanoic acid, do... 582 C20H25F1502 1000406-04-2 45

Abundance Scan 2021 (14.142 min): VY018732.D\data.ms (-2015) (| | m/z 57.10 100.00%
1

83.1 109.1

5000

B

14.00 14.50

0" . m/z 55.10 87.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #138529: Dodecane, 5-cyclohexyl-
570 g30
5000 T =
14.00 14.50
m/z 41.10 77 .17%
29.0 111.0 168.0 /
‘ ‘ 139.0 ‘ 195.0
O\‘\HH"‘M\“\"\ ’H”U\’\L‘\H“’HU\‘H‘H‘\H“\‘HH‘\H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #138530: Dodecane, 6-cyclohexyl-
57.0
83.0 T ‘ T T ‘ T
14.00 14.50
5000 ITI/Z 83.10 71.93%

111.0
29.0 ‘ 168.0
0! N - S N
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance

#104602: Decane, 5-cyclohexyl- T
55.0 83.0 14.00 14.50

m/z 109.10  71.45%

111.0 140.0
167.0
) | 224.0

T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50

5000
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062824\
Data File : VY@18732.D

Acqg On : 28 Jun 2024 16:37
Operator : SY/MD

Sample : P3115-14

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y061324S.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 unknownl4.257 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.257 83.42 ug/l 1494250 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, pentyl- 154 C11H22 004292-92-6 43
2 (Z)-Hex-3-enyl (E)-2-methylbut-2... 182 C11H1802 067883-79-8 43
3 Cyclohexane, (1-methylbutyl)- 154 C11H22 061208-94-4 43
4 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 38
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 38
Abundance Scan 2040 (14.257 min): VY018732.D\data.ms (-2032) (- m/z 83.10 100.00%
83.1
55.1
152.2
5000
—— —
‘ ‘ | H 0‘5-01 , JJ | 14.00 1450
0brr ool M L L 287 UL 180.4 20691 g) o5 78.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31433: Cyclohexane, pentyl-
83.0
55.0
5000 — —
14.00 14.50
m/z 55.10 73.48%
29.0 ‘ 154.0
0 \\\‘\‘\‘\\““\\\“!“\‘}H\\“l\\\“J-\]\.:!"\c‘)\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #56635: (Z)-Hex-3-enyl (E)-2-methylbut-2-enoate
82.0
55.0 14.00 14.50
5000 m/z 152.20 64.83%
29.0
Olrrrpebrelh el b 21802870
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31456: Cyclohexane, (1-methylbutyl)- T — T
55.0 82.0 14.00 14.50
m/z 81.10 56.44%
5000
111.0
29.0 ‘ 154.0
0\\\‘\‘\‘\\“‘\\\“1“\\\‘N\\\“\\‘M‘HH‘H\‘\‘HH‘HH‘HH e e
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062824\
Data File : VY@18732.D

Acqg On : 28 Jun 2024 16:37
Operator : SY/MD

Sample : P3115-14

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y061324S.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 unknownl4.379 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.379  24.86 ug/l 445403  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 35
2 Benzene, 1,3-diethyl-5-methyl- 148 C11H16 002050-24-0 30
3 Benzoic acid, 2,4-dimethyl-, (2,... 268 C18H2002 055000-43-6 22
4 Benzene, 4-(chloromethyl)-1,2-di... 154 C9H11Cl 000102-46-5 20
5 Adamantane, 1,3-dimethyl- 164 C12H20 000702-79-4 20
Abundance Scan 2060 (14.379 min): VY018732.D\data.ms (-2055) (- m/z 119.10 100.00%
119.1149.2
5000 57.1
91.1
o P
‘ M H ‘ 14.00 14.50
0 Mwm“uu”“‘u‘mH“UMUM‘}“‘;u‘l%‘??'?wwwwwH m/z 149.15 91.02%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #26389: Benzene, (1,1-dimethylpropyl)-
119.0
91.0
5000 = s
14.00 14.50
m/z 57.10 52.86%
41.0 148.0
O H\‘\‘\‘\\“\\‘\‘\‘f‘\\IH[\\}\“\‘\\‘\‘l\H‘\‘\!H‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #26379: Benzene, 1,3-diethyl-5-methyl-
119.0
P R
14.00 14.50
5000 m/z 133.00 50.52%
91.0 148.0
39.0 ‘ ‘
o‘w‘WHMHW‘W‘WHWWWWMAHWHMWH‘WH‘WH‘WH‘WH‘WH‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158533: Benzoic acid, 2,4-dimethyl-, (2,4-dimethylpheny — —
119.0 14.00 14.50
m/z 148.05 46.46%
5000
77.0
0 L | 149.0178.0 268.C
P e e e o o
m/z--> 20 40 60 80 100120140160180200220240260 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062824\
Data File : VY@18732.D

Acqg On : 28 Jun 2024 16:37
Operator : SY/MD

Sample : P3115-14

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y061324S.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 Dodecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.611  38.16 ug/l 683621 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 95
2 Undecane 156 C11H24 001120-21-4 59
3 Hexadecane 226 C1l6H34 000544-76-3 58
4 Ether, hexyl pentyl 172 C11H240 032357-83-8 49
5 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 47

Abundance Scan 2098 (14.611 min): VY018732.D\data.ms (-2090) (- m/z 57.10 100.00%
57.

1
5000 85.1
119.1

—r— e
‘ h H 148.2 14.50 15.00
Ol bl g L 1801 2182 o 4319 81.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45478: Dodecane
57.0
5000 — =~
85.0 14.50 15.00

m/z 71.10 65.06%

29.0
[0 L) 1120 1410 1700
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33079: Undecane
57.0

—T
14.50 15.00

o

5000 85.0 m/z 41.10 48.097%
29.0
‘ ‘ H ‘ 113.0 156.0
0 ”‘Mh‘“}”wiw‘wk‘”W”U‘M“”\‘”lv“W‘”‘!”‘W“”
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107217: Hexadecane 7 7
57.0 14.50 15.00

m/z 85.10 41.03%

5000
85.0
29.0
0 ‘\‘ ‘\ ‘H H\ Il \\‘11530 1410 169.0 226.0

—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062824\
Data File : VY018732.D

Acqg On : 28 Jun 2024 16:37
Operator : SY/MD

Sample : P3115-14

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y061324S.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|
Octane, 3,3-dim... 13.038 62.0 ug/l 1110270 4 13.422 895656 50.0
Decane, 3-methyl- 13.221 32.4 ug/l 579888 4 13.422 895656 50.0
Undecane, 2,9-d... 13.502 38.3 ug/l 685693 4 13.422 895656 50.0
Undecane 13.751 542.9 ug/l 9725570 4 13.422 895656 50.0
unknown13.916 13.916 27.9 ug/l 499857 4 13.422 895656 50.0
Benzene, 1,3-di... 14.075 35.2 ug/l 630784 4 13.422 895656 50.0
unknownl14.142 14.142 26.0 ug/l 465922 4 13.422 895656 50.0
unknown14.257 14.257 83.4 wug/l 1494250 4 13.422 895656 50.0
unknown14.379 14.379 24.9 ug/l 445403 4 13.422 895656 50.0
Dodecane 14.611 38.2 ug/l 683621 4 13.422 895656 50.0
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