LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092024\
Data File : VY019648.D

Acqg On : 20 Sep 2024 16:10
Operator : SY/MD

Sample : P4103-01

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

ALS Vvial : 15 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\82Y090924S.M

Title : SW846 8260

Signal : TIC: VYQ19648.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 6.878 834 846 864 rBv2 38825 131256 1.05% 0.119%
2 7.628 959 969 975 rBV2 265157 638225 5.10% 0.581%
3 7.701 975 981 991 rVB 420709 961086 7.68% 0.875%
4 8.055 1026 1039 1051 rBV 247740 552452 4.42% 0.503%
5 8.609 1120 1130 1142 rBV 724636 1414847 11.31% 1.287%
6 10.103 1368 1375 1384 rBV 1120649 1895636 15.15% 1.725%
7 11.414 1582 1590 1600 rBV 1074429 1758717 14.06% 1.600%
8 11.609 1616 1622 1627 rBV3 64257 148978 1.19% 0.136%
9 11.664 1627 1631 1642 rVB5 86448 241688 1.93% 0.220%
10 11.926 1667 1674 1680 rBv4 171201 452202 3.61% 0.411%
11 12.048 1690 1694 1698 rVB 213336 309857 2.48% 0.282%
12 12.127 1698 1707 1709 rBV6 214360 464254 3.71% 0.422%
13 12.158 1709 1712 1717 rVV2 388954 630377 5.04% 0.574%
14 12.243 1717 1726 1729 rVVW7 148690 447526  3.58% 0.407%
15 12.298 1729 1735 1740 rVB6 160704 424372  3.39% 0.386%

16 12.401 1746 1752 1758 rVB2 901840 1620473 12.95%
17 12.493 1758 1767 1771 rBV9 278924 771026 6.16%
18 12.566 1774 1779 1786 rVB2 862649 1657395 13.25%
19 12.657 1786 1794 1799 rBV5 410170 1207756 9.65%
20 12.731 1799 1806 1810 rBV5 644612 1569206 12.54%

PRRPROR
U
o
o
R

21 12.871 1825 1829 1833 rVB4 449611 588576 4
22 12.914 1833 1836 1837 rBV 186174 228572 1
23 12.987 1844 1848 1854 rVB3 401525 643628 5.14%
24 13.054 1855 1859 1861 rBv2 288759 410647 3
25 13.090 1861 1865 1871 rBV5 600068 1182068 9

P OO
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00
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B

26 13.145 1871 1874 1876 rBV2 213239 264443 2.11%
27 13.218 1881 1886 1887 rVV3 634104 995429  7.96%
28 13.237 1887 1889 1893 rVV2 883863 1283423 10.26%
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=
o
I
R

29 13.273 1893 1895 1901 rVV6 364014 695354  5.56% 633%
30 13.340 1902 1906 1913 rVB2 716454 1376560 11.00% 253%
31 13.487 1926 1930 1933 rVV3 694306 996441 7.96% 0.907%
32 13.523 1934 1936 1940 rVB4 354555 453076 3.62% 0.412%
33 13.615 1946 1951 1952 rBv4 460319 757541 6.05% ©0.689%
34 13.663 1953 1959 1964 rVV3 3310561 6190116 49.47% 5.633%
35 13.718 1965 1968 1972 rVv4 582393 997600 7.97% ©.908%

36 13.779 1974 1978 1985 rVB6 1043731 2562233 20.48%  2.332%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092024\
Data File : VY019648.D

Acqg On : 20 Sep 2024 16:10
Operator : SY/MD

Sample : P4103-01

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

ALS Vvial : 15 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\82Y090924S.M
Title : SW846 8260
37 13.858 1985 1991 1993 rBV5 903465 1869787 14.94% 1.701%
38 13.962 2005 2008 2009 rBV3 374754 459353  3.67% 0.418%
39 13.993 2010 2013 2017 rVV3 903635 1219745 9.75% 1.110%
40 14.066 2017 2025 2030 rVV5 1582606 3726677 29.79%  3.391%
41 14.121 2030 2034 2038 rBV4 1051673 1553456 12.42% 1.414%
42 14.176 2038 2043 2051 rBv4 3805158 9743778 77.88% 8.866%
43 14.334 2066 2069 2073 rVB2 3431492 4554396 36.40% 4.144%
44 14.462 2087 2090 2093 rBV 1002430 1435640 11.47% 1.306%
45 14.535 2098 2102 2108 rBV7 1348841 3073399 24.56% 2.797%
46 14.602 2108 2113 2117 rVV 2187601 3578535 28.60% 3.256%
47 14.651 2117 2121 2127 rVB6 2047021 3562694 28.47%  3.242%
48 14.706 2127 2130 2131 rBV2 761057 870037 6.95% 0.792%
49 14.761 2136 2139 2142 rBV3 1519384 2212066 17.68% 2.013%
50 14.852 2151 2154 2158 rVB3 2406143 3729641 29.81% 3.394%
51 14.919 2159 2165 2168 rBV3 2078234 4694037 37.52% 4.271%
52 15.120 2194 2198 2204 rBV 8634032 12511778 100.00% 11.385%
53 15.181 2204 2208 2213 rBV6 2034122 3895745 31.14% 3.545%
54 15.346 2231 2235 2242 rBV6 1297848 3419605 27.33% 3.112%
55 16.047 2345 2350 2356 rVB 2658656 4593151 36.71% 4.180%

56 16.352 2396 2400 2407 rVB5 1224216 2268405 18.13%  2.064%

Sum of corrected areas: 109894961
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092024\
Data File : VY019648.D

Acqg On : 20 Sep 2024 16:10
Operator : SY/MD

Sample : P41e3-01

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

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090924S.M
Quant Title : SW846 8260

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

Abundance TIC: VY019648.D\data.ms
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Abundance TIC: VY019648.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092024\
Data File : VY019648.D

Acqg On : 20 Sep 2024 16:10
Operator : SY/MD

Sample : P41e3-01

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

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090924S.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 Naphthalene, decahydro-, tr... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.663 224.84 ug/l 6190120 1,4-Dichlorobenzene-d4 13.346
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 95
2 Naphthalene, decahydro- 138 C10H18 000091-17-8 94
3 Cyclohexane, 1-methyl-4-(1-methy... 138 C10H18 001124-25-0 70
4 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 68
5 2,6-Dimethylbicyclo[3.2.1]octane 138 C10H18 1000215-28-2 68

Abundance Scan 1959 (13.663 min): VY019648.D\data.ms (-1953) (- m/z 67.10 100.00%
7.1

67. 1382
411
95.1
5000

7 7
13.50 14.00

0 ol 18682 2073 ;138,15 83.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19466: Naphthalene, decahydro-, trans-
67.0 138.0
41.0 95.0
5000 L —
13.50 14.00

m/z 81.10 79.72%

15.0
0' \\‘\H\“\\‘\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19429: Naphthalene, decahydro-
67.0 138.0

96.0 — —
410 13.50 14.00

5000 m/z 41.10 75.70%

0 MJ\MAM\/
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #19553: Cyclohexane, 1-methyl-4-(1-methylethenyl)-, tra —— —
81.0 13.50 14.00

m/z 55.10  75.53%

55.0
5000
109.0 138.0

0 ol

‘ 7
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092024\
Data File : VY019648.D

Acqg On : 20 Sep 2024 16:10
Operator : SY/MD

Sample : P41e3-01

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

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090924S.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 Benzene, 1-(dodecyloxy)-2-n... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.066 135.36 ug/l 3726680 1,4-Dichlorobenzene-d4 13.346
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-(dodecyloxy)-2-nitro- 307 C18H29NO3 083027-71-8 86
2 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 83
3 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 74
4 Oxirane, [(dodecyloxy)methyl]- 242 C15H3002 002461-18-9 72
5 Oxalic acid, allyl octadecyl ester 382 C23H4204 1000309-24-5 64

Abundance Scan 2025 (14.066 min): VY019648.D\data.ms (-2017) (-] ' m/z 57.10 100.00%

57.1
5000
109.1
T \
L Y
ol Ww\hh‘“w‘“‘ ‘@821 S —— m/z 41.10  56.98%
miz--> 50 200 250 300
Abundance #208178.Benzene,1{dodecWoxyy2-mUo-
57.0
5000 T I
14.00
“ 139.0 m/z 55.10 54.38%
02‘61\‘0\‘\\ - \M\ m\h\ H‘\ ‘\M\‘ ‘\ ‘}8‘3"0’ N ?7‘2 ‘0‘3‘07‘(
miz--> 50 100 150 200 250 300
Abundance #126382: 1-Decanol, 2-hexyl-
0
P |

14.00
5000 m/z 71.10 48.58%
97.0
ok h“ “\ i H‘ \‘ \\‘h \‘h A h “ —— ‘22‘4"0‘ e
m/z--> 100 150 200 250 300
Abundance #161355: 1-Decanol, 2-octyl- T
57.0 14.00
m/z 43.10 47.62%
5000
97.0
Ozﬁb h‘%§29 0 —
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\VY092024\
Data File : VY019648.D

Acqg On : 20 Sep 2024 16:10
Operator : SY/MD

Sample : P41e3-01

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

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090924S.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-2-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.176 353.92 ug/1 9743780 1,4-Dichlorobenzene-d4 13.346
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 96
2 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 83
3 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 64
4 Decalin, anti-1-methyl-, cis- 152 C11H20 1000158-89-0 62
5 Pulegone 152 C10H160 000089-82-7 58

Abundance Scan 2043 (14.176 min): VY019648.D\data.ms (-2038) (- m/z 81.10 100.00%

81.1
41.1 152.2
5000

—
14.00 14.50
‘M‘Hmw m/z 55.10 87.19%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29507 Naphthalene, decahydro-2-methyl-
410 810 152.0

5000 — e
14.00 14.50

09.0 m/z 83.10  83.10%

1y
\’\\\\‘\\\\‘\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29490: trans-Decalin, 2-methyl-
81.0
P
410 152.0 14.00 14.50
5000 ITI/Z 95.10 80.83%
09.0
A
m/z--> 20 40 60 80 100120140160180200220240260280

o

o

0
Abundance #29497: 1-Methyldecahydronaphthalene P —
41.0 14.00 14.50
95.0 152.0 m/z 152.20  80.83%
- ,V\NAMJ\VJ\\J~NfA
230
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\VY092024\
Data File : VY019648.D

Acqg On : 20 Sep 2024 16:10
Operator : SY/MD

Sample : P41e3-01

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

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090924S.M
Quant Title : SW846 8260

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 4 1-Methyldecahydronaphthalene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.334 165.43 ug/1 4554400 1,4-Dichlorobenzene-d4 13.346
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 97
2 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 97
3 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 89
4 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10H160 000464-48-2 58
5 Decalin, anti-1-methyl-, cis- 152 C11H20 1000158-89-0 58

Abundance Scan 2069 (14.334 min): VY019648.D\data.ms (-2066) (- m/z 67.10 100.00%

67.1 95.1 152.2
5000
39,1
— —
| H‘ ‘23,2 ‘ 14.00 14.50
obee bl LA BTTTL | 1842 2205 2811 LT os 10 o3 aay
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29506: Naphthalene, decahydro-2-methyl-
41.0
980 152.0
5000 — ——
14.00 14.50
m/z 152.20  98.38%
23.0
O ‘ TTTT “\ T
m/z--> 20 40 60 80 100120140160 180200220240260280
Abundance #29497: 1-Methyldecahydronaphthalene
41.0
9.0 152.0 T T
14.00 14.50
5000 m/z 81.10 86.22%
0 2
m/z--> 20 40 60 80 100120140160 180200220240260280
Abundance #29490: trans-Decalin, 2-methyl- — —
81.0 14.00 14.50
m/z 82.10 82.52%
41.0 152.0
5000
FOQ .0
ol ‘W‘NWWMJ‘HMHW‘HWHH‘HHMHW‘HWHH‘H — —r
m/z--> 20 40 60 80 100120140160 180200220240260280 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092024\
Data File : VY019648.D

Acqg On : 20 Sep 2024 16:10
Operator : SY/MD

Sample : P41e3-01

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

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090924S.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 unknownl4.602 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.602 129.98 ug/l 3578540 1,4-Dichlorobenzene-d4 13.346
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-methyl-2-pentyl- 168 C12H24 054411-01-7 49
2 Cyclohexane, 1-methyl-3-pentyl- 168 C12H24 054411-02-8 49
3 Cyclohexane, 1l-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 46
4 Pyrollidine, 2,5-bis(imino)- 97 C4H7N3 000503-84-4 46
5 Oxalic acid, di(cyclohexylmethyl... 282 C16H2604 1000309-68-5 43

Abundance Scan 2113 (14.602 min): VY019648.D\data.ms (-2108) (- m/z 97.10 100.00%

97.1
55.1
5000

e
” “ ‘ 1{25.2 168.2 2o T
Ll ]l
T

el Al a | 1942 2508 ;55 1 68.17%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #43585: Cyclohexane, 1-methyl-2-pentyl-
55.0 97.0

5000

o

T
20.0 14.50 15.00
m/z 41.10 36.03%

168.0
0 \MMwh‘“‘”‘w;ﬁ%gleHw‘HwHH\H‘WH‘W‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #43586: Cyclohexane, 1-methyl-3-pentyl-

97.0
55.0

—
14.50 15.00
5000 m/z 96.10  31.94%

29.0
168.0
o A T - N S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #13287: Cyclohexane, 1-ethyl-4-methyl-, trans- ——
55.0 97.0 14.50 15.00

m/z 69.10  31.21%

5000
126.0
29.0

0‘_\1\”‘“\”\\\ ‘\‘L S ‘

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092024\
Data File : VY019648.D

Acqg On : 20 Sep 2024 16:10
Operator : SY/MD

Sample : P41e3-01

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

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090924S.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 1,4-Dimethyladamantane (iso... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.852 135.47 ug/1 3729640 1,4-Dichlorobenzene-d4 13.346
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Dimethyladamantane (isomer 1) 164 C12H20 1000460-67-0 60
2 Added stereo to name 164 C12H20 024145-89-9 60
3 Adamantane, 1,3-dimethyl- 164 C12H20 000702-79-4 60
4 1,4-Dimethyladamantane (isomer 2) 164 C12H20 1000460-67-1 53
5 1,3-Cyclohexadiene, 1,3,5,5,6,6-... 164 C12H20 1000150-39-4 49

Abundance Scan 2154 (14.852 min): VY019648.D\data.ms (-2151) (-] | m/z 149.15 100.00%
149.2
5000
93.1
41.1 — AN
182 ) 14.50 15.00
0! 823 e 28 mjz 93.10 37.07%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #39800: 1,4-Dimethyladamantane (isomer 1)
149.0
5000 — —
41.0 93.0 14.50 15.00
m/z 133.05 35.82%
O \H‘\H\\“‘\H“\’\“\‘H““H‘\H\‘HH‘HH‘\ ‘\\‘\H\’\\H‘\\H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #39761: Added stereo to name
149.0
= F
14.50 15.00
5000 m/z 69.10 29.77%
93.0
55.0
m/z--> 20 40 60 80 100120 140160180200220240260280
Abundance #39778: Adamantane, 1,3-dimethyl- — —
149.0 14.50 15.00
m/z 41.10 25.89%
5000 93.0
41.0 ‘
0‘H‘NHNHMMWJWNMMwuwu‘_Lwluw‘uwu‘wu‘wuu‘uuw‘ — —
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092024\
Data File : VY019648.D

Acqg On : 20 Sep 2024 16:10
Operator : SY/MD

Sample : P41e3-01

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

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090924S.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 unknownl4.919 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.919 170.50 ug/l 4694040 1,4-Dichlorobenzene-d4 13.346
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Added stereo to name 164 C12H20 024145-88-8 41
2 1-Methyl-1-hydroxymethyladamantane 180 C12H200 001200-78-8 38
3 Added stereo to name 164 C12H20 024145-89-9 35
4 3-Methyl-1-adamantanecarboxylic ... 194 C12H1802 1000504-38-9 27
5 Phenol, 4-(1,1-dimethylethyl)-2-... 164 C11H160 000098-27-1 22
Abundance Scan 2165 (14.919 min): VY019648.D\data.ms (-2159) (- m/z 149.20 100.00%
149.2
41.1 69.1
5000 111.1
==
182.3 15.00
C
0 220.2 2805 m/z 41.10  64.70%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #39760: Added stereo to name
149.0
5000 R
93.0 15.00
55.0 m/z 69.10 64.33%
O \H\“H‘\“\‘M‘H‘Hh\H“M\“UH‘HH‘H‘H’!‘H\‘\H\‘HH‘HH‘HH‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #54887: 1-Methyl-1-hydroxymethyladamantane
149.0
——
15.00
5000 93.0 m/z 145.05 63.19%
31.0 180.0
NN
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #39761: Added stereo to name —
149.0 15.00
m/z 43.10 56.77%
5000
93.0
‘ H 121.0 ‘
0“kuhwwjmﬂw‘uw‘uwHLWH‘WHH‘HH‘HHM‘HM‘HMH e
m/z--> 20 40 60 80 100120140160180200220240260280 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092024\
Data File : VY019648.D

Acqg On : 20 Sep 2024 16:10
Operator : SY/MD

Sample : P41e3-01

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

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090924S.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 Octane, 2,6-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.121 454.46 ug/1 12511800 1,4-Dichlorobenzene-d4 13.346
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 86
2 Tridecane, 7-methyl- 198 C14H30 026730-14-3 74
3 Sulfurous acid, 2-ethylhexyl tri... 376 C21H4403S 1000309-19-6 72
4 Carbonic acid, neopentyl 2-ethyl... 244 C14H2803 1000357-85-7 72
5 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 72
Abundance Scan 2198 (15.120 min): VY019648.D\data.ms (-2194) (|  m/z 57.10 100.00%
57.1
. L/NL
113.2 e =
‘ ‘ H 1451 1823 15.00 15.50
ob A L) L Al 1823 2811 u; 71,10 89.09%
miz-> 50 100 150 200 250
Abundance #22091: Octane, 2,6-dimethyl-
57.0
5000 M =
15.00 15.50
30 m/z 43.10 62.44%
27.0‘ 113.
O T T ‘\ U“ ‘\ w‘ \“\ ‘ \“ T \1-4\.3.‘0\ T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #74015: Tridecane, 7-methyl-
57.0
—— —
15.00 15.50
5000 m/z 41.10 37.19%
112.0
- “““hu Lo Llaez0 1830
miz--> 50 100 150 200 250
Abundance  #284592: Sulfurous acid, 2-ethylhexyl tridecyl ester —— ——
57.0 15.00 15.50
m/z 56.10 24.00%
5000
113.0
210 | | \‘ 183.0
O e —
m/z--> 50 100 150 200 250 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092024\
Data File : VY019648.D

Acqg On : 20 Sep 2024 16:10
Operator : SY/MD

Sample : P41e3-01

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

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090924S.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 unknownl15.181 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.181 141.50 ug/1 3895750 1,4-Dichlorobenzene-d4 13.346
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Dimethyladamantane (isomer 2) 164 C12H20 1000460-67-1 41
2 Added stereo to name 164 C12H20 024145-89-9 41
3 Added stereo to name 164 C12H20 024145-88-8 41
4 1,4-Dimethyladamantane (isomer 1) 164 C12H20 1000460-67-0 41
5 Adamantane, 1,3-dimethyl- 164 C12H20 000702-79-4 35
Abundance Scan 2208 (15.181 min): VY019648.D\data.ms (-2204) (| m/z 149.20 100.00%
149.2
57.1
5000 95.1
== —
‘12‘31 ‘ ‘h762 15.00 15.50
0 L JAT821983 57 10 65.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39801: 1,4-Dimethyladamantane (isomer 2)
149.0
41.0 93.0
5000 e —=
15.00 15.50
670 m/Z 71.10 45 .66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39761: Added stereo to name
149.0
T —
15.00 15.50
5000 m/z 95.10 45.48%
93.0
55.0
AN i
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39760: Added stereo to name —— —
149.0 15.00 15.50
m/z 41.10 43.57%
5000 93.0
55.0
‘ It ‘1210
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092024\
Data File : VY019648.D

Acqg On : 20 Sep 2024 16:10

Operator : SY/MD

Sample : P41e3-01

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

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090924S.M
: 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, 2,6,10-trimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
16.047 166.83 ug/l 4593150 1,4-Dichlorobenzene-d4 13.346
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Dodecane, 2,6,10-trimethyl-

212

2 Heptadecane, 2,6,10,15-tetramethyl- 296

C15H32
C21H44

003891-98-3 90
054833-48-6 80

3 Octane, 2-methyl- 128 C9H20 003221-61-2 74
4 Tetradecane, 4-methyl- 212 C15H32 025117-24-2 72
5 Decane, 3-methyl- 156 C11H24 013151-34-3 64

Abundance Scan 2350 (16.047 min): VY019648.D\data.ms (-2345) (- m/z 57.10 100.00%
57.1
97.1 127.2 ‘16}00‘ |
- d‘ﬂ “‘”u‘““‘ Lol 18322133 2811 . 7110 g0.89%
m/z--> 50 100 150 200 250
Abundance #90207: Dodecane, 2,6,10-trimethyl-
57.0
5000 — :
16.00
m/z 43.10 56.85%
27‘.0‘ ‘ 97.0 127.0 183.0
O\“\“\“H\H\“‘\M \H\“\ L —— \‘.\ AL B B e
m/z--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
T \
16.00
5000 ITI/Z 41.10 44 .47%
99.0
0 ‘\w H\ ll \‘ I \14\1'0 183.0 239.0 296.( W/\M
el S
m/iz--> 50 100 150 200 250
Abundance #14531: Octane, 2-methyl- T
43.0 16.00
m/z 85.10 40.10%
5000
L5
ol b byt As0 ——
miz--> 50 100 150 200 250 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092024\
Data File : VY019648.D

Acqg On : 20 Sep 2024 16:10
Operator : SY/MD

Sample : P41e3-01

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

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090924S .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|
Naphthalene, de... 13.663 224.8 ug/l 6190120 4 13.346 1376560 50.0
Benzene, 1-(dod... 14.066 135.4 ug/l 3726680 4 13.346 1376560 50.0
Naphthalene, de... 14.176 353.9 wug/l 9743780 4 13.346 1376560 50.0
1-Methyldecahyd... 14.334 165.4 ug/l 4554400 4 13.346 1376560 50.0
unknownl4.602 14.602 130.0 ug/l 3578540 4 13.346 1376560 50.0
1,4-Dimethylada... 14.852 135.5 ug/l 3729640 4 13.346 1376560 50.0
unknown14.919 14.919 170.5 ug/l 4694040 4 13.346 1376560 50.0
Octane, 2,6-dim... 15.121 454.5 wug/l 12511800 4 13.346 1376560 50.0
unknown15.181 15.181 141.5 ug/l 3895750 4 13.346 1376560 50.0

8 4 0

Dodecane, 2,6,1... 16.047 166. ug/l 4593150 13.346 1376560 50.
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