LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071224\
Data File : VY018802.D

Acqg On : 12 Jul 2024 17:05
Operator : SY/MD

Sample : P3207-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 19 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\82Y070924S.M

Title : SW846 8260

Signal : TIC: VYQ18802.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  2.205 59 63 66 rBv3 3319 4693 1.26% 0.137%
2 3.942 341 348 354 rBV3 1834 4563 1.22% 0.133%
3 4.692 461 471 486 rBV3 23193 73469 19.66% 2.138%
4 4.936 501 511 512 rBV3 5542 10598 2.84% 0.308%
5 5.728 631 641 651 rBV6 4996 15550 4.16% 0.453%

6 6.972 832 845 856 rBvV2 7092 22880 6.12% ©
7 7.7186 956 966 971 rBV 58230 139110 37.23% 4
8 7.777 971 977 987 rVB2 93868 216001 57.80% 6.286%
9 8.130 1025 1035 1047 rBV 50696 113810 30.46% 3
8.685 1118 1126 1141 rVB 146406 293828 78.63% 8

11 10.173 1363 1370 1378 rBV 216201 373680 100.00% 10.874%

12 10.575 1430 1436 1442 rBV3 12920 22593 6.05% 0.657%
13 10.721 1454 1460 1465 rVB3 9750 17631 4.72% 0.513%
14 10.941 1488 1496 1501 rBV 4969 7128 1.91% ©0.207%
15 11.484 1578 1585 1596 rBV 197194 325358 87.07%  9.468%
16 12.331 1718 1724 1729 rVB4 17760 30669 8.21% ©0.893%
17 12.477 1742 1748 1755 rBvV2 144888 237948 63.68% 6.925%
18 12.739 1783 1791 1796 rVB7 2420 4593 1.23% 0.134%
19 12.806 1796 1802 1808 rBV9 4296 9160 2.45% 0.267%
20 13.002 1828 1834 1839 rBV3 8839 17118 4.58% 0.498%
21 13.117 1847 1853 1857 rBV7 2978 6969 1.86% ©.203%
22 13.178 1862 1863 1870 rVB5 4310 6272 1.68% 0.183%
23 13.245 1870 1874 1875 rBV3 3299 3738 1.00% 0.109%
24 13.422 1897 1903 1911 rVB 141814 225370 60.31% 6.559%
25 13.544 1921 1923 1931 rVB8 2488 5136 1.37% ©0.149%
26 13.611 1931 1934 1936 rBV4 3122 4560 1.22% 0.133%
27 13.648 1936 1940 1950 rVB1o 5704 14577 3.90%  0.424%
28 13.745 1950 1956 1959 rBV5 19299 33674 9.01% ©.980%
29 13.861 1969 1975 1981 rBV9 4347 12159 3.25% 0.354%
30 13.916 1981 1984 1986 rBv4 4568 6024 1.61% 0.175%
31 13.965 1987 1992 1997 rVB5 12108 22937 6.14% 0.667%
32 14.068 2007 2009 2013 rVB5 3363 4313 1.15% ©0.126%
33 14.123 2013 2018 2026 rBvV8 13629 30297 8.11% ©0.882%
34 14.203 2026 2031 2035 rBVS8 6800 15452  4.14% 0.450%
35 14.251 2035 2039 2042 rBV3 23965 43826 11.73% 1.275%
36 14.282 2042 2044 2050 rVv2 33023 54610 14.61% 1.589%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071224\
Data File : VY018802.D

Acqg On : 12 Jul 2024 17:05
Operator : SY/MD

Sample : P3207-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 19 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\82Y070924S.M
Title : SW846 8260
37 14.331 2050 2052 2056 rvB3 8981 11661 2.96% 0.322%
38 14.392 2056 2062 2064 rBV2 24142 46067 12.33% 1.341%
39 14.422 2064 2067 2070 rVV4 25444 38758 10.37% 1.128%
40 14.465 2070 2074 2080 rVB6 15251 33842 9.06% 0.985%
41 14.568 2089 2091 2093 rBV3 4965 5243 1.40% 0.153%
42 14.617 2097 2099 2102 rVB4 9723 9881 2.64% 0.288%
43 14.678 2103 2109 2114 rBV7 20961 56391 15.09% 1.641%
44 14.727 2114 2117 2122 rVB6 23850 35905 9.61% 1.045%
45 14.776 2123 2125 2128 rBv4 7046 10399 2.78% 0.303%
46 14.873 2134 2141 2145 rBv4 40783 71623 19.17% 2.084%
47 14.940 2148 2152 2157 rVB4 43541 66701 17.85% 1.941%
48 15.001 2157 2162 2164 rBV3 29429 51189 13.70%  1.490%
49 15.269 2201 2206 2210 rBV3 54167 108893 29.14%  3.169%
50 15.343 2215 2218 2219 rBV2 18256 22800 6.10% 0.664%
51 16.470 2399 2403 2416 rVB7 99922 246296 65.91% 7.167%

52 16.598 2420 2424 2438 rVB7 52394 190957 51.10% 5.557%

Sum of corrected areas: 3436300
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071224\
Data File : VY018802.D

Acqg On : 12 Jul 2024 17:05
Operator : SY/MD

Sample : P3207-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y070924S.M
Quant Title : SW846 8260

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

Abundance TIC: VY018802.D\data.ms

200000
150000
100000

50000

4.692
2.205 3.042 4.936 5.728

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

Time--> 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60
Abundance TIC: VY018802.D\data.ms

10.173
200000 11.484

150000 8.685

100000 7777

8.130

50000

6.972 10]?%.941 L

0L —r— —— —— —A
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50

Abundance TIC: VY018802.D\data.ms

— —
11.00 11.50

16.470
200000

6.598
150000 12.477 13.422

15.269
5.343

100000 14870

16.001

14.282 4 7
o 14.2% wma'
13.745 3 934, .g

3136168.068

12.331

121_2@3. Qa7 215%64 &

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071224\
Data File : VY018802.D

Acqg On : 12 Jul 2024 17:05
Operator : SY/MD

Sample : P3207-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y070924S.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 Bicyclo[4.1.0]heptan-3-one,... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.251 9.72 ug/l 43826 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[4.1.0]heptan-3-one, 4,7,... 152 C1@H160 004176-04-9 81
2 trans-4a-Methyl-decahydronaphtha... 152 C11H20 002547-27-5 76
3 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 74
4 Pulegone 152 C10H160 000089-82-7 60
5 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 60

Abundance Scan 2039 (14.251 min): VY018802.D\data.ms (-2035) (- m/z 67.10 100.00%

67.1 1523
5000 109.1

—
14.00 14.50
182.3 281.

— ‘ MLM I 2823 8L, 9515 94.55%

\“ ‘HH\“\H
miz--> 50 100 150 200 250
Abundance #29431: Bicyclo[4.1.0]heptan-3-one, 4,7,7-trimethyl-, [1R
81.0 152.0
41.0

5000 110.0

o

—
14.00 14.50
m/z 152.30  93.77%

O' \H“‘ H\‘ ‘\“ \“\ “ T T T T ‘ T T T T ’ T T T T
miz--> 50 100 150 200 250
Abundance #29513: trans-4a-Methyl-decahydronaphthalene

95.0 M
M‘\/'\A‘/‘v\ n

137.0 14.00 14.50
5000 550 ITI/Z 81.10 93.23%
ok, : ‘HL‘ \\H“ \L“ ‘M‘ ‘L i ‘\ : — —— WW
miz--> 50 100 150 200 250
Abundance #29507: Naphthalene, decahydro-2-methyl- e e
410 810 152.0 14.00 14.50

m/z 55.10 65.68%

5000
lfO
L

| “Hh |
0 R
miz--> 50 100 150 200 250 14.00 14.50
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@71224\
: VY018802.D

: 12 Jul 2024 17:05

: SY/MD

. P3207-01

: 5.01g/5.0mL/MSVOA_Y/SOIL/A

: 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y070924S.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 3-Adamantanecarboxylic acid... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.282 12.12 ug/l 54610 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 3-Adamantanecarboxylic acid, phe... 256 C17H2002 035856-79-2 50
2 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 46
3 Adamantane-1-carboxylic acid, (4... 304 C15H20N403 1000305-04-4 43
4 o-Anisic acid, dodec-9-ynyl ester 316 C20H2803 1000299-95-2 43
5 5-(4-Trifluormethylsulfonylpheny... 372 C17H19F3N202S 187338-96-1 42

Abundance Scan 2044 (14.282 min): VY018802.D\data.ms (-2042) (-] | m/z 135.20 100.00%
135.2
5000
93.1
——t —
41.1 14.00 14.50
o — Mu“‘ “w ‘ ‘1593 e m/z 93.10  31.67%
miz--> 50 100 150 200 250 300
Abundance #143619: 3-Adamantanecarboxylic acid, phenyl ester
135.0
5000 tachartly —
14.00 14.50
790 m/z 119.10  26.95%
39.0 ‘ ‘ ‘
O\ T “\ H ‘H‘ T H\ ‘h M “\ T \‘ T \‘]-\8\()\()‘ T T T \2‘56\.()\ T T ‘ T
miz--> 100 150 200 250 300
Abundance #27475: Phenol, p-tert-butyl-
135.0
M A sod
14.00 14.50
5000 m/z 136.20  19.99%
‘ 95.0
o4 ‘ ! ““ T
miz--> 50 100 150 200 250 300
Abundance #204129: Adamantane-1-carboxylic acid, (4-acetylaminof Cot ; M/\‘ M“’Wﬂw
43.0 135.0 14.00 14.50
m/z 79.10 16.54%
5000
79.0
o Al \‘ \\ Il 118202190 2620 304!
I e e ——
m/z--> 50 100 150 200 250 300 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071224\
Data File : VY018802.D

Acqg On : 12 Jul 2024 17:05
Operator : SY/MD

Sample : P3207-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y070924S.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 Adamantane, 1,3-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

14392 10.22 ug/1 46067  1,a-Dichlorobenzene-da  13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual

damantane, 1,3-dimethyl- 164 C12H20 000702-79-4 90
,4-Dimethyladamantane (isomer 2) 164 C12H20 1000460-67-1 87
,4-Dimethyladamantane (isomer 1) 164 C12H20 1000460-67-0 83
dded stereo to name 164 C12H20 024145-88-8 83
damantane, 1-isothiocyanato-3-m... 207 C12H17NS 136860-48-5 74

uuh wNnBR
3 SEEINE

Abundance Scan 2062 (14.392 min): VY018802.D\data.ms (-2056) (- m/z 149.15 100.00%

149.2
5000
93.1

T
14.00 14 50

o"w‘H‘“"H_"w‘Hw‘w‘m_Hw‘m_wm m/z 93.10  28.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39778: Adamantane, 1,3-dimethyl-
149.0
5000
93.0 14. 00 14 50

m/z 107.20  18.05%

41.0 -
\]-\5\‘0\‘\‘\\“‘\\\\‘\“\‘\\H“\\\\‘\‘\%\2‘1-\\0\\‘\\‘\\‘1\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39801: 1,4-Dimethyladamantane (isomer 2)
149.0

o

93.0 14. 00 l4 50
41.0 -
5000 ITI/Z 164.20 14.35%
67.0
121.0
0120 H”‘ u‘luw‘mw“u‘!m_m_m
m/z--> 20 40 60 80 lOO 120 140 160 180 200 MM\M
Abundance #39800: 1,4-Dimethyladamantane (isomer 1) ‘ ,
149.0 14. 00 l4 50
m/z 150.20 13.10%
5000
41.0 93.0
oﬁﬂwwmeMJ%memmwwww _‘AN\
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\VY071224\
Data File : VY018802.D

Acqg On : 12 Jul 2024 17:05
Operator : SY/MD

Sample : P3207-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y070924S.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 unknownl4.678 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.678 12.51 ug/1 56391 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis,trans-1,6-Dimethylspiro[4.5]... 166 C12H22 1000111-72-3 45
2 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 43
3 Cyclohexanol, 1-ethynyl- 124 C8H120 000078-27-3 38
4 cis,cis-1,6-Dimethylspiro[4.5]de... 166 C12H22 1000111-72-4 38
5 1H-Indene, 1-ethyloctahydro-7a-m... 166 C12H22 056324-71-1 38

Abundance Scan 2109 (14.678 min): VY018802.D\data.ms (-2103) (- m/z 119.05 100.00%
551 811 119.1

5000

152.2 T ‘ T T ‘ T
180.4 14.50 15.00

207.1
(o} m/z 81.10  86.24%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41579: cis,trans-1,6-Dimethylspiro[4.5]decane
93.0
166.0
67.0

%

5000 e ——
14.50 15.00
123.0 m/z 95.10 83.58%
O‘\\\\‘\\\\‘\!\\‘\\\‘\\\\“1\\\’\\‘\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29508: Naphthalene, decahydro-2-methyl-
55.0 95.0
—— —
152.0 14.50 15.00

5000 m/z 55.10  82.87%

lesﬂ
(o} _uw‘:m‘,m‘wmWm_m
miz--> 20 40 60 80 100 120 140 160 180 200

Abundance #12009: Cyclohexanol, 1-ethynyl- T T
81.0 14.50 15.00

m/z 67.10 62.30%

5000 39.0
109.0

0! “MMJH“‘H‘M‘H,‘H“‘H“‘H“H“ e —
miz-> 20 40 60 80 100 120 140 160 180 200 14.50 15.00

?
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071224\
Data File : VY018802.D

Acqg On : 12 Jul 2024 17:05
Operator : SY/MD

Sample : P3207-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y070924S.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 2-Methyladamantane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.873  15.89 ug/l 71623 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyladamantane 150 C11H18 000700-56-1 90
2 3,9-Epoxy-p-mentha-1,8(10)-diene 150 C10H140 1000111-14-8 76
3 Cyclohexene, 2-ethenyl-1,3,3-tri... 150 C11H18 005293-90-3 70
4 Y-Methylbicyclo(4.3.9)non-6-en-8... 150 C10H140 1000424-65-9 58
5 Ethanone, 1-(2-hydroxy-5-methylp... 150 C9H1002 001450-72-2 55
Abundance Scan 2141 (14.873 min): VY018802.D\data.ms (-2134) (| m/z 135.20 100.00%
135.2
5000 79.1 L
39.1 1072 - e
| ’79‘ H m ‘ 166.3 14.50 15.00
0 ‘H“}W‘ﬁ‘pm“Hu‘ ‘pMunWM‘ﬁW_cU“‘V“‘H m/z 150.15 72.39%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27726: 2-Methyladamantane
79.0 135.0
5000 , 107.0 /\A\ ‘ L VJL
410 14.50 15.00
m/z 79.10  45.49%
Ot ‘Hl‘\\\!‘\\“\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27552: 3,9-Epoxy-p-mentha-1,8(10)-diene
135.0
— —
79.0 14.50 15.00
5000 m/z 81.10 31.91%
41.0
107.0
0 : SVTY P
m/z--> 200 40 60 80 100 120 140 160 180
Abundance #27771: Cyclohexene, 2-ethenyl-1,3,3-trimethyl- — —
135.0 14.50 15.00
m/z 67.10  26.74%
5000 93.0
41.0
LAb ksl
0 _HH;“‘u‘:‘w‘u‘*““Mu‘:‘M““ug’*ﬁm!‘wmm‘_‘ - —
m/z--> 20 40 60 80 100 120 140 160 180 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071224\
Data File : VY018802.D

Acqg On : 12 Jul 2024 17:05
Operator : SY/MD

Sample : P3207-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y070924S.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 unknownl4.940 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.940 14.80 ug/l 66701 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Added stereo to name 164 C12H20 024145-88-8 53
2 1,3-Cyclohexadiene, 1,2,3,4,5,6-... 164 C12H20 1000152-09-6 49
3 Added stereo to name 164 C12H20 024145-89-9 47
4 1,4-Dimethyladamantane (isomer 2) 164 C12H20 1000460-67-1 47
5 Benzenemethanol, 4-(1,1-dimethyl... 164 C11H160 000877-65-6 43
Abundance Scan 2152 (14.940 min): VY018802.D\data.ms (-2148) (- | m/z 149.20 100.00%
149.2
5000
93.1
> 111.1 ‘15‘00‘
131.0 ‘ )
0L M‘\\‘n hﬂmﬁ“ ‘\‘ h\mh ”“““‘““‘“”‘178“2‘.(‘)‘ m/z 133.15 40.39%
m/z--> 20 60 80 100 120 140 160 180
Abundance #39760: Added stereo to name
149.0
5000 A 5 T
93.0 15.00
55.0 m/z 93.10 32.40%
A S
O‘\\\\‘\\‘\‘\‘\H \‘ ‘\‘U\\“‘\H‘HHH‘\‘\H‘\H
miz--> 20 40 60 80 100 120 140 160 180
Abundance #39817: 1,3-Cyclohexadiene, 1,2,3,4,5,6-hexamethyl-
149.0
——
15.00
5000 m/z 91.10 20.65%
41.0 91.0 119.0 H ‘
0 ‘\U\ \“‘\ ey ‘HH M \ \‘1‘\ ‘HM\H‘}“‘{“\ el Al e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39761: Added stereo to name ——
149.0 15.00
m/z 164.30  20.03%
5000
93.0
55 0 121.0 /\‘l\4
ob el b \Hm e ™
m/z--> 20 40 60 100 120 140 160 180 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071224\
Data File : VY018802.D

Acqg On : 12 Jul 2024 17:05
Operator : SY/MD

Sample : P3207-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y070924S.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 1-Methyl-3-ethyladamantane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.001 11.36 ug/l 51189 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Added stereo to name 164 C12H20 024145-89-9 81
2 Added stereo to name 164 C12H20 024145-88-8 80
3 1-Methyl-3-ethyladamantane 178 C13H22 001687-34-9 74
4 1,3-Cyclohexadiene, 1,3,5,5,6,6-... 164 C12H20 1000150-39-4 68
5 1,4-Dimethyladamantane (isomer 1) 164 C12H20 1000460-67-0 64
Abundance Scan 2162 (15.001 min): VY018802.D\data.ms (-2157) (- | m/z 149.20 100.00%
149.2
5000
93.1
T
551 121.2 | 1804 15.00
0 bl il L2824 2070 s 93010 32.62%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #39761: Added stereo to name
149.0
5000 ——
93.0 15.00
55.0 m/z 107.10 17.50%
T |
O \\‘\\‘\‘\‘\M‘\\““\\}} \\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\
m/z--> 40 80 100 120 140 160 180 200
Abundance #39760: Added stereo to name
149.0
T
15.00
m/z 55.10 16.26%
5000 93.0 /
55.0
‘ ‘ ‘ ‘ 121 o
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #52978: 1-Methyl-3-ethyladamantane 7 |
149.0 15.00
m/z 69.20 14.78%
5000
93.0
55.0 1210 | 1780
) SOV ST R RS M A Mt S —
m/z--> 40 60 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071224\
Data File : VY018802.D

Acqg On : 12 Jul 2024 17:05
Operator : SY/MD

Sample : P3207-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y070924S.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 unknownl5.269 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.269 24.16 ug/l 108893  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Added stereo to name 164 C12H20 024145-88-8 49
2 Phthalic acid, isobutyl 3-methox... 387 C20H21NO7 1000382-53-1 47
3 Adamantane, 1,3-dimethyl- 164 C12H20 000702-79-4 43
4 Added stereo to name 164 C12H20 024145-89-9 43
5 1-Methyl-3-ethyladamantane 178 C13H22 001687-34-9 38

Abundance Scan 2206 (15.269 min): VY018802.D\data.ms (-2201) (- m/z 149.15 100.00%
149.2

49
5000 81.1
J‘ 2071 2811

1
“‘MWMWWMMMW«k e T m/z 81.10  48.42%

m/z--> 50 100 150 200 250 300 350
Abundance #39760: Added stereo to name
149.0

5000

o

—
93.0 15.00 15.50
m/z 95.10 45.57%

T \?]‘T“}‘(\)“L‘\ “Hh \w“““\ \L \“\ \“\ L
m/z--> 50 100 150 200 250 300 350
Abundance #293165: Phthalic acid, isobutyl 3-methoxy-4-nitrobenzyl
149.0

—
15.00 15.50

o

5000 m/z 93.05 36.08%
57.0 107.0
205.0
ST PN T N L Y7
m/z--> 50 100 150 200 250 300 350
Abundance #39778: Adamantane, 1,3-dimethyl- —— ——
149.0 15.00 15.50

m/z 55.10  30.35%

5000 93.0 /WW
41.0

o

T T
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071224\
Data File : VY018802.D

Acqg On : 12 Jul 2024 17:05
Operator : SY/MD

Sample : P3207-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y070924S.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 unknownl6.470 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

16.470 54.64 ug/l 246296  1,4-Dichlorobenzene-da  13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Trichloroacetic acid, 2-ethylcyc... 272 C10H15C1302 1000282-57-3 35

2 Phosphetane, 1-chloro-2,2,3,4,4-... 194 C8H16C10OP 029276-11-7 35
3 Cyclododecanone, 2-methylene- 194 C13H220 003045-76-9 18
4 Methyl ethyl cyclopentene 110 C8H14 019780-56-4 14
5 4-Ethylcyclohexanol 128 C8H160 004534-74-1 14
Abundance Scan 2403 (16.470 min): VY018802.D\data.ms (-2399) (- m/z 179.30 100.00%
81.1 179.3
55.1
123.2
5000 149.1
R R Emme
207.0 16.20 16.40 16.60
0 m/z 81.10 97.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #162536: Trichloroacetic acid, 2-ethylcyclohexyl ester
81.0
110.0
5000 LI L L L L LB
16.20 16.40 16.60
55.0 a
m/z 69.10 75.55%
O TTT 29‘91 T \M" \‘!‘\ W‘W W T 1‘\ ‘ T 1“\ \““\]-\3\\5‘.\0\ TT ’ TTT \‘]-\9\]\-\.(‘)\ TTT ‘ \2\\33.\(:
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #69743: Phosphetane, 1-chloro-2,2,3,4,4-pentamethyl-, 1
69.0
R R Em e
41.0 97.0 16.20 16.40 16.60
5000 ITI/Z 55.10 73.31%
179.0
126.0
152.0
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #69266: Cyclododecanone, 2-methylene- R AR RERS RN
41.0 16.20 16.40 16.60
m/z 123.15 64.89%
67.0 95.0
5000
123.0 194.0
151.0
020 B Y R W S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071224\
Data File : VY018802.D

Acqg On : 12 Jul 2024 17:05
Operator : SY/MD

Sample : P3207-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y070924S.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 unknownl6.599 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.599 42.37 ug/1l 190957 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[4.1.0]heptane, 3,7,7-tri... 138 C10H18 018968-23-5 25
2 Bicyclo[2.2.1]heptane, 2,2,3-tri... 138 C1@H18 020536-40-7 25
3 3-(3,5-Dimethyl-1H-pyrazol-1-yl)... 153 C8H15N3 062821-89-0 22
4 Bicyclo[2.2.1]heptane, 2,2,3-tri... 138 C10H18 020536-41-8 22
5 Furan-2-carboxaldehyde, 5-(1-pip... 179 C10H13NO2 022868-60-6 11
Abundance Scan 2424 (16.598 min): VY018802.D\data.ms (-2420) (| m/z 179.30 100.00%
109.2 179.3
55.1
5000 81.1
133.1 ‘\\\\‘\\\\‘\\\\‘
Lk Lt | e R 2
Obrrr e b L 002l L2 gz 19,20 93.e0%
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #19560: Bicyclo[4.1.0]heptane, 3,7,7-trimethyl-, (1.alpha.
95.0

67.0
5000 41.0 T T
138.0 16.20 16.40 16.60
m/z 55.10 65.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19541: Bicyclo[2.2.1]heptane, 2,2,3-trimethyl-, endo-
953.0
55.0 L e
16.20 16.40 16.60
5000 m/z 69.10 61.71%
LT
0 H‘_m_H‘wHH““Hw“_‘M“‘HH_wwwww
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #30790: 3-(3,5-Dimethyl-1H-pyrazol-1-yl)propylamine T T
109.0 16.20 16.40 16.60

m/z 95.10 58.90%

5000

o | |0

0H‘“1‘5“1”\m“‘!“MHy‘uH“M“‘HH‘m“uu‘mwuu‘ I o B
m/z--> 20 40 60 80 100 120 140 160 180 200 16.20 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071224\
Data File : VY018802.D

Acqg On : 12 Jul 2024 17:05
Operator : SY/MD

Sample : P3207-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y070924S.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|
Bicyclo[4.1.0]h... 14.251 9.7 ug/l 43826 4 13.422 225370 50.0
3-Adamantanecar... 14.282 12.1 ug/l 54610 4 13.422 225370 50.0
Adamantane, 1,3... 14.392 10.2 ug/l 46067 4 13.422 225370 50.0
unknownl14.678 14.678 12.5 ug/l 56391 4 13.422 225370 50.0
2-Methyladamantane 14.873 15.9 ug/l 71623 4 13.422 225370 50.0
unknown14.940 14.940 14.8 ug/l 66701 4 13.422 225370 50.0
1-Methyl-3-ethy... 15.001 11.4 ug/l 51189 4 13.422 225370 50.0
unknown15.269 15.269 24.2 ug/l 108893 4 13.422 225370 50.0
unknownl16.470 16.470 54.6 ug/l 246296 4 13.422 225370 50.0
unknownl16.599 16.599 42.4 ug/l 190957 4 13.422 225370 50.0
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