LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY010524\
Data File : VY016924.D

Acqg On : 05 Jan 2024 16:34
Operator : SY/MD

Sample : P1050-01

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

ALS Vvial : 14 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\82Y010224S.M

Title : SW846 8260

Signal : TIC: VY@16924.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.875 6 9 17 rVB4 2252 3754  2.25%  0.295%
2 2.235 64 68 72 rBv4 2079 3633 2.18% 0.285%
3 4.753 471 481 490 rVB3 3404 10326 6.19% 0.810%
4 7.002 843 850 851 rBv2 1341 2205 1.32% 0.173%
5 7.746 962 972 977 rBV 26464 61748 37.02% 4.847%
6 7.813 977 983 993 rVB 49657 114865 68.87% 9.016%
7 8.167 1032 1041 1052 rVB2 21617 49979 29.97%  3.923%
8 8.716 1122 1131 1142 rBV 84827 166786 100.00% 13.091%
9 10.203 1368 1375 1383 rBV 89974 156200 93.65% 12.260%
10 10.599 1434 1440 1445 rVB2 1702 2469 1.48% 0.194%
11 10.971 1496 1501 1506 rVB2 1124 1761 1.06% ©.138%
12 11.514 1582 1590 1600 rBV 95809 160843 96.44% 12.625%
13 12.355 1723 1728 1734 rBV3 2318 3545 2.13% 0.278%
14 12.501 1746 1752 1763 rVB2 41153 68557 41.10% 5.381%
15 13.142 1853 1857 1861 rBV2 2046 2949 1.77% 0.231%
16 13.203 1863 1867 1872 rVB2 1228 1880 1.13% 0.148%
17 13.446 1901 1907 1916 rBV2 45660 74404 44.61%  5.840%
18 13.769 1955 1960 1964 rBV4 4700 8279 4.96% 0.650%
19 13.977 1990 1994 2000 rVB2 3623 5177 3.10% 0.406%
20 14.032 2001 2003 2007 rVB4 1431 1704 1.02% 0.134%
21 14.099 2007 2014 2016 rBV3 2281 3734  2.24% 0.293%
22 14.160 2019 2024 2029 rBV8 2324 4689 2.81% 0.368%
23 14.215 2029 2033 2037 rBV6 2819 4105 2.46% 0.322%
24 14.275 2037 2043 2048 rBV6 12783 22485 13.48% 1.765%
25 14.397 2060 2063 2065 rBV4 1779 2488 1.49% 0.195%
26 14.440 2066 2070 2075 rVV6 10068 14453 8.67% 1.134%
27 14.495 2075 2079 2086 rVB6 7378 13243 7.94% 1.039%
28 14.592 2092 2095 2096 rBV3 1500 1761 1.06% ©.138%
29 14.635 2098 2102 2107 rVB7 5199 8118 4.87% 0.637%
30 14.702 2108 2113 2117 rBVS8 9517 17606 10.56% 1.382%
31 14.751 2117 2121 2128 rVB4 22342 38824 23.28% 3.047%
32 14.824 2128 2133 2134 rBv4 5125 8906 5.34% 0.699%
33 14.867 2135 2140 2142 rBV5 17333 27965 16.77% 2.195%
34 14.897 2142 2145 2149 rVB4 14039 20184 12.10% 1.584%
35 14.952 2149 2154 2159 rVB6 16046 28733 17.23%  2.255%
36 15.019 2161 2165 2166 rBvV3 4466 6727 4.03% 0.528%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY010524\
Data File : VY016924.D

Acqg On : 05 Jan 2024 16:34
Operator : SY/MD

Sample : P1050-01

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

ALS Vvial : 14 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\82Y010224S.M
Title : SW846 8260
37 15.056 2167 2171 2176 rBV7 8965 18521 11.10% 1.454%
38 15.147 2183 2186 2188 rBV3 6619 9236 5.54% ©.725%
39 15.220 2195 2198 2203 rVB7 7621 13819 8.29% 1.085%
40 15.281 2204 2208 2210 rBv4 14126 22385 13.42% 1.757%
41 15.464 2234 2238 2242 rBVS 11491 19632 11.77% 1.541%
42 15.629 2260 2265 2272 rVB6 15941 39404 23.63% 3.093%
43 15.757 2283 2286 2295 rVB7 15540 25958 15.56% 2.0937%
Sum of corrected areas: 1274040
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY010524\
Data File : VY016924.D

Acqg On : 05 Jan 2024 16:34
Operator : SY/MD

Sample : P1e50-01

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

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y010224S.M
Quant Title : SW846 8260

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

Abundance TIC: VY016924.D\data.ms
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20000
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Abundance TIC: VY016924.D\data.ms
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Abundance TIC: VY016924.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY010524\
Data File : VY016924.D

Acqg On : 05 Jan 2024 16:34
Operator : SY/MD

Sample : P1e50-01

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

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y010224S.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-2-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.275 15.11 ug/1 22485 1,4-Dichlorobenzene-d4 13.453
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 93
2 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 93
3 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 92
4 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10H160 000464-48-2 87
5 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 86
Abundance Scan 2043 (14.275 min): VY016924.D\data.ms (-2037) (- | m/z 81.10 100.00%
81.1
152.2
55.0
5000
39/0
1091 1371 paite —r—
H | H “ | 14.00 14.50
oy — “m_m_“l Mm_mw m/z 152.20  81.63%
m/z--> 20 40 80 100 120 140 160
Abundance #29507.Naphthmene,decahydro-24nethyb
41.0 81.0 152.0
5000 T T T A T T L T T \)\ T
14.00 14.50
109.0 l m/z 67.10 78.03%
0+ ‘2\5‘\ T \‘H‘\ MHM H\“\ \‘ h f \‘\H\“ T i“‘\ T ‘M \1\3\ ‘O\ T \‘\ T
miz--> 20 40 60 80 100 120 140 160
Abundance #29490: trans-Decalin, 2-methyl-
81.0
= —
55.0 152.0 14.00 14.50
5000 m/z 95.10 75.79%
39/0 ‘ 109.0
N 1 YO P 7
m/z--> 20 40 60 80 100 120 140 160
Abundance #29497: 1-Methyldecahydronaphthalene W T —
41.0 67.0 14.00 14.50
95.0 1520 m/z 55.05  58.28%
5000
gl e
O Ml LMLl R L - —
m/z--> 20 40 60 80 100 120 140 160 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY010524\
Data File : VY016924.D

Acqg On : 05 Jan 2024 16:34
Operator : SY/MD

Sample : P1e50-01

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

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y010224S.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 Cyclodecene, 1-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.751  26.09 ug/l 38824 1,4-Dichlorobenzene-d4 13.453
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclodecene, 1-methyl- 152 C11H20 066633-38-3 78
2 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 70
3 Spiro[5.6]dodecane 166 C12H22 000181-15-7 64
4 Bicyclo[4.1.0@]heptan-3-one, 4,7,... 152 C10H160 004176-01-6 64
5 2(1H)-Naphthalenone, octahydro-8... 166 C11H180 001197-95-1 64

Abundance Scan 2121 (14.751 min): VY016924.D\data.ms (-2117) (- m/z 81.10 100.00%

55.1 81.1
5000

T
14.50 15.00
0- m/z 95.15 89.12%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29481: Cyclodecene, 1-methyl-
81.0
55.0

5000

T
109.0 152.0 14.50 15.00
29.0 m/z 55.10 86.71%

OV \\‘\h\"\\“\\‘H\\\“‘\\‘\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29507: Naphthalene, decahydro-2-methyl-
410 810 152.0

—
14.50 15.00

5000 ITI/Z 41.10 83.91%
109.0
0 ,th‘lmw“_m_m_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41531: Spiro[5.6]dodecane —— ——
41.0 67.0 96.0 14.50 15.00

m/z 67.05 77.79%

5000
166.0
=
|

ped

T T
m/z--> 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\VY010524\
Data File : VY016924.D

Acqg On : 05 Jan 2024 16:34
Operator : SY/MD

Sample : P1e50-01

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

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y010224S.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-2,3-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.867 18.79 ug/l 27965 1,4-Dichlorobenzene-d4 13.453
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2,3-dimet... 166 C12H22 001008-80-6 81
2 cis,trans-1,6-Dimethylspiro[4.5]... 166 C12H22 1000111-72-3 74
3 trans,trans-1,6-Dimethylspiro[4.... 166 C12H22 1000111-72-1 70
4 trans, cis-2-Ethylbicyclo[4.4.0]... 166 C12H22 066660-39-7 64
5 trans, cis-3-Ethylbicyclo[4.4.0]... 166 C12H22 066660-43-3 64
Abundance Scan 2140 (14.867 min): VY016924.D\data.ms (-2135) (- m/z 81.10 100.00%
81.1
166.3
41.1
5000 109.2
P P
‘ 28 149. 14.50 15.00
0! il ﬁ'ﬁ :'eql“ s e m/z 9s.1e 97.13%
m/z--> 20 40 60 80 100 120 140 160
Abundance #41569: Naphthalene, decahydro-2,3-dimethyl-
95.0
166.0
5000 55.0 T R
14.50 15.00
m/z 166.30 76.25%
29.0 ‘ -7 124.0
0 T }‘\ \‘i“\ T \“1‘| \”\“\ Mi f \‘\H“ T \‘\ T ‘H‘\ T \“1\4\ !q T \‘\ T
miz--> 20 40 60 80 100 120 140 160
Abundance #41579: cis,trans-1,6-Dimethylspiro[4.5]decane
95.0
A P
670 166.0 14.50 15.00
5000 ) m/z 67.10 67 .09%
H 123.0
o e e A
m/z--> 20 40 60 80 100 120 140 160
Abundance  #41583: trans,trans-1,6-Dimethylspiro[4.5]decane — ——
95.0 14.50 15.00
m/z 41.10 63.74%
67.0 166.0
5000
123.0
) AV W SN B N L SN (i — e
m/z--> 20 40 60 80 100 120 140 160 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY010524\
Data File : VY016924.D

Acqg On : 05 Jan 2024 16:34
Operator : SY/MD

Sample : P1e50-01

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

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y010224S.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 unknownl4.897 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.897 13.56 ug/l 20184 1,4-Dichlorobenzene-d4 13.453
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,6-Dimethyl-4,5,6,7-tetrahydrob... 166 C10H1402 016642-41-4 25
2 2(1H)-Naphthalenone, octahydro-8... 166 C11H180 001197-95-1 25
3 1-Methylbicyclo[2.2.1]heptan-exo... 126 C8H140 000766-25-6 22
4 2,2-Dimethyl-3-(3,7,16,20-tetram... 412 C29H480 1000194-78-6 16
5 2-n-Heptylfuran 166 C11H180 003777-71-7 16
Abundance Scan 2145 (14.897 min): VY016924.D\data.ms (-2142) (- m/z 81.10 100.00%
81.1
150.3
5000
55.1 108.3
— ——
2071 14.50 15.00
0! e T m/z 95.18 68.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41273: 3,6-Dimethyl-4,5,6,7-tetrahydrobenzofuran-2(3H
81.0
5000 — e
1230 1660 14.50 15.00
39.0 m/z 83.10  65.20%
0 H‘\‘”H‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41464: 2(1H)-Naphthalenone, octahydro-8a-methyl-, tra
55.0 95.0
— ——
166.0 14.50 15.00
m/z 150.30 62.05%
5000 124.0 /
0+ }\‘iH\‘\\“\H‘H‘“\‘\‘\‘\H‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200 ﬂm n MM A m
Abundance #13145: 1-Methylbicyclo[2.2.1]heptan-exo-2-ol h ‘ ﬂ‘ A A ﬂ‘ ‘
81.0 14.50 15.00
m/z 135.20 53.07%
5000 108.0
160 40
A O B 11" A
m/z--> 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\VY010524\
Data File : VY016924.D

Acqg On : 05 Jan 2024 16:34
Operator : SY/MD

Sample : P1e50-01

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

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y010224S.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 Naphthalene, decahydro-2,6-... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.952  19.31 ug/1 28733 1,4-Dichlorobenzene-d4 13.453
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2,6-dimet... 166 C12H22 001618-22-0 93
2 Naphthalene, decahydro-1,5-dimet... 166 C12H22 066552-62-3 70
3 cis,cis-1,6-Dimethylspiro[4. 5]de... 166 C12H22 1000111-72-4 60
4 Naphthalene, decahydro-2,3-dimet... 166 C12H22 001008-80-6 53
5 Tricyclo[4.3.1.1(3,8)]undecan-3- ol 166 C11H180 014504-80-4 49
Abundance Scan 2154 (14.952 min): VY016924.D\data.ms (-2149) (- | m/z 95.10 100.00%
9.1 166.3
55.1
5000
——
133.0 2072 15.00
0 . m/z 81.10  93.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41563: Naphthalene, decahydro-2,6-dimethyl-
81.0
166.0
55.0
5000 T
109.0 15.00
29.0 1370 m/z 166.30  84.36%
0' ‘\}‘\\“}\\\“‘\\1\‘\‘!\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41570: Naphthalene, decahydro-1,5-dimethyl-
95.0
sy ——
166.0 15.00
5000 67.0 m/z 55.10 69.80%
41.0
1230
o‘1‘5‘-9““‘w‘NWHW;M
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41567: cis,cis-1,6-Dimethylspiro[4.5]decane ——
95.0 15.00
55.0 m/z 41.10 65.17%
166.0
5000
‘ 123.0
SNBSS ¥ MR S I U NN AN N —
m/z--> 20 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\VY010524\
Data File : VY016924.D

Acqg On : 05 Jan 2024 16:34
Operator : SY/MD

Sample : P1e50-01

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

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y010224S.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 Naphthalene, decahydro-1,5-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.056  12.45 ug/1 18521 1,4-Dichlorobenzene-d4 13.453
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-1,5-dimet... 166 C12H22 066552-62-3 52
2 1,6,6-Trimethylbicyclo(3.3.0)oct... 166 C11H180 1000427-23-1 49
3 2(1H)-Naphthalenone, octahydro-4... 166 C11H180 000938-06-7 49
4 trans,trans-1,6-Dimethylspiro[4.... 166 C12H22 1000111-72-1 46
5 Cyclododecene, (E)- 166 C12H22 001486-75-5 43
Abundance Scan 2171 (15.056 min): VY016924.D\data.ms (-2167) (- | m/z 95.10 100.00%
95.1
41.1
R \
15.00
0! m/z 41.10 82.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41570: Naphthalene, decahydro-1,5-dimethyl-
95.0
166.0
5000 67.0 T \
41.0 15.00
m/z 109.10 69.95%
| ‘ 1230
O\]_\5\‘\\\\‘\\\\‘\\\\“i\\\‘ ‘\\\!‘\\\\‘\\1\‘\‘\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #41433: 1,6,6-Trimethylbicyclo(3.3.0)octan-2-one
95.0
T \
15.00
5000 m/z 166.15 58.40%
69.0 166.0
133.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41450: 2(1H)-Naphthalenone, octahydro-4a-methyl-, cis | -2 —— ‘
41.0 15.00
95.0 m/z 55.10 55.64%
67.0 166.0
5000
123.0
0 _MH““m‘_“wuu_ww —
m/z--> 20 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\VY010524\
Data File : VY016924.D

Acqg On : 05 Jan 2024 16:34
Operator : SY/MD

Sample : P1e50-01

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

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y010224S.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 cis,trans-1,6-Dimethylspiro... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.281 15.04 ug/l 22385 1,4-Dichlorobenzene-d4 13.453
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis,trans-1,6-Dimethylspiro[4.5]... 166 C12H22 1000111-72-3 68
2 cis,cis-1,6-Dimethylspiro[4.5]de... 166 C12H22 1000111-72-4 58
3 cis, cis-2-Ethylbicyclo[4.4.0]de... 166 C12H22 066660-40-0 58
4 trans, cis-3-Ethylbicyclo[4.4.0]... 166 C12H22 066660-43-3 58
5 trans, cis-2-Ethylbicyclo[4.4.0]... 166 C12H22 066660-39-7 49
Abundance Scan 2208 (15.281 min): VY016924.D\data.ms (-2204) (- | m/z 95.10 100.00%
95.1
137.1 166.3
5000
4 1500 1550
15. ‘ 207.1 ' :
0! m‘m ﬁu1“‘“uh_”M‘mwm m/z 81.18  94.41%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #41579: cis,trans-1,6-Dimethylspiro[4.5]decane
95.0
166.0
67.0
5000 — ——
15.00 15.50
123.0 m/z 166.25 68.00%
O\\‘\\\\‘\!\\‘\\\ f‘
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #41567: cis,cis-1,6-Dimethylspiro[4.5]decane
95.0
55.0 A —
166.0 15.00 15.50
5000 m/z 137.05 67.10%
‘ 123.0
0t _‘H“m‘JW‘H_‘M,HH_M
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #41564: cis, cis-2-Ethylbicyclo[4.4.0]decane —— ——
81.0 137.0 15.00 15.50
m/z 67.10 64.55%
166.0
5000
55.0
109.0
m/z--> 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\VY010524\
Data File : VY016924.D

Acqg On : 05 Jan 2024 16:34
Operator : SY/MD

Sample : P1e50-01

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

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y010224S.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 unknownl5.464 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.464  13.19 ug/1l 19632 1,4-Dichlorobenzene-d4 13.453
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Spiro[5.6]dodecan-7-one 180 C12H200 004728-90-9 43
2 2(1H)-Naphthalenone, octahydro-4... 166 C11H180 000938-06-7 41
3 1-Methylbicyclo[3.2.1]octane 124 C9H16 119972-41-7 35
4 (7E,9E)-Dodecadienal 180 C12H200 097475-10-0 30
5 (2-Penta-2,4-dienyl-cyclohexyl)-... 180 C12H200 1000186-20-6 25
Abundance Scan 2238 (15.464 min): VY016924.D\data.ms (-2234) (- | m/z 55.10 100.00%
55.1
81.1 W‘/\WM
5000 109.1 180.3
——
151.1 H 15.50
0 B 2070 /7 69,10 73.62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54869: Spiro[5.6]dodecan-7-one
67.0
41.0 96.0 125.0 180.0
5000 1
15.50
m/z 8l.10 70.72%
47.0
0 \‘M\"\H\“‘HH‘HH

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41450: 2(1H)-Naphthalenone, octahydro-4a-methyl-, cis

Z

41.0
95.0 —
67.0 166.0 15.50
5000 m/z 67.10 70.44%
123.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12190: 1-Methylbicyclo[3.2.1]octane ——
67.0 15.50
m/z 41.10 63.24%
109.0
s000] 410 WV/\/W\/\/\/\AW
okl M W .
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY010524\
Data File : VY016924.D

Acqg On : 05 Jan 2024 16:34
Operator : SY/MD

Sample : P1e50-01

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

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y010224S.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 1,1,6,6-Tetramethylspiro[4.... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.629 26.48 ug/l 39404 1,4-Dichlorobenzene-d4 13.453
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1,6,6-Tetramethylspiro[4.4]nonane 180 C13H24 074054-92-5 91
2 cis,cis-2,8-Dimethylspiro[5.5]Jun... 180 C13H24 095530-75-9 46
3 trans,cis-2,8-Dimethylspiro[5.5]... 180 C13H24 095472-52-9 46
4 Cyclohexene, 3-methyl-6-(1-methy... 138 C10H18 005256-65-5 35
5 1-Hydroxymethyl-2-methyl-1-cyclo... 126 C8H140 029474-11-1 35
Abundance Scan 2265 (15.629 min): VY016924.D\data.ms (-2260) (- m/z 95.20 100.00%
95.2
165.2
41.1
5000 69.1 137.3
—— ——
0! ol b L T myz 109,10 77.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55015: 1,1,6,6-Tetramethylspiro[4.4]nonane
95.0
5000 69.0 165.0
) —— ——
41.0 15.50 16.00
m/z 165.20  74.42%
‘ ‘ ‘ 137.0
0! W“Mu”i‘h‘\”“\‘}‘ h ‘ | |

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

Abundance #55019: cis,cis-2,8-Dimethylspiro[5.5]undecane
95.0

—— ——
55.0 15.50 16.00
5000 m/z 81l.10  72.76%
137.0

180.0

0 \\\‘\‘\“!”\\1\
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance  #55024: trans,cis-2,8-Dimethylspiro[5.5]undecane P P
95.0 15.50 16.00
m/z 41.10 64.37%

5000 55.0 137.0

180.0

T ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@10524\
Data File : VY016924.D

Acqg On : 05 Jan 2024 16:34

Operator : SY/MD

Sample : P1e50-01

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

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y010224S.M
: 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 10 unknownl5.757 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.757 17.44 ug/1 25958 1,4-Dichlorobenzene-d4 13.453
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Bicyclo[2.2.1]heptane, 1,3,3-tri... 138 C10H18 006248-88-0 38
2 2-Furancarboxamide, N-(2-phenyle... 271 C17H21NO2 1000451-26-8 27
3 Cyclohexanol, 5-methyl-2-(1-meth... 198 C12H2202 020777-36-0 22
4 Cyclohexene, 3-methyl-6-(1-methy... 138 C10H18 005256-65-5 22

5 Cyclopentene, 1,4-dimethyl-5-(1-... 138 C1@H18 061142-33-4 22
Abundance Scan 2286 (15.757 min): VY016924.D\data.ms (-2283) (- m/z 95.10 100.00%
95.1
151.2180.3
5000 55.1
—r —r
15.50 16.00
ol m/z 81.10 64.59%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #19514: Blcyclo[2 2.1]heptane, 1,3,3-trimethyl-
9:
5000 — —
55.0 15.50 16.00
m/z 151.20 52.93%
‘ 138.0
O \\\‘\‘\“\\‘i‘\\‘\‘w‘\“!‘\\“M}\‘\““\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #162327: 2-Furancarboxamide, N-(2-phenylethyl)-N-buty
95.0
—r —r
15.50 16.00
5000 m/z 180.25  51.19%
180.0
39.0 138.0
0 ink \H L ‘\ il 227 0 271 (
b e e e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #73747: Cyclohexanol, 5-methyl-2-(1-methylethyl)-, acete P ——
43.0 95.0 15.50 16.00
m/z 55.10 39.39%
5000 138.0
Orerpebre bt by b e e ey e e
m/z--> 20 40 60 80 100120140160180200220240260 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY010524\
Data File : VY016924.D

Acqg On : 05 Jan 2024 16:34
Operator : SY/MD

Sample : Ple5e-01

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

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y010224S.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... 14.275 15.1 ug/l 22485 4 13.453 74404 50.0
Cyclodecene, 1-... 14.751 26.1 ug/l 38824 4 13.453 74404 50.0
Naphthalene, de... 14.867 18.8 ug/1 27965 4 13.453 74404 50.0
unknown14.897 14.897 13.6 ug/l 20184 4 13.453 74404 50.0
Naphthalene, de... 14.952 19.3 ug/l 28733 4 13.453 74404 50.0
Naphthalene, de... 15.056 12.4 ug/l 18521 4 13.453 74404 50.0
cis,trans-1,6-D... 15.281 15.0 ug/l 22385 4 13.453 74404 50.0
unknown15.464 15.464 13.2 ug/l 19632 4 13.453 74404 50.0
1,1,6,6-Tetrame... 15.629 26.5 ug/l 39404 4 13.453 74404 50.0
unknown15.757 15.757 17.4 ug/l 25958 4 13.453 74404 50.0
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