LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092623\
Data File : VY@15712.D

Acqg On : 26 Sep 2023 16:46
Operator : SY/MD

Sample : 04614-03

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 11 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\82Y091923S.M

Title : SW846 8260

Signal : TIC: VY@15712.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.387 88 93 103 rBV 10625 22248 2.55% 0.236%
2 2.899 171 177 187 rVB2 7713 15818 1.81% 0.168%
3 3.253 227 235 245 rBvV2 5413 12310 1.41% 0.131%
4 3,966 342 352 363 rBV 13435 43525 4.99% 0.462%
5 4.722 465 476 498 rBV3 23308 92267 10.57% ©.980%
6 5.240 555 561 573 rVB5 3447 11733 1.34% 0.125%
7 5.753 632 645 659 rBV3 23845 72988 8.36% 0©.775%
8 6.795 809 816 827 rVB4 4611 14926 1.71% 0.159%
9 6.990 836 848 858 rBV2 26903 87403 10.01% 0.928%
10 7.722 955 968 974 rBvV 98860 239644 27.46% 2.546%
11  7.795 974 980 990 rVB 161023 369039 42.29%  3.920%
12 7.960 999 1007 1022 rBV 43810 121104 13.88% 1.286%
13 8.149 1026 1038 1051 rVB2 118547 277823 31.83% 2.951%
14  8.337 1063 1069 1076 rVB4 4382 11281 1.29% 0.120%
15 8.551 1096 1104 1113 rBV3 10473 24872  2.85% 0.264%
16 8.691 1117 1127 1139 rW 255222 500237 57.32% 5.314%
17 9.185 1196 1208 1214 rBV6 10167 32643 3.74% 0.347%
18 9.368 1234 1238 1245 rVB2 7986 14633 1.68% 0.155%
19 9.752 1289 1301 1307 rBV4 8872 23308 2.67% 0.248%
20 9.965 1328 1336 1347 rBV2 29011 59760 6.85% 0.635%
21 10.075 1348 1354 1357 rBV2 5117 10407 1.19% 0.111%
22 10.118 1357 1361 1365 rVV 8358 14112 1.62% 0.150%
23 10.179 1365 1371 1377 rW 393581 694287 79.55% 7.375%
24 10.246 1377 1382 1389 rVB 158298 264898 30.35% 2.814%
25 10.374 1394 1403 1411 rVB 24520 45287 5.19% 0.481%
26 10.581 1431 1437 1441 rBV 19501 34998 4.01% 0.372%
27 10.892 1483 1488 1491 rBV3 4489 8781 1.01% ©.093%
28 10.947 1491 1497 1508 rVV2 23842 49697 5.69% ©0.528%
29 11.209 1535 1540 1545 rBV9 5395 12089 1.39% 0.128%
30 11.435 1572 1577 1580 rBV 8777 13727 1.57% 0.146%
31 11.489 1580 1586 1592 rVV 372160 624826 71.59% 638%
32 11.544 1592 1595 1598 rVv2 13765 20787 2.38% 221%
33 11.593 1599 1603 1614 rVB 43163 73614 8.43%

34 11.703 1614 1621 1631 rBV 134252 255382 29.26%
35 12.026 1669 1674 1682 rBV2 65470 140478 16.10%

PNOOO
~
00
N
B

36 12.483 1743 1749 1755 rBV2 334127 535749 61.39% 5.691%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092623\
Data File : VY@15712.D

Acqg On : 26 Sep 2023 16:46
Operator : SY/MD

Sample : 04614-03

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 11 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\82Y091923S.M
Title : SW846 8260
37 12.733 1786 1790 1793 rBV 25933 39805 4.56% 0.423%
38 12.806 1798 1802 1808 rvB3 38225 62514 7.16% 0.664%
39 13.117 1849 1853 1857 rBV 42480 69101 7.92% 0.734%
40 13.373 1890 1895 1898 rBV2 38375 81285 9.31% 0.863%
41 13.428 1898 1904 1912 rVB 395709 670865 76.87% 7.127%
42 13.751 1952 1957 1961 rBV 550391 807472 92.52% 8.578%
43 13.794 1961 1964 1968 rVB2 118699 158454 18.16% 1.683%
44 13.855 1970 1974 1979 rVB3 86727 124876 14.31% 1.327%
45 13.940 1981 1988 1989 rBV5 104203 239623 27.46%  2.546%
46 14.074 2007 2010 2016 rBVS5S 60657 97069 11.12% 1.031%
47 14.141 2018 2021 2026 rVB3 83432 123754 14.18%  1.315%
48 14.257 2034 2040 2046 rBV6 432862 872723 100.00%  9.271%
49 14.422 2063 2067 2072 rVB2 195483 283482 32.48% 3.011%
50 14.477 2072 2076 2082 rVB4 144292 239192 27.41% 2.541%
51 14.611 2095 2098 2104 rvv3 119041 171855 19.69% 1.826%

52 14.684 2105 2116 2114 rVv4 127084 265771 30.45% 2.823%
53 14.733 2114 2118 2125 rVB5 135055 259002 29.68% 2.751%

Sum of corrected areas: 9413524
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092623\
Data File : VY@15712.D

Acqg On : 26 Sep 2023 16:46
Operator : SY/MD

Sample : 04614-03

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091923S.M
Quant Title : SW846 8260

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

Abundance TIC: VY015712.D\data.ms

600000
500000
400000
300000
200000

100000

2.387 2.899  3.253 3.966 4722 5 240 5.753 .

O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘/\_\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

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: VY015712.D\data.ms

600000

500000

400000 10.179 11.489

300000
8.691

200000

8.149
100000 rr

7.960

9.9 0.3740.581 d.%
8.55 9.1859.368 9.752 %%I 10.
Y SN J\83STERY N 0 Pilistsos ARG/ S
Time--> 7.00 7.50 8.00 8.50 9.00 9.50
Abundance TIC: VY015712.D\data.ms
13.751 14.257

= T T
10.00 10.50 11.00

600000

500000

13.428

400000

300000

200000

100000

T ‘ 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

82Y091923S.M Wed Sep 27 17:08:42 2023 Page: 3



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092623\
Data File : VY@15712.D

Acqg On : 26 Sep 2023 16:46
Operator : SY/MD

Sample : 04614-03

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091923S.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 1,3-Dioxolane, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.960 16.41 ug/l 121104  Pentafluorobenzene 7.795

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 91
2 Pentane, 3-methoxy- 102 C6H140 036839-67-5 28
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 27
4 2-Acetamido-N-methylacetamide 130 C5H1ON202 007606-79-3 17
5 2,2"'-Bi-1,3-dioxolane 146 C6H1004 006705-89-1 9

Abundance Scan 1007 (7.960 min): VY015712.D\data.ms (-999) (-) m/z 72.95 100.00%

73.0
5000 43.0
58.0

87.0 7.60 7.80 8.00 8.20
e b b m/z 43,00 45.67%

miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2307: 1,3-Dioxolane, 2-methyl-
73.0

5000 43.0 R EERAR R SR
7.60 7.80 8.00 8.20
58.0 m/z 45.05 40.32%
29.0 87‘0
L1
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4994: Pentane, 3-methoxy-
73.0
R ma R
7.60 7.80 8.00 8.20
5000 m/z 58.00 22.37%
45.0
290
Ll 59.0 101.0
"w‘H‘_"w‘H‘_"w‘H‘_‘H“H‘_‘H‘H“_‘H‘H“
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2246: Silane, tetramethyl- e
73.0 7.60 7.80 8.00 8.20

m/z 87.00 9.60%

5000
43.0
20 150 290 || 590 | ggo

m/z--> 0 10 20 30 40 50 60 70 80 90 100 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092623\
Data File : VY@15712.D

Acqg On : 26 Sep 2023 16:46
Operator : SY/MD

Sample : 04614-03

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091923S.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 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.751 60.18 ug/l 807472 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 87
2 Dodecane 170 C12H26 000112-40-3 80
3 Tetradecane 198 C14H30 000629-59-4 80
4 Carbonic acid, nonyl vinyl ester 214 C12H2203 1000383-25-6 72
5 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 72

Abundance Scan 1957 (13.751 min): VY015712.D\data.ms (-1952) (- m/z 57.10 100.00%

57.1
5000
85.0
e
1121 1562 49355992

‘ ‘ 13.50 14.00
el A R TPT 19322183 0 4310 86.10%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33080: Undecane
57.0

5000 —— —
85.0 13.50 14.00

29.0 m/z 71.10 49.93%

O O LT
\\\‘\\\\‘\\\‘\\\\’\\\\‘\\}\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45478: Dodecane
57.0
=

o

13.50 14.00
5000 m/z 41.10 46.87%
85.0
29.0
Ll L 1120 aa1g 1700
et e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74006: Tetradecane — —

57.0 13.50 14.00

m/z 85.05 31.16%

5000
85.0
29.0
L ‘ L), 130 141.0 169.0 1980
A T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092623\
Data File : VY@15712.D

Acqg On : 26 Sep 2023 16:46
Operator : SY/MD

Sample : 04614-03

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091923S.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 Propanedinitrile, cyclohexy... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.940 17.86 ug/l 239623 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanedinitrile, cyclohexyl(2-m... 244 C16H24N2 074764-55-9 53
2 Sulfurous acid, di(cyclohexylmet... 274 C14H2603S 1010309-22-7 47
3 Succinic acid, cyclohexylmethyl ... 315 C18H21NO4 1000389-81-4 43
4 Cyclohexane, 1-ethyl-2-methyl- 126 C9H18 003728-54-9 43
5 Cyclohexane, 1l-ethyl-1-methyl- 126 CSH18 004926-90-3 43
Abundance Scan 1988 (13.940 min): VY015712.D\data.ms (-1981) (- m/z 97.10 100.00%
97.1
55.1
5000
154.2 —r—
14.00
H,HH‘,‘um‘l_‘m“‘H!uml‘%‘?‘%ww}??ﬁ%z‘??w?ﬁ?? m/z 55.10  80.30%
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #128568: Propanedinitrile, cyclohexyl(2-methylcyclohexy!
55.0
97.0
5000 T
14.00
m/z 83.10 58.66%
\\2’\7‘}‘?"”\Hh\‘\\H‘\H\“\H\‘]_\\3§‘(\)\]\.\6‘2\H0\‘\\2\(\)‘]7\(\)\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance  #165699: Sulfurous acid, di(cyclohexylmethyl) ester
97.0
—
14.00
5000 m/z 82.10 36.62%
55.0
27.0, [ 127.0
e
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #218502: Succinic acid, cyclohexylmethyl 4-cyanophenyl T
97.0 14.00
m/z 41.00 21.04%
55.0
5000
202.0
270, | a0 10?0 .
m/z--> 20 40 60 80 100120140160 180200220 240260 14.00

82Y091923S.M Wed Sep 27 17:08:46 2023 Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092623\
Data File : VY@15712.D

Acqg On : 26 Sep 2023 16:46
Operator : SY/MD

Sample : 04614-03

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091923S.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-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.257 65.04 ug/l 872723 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 97
2 Cyclohexanone, 5-methyl-2-(1-met... 152 C1@H160 015932-80-6 55
3 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 53
4 Bicyclo[3.3.2]decan-9-one 152 C10H160 028054-91-3 46
5 6a-Methyl-hexahydropentalene-1,6... 152 C9H1202 092485-86-4 41

Abundance Scan 2040 (14.257 min): VY015712.D\data.ms (-2034) (| | m/z 83.10 100.00%

83.1
1.1 152.2
5000

Obprrrelbedl 186.2 2182 m/z 55.85 97.38%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29507: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
5000 — ——

14.00 14.50
m/z 81.05 95.24%

‘ 11F0

\’\\‘\\H‘\\‘\“Vh‘\‘\\H}}\‘\H\“\\‘\\‘h\\\‘\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #29331: Cyclohexanone, 5-methyl-2-(1-methylethylidene
81.0 152.0

14.00 14.50

5000 41.0 m/z 82.10 86.39%
‘ ‘ 110.0
WNHNHNMMJWmm_mqhHuH‘WHH‘HH_‘H_H‘_HW‘HWH‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29497: 1-Methyldecahydronaphthalene T —
41.0 14.00 14.50
95.0 152.0 m/z 67.05  84.68%
h /\WVMM
2
m/z--> 20 40 60 80100120140160180200220240260280 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092623\
Data File : VY@15712.D

Acqg On : 26 Sep 2023 16:46
Operator : SY/MD

Sample : 04614-03

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091923S.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 cis-Decalin, 2-syn-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.422  21.13 ug/1 283482 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 81
2 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C1@H160 000464-48-2 70
3 Bicyclo[2.2.1]heptane, 1,3,3-tri... 138 C10H18 006248-88-0 70
4 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 68
5 trans-4a-Methyl-decahydronaphtha... 152 C11H20 002547-27-5 64

Abundance Scan 2067 (14.422 min): VY015712.D\data.ms (-2063) (- m/z 152.20 100.00%

67.0 95.1 15p.2
5000

“123.1 14.50
I

MWM ol bl 19822210y, 67,00 91.32%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29494: cs Decalin, 2-syn-methyl-
95.0

5000
152.0 14.50

m/z 95.10 90.06%

‘123.0
“\\“\\"‘\\\\“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29373: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S
95.0
14.50
5000 m/z 82.16  76.13%
152.0
15.0 I ‘\123 0, ‘
R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #19514: Bicyclo[2.2.1]heptane, 1,3,3-trimethyl- ——
95.0 14.50

m/z 81.10  75.31%

5000 55.0
L ‘ \

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092623\
Data File : VY@15712.D

Acqg On : 26 Sep 2023 16:46

Operator : SY/MD

Sample : 04614-03

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091923S.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 7 Cyclohexanone, 5-methyl-2-(... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.477 17.83 ug/1 239192 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 5-methyl-2-(1-met... 152 C1@H160 015932-80-6 90
2 Bicyclo[4.1.0]heptan-3-one, 4,7,... 152 C10H160 004176-04-9 81
3 Spiro[4.5]decan-2-one 152 C1eH160 003643-16-1 76
4 Bicyclo[4.1.0@]heptan-3-one, 4,7,... 152 C10H160 004176-01-6 64
5 2(1H)-Naphthalenone, octahydro-,... 152 C1@H160 016021-08-2 60

Abundance Scan 2076 (14.477 min): VY015712.D\data.ms (-2072) (-

m/z 81.10 100.00%

F

—
14.50

m/z 55.00

3

—
14.50

m/z 67.00

3

—
14.50

m/z 69.10

3

—
14.50

m/z 97.10

£

55.0 811
152.2
5000 109.1
1) | 1792 2221
el T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29331: Cyclohexanone, 5-methyl-2-(1-methylethylidene
81.0 152.0
109.0
5000 41.0
\\‘\““\“\w“\\“h\\\“\\ \’\\\\’\\\\’\\\\’\\\\’\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29431: Bicyclo[4.1.0]heptan-3-one, 4,7,7-trimethyl-, [1R
81.0 152.0
41.0
5000 110.0
15.0 ‘
‘UM‘M‘NMNW“‘,‘H‘V“w“u,u“w
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29132: Spiro[4.5]decan-2-one
81.0
09.0 152.0
5000 41.0 109.
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220

—
14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092623\
Data File : VY@15712.D

Acqg On : 26 Sep 2023 16:46
Operator : SY/MD

Sample : 04614-03

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091923S.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 Dodecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.611 12.81 ug/l 171855 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 86
2 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 68
3 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 68
4 Tridecane 184 C13H28 000629-50-5 52
5 Carbonic acid, nonyl vinyl ester 214 C12H2203 1000383-25-6 52
Abundance Scan 2098 (14.611 min): VY015712.D\data.ms (-2095) (- m/z 57.05 100.00%
57.0
85.0
—— —
1111 152.2 14.50 15.00
S “U‘\ by 1 37992073 nyz 43.10 78.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45478: Dodecane
57.0
5000 —r— ——
85.0 14.50 15.00
m/z 71.10 52.87%
29.0 170.0
\\\‘\‘\‘\\“‘}\\“H“\\“}\“1‘\\\“‘].\]\-}‘2\"0\“1]\-\4.‘1-\.\0\\‘\\‘\.\’\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecyl ester
57.0
—— —
14.50 15.00
5000 m/z 41.10 47 .38%
85.0
29.0
| M104400168.0196.0 241
rl A e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #178958: Carbonic acid, prop-1-en-2-yl tridecyl ester —— —
57.0 14.50 15.00
m/z 55.10 33.59%
5000
85.0
29.0
Ll h ‘h‘ 110 15401820  227.0
A R LA R e i Bansnnaan ey P b
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092623\
Data File : VY@15712.D

Acqg On : 26 Sep 2023 16:46
Operator : SY/MD

Sample : 04614-03

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091923S.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 Cyclohexane, 1-methyl-4-(1-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.684 19.81 ug/l 265771 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-methyl-4-(1-methy... 168 C12H24 054411-00-6 70
2 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-95-9 53
3 Cyclohexane, 1-methyl-3-pentyl- 168 C12H24 054411-02-8 52
4 Cyclohexane, 1-methyl-2-pentyl- 168 C12H24 054411-01-7 52
5 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054824-04-3 47

Abundance Scan 2110 (14.684 min): VY015712.D\data.ms (-2105) (| | m/z 97.85 100.00%

55.1 97.0
5000

188.2 216.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance  #43606: Cyclohexane, 1-methyl-4-(1-methylbutyl)-
55.0

97.0

5000 T
20.0 14.50 15.00

m/z 81.00 46.64%

) g s
R .
\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #69426: Cyclohexane, 1-(cyclohexylmethyl)-3-methyl-, tre
58.0 97.0

—
14.50 15.00

5000 m/z 41.05 42.22%
194.0
‘\\H“’HH\Hl“\‘l‘\\”“h\“‘\\“‘%2‘:\3\.(\)\‘1\5\]\-7(‘)\\\\‘\H‘\‘HH‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #43586: Cyclohexane, 1-methyl-3-pentyl- P e
- 97.0 14.50 15.00

m/z 96.05 39.20%

5000
29.0
168.0

L 1280 T o~

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092623\
Data File : VY@15712.D

Acqg On : 26 Sep 2023 16:46
Operator : SY/MD

Sample : 04614-03

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091923S.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 cis,trans-1,6-Dimethylspiro... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.733  19.30 ug/l 259002 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis,trans-1,6-Dimethylspiro[4.5]... 166 C12H22 1000111-72-3 55
2 Decalin, syn-1-methyl-, cis- 152 C11H20 1000158-89-1 50
3 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 49
4 7-Tetradecyne 194 C14H26 035216-11-6 46
5 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C1@H160 000464-48-2 43

Abundance Scan 2118 (14.733 min): VY015712.D\data.ms (-2114) (- m/z 151.15 100.00%
55.0 95.1 151.2

5000

19.1 — —

1450  15.00
192.3
‘\‘,Hm“‘mu“w!u“umuz‘l‘?"z‘ m/z 95.10  90.37%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #41579: cis,trans-1,6-Dimethylspiro[4.5]decane
95.0
166.0

=

67.0
— —
5000 14.50 15.00
123.0 m/z 55.00 85.94%
’
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29499: Decalin, syn-1-methyl-, cis-
41.0 81.0
— —
152.0 14.50 15.00

5000 m/z 81.10  84.85%

109.0
“‘m‘u,‘lm“m‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220

4 o ARRAR
Abundance #29505: Naphthalene, decahydro-2-methyl- —— —
41.0 95.0 14.50 15.00
m/z 67.00 80.16%

67.0 152.0
5000
123.0
| H \ L |

‘ T
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\VY092623\
Data File : VY@15712.D

Acqg On : 26 Sep 2023 16:46
Operator : SY/MD

Sample : 04614-03

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091923S.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|
1,3-Dioxolane, ... 7.960 16.4 wug/l 121104 1 7.795 369039 50.0
Undecane 13.751 60.2 ug/l 807472 4 13.428 670865 50.0
Propanedinitril... 13.940 17.9 wug/l 239623 4 13.428 670865 50.0
Naphthalene, de... 14.257 65.0 wug/l 872723 4 13.428 670865 50.0
cis-Decalin, 2-... 14.422 21.1 wug/l 283482 4 13.428 670865 50.0
Cyclohexanone, ... 14.477 17.8 wug/l 239192 4 13.428 670865 50.0
Dodecane 14.611 12.8 wug/l 171855 4 13.428 670865 50.0
Cyclohexane, 1-... 14.684 19.8 wug/l 265771 4 13.428 670865 50.0
cis,trans-1,6-D... 14.733 19.3 wug/l 259002 4 13.428 670865 50.0
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