LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092923\
Data File : VY015760.D

Acqg On : 29 Sep 2023 17:52
Operator : SY/MD

Sample : 04614-03

Misc : 5.04g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 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@15760.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.394 89 94 103 rBV 9012 17506 1.92% 0.186%
2 3.985 346 355 373 rBV 10876 38979 4.27% 0.415%
3 4.729 465 477 496 rVB2 19762 65874 7.21% 0.701%
4 5.759 635 646 656 rvB3 7130 21266  2.33% 0.226%
5 7.003 839 850 862 rBV2 33376 113909 12.47% 1.212%
6 7.728 957 969 975 rBV 102913 245623 26.90% 2.614%
7 7.795 975 980 993 rVB 167510 378502 41.45% 4.029%
8 7.972 998 1009 1026 rBV 30230 85484 9.36% 0.910%
9 8.155 1026 1039 1052 rVB 107322 260219 28.50% 2.770%
10 8.563 1099 1106 1115 rBvV2 5794 13516 1.48% 0.144%
11  8.697 1120 1128 1139 rVB 266075 514074 56.29% 5.471%
12 9.270 1214 1222 1229 rBV3 4933 10989 1.20% 0.117%
13 9.374 1233 1239 1250 rVB2 6926 12753 1.40% 0.136%
14  9.972 1330 1337 1347 rBV 21245 39059 4.28% 0.416%
15 10.081 1349 1355 1358 rBV 5475 10108 1.11% ©0.108%

16 10.185 1365 1372 1378 rVV 411811 701766 76.85%

7.
17 10.252 1378 1383 1390 rVB 60378 100984 11.06% 1.075%
18 10.386 1396 1405 1419 rBv2 43878 89977 9.85% 0.958%
19 10.587 1433 1438 1443 rBV2 5643 9683 1.06% ©.103%
20 10.721 1452 1460 1468 rBV2 13059 22209 2.43% 0.236%
21 10.947 1491 1497 1506 rVB2 31543 58990 6.46% 0.628%
22 11.435 1572 1577 1581 rBV 7480 11731 1.28% 0.125%
23 11.496 1581 1587 1593 rVW 397668 631118 69.11% 6.717%
24 11.551 1593 1596 1599 rVV3 8972 14465 1.58% ©.154%
25 11.599 1599 1604 1612 rVB 22044 36494 4.00% ©0.388%
26 11.703 1614 1621 1635 rBV 65050 128776 14.10%  1.371%
27 12.032 1667 1675 1683 rVB2 38587 65860 7.21% 0.701%
28 12.118 1683 1689 1697 rBV5 3804 10560 1.16% ©.112%
29 12.215 1697 1705 1719 rVB7 4998 14960 1.64% 0.159%
30 12.489 1740 1750 1761 rVB 312815 497624 54.49%  5.296%
31 12.617 1767 1771 1777 rBV 10733 19230 2.11%  ©0.205%
32 12.678 1777 1781 1787 rVB3 5415 10040 1.10% 0.107%
33 12.739 1787 1791 1795 rBV 15697 27752 3.04% 0.295%
34 12.813 1799 1863 1810 rVB4 24011 38961 4.27% 0.415%
35 12.977 1818 1830 1835 rBV2 6903 16563 1.81% ©.176%
36 13.123 1850 1854 1859 rBV 25632 38437 4.21% 0.409%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092923\
Data File : VY015760.D

Acqg On : 29 Sep 2023 17:52
Operator : SY/MD

Sample : 04614-03

Misc : 5.04g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 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 13.288 1872 1881 1884 rBV7 8875 19119 2.09% 0.203%
38 13.373 1891 1895 1898 rBV 15930 23346 2.56% 0.248%
39 13.428 1898 1904 1912 rBV 365145 584794 64.04% 6.224%
40 13.581 1924 1929 1931 rBV3 8677 15432 1.69% 0.164%
41 13.623 1932 1936 1941 rvv4 15584 32590 3.57% 0.347%
42 13.757 1947 1958 1962 rBV 504430 778967 85.30% 8.291%
43 13.800 1962 1965 1969 rVB 90536 112225 12.29% 1.194%
44 13.855 1969 1974 1979 rBV3 82073 148217 16.23% 1.578%
45 13.928 1980 1986 1987 rBV2 86949 151886 16.63% 1.617%
46 14.020 1998 2001 2005 rVB3 89439 128626 14.09% 1.369%
47 14.081 2006 2011 2015 rBv4 62917 110943 12.15% 1.181%
48 14.148 2017 2022 2027 rVV3 106561 234297 25.66% 2.494%
49 14.203 2028 2031 2034 rVWW4 80388 138961 15.22% 1.479%
50 14.257 2034 2040 2047 rVV7 371870 913204 100.00% 9.720%
51 14.318 2047 2050 2056 rvvs 88585 192843 21.12% 2.053%
52 14.385 2058 2061 2064 rVVv4 77989 139958 15.33% 1.490%
53 14.428 2064 2068 2072 rVV3 162452 269779 29.54% 2.871%
54 14.483 2072 2077 2084 rVB3 110461 194710 21.32% 2.072%
55 14.617 2095 2099 2105 rVB2 154943 216891 23.75% 2.308%
56 14.684 2105 2110 2115 rBV3 92667 167715 18.37% 1.785%
57 14.739 2115 2119 2125 rVB3 113312 203123 22.24% 2.162%
58 14.812 2127 2131 2133 rBv4 27122 44693 4.89% 0.476%
59 14.849 2135 2137 2140 rW3 17171 17754 1.94% 0.189%
60 15.147 2183 2186 2192 rVB4 24858 44964 4.92% 0.479%
61 15.245 2197 2202 2211 rVV3 20883 60087 6.58% 0.640%
62 15.318 2211 2214 2218 rVB 13598 18261 2.00% 0.194%
63 15.727 2278 2281 2289 rVB6 7985 15207 1.67% 0.162%
64 15.836 2291 2299 2306 rBV7 4407 13685 1.50% 0.146%
65 16.038 2326 2332 2341 rVB6 5013 11597 1.27% 0.123%
66 16.294 2369 2374 2383 rBv4 8205 17596 1.93% 0.187%
Sum of corrected areas: 9395511
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©92923\
Data File : VY@15760.D

Acqg On : 29 Sep 2023 17:52
Operator : SY/MD

Sample : 04614-03

Misc : 5.04g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 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: VY015760.D\data.ms
500000

400000

300000

200000

100000

2.394 3.985 4.729 5.759
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: VY015760.D\data.ms

500000

10.185
400000 11.496

300000
8.697

200000

7.795

8.155
100000 .

282 11.703
7.003 7.972 9 -386 10.947 9
o N 8.56 9.29@74 %zgg 10588721 |\ 11.
= — ot — — RS - N ;
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VY015760.D\data.ms

500000 13.y57

14.257

400000 13.428

12.489
300000

200000

100000

12.032 13.12 1984515
| fenams | 1aggitiber i IR . 1518B386.038 16.294
L e B B B s By B B B B B B T L B e

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\VY092923\
Data File : VY@15760.D

Acqg On : 29 Sep 2023 17:52

Operator : SY/MD

Sample : 04614-03

Misc : 5.04g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

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

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 Undecane Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.758 66.60 ug/l 778967 1,4-Dichlorobenzene-d4 13.434
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 91
2 Tetradecane 198 C14H30 000629-59-4 86
3 Carbonic acid, nonyl vinyl ester 214 C12H2203 1000383-25-6 80
4 Ether, hexyl pentyl 172 C11H240 032357-83-8 58
5 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 53

Abundance Scan 1958 (13.757 min): VY015760.D\data.ms (-1947) (- m/z 57.05 100.00%
57.0
5000
85.1
—= —
- H H | 121 156.2 13.50 14.00 ]
\‘\\\\i\\\M\‘\u\\‘M\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ m/z 43.19 87.790
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33078: Undecane
43.0
5000 —— —
71.0 13.50 14.00
m/z 71.05 50.49%
23$ 1l ‘990 127.0 156.0
\‘\\\\‘\\\\‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74006: Tetradecane
57.0
Py —
13.50 14.00
5000 ITI/Z 41.10 50.07%
85.0
29.0
\‘ H Loy 1130 1410 1690 1980
““H“‘H“‘H‘“‘w“‘w“‘w““_“‘_““
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #91843: Carbonic acid, nonyl vinyl ester = —
43.0 13.50 14.00
m/z 85.10 31.92%
71.0
5000
970 12
o mo ao Jbrhy
m/z--> 20 40 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\VY©92923\
Data File : VY@15760.D

Acqg On : 29 Sep 2023 17:52
Operator : SY/MD

Sample : 04614-03

Misc : 5.04g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 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 unknownl4.148 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.148 20.03 ug/l 234297 1,4-Dichlorobenzene-d4 13.434
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Oxabicyclo[4.1.0]heptane, 1,5-... 126 C8H140 162239-52-3 45
2 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10H160 000547-60-4 38
3 Decalin, syn-1-methyl-, cis- 152 C11H20 1000158-89-1 38
4 Cyclohexane, (1-methylpropyl)- 140 CleH20 007058-01-7 38
5 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 38

Abundance Scan 2022 (14.148 min): VY015760.D\data.ms (-2017) (| | m/z 55.00 100.00%

550
821 1091
5000

— —
140.1 14.00 14.50

167.1
W‘Hl“‘J“u_w”_mz“??:g" m/z 57.10 91.21%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #13150: 7-Oxabicyclo[4.1.0]heptane, 1,5-dimethyl-
43.0
71.0

5000 A e
14.00 14.50

95.0
m/z 41.05 80.46%

s
L Ll
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29426: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a
55.0 | 83.0

7 7
14.00 14.50
5000 ITI/Z 69.10 66.89%
27.0 ‘ 110.0 152.0
““1““‘,“m“l‘N‘H‘u\“lml_;“‘wuH‘leuwm“m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29499: Decalin, syn-1-methyl-, cis- 7 —
41.0 81.0 14.00 14.50

m/z 82.10 64.68%

152.0
5000
109.0
| 1s00 |

‘ —
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\VY092923\
Data File : VY@15760.D

Acqg On : 29 Sep 2023 17:52

Operator : SY/MD

Sample : 04614-03

Misc : 5.04g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 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 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 Naphthalene, decahydro-2-me... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
14.257 78.08 ug/l 913204 1,4-Dichlorobenzene-d4 13.434
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 95
2 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 91
3 Cyclodecene, 1-methyl- 152 C11H20 066633-38-3 76
4 Decalin, anti-1-methyl-, cis- 152 C11H20 1000158-89-0 70

5 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C1@H160

000464-48-2 62

Abundance Scan 2040 (14.257 min): VY015760.D\data.ms (-2034) (- m/z 81.05 100.00%
a11| 8390 152.1
5000
09.1 — —
“ H ‘ 14.00 14.50
\’HH}HW T \‘\“\‘\\‘1\‘m‘\H“H‘\“\‘\M\:‘Lg:\l-\.%\u‘uH‘HH‘\%\B‘J\"\: m/Z 55.00 96.1200
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29507: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
5000 e —
14.00 14.50
09.0 m/z 67.00 89.48%
’
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29490: trans-Decalin, 2-methyl-
81.0
—— —
410 152.0 14.00 14.50 ;
5000 m/z 152.05 87.14%
09.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29481: Cyclodecene, 1-methyl- P —
81.0 14.00 14.50
m/z 41.10 82.61%
41.0
5000
09.0 152.0
H“MumH‘MH‘H“_‘MwwwwH_Ww — —
m/z--> 20 40 60 80 100120140160180200220240260280 14.00 14.50

82Y091923S.M Mon Oct 02 ©5:31:21 2023

Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092923\
Data File : VY@15760.D

Acqg On : 29 Sep 2023 17:52

Operator : SY/MD

Sample : 04614-03

Misc : 5.04g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method

Quant Tit

TIC Libra

le

ry

: C:\Database\NIST20.L

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

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 Undecane, 2-methyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.318  16.49 ug/l 192843  1,4-Dichlorobenzene-d4  13.434
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2-methyl- 170 claH26 007045-71-8 64

1000309-17-6 47
062108-27-4 47

1000309-12-2 43
1000342-70-4 38

2 Sulfurous acid, butyl nonyl ester 264 C13H2803S

3 Decane, 2,4,6-trimethyl- 184 C13H28

4 Sulfurous acid, 2-propyl undecyl... 278 C14H3003S

5 1-Octadecanesulphonyl chloride 352 C18H37Cl02S

Abundance Scan 2050 (14.318 min): VY015760.D\data.ms (-2047) (- m/z 57.10 100.00%
57.1

-

5000 85.0
111.1
— —
168.2 14.00 14.50
35.3
’\\\3\8%1)\\@“\‘1‘1\‘ \i?’ m/Z 43.05 98.06%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45492: Undecane, 2-methyl-
43.0
5000 — ——
71.0 14.00 14.50
m/z 41.10 52.52%

‘\ ‘ Il H 15\5.0

[T !‘\rr“\\i\‘wH\““\H‘\‘HH‘HH‘HH‘HH

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

| Jae

3

Abundance #152677: Sulfurous acid, butyl nonyl ester
57.0
— —
14.00 14.50
m/z 71.05 45.21%
5000 85.0
290 127.0
N 1 O S N T . I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59079: Decane, 2,4,6-trimethyl- — —
43.0 14.00 14.50
m/z 69.10 43.23%
5000 71.0 J\J\JMAAAﬂVAAMMVM\/
99.0 127.0
b e 2T 1850 R
m/z--> 20 40 60 80 100 120 140 160 180 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©92923\
Data File : VY@15760.D

Acqg On : 29 Sep 2023 17:52
Operator : SY/MD

Sample : 04614-03

Misc : 5.04g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 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 Pulegone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.428 23.07 ug/l 269779 1,4-Dichlorobenzene-d4 13.434
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pulegone 152 C10H160 000089-82-7 62
2 Cyclopentylcyclohexane 152 C11H20 001606-08-2 60
3 Cyclohexanone, 5-methyl-2-(1-met... 152 C1@H160 015932-80-6 58
4 Cyclohexene, 1,2-dimethyl- 110 C8H14 001674-10-8 50
5 Bicyclo[2.2.1]heptane, 1,3,3-tri... 138 C10H18 006248-88-0 49

Abundance Scan 2068 (14.428 min): VY015760.D\data.ms (-2064) (- m/z 152.20 100.00%

152.2
67.0 95.0
5000 41.1

‘\\\ \H‘ | H“ 19.1

T T T T \\\\‘\\\\“M}\\\“‘\\‘\‘\\\\‘\\\\2‘0\\7.\2\ m/Z 67.00 79.9900

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29064: Pulegone
81.0
152.0

5000 41.0 109.0 —

‘ m/z 95.05 79.35%
|

\\‘\“‘M\‘i‘\\ﬂH\“HH‘HH‘HH‘HH
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #29484: Cyclopentylcyclohexane
82.0

55.0 T

5000 m/z 81.05 63.62%

152.0
27.0 ‘ ‘ 109.0
m_mu“m‘:‘\_‘ w‘”lHu““u“wluwuu_m‘mwm
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #29331: Cyclohexanone, 5-methyl-2-(1-methylethylidene T
81.0 152.0 14.50

m/z 82.10 62.16%

109.0
- I U\A/bw
bl

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©92923\
Data File : VY@15760.D

Acqg On : 29 Sep 2023 17:52
Operator : SY/MD

Sample : 04614-03

Misc : 5.04g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 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 7 Cyclohexanone, 5-methyl-2-(... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.483 16.65 ug/l 194710 1,4-Dichlorobenzene-d4 13.434
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 5-methyl-2-(1-met... 152 C1@H160 015932-80-6 70
2 5-Dodecyne 166 C12H22 019780-12-2 64
3 Pulegone 152 C1eH160 000089-82-7 60
4 2(1H)-Naphthalenone, octahydro-,... 152 C10H160 016021-08-2 58
5 Cyclohexanone, 5-methyl-2-(1-met... 152 C1@H160 000529-00-0 55
Abundance Scan 2077 (14.483 min): VY015760.D\data.ms (-2072) (- m/z 55.00 100.00%
000 ij
——
14.50
m/z 81.05 93.99%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29331: Cyclohexanone, 5-methyl-2-(1-methylethylidene
81.0 152.0
109.0
5000 41.0 —
14.50
m/z 67.05 76.24%
2. !\‘\“‘1“\w“\\“h\\\“\\‘\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41508: 5-Dodecyne
67.0
——
14.50
5000 41.0 95.0 m/z 97.10 74.73%
Lo
149 Al L 1660
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29064: Pulegone —
81.0 14.50
152.0 m/z 41.05 71.04%
5000 41.0 109.0 M
S sk -
m/z--> 20 40 60 80 100 120 140 160 180 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©92923\
Data File : VY@15760.D

Acqg On : 29 Sep 2023 17:52
Operator : SY/MD

Sample : 04614-03

Misc : 5.04g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 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 5
R.T. EstConc Area Relative to ISTD R.T.
14.617 18.54 ug/1l 216891 1,4-Dichlorobenzene-d4 13.434
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 87
2 Carbonic acid, dodecyl vinyl ester 256 C15H2803 1000382-54-8 78
3 Tetradecane 198 C14H30 000629-59-4 72
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 64
5 1-Iodo-2-methylnonane 268 Cl1oH21I 1000101-47-9 59
Abundance Scan 2099 (14.617 min): VY015760.D\data.ms (-2095) (- m/z 57.10 100.00%
57.1
5000 85.1 M
‘ 1450  15.00
119.0 170.2 :
\\\‘\\\\U\\\!“\M“\\“H!\\ ’\i}‘\“‘\‘\\‘\‘HH’H‘H‘H\\2‘(\)\7\]\-’ m/Z 43.10 99.3600
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45481: Dodecane
57.0
5000 —r P
85.0 14.50 15.00
20.0 m/z 71.10 60.74%
0L 180 g 1700
| I
\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #143304: Carbonic acid, dodecyl vinyl ester
57.0
—— =
14.50 15.00
5000 m/z 41.10 51.73%
85.0
2?0\\ h ‘ h\%ll%o 140.0 168.0 213.0
‘H‘w“_‘u‘H‘W‘H‘,wa‘u‘p‘u,‘u‘_‘H‘H‘w
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74006: Tetradecane T —
57.0 14.50 15.00
m/z 85.10 39.77%
5000
85.0
29 0
H 41130 1410 1690 1980
‘H‘H‘W‘H“H‘W‘H‘W‘H“H‘_‘H,H‘W“H‘H‘w — e
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\VY©92923\
Data File : VY@15760.D

Acqg On : 29 Sep 2023 17:52
Operator : SY/MD

Sample : 04614-03

Misc : 5.04g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 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-2-pen... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.684 14.34 ug/l 167715 1,4-Dichlorobenzene-d4 13.434
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-methyl-2-pentyl- 168 C12H24 054411-01-7 53
2 Cyclohexane, 1-methyl-4-(1-methy... 168 C12H24 054411-00-6 52
3 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054824-04-3 50
4 Cyclohexane, 1-methyl-3-pentyl- 168 C12H24 054411-02-8 49
5 Oxalic acid, cyclohexylmethyl et... 214 C11H1804 1000309-68-0 43

Abundance Scan 2110 (14.684 min): VY015760.D\data.ms (-2105) (- m/z 97.10 100.00%

55.0 97.1
5000

119.1 L
152.1 14.50 15.00

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

5000 T
20.0 14.50 15.00
m/z 69.05 46.12%

‘ 168.0
‘\‘H‘\\““\\\“‘\\‘\\‘\\]T?\’?.\o\\\‘\!\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #43606: Cyclohexane, 1-methyl-4-(1-methylbutyl)-
53.0
97.0

P e
14.50 15.00
5000 ITI/Z 41.05 42.08%
29.0
125.0 168
O 1 | 1470
A I T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #69425: Cyclohexane, 1-(cyclohexylmethyl)-2-methyl-, ci P —
55.0 97.0 14.50 15.00
m/z 96.10 35.29%
5000
‘ M 194.0
789 L 120 1e0 | B
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\VY©92923\
Data File : VY@15760.D

Acqg On : 29 Sep 2023 17:52
Operator : SY/MD

Sample : 04614-03

Misc : 5.04g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 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 unknownl4.739 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.739  17.37 ug/1 203123 1,4-Dichlorobenzene-d4 13.434
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 46
2 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 46
3 Naphthalene, decahydro-2,6-dimet... 166 C12H22 001618-22-0 42
4 cis,trans-1,6-Dimethylspiro[4.5]... 166 C12H22 1000111-72-3 30
5 Bicyclo[2.2.1]heptane, 1,3,3-tri... 138 C10H18 006248-88-0 25

Abundance Scan 2119 (14.739 min): VY015760.D\data.ms (-2115) (- m/z 95.10 100.00%
5[:

5.0 95.1 151.2
5000

38 m/z 55.05 94.86%

miz--> 20 40 60 80 100 120 140 160
Abundance #29508: Naphthalene, decahydro-2-methyl-
55.0 95.0
152.0

5000

m/z 81.00 86.55%

‘ 123.0
77
38
m/z--> 20 40 60 80 100 120 140 160
Abundance #29494: cis-Decalin, 2-syn-methyl-
95.0
67.0 A
21.0 14.50 15.00
5000 m/Z 151.20 83.84%
152.0
‘ 123.0
‘H“‘_“u“‘m”‘_u‘w”u
20 40 60 80

m/z--> 100 120 140 160

Abundance #41563: Naphthalene, decahydro-2,6-dimethyl- ——
81.0 14.50 15.00

166.0 m/z 69.05 77.47%
55.0
5000
109.0
29.0 137.0
1H““_l‘u“m”‘“”l““H‘ —— —
m/z--> 20 40 60 80 100 120 140 160 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092923\
Data File : VY015760.D

Acqg On : 29 Sep 2023 17:52
Operator : SY/MD

Sample : 04614-03

Misc : 5.04g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 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|
Undecane 13.758 66.6 ug/l 778967 4 13.434 584794 50.0
unknown14.148 14.148 20.0 wug/l 234297 4 13.434 584794 50.0
Naphthalene, de... 14.257 78.1 wug/l 913204 4 13.434 584794 50.0
Undecane, 2-met... 14.318 16.5 wug/l 192843 4 13.434 584794 50.0
Pulegone 14.428 23.1 wug/l 269779 4 13.434 584794 50.0
Cyclohexanone, ... 14.483 16.6 wug/l 194710 4 13.434 584794 50.0
Dodecane 14.617 18.5 wug/l 216891 4 13.434 584794 50.0
Cyclohexane, 1-... 14.684 14.3 wug/l 167715 4 13.434 584794 50.0
unknown14.739 14.739 17.4 wug/l 203123 4 13.434 584794 50.0
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