LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092023\
Data File : VY@15661.D

Acqg On : 20 Sep 2023 16:06
Operator : SY/MD

Sample : 04499-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 17 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@1l5661.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.863 4 7 12 rW 984 1213  1.32% ©0.093%
2 3.942 342 348 349 rBV3 693 1213 1.32% 0.093%
3 4.704 465 473 481 rBV5S 2640 7681 8.34% 0.589%
4 5.735 636 642 652 rBV4 2349 6200 6.73% 0.475%
5 6.972 836 845 858 rBv2 3723 11382 12.36% ©0.873%
6 7.710 959 966 972 rBv2 11024 25174 27.33% 1.930%
7 7.789 972 979 988 rVB 21398 48922 53.11% 3.751%
8 8.137 1029 1036 1045 rVB2 9558 21960 23.84% 1.684%
9 8.685 1119 1126 1138 rVB 30408 59612 64.72% 4.570%
10 10.179 1364 1371 1377 rBV 44245 75519 81.99% 5.790%
11 10.240 1377 1381 1389 rVB 9492 16193 17.58% 1.241%
12 10.368 1397 1402 1408 rVB5 1019 1780 1.93% 0.136%
13 10.581 1431 1437 1441 rBV2 692 1366 1.48% 0.105%
14 10.947 1491 1497 1500 rBV2 964 1446  1.57% 0.111%
15 11.087 1516 1520 1525 rVB4 813 1461 1.59% 0.112%
16 11.490 1580 1586 1594 rBV 33892 55574 60.34% 4.260%
17 11.715 1613 1623 1631 rBVS8 1960 4764 5.17% 0.365%
18 11.996 1664 1669 1677 rBV6 1734 4319 4.69% 0.331%
19 12.118 1686 1689 1693 rVB 1085 1413 1.53% 0.108%
20 12.166 1693 1697 1699 rBV3 789 958 1.04% 0.073%
21 12.197 1699 1702 1704 rBV3 1458 2070  2.25% ©.159%
22 12.300 1714 1719 1720 rBV4 1519 2326 2.53% 0.178%
23 12.337 1721 1725 1729 rW5 2851 4540 4.93% 0.348%
24 12.380 1729 1732 1735 rVV5 658 1058 1.15% ©.081%
25 12.428 1735 1740 1744 rVB7 1415 3096 3.36% 0.237%
26 12.483 1744 1749 1755 rBvV2 23061 37619 40.84% 2.884%
27 12.575 1762 1764 1768 rVB5 1169 1393 1.51% 0.107%
28 12.642 1771 1775 1782 rVB7 3261 6186 6.72% 0.474%
29 12.739 1782 1791 1797 rBV8 2840 9795 10.63% 0.751%
30 12.806 1797 1802 1807 rBV5 12913 21106 22.91% 1.618%
31 12.947 1821 1825 1828 rBV6 3097 4139 4.49% 0.317%
32 13.008 1830 1835 1836 rBV5 2216 3128 3.40% 0.240%
33 13.038 1836 1840 1844 rVV5 4546 6816 7.40% 0©.523%
34 13.123 1852 1854 1857 rVB3 2434 2875 3.12% ©.220%
35 13.166 1857 1861 1865 rBV7 3198 6076 6.60% 0.466%
36 13.245 1872 1874 1878 rBV5 1651 2018 2.19% 0.155%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092023\
Data File : VY@15661.D

Acqg On : 20 Sep 2023 16:06
Operator : SY/MD

Sample : 04499-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 17 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 13.319 1882 1886 1889 rvB4 6459 8517 9.25% ©.653%
38 13.361 1889 1893 1896 rBV5 5618 7837 8.51% 0.601%
39 13.422 1896 1903 1911 rVB2 26946 51677 56.11% 3.962%
40 13.501 1912 1916 1921 rVB3 6841 8879 9.64% 0.681%
41 13.562 1922 1926 1930 rVB6 3808 5914 6.42% ©.453%
42 13.611 1930 1934 1939 rBV6 3942 9150 9.93% 0.701%
43 13.666 1940 1943 1947 rBV5 2644 3329 3.61% 0.255%
44 13.751 1951 1957 1961 rBV 59309 92107 100.00% 7.061%
45 13.788 1961 1963 1968 rVB4 6266 9115 9.90% ©.699%
46 13.855 1971 1974 1980 rBV7 5364 8944 9.71% 0.686%
47 13.916 1980 1984 1987 rBV5 7138 11018 11.96% ©.845%
48 13.965 1989 1992 1997 rVB5 12420 18659 20.26% 1.430%
49 14.014 1997 2000 2005 rVB6 9240 14658 15.91% 1.124%
50 14.074 2005 2010 2014 rBV6 9128 16331 17.73% 1.252%
51 14.135 2014 2020 2027 rBVv8 13004 29999 32.57% 2.300%
52 14.196 2027 2030 2031 rBV3 6920 7856 8.53% 0.602%
53 14.276 2034 2043 2048 rBV7 25901 83158 90.28% 6.375%
54 14.385 2056 2061 2064 rBv4 18686 34350 37.29% 2.633%
55 14.416 2064 2066 2070 rVvv3 21535 30022 32.59% 2.302%
56 14.471 2071 2075 2080 rVB6 11676 24212 26.29% 1.856%
57 14.611 2094 2098 2103 rVB2 43166 59425 64.52% 4.556%
58 14.678 2103 2109 2113 rBV6 20395 45692 49.61% 3.503%
59 14.727 2113 2117 2124 rVB3 34686 59513 64.61% 4.562%
60 14.940 2148 2152 2156 rVB2 20894 29917 32.48% 2.294%
61 15.001 2158 2162 2165 rBV2 16439 27930 30.32% 2.141%
62 15.208 2193 2196 2201 rVB3 12821 17111 18.58% 1.312%
63 15.276 2202 2207 2211 rBvV4 18007 35703 38.76% 2.737%
64 15.434 2230 2233 2238 rBV7 10081 17128 18.60% 1.313%
65 16.153 2349 2351 2356 rVB6 8894 12781 13.88% ©.980%
66 16.470 2399 2403 2412 rVB7 17693 40256 43.71% 3.086%
67 16.708 2440 2442 2443 rBV2 2783 2424  2.63% 0.186%
68 16.763 2447 2451 2455 rVB7 9301 18401 19.98% 1.411%
Sum of corrected areas: 1304404
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092023\
Data File : VY@15661.D

Acqg On : 20 Sep 2023 16:06
Operator : SY/MD

Sample : 04499-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 17 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: VY015661.D\data.ms
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Abundance TIC: VY015661.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092023\
Data File : VY@15661.D

Acqg On : 20 Sep 2023 16:06
Operator : SY/MD

Sample : 04499-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 17 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 1 Undecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.751  89.12 ug/1 92107 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 93
2 Carbonic acid, nonyl vinyl ester 214 C12H2203 1000383-25-6 64
3 Nonane 128 C9H20 000111-84-2 58
4 Tetradecane 198 C14H30 000629-59-4 53
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 53

Abundance Scan 1957 (13.751 min): VY015661.D\data.ms (-1951) (- m/z 57.10 100.00%
57.

1
5000
85.0

5
M 109.1 13?2 2069 13.50 14.00
O Frrr ey L R R R R m/z 43.05 94.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33080: Undecane
57.0
5000 =T —
85.0 13.50 14.00
29.0 m/z 41.05 58.06%
O T \h

L || juso 1560
| Ll in 1 L
\\\‘\\\\‘\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #91843: Carbonic acid, nonyl vinyl ester
43.0

T
13.50 14.00

71.0
5000 m/z 71.00 51.73%
0 97.0126'0171'0 //\/\J/\W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14520: Nonane s —
43.0 13.50 14.00

m/z 55.00 30.68%

5000
85.0
150“ | 128.0

0

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092023\
Data File : VY@15661.D

Acqg On : 20 Sep 2023 16:06
Operator : SY/MD

Sample : 04499-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 17 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 unknownl4.136 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.136  29.03 ug/l 29999 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Purinol 136 C5H4AN40 002308-57-8 38
2 Bicyclo[3.3.1]non-2-en-9-one 136 C9H120 004844-11-5 35
3 2H-Inden-2-one, 1,3,3a,4,7,7a-he... 136 C9H120 007077-08-9 35
4 3,5-Dimethyl-4-allylpyrazole 136 C8H12N2 024475-45-4 27
5 4,5-Dichloroimidazole 136 C3H2C12N2 015965-30-7 22
Abundance Scan 2020 (14.135 min): VY015661.D\data.ms (-2014) (| m/z 57.10 100.00%
57.1
136.0
5000 790 1091
— —
166.0 14.00 14.50
0 I 2071 1.0 79.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18394: 2-Purino
136.0
5000 —r— ——
28.0 109.0 14.00 14.50
' 82.0 9
540 ‘ m/z 136.00  75.12%
O\\\\‘\‘\‘W\Hi‘\\M“\‘\Hw\\i‘\\\‘\‘\w‘\\‘\\\ “\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18923: Bicyclo[3.3.1]Jnon-2-en-9-one
136.0
79 0 r\ T T ‘ T \A ‘ \A
’ 14.00 14.50
5000 ITI/Z 133.05 66.20%
39.0 108.0
miz--> 20 40 60 80 100 120 140 160 180 200 (\ mf\
Abundance #19000: 2H-Inden-2-one, 1,3,3a,4,7,7a-hexahydro-, trans | ‘A : —
79.0 14.00 14.50
136.0 m/z 43.05 65.63%
5000 39.0
108.0
0! R — —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50

82Y091923S.M Thu Sep 21 16:52:29 2023 Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092023\
Data File : VY@15661.D

Acqg On : 20 Sep 2023 16:06
Operator : SY/MD

Sample : 04499-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 17 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 unknownl4.276 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.276  80.46 ug/l 83158 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Adamantane-1-carbohydrazide, N2-... 316 C18H21FN202 332037-11-3 43
2 1-Bromoadamantane 214 C10H15Br 000768-90-1 43
3 1-Adamantanemethanol 166 C11H180 000770-71-8 43
4 Pyridinium, 1-(acetylamino)-2-me... 150 C8H1@N20 007584-27-2 43
5 1-Adamantanecarboxylic acid, 2-c... 2906 C17H19Cl02 1000293-75-4 43
Abundance Scan 2043 (14.276 min): VY015661.D\data.ms (-2034) (- m/z 135.00 100.00%
135.0
5000 jk
41.0
— e
‘ H ‘ | 14.00 14.50
0l “ W I Li Al MM“ 4‘65‘3‘3‘ —————————— m/z 83.10 39.79%
m/z--> 100 150 200 250 300
Abundance #219700. Adamantane-1-carbohydrazide, N2-(2-fluorobe
135.0
5000 —r —
14.00 14.50
79.0 m/z 71.00 30.29%
41.0
O T T T ‘;‘ “‘\“‘WU‘L m ‘\ \‘ T ‘\ [ \ﬂ-\7fg.\0‘ \2\3\1-\0 2\7\1\0\ 3]\-6\(
miz--> 50 100 150 200 250 300
Abundance #91469: 1-Bromoadamantane
135.0
— ——
14.00 14.50
5000 ITI/Z 41.05 29.45%
79.0
39.0 ‘ ‘
obidp b b A
miz--> 50 100 150 200 250 300
Abundance #41388: 1-Adamantanemethanol —— —
135.0 14.00 14.50
m/z 82.00 26.87%
5000
79.0
41.0 ‘
owu““”““““‘HH_MH_HWHH‘H — —
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\VY092023\
Data File : VY@15661.D

Acqg On : 20 Sep 2023 16:06
Operator : SY/MD

Sample : 04499-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 17 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 Adamantane, 1,3-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.385 33.24 ug/l 34350 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Adamantane, 1,3-dimethyl- 164 C12H20 000702-79-4 70
2 1,4-Dimethyladamantane (isomer 1) 164 C12H20 1000460-67-0 62
3 Adamantane, 1l-isothiocyanato-3-m... 207 C12H17NS 136860-48-5 58
4 Added stereo to name 164 C12H20 024145-89-9 58
5 4-Amino-2-methyl-5,6-trimethylen... 149 C8H11N3 076881-49-7 43
Abundance Scan 2061 (14.385 min): VY015661.D\data.ms (-2056) (- m/z 149.05 100.00%
149.1
5000
57.0 93.0 /\
— e
| ‘ ‘119 1 ‘ | 14.00 14.50
S A ol L by “w‘u‘,ﬁ b 2988 s 57,00 38.53%
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
410 o m/z 92.95 32.25%
O \]_\5\‘0\‘\‘\\“‘\\\”\‘\“\‘\\H“\\‘\\’\‘\]\-\2’1-\\0\\’\\‘\\’\\\\’\\\\’\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39800: 1,4-Dimethyladamantane (isomer 1)
149.0
— —
14.00 14.50
5000 m/z 107.10 19.76%
41.0 93.0
67.0
osol Lo e |
m/z--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance  #83912: Adamantane, 1-isothiocyanato-3-methyl- L /M fﬂ,\ e
149.0 14. 00 14.50
m/z 91.00 19.54%
5000 93.0
41.0 670 1210 207.0
obreroo IO L 20 azee | MW T T
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\VY@92023\
Data File : VY@15661.D

Acqg On : 20 Sep 2023 16:06

Operator : SY/MD

Sample : 04499-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 17 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 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 5 unknownl4.416 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.416  29.05 ug/l 30022 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pulegone 152 C10H160 000089-82-7 49
2 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 45
3 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 43
4 9-Octadecyne 250 C18H34 035365-59-4 38
5 1-Hexadecyne 222 C16H30 000629-74-3 38

Abundance Scan 2066 (14.416 min): VY015661.D\data.ms (-2064) (- m/z 95.10 100.00%
95.1
55.0 152.1
119.1
5000
——
206.9 14.50
0 m/z 81.05 81.24%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #29064: Pulegone
81.0
152.0
5000 41.0 109.0 —T—
14.50
m/z 152.05 78.66%
0 1 \\‘M‘\‘i‘\\“Jf:\%:!“\‘\\\‘\‘\\H‘HH‘HH
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #29497: 1-Methyldecahydronaphthalene
41.0 7.0
950 1520 \/\AW\ T T T T T T T
14.50
5000 ITI/Z 55.00 72.60%
hlZ&O
0 BT WIS R TS AN
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #29506: Naphthalene, decahydro-2-methyl- ——
41.0 7.0 14.50
95.0 152.0 m/z 41.05  69.35%
hlZ&O
0 1‘HW“N‘WU“‘W“J“H“““““H P
m/z--> 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\VY092023\
Data File : VY@15661.D

Acqg On : 20 Sep 2023 16:06
Operator : SY/MD

Sample : 04499-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 17 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 Carbonic acid, prop-1-en-2-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.611 57.50 ug/l 59425 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 80
2 Dodecane 170 C12H26 000112-40-3 68
3 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 64
4 Tetradecane 198 C14H30 000629-59-4 59
5 Sulfurous acid, hexyl octyl ester 278 C14H3003S 1000309-13-0 50
Abundance Scan 2098 (14.611 min): VY015661.D\data.ms (-2094) (- m/z 57.00 100.00%
57.0
—— —
“ 119.1 170.2 14.50 15.00
— Al s e m/z 43.85 92.36%
miz--> 50 100 150 200 250
Abundance #178958: Carbonic acid, prop-1-en-2-yl tridecyl ester
57.0
5000 e —
14.50 15.00
m/z 71.00 66.80%
97.0
O \2\61\0‘\“ “\ H!‘ \‘h\ ‘h‘ \“ T T \]_5‘4\.0\ T T ’ \2\27\-0\ ‘ T T T T
miz--> 50 100 150 200 250
Abundance #45478: Dodecane
57.0
—— —
14.50 15.00
5000 m/z 41.05 52.49%
98.0 170.0
oz L[ R0 weo
m/iz--> 50 100 150 200 250
Abundance #194605: Heptadecane, 2,6,10,14-tetramethyl- —— —
57.0 14.50 15.00
m/z 85.05 36.64%
h w\ﬂw
oLk | ‘ 113014901830 2530 2964
A e o LA e et e et ——
m/z--> 50 100 150 200 250 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092023\
Data File : VY@15661.D

Acqg On : 20 Sep 2023 16:06
Operator : SY/MD

Sample : 04499-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 17 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 unknownl4.678 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

14.678 44.21 ug/1 45692 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3a,7a-Epoxy-1H-inden-4(5H)-one, ... 152 C9H1202 039746-31-1 35
2 4,4-Dimethyl-oct-5-enal 154 C10H180 1010143-73-6 30
3 o-Cymene 134 C10H14 000527-84-4 25
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 15
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 11

Abundance Scan 2109 (14.678 min): VY015661 D\data.ms (-2103) (- m/z 97.10 100.00%

55.0 97.
119.1
5000

I . 151.0 1450 15.00

I 180.2
SRR m/z 55.00 96.07%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30260: 3a,7a-Epoxy-1H-inden-4(5H)-one, tetrahydro-
97.0

o

5000 T ——
27.0 55.0 14.50 15.00
m/z 119.05 52.33%
7700 124.0 152.0
O' ‘ ‘HMM\‘\‘H‘\MM\\‘!\\H\“\\!\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #31027: 4,4-Dimethyl-oct-5-ena
55.0
—r —
9.0 14.50 15.00
5000 ITI/Z 69.00 52.15%
126.0
0 wa\lo
m/z--> 20 40 60 100 120 140 160 180
Abundance #16991.0—Cymene ‘ ‘
119.0 14.50 15.00

m/z 41.10 42.09%

5000 91.0
39.0 650
\

15.0
0‘H_m“‘m“u“““H_Mu““ ‘H“‘

\ \ T
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\VY092023\
Data File : VY@15661.D

Acqg On : 20 Sep 2023 16:06
Operator : SY/MD

Sample : 04499-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 17 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 Undecane, 2,6-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.727 57.58 ug/1 59513 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 70
2 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 43
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 43
4 Oxalic acid, isobutyl pentyl ester 216 C11H2004 1000309-37-0 43
5 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 38

Abundance Scan 2117 (14.727 min): VY015661.D\data.ms (-2113) (- m/z 57.10 100.00%

57.1
5000
151.2

e
98.2 119.1 " 14.50 15.00
gl , 1|, 184.2207.0 m/z 71.10 50.45%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59069: Undecane, 2,6-dimethyl-
57.0

o

5000 — —
14.50 15.00
m/z 41.10 43.61%
290 ‘ 98.0
O\‘\‘U\\“‘\\\‘ “\\H}\“‘\‘\\\““\\U\‘\\\1\4"]-\.\0\\‘\\\]\-‘8\4.\-0\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22095: Octane, 3,6-dimethyl-
57.0
—— —
14.50 15.00
5000 ITI/Z 43.00 43.21%
29.0
113.0
ol 4 520 L 1420
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90204: Dodecane, 2,7,10-trimethyl- — ——
57.0 14.50 15.00

- /\MANM%\W
29.0 85-0

‘ 113.0

0 \\‘ \‘\ H\ I [ i 141.0 183.0
L L e L e T

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\VY092023\
Data File : VY@15661.D

Acqg On : 20 Sep 2023 16:06
Operator : SY/MD

Sample : 04499-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 17 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 unknownl5.275 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.275 34.54 ug/1 35703 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Added stereo to name 164 C12H20 024145-88-8 62
2 Added stereo to name 164 C12H20 024145-89-9 58
3 1,4-Dimethyladamantane (isomer 1) 164 C12H20 1000460-67-0 43
4 1,4-Dimethyladamantane (isomer 2) 164 C12H20 1000460-67-1 43
5 Benzene, 2-methoxy-4-methyl-1-(1... 164 C11H160 001076-56-8 43

Abundance Scan 2207 (15.275 min): VY015661.D\data.ms (-2202) (- m/z 149.05 100.00%

149.1
5000
55.0 93.1

1231 Lo =
| H 18921 15.00 15.50

“Mhhmh“‘w““‘w““ m/z 93.10  30.73%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39760: Added stereo to name
149.0

o

5000 — —
93.0 15.00 15.50
550 m/z 55.80  29.53%
OO et O
O\\\‘\\\\‘\\‘\‘\‘\H \‘\\\H‘\\\\‘\\\\‘\\\\‘\‘\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39761: Added stereo to name
149.0
—— ——
15.00 15.50
5000 m/z 57.10 25.01%
93.0
55.0
P |
) S| Y AN N
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39800: 1,4-Dimethyladamantane (isomer 1) —— ——
149.0 15.00 15.50

m/z 78.95 24.37%

5000
41.0 93.0
67.0

o‘1‘5‘-?‘\:‘”“mmMm_\f?}‘?"_‘\H_mw R
m/z--> 20 40 60 80 100 120 140 160 180 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092023\
Data File : VY@15661.D

Acqg On : 20 Sep 2023 16:06
Operator : SY/MD

Sample : 04499-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 17 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 unknownl6.470 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.470  38.95 ug/l 40256 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, tetramethylpropyli... 138 C10H18 024519-04-8 35
2 Ethanone, 1-(3-methylenecyclopen... 124 C8H120 054829-98-0 30
3 1H-Pyrrole, 1-butyl- 123 C8H13N 000589-33-3 30
4 di-t-Butylacetylene 138 C10H18 017530-24-4 27
5 trans-(2-Ethylcyclopentyl)methyl... 170 C10H1802 1000099-13-9 27
Abundance Scan 2403 (16.470 min): VY015661.D\data.ms (-2399) (- m/z 81.10 100.00%
81.1
41.0
5000
R AR RERS RN
16.20 16.40 16.60
0! m/z 41.05 64.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19509: Cyclopropane, tetramethylpropylidene-
810 1230
41.0
5000 LN L L Y B B B |
16.20 16.40 16.60
m/z 123.20  55.25%
015.0 “‘ ‘\M‘“\ \“‘i“\ \M“U‘ \“1‘\ T “1 TT TTTT ‘ TTTT ‘ TTTT ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12075: Ethanone, 1-(3-methylenecyclopentyl)-
43.0 81.0
R AR RERS RN
16.20 16.40 16.60
5000 m/z 55.10 54.95%
109.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11662: 1H-Pyrrole, 1-butyl- R e
81.0 16.20 16.40 16.60
m/z 179.20 51.14%
5000 123.0
41.0
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\VY092023\
Data File : VY015661.D

Acqg On : 20 Sep 2023 16:06
Operator : SY/MD

Sample : 04499-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 17 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 13.751 89.1 wug/l 92107 4 13.428 51677 50.0
unknown14.136 14.136 29.0 wug/l 29999 4 13.428 51677 50.0
unknownl14.276 14.276 80.5 ug/l 83158 4 13.428 51677 50.0
Adamantane, 1,3... 14.385 33.2 ug/l 34350 4 13.428 51677 50.0
unknownl14.416 14.416 29.1 ug/l 30022 4 13.428 51677 50.0
Carbonic acid, ... 14.611 57.5 ug/l 59425 4 13.428 51677 50.0
unknown14.678 14.678 44.2 ug/l 45692 4 13.428 51677 50.0
Undecane, 2,6-d... 14.727 57.6 ug/l 59513 4 13.428 51677 50.0
unknown15.275 15.275 34.5 ug/l 35703 4 13.428 51677 50.0
unknownl6.470 16.470 39.0 wug/l 40256 4 13.428 51677 50.0

82Y091923S.M Thu Sep 21 16:52:39 2023 Page: 14



