LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY122624\
Data File : VY020724.D

Acq On : 26 Dec 2024 18:01
Operator : SY/MD

Sample : P5342-03

Misc : 5.08g/5.06mL/MSVOA_Y/SOIL/B

ALS Vial : 22  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\82Y122624S.M

Title : SW846 8260

Signal : TIC: VY020724.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 2.178 67 75 83 rvVB4 1359 2542 1.85% 0.158%
2 3.098 219 226 233 rBv4 1648 3701 2.70% 0.229%
3 3.184 233 240 250 rVB4 1866 4530 3.30% 0.281%
4 3.866 346 352 361 rVB2 2205 6117 4.46% 0.379%
5 4.116 386 393 403 rBV3 1494 4530 3.30% 0.281%
6 4.860 503 515 523 rBv4 1408 4901 3.57% 0.304%
7 6.890 839 848 858 rBV2 7274 22310 16.26% 1.383%
8 7.640 963 971 977 rBV3 12461 30203 22.02% 1.872%
9 7.713 977 983 991 rVB2 22036 47134 34.36% 2.921%
10 8.067 1030 1041 1049 rVB3 13788 38391 27.99% 2.380%
11 8.481 1102 1109 1115 rVB5 1437 2865 2.09% 0.178%
12 8.616 1123 1131 1140 rBV 29809 58762 42.84% 3.642%
13 9.067 1199 1205 1214 rBV 22725 43493 31.71% 2.696%
14 9.213 1219 1229 1237 rBV 12352 27061 19.73% 1.677%
15 10.006 1352 1359 1364 rBvV2 4832 8796 6.41% 0.545%
16 10.109 1369 1376 1383 rBV 38718 66521 48.49% 4.,123%
17 10.219 1390 1394 1400 rVB5 1399 2119 1.54% 0.131%
18 10.298 1402 1407 1413 rVB2 6658 10358 7.55% 0.642%
19 10.536 1437 1446 1454 rBvV3 6858 17768 12.95% 1.101%
20 10.762 1477 1483 1489 rBv4 3473 5735 4.18% 0.355%
21 10.865 1493 1500 1513 rBV 84113 137178 100.00% 8.503%
22 10.963 1513 1516 1521 rVB4 1141 1638 1.19% 0.102%
23 11.249 1559 1563 1568 rVB2 2176 3476 2.53% 0.215%
24 11.420 1585 1591 1600 rBV 29090 47302 34.48% 2.932%
25 11.585 1615 1618 1622 rBV3 1097 1447 1.05% 0.090%
26 11.633 1622 1626 1627 rVV3 1588 2261 1.65% 0.140%
27 11.658 1628 1630 1635 rVB4 2151 2988 2.18% 0.185%
28 11.761 1643 1647 1650 rBV2 1324 1406 1.02% 0.087%
29 11.816 1650 1656 1669 rBV 48029 80810 58.91% 5.009%
30 11.920 1669 1673 1676 rVV3 2131 4008 2.92% 0.248%
31 11.956 1677 1679 1685 rVB5 2237 3382 2.47% 0.210%
32 12.036 1686 1692 1704 rVv2 17408 34764 25.34% 2.155%
33 12.133 1704 1708 1712 rVv4 2871 4854 3.54% 0.301%
34 12.182 1712 1716 1721 rVB4 2077 3478 2.54% 0.216%
35 12.267 1724 1730 1733 rBV3 5672 9344 6.81% 0.579%
36 12.304 1733 1736 1740 rVB5 1021 1436 1.05% 0.089%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY122624\
Data File : VY020724.D

Acq On : 26 Dec 2024 18:01
Operator : SY/MD

Sample : P5342-03

Misc : 5.08g/5.06mL/MSVOA_Y/SOIL/B

ALS Vial : 22  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\82Y122624S.M
Title . SW846 8260
37 12.414 1748 1754 1760 rBV3 22626 40507 29.53% 2.511%
38 12.597 1781 1784 1788 rVB2 1002 1409 1.03% 0.087%
39 12.658 1788 1794 1797 rBV7 3022 4772 3.48% 0.296%
40 12.688 1797 1799 1802 rVV3 1857 2551 1.86% 0.158%
41 12.737 1802 1807 1812 rVB5 9256 15390 11.22% 0.9547%
42 12.792 1812 1816 1819 rBV4 1916 2744 2.00% 0.170%
43 12.840 1819 1824 1828 rBV 13750 20416 14.88% 1.265%
44 12.883 1828 1831 1837 rVB6 1769 2659 1.94% 0.165%
45 12.962 1837 1844 1847 rBV6 3117 6119 4.46% 0.379%
46 13.011 1847 1852 1856 rBV2 27073 40063 29.21% 2.483%
47 13.048 1856 1858 1862 rVV 6658 8001 5.83% 0.496%
48 13.090 1862 1865 1874 rVB3 12624 22761 16.59% 1.411%
49 13.188 1874 1881 1882 rBV5 4090 6661 4.86% ©0.413%
50 13.243 1888 1890 1891 rBV2 1778 1440 1.05% ©.089%
51 13.353 1902 1908 1915 rBV2 13764 24061 17.54%  1.491%
52 13.420 1915 1919 1924 rBV8 2306 3453  2.52% ©0.214%
53 13.481 1924 1929 1933 rVB8 2831 6059 4.42% ©.376%
54 13.548 1934 1940 1945 rBV4 6686 12470 9.09% ©.773%
55 13.596 1945 1948 1949 rBV2 2532 2660 1.94% 0.165%
56 13.670 1955 1960 1966 rBV6 19453 37188 27.11% 2.305%
57 13.718 1966 1968 1971 rVB4 3593 3580 2.61% 0.222%
58 13.773 1973 1977 1981 rVV7 2459 4965 3.62% 0.308%
59 13.846 1986 1989 1991 rVV3 5167 8077 5.89% 0.501%
60 13.889 1992 1996 2002 rVB5 11094 20853 15.20% 1.293%
61 14.005 2009 2015 2019 rBV4 12577 23795 17.35% 1.475%
62 14.054 2019 2023 2030 rvwv7 7276 17599 12.83% 1.091%
63 14.121 2030 2034 2039 rvve 7710 16338 11.91% 1.013%
64 14.176 2039 2043 2054 rVvVv4 24497 60638 44.20% 3.758%
65 14.310 2059 2065 2067 rBV5 10956 18122 13.21% 1.123%
66 14.340 2067 2070 2074 rVWV 19864 30864 22.50% 1.913%
67 14.401 2074 2080 2085 rVB9 11195 23627 17.22% 1.464%
68 14.493 2091 2095 2096 rBV4 3098 4653 3.39% 0.288%
69 14.535 2099 2102 2106 rVB6 11494 16885 12.31% 1.047%
70 14.608 2107 2114 2117 rBV5S 18241 39602 28.87% 2.455%
71 14.651 2117 2121 2127 rVB3 27323 45834 33.41% 2.841%
72 14.761 2135 2139 2143 rBV5 22820 45046 32.84% 2.792%
73 14.852 2151 2154 2159 rVB3 20595 34549 25.19% 2.141%
74 14.913 2160 2164 2167 rBV5 9488 17748 12.94% 1.100%
75 14.956 2167 2171 2178 rVV5 8506 20041 14.61% 1.242%
76 15.047 2182 2186 2187 rBV4 8041 10957 7.99% 0.679%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY122624\
Data File : VY020724.D

Acq On : 26 Dec 2024 18:01
Operator : SY/MD

Sample : P5342-03

Misc : 5.08g/5.0mL/MSVOA_Y/SOIL/B

ALS vial : 22 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\82Y122624S.M

Title : SW846 8260

77 15.121 2193 2198 2203 rBV8 6860 16292 11.88% 1.010%
78 15.182 2203 2208 2209 rBV5 14073 23727 17.30% 1.471%
79 15.352 2232 2236 2241 rBV8 10210 18649 13.59% 1.156%
890 15.511 2259 2262 2270 rVB9 14722 28900 21.07% 1.791%
81 15.633 2278 2282 2292 rVB9 13161 29560 21.55% 1.832%
82 16.364 2399 2402 2411 rVB9 11169 23478 17.11% 1.455%

Sum of corrected areas: 1613372
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY122624\
Data File : VY020724.D

Acqg On : 26 Dec 2024 18:01
Operator : SY/MD

Sample : P5342-03

Misc : 5.08g/5.0mL/MSVOA_Y/SOIL/B

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y122624S.M
Quant Title : SW846 8260

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

Abundance TIC: VY020724.D\data.ms
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Data Path
Data File
Acqg On
Operator
Sample
Misc

ALS Vvial

Quant Method :

Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

: Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY122624\
: VY020724.D

: 26 Dec 2024 18:01

: SY/MD

: P5342-03

: 5.08g/5.0mL/MSVOA_Y/SOIL/B

: 22 Sample Multiplier: 1

: SW846 8260

: C:\Database\NIST20.L
LSCINT.P

Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y122624S.M

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number

1 Hexanal

Concentration Rank 1

000066-25-1 74
000597-31-9 32
000590-86-3 32
000111-30-8 27
015877-57-3 25

R.T. EstConc Area Relative to ISTD
10.865 145.00 ug/1 137178 Chlorobenzene-d5
Hit# of 5 Tentative ID MW MolForm
1 Hexanal 100 C6H120
2 2,2-Dimethyl-3-hydroxypropionald... 102 C5H1002
3 Butanal, 3-methyl- 86 C5H100
4 Glutaraldehyde 100 C5H802
5 Pentanal, 3-methyl- 100 C6H120

Abundance Scan 1500 (10.865 min): VY020724.D\data.ms (-1493) (- m/z 56.10 100.00%
56.1
5000 A
821
1050 1100
149.1
(R H‘H_H‘_"wH_Mw_mz‘("?‘q m/z 41.1 91.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4248: Hexanal
44.0
5000 T
10.50 1100
720 m/z 44.10 87.45%
o0 ] 1000
T \\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41.0
1050 1100
5000 m VA 57.10 66.86%
\\\\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\
m/z-->
Abundance #1959: Butanal, 3-methyl-
m/z 43.10 63.14%
\H\Hi“\\‘\\‘\‘\\\‘\\\\\\\\\\\\\\\\\\\\\\\\ A
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY122624\
Data File : VY020724.D

Acqg On : 26 Dec 2024 18:01
Operator : SY/MD

Sample : P5342-03

Misc : 5.08g/5.0mL/MSVOA_Y/SOIL/B

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y122624S.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 2 Cyclopentane, methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.816  85.42 ug/l 80810 Chlorobenzene-d5 11.420
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 90
2 Formic acid, hexyl ester 130 C7H1402 000629-33-4 78
3 Hexyl chloroformate 164 C7H13C102 006092-54-2 78
4 1-Hexanol 102 C6H140 000111-27-3 78
5 Cyclopropane, propyl- 84 C6H12 002415-72-7 64
Abundance Scan 1656 (11.816 min): VY020724.D\data.ms (-1650) (- m/z 56.10 100.00%
56.1
5000 411 j\¥
— —=
‘ 84.1 11.50 12.00
Oberprrrrprrerpreetibee gl e - M/z 55,10 51.17%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #1679: Cyclopentane, methyl-
56.0
5000 41.0 = L
11.50 12.00
84.0 m/z 43.05 45.89%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
56.0
‘ T T ‘ T
11.50 12.00
5000 m/z 41.10 41.08%
H‘HH \H\‘\\H‘\H\‘\H\‘HH‘H\\‘\\H‘HH‘HH‘HH‘HH‘HH T
m/z-->
Abundance #40097: Hexyl chloroformate ‘ ‘
m/z 69.10  36.35%
H Al ] [ /\/\
T HH‘HH‘HH‘HH‘H \‘\H\‘HH‘\\H‘HH‘HH‘HH‘HH‘HH T
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY122624\
Data File : VY020724.D

Acqg On : 26 Dec 2024 18:01
Operator : SY/MD

Sample : P5342-03

Misc : 5.08g/5.0mL/MSVOA_Y/SOIL/B

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y122624S.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 3 trans-Decalin, 2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.176 126.01 ug/1 60638 1,4-Dichlorobenzene-d4 13.353
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 94
2 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 94
3 trans-4a-Methyl-decahydronaphtha... 152 C11H20 002547-27-5 93
4 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10H160 000464-48-2 76
5 (+)-2-Bornanone 152 C1eH160 000464-49-3 76
Abundance Scan 2043 (14.176 min): VY020724.D\data.ms (-2039) (- m/z 81.10 100.00%
81.1 152.2
5000 55.1
109.1 — e
H 1352 | 14.00 14.50
0! T ISR A F m/z 152.20 92.10%
m/z--> 20 40 60 80 100 120 140 160
Abundance #29490: trans-Decalin, 2-methyl-
81.0
55.0 152.0 M
5000 W\‘\\A\\‘\
14.00 14.50
20.0 109.0 J m/z 95.05 74.53%
o SRERE- T
m/z--> 20 40 60 80 100 120 140 160
Abundance
41.0 81.0 1520
T ‘ T T ‘ T
14.00 14.50
5000 m/z 67.10 59.71%
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z-->
Abundance #29512: trans-4a-Methyl-decahydronaphthalene ‘ ‘
m/z 137.20 50.00%
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY122624\
Data File : VY020724.D

Acqg On : 26 Dec 2024 18:01
Operator : SY/MD

Sample : P5342-03

Misc : 5.08g/5.0mL/MSVOA_Y/SOIL/B

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y122624S.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 4 trans-4a-Methyl-decahydrona... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.340 64.14 ug/1 30864 1,4-Dichlorobenzene-d4 13.353
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 trans-4a-Methyl-decahydronaphtha... 152 C11H20 002547-27-5 91
2 4,4-Dimethyl-2-propenylcyclopent... 152 C10H160 068261-88-1 70
3 (+)-2-Bornanone 152 C10H160 000464-49-3 46
4 Benzaldehyde, 2-hydroxy-5-methoxy- 152 C8H803 000672-13-9 38
5 1,4-Benzenediol, 2,3,5-trimethyl- 152 C9H1202 000700-13-0 38
Abundance Scan 2070 (14.340 min): VY020724.D\data.ms (-2067) (-t  m/z 152.05 100.00%
152.1
67.0 95.1
5000
41.1
‘ T \A\ T ‘ T T T
‘ ‘ ‘1191 14.00 14.50
okl H“\w H‘WMW‘ m“_e” m/z 95.18  68.06%
m/z--> 20 40 60 80 100 120 140 160
Abundance #29513: trans-4a-Methyl-decahydronaphthalene
95.0
67.0 137.0
5000 . —r—
14.00 14.50
m/z 67.05 63.19%
0! ‘\1‘\\“1\\“‘\\\‘\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance
95.0
68'0 ‘ T T ‘ T
152.0 14.00 14.50
5000 m/z 82.10 62.04%
\\\\\\\\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\
m/z-->
Abundance #29114: (+)-2-Bornanone I I
m/z 81.10 46.62%
‘\‘ ‘H‘ \“ \h\ | | ‘\ “ | M
\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY122624\
Data File : VY020724.D

Acqg On : 26 Dec 2024 18:01
Operator : SY/MD

Sample : P5342-03

Misc : 5.08g/5.0mL/MSVOA_Y/SOIL/B

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y122624S.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 5 Benzene, 1l-methyl-2-(2-prop... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.608 82.30 ug/1 39602 1,4-Dichlorobenzene-d4 13.353
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 64
2 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000767-99-7 50
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1leH12 002039-89-6 50
4 Benzene, 1l-ethenyl-3-ethyl- 132 C1leH12 007525-62-4 50
5 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 50
Abundance Scan 2114 (14.608 min): VY020724.D\data.ms (-2107) (- m/z 117.10 100.00%
117.1
67.1
5000 411 950 MJ&NJAMMW
1522 surn Ll L Y
} 2070 14.50 15.00
0 bl 2970y 97,16 57.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16168: Benzene, 1-methyl-2-(2-propenyl)-
117.0
5000 —— —
91.0 14.50 15.00
m/z 67.10 53.16%
39.0 65.0
0 ;ﬁ?m‘w“w‘w‘d‘JM‘W‘!_NM“H‘_‘H“H‘_“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117.0
T ‘ T T ‘ T
14.50 15.00
5000 m/z 55.10 53.09%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \jWWW\A
m/z-->
Abundance #16162: Benzene, 2-ethenyl-1,4-dimethyl- ‘ I
‘H \m Iy \ \\ H“
\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY122624\
Data File : VY020724.D

Acqg On : 26 Dec 2024 18:01
Operator : SY/MD

Sample : P5342-03

Misc : 5.08g/5.0mL/MSVOA_Y/SOIL/B

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y122624S.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 6 Cyclododecene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.651 95.25 ug/1 45834 1,4-Dichlorobenzene-d4 13.353
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclododecene 166 C12H22 001501-82-2 64
2 trans,trans-1,6-Dimethylspiro[4.... 166 C12H22 1000111-72-1 58
3 Cyclododecene, (E)- 166 C12H22 001486-75-5 58
4 Decalin, anti-1-methyl-, cis- 152 C11H20 1000158-89-0 55
5 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 55

Abundance Scan 2121 (14.651 min): VY020724.D\data.ms (-2117) (- m/z 81.10 100.00%

81.1 166.2
41.1
5000
109.1

T —
3 ‘13‘5.2 ‘ 14.50 15.00

o “;“mmww -+ m/z 67.10 88.97%

m/z--> 20 40 60 80 100 120 140 160
Abundance #41513: Cyclododecene
410 670

5000 96.0 —— 7
14.50 15.00

166.0 m/z 166.20  88.53%

m/z--> 20 40 60 80 100 120 140 160
Abundance
95.0

T ‘ T T ‘ T
67.0 166.0 14.50 15.00

5000 m/z 151.15 84.92%

T L ‘ T T ‘ L ‘ L ‘ L ‘ T T ‘ L L
m/z--> MMVJ\/
Abundance #41532: Cyclododecene, (E)- s

m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY122624\
Data File : VY020724.D

Acqg On : 26 Dec 2024 18:01
Operator : SY/MD

Sample : P5342-03

Misc : 5.08g/5.0mL/MSVOA_Y/SOIL/B

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y122624S.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 7 trans,trans-1,6-Dimethylspi... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14761 o361 ug/l 45046 1,4-Dichlorobenzene-ds  13.353
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 trans,trans-1,6-Dimethylspiro[4.... 166 C12H22 1000111-72-1 55

2 Naphthalene, decahydro-2,3-dimet... 166 C12H22 001008-80-6 50
3 Naphthalene, decahydro-1,5-dimet... 166 C12H22 066552-62-3 49
4 Naphthalene, decahydro-2,6-dimet... 166 C12H22 001618-22-0 46
5 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 43

Abundance Scan 2139 (14.761 min): VY020724.D\data.ms (-2135) (- m/z 95.10 100.00%

95.1
166.2
5000 411 132.2
— —
‘ | 280. 14.50 15.00 .
0! “1‘mm“m“H"mwwm‘w“u m/z 104.10 74.22%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #41583: trans,trans-1,6-Dimethylspiro[4.5]decane
95.0
550 166.0
5000 ' U —
14.50 15.00
m/z 81.10 73.80%
T
O e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
95.0
T ‘ T T ‘ T
166.0 14.50 15.00
5000 m/z 166.20 66.21%

\H‘\H\‘\H\‘HH‘HH‘\H\‘\H\‘H\\‘HH‘HH‘HH‘HH‘HH‘\H\‘H
m/z-->
Abundance #41570: Naphthalene, decahydro-1,5-dimethyl-

m/z 151.05 53.11%

S

h | A

m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY122624\
Data File : VY020724.D

Acqg On : 26 Dec 2024 18:01
Operator : SY/MD

Sample : P5342-03

Misc : 5.08g/5.0mL/MSVOA_Y/SOIL/B

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y122624S.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 8 unknownl4.852 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.852 71.79 ug/1 34549 1,4-Dichlorobenzene-d4 13.353
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, 5-methoxy-2,3,4-trimethyl- 166 C10H1402 034883-02-8 18
2 Adamantane, 1,3-dimethyl- 164 C12H20 000702-79-4 18
3 Added stereo to name 164 C12H20 024145-88-8 18
4 5-Methyl-7-amino-s-triazolo(1,5-... 149 C6H7N5 033376-96-4 18
5 1,4-Dimethyladamantane (isomer 2) 164 C12H20 1000460-67-1 18
Abundance Scan 2154 (14.852 min): VY020724.D\data.ms (-2151) (-  m/z 149.05 100.00%
149.1
41.0 95.2
5000
Aploprpl
14.50 15.00
N 281.. 5
0! He—r m/z 166.20 79.18%
m/z--> 50 100 150 200 250
Abundance #41185: Phenol, 5-methoxy-2,3,4-trimethyl-
166.0
5000 o —r—
14.50 15.00
m/z 95.15 61.27%
39.0 77.0 123.0
0 ; U‘ iMH‘\HL‘ M;m “m‘\\‘h‘ “M ‘HH‘ ‘\ B T
m/z--> 50 100 150 200 250
Abundance
149.0
‘ T T ‘ T
14.50 15.00
5000 m/z 41.00 61.20%
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T T T T T \WMWW
m/z-->
Abundance #39760: Added stereo to name ‘ I
T T T \‘ “““\ ”“‘\ “Hh T ‘ “H\ \‘ T ! T 1 \‘ T T T T T T T T T T T
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY122624\
Data File : VY020724.D

Acqg On : 26 Dec 2024 18:01
Operator : SY/MD

Sample : P5342-03

Misc : 5.08g/5.0mL/MSVOA_Y/SOIL/B

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y122624S.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 9 unknownl5.511 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.511 60.06 ug/1l 28900 1,4-Dichlorobenzene-d4 13.353
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 trans,trans-1,6-Dimethylspiro[4.... 166 C12H22 1000111-72-1 42
2 cis,cis-1,6-Dimethylspiro[4.5]de... 166 C12H22 1000111-72-4 42
3 (6R,7aR)-3,6-Dimethyl-5,6,7,7a-t... 166 C10H1402 038049-04-6 38
4 2(1H)-Naphthalenone, octahydro-4... 166 C11H180 000938-06-7 30
5 2,6-Piperidinedicarbonitrile, N-... 149 C8H11N3 090090-68-9 30

Abundance Scan 2262 (15.511 min): VY020724.D\data.ms (-2259) (- m/z 95.10 100.00%

ssq 951 165.2
137.
5000
196.3 T
281.( 15.50
0 m/z 165.20  87.80%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #41583: trans,trans-1,6-Dimethylspiro[4.5]decane

T J\/M\NJ\M/\/WN
67.0 166.0
5000 — ‘
15.50
m/z 55.10 83.33%
FZ&O
o‘u‘wuu‘uuw“_H‘ﬂuq‘wwu‘wuu‘uuw‘uwu‘wuw‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
95.0
55.0 T
166.0 15.50
5000 m/z 57.15 69.76%
‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H\\‘HH‘HH‘H WWWW
m/z-->

Abundance #41309: (6R,7aR)-3,6-Dimethyl-5,6,7,7a-tetrahydrobenzg ‘

m/z 149.20 69.24%

3

m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY122624\
Data File : VY020724.D

Acqg On : 26 Dec 2024 18:01
Operator : SY/MD

Sample : P5342-03

Misc : 5.08g/5.0mL/MSVOA_Y/SOIL/B

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y122624S.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 10 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.633 61.43 ug/1 29560 1,4-Dichlorobenzene-d4 13.353
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 64
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 55
3 2,3,4,5,6,7-Hexahydro-1H-cyclope... 146 C11H14 1010189-31-0 55
4 1H-1,3,2-Benzodiazaborole, 2-eth... 146 C8H11BN2 074663-81-3 43
5 1H-Indol-4-ylmethylamine 146 C9H1@N2 003468-18-6 41

Abundance Scan 2282 (15.633 min): VY020724.D\data.ms (-2278) (- m/z 131.15 100.00%

1312
81.1
5000
39.1 105.1 rﬁ
12 Awf 1 L i

192.3 15.50 16.00
0! m/z 135.20 96.71%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
5000 — —
15.50 16.00
m/z 118.00 86.83%
0! REE e AR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance /\
131.0
/\A/\/\T\ T ‘ A\ \/\ \M ‘/\ T
15.50 16.00
5000 m/z 146.05 67.28%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
o [PRATY LN,
Abundance #25065: 2,3,4,5,6,7-Hexahydro-1H-cyclopenta[a]pentale ‘ ”ﬁ AAlh -

m/z 81.10 66.46%

m/z-->
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY122624\
Data File : VY020724.D

Acq On : 26 Dec 2024 18:01
Operator : SY/MD

Sample : P5342-03

Misc : 5.08g/5.0mL/MSVOA_Y/SOIL/B

ALS Vial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y122624S.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|
Hexanal 10.865 145.0 wug/l 137178 3 11.420 47302 50.0
Cyclopentane, m... 11.816 85.4 ug/l 80810 3 11.420 47302 50.0
trans-Decalin, ... 14.176 126.0 ug/l 60638 4 13.353 24061 50.0
trans-4a-Methyl... 14.340 64.1 ug/l 30864 4 13.353 24061 50.0
Benzene, 1-meth... 14.608 82.3 ug/l 39602 4 13.353 24061 50.0
Cyclododecene 14.651 95.3 ug/l 45834 4 13.353 24061 50.0
trans,trans-1,6... 14.761 93.6 ug/l 45046 4 13.353 24061 50.0
unknown14.852 14.852 71.8 ug/l 34549 4 13.353 24061 50.0
unknown15.511 15.511 60.1 ug/l 28900 4 13.353 24061 50.0
Naphthalene, 1,... 15.633 61.4 ug/l 29560 4 13.353 24061 50.0
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