LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091824\
Data File : VY019613.D

Acqg On : 18 Sep 2024 18:05
Operator : SY/MD

Sample : P4085-03

Misc : 4.95g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 21  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\82Y090924S.M

Title : SW846 8260

Signal : TIC: VY@19613.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.068 52 57 58 rBvV3 3349 4251 1.95% 0.232%
2 2.092 59 61 64 rVv4 1685 2462 1.13% 0.135%
3 2.458 117 121 123 rVWV3 2306 2955 1.36% 0.161%
4 4.604 467 473 474 rBV4 1824 2558 1.17% 0.140%
5 5.622 634 640 641 rBV4 1469 2357 1.08% 0.129%
6 6.878 834 846 854 rBV2 16595 53190 24.41% 2.907%
7 7.628 962 969 975 rBvV2 27017 66058 30.32% 3.610%
8 7.707 975 982 991 rVB 61915 145525 66.79% 7.953%
9 8.055 1027 1039 1049 rBV3 35068 108459 49.78% 5.927%
106 8.609 1120 1130 1144 rBV 85548 175290 80.46%  9.580%
11 10.109 1369 1376 1387 rBV 123142 217869 100.00% 11.907%
12 10.512 1436 1442 1448 rBV3 4925 8914 4.09% 0.487%
13 10.963 1514 1516 1520 rVB4 2158 3364 1.54% 0.184%
14 11.249 1560 1563 1568 rVB3 3748 5328 2.45% 0.291%
15 11.414 1584 1590 1601 rBV 95371 158797 72.89% 8.678%
16 11.615 1619 1623 1626 rVB5 1514 2286 1.05% 0.125%
17 11.658 1626 1630 1634 rBV4 2766 4605 2.11% 0.252%
18 11.926 1668 1674 1679 rBV7 2890 7089 3.25% 0.387%
19 12.048 1691 1694 1698 rVB4 2390 2745 1.26% 0.150%
20 12.121 1704 1706 1711 rVV5 2839 4570 2.10% 0.250%
21 12.176 1711 1715 1718 rVB5 2105 4251 1.95% 0.232%
22 12.334 1739 1741 1746 rVB5 1772 2419 1.11% 0.132%
23 12.408 1746 1753 1763 rBvV2 64346 111682 51.26% 6.103%
24 12.566 1776 1779 1785 rVB7 4894 9631 4.42% 0.526%
25 12.639 1785 1791 1795 rBVS8 2827 6888 3.16% 0.376%
26 12.731 1797 1806 1811 rVV8 6373 18464 8.47% 1.009%
27 12.792 1811 1816 1818 rVB4 2566 4300 1.97% 0.235%
28 12.871 1825 1829 1833 rBV7 3286 4921 2.26% 0.269%
29 12.926 1833 1838 1840 rBV6 2888 5160 2.37% 0.282%
30 12.962 1840 1844 1848 rVB4 8358 12768 5.86% ©0.698%
31 13.096 1862 1866 1867 rBV3 3414 4654  2.14%  0.254%
32 13.243 1882 1890 1894 rBv4 8524 16748 7.69% 0.915%
33 13.279 1894 1896 1901 rVV6 3419 4936 2.27% 0.270%
34 13.346 1901 1907 1913 rVB 62712 99791 45.80% 5.454%
35 13.413 1916 1918 1924 rVB6 1805 2882 1.32% ©.158%
36 13.596 1945 1948 1952 rBV5 2615 5080 2.33% 0.278%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091824\
Data File : VY019613.D

Acqg On : 18 Sep 2024 18:05
Operator : SY/MD

Sample : P4085-03

Misc : 4.95g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 21  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\82Y090924S.M
Title : SW846 8260
37 13.663 1952 1959 1964 rBV6 19046 36290 16.66% 1.983%
38 13.712 1964 1967 1971 rVB6 5143 7976 3.66% 0.436%
39 13.773 1971 1977 1981 rBV9 5371 11741 5.39% 0.642%
40 13.889 1992 1996 2001 rVB4 9618 15125 6.94% 0.827%
41 13.938 2002 2004 2009 rvVB5 5553 6151 2.82% 0.336%
42 13.993 2009 2013 2017 rBV7 8649 16397 7.53% 0.896%
43 14.066 2018 2025 2030 rBvV8 6190 14197 6.52% ©0.776%
44 14.115 2030 2033 2035 rBv4 4003 4775 2.19% 0.261%
45 14.175 2038 2043 2057 rVB1o 22398 73263 33.63% 4.004%
46 14.297 2059 2063 2066 rBV5 13316 22425 10.29% 1.226%
47 14.334 2066 2069 2073 rVV3 16805 25110 11.53% 1.372%
48 14.395 2077 2079 2082 rvv4 6950 8428 3.87% 0.461%
49 14.529 2098 2101 2107 rVB6 7320 9349 4.29% 0.511%
50 14.596 2107 2112 2116 rBV7 13281 26289 12.07% 1.437%
51 14.651 2116 2121 2127 rVB3 19848 31556 14.48% 1.725%
52 14.712 2127 2131 2137 rBV7 4536 9350 4.29% 0.511%
53 14.785 2137 2143 2146 rBV8 9329 18591 8.53% 1.016%
54 14.858 2151 2155 2159 rVvv5s 16924 26333 12.09% 1.439%
55 14.919 2163 2165 2167 rVvv3 7208 7298 3.35% 0.399%
56 14.962 2168 2172 2177 rVB5 14751 25018 11.48% 1.367%
57 15.047 2184 2186 2191 rVB4 12704 18693 8.58% 1.022%
58 15.120 2193 2198 2201 rBV7 12838 20629 9.47% 1.127%
59 15.181 2204 2208 2211 rBV6 5290 10108 4.64% 0.552%
60 15.334 2231 2233 2234 rBV2 2640 2192 1.01% 0.120%
61 15.425 2244 2248 2250 rBvV4 8109 10559 4.85% ©.577%
62 15.565 2268 2271 2272 rBV2 4047 4352 2.00% 0.238%
63 15.700 2291 2293 2299 rVB7 4973 8574 3.94% 0.469%
64 15.779 2300 2306 2312 rBV8 6524 15758 7.23% 0.861%
65 15.919 2324 2329 2334 rVBS8 5817 10903 5.00% ©.596%
66 16.041 2347 2349 2356 rVB7 4563 6758 3.10% ©.369%
67 16.169 2368 2370 2372 rBV3 3386 2433 1.12% 0.133%
68 16.224 2374 2379 2382 rBV6 2892 6131 2.81% ©.335%
69 16.352 2395 2400 2407 rVB6 7012 16095 7.39% 0.880%
70 16.474 2416 2420 2423 rBVe6 2989 5325 2.44% 0.291%
71 16.614 2440 2443 2444 rBV3 2085 2403 1.10% 0.131%
Sum of corrected areas: 1829822
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©091824\
Data File : VY@019613.D

Acqg On : 18 Sep 2024 18:05
Operator : SY/MD

Sample : P4085-03

Misc : 4.95g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090924S.M
Quant Title : SW846 8260

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

Abundance TIC: VY019613.D\data.ms
120000

100000
80000
60000
40000

20000 2458

Z 4.604 5.622

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 1.80 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: VY019613.D\data.ms
120000 10.109

100000 11.414
8.609

80000

60000

40000

20000

10.512 10.963 11.249 | | 111658

0 —T T . T T T T R T —
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VY019613.D\data.ms

120000

100000

80000
12.408 13.346
60000

40000

20000

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
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©091824\
Data File : VY@019613.D

Acqg On : 18 Sep 2024 18:05
Operator : SY/MD

Sample : P4085-03

Misc : 4.95g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090924S.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 Naphthalene, decahydro- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.663 18.18 ug/l 36290 1,4-Dichlorobenzene-d4 13.346
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro- 138 C10H18 000091-17-8 97
2 Spiro[4.5]decane 138 C10H18 000176-63-6 83
3 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 64
4 Bicyclo[5.3.0]decane 138 C10H18 005661-80-3 64
5 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 58
Abundance Scan 1959 (13.663 min): VY019613.D\data.ms (-1952) (- m/z 67.10 100.00%
67.1
96.0
1.0 138.1
5000
—— —
h ‘ 207.3 13.50 14.00
0 _WMW&NMM“H“H“H“_L“ m/z 96.05 68.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19430: Naphthalene, decahydro-
67.0 96.0 138.0
5000 41.0 — e ‘ &Nﬁw
13.50 14.00
m/z 138.05 66.10%
0!![
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19395: Spiro[4.5]decane
67.0 96.0
lapny dn 1L A 4
138.0 13.50 14.00
5000 41.0 m/z 55.00 62.11%
0! il e MM
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19461: Naphthalene, decahydro-, trans- —— —
67.0 13.50 14.00
138.0 m/z 82.20  61.95%
41.0 96.0
5000
0l150 | \
! R A B - e
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\VY©091824\
Data File : VY@019613.D

Acqg On : 18 Sep 2024 18:05
Operator : SY/MD

Sample : P4085-03

Misc : 4.95g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090924S.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 cis-Decalin, 2-syn-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.176  36.71 ug/1 73263 1,4-Dichlorobenzene-d4 13.346
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 52
2 Bicyclo(3.3.1)nonane-2,6-dione 152 C9H1202 016473-11-3 52
3 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 50
4 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 46
5 Bicyclo[4.1.0]heptane, 7-butyl- 152 C11H20 018645-10-8 45

Abundance Scan 2043 (14.175 min): VY019613.D\data.ms (-2038) (- m/z 83.05 100.00%

55.0 3.0
152.0
5000 104.9

L
‘ m 135.1 ‘ 14.00 14.50
owmw‘l“th el ““‘:H\u“”h“M_N‘W m/z 55.85 93.05%

| ‘\H‘\ \“ \”
m/z--> 20 40 60 80 100 120 140 160
Abundance #29494: cis-Decalin, 2-syn-methyl-
95.0
67.0

41.0
5000

T
152.0 14.00 14.50
m/z 82.10 91.44%

‘ ‘ 123.0
0 T H T i“\ T ‘iHM T \H\“‘\ \‘H = ‘\‘\‘ T \‘ T T ‘} T \‘ T L T
miz--> 20 40 60 80 100 120 140 160
Abundance #30206: Bicyclo(3.3.1)nonane-2,6-dione

152.0

T
14.00 14.50

5000 55.0 ITI/Z 41.05 66.56%
82.0 124.0
39.0 H ‘ 108.0 ‘
Ol N‘H‘M H‘Ul m‘“!“‘ \ﬁ‘\ R N
m/z--> 20 40 60 80 100 120 140 160
Abundance #29507: Naphthalene, decahydro-2-methyl- P ——
41.0 81.0 152.0 14.00 14.50

m/z 67.15 65.76%

5000
109.0 i
65
25\ ‘ , HH!\ UL L 136.0 ‘

T \
m/z--> 20 40 60 80 100 120 140 160 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©091824\
Data File : VY@019613.D

Acqg On : 18 Sep 2024 18:05
Operator : SY/MD

Sample : P4085-03

Misc : 4.95g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090924S.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 N-Methyl-o-toluamide Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.297 11.24 ug/l 22425 1,4-Dichlorobenzene-d4 13.346
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N-Methyl-o-toluamide 149 CSH11NO 002170-09-4 53
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 46
3 2-Ethyl-2-methyl-1,3-dithiolane 148 C6H12S2 006008-81-7 46
4 Benzene, (1,1-dimethylpropyl)- 148 C1l1H16 002049-95-8 43
5 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 43
Abundance Scan 2063 (14.297 min): VY019613.D\data.ms (-2059) (- m/z 119.05 100.00%
119.1
771 ARRA o ‘}
41.0
R O GRS L L
0L il L ““““1“““”‘1 e “‘ i m/z 149.05  60.21%
miz--> 0 50 100 150 200 250
Abundance #27328: N-Methyl-o-toluamide
119.0
000 oo s
65.0 : :
m/z 132.95 36.08%
150.0
0 ’1\5.\0\ ‘\‘ i‘ ‘\““\“\ ‘U‘ \“ T L B B B L B B
miz--> 0 50 100 150 200 250
Abundance #17089: Benzene, 2-ethyl-1,4-dimethyl-
119.0 W\A
——h —
14.00 14.50
5000 m/z 148.00 26.18%
39.0 77.0
miz--> 0 50 100 150 200 250 N\“ f\ f
Abundance #26630: 2-Ethyl-2-methyl-1,3-dithiolane AL U ﬂ
119.0 14.00 14.50
m/z 91.05 25.72%
5000 59.0
27.0
ol b PR
m/z--> 0 50 100 150 200 250 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©091824\
Data File : VY@019613.D

Acqg On : 18 Sep 2024 18:05
Operator : SY/MD

Sample : P4085-03

Misc : 4.95g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090924S.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 7
R.T. EstConc Area Relative to ISTD R.T.
14.334  12.58 ug/1 25110 1,4-Dichlorobenzene-d4 13.346
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 81
2 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 76
3 trans-4a-Methyl-decahydronaphtha... 152 C11H20 002547-27-5 70
4 Bicyclo[3.3.2]decan-9-one 152 C10H160 028054-91-3 60
5 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 58
Abundance Scan 2069 (14 334 min): VY019613.D\data.ms (-2066) (- m/z 67.10 100.00%
152.2
95.1
41.0
5000
118.9 — —
‘ H ‘ 207.1 14.00 14.50
o! _m“mh“_w‘ L, [ Ll e m/z 152,15 91.63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29507 Naphthalene decahydro-2-methyl-
152.0
5000 “M‘/\/\\ AL "AW\/\AJ
14.00 14.50
109.0 m/z 95.10 82.27%
0' ’\\“\\‘h\\\‘\\\‘\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29490: trans-Decalin, 2-methyl-
81.0
— —
152.0 14.00 14.50
5000 m/z 69.00 74 .18%
109.0
0! ‘HNM‘M“N“““L““‘_“““H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29513: trans-4a-Methyl-decahydronaphthalene — ——
95.0 14.00 14.50
m/z 81.00 72.13%
67.0 137.0
5000
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©091824\
Data File : VY@019613.D

Acqg On : 18 Sep 2024 18:05
Operator : SY/MD

Sample : P4085-03

Misc : 4.95g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090924S.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 unknownl4.596 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.596  13.17 ug/1 26289 1,4-Dichlorobenzene-d4 13.346
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1-methyl-1-phenyl- 132 C1eH12 002214-14-4 46
2 2,4-Dimethylstyrene 132 C10H12 002234-20-0 42
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 38
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C1OH12 001587-04-8 38
5 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 38
Abundance Scan 2112 (14.596 min): VY019613.D\data.ms (-2107) (- | m/z 97.05 100.00%
97.0
55.1
5000 119.0
168.0 - ‘
‘ 208.0 14.50
0 LA b m/z 117.00 90.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16147: Cyclopropane, 1-methyl-1-phenyl-

117.0

5000 ATWARIRA S
91.0 14.50

51.0 m/z 55.10  77.79%

ay
O' ‘\\}\‘w\\\‘\”\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16113: 2,4-Dimethylstyrene
117.0

T
14.50
5000 m/z 69.20 43.53%

£

o! .
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16162: Benzene, 2-ethenyl-1,4-dimethyl- —— ‘
117.0 14.50
m/z 119.00 42.64%
5000
91.0
51.0 ‘
NI S R i)
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©091824\
Data File : VY@019613.D

Acqg On : 18 Sep 2024 18:05
Operator : SY/MD

Sample : P4085-03

Misc : 4.95g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090924S.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 unknownl4.651 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.651 15.81 ug/1l 31556 1,4-Dichlorobenzene-d4 13.346
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butyric acid, 2-phenyl-, hept-2-... 262 C17H2602 1000406-85-9 43
2 Benzoic acid, 2,4-dimethyl-, (2,... 268 C18H2002 055000-43-6 38
3 Benzoic acid, 2,5-dimethyl-, (2,... 268 C18H2002 055000-48-1 38
4 1-Chloro-2-methyl-2-phenylpropane 168 C10H13Cl 000515-40-2 30
5 2-[1,3]Dithian-2-yl-1-methyl-3-m... 244 C12H200S2 1000192-77-9 27

Abundance Scan 2121 (14.651 min): VY019613.D\data.ms (-2116) (| | m/z 57.10 100.00%

57.1
119.1
5000
148.1 [

T
‘ Nt | 281 14.50 15.00
b A I sl bl B3 gz 119,10 81.10%

0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #150905: Butyric acid, 2-phenyl-, hept-2-yl ester
57.0 91,0119.0
5000 L L
14.50 15.00

m/z 71.05 44.20%

165.0
20 | 1) D 2180 2620
’\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #158533: Benzoic acid, 2,4-dimethyl-, (2,4-dimethylpheny
119.0

T
14.50 15.00
5000 m/z 43.10  38.57%

77.0
0 L |149.0178.0 268.0
prrre e e S R T R e e
miz--> 20 40 60 80 100120140160 180200220240 260280

Abundance #158534: Benzoic acid, 2,5-dimethyl-, (2,4-dimethylpheny — ——
119.0 14.50 15.00

m/z 41.10 36.26%

b WMW
77.0
I

o

0 | | | ]149.0179.0209.0238.0268.0
N ) A A B e st Lt

T ‘ ‘
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©091824\
Data File : VY@019613.D

Acqg On : 18 Sep 2024 18:05
Operator : SY/MD

Sample : P4085-03

Misc : 4.95g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090924S.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 unknownl14.858 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.858 13.19 ug/l 26333 1,4-Dichlorobenzene-d4 13.346
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, pentamethyl- 148 C11H16 000700-12-9 47
2 Benzene, 1-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 43
3 4-Ethylbenzamide 149 CO9H11NO 033695-58-8 43
4 2-tert-Butyltoluene 148 C11H16 001074-92-6 38
5 Benzene, 1-(1,1-dimethylethyl)-3... 148 C11H16 001075-38-3 38
Abundance Scan 2155 (14.858 min): VY019613.D\data.ms (-2151) (- m/z 133.20 100.00%
138.2
411 1.1 M/\/\/W\ A
68.0 164.3 208.1 14.50 15.00
0! m/z 149.00 58.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26355: Benzene, pentamethyl-
133.0
5000
14.50 15.00
91.0 m/z 118.95 37.19%
0 9—\5\.(‘)\‘\:\3\9“;(\)\‘\‘\6‘?.\(\)\““ T \‘\‘\ “\‘\ \M“[ T M‘\ T \‘\‘\ T T T I T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26394: Benzene, 1-ethyl-4-(1-methylethyl)-
133.0
— —
105.0 14.50 15.00
5000 ITI/Z 131.05 34.42%
77.0
0“W‘WHWHW‘N‘WH‘M‘ﬁM‘(‘M‘MN‘W‘H“H‘W“H
m/z--> 20 40 60 80 100 120 140 160 180 200 AJX
Abundance #27312: 4-Ethylbenzamide ‘ VAP — A“&Vﬂ“
133.0 14.50 15.00
m/z 148.05 31.87%
5000
77.0 105.0 M
51.0 ‘
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©091824\
Data File : VY@019613.D

Acqg On : 18 Sep 2024 18:05
Operator : SY/MD

Sample : P4085-03

Misc : 4.95g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090924S.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 unknownl4.962 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.962 12.54 ug/1 25018 1,4-Dichlorobenzene-d4 13.346
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 5-ethyl-1,2,3,4-tet... 160 C12H16 042775-75-7 38
2 Benzene, 1-(chloromethyl)-4-(2-p... 166 C10H11Cl 036875-10-2 38
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 146 C1l1H14 027087-54-3 38
4 2-(1-Methyl-2-propenyl)phenol 148 C10H120 1000432-85-2 35
5 Ethyl-2-benzofuran 146 C10H1e0 003131-63-3 30
Abundance Scan 2172 (14.962 min): VY019613.D\data.ms (-2168) (- m/z 131.00 100.00%
131.0
5000 M J\
aaq 769 1050 IR AWNIAW,
| 16631900 231 15.00
0 bl R m/z 133.05 56.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36264: Naphthalene, 5-ethyl-1,2,3,4-tetrahydro-
131.0
5000 /\/\/\\\]\ﬂl\\ T T T T
15.00
91.0 160.0 m/z 119.05  34.61%
39.0 65.0 ‘ ‘
0' \‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #41061: Benzene, 1-(chloromethyl)-4-(2-propenyl)-
131.0 /\K
— :
15.00
5000 ITI/Z 148.05 25.23%
91.0 166.0
51.0 ‘
obpresshebeghdb b bl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 /\ A f\\ A
Abundance  #25064: Bicyclo[4.2.0]octa-1,3,5-triene, 7-isopropyl- AL —h AR
131.0 15.00
m/z 105.00 21.23%
5000
91.0
womo ||
0 ‘“H““H“;M,“:Mwwh“‘U"“_‘M"Jmwww‘_m_w —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091824\

: VY019613.D

. 18

Sep 2024 18:05

: SY/MD
. P4685-03
: 4.95g/5.0mL/MSVOA_Y/SOIL/A

021

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090924S.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 10 unknownl5.120 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.120 10.34 ug/l 20629 1,4-Dichlorobenzene-d4 13.346
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 5-ethyl-2-methyl- 142 C1eH22 013475-78-0 38
2 Octadecane, 2,6-dimethyl- 282 C20H42 075163-97-2 35
3 Undecane, 6,6-dimethyl- 184 C13H28 017312-76-4 35
4 Undecane, 6-ethyl- 184 C13H28 017312-60-6 35
5 Decane, 4-methyl- 156 C11H24 002847-72-5 35

Abundance Scan 2198 (15.120 min): VY019613.D\data.ms (-2193) (- m/z 57.10 100.00%
57.1
- T W
113.2 " T
207.1
176.6 15.00 15.50
O+ m/z 71.05 91.79%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22126: Heptane, 5-ethyl-2-methyl-
43.0
5000 —r— ——
15.00 15.50
113.0 m/z 43.05 77.84%
‘\ H\ wh\7\\.0ﬂ H
O\‘HH“\\H‘\\\\‘H\\‘\H\‘\H\‘\\\\‘\H\‘HH‘HH‘HH‘HH‘HH‘H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176399: Octadecane, 2,6-dimethyl-
57.0
—— —
15.00 15.50
5000 m/z 41.00 65.67%
113.0
0 wHHJ;‘w\u"u‘wu‘H\Hw‘uHﬁ?ﬁ-mﬁ?ﬁz‘?"_2“3‘%929?;9”‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59070: Undecane, 6,6-dimethyl- —— ——
57.0 15.00 15.50
m/z 145.05  45.29%
5000
113.0
o L1700 i, M/\/
m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091824\
Data File : VY019613.D

Acqg On : 18 Sep 2024 18:05
Operator : SY/MD

Sample : P4085-03

Misc : 4.95g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090924S .M
Quant Title : SW846 8260

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

| --Internal Standard---|

unknownl4.962 14.962 12.
unknown15.120 15.120 10.

13.346 99791 5@.
13.346 99791 50.

ug/1 25018
ug/1 20629

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Naphthalene, de... 13.663 18.2 ug/l 36290 4 13.346 99791 50.0
cis-Decalin, 2-... 14.176 36.7 ug/l 73263 4 13.346 99791 50.0
N-Methyl-o-tolu... 14.297 11.2 ug/l 22425 4 13.346 99791 50.0
Naphthalene, de... 14.334 12.6 ug/l 25110 4 13.346 99791 50.0
unknown14.596 14.596 13.2 ug/l 26289 4 13.346 99791 50.0
unknownl14.651 14.651 15.8 ug/l 31556 4 13.346 99791 50.0
unknown14.858 14.858 13.2 ug/1 26333 4 13.346 99791 50.0

5 4 0
3 4 ]
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