LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071222\
Data File : VY009543.D

Acqg On : 12 Jul 2022 19:21

Operator : KP/MD

Sample : N3662-04

Misc : 5.02g/5.0emL/MSVOA_Y/SOIL 20220497B-SIM/C3B-COMPOSITE

ALS Vvial : 24 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\82Y070722S.M

Title : SW846 8260

Signal : TIC: VY@09543.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.857 3 6 15 rVB4 5284 9492 1.78% 0.189%
2 3.942 339 348 357 rBV2 14413 39255 7.34% 0.782%
3 4.180 377 387 402 rBV 22151 59768 11.18% 1.190%
4 4.704 462 473 484 rBV3 15504 48865 9.14% 0.973%
5 5.734 631 642 652 rBv4 6350 18441 3.45% 0.367%
6 6.978 832 846 855 rBv2 28732 87522 16.37% 1.743%
7 7.71@6 955 966 972 rBV 84937 200730 37.54%  3.997%
8 7.783 972 978 987 rVB 164149 372295 69.63% 7.413%
9 8.130 1022 1035 1049 rVB2 78081 209852 39.25% 4.178%
106 8.319 1059 1066 1073 rVB3 4102 9585 1.79% 0.191%
11  8.685 1117 1126 1135 rBV 245102 486854 91.05% 9.694%
12 9.179 1197 1207 1212 rVB5 5765 15181 2.84% 0.302%
13 9.606 1270 1277 1284 rVB7 3925 8174 1.53% 0.163%
14  9.746 1290 1300 1305 rBV5 3230 7048 1.32% 0.140%
15 10.173 1363 1370 1379 rBV 234137 402909 75.35% 8.022%
16 10.343 1393 1398 1405 rVB5 2723 6907 1.29% 0.138%
17 10.575 1430 1436 1446 rBV 15811 29700 5.55% 0.591%
18 10.801 1466 1473 1478 rVB2 6133 10707 2.00% 0.213%
19 10.898 1481 1489 1492 rBV3 5034 10957 2.05% 0.218%
20 10.941 1492 1496 1503 rVv2 20409 40275 7.53% 0.802%
21 11.032 1507 1511 1515 rVVv2 8779 15170 2.84% 0.302%
22 11.087 1515 1520 1526 rVV3 14126 25583 4.78% 0.509%
23 11.197 1533 1538 1543 rVWV4 6958 12497 2.34% 0.249%
24 11.307 1549 1556 1562 rVB3 9530 25614 4.79% 0.510%
25 11.483 1578 1585 1596 rBV 320328 534710 100.00% 10.646%
26 11.617 1603 1607 1612 rVB3 4901 6408 1.20% 0.128%
27 11.672 1612 1616 1622 rBV7 7078 18762 3.51% 0.374%
28 11.733 1622 1626 1638 rVB5 19563 51815 9.69% 1.032%
29 11.843 1638 1644 1646 rBVS5S 4335 8322 1.56% 0.166%
30 11.898 1647 1653 1655 rBV7 3302 5993 1.12% 0.119%
31 12.002 1662 1670 1677 rBV7 19418 57917 10.83% 1.153%
32 12.117 1685 1689 1693 rVB 20969 29733 5.56% 0.592%
33 12.197 1693 1702 1705 rBV7 25183 51800 9.69% 1.031%
34 12.233 1705 1708 1714 rVvVv2 28531 55601 10.40% 1.107%
35 12.319 1718 1722 1726 rVVé6 9205 17524 3.28% 0.349%
36 12.373 1727 1731 1736 rVB5 13461 25874 4.84% 0.515%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071222\
Data File : VY009543.D

Acqg On : 12 Jul 2022 19:21

Operator : KP/MD

Sample : N3662-04

Misc : 5.02g/5.0emL/MSVOA_Y/SOIL 20220497B-SIM/C3B-COMPOSITE

ALS Vvial : 24 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\82Y070722S.M
Title : SW846 8260
37 12.477 1742 1748 1754 rBV 248716 403968 75.55% 8.043%
38 12.568 1754 1763 1766 rBV9 11979 29641 5.54%  ©.590%
39 12.642 1770 1775 1782 rVB3 38412 72974 13.65% 1.453%
40 12.727 1782 1789 1794 rBV7 21688 57359 10.73% 1.142%
41 12.806 1795 1802 1807 rVVe 37778 90436 16.91% 1.801%
42 12.855 1807 1810 1815 rVBS5S 17403 26246 4.91% 0.523%
43 12.916 1816 1820 1821 rBvV4 4425 6449 1.21% 0.128%
44 12.946 1821 1825 1828 rVvv4 14596 19069 3.57% ©.380%
45 12.983 1829 1831 1837 rVB3 7248 10389 1.94% 0.207%
46 13.129 1849 1855 1857 rBV5S 13571 24490 4.58% 0.488%
47 13.160 1857 1860 1867 rVvv7 15670 31059 5.81% ©0.618%
48 13.245 1868 1874 1878 rVvv7 14827 35344 6.61% 0.704%
49 13.294 1878 1882 1883 rVWv4 19652 27899 5.22% 0.555%
50 13.318 1883 1886 1897 rvvs 31829 76765 14.36% 1.528%
51 13.422 1897 1903 1911 rVvV 304868 456697 85.41% 9.093%
52 13.562 1923 1926 1930 rVB5 12535 14820 2.77% 0.295%
53 13.745 1950 1956 1961 rBv4 47979 85808 16.05% 1.708%
54 13.794 1961 1964 1968 rVvv4 6726 10002 1.87% ©.199%
55 13.855 1971 1974 1976 rBv4 7896 9347 1.75% 0.186%
56 13.958 1989 1991 1997 rVB6 17466 27794 5.20% 0.553%
57 14.074 2005 2010 2014 rBV5 18466 32828 6.14% ©.654%
58 14.141 2016 2021 2026 rvVBS8 14383 26499 4.96% 0.528%
59 14.202 2026 2031 2034 rBV6 10100 18109 3.39% 0.361%
60 14.257 2035 2040 2045 rBV5 33978 71918 13.45% 1.432%
61 14.422 2062 2067 2070 rVB2 31291 41367 7.74%  0.824%
62 14.611 2095 2098 2103 rBVe6 11259 16651 3.11% 0.332%
63 14.672 2103 2108 2114 rVvV4 27878 63153 11.81% 1.257%
64 14.733 2114 2118 2125 rVBS8 21203 38451 7.19% 0©.766%
65 14.842 2133 2136 2139 rBVS 8480 10928 2.04% 0.218%
66 14.940 2149 2152 2156 rVB6 16610 19626 3.67% 0.391%
67 15.208 2190 2196 2201 rBVS5 20725 38163 7.14% 0.760%
68 15.318 2211 2214 2217 rBvV4 8801 14993 2.80% ©.299%
69 15.440 2230 2234 2241 rVB10O 6176 13527 2.53% 0.269%
70 15.598 2257 2260 2267 rVB9 14445 27165 5.08% 0.541%
71 16.025 2326 2330 2336 rVB9 7574 12459 2.33% 0.248%
72 16.153 2347 2351 2356 rVB6 13414 20858 3.90% 0.415%
73 16.476 2399 2404 2411 rBV9 9633 21334 3.99% 0.425%
Sum of corrected areas: 5022425
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071222\
Data File : VY0@9543.D

Acqg On : 12 Jul 2022 19:21

Operator : KP/MD

Sample : N3662-04

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL 20220497B-SIM/C3B-COMPOSITE

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y070722S.M
Quant Title : SW846 8260

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

Abundance TIC: VY009543.D\data.ms
300000

250000
200000
150000
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Abundance TIC: VY009543.D\data.ms
300000
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200000
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150000
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Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50

6.978 0575 1089 %‘ , :

T
11.00 11.50

Abundance TIC: VY009543.D\data.ms
13.422
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071222\
Data File : VY0@9543.D

Acqg On : 12 Jul 2022 19:21

Operator : KP/MD

Sample : N3662-04

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL 20220497B-SIM/C3B-COMPOSITE

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y070722S.M
Quant Title : 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 2 trans-1,2-Diethyl cyclopentane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.002 5.42 ug/1 57917 Chlorobenzene-d5 11.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-1,2-Diethyl cyclopentane 126 CSH18 000932-40-1 64
2 Cyclohexane, 1l-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 53
3 Cyclohexane, 1l-ethyl-2-methyl- 126 CO9H18 003728-54-9 49
4 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 49
5 2-Hexene, 3,4,4-trimethyl- 126 C9H18 053941-19-8 47

Abundance Scan 1670 (12.002 min): VY009543.D\data.ms (-1662) (- m/z 97.10 100.00%
97.1
55.0
5000
\A T T ‘ T ‘
12‘6.2 206.8 12.00
0 e 2228 myz 55.05 71.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13265: trans-1,2-Diethyl cyclopentane
55.0 97.0
5000 i
12.00
m/z 41.10 42.49%
29.0 ‘ ‘ 126.0
O\\\‘\H\\“‘\\\M“\‘“\\“H‘\\H‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55.0 97.0
N 1
12.00
5000 m/z 43.10 35.48%
29.0 126.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13267: Cyclohexane, 1-ethyl-2-methyl- ““”A/K“ — I
55.0 97.0 12.00
m/z 57.00 29.47%
5000
290 ‘ ‘ 126.0
o"w‘U‘“;”m‘u‘uhw‘m‘“_‘H‘“Hwwww_m s
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071222\
Data File : VY0@9543.D

Acqg On : 12 Jul 2022 19:21

Operator : KP/MD

Sample : N3662-04

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL 20220497B-SIM/C3B-COMPOSITE

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y070722S.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 Heptane, 3-ethyl-2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.233 5.20 ug/1 55601 Chlorobenzene-d5 11.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 50
2 4,4-Dimethyl-2-pentanol, chlorod... 228 C9H15C1F202 1000376-27-0 38
3 rac-(2R,4R)-2,4-Dimethylpiperidine 113 C7H15N 741660-40-2 35
4 2-Pyrrolidinone, 1-propyl- 127 C7H13NO 003470-99-3 35
5 Nanofin 113 C7H15N 000504-03-0 30

Abundance Scan 1708 (12.233 min): VY009543.D\data.ms (-1705) (- m/z 57.10 100.00%
£

A
98.1
5000

— T
126.1 12.00 12.50

0 Mw“mw‘ u“m‘um”“‘ st b e e | M/Z 98,10 62.54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22127: Heptane, 3-ethyl-2-methyl-
57.0
5000 98.0 /\\\”’J‘,\‘[\\"\ T =y 'T'/\\/\

12.00 12.50
m/z 83.10 52.09%

29.0
W‘\‘\H\‘m\””\\\w\m“WH‘lﬁ%-g‘_m_ww
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
YuYoat N

o

12.00 12.50
m/z 43.05 50.52%
5000 83.0 /
29.0
0 129.0 157.0 213.0
e R B e A REE
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #7937: rac-(2R,4R)-2,4-Dimethylpiperidine ,\ —— 1
98.0 12.00 12.50

m/z 41.10 44.86%

5000 56.0
28.0 ‘
g |

O b e e — —
miz--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071222\
Data File : VY0@9543.D

Acqg On : 12 Jul 2022 19:21

Operator : KP/MD

Sample : N3662-04

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL 20220497B-SIM/C3B-COMPOSITE

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y070722S.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 1-Octene, 6-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.642 7.99 ug/l 72974  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octene, 6-methyl- 126 CSH18 013151-10-5 53
2 cis-1-Butyl-2-methylcyclopropane 112 C8H16 038851-69-3 46
3 3,7-Dimethyl-3-octyl methylphosp... 238 C11H24F02P 159395-79-6 43
4 trans-1-Butyl-2-methylcyclopropane 112 C8H16 038851-70-6 41
5 trans-3-Decene 140 C10H20 019150-21-1 35
Abundance Scan 1775 (12.642 min): VY009543.D\data.ms (-1770) (- m/z 70.05 100.00%
70.0 125.2
41.1
5000
96.0
— —
‘ 207.0 12.50 13.00
Ol Al T njz 125.15 92.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13185: 1-Octene, 6-methyl-
55.0
29.0 N\MM& M,
5000 T T T T f T T I T
97.0 12.50 13.00
m/z 55.05 85.25%
O\‘\}\\ ‘\‘{\6\.‘4!\\“‘\\\\112\6\.9\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55.0
—— —
12.50 13.00
5000 ITI/Z 69.10 81.35%
83.0 1120
L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #120295: 3,7-Dimethyl-3-octyl methylphosphonofluoridat P —
70.0 12.50 13.00
m/z 41.10 62.67%
5000 41.0
‘ | 9.0 140.0
owm‘HHJ“_‘:HMHM‘H‘H_mlHH_M‘HH_M —— —
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071222\
Data File : VY0@9543.D

Acqg On : 12 Jul 2022 19:21

Operator : KP/MD

Sample : N3662-04

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL 20220497B-SIM/C3B-COMPOSITE

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y070722S.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 unknownl2.727 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.727 6.28 ug/1 57359 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-methyl-2-propyl- 140 C10H20 004291-79-6 46
2 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 001678-82-6 38
3 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 35
4 Trans-1-methyl-2-nonyl-cyclohexane 224 C16H32 1000371-47-8 35
5 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 30

Abundance Scan 1789 (12.727 min): VY009543.D\data.ms (-1782) (- m/z 81.05 100.00%

81.0
55.1
5000
111.2

1
140.1 12.50 13.00

0! 2072 /7 97.10  78.02%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20743: Cyclohexane, 1-methyl-2-propyl-
97.0
55.0

5000 T
12.50 13.00

m/z 55.10 66.72%

29'0‘ | ‘ 140.0
B YT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance

55.0 97.0

—
12.50 13.00

£

o

5000 m/z 41.10 33.71%
27.0 140.0
Ol e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3285: Cyclobutane, (1-methylethylidene)- — ——
81.0 12.50 13.00

m/z 69.10 31.76%

5000
39.0
M M uboq‘\h J

R e N R RRERE R —
miz--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00

82Y070722S.M Wed Jul 13 12:59:54 2022 Page: 7



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071222\
Data File : VY0@9543.D

Acqg On : 12 Jul 2022 19:21

Operator : KP/MD

Sample : N3662-04

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL 20220497B-SIM/C3B-COMPOSITE

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y070722S.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 Ethanone, 1-(1-methylcycloh... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.806 9.90 ug/l 90436  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanone, 1-(1-methylcyclohexyl)- 140 C9H160 002890-62-2 50
2 2,5-Dimethyl-1-pyrroline 97 C6H11IN 000822-64-0 43
3 Cyclohexane, 1-methyl-2-propyl- 140 C1eH20 004291-79-6 43
4 1-(2-Furyl)-3-buten-1-ol 138 C8H1002 1000311-94-9 43
5 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 43

Abundance Scan 1802 (12.806 min): VY009543.D\data.ms (-1795) (- m/z 55.10 100.00%

55.1 97.0
5000

140.2
207.1 12. 50 13 00
0° 17580 m/z 97.05  95.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #21583: Ethanone, 1-(1-methylcyclohexyl)-
55.0 97.0
5000 M\“
12. 50 13 00

m/z 69.05 42.50%

200 gy | 00
|
‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
42.0 91.0

o

12. 50 13 00
5000 69.0 m/z 41.10  42.45%
O e T T T T T %RWA/WAVAthAﬂMWMme
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20744: Cydohexane 1-methyl-2-propyl-
55.0 97.0 12.50 13.00

m/z 105.00 26.00%

5000
29-0‘ ‘ ‘ 140.0
0 i H‘ ) |1, ‘\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 12. 50 13 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071222\
Data File : VY0@9543.D

Acqg On : 12 Jul 2022 19:21

Operator : KP/MD

Sample : N3662-04

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL 20220497B-SIM/C3B-COMPOSITE

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y070722S.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 Cyclohexane, butyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.318 8.40 ug/1 76765 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 52
2 Cyclohexane, ethyl- 112 C8H16 001678-91-7 52
3 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 50
4 1-Propanone, 1l-cyclohexyl- 140 C9H160 001123-86-0 50
5 2-Pentenoic acid, ethyl ester 128 C7H1202 002445-93-4 43
Abundance Scan 1886 (13.318 min): VY009543.D\data.ms (-1883) (- m/z 83.10 100.00%
83.1
- T WM
140.2 — -
13.00 13.50
112.1 190.9
0 LHW\HNNMMHWM‘H“H“H“_“‘ m/z 55.10 50.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20678: Cyclohexane, butyl-
83.0
55.0
5000 — ——
13.00 13.50
290 140.0 m/z 82.15 37.63%
O \\\‘\H\\“‘\\\“!‘\‘\h\\‘\‘\\\“]_\]\-]\_\(‘)\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
83.0
— —
55.0 13.00 13.50
5000 m/z 41.10 25.40%
112.0
27.0
0Lt bbb e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21576: Cyclohexanone, 3,3,5-trimethyl- — —
83.0 13.00 13.50
m/z 43.10  23.83%
140.0
“W‘H“H‘w“u‘u“_‘u“u‘_“w‘H“H‘w“u — —
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071222\
Data File : VY0@9543.D

Acqg On : 12 Jul 2022 19:21

Operator : KP/MD

Sample : N3662-04

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL 20220497B-SIM/C3B-COMPOSITE

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y070722S.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 Spiro[4.5]decane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.745 9.39 ug/l 85808 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Spiro[4.5]decane 138 C10H18 000176-63-6 91
2 9-Borabicyclo[3.3.1]nonane, 9-hy... 138 C8H15BO 063366-65-4 74
3 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 70
4 1H-Inden-1-one, octahydro-, trans- 138 C9H140 016783-22-5 60
5 Naphthalene, decahydro- 138 C10H18 000091-17-8 55

Abundance Scan 1956 (13.745 min): VY009543.D\data.ms (-1950) (- m/z 67.00 100.00%

41.1 67.0 138.2
5000

T
13.50 14.00

0f m/z 138.20  85.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19396: Spiro[4.5]decane
67.0
410 96.0
5000 \r/\/\ T N?A\ T \J\‘ T A/
138.0 13.50 14.00

m/z 41.10 83.66%

O, \H‘ L]'? 0
\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55.0 138.0

T T
13.50 14.00

5000 29.0 81.0 110.0 m/z 55.10  79.84%
O e T T e T T T T T
mlz--> 20 40 60 80 100 120 140 160 180 200
Abundance #19465: Naphthalene, decahydro-, trans- T —
67.0 138.0 13.50 14.00
m/z 69.00 74.09%
410 96.0
5000
0! el 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\VY071222\
Data File : VY0@9543.D

Acqg On : 12 Jul 2022 19:21

Operator : KP/MD

Sample : N3662-04

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL 20220497B-SIM/C3B-COMPOSITE

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y070722S.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 Naphthalene, decahydro-2-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.257 7.87 ug/1l 71918 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 90
2 Cyclohexanone, 5-methyl-2-(1-met... 152 C1@H160 015932-80-6 70
3 Decalin, anti-1-methyl-, cis- 152 C11H20 1000158-89-0 62
4 Decalin, syn-1-methyl-, cis- 152 C11H20 1000158-89-1 58
5 Cyclodecene, 1-methyl- 152 C11H20 066633-38-3 58
Abundance Scan 2040 (14 257 min): VY009543.D\data.ms (-2035) (- m/z 83.05 100.00%
83.0 152.2
41.0
5000
124. 14 00 14 50
282.(
0\’\\\\1\\ W m/z 81.09 99.6800
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29507: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
5000 —r ——
14.00 14.50
09.0 m/z 152.20 92.23%
O’ T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
81.0 152.0
b : ‘M/\
109.0 14.00 14.50
5000/ 41.0 m/z 55.05 86.33%
O ettt el e A bbb
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29500: Decalin, anti-1-methyl-, cis- —— ——
41.0 (81.0 14.00 14.50
m/z 82.00  83.35%
5000 152.0
09.0
o,,, — -
m/z--> 20 40 60 80 100120140160180200220240260280 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071222\
Data File : VY0@9543.D

Acqg On : 12 Jul 2022 19:21

Operator : KP/MD

Sample : N3662-04

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL 20220497B-SIM/C3B-COMPOSITE

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y070722S.M
Quant Title : 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 10 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.672 6.91 ug/1 63153 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 93
2 o-Cymene 134 C10H14 000527-84-4 89
3 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 Cl1l0OH14 076089-59-3 76
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 76
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 76

Abundance Scan 2108 (14.672 min): VY009543.D\data.ms (-2103) (- m/z 119.05 100.00%
119.1
- MW
97.0
550 ‘ 1450  15.00
0 "‘_H“Muhw‘u‘”‘”“m 1 uw‘uHu‘w‘u 23 AT, 13405 47.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000 f\\ \A‘ { \”‘\’A’DM(}M\
14.50 15.00
91.0 m/z 97.05  24.60%
65.0 ‘
0\1\5\(‘)\\\3\9‘“9\‘\\“\‘\\\“\\\\‘u‘\\‘\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119.0
—— —
14.50 15.00
m/z 91.05 21.41%
5000 910 /
39.0 65.0
0 15.0
T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17138: 1,3-Cyclopentadiene, 1,2,3,4-tetramethyl-5-meth —— —
119.0 14.50 15.00
m/z 55.05 17.40%
5000
91.0
41.0 65.0 ‘ ‘
o S it SN T A S
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071222\
Data File : VY009543.D

Acqg On : 12 Jul 2022 19:21

Operator : KP/MD

Sample : N3662-04

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL 20220497B-SIM/C3B-COMPOSITE

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y070722S.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|
trans-1,2-Dieth... 12.002 5.4 ug/l 57917 3 11.489 534710 50.0
Heptane, 3-ethy... 12.233 5.2 ug/l 55601 3 11.489 534710 50.0
1-Octene, 6-met... 12.642 8.0 ug/l 72974 4 13.422 456697 50.0
unknown12.727 12.727 6.3 ug/l 57359 4 13.422 456697 50.0
Ethanone, 1-(1-... 12.806 9.9 ug/l 90436 4 13.422 456697 50.0
Cyclohexane, bu... 13.318 8.4 ug/l 76765 4 13.422 456697 50.0
Spiro[4.5]decane 13.745 9.4 ug/l 85808 4 13.422 456697 50.0
Naphthalene, de... 14.257 7.9 ug/l 71918 4 13.422 456697 50.0
Benzene, 4-ethy... 14.672 6.9 ug/l 63153 4 13.422 456697 50.0
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