LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY070522\
Data File : VY009439.D

Acqg On : 05 Jul 2022 15:54
Operator : KP/MD

Sample : N3564-24

Misc : 5.84g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 14 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\82Y062822S.M

Title : SW846 8260

Signal : TIC: VY@09439.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 7.710 955 966 971 rBv2 75405 181425 4.43% 0.336%
2 7.783 971 978 987 rVB2 169906 391276 9.55% 0.724%
3 8.136 1028 1036 1049 rVB 77421 172116 4.20% 0.319%
4 8.685 1116 1126 1137 rBV 273067 539629 13.17% 0.999%
5 9.148 1192 1202 1204 rBV3 38960 84323 2.06% 0.156%
6 9.179 1204 1207 1213 rVWV 39504 80243 1.96% 0.149%
7 9.234 1213 1216 1223 rVB3 23929 46294 1.13% 0.086%
8 9.429 1243 1248 1259 rVB4 25124 72286 1.76% 0.134%
9 9.606 1272 1277 1283 rVB2 30464 54137 1.32% 0.100%
10 9.746 1295 1300 1305 rVB3 30813 54412 1.33% 0.101%
11 9.929 1323 1330 1337 rBvV2 103053 209256 5.11% 0.387%
12 10.063 1346 1352 1356 rBV4 43396 83254 2.03% 0.154%
13 10.105 1356 1359 1364 rVB2 37096 58308 1.42% 0.108%
14 10.173 1364 1370 1384 rBV 329233 600463 14.65% 1.111%
15 10.337 1391 1397 1408 rBvV2 109397 237329 5.79% 0.439%
16 10.477 1408 1420 1424 rBV 133996 284484 6.94% 0.527%
17 10.514 1424 1426 1434 rVB 70366 98741 2.41% 0.183%
18 10.612 1434 1442 1447 rBV5 90584 252623 6.16% 0.468%
19 10.660 1447 1450 1455 rVB2 55024 83770 2.04% 0.155%
20 10.758 1461 1466 1468 rBvV2 58714 96674 2.36% 0.179%
21 10.794 1468 1472 1479 rVB 179835 321742 7.85% ©.595%
22 10.898 1479 1489 1496 rBV 142582 386825 9.44% 0.716%
23 10.965 1496 1500 1504 rBV 102721 185959 4.54% 0.344%
24 11.087 1513 1520 1524 rBV 380520 642194 15.67%  1.189%
25 11.142 1524 1529 1533 rVV3 230261 397277 9.69% 0.735%

26 11.185 1533 1536 1542 rVB4 59203 115484  2.82%
27 11.294 1548 1554 1564 rVB2 283074 623671 15.22%
28 11.410 1564 1573 1577 rBV6 79807 215670 5.26%
29 11.483 1578 1585 1590 rBV 406884 744032 18.15%
30 11.624 1602 1608 1612 rBV 248505 409494  9.99%

ORrROFRO
w
O
]
R

31 11.684 1612 1618 1623 rBV 365463 753336 18.38%
32 11.752 1623 1629 1637 rVB6 458989 1085704 26.49%
33 11.837 1637 1643 1647 rBV2 298081 618998 15.10%
34 11.892 1648 1652 1656 rVB2 162855 249906 6.10%
35 11.934 1656 1659 1662 rBV3 89522 101033 2.47%

OO L NE
=
N
o))
R

36 11.983 1662 1667 1675 rBV3 612404 1528954 37.30% 2.830%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY070522\
Data File : VY009439.D

Acqg On : 05 Jul 2022 15:54
Operator : KP/MD

Sample : N3564-24

Misc : 5.84g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 14 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\82Y062822S.M
Title : SW846 8260
37 12.056 1675 1679 1681 rBV2 302447 399868 9.76% 0.740%
38 12.087 1681 1684 1686 rVV 174109 249723 6.09% 0.462%
39 12.117 1686 1689 1693 rVB 483944 682658 16.66% 1.263%
40 12.197 1693 1702 1704 rBV5 581761 1232528 30.07% 2.281%
41 12.227 1704 1707 1713 rVB 871207 1405927 34.30% 2.602%
42 12.300 1713 1719 1727 rBv4 588339 1596846 38.96% 2.955%
43 12.386 1729 1733 1737 rBV4 184366 300147 7.32% 0.556%
44 12.477 1743 1748 1753 rBV3 499462 872260 21.28% 1.614%
45 12.568 1753 1763 1768 rBV8 488507 1641718 40.06% 3.038%
46 12.642 1769 1775 1781 rVB2 2275931 4098564 100.00% 7.586%
47 12.727 1781 1789 1796 rBV7 676548 2033992 49.63% 3.765%
48 12.812 1796 1803 1806 rBV6 831967 2176953 53.12% 4.029%
49 12.946 1821 1825 1829 rVB4 740627 1152060 28.11% 2.132%
50 13.007 1829 1835 1836 rBV3 283691 459339 11.21% ©.850%
51 13.038 1836 1840 1850 rVB6 812020 1812640 44.23%  3.355%
52 13.129 1851 1855 1858 rBV2 374636 552645 13.48% 1.023%
53 13.166 1858 1861 1864 rBV3 371066 532067 12.98%  0.985%
54 13.251 1872 1875 1878 rBV3 204375 278104 6.79% 0.515%
55 13.288 1878 1881 1888 rVB4 430445 1007603 24.58% 1.865%
56 13.349 1888 1891 1894 rBV3 233938 290081 7.08% 0.537%
57 13.495 1911 1915 1917 rBV3 229383 362388 8.84% 0.671%
58 13.562 1922 1926 1931 rVV2 1055992 1768733 43.15% 3.274%
59 13.605 1931 1933 1936 rVB3 213157 241223 5.89% 0.446%
60 13.690 1942 1947 1949 rBV4 342452 616422 15.04% 1.141%
61 13.739 1950 1955 1961 rVVv4 1472443 2784133 67.93% 5.153%
62 14.141 2015 2021 2027 rVB5 475666 1144948 27.94% 2.119%
63 14.196 2027 2030 2034 rBV6 239745 359812 8.78% 0.666%
64 14.251 2035 2039 2047 rBV3 1159145 2411633 58.84% 4.463%
65 14.422 2062 2067 2071 rVB 1164871 1707343 41.66% 3.160%
66 14.471 2071 2075 2083 rVB9 341047 687661 16.78% 1.273%
67 14.617 2096 2099 2103 rBV5 189268 239853 5.85% 0.444%
68 14.727 2113 2117 2124 rVB2 934344 1475520 36.00% 2.731%
69 14.842 2133 2136 2139 rBV2 396340 610401 14.89% 1.130%
70 15.001 2159 2162 2165 rBV2 187763 259927 6.34% 0.481%
71 15.117 2178 2181 2191 rVB4 622938 1151651 28.10% 2.131%
72 15.214 2193 2197 2202 rVB2 502136 759857 18.54% 1.406%
73 15.440 2230 2234 2241 rBv4 273412 568214 13.86% 1.052%
74 15.605 2256 2261 2268 rVB2 709433 1315981 32.11% 2.436%
75 16.153 2347 2351 2357 rVB3 226387 417573 10.19% 0.773%

76 16.470 2399 2403 2409 rVB5 179958 310315 7.57% ©.574%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY070522\
Data File : VY009439.D

Acqg On : 05 Jul 2022 15:54
Operator : KP/MD

Sample : N3564-24

Misc : 5.84g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 14 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\82Y062822S.M
Title : SW846 8260

Sum of corrected areas: 54030633
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY070522\
Data File : VY009439.D

Acqg On : 05 Jul 2022 15:54
Operator : KP/MD

Sample : N3564-24

Misc : 5.84g/5.0mL/MSVOA_Y/SOIL

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062822S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VY009439.D\data.ms
2000000
1500000
1000000
500000
0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
Time--> 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60
Abundance TIC: VY009439.D\data.ms
2000000
1500000
1000000
500000
7763 8.685 10.173 Lo,
. 7.71 8.136 )\ B 129, 60&7469 928@@%@ S @@
—T e — ‘ = ‘
Time--> 7.00 7.50 8.00 8.50 9 00 9 50 10. 00 10 50 11.00 11.50
Abundance TIC: VY009439.D\data.ms
12.642
13.739
2000000 14.422
14.251
13.562 14.727
1500000 13.038
12. 15.117
81204 3.165788 " 14 4 842 \5 514 15605
1000000 12.227 420 % l 471
l 12.72 iw’ 49 | 3,890 s 6 14. 6 15 OO 15. 440
11.983.2.19300 3. 49008
12 i Laiergse ‘ L6453
P 38 ‘ : 16.470
500000|_ ‘ ‘ A
0 T ‘ T 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\VY070522\
Data File : VY009439.D

Acqg On : 05 Jul 2022 15:54
Operator : KP/MD

Sample : N3564-24

Misc : 5.84g/5.0mL/MSVOA_Y/SOIL

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062822S.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 unknownl2.569 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.569 226.51 ug/1 1641720 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-(Butyliden-2-one)tetrahydrofuran 140 C8H1202 343270-50-8 45
2 Cyclohexane, 1-ethyl-2,4-dimethyl- 140 C10H20 061142-69-6 43
3 Cyclohexane, 1-ethyl-2,3-dimethyl- 140 C10H20 007058-05-1 20
4 4-Octene, 2,6-dimethyl-, [S-(E)]- 140 C10H20 062960-76-3 14
5 (2,4,6-Trimethylcyclohexyl) meth... 156 C1@H200 013702-56-2 14
Abundance Scan 1763 (12.568 min): VY009439.D\data.ms (-1753) (- m/z 111.10 100.00%
114.1
57.1
81.1
5000
T I
| 14‘0'2 12.50
0 A 1984 m/z 57.10 80.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21244: 2-(Butyliden-2-one)tetrahydrofuran
69.0 111.0
5000 M :
12.50
29.0 m/z 69.10 77.75%
H ‘ 140.0
O\‘H‘\\U“HWHH\\‘\\‘\‘\H“\\1‘\‘\\Hluu‘\u\‘uu‘\u\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69.0
1 \
111.0 12.50
5000 m/z 109.10 71.95%
41.0
140.0
TN I e S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20757: Cyclohexane, 1-ethyl-2,3-dimethyl- —— ‘
69.0 12.50
111.0 m/z 41.10  70.34%
5000
41.0
140.0
o‘_‘“‘““‘Hw!‘_hu‘p‘l‘m_“!wmHluu_m_m_m —
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY070522\
Data File : VY009439.D

Acqg On : 05 Jul 2022 15:54
Operator : KP/MD

Sample : N3564-24

Misc : 5.84g/5.0mL/MSVOA_Y/SOIL

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062822S.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 Cyclohexane, 1,1,2,3-tetram... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.642 565.49 ug/l 4098560 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,2,3-tetramethyl- 140 C10H20 006783-92-2 76
2 2-Octene, 2,6-dimethyl- 140 C1eH20 004057-42-5 64
3 4-Octene, 2,6-dimethyl-, [S-(E)]- 140 C1eH20 062960-76-3 52
4 cis-1-Butyl-2-methylcyclopropane 112 C8H16 038851-69-3 46
5 1-Decene 140 C1eH20 000872-05-9 38

Abundance Scan 1775 (12.642 min): VY009439.D\data.ms (-1769) (- m/z 69.10 100.00%

69.1
125.2
41.1
5000

sTa Sk
1402 1250  13.00
119.1 L m/z 70.10  76.10%

m/z--> 20 40 60 80 100 120 140 160
Abundance #20749: Cyclohexane, 1,1,2,3-tetramethyl-
69.0
41.0

o

5000 T ——
125.0 12.50 13.00
L 84.0 m/z 125.15  73.25%
140.0
O ZG.T
m/z--> 20 40 60 80 100 120 140 160
Abundance
69.0
= —
12.50 13.00
5000 m/z 55.10 64.36%
43.0 140.0
27.0 81.0 111.0
o
m/z--> 20 40 60 80 100 120 140 160
Abundance #20751: 4-Octene, 2,6-dimethyl-, [S-(E)]- —— ——
53.0 12.50 13.00

m/z 41.10 53.39%

5000
70.0
29.0 ‘ ‘ 111.0 140.0
1 | il ! 9510 | ‘

ob bl I e - —
miz--> 20 40 60 80 100 120 140 160 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY070522\
Data File : VY009439.D

Acqg On : 05 Jul 2022 15:54
Operator : KP/MD

Sample : N3564-24

Misc : 5.84g/5.0mL/MSVOA_Y/SOIL

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062822S.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 unknownl2.727 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.727 280.64 ug/l 2033990 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 006069-98-3 46
2 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 001678-82-6 41
3 1-Methyl-4-(1-methylethyl)-cyclo... 140 C10H20 000099-82-1 41
4 m-Menthane, (1S,3S)-(+)- 140 C10H20 013837-67-7 35
5 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 30

Abundance Scan 1789 (12.727 min): VY009439.D\data.ms (-1781) (- m/z 55.10 100.00%

55.1 97.1
5000

e
‘ 79? ‘ 123.1140.2 12.50 13.00
S . - e AL mz 97.10 85.16%

m/z--> 20 40 60 80 100 120 140 160
Abundance #20784: Cyclohexane, 1-methyl-4-(1-methylethyl)-, cis-
55.0
97.0

5000 T
12.50 13.00
m/z 81.10 82.99%

200 ‘ ‘ 140.0
1T ‘ T ‘\‘.\ T ““\ T \‘1‘ ‘ T ‘}“\7\9“9 T \“ 1T \1‘23\-\0\ T ‘ T T 1T ‘ T
m/z--> 20 40 60 80 100 120 140 160
Abundance
55.0

T
97.0 12.50 13.00

o

o

5000 ITI/Z 69.10 67.43%
B A e B A
m/z--> 20 40 60 80 100 120 140 160
Abundance #20765: 1-Methyl-4-(1-methylethyl)-cyclohexane e ——
55.0 12.50 13.00
970 m/z 41,10  53.75%
5000
27.0 ‘ ‘ 140.0
N N - M S S RS
m/z--> 20 40 60 80 100 120 140 160 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY070522\
Data File : VY009439.D

Acqg On : 05 Jul 2022 15:54
Operator : KP/MD

Sample : N3564-24

Misc : 5.84g/5.0mL/MSVOA_Y/SOIL

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062822S.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 2-Octene, 2,6-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.812 300.36 ug/l 2176950  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,2,3-tetramethyl- 140 C10H20 006783-92-2 70
2 2-Octene, 2,6-dimethyl- 140 C1eH20 004057-42-5 52
3 3-Octene, 2,6-dimethyl- 140 C1eH20 006874-28-8 49
4 Cyclopentane, propyl- 112 C8H16 002040-96-2 49
5 Cyclopropane, 1,2-dimethyl-1-pen... 140 C10H20 062238-04-4 43
Abundance Scan 1803 (12.812 min): VY009439.D\data.ms (-1796) (- m/z 69.10 100.00%
69.1
41.1
5000
125.1
95.1 — —
‘ ‘ 154.2 12.50 13.00
0 18821750 2071y 7,00 69.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20749: Cyclohexane, 1,1,2,3-tetramethyl-
69.0
41.0
5000 = —
125.0 12.50 13.00
m/z 41.10 68.25%
M 97.0
O' \\‘”\‘\\\“\\‘\\‘\‘\\\}\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41.0 69.0
— ——
12.50 13.00
5000 m/z 55.10 66.73%
111.0 140.0
o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20692: 3-Octene, 2,6-dimethyl- — —
55.0 12.50 13.00
m/z 56.10 44.91%
5000 29.0
83.0
‘ “ H 1110 1400
SN | Y e N A— - e
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\VY070522\
Data File : VY009439.D

Acqg On : 05 Jul 2022 15:54
Operator : KP/MD

Sample : N3564-24

Misc : 5.84g/5.0mL/MSVOA_Y/SOIL

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062822S.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 1-Ethyl-2,2,6-trimethylcycl... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.562 244.04 ug/l 1768730  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Ethyl-2,2,6-trimethylcyclohexane 154 C11H22 071186-27-1 90
2 2-Decene, 4-methyl-, (Z)- 154 C11H22 074630-30-1 81
3 4-Nonene, 5-methyl- 140 C10H20 015918-07-7 53
4 Cyclopentane, (2-methylbutyl)- 140 C10H20 053366-38-4 52
5 11-Methyldodecanol 200 C13H280 085763-57-1 50
Abundance Scan 1926 (13.562 min): VY009439.D\data.ms (-1922) (- m/z 69.10 100.00%
69.1
so00] 411 WU\N
154.2 — :
\‘ \97'1\12?1\ ‘ —
bbbl L2071 s s5.1e 61.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31467: 1-Ethyl-2,2,6-trimethylcyclohexane
69.0
41.0
5000 —— :
13.50
154.0 m/z 56.10  49.44%
97.0
1250
O' \\‘\‘\\}\‘\‘\\\i\\\\’\\\\’\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69.0
N T
41.0 13.50
5000 m/z 41.10 49,38%
111.0 154.0
o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20671: 4-Nonene, 5-methyl- T
55.0 13.50
m/z 84.10  43.96%
5000
29.0 83.0
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY070522\
Data File : VY009439.D

Acqg On : 05 Jul 2022 15:54
Operator : KP/MD

Sample : N3564-24

Misc : 5.84g/5.0mL/MSVOA_Y/SOIL

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062822S.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 Naphthalene, decahydro- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.739 384.14 ug/1 2784130 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro- 138 C10H18 000091-17-8 91
2 Cyclohexane, 1-methyl-4-(1-methy... 138 C1@H18 001124-25-0 70
3 2,6-Dimethylbicyclo[3.2.1]octane 138 C10H18 1000215-28-2 64
4 Cyclooctene, 1,2-dimethyl- 138 C10H18 054299-96-6 62
5 9-Borabicyclo[3.3.1]nonane, 9-hy... 138 C8H15BO 063366-65-4 62

Abundance Scan 1955 (13.739 min): VY009439.D\data.ms (-1950) (- m/z 67.10 100.00%

67.1
41.1 05.1 138.2
5000

166.3
0 TR L E0S 1932 4 5510 89.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19429: Naphthalene, decahydro-
67.0 138.0
96.0
41.0

5000 — ——
13.50 14.00

m/z 69.10  88.89%

\‘M“‘i“HHW "}‘H“\‘“H\HH‘\HH\HHWHWH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
81.0

—
55.0 13.50 14.00

o

5000 m/z 81.10 88.46%
138.
109.0 38.0
O T e T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19477: 2,6-Dimethylbicyclo[3.2.1]octane T —
81.0 13.50 14.00

m/z 138.20  84.89%

5000 55.0
109.0
‘ 138.0
0 Ll H‘ ‘ ‘

! s ‘
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\VY070522\
Data File : VY009439.D

Acqg On : 05 Jul 2022 15:54
Operator : KP/MD

Sample : N3564-24

Misc : 5.84g/5.0mL/MSVOA_Y/SOIL

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062822S.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 Naphthalene, decahydro-2-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.251 332.74 ug/1 2411630 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 97
2 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 94
3 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10H160 000464-48-2 68
4 Cyclohexanone, 5-methyl-2-(1-met... 152 C10H160 015932-80-6 62
5 Pulegone 152 C10H160 000089-82-7 62

Abundance Scan 2039 (14.251 min): VY009439.D\data.ms (-2035) (- m/z 81.10 100.00%

811 152.2
41.1
5000

109.1

—
‘ H | 14.00 14.50
e Bl b 2772 2071 s 155 g0 85.24%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29507: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0

5000 T
14.00 14.50
109.0 m/z 95.10 80.95%

ol h‘\“\“HM\\“1\u“m‘wm‘mwm W\/U\WA
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
81.0

—
55.0 152.0 14.00 14.50
5000 ' m/z 67.18 71.91%

29.0 109.0
O bbbl gl
miz--> 20 40 60 80 100 120 140 160 180 200

Abundance #29373: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S
95.0

o

P
14.00 14.50
m/z 41.10 54.90%
5000 41.0 69.0
152.0
| A A RaARaa s S P P
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\VY070522\
Data File : VY009439.D

Acqg On : 05 Jul 2022 15:54
Operator : KP/MD

Sample : N3564-24

Misc : 5.84g/5.0mL/MSVOA_Y/SOIL

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062822S.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 8 1-Methyldecahydronaphthalene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.422 235.57 ug/1 1707346  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 96
2 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 96
3 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 89
4 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10H160 000464-48-2 76
5 trans-4a-Methyl-decahydronaphtha... 152 C11H20 002547-27-5 64

Abundance Scan 2067 (14.422 min): VY009439.D\data.ms (-2062) (-] | m/z 152.20 100.00%

152.2
671 951
41.1
5000

P
h 1231 14.50
0 ol b 18422070 s g5 19 85 00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29506 Naphthalene, decahydro-2-methyl-
1.0 670
95.0 152.0
5000 1
14.50
m/z 67.10 81.78%
“ 123.0 MMWM
0' ‘”“H‘”H\“H\“h!‘H‘!‘H‘\‘H‘
miz--> 80 100 120 140 160 180 200
Abundance
41.0 67.0
95.0 152.0 LN
14.50
5000 ITI/Z 81.10 73.84%
O e T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29490: trans-Decalin, 2-methyl- —
81.0 14.50

m/z 82.10 70.07%

55.0 152.0
5000
270 IOTO
‘ ‘ I \\ ‘ l

R R L A R RERSRERRE —
miz-> 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\VY070522\
Data File : VY009439.D

Acqg On : 05 Jul 2022 15:54
Operator : KP/MD

Sample : N3564-24

Misc : 5.84g/5.0mL/MSVOA_Y/SOIL

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062822S.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 Undecane, 2,6-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.727 203.58 ug/l 1475520 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 96
2 Sulfurous acid, butyl octyl ester 250 C12H2603S 1000309-17-5 49
3 Heptane, 3-ethyl-5-methyl- 142 C1leH22 052896-90-9 43
4 Sulfurous acid, di(2-ethylhexyl)... 306 C16H3403S 1000309-19-1 43
5 2-Undecene, 5-methyl- 168 C12H24 056851-34-4 43
Abundance Scan 2117 (14.727 min): VY009439.D\data.ms (-2113) (|  m/z 57.10 100.00%
57.1
200 W
— —
h 81"1 H 112.2 15‘1'2 ‘ 184.2 14.50 15.00
Ol el Ml Ml L 3882 2090 s 43,10 47.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
5000 — ——
14.50 15.00
m/z 71.10 46.65%
29.0 H 98.0
O\‘\u‘\\“‘\\\‘\“\\H{\“U\\\““\\U\‘\\?‘\4.‘1\.\()\\‘\\\%‘8\4'\.0\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
— —
14.50 15.00
5000 m/z 41.10 38.38%
29.0
. 83.0 113.0 139.0 165.0
T e e T e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22128: Heptane, 3-ethyl-5-methyl- — ——
57.0 14.50 15.00
m/z 55.10 26.50%
5000
29.0
113.0
ob bt b 4820 | aeo S
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\VY070522\
Data File : VY009439.D

Acqg On : 05 Jul 2022 15:54
Operator : KP/MD

Sample : N3564-24

Misc : 5.84g/5.0mL/MSVOA_Y/SOIL

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062822S.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 6-Tetradecene, (E)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.605 181.57 ug/1 1315980 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Tetradecene, (E)- 196 C14H28 041446-64-4 55
2 4-Heptafluorobutyryloxyhexadecane 438 C20H33F702 1010282-97-2 49
3 7-Tetradecene 196 C14H28 010374-74-0 49
4 7-Tetradecene, (Z)- 196 C14H28 041446-60-0 49
5 Cyclopentane, iodo- 196 C5H9I 001556-18-9 35
Abundance Scan 2261 (15.605 min): VY009439.D\data.ms (-2256) (- m/z 69.10 100.00%
69.1
5000 e Njkj\j\ﬁj\ﬂﬂwa&\«
09.1
196.3 —— —
391 | ‘ H ‘ 15.50 16.00
ok ‘H‘huﬂ‘ AM\U‘JMM e 2B g 57,10 75.78%

m/z--> 50 100 150 200 250
Abundance #71742: 6-Tetradecene, (E)-
55.0

5000

—
15.50 16.00
97.0 m/z 41.10 73.88%

‘ ‘ ‘ ‘ 196.0

O 1\5.\()‘\ L “ T ‘\‘ ‘\“ ‘ T ““ \h T ‘%49.‘0 T T T T ‘ ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance

55.0
— —
15.50 16.00
5000 m/z 55.10 66.17%
97.0
0 25.0 135.0 169.0 224.0 282.(
AR L e B LA ELA A S R e
m/z--> 50 100 150 200 250
Abundance #71724: 7-Tetradecene T —
69.0 15.50 16.00

m/z 56.10 52.96%

5000
29.0
‘ 11.0 196.0
‘ “‘ \‘ ‘ ‘\H‘d“‘ ;h L }5‘4"0‘

o

—
miz--> 50 100 150 200 250 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY070522\
Data File : VY009439.D

Acqg On : 05 Jul 2022 15:54
Operator : KP/MD

Sample : N3564-24

Misc : 5.84g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062822S.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|
unknownl12.569 12.569 226.5 ug/l 1641720 4 13.422 362388 50.0
Cyclohexane, 1,... 12.642 565.5 ug/l 4098560 4 13.422 362388 50.0
unknown12.727 12.727 280.6 ug/l 2033990 4 13.422 362388 50.0
2-Octene, 2,6-d... 12.812 300.4 ug/l 2176950 4 13.422 362388 50.0
1-Ethyl-2,2,6-t... 13.562 244.0 ug/l 1768730 4 13.422 362388 50.0
Naphthalene, de... 13.739 384.1 wug/l 2784130 4 13.422 362388 50.0
Naphthalene, de... 14.251 332.7 wug/l 2411630 4 13.422 362388 50.0
1-Methyldecahyd... 14.422 235.6 ug/l 1707340 4 13.422 362388 50.0
Undecane, 2,6-d... 14.727 203.6 ug/l 1475520 4 13.422 362388 50.0
6-Tetradecene, ... 15.605 181.6 ug/l 1315980 4 13.422 362388 50.0
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