LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42921\
Data File : VWO18848.D

Acqg On : 29 Apr 2021 16:18
Operator : SY/VA

Sample : M2177-20

Misc : 3.90G/10ML/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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_ W\Method\SFAMWLMO42921SMA.M
Title : SFAMO1.0

Signal : TIC: VWO18848.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.160 36 42 47 rBV2 13404 33251 0.84% 0.061%
2 2.361 66 75 87 rBv 182886 393517 9.98% 0.721%
3 2.892 154 162 177 rBV 131829 329505 8.36% 0.604%
4 3.026 182 184 190 rvB7 3587 5947 0.15% 0.011%
5 3.270 222 224 227 rVB3 656 600 0.02% 0.001%
6 3.294 227 228 235 rVB4 723 1146 0.03% 0.002%
7 3.391 235 244 252 rBV3 3996 9680 0.25% 0.018%
8 3.513 262 264 268 rVB3 626 871 0.02% 0.002%
9 3.587 271 276 277 rBV5 991 1517 0.04% 0.003%
106 3.623 281 282 286 rBv4 542 588 0.01% 0.001%
11  3.733 296 300 303 rBV6 563 689 0.02% 0.001%
12 3.855 316 320 326 rVB5 708 1676 0.04% 0.003%
13  4.019 333 347 361 rBV 286757 898673 22.79%  1.648%
14 4.135 361 366 387 rVB2 21976 69253 1.76% ©0.127%
15 4.275 387 389 394 rVB4 691 1042 0.03% 0.002%
16 4.391 397 408 409 rBV2 11795 25676 0.65% 0.047%
17 4.751 463 467 468 rBvV3 483 501 0.01% 0.001%
18 4.775 468 471 474 rVB4 367 437 0.01% 0.001%
19 4,922 482 495 516 rBv3 38869 149404 3.79% 0.274%
20 5.190 530 539 541 rBV3 1857 3923 0.10% 0.007%
21 5.366 557 558 561 rVB2 652 431 0.01% 0.001%
22 5.434 576 579 590 rVB6 2695 6857 0.17% 0.013%
23 5.751 627 631 632 rVW4 521 592 0.02% 0.001%
24 5.775 632 635 639 rVW5 945 1576 ©0.04% 0.003%
25 5.854 646 648 650 rVB3 510 431 0.01% 0.001%
26 5.940 652 662 673 rBV2 11307 34769 0.88% 0.064%
27 6.098 685 688 689 rBv3 568 584 0.01% 0.001%
28 6.123 689 692 695 rVB4 735 688 0.02% 0.001%
29 6.159 695 698 700 rVB3 542 478 0.01% 0.001%
30 6.214 703 707 709 rVV5 545 536 0.01% 0.001%
31 6.299 714 721 724 rW7 1396 2817 ©0.97% 0.005%
32 6.428 739 742 743 rVB3 469 447 0.01% 0.001%
33 6.452 743 746 747 rBV3 937 894 0.02% 0.002%
34 6.537 756 760 761 rvB3 657 507 0.01% 0.001%
35 6.574 765 766 767 rBV 880 512 0.01% 0.001%
36 6.616 770 773 775 rBV3 537 617 0.02% 0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42921\
Data File : VWO18848.D

Acqg On : 29 Apr 2021 16:18
Operator : SY/VA

Sample : M2177-20

Misc : 3.90G/10ML/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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_ W\Method\SFAMWLMO42921SMA.M
Title : SFAMO1.0
37 6.708 785 788 789 rBvV3 516 457 0.01% 0.001%
38 6.787 799 801 803 rBv3 543 519 0.01% 0.001%
39 6.848 806 811 812 rBV3 615 872 0.02% 0.002%
40 6.885 812 817 819 rBVe6 1250 2222 0.06% 0.004%
41 6.915 819 822 824 rVB4 869 1139 0.03% 0.002%
42 6.982 828 833 834 rBVS5S 1161 1451 0.04% 0.003%
43 7.031 839 841 842 rBV2 863 847 0.02% 0.002%
44 7.080 842 849 855 rBV 66966 184845 4.69% 0.339%
45 7.397 899 901 902 rBvV2 708 459 0.01% 0.001%
46 7.452 909 910 912 rvVB2 1689 869 0.02% 0.002%
47 7.500 916 918 919 rVwv2 1060 787 0.02% 0.001%
48 7.647 933 942 957 rBV 413985 1034787 26.24% 1.897%
49 7.787 963 965 967 rBV3 1400 1000 0.03% 0.002%
50 7.842 972 974 978 rBV5 2051 3691 0.09% 0.007%
51 7.946 989 991 997 rBV7 3092 4606 0.12% 0.008%
52 8.110 1016 1018 1020 rBV3 1751 1453 0.04% 0.003%
53 8.275 1034 1045 1060 rBV2 842193 2565950 65.07% 4.7047%
54 8.561 1090 1092 1093 rBV 3462 2065 0.05% 0.004%
55 8.842 1130 1138 1149 rBV 752952 1503023 38.12% 2.756%
56 9.037 1166 1170 1174 rBv2 19487 41594 1.05% 0.076%
57 9.275 1202 1209 1224 rBV 549945 1168870 29.64% 2.143%
58 9.604 1260 1263 1270 rVB2 24784 45658 1.16% ©0.084%
59 9.756 1284 1288 1295 rBV4 19185 42955 1.09% 0.079%
60 10.037 1328 1334 1339 rBV 289933 516990 13.11% 0.948%
61 10.323 1374 1381 1389 rBV 1043365 1872774 47.50%  3.434%
62 10.579 1418 1423 1427 rBV 183883 320113 8.12% 0.587%
63 10.701 1440 1443 1448 rVB 38863 53891 1.37% 0.099%
64 10.927 1475 1480 1488 rVB3 312048 542710 13.76%  ©.995%
65 11.110 1507 1510 1514 rBV 76075 110871 2.81% 0.203%
66 11.286 1535 1539 1542 rBV 102259 152531 3.87% 0.280%
67 11.469 1560 1569 1570 rBv4 155207 395783 10.04% 0.726%
68 11.634 1590 1596 1604 rVB 802066 1511620 38.34% 2.771%
69 11.823 1622 1627 1632 rBV 201480 390572 9.91% 0.716%
70 11.975 1647 1652 1654 rBV2 230582 384270 9.75% 0.705%
71 12.122 1671 1676 1683 rVB3 381518 757608 19.21%  1.389%
72 12.189 1683 1687 1690 rBV2 283029 458636 11.63% 0.841%
73 12.341 1702 1712 1720 rBV6 940890 2674726 67.83% 4.904%
74 12.451 1720 1730 1735 rBV6 700299 1918111 48.65% 3.517%
75 12.561 1746 1748 1751 rVB 129921 132127 3.35% 0.242%

76 12.622 1752 1758 1762 rBV4 552144 1358305 34.45%  2.490%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42921\
Data File : VWO18848.D

Acqg On : 29 Apr 2021 16:18
Operator : SY/VA

Sample : M2177-20

Misc : 3.90G/10ML/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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_ W\Method\SFAMWLMO42921SMA.M
Title : SFAMO1.0

77 12.695 1766 1770 1777 rVB6 905581 1920885 48.72%  3.522%
78 12.865 1790 1798 1804 rBV6 1205096 3672592 93.14% 6.733%
79 12.932 1805 1809 1824 rVB1O 957834 3943077 100.00% 7.229%
80 13.073 1829 1832 1837 rVB4 525871 781701 19.82%  1.433%

81 13.121 1837 1840 1844 rVB2 478712 651949 16.53% 1.195%
82 13.182 1844 1850 1853 rBV5 577459 1420083 36.01% 2.604%
83 13.262 1859 1863 1865 rBV2 549035 819319 20.78% 1.502%
84 13.292 1865 1868 1872 rVV2 681536 1165408 29.56% 2.137%
85 13.377 1879 1882 1885 rBV3 357217 443782 11.25% 0.814%
86 13.426 1886 1890 1895 rVV2 846785 1927869 48.89%  3.535%
87 13.475 1896 1898 1904 rVB3 868531 1255213 31.83% 2.301%
88 13.737 1938 1941 1945 rBV3 380592 684642 17.36%  1.255%
89 13.871 1956 1963 1969 rBv4 869153 2349085 59.57% 4.307%
90 14.194 2012 2016 2019 rBV3 401377 567126 14.38% 1.040%
91 14.261 2023 2027 2033 rVB5 668086 1170046 29.67%  2.145%
92 14.383 2042 2047 2051 rBV2 1414243 2240333 56.82% 4.107%
93 14.487 2061 2064 2066 rBV 235775 295615 7.50%  ©.542%
94 14.548 2067 2074 2078 rVV5 786991 1673682 42.45%  3.069%
95 14.658 2089 2092 2096 rBvV2 296775 369597 9.37% 0.678%
96 14.737 2102 2105 2110 rBV4 341029 488698 12.39% 0.896%
97 14.847 2119 2123 2129 rVB4 757311 1502729 38.11% 2.755%
98 15.328 2198 2202 2208 rVB4 522879 1047142 26.56% 1.920%
99 15.395 2208 2213 2218 rBV5 583459 1365338 34.63% 2.503%
100 15.572 2238 2242 2247 rBV3 322209 645497 16.37%  1.183%

Sum of corrected areas: 54543797
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

Abundance
2500000
2000000
1500000

1000000

500000

o

Time-->
Abundance
2500000

2000000
1500000

1000000

500000

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42921\

: VWe18848.D

: 29 Apr 2021 16:18

: SY/VA

¢ M2177-20

: 3.90G/10ML/MSVOA_W/SOIL
:1 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@42921SMA.M
. SFAM@1.0

¢ C:\DATABASE\NIST11.L
LSCINT.P

TIC: VW018848.D\data.ms

4.019
2.361 2.892
2160 [\ /\3.026 BZABRSEBIF 55, 4135275391  m7m16:922 51886434 H7HH4Co0EEE. 2 T8/ PHEREA FOBE)

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 6.80
TIC: VW018848.D\data.ms

10.323

8.275

7.647

wEB3?° 728500 \7783248.110
82

02 — L e e — e —
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance :

indance. TIC: VWOle:g%\data.ms

475  13.871
2000000 13356 14.847

‘ 14548 "

12.932
14.26
12. 69152 P 13. 73
1500000 13, mzm .. 572
12341 1 198 14 4 ' ‘l
1000000 “
15325 !‘

500000{11. 975 ‘

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_W\Data\VWe42921\
Data File : VW018848.D

Acqg On : 29 Apr 2021 16:18
Operator : SY/VA

Sample : M2177-20

Misc : 3.90G/16ML/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO42921SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 (DEL) Alkane: Cyclic1l1l.110 Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
11.110 1.83 ug/L 110871 Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 90
2 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 87
3 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 86
4 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 78
5 2-Pyrazoline, 1-isopropyl-5-methyl- 126 C7H14N2 026964-54-5 72

Abundance Scan 1510 (11.110 min): VW018848.D\data.ms (-1507) - m/z 111.10 100.00%

69.1 111.1
5000
41.0
P e
145.0 11.00 11.50
192.0 z
Ol bl by SUET 2222 nyz 69.10 90.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #11581: Cyclohexane, 1,3,5-trimethyl-
690 1110
5000 — —
41.0 11.00 11.50
m/z 55.00 43.94%
O\:!_\4(’0\‘\‘\\‘ih\\‘\‘!“\“\‘\\"‘\\\\‘\\1\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #11597: Cyclohexane, 1,3,5-trimethyl-
69.0 111.0
P e
11.00 11.50
5000 ITI/Z 41.00 28.85%
41.0
obsou W Ao b b
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #11640: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha. —— ——
69.0 111.0 11.00 11.50
m/z 126.10 24.89%
5000 41.0
15.0 “ |
Om“,“mm‘w““1‘”,‘1”‘“‘Mm“‘m‘uu‘uu‘mwm T —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42921\
Data File : VW018848.D

Acqg On : 29 Apr 2021 16:18
Operator : SY/VA

Sample : M2177-20

Misc : 3.90G/16ML/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO42921SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 (DEL) Alkane: Cyclic11.286 Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
11.286 2.52 ug/L 152531 Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1,4-Trimethylcyclohexane 126 C9H18 007094-27-1 81
2 1,1,4-Trimethylcyclohexane 126 CSH18 007094-27-1 76
3 Cyclooctane, cyclohexyl- 194 C14H26 092369-78-3 58
4 Cyclooctane, butyl- 168 C12H24 016538-93-5 53
5 Cyclooctane, (1-methylpropyl)- 168 C12H24 016538-89-9 53

Abundance Scan 1539 (11.286 min): VW018848.D\data.ms (-1535) (- m/z 69.00 100.00%

69.0 111.1
5000
39.0 — —
H | 523 1950 ( 11.00 11.50
ol dldl g L L 1523 1950 2348 284t ./, 19110  87.44%
m/z--> 50 100 150 200 250
Abundance #11570: 1,1,4-Trimethylcyclohexane
69.0 111.0
5000 7 —
11.00 11.50
m/z 55.00 80.35%
29.0 ‘
O T T H\ ‘\“ “‘\ ‘H \‘ T “ H T ‘\ T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #11573: 1,1,4-Trimethylcyclohexane
69.0 111.0
— —
11.00 11.50
5000 m/z 41.00 46.99%
39,0
ol ‘1”““““““““‘ -
m/z--> 50 100 150 200 250
Abundance #56491: Cyclooctane, cyclohexyl- 7 —
55.0 111.0 11.00 11.50
m/z 97.10 46.55%
= W
oLz asoeo T
m/z--> 50 100 150 200 250 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42921\
Data File : VW018848.D

Acqg On : 29 Apr 2021 16:18
Operator : SY/VA

Sample : M2177-20

Misc : 3.90G/16ML/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO42921SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
11.469 6.55 ug/L 395783  Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 87
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 87
3 Dodecane, 4-methyl- 184 C13H28 006117-97-1 81
4 Undecane, 3,8-dimethyl- 184 C13H28 017301-30-3 80
5 Decane, 5-propyl- 184 C13H28 017312-62-8 76
Abundance Scan 1569 (11.469 min): VW018848.D\data.ms (-1560)  m/z 57.10 100.00%
57.1
5000 85.1 Aﬁ/\\Mk
1111 1 ‘11\50‘
183.2 ’
y— _Mupm“‘H‘J“_“m“umwwwﬁl“l‘?w m/z 71.10  92.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48869: Undecane, 4,6-dimethyl-
57.0
5000 R
11.50
29.0 850 m/z 43.10 86.88%
113.0
O \\\‘\‘\‘\\“‘\\\H‘\\‘\\‘1‘\\\‘\\\\‘\\%\4‘]7\()\\‘\\\1\-§\4’\\0\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71406: Dodecane, 2,6,11-trimethyl-
57.0
P
11.50
m/z 41.00 51.32%
5000 85.0
29.0 113.0
o L L L 3a10 1990 1070
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48846: Dodecane, 4-methyl- ——
430 710 11.50
m/z 85.10 40.37%
5000
‘ 99.0 1410
olsol WL Ll 1T e -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42921\
Data File : VW018848.D

Acqg On : 29 Apr 2021 16:18
Operator : SY/VA

Sample : M2177-20

Misc : 3.90G/16ML/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO42921SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 (DEL) Alkane: Cyclic11.823 Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
11.823 6.46 ug/L 390572  Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-32-9 93
2 Cyclohexane, 2,4-diethyl-1-methyl- 154 C11H22 061142-70-9 72
3 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-31-8 70
4 Cyclooctane, 1-methyl-3-propyl- 168 C12H24 255885-37-1 64
5 4-Nonene, 2,3,3-trimethyl-, (Z)- 168 C12H24 063830-68-2 50

Abundance Scan 1627 (11.823 min): VW018848.D\data.ms (-1622) - m/z 69.10 100.00%

69.1 125.1
5000
P e
39,0 11.50 12.00
ol “hw” L 17312082 285( 195 19 o1.45%
miz--> 50 100 150 200 250
Abundance #18063: Cyclohexane, 1,1,3,5-tetramethyl-, cis-
69.0 125.0
5000 = =
11.50 12.00
390 m/z 83.10 53.48%
0 \H\ L B e e s e B B B
miz-> 50 100 150 200 250
Abundance #27090: Cyclohexane, 2,4-diethyl-1-methyl-
69.0
P e
11.50 12.00
m/z 55.05 43.89%
5000 125.0
29.0‘ ‘
oL Wby yowss0
miz-> 50 100 150 200 250
Abundance  #18067: Cyclohexane, 1,1,3,5-tetramethyl-, trans- — —
69.0 11.50 12.00
125.0 m/z 41.08  34.85%
5000
39,0
ol o B
miz--> 50 100 150 200 250 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42921\
Data File : VW018848.D

Acqg On : 29 Apr 2021 16:18
Operator : SY/VA

Sample : M2177-20

Misc : 3.90G/16ML/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO42921SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 (DEL) Alkane: Cyclic11.975 Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.

11.975 6.36 ug/L 384270 Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trans-1,4-diethylcyclohexane 140 C10H20 013990-93-7 55
2 Cyclopropane, 1,1-diethyl- 98 C7H14 001003-19-6 53
3 4-Octene, 2,6-dimethyl-, [S-(Z)]- 140 C10H20 062960-77-4 52
4 1,1,4-Trimethylcyclohexane 126 C9H18 007094-27-1 52
5 Cyclohexane, (1,2-dimethylbutyl)- 168 C12H24 061142-37-8 49

Abundance Scan 1652 (11.975 min): VW018848.D\data.ms (-1647) - m/z 69.10 100.00%

69.1
5000 111.1
390 7
12.00
0l LH b ] ‘lé?(l‘l‘?ﬁ'l‘ 24 m/z 55,10 70.44%
miz--> 50 100 150 200 250
Abundance #18015: Trans-1,4-diethylcyclohexane
69.0
111.0
5000 T
12.00
m/z 41.00 47.45%
O T T T \“ “‘\ H \‘ T ‘ !‘ T ]\-4%‘.?\ T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #3385: Cyclopropane, 1,1-diethyl-
69.0
—r
12.00
5000 ITI/Z 70.10 46.36%
39.0
miz--> 50 100 150 200 250
Abundance #18041: 4-Octene, 2,6-dimethyl-, [S-(2)]- P
55.0 12.00
m/z 111.10 40.83%
5000
140.0
L) Joroy
o-—tAr—— F
m/z--> 50 100 150 200 250 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42921\
Data File : VW018848.D

Acqg On : 29 Apr 2021 16:18
Operator : SY/VA

Sample : M2177-20

Misc : 3.90G/16ML/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO42921SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 (DEL) Alkane: Cyclic12.122 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
12.122 12.53 ug/L 757608  Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-32-9 76
2 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-32-9 58
3 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-31-8 56
4 Zinc, bis[2-(1,1-dimethylethyl)-... 314 C18H34Zn 074793-36-5 56
5 3-Cyclopentylpropionic acid, 3-p... 352 C23H4402 1000293-57-4 53

Abundance Scan 1676 (12.122 min): VW018848.D\data.ms (-1671) (- m/z 69.05 100.00%

69.0 125.1
5000 41.0
97.1 — 71 T
‘ ‘ ‘ R 12.00 12.50
bbbl L4511 1931 2245 ;155 16 99.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #18061: Cyclohexane, 1,1,3,5-tetramethyl-, cis-
69.0 125.0
5000 41.0 - —
12.00 12.50
m/z 55.00 49.90%
O J\-\S\.‘O\m\\“"‘\\‘\‘H‘\“\‘\\““‘\\9\7\.’0\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #18063: Cyclohexane, 1,1,3,5-tetramethyl-, cis-
69.0 125.0
e e
410 12.00 12.500
5000 ITI/Z 83.10 40.24%
SN I £ A
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #18067: Cyclohexane, 1,1,3,5-tetramethyl-, trans- —— —
69.0 12.00 12.50
125.0 m/z 41.00  38.67%
oo M/W
oltsoy Wl lero ST
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42921\
Data File : VW018848.D

Acqg On : 29 Apr 2021 16:18
Operator : SY/VA

Sample : M2177-20

Misc : 3.90G/16ML/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO42921SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 4H-Imidazol-4-one, 2-amino-... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
12.189 7.59 ug/L 458636  Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Imidazol-4-one, 2-amino-1,5-d... 99 C3H5N30 000503-86-6 62
2 Pentadecane, 1-bromo- 290 C15H31Br 000629-72-1 53
3 Hydroxylamine, O-decyl- 173 C1OH23NO 029812-79-1 50
4 3-Methyl-4-nonanone 156 C10H200 035778-39-3 50
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 50

Abundance Scan 1687 (12.189 min): VW018848.D\data.ms (-1683) -  m/z 57.10 100.00%
57.1

99.0
5000
— —
‘ ‘ ‘ 571 12.00 12.50
ol bl v 137117222082 m/z 43.10  96.29%
miz--> 50 100 150 200 250
Abundance #3444: 4H-Imidazol-4-one, 2-amino-1,5-dihydro-
43.0 99.0
5000 — —
12.00 12.50
m/z 99.05 63.69%
O T T T \H ““‘\ h T T } T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #136013: Pentadecane, 1-bromo-
57.0
= =
137.0 12.00 12.50
5000 m/z 41.05 60.22%
\ 97.0
ohzs0l LI [ L amoano 2o e
miz--> 50 100 150 200 250
Abundance #40489: Hydroxylamine, O-decyl- T —
43.0 12.00 12.50
m/z 71.10 43.70%
5000
85.0
S 0 T F T S AL
m/z--> 50 100 150 200 250 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42921\
Data File : VW018848.D

Acqg On : 29 Apr 2021 16:18
Operator : SY/VA

Sample : M2177-20

Misc : 3.90G/16ML/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@42921SMA.M

Quant Title : SFAM@1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Pentalene, octahydro-2-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.341 44.24 ug/L 2674730  Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentalene, octahydro-2-methyl- 124 C9H16 003868-64-2 50
2 Cyclohexane, methylene- 96 C7H12 001192-37-6 50
3 1H-Indene, octahydro-, trans- 124 C9H16 003296-50-2 38
4 1H-Indene, octahydro-, cis- 124 C9H1le6 004551-51-3 30
5 3-Hexen-1-0l, propanoate, (Z)- 156 C9H1602 033467-74-2 27

Abundance Scan 1712 (12.341 min): VW018848.D\data.ms (-1702) (-

m/z 57.10 100.00%

571 811
5000
P P
125.1 . 12.00 12.50
o el 4959 1912 2222 L, 67,19 90.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10701: Pentalene, octahydro-2-methyl-
81.0
5000 41.0 — —
12.00 12.50
m/z 81.10 84.77%
124.0
O' \\‘\‘\“\\‘\\‘!\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #2884: Cyclohexane, methylene-
67.0
P P
96.0 12.00 12.50
m/z 41.05 75.65%
5000 390 /
0! :‘Wuﬂw‘JM"H‘H“_“w“u‘u“_“w‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10694: 1H-Indene, octahydro-, trans- “ ——
67.0 12.00 12.50
m/z 43.05 69.21%
5000 96.0
41.0 124.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00 12.50

SFAMWLMO42921SMA.M Fri Apr 30 16:59:08 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42921\
Data File : VW018848.D

Acqg On : 29 Apr 2021 16:18
Operator : SY/VA

Sample : M2177-20

Misc : 3.90G/16ML/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO42921SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.451 31.72 ug/L 1918110 Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexene, 4-ethyl-2,3-dimethyl- 140 C10H20 1000149-19-7 52
2 Trans-1,4-diethylcyclohexane 140 C10H20 013990-93-7 49
3 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 38
4 1-Pentyn-3-ol, 3,4-dimethyl- 112 C7H120 001482-15-1 38
5 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 30

Abundance Scan 1730 (12.451 min): VW018848.D\data.ms (-1720) - m/z 69.05 100.00%

69.0
1111
5000 41.0
140.1 L
b Ly LT e
Ol el sl L 1781 20192260 s 55 09 64.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #18035; 2-Hexene, 4-ethyl-2,3-dimethyl-
69.0
41.0 111.0
5000 1
12.50
m/z 111.10 58.53%
H ‘ 140.0
O\\\’\}\\"“\\‘\“}"\“\‘\\H"‘\\\H’\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #18015: Trans-1,4-diethylcyclohexane
69.0
r
1110 12.50
5000 m/z 41.00 40.11%
41.0
140.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6735: 1-Hexene, 3,3-dimethyl- T
69.0 12.50
m/z 125.10 26.90%
41.0
5000
97.0
o8y W .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42921\
Data File : VW018848.D

Acqg On : 29 Apr 2021 16:18
Operator : SY/VA

Sample : M2177-20

Misc : 3.90G/16ML/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO42921SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 Furan, 2-ethyl-5-methyl- Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
12.560 2.19 ug/L 132127 Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Furan, 2-ethyl-5-methyl- 110 C7H100 001703-52-2 50
2 Cyclopentane, 1,2-dimethyl-3-met... 110 C8H14 091884-67-2 50
3 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 49
4 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 46
5 Cyclopentene, 1,4-dimethyl-5-(1-... 138 C10H18 061142-33-4 46

Abundance Scan 1748 (12.561 min): VW018848.D\data.ms (-1746)  m/z 95.10 100.00%
95.1

5000 123.1
67.0

4

39.0 ‘ ‘ 12:50
193.2
S TN J‘;‘l Wl 1852 1002 2193 s 8105 56.66%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5817: Furan, 2-ethyl-5-methyl-

95.0
5000{  43.0 s |
67.0 12.50
m/z 123.10  45.80%
O\‘H‘\\‘H\‘\‘\“M\“h\u‘!‘HH\\‘HH‘\\H‘HH‘HH‘HH‘\H

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #6037: Cyclopentane, 1,2-dimethyl-3-methylene-, cis-
95.0

=3

1 \
12.50

s000. 40 67.0 m/z 67.00  29.31%

=

O el e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5975: 1,3-Dimethyl-1-cyclohexene T ‘
95.0 12.50
m/z 96.10 20.67%
5000 67.0
41.0 ‘
O\‘\‘\‘\\H\H\“‘\‘\‘!‘H”i“u‘\‘l‘m\‘HH‘\m‘\m‘\m‘\m‘m e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42921\
Data File : VW018848.D

Acqg On : 29 Apr 2021 16:18
Operator : SY/VA

Sample : M2177-20

Misc : 3.90G/16ML/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO42921SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 1H-Indene, octahydro-2,2,4,... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.621  27.05 ug/L 1358310 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 53
2 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 44
3 Cyclohexane, 1,2-diethyl-3-methyl- 154 C11H22 061141-80-8 43
4 Cyclohexanecarboxylic acid, 4-pr... 368 C22H28N203 075941-67-2 43
5 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-31-8 43

Abundance Scan 1758 (12.621 min): VW018848.D\data.ms (-1752) - m/z 69.10 100.00%
1

69
193.2
5000 125.1
— —
Ny h L] Lasea 290 o315 585
bl el B 222 L 2199 L m/z 193.15  58.52%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67971: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, ti

198.0
69.0 123.0 A/k\
5000 — i
12.50 13.00
29.0 m/z 55.05 56.32%
0 “ ‘m‘ H‘ h‘\h H‘\ H“\ A “;52'0

RN NN R R AN R RN RN R R RA RN RN R

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene

5

193.0
e e
123.0 12.50 13.00
5000 69.0 m/z 125.10 51.27%
L sz
R 1 I 0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #27092: Cyclohexane, 1,2-diethyl-3-methyl- —— ——
69.0 12.50 13.00
m/z 41.00  48.85%
5000 125.0 M
20 Ll L
O et b et b e — —
m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00

SFAMWLMO42921SMA.M Fri Apr 30 16:59:10 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42921\
Data File : VW018848.D

Acqg On : 29 Apr 2021 16:18
Operator : SY/VA

Sample : M2177-20

Misc : 3.90G/16ML/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO42921SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.865 73.15 ug/L 3672590 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-Dimethylcyclopentene 96 C7H12 007459-71-4 43
2 Furan, 2-[[(1-methylethyl)thio]m... 156 C8H120S 001883-78-9 27
3 Cyclohexane, 1-methyl-4-(1-methy... 140 C10OH20 006069-98-3 25
4 Cyclohexane, 1,2-dichloro-, trans- 152 C6H10Cl12 000822-86-6 25
5 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 001678-82-6 25

Abundance Scan 1798 (12.865 min): VW018848.D\data.ms (-1790) - m/z 81.05 100.00%

81.0
50001 410
11.1  156.1 [ U
H H ‘ ‘ ‘ 12.50 13.00
ol ALl b | oo 1982 28L0 g/ 55.10  72.45%
miz--> 50 100 150 200 250
Abundance #2894: 3,5-Dimethylcyclopentene
81.0
5000 — e
12.50 13.00
39.0 m/z 97.10 60.70%
O\‘\““\‘M
miz-> 50 100 150 200 250
Abundance #28854: Furan, 2-[[(1-methylethyl)thio]methyl]-
81.0
= —r
12.50 13.00
5000 m/Z 41.00 39.61%
156.0
0 ‘2‘7‘?0:“““ pouso 4
miz-> 50 100 150 200 250
Abundance #18075: Cyclohexane, 1-methyl-4-(1-methylethyl)-, cis- P —
55.0 12.50 13.00
97.0
m/z 69.05 33.99%
5000
‘ ‘ 140.0
SEEHI R I N R
m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42921\
Data File : VW018848.D

Acqg On : 29 Apr 2021 16:18
Operator : SY/VA

Sample : M2177-20

Misc : 3.90G/16ML/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO42921SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 9-Methylbicyclo[3.3.1]nonane Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
12.932 78.53 ug/L 3943080 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Methylbicyclo[3.3.1]nonane 138 C10H18 025107-01-1 60
2 Bicyclo[4.1.0]heptane, 3,7,7-tri... 138 C1@H18 006069-97-2 52
3 5-Tetradecyne 194 C14H26 060212-34-2 49
4 5-Tetradecyne 194 C14H26 060212-34-2 49
5 1H-Indene, octahydro-5-methyl- 138 C10H18 019744-64-0 46

Abundance Scan 1809 (12.932 min): VW018848.D\data.ms (-1805) (- m/z 95.10 100.00%

67.0 931
5000
138.1 13.00
' 193.2 :
0! Al 1620 P2 22310 g1 16 87.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16909 9 Methylb|cyclo[3 3.1]nonane
5000 L
13.00
. m/z 67.00  86.42%
O' “\\“\\“\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #17020 Blcycl0[4 1.0]heptane, 3,7,7-trimethyl-, [1S-(1.alf
41.0 . 95.0
P
13.00
5000 ITI/Z 55.05 72.21%
123.0
0 M
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56469: 5-Tetradecyne T
54.0 81.0 13.00
m/z 96.10 71.47%
5000
29.0
109.0 137.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42921\
Data File : VW018848.D

Acqg On : 29 Apr 2021 16:18
Operator : SY/VA

Sample : M2177-20

Misc : 3.90G/16ML/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO42921SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 (DEL) Alkane: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.073 15.57 ug/L 781701 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 5-ethyl-2-methyl- 156 C11H24 062016-18-6 64
2 Octane, 6-ethyl-2-methyl- 156 C11H24 062016-19-7 53
3 Nonane, 1-iodo- 254 C9H19I 004282-42-2 49
4 1-Threitol, 2-0-nonyl- 248 C13H2804 163776-15-6 47
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 47

Abundance Scan 1832 (13.073 min): VW018848.D\data.ms (-1829) - m/z 43.10 100.00%

43.1]711
5000
N \
Qb 1‘ 12\‘711561 191.2 13.00
S %JM““HWIM“JM ShneiokZ 2242 . m/z 71.10  99.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #28449: Octane, 5-ethyl-2-methyl-
43.0
71.0
5000 —— ‘
13.00
m/z 57.10 98.82%
‘ 27.0
O\\\‘\‘\‘\\“\\\H‘\\”}\‘\\\\8‘(\)\1‘\‘\H\\\‘\]_\5\\6‘9\\‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #28450: Octane, 6-ethyl-2-methyl-
43.0
71.0 1 1
13.00
5000 ITI/Z 85.10 64.36%
127.
ol b 1880 1560
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #106031: Nonane, 1-iodo- T ‘
43.0 71.0 13.00
m/z 41.00 61.59%
5000
127.0
ols.0l || | | lsso | 15501g30 254
m‘m“"‘“"‘“"‘“"‘“"‘“"‘“"H‘HH‘HH‘HHWH“ ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42921\
Data File : VW018848.D

Acqg On : 29 Apr 2021 16:18
Operator : SY/VA

Sample : M2177-20

Misc : 3.90G/16ML/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO42921SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 (DEL) Alkane: Cyclic13.121 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.121 12.98 ug/L 651949 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 64
2 5-Octen-4-one, 7-methyl- 140 C9H160 032064-78-1 64
3 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 64
4 Semustine 247 C10H18CIN302  ©13909-09-6 59
5 2-Pyrazoline, 1-isobutyl-3-methyl- 140 C8H16N2 026964-53-4 59

Abundance Scan 1840 (13.121 min): VW018848.D\data.ms (-1837) - m/z 97.10 100.00%
97.1

— —
M 140.1 13.00 13.50
o“H“Hﬂm‘ﬂhww‘p‘wuuww‘u‘_“ﬁ§§?_‘u?%9ﬁ‘u m/z 55.05 50.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6745: Cyclohexane, 1,1-dimethyl-
97.0
55.0
5000 — e
13.00 13.50
m/z 41.00 23.29%
27.0
O\\\\‘\U\\‘i“\\\‘\“\‘1‘\\“1\\H‘\\}\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #18704: 5-Octen-4-one, 7-methyl-
97.0
— —
13.00 13.50
5000 41.0 71.0 m/z 43.10 17.00%
‘ 140.0
YN | S S SOt
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6749: Cyclohexane, 1,1-dimethyl- —— —
97.0 13.00 13.50
55.0 m/z 71.10 14.92%
5000
27.0
o“AW‘MHMLHW‘NM‘m"m“m“H“H“‘H“_“w“u“u e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.50

SFAMWLMO42921SMA.M Fri Apr 30 16:59:13 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42921\
Data File : VW018848.D

Acqg On : 29 Apr 2021 16:18
Operator : SY/VA

Sample : M2177-20

Misc : 3.90G/16ML/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO42921SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 unknown-02 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.182  28.28 ug/L 1420080 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, 2-ethylhexyl nonyl ... 328 C19H3604 1000309-39-2 47
2 Isobutyl pentyl carbonate 188 C10H2003 178442-32-5 47
3 Octane, 1,1'-oxybis- 242 C16H340 000629-82-3 47
4 Oxalic acid, 2-ethylhexyl octyl ... 314 C18H3404 1000309-39-1 47
5 Bis(2-ethylhexyl) methylenesucci... 354 C21H3804 002287-83-4 47
Abundance Scan 1850 (13.182 min): VW018848.D\data.ms (-1844) - m/z 57.10 100.00%
57.1
5000 112.1 Wv\j\kw
81.1 S S
13.00 13.50
140.1
Obrrrrreld bt 200 m/z 71.10 79.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #167565: Oxalic acid, 2-ethylhexyl nonyl ester
57.0
5000 — ——
13.00 13.50
29.0 85.0 112.0 m/z 41.e0 57.12%
. 179
0 H\‘\MH"MH”\“\‘i‘}\“hu\h‘\H‘\‘\‘H\‘H\\“H‘H‘\H\‘HH‘\H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #51322: Isobutyl pentyl carbonate
57.0
— ——
13.00 13.50
5000 m/z 55.00 51.69%
29.0
118.0
SN AT Wi Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #95998: Octane, 1,1'-oxybis- T T
57.0 13.00 13.50
m/z 69.10 48.35%
5000
84.0
29.0
111.0
o Ll L L T 1430 17301990
e e e e e e e — ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42921\
Data File : VW018848.D

Acqg On : 29 Apr 2021 16:18
Operator : SY/VA

Sample : M2177-20

Misc : 3.90G/16ML/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO42921SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 unknown-03 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.262 16.32 ug/L 819319 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C1@H160 015358-88-0 35
2 1-Ethyl-5-methylcyclopentene 110 C8H14 @97797-57-4 25
3 3-Octene, 2,2-dimethyl- 140 C1eH20 086869-76-3 22
4 Spiro[3.5]nonan-1-one 138 C9H140 029800-45-1 20
5 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C1@H160 000547-60-4 14

Abundance Scan 1863 (13.262 min): VW018848.D\data.ms (-1859) - m/z 83.10 100.00%

T 139.1
55.1
5000
109.1 — —
‘ ‘ ‘ ‘ 13.00 13.50
O e ‘M‘M A Lo L1792 2242 0 95 18 92.07%
m/z--> 20 40 80 100 120 140 160 180 200 220
Abundance #25369: Blcyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a
55.0
83.0
5000 — e
13.00 13.50
270 ‘11&0 1520 m/z 139.05 82.49%
O \\\‘\‘\\\‘i“\\‘\“\‘\‘H\\““H\\‘\‘\\“\\‘\\\\‘\\!\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5992: 1-Ethyl-5-methylcyclopentene
81.0
— —
13.00 13.50
5000 m/z 81.18  78.33%
39.0 110.0
0 HM
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17993: 3-Octene, 2,2-dimethyl- — —
69.0 13.00 13.50
m/z 69.10 77.96%
5000 41.0
97.0
‘ ‘ 140.0
N A S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42921\
Data File : VW018848.D

Acqg On : 29 Apr 2021 16:18
Operator : SY/VA

Sample : M2177-20

Misc : 3.90G/16ML/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO42921SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 19 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

13.292  23.21 ug/L 1165410 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 64
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 59
3 Tritetracontane 605 C43H88 007098-21-7 53
4 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 53
5 Nonane, 3-methyl- 142 C10H22 005911-04-6 43

Abundance Scan 1868 (13.292 min): VW018848.D\data.ms (-1865) (- m/z 57.10 100.00%

57.1
5000
156.1 — .
i ‘ 1 po 1 13.00 13.50
ol ddbl i) 22032951 w/z 7110 79.34%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #71406: Dodecane, 2,6,11-trimethyl-
57.0
5000 —— —
13.00 13.50
m/z 43.10 57.68%
O ‘\\“\ [\J\‘\‘f‘\\K\.‘O\}gz\.\o\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #71408: Dodecane, 2,6,11-trimethyl-
43.0
—— ——
13.00 13.50
5000 m/z 41.05 44.09%
13.0
Ol bL Ll 2970
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane T —
57.0 13.00 13.50
m/z 85.10 34.23%
o M\N\/\V\J\/\
ol | ‘ |}27:0197.0267.0337.0  463.0 533.0 604.
e e e e P e e e T e —r— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42921\
Data File : VW018848.D

Acqg On : 29 Apr 2021 16:18
Operator : SY/VA

Sample : M2177-20

Misc : 3.90G/16ML/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO42921SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 20 Heptanedioic acid, 4-methyl... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
13.378 8.84 ug/L 443782  1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptanedioic acid, 4-methyl-, di... 202 C10H1804 004751-49-9 64
2 Cyclopentanone, 2-methyl-3-(1-me... 140 C9H160 054549-81-4 53
3 6-Bromo-2,2-dimethylcyclohexanone 204 C8H13BroO 021690-26-6 43
4 Cyclopentanecarboxylic acid, all... 154 C9H1402 178905-33-4 38
5 Cyclopentane, pentyl- 140 C10H20 003741-00-2 38

Abundance Scan 1882 (13.377 min): VW018848.D\data.ms (-1879) -  m/z 69.10 100.00%

69.1
97.1
5000 41.0 139.1
— —
‘ ‘ h H H 1631 1931 13.00 13.50
0 _‘Hihuh‘u‘w“uumh‘m“«‘H‘,m‘w“uqu??Q?u m/z 55.85 83.57%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #62283: Heptanedioic acid, 4-methyl-, dimethyl ester

55.0 97.0 MW\J\W
129.0
5000 — ——
13.00 13.50
27.0 171.0 m/z 97.10 81.48%
0 T \‘i‘i‘\ \“!‘i T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #18793: Cyclopentanone, 2-methyl-3-(1-methylethyl)-
41.0 69.0
— ——
13.00 13.50
5000 m/z 81.00 48.28%
97.0
140.0
. -
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64752: 6-Bromo-2,2-dimethylcyclohexanone P ——
69.0 97.0 13.00 13.50
m/z 83.10 44.92%
5000 41.0
125.0 204.0
0 Y T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42921\
Data File : VW018848.D

Acqg On : 29 Apr 2021 16:18
Operator : SY/VA

Sample : M2177-20

Misc : 3.90G/16ML/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO42921SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 21 unknown-04 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.426 38.40 ug/L 1927870 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1000142-17-5 43
2 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 41
3 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 41
4 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 38
5 Bicyclo[2.2.1]heptane, 2-butyl- 152 C11H20 061177-16-0 38

Abundance Scan 1890 (13.426 min): VW018848.D\data.ms (-1886) m/z 95.10 100.00%

95.1
55.0
5000
—r
NN Y
0 e bl 19012183y 55,05 71.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6031: Bicyclo[3.1.0]hexane, 1,5-dimethyl-
95.0
67.0
5000 L
13.50
41.0 m/z 69.10 67.38%
O ’
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5978: 5,5-Dimethyl-1,3-hexadiene
95.0
—r
13.50
s000| 270 670 m/z 82.10  64.04%
obrcdrd
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5979: 5,5-Dimethyl-1,3-hexadiene ——
95.0 13.50
m/z 111.10 59.32%
aimi MW[\/\M/\
0 | —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50

SFAMWLM@O42921SMA.M Fri Apr 30 16:59:16 2021 Page: 24



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42921\
Data File : VW018848.D

Acqg On : 29 Apr 2021 16:18
Operator : SY/VA

Sample : M2177-20

Misc : 3.90G/16ML/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO42921SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 22 (DEL) Alkane: Cyclic13.475 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.475 25.00 ug/L 1255210 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-97-1 47
2 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-95-9 47
3 Sulfurous acid, cyclohexylmethyl... 332 C18H3603S 1000309-21-9 43
4 Sulfurous acid, butyl cyclohexyl... 234 C11H2203S 1000309-21-4 43
5 Cyclohexane, (bromomethyl)- 176 C7H13Br 002550-36-9 38
Abundance Scan 1898 (13.475 min): VW018848.D\data.ms (-1896) m/z 97.10 100.00%
97.1
55.0
5000 139.1
e
13.50
0 13759 2071 L, 55 ep  77.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56516: Cyclohexane, 1-(cyclohexylmethyl)-4-methyl-, cit
55.0
97.0
5000 1
13.50
m/z 69.10 67.66%
194.0
O ‘\\\\‘i“\\\”\‘\l‘\\‘\\\ “\\‘H\]TZ‘\S\O\\‘\\\\]—‘6\6\\()\‘\\\‘\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56518: Cyclohexane, 1-(cyclohexylmethyl)-3-methyl-, tre
55.0 97.0
e
13.50
5000 m/z 41.00 45.12%
‘ 194.0
“\ 1l \‘ ol 41230 151.0

o

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #170750: Sulfurous acid, cyclohexylmethyl undecyl ester 7
97.0 13.50

m/z 111.10 42.78%

5000 55.0

20

l ‘\\ I 126.0 155.0
Ol il RS R e —

m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42921\
Data File : VW018848.D

Acqg On : 29 Apr 2021 16:18
Operator : SY/VA

Sample : M2177-20

Misc : 3.90G/16ML/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO42921SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 23 (DEL) Alkane: Cyclic13.737 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.737 13.64 ug/L 684642 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 1,6-dimethyl- 110 C8H14 001759-64-4 38
2 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C1@H18 000473-55-2 35
3 1-Methyl-2-methylenecyclohexane 110 C8H14 002808-75-5 30
4 Methyl ethyl cyclopentene 110 C8H14 019780-56-4 25
5 1-Ethyl-5-methylcyclopentene 110 C8H14 097797-57-4 18

Abundance Scan 1941 (13.737 min): VW018848.D\data.ms (-1938) - m/z 81.10 100.00%

81.1
55.0
109.1
5000
193'1 T ‘ T T ‘ T
L ] g
YIS AN 8 0 P N N2 Sy P SET S OO0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5970: Cyclohexene, 1,6-dimethyl-
67.0 95.0
5000 —— —
41.0 13.50 14.00
m/z 69.00 86.25%
150 I
0' \\1\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #16968: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl-
5.0 95.0

7 —
13.50 14.00

5000 m/z 55.00 74 .39%
123.0
27.0
0’ ,‘M‘H‘H‘H‘W‘H‘_‘H‘H‘W‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6008: 1-Methyl-2-methylenecyclohexane —— ——
67.0 13.50 14.00
95.0 m/z 67.00 65.31%
020 , e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42921\
Data File : VW018848.D

Acqg On : 29 Apr 2021 16:18
Operator : SY/VA

Sample : M2177-20

Misc : 3.90G/16ML/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO42921SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 24 (DEL) Alkane: Straight-Chai... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
14.194 11.30 ug/L 567126 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3-methyl- 170 C12H26 001002-43-3 55
2 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 55
3 1-TIodo-2-methylnonane 268 C1leH21I 1000101-47-9 43
4 Borane, diethyl(decyloxy)- 226 C14H31BO 1000152-34-3 38
5 Decane, 5-propyl- 184 C13H28 017312-62-8 25
Abundance Scan 2016 (14.194 min): VW018848.D\data.ms (-2012)  m/z 57.10 100.00%
57.1
85.1
5000
153.2 T 7 T 7
‘ ‘ 14.00 14.50
Olrreprreetbel b 2082 ABLL wz 71010 64.27%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #38327: Undecane, 3-methyl-
57.0
5000 —r— ——
85.0 14.00 14.50
29.0 m/z 43.10 63.48%
‘ 141.0
O \H‘\‘\\\“M\\“‘HM\H‘H\“‘J-\]\-E.‘(\)H\UHHJ‘-?\O\?‘O\H\‘HH‘HH‘HH‘\H\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #38349: Decane, 3,8-dimethyl-
57.0
—— —
14.00 14.50
85.0 o
5000 m/z 85.10 54.26%
‘ 113.0141.0
SN 0 0 Y
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #116708: 1-lodo-2-methylnonane T T
43.0 14.00 14.50
m/z 41.00 46.62%
127.0
0 \‘ I ‘h‘ 4 2907 " 1690 211.0  268.(
et e e e e P P
m/z--> 20 40 60 80 100120140160180200220240260 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42921\
Data File : VW018848.D

Acqg On : 29 Apr 2021 16:18
Operator : SY/VA

Sample : M2177-20

Misc : 3.90G/16ML/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO42921SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

o

Peak Number 25 (DEL) Alkane: Cyclicl4.262 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.262  23.30 ug/L 1170050 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3-dimethyl-2-meth... 124 C9H16 020348-74-7 43
2 1b,5,5,6a-Tetramethyl-octahydro-... 208 C13H2002 1000194-13-1 43
3 2-Isobutylideneamino-3-methylbut... 152 C9H16N2 125213-17-4 42
4 3,4-Octadiene, 7-methyl- 124 C9H1e6 037050-05-8 38
5 4,7-Methano-1H-indene, octahydro- 136 C10H16 006004-38-2 35
Abundance Scan 2027 (14.261 min): VW018848.D\data.ms (-2023) - m/z 57.10 100.00%
57.1
109.1
5000 82.1
136.1
—— —
14.00 14.50
P00t 2072535 ;
0" Rt s R m/z 41.00 82.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10727: Cyclohexane, 1,3-dimethyl-2-methylene-, trans-
67.0
109.0
5000 —r— ——
41.0 14.00 14.50
m/z 55.05 76.37%
0150 H‘\‘!‘\H\‘\\‘!\H‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67766: 1b,5,5,6a-Tetramethyl-octahydro-1-oxa-cyclopro
41.0
—— —
14.00 14.50
5000 m/z 109.10 68.42%
67.0 109.0
‘ ‘ 151.0
S ol 930
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance  #26135: 2-Isobutylideneamino-3-methylbutyronitrile
82.0 109.0 14 00 14 50

m/z 67.05 55.06%

270“ ‘ 137.0
1L Ll

oHW‘!H‘;HWJH,\HL_‘1""‘J‘w_wwwwH‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 14 00 14 50

SFAMWLM@O42921SMA.M Fri Apr 30 16:59:19 2021 Page: 28



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42921\
Data File : VW018848.D

Acqg On : 29 Apr 2021 16:18
Operator : SY/VA

Sample : M2177-20

Misc : 3.90G/16ML/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO42921SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 26 trans-Decalin, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.383 44.62 ug/L 2240330 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 87
2 Pulegone 152 C10H160 000089-82-7 68
3 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10H160 000464-48-2 64
4 Pulegone 152 C10H160 000089-82-7 62
5 Cyclohexanone, 2-methyl-5-(1-met... 152 C1@H160 005948-04-9 62

Abundance Scan 2047 (14.383 min): VW018848.D\data.ms (-2042) - m/z 81.05 100.00%
81.0

152.1
5000 4L.0
109.1 — —
‘ h 14.00 14.50
0’ kbl b id 18202064 2341 io) o5 g4, 05y
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25429: trans-Decalin, 2-methyl-
81.0
55.0 152.0
5000 = =
14.00 14.50
29.0 109.0 m/z 95.10 82.30%
O \\‘\H\"\\H\\‘h\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25066: Pulegone
81.0
152.0 — —
14.00 14.50
50000 410 109.0 m/z 67.00 70.28%
0! b WM
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25333: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S P ——
95.0 14.00 14.50
m/z 41.05 51.08%
69.0
5000
152.0
02 | 11230, — S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42921\
Data File : VWe18848.D

Acqg On : 29 Apr 2021 16:18

Operator : SY/VA

Sample : M2177-20

Misc : 3.90G/16ML/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@42921SMA.M
. SFAM@1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 27 1H-Pyrazole-1-carboxaldehyd... Concentration Rank 31

R.T. EstConc Area Relative to ISTD R.T.

14.487 5.89 ug/L 295615 1,4-Dichlorobenzene-d4 13.560

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1H-Pyrazole-1-carboxaldehyde, 4-... 168 C9H16N20
2 Cyclopentane, 1,1'-ethylidenebis- 166 C12H22

3 Oxalic acid, cyclohexylmethyl pr... 228 C12H2004
4 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26
5 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26

Abundance Scan 2064 (14.487 min): VW018848.D\data.ms (-2061) (-

5000

0

m/z-->
Abundance

5000

0
m/z-->
Abundance

5000

0
m/z-->
Abundance

5000

0
m/z-->

55.0 97.1

054411-09-5 52
004413-21-2 49
1000309-68-1 47
054823-94-8 47
054824-04-3 47

m/z 97.10 100.00%

123.1 168.2
—
14.50
205.0
J b 2090 2340 ) 5565 96.23%
20 40 60 80 100 120 140 160 180 200 220
#37411: 1H-Pyrazole-1-carboxaldehyde, 4-ethyl-4,5-dihyt
97.0
090 14:50
168.0 :
125.0 o
41.0 m/z 69.00 72.26%
20 40 60 80 100 120 140 160 180 200 220
#35188: Cyclopentane, 1,1'-ethylidenebis-
97.0
55.0 e
14.50
m/z 41.00 58.73%
i H‘u Il \123'0 166.0
et e e e e e e
20 40 60 80 100 120 140 160 180 200 220
#84076: Oxalic acid, cyclohexylmethyl propyl ester T
55.0 97.0 14.50
m/z 81.05 52.69%
270 || ‘\ L 140
‘\\\\‘\\\\“\\‘\\“\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ T ‘ T
20 40 60 80 100 120 140 160 180 200 220 14.50

SFAMWLMO42921SMA.M Fri Apr 30 16:59:20 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42921\
Data File : VW018848.D

Acqg On : 29 Apr 2021 16:18
Operator : SY/VA

Sample : M2177-20

Misc : 3.90G/16ML/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO42921SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 28 Naphthalene, decahydro-2-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

14.548 33.33 ug/L 1673680 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 97
2 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 97
3 Bicyclo[3.3.2]decan-9-one 152 C1@H160 028054-91-3 76
4 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 74
5 Decalin, syn-1-methyl-, cis- 152 C11H20 1000158-89-1 72

Abundance Scan 2074 (14.548 min): VW018848.D\data.ms (-2067) - m/z 67.00 100.00%

671.0 95.1 152.1
41.0
5000
1450 |
123.1 .
0 - ‘ b 1871 21432388 /7 95,10 93.05%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #25445: Naphthalene, decahydro-2-methyl-
41.0 7.0
95.0 152.0
5000 — :
14.50
m/z 152.05 90.39%
“123.0
O ‘\\‘\\‘H\\\“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #25436: 1-Methyldecahydronaphthalene
41.0 7.0
950 152.0 LN I
14.50
5000 ITI/Z 81.10 88.06%
“123.0
0 AR e R AR
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #25137: Bicyclo[3.3.2]decan-9-one P ‘
81.0 152.0 14.50
m/z 82.10 77.29%
1T 1 WMM
0! ——
m/z--> 40 60 80 100 120 140 160 180 200 220 240 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42921\
Data File : VW018848.D

Acqg On : 29 Apr 2021 16:18
Operator : SY/VA

Sample : M2177-20

Misc : 3.90G/16ML/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO42921SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 29 Oxalic acid, bis(6-ethyloct... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
14.658 7.36 ug/L 369597 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, bis(6-ethyloct-3-yl... 370 C22H4204 1000309-34-6 87
2 Decane, 4-ethyl- 170 C12H26 001636-44-8 83
3 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78
4 Oxalic acid, 6-ethyloct-3-yl iso... 314 C18H3404 1000309-34-3 72
5 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 64

Abundance Scan 2092 (14.658 min): VW018848.D\data.ms (-2089) - m/z 43.10 100.00%
43.1

85.1
5000
141.1 S S
14.50 15.00
112.1 ‘ 168.1
— A:H: A U\, e N 1 9232182 s 57.10 77.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #196942: Oxalic acid, bis(6-ethyloct-3-yl) ester
57.0 85.0
5000 1450 1500
141.0 : : %
29.0 111.0 m/z 85.10 76.12%
O \\\‘\‘\\\"‘!\\h!h‘\W‘}\“M\\\h"\\“}\‘\\\\l‘\\\\‘\\\]\-‘S\S\IR‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38320: Decane, 4-ethyl-
43.0
—— —
14.50 15.00
5000 85.0 m/z 71.1@  73.50%
140.0
01500 o L 30 a0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48894: Decane, 2,3,5-trimethyl- — —
57.0 14.50 15.00
m/z 41.00 49.65%
5000 85.0 MM
290.0 141.0
Ol b e b 41130 | 1690 S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00

SFAMWLMO42921SMA.M Fri Apr 30 16:59:21 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42921\
Data File : VW018848.D

Acqg On : 29 Apr 2021 16:18
Operator : SY/VA

Sample : M2177-20

Misc : 3.90G/16ML/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO42921SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 30 (DEL) Alkane: Straight-Chai... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
14.737 9.73 ug/L 488698 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Dodecene, (E)- 168 C12H24 007206-17-9 43
2 6-Dodecene, (E)- 168 C12H24 007206-17-9 43
3 5-Dodecene, (Z)- 168 C12H24 007206-28-2 43
4 2-Undecene, 7-methyl- 168 C12H24 1000061-83-0 38
5 Cyclopentane, (1-methylbutyl)- 140 C10H20 004737-43-3 30
Abundance Scan 2105 (14.737 min): VW018848.D\data.ms (-2102)  m/z 55.00 100.00%
55.0
97.1
5000
125.1
—— —
‘ ‘ | 168.2 14.50 15.00
C
0 wH;“u;“‘_!”“w okl b, 19532241 264 1, 69 10 95.25%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #36747: 6-Dodecene, (E)-
55.0
5000 — ——
830 14.50 15.00
' m/z 97.10  73.95%
210 111.0 168.0
O \‘\‘\H“H\“ ‘\‘H\\“‘\\\\“‘\\‘\\‘\\]_\4\‘0\9\‘\!H‘HH‘HH‘HH‘HH‘\H
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #36762: 6-Dodecene, (E)-
41.0169.0
—— —
14.50 15.00
5000 m/z 41.00 59.46%
97.0
168.0
T —
m/z--> 20 40 60 80 100 120140160 180 200 220 240 260
Abundance #36748: 5-Dodecene, (Z)- — —
55.0 14.50 15.00
m/z 57.10 54.14%
5000
83.0
210 168.0
bbb L 0200 T
m/z--> 20 40 60 80 100120140160 180200 220 240 260 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42921\
Data File : VW018848.D

Acqg On : 29 Apr 2021 16:18
Operator : SY/VA

Sample : M2177-20

Misc : 3.90G/16ML/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO42921SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 31 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.847  29.93 ug/L 1502730 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 4,8-dimethyl- 184 C13H28 017301-33-6 56
2 Decane, 4-methyl- 156 C11H24 002847-72-5 25
3 Dodecane, 2-methyl- 184 C13H28 001560-97-0 25
4 Tridecane 184 C13H28 000629-50-5 18
5 Octane, 3-ethyl- 142 C1OH22 005881-17-4 18

Abundance Scan 2123 (14.847 min): VW018848.D\data.ms (-2119) - m/z 71.10 100.00%

71.1
166.2
5000
390 111 — e
H | ‘ | 1450 15.00
ot JL Al 20722382 2810 1, 4310 88.75%
m/z--> 0 50 100 150 200 250
Abundance #48862: Undecane, 4,8-dimethyl-
43.0
5000 — ——
85.0 14.50 15.00
141.0 m/z 57.10 84.62%
O ‘ T T H “ \“\ “‘ \‘ T T }‘ ‘ T \]-8\4\.0‘ T T T T ’ T T T T
m/z--> 0 50 100 150 200 250
Abundance #28426: Decane, 4-methyl-
43.0
P e
14.50 15.00
5000 ITI/Z 55.10 74 .34%
‘ ‘ 112.0
S R T S
m/z--> 0 50 100 150 200 250
Abundance #48851: Dodecane, 2-methyl- — —
43.0 14.50 15.00
m/z 41.00 73.66%
5000 85.0
141.0
I 0 O Y T
m/z--> 0 50 100 150 200 250 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42921\
Data File : VW018848.D

Acqg On : 29 Apr 2021 16:18
Operator : SY/VA

Sample : M2177-20

Misc : 3.90G/16ML/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO42921SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 32 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.328 20.86 ug/L 1047140 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 7-methyl- 198 C14H30 026730-14-3 70
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 64
3 Octadecane, 2,6-dimethyl- 282 C20H42 075163-97-2 58
4 Octane, 2-methyl- 128 C9H20 003221-61-2 52
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 52

Abundance Scan 2202 (15.328 min): VW018848.D\data.ms (-2198) - m/z 57.10 100.00%
57.1

97.1
5000
‘ 145.0 15‘06 5.5‘56
v 182.2 : :
0} J Mw“\ Lo Lo 707 2221 280 W 140 77.37%
m/z--> 50 100 150 200 250
Abundance #59891: Tridecane, 7-methyl-
57.0
5000 — —
112.0 15.00 15.50
' m/z 43.10 67.90%
05— H“”h‘\ ‘!‘ \H‘\ T \‘\ :\L4\2’0\ \18\3\0‘ LA B B B B
m/z--> 50 100 150 200 250
Abundance #19197: Octane, 2,6-dimethyl-
57.0
— —
15.00 15.50
5000 m/Z 97.10 57.79%
27.0 ‘ 113.0
o‘“H‘W‘lu“u"Hn,‘ N
m/z--> 50 100 150 200 250
Abundance #129505: Octadecane, 2,6-dimethyl- — —
57.0 15.00 15.50
m/z 41.00 50.41%
5000 (\N\W\/\M
‘ ‘ 113.0 196.0
NI O O IO 7
m/z--> 50 100 150 200 250 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42921\
Data File : VW018848.D

Acqg On : 29 Apr 2021 16:18
Operator : SY/VA

Sample : M2177-20

Misc : 3.90G/16ML/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO42921SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 33 unknown-05 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.395 27.19 ug/L 1365340 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclodecene, 3-bromo- 216 C1OH17Br 056325-56-5 35
2 Cyclohexene,1-hexyl- 166 C12H22 003964-66-7 30
3 1H-Pyrrole, 1-pentyl- 137 C9H15N 000699-22-9 18
4 Undecane, 3-cyclohexyl- 238 C17H34 013151-78-5 15
5 Cyclohexene, 3-pentyl- 152 C11H20 015232-92-5 14
Abundance Scan 2213 (15.395 min): VW018848.D\data.ms (-2208) ( m/z 57.10 100.00%
57.1
95.0
5000 137.1 166.1
— ——
108.1 15.00 15.50
0 2382 m/z 81.e0  89.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #73755: Cyclodecene, 3-bromo-
81.0
41.0
5000 — e
137.0 15.00 15.50
m/z 95.05  84.20%
O T T }H\ \“}HV T \H!‘\ \‘\“%‘(\)K\c\)“ TTT U‘ TTTT ‘1\7\\2\‘0\ T \\2\1\8‘.\0\\ ImEal
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #35169: Cyclohexene,1-hexyl-
81.0
— ——
15.00 15.50
5000 m/z 41.00 72.59%
41.0
‘109.0 166.0
otsol L L4 b | asmo |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #16805: 1H-Pyrrole, 1-pentyl- “ —
81.0 15.00 15.50
m/z 55.10 69.35%
5000 137.0
41.0
H108.0
0 AP Y - —_—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42921\
Data File : VW018848.D

Acqg On : 29 Apr 2021 16:18
Operator : SY/VA

Sample : M2177-20

Misc : 3.90G/16ML/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO42921SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 34 unknown-06 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.572 12.86 ug/L 645497 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxazole, 4-ethyl-2,5-dimethyl- 125 C7H11NO 030408-61-8 46
2 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 35
3 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 25
4 Tridecane 184 C13H28 000629-50-5 25
5 1-Octadecanesulphonyl chloride 352 C18H37Cl02S 1000342-70-4 25
Abundance Scan 2242 (15.572 min): VW018848.D\data.ms (-2238)  m/z 57.10 100.00%
57.1
125.1
5000 85.1
T \
‘ | 151.1 180.2 15.50
0 7 T “ 120992341 /7 69.10  84.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #10850: Oxazole, 4-ethyl-2,5-dimethyl-
69.0 110.0
43.0
5000 —— :
15.50
m/z 55.00 82.86%
O H\‘HH’\H“M\‘\‘H“H\‘\‘H‘H‘H\H‘\H\‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #28438: Nonane, 4,5-dimethyl-
43.0
T \
71.0 15.50
5000 m/z 41.05 74.05%
bk gk | 19901250 156,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #50325: 1-Octanol, 2-butyl- T ‘
57.0 15.50
m/z 125.10 69.93%
5000
85.0
29.0 111.0
‘ H | | ,140.0168.0
0“‘_Wuﬂmw\‘wmﬂm‘W‘Nuwh‘q‘uuwlu“u‘_‘H‘H“_‘H —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42921\
Data File : VWO18848.D

Acqg On : 29 Apr 2021 16:18
Operator : SY/VA

Sample : M2177-20

Misc : 3.90G/10ML/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@42921SMA.M
Quant Title : SFAM@1l.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: C 11.110 1.8 ug/L 110871 2 11.634 1511620 25.0
(DEL) Alkane: C... 11.286 2.5 ug/L 152531 2 11.634 1511620 25.0
(DEL) Alkane: S... 11.469 6.5 ug/L 395783 2 11.634 1511620 25.0
(DEL) Alkane: C 11.823 6.5 ug/L 390572 2 11.634 1511620 25.0
(DEL) Alkane: C 11.975 6.4 ug/L 384270 2 11.634 1511620 25.0
(DEL) Alkane: C... 12.122 12.5 ug/L 757608 2 11.634 1511620 25.0
4H-Imidazol-4-o0... 12.189 7.6 ug/L 458636 2 11.634 1511620 25.0
Pentalene, octa... 12.341 44.2 ug/L 2674730 2 11.634 1511620 25.0
(DEL) Alkane: S... 12.451 31.7 wug/L 1918110 2 11.634 1511620 25.0
Furan, 2-ethyl-... 12.560 2.2 ug/L 132127 2 11.634 1511620 25.0
1H-Indene, octa... 12.621 27.1 ug/L 1358310 3 13.560 1255210 25.0
unknown-01 12.865 73.2 ug/L 3672590 3 13.560 1255210 25.0
9-Methylbicyclo... 12.932 78.5 ug/L 3943080 3 13.560 1255210 25.0
(DEL) Alkane: S... 13.073 15.6 ug/L 781701 3 13.560 1255210 25.0
(DEL) Alkane: C... 13.121 13.0 ug/L 651949 3 13.560 1255210 25.0
unknown-02 13.182 28.3 ug/L 1420080 3 13.560 1255210 25.0
unknown-03 13.262 16.3 ug/L 819319 3 13.560 1255210 25.0
(DEL) Alkane: S... 13.292 23.2 ug/L 1165410 3 13.560 1255210 25.0
Heptanedioic ac... 13.378 8.8 ug/L 443782 3 13.560 1255210 25.0
unknown-04 13.426 38.4 ug/L 1927870 3 13.560 1255210 25.0
(DEL) Alkane: C 13.475 25.0 ug/L 1255210 3 13.560 1255210 25.0
(DEL) Alkane: C 13.737 13.6 ug/L 684642 3 13.560 1255210 25.0
(DEL) Alkane: S 14.194 11.3 ug/L 567126 3 13.560 1255210 25.0
(DEL) Alkane: C... 14.262 23.3 ug/L 1170050 3 13.560 1255210 25.0
trans-Decalin, ... 14.383 44.6 ug/L 2240330 3 13.560 1255210 25.0
1H-Pyrazole-1-c... 14.487 5.9 wug/L 295615 3 13.560 1255210 25.0
Naphthalene, de... 14.548 33.3 ug/L 1673680 3 13.560 1255210 25.0
Oxalic acid, bi... 14.658 7.4 ug/L 369597 3 13.560 1255210 25.0
(DEL) Alkane: S... 14.737 9.7 ug/L 488698 3 13.560 1255210 25.0
(DEL) Alkane: S... 14.847 29.9 ug/L 1502730 3 13.560 1255210 25.0
(DEL) Alkane: S... 15.328 20.9 ug/L 1047140 3 13.560 1255210 25.0
unknown-05 15.395 27.2 ug/L 1365340 3 13.560 1255210 25.0
unknown-06 15.572 12.9 ug/L 645497 3 13.560 1255210 25.0
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