LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110121\
Data File : VY006552.D

Acqg On : 01 Nov 2021 15:20
Operator : SY/MD

Sample 1 M4429-01

Misc : 5.00G/5ML/MSVOA_Y/SOIL

ALS Vvial : 11 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\82Y102221S.M

Title : SW846 8260

Signal : TIC: VY@06552.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.125 48 50 52 rBvV3 517 364 1.30% 0.118%
2 2.217 62 65 67 rBvV3 530 737 2.62% 0.239%
3 2.363 87 89 91 rBV2 736 797 2.84% 0.259%
4 2.503 110 112 122 rVB5 495 1174 4.18% 0.381%
5 2.613 128 130 137 rBV4 662 1794 6.38% 0.582%
6 2.668 137 139 144 rVB3 1284 1322 4.70% 0.429%
7 3.430 261 264 269 rBV3 213 379 1.35% 0.123%
8 4.107 373 375 379 rW3 479 625 2.22% ©0.203%
9 4.350 407 415 417 rBv2 193 379 1.35% 0.123%
10 4.716 470 475 477 rBV3 435 760 2.70% 0.247%
11 5.228 556 559 562 rVB2 318 419 1.49% 0.136%
12 6.009 686 687 692 rBV2 234 369 1.31% 0.120%
13 7.722 961 968 969 rBv3 1067 1539 5.48% 0.500%
14 7.795 973 980 988 rVB 6557 13742 48.90% 4.462%
15 8.142 1031 1037 1046 rVB2 4527 9378 33.37% 3.045%
16 8.270 1053 1058 1059 rBV2 311 450 1.60% 0.146%
17 8.691 1121 1127 1136 rVB 9917 19172 68.22% 6.225%
18 8.831 1147 1150 1156 rVB3 238 454  1.62% 0.147%
19 9.746 1297 1300 1304 rVB4 302 452 1.61% 0.147%
20 10.069 1351 1353 1356 rVB2 395 401 1.43% 0.130%
21 10.185 1366 1372 1380 rVV 16517 28104 100.00%  9.125%
22 10.252 1380 1383 1385 rVB3 423 384 1.37% 0.125%
23 10.288 1385 1389 1391 rBV3 296 481 1.71% 0.156%
24 10.355 1398 1400 1403 rVVv3 299 427 1.52% 0.139%
25 10.947 1493 1497 1500 rVB5 341 470 1.67% 0.153%
26 11.166 1531 1533 1535 rBV3 363 429 1.53% 0.139%
27 11.227 1540 1543 1544 rVB 597 375 1.33% 0.122%
28 11.276 1544 1551 1552 rBV4 899 1240 4.41% 0.403%
29 11.343 1559 1562 1563 rBV3 411 440 1.57% 0.143%
30 11.367 1563 1566 1568 rBV3 519 579 2.06% ©0.188%
31 11.489 1579 1586 1596 rVB 15194 25514 90.78%  8.284%
32 11.593 1598 1603 1605 rVv3 284 510 1.81% 0.166%
33 11.624 1605 1608 1611 rvv3 493 743  2.64% 0.241%
34 11.672 1614 1616 1617 rvv2 451 433 1.54% 0.141%
35 11.715 1619 1623 1625 rVvv4 1480 1910 6.80% 0.620%
36 11.739 1625 1627 1630 rVB3 729 648 2.31% 0.210%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110121\
Data File : VY006552.D

Acqg On : 01 Nov 2021 15:20
Operator : SY/MD

Sample 1 M4429-01

Misc : 5.00G/5ML/MSVOA_Y/SOIL

ALS Vvial : 11 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\82Y102221S.M
Title : SW846 8260
37 11.904 1653 1654 1656 rvB2 594 352 1.25% ©0.114%
38 11.941 1656 1660 1661 rBvV2 356 504 1.79% 0.164%
39 11.995 1666 1669 1670 rBV 337 357 1.27% 0.116%
40 12.062 1677 1680 1682 rBV4 443 587 2.09% 0.191%
41 12.099 1684 1686 1687 rBV 474 397 1.41% 0.129%
42 12.172 1695 1698 1699 rVv3 479 634 2.26% 0.206%
43 12.197 1701 1702 1706 rVVv4 632 850 3.02% 0.276%
44 12.245 1706 1710 1712 rVV4 516 653 2.32% 0.212%
45 12.367 1728 1730 1735 rBv4 323 381 1.36% ©0.124%
46 12.483 1744 1749 1754 rBv2 10108 15369 54.69% 4.990%
47 12.648 1772 1776 1777 rBV3 909 1102 3.92% ©.358%
48 12.721 1786 1788 1793 rVB4 580 843 3.00% 0.274%
49 12.776 1793 1797 1798 rBvV3 879 964 3.43% 0.313%
50 12.806 1798 1802 1807 rVB6 3577 5968 21.24%  1.938%
51 12.855 1807 1810 1815 rVvB3 998 1579 5.62% ©.513%
52 12.916 1815 1820 1823 rBV5 997 2038 7.25% 0.662%
53 12.946 1823 1825 1829 rVWV5 390 646 2.30% 0.210%
54 13.038 1837 1840 1846 rVB7 1657 2763 9.83% 0.897%
55 13.117 1850 1853 1857 rVB5 1036 1579 5.62% ©.513%
56 13.184 1857 1864 1865 rBV5 1162 2004 7.13% 0.651%
57 13.215 1868 1869 1872 rBV3 695 875 3.11% 0.284%
58 13.294 1880 1882 1883 rBV2 642 554 1.97% 0.180%
59 13.306 1883 1884 1885 rBV 893 576 2.05% 0.187%
60 13.361 1890 1893 1896 rVVv4 1976 2553 9.08% 0.829%
61 13.428 1898 1904 1909 rVV2 12553 21706 77.23% 7.048%
62 13.501 1912 1916 1922 rVB6 2392 3283 11.68% 1.066%
63 13.562 1922 1926 1930 rBV7 1307 2074 7.38% 0.673%
64 13.605 1930 1933 1937 rBV5 772 1525 5.43% 0.495%
65 13.751 1951 1957 1963 rBvV2 12468 21394 76.12%  6.946%
66 13.843 1970 1972 1973 rBV2 828 585 2.08% 0.190%
67 13.910 1981 1983 1987 rVB5 1345 1754 6.24% ©.570%
68 13.971 1990 1993 1998 rVB6 1798 2426 8.63% 0.788%
69 14.013 1998 2000 2005 rVB5 2216 2950 10.50% 0.958%
70 14.074 2008 2010 2013 rBv4 1554 2057 7.32% 0.668%
71 14.147 2017 2022 2027 rBVS8 2188 4786 17.03% 1.554%
72 14.196 2027 2030 2032 rBV4 1157 1125 4.00% 0.365%
73 14.251 2034 2039 2046 rVV1e 4736 11290 40.17% 3.666%
74 14.312 2047 2049 2056 rVB6 1989 2827 10.06% ©.918%
75 14.379 2057 2060 2063 rBV4 2447 2712 9.65% 0.881%
76 14.422 2063 2067 2071 rBV5 3184 5104 18.16% 1.657%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110121\
Data File : VY006552.D

Acqg On : 01 Nov 2021 15:20
Operator : SY/MD

Sample 1 M4429-01

Misc : 5.00G/5ML/MSVOA_Y/SOIL

ALS Vvial : 11 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\82Y102221S.M
Title : SW846 8260
77 14.477 2073 2076 2080 rVB6 1871 2244  7.98% 0.729%
78 14.556 2087 2089 2091 rBV3 784 848 3.02% 0.275%
79 14.611 2094 2098 2102 rVV2 9176 11430 40.67% 3.711%
80 14.678 2105 2109 2114 rVV7 3494 7209 25.65% 2.341%
81 14.727 2114 2117 2123 rVB6 5199 8893 31.64% 2.887%
82 14.940 2150 2152 2157 rVB4 2124 2349 8.36% 0.763%
83 15.044 2165 2169 2174 rVB8 1420 2164 7.70% 0.703%
84 15.099 2176 2178 2180 rVV3 965 818 2.91% 0.266%
85 15.214 2191 2197 2202 rBVS8 2378 5034 17.91% 1.635%
86 15.263 2202 2205 2208 rBvV4 1079 1712 6.09% 0.556%
87 15.330 2214 2216 2220 rBVS5 894 1245  4.43%  0.404%
88 15.440 2230 2234 2241 rVB9 2330 3774 13.43% 1.225%
89 15.611 2259 2262 2267 rVB7 1982 2882 10.25% 0.936%
990 15.690 2274 2275 2278 rVB3 1032 790 2.81% 0.257%
91 15.879 2304 2306 2308 rBV2 618 472 1.68% ©0.153%
92 16.007 2325 2327 2329 rVB3 964 833 2.96% 0.270%
93 16.153 2348 2351 2357 rBV7 896 1726 6.14% 0.560%
94 16.354 2382 2384 2387 rBv4 735 966 3.44% 0.314%
95 16.379 2387 2388 2390 rvv2 922 570 2.03% 0.185%
96 16.397 2390 2391 2394 rVB3 851 563 2.00% 0.183%
97 16.574 2418 2420 2421 rBV2 554 373 1.33% 0.121%
98 16.678 2433 2437 2439 rBvV4 520 879 3.13% 0.285%
99 16.726 2443 2445 2446 rVV2 772 362 1.29% 0.118%
100 16.757 2448 2450 2454 rVB4 595 727 2.59% 0.236%
Sum of corrected areas: 307983
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110121\
Data File : VY@06552.D

Acqg On : 01 Nov 2021 15:20
Operator : SY/MD

Sample 1 M4429-01

Misc : 5.00G/5ML/MSVOA_Y/SOIL

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.M
Quant Title : SW846 8260

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

Abundance TIC: VY006552.D\data.ms
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Abundance TIC: VY006552.D\data.ms
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Abundance TIC: VY006552.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110121\
Data File : VY@06552.D

Acqg On : 01 Nov 2021 15:20
Operator : SY/MD

Sample 1 M4429-01

Misc : 5.00G/5ML/MSVOA_Y/SOIL

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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 1-Octanol, 2-butyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.751  49.28 ug/l 21394 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 86
2 Undecane 156 C11H24 001120-21-4 72
3 Decane, 1,1'-oxybis- 298 C20H420 002456-28-2 72
4 Octane 114 C8H18 000111-65-9 58
5 1-Octanol, 2-methyl- 144 CS9H200 000818-81-5 53
Abundance Scan 1957 (13.751 min): VY006552.D\data.ms (-1951) (-  m/z 43.05 100.00%
43.0
5000
85.1
— —
13.50 14.00
1381 206.9
T H ‘H“ h“ M‘ P ‘\ “H\ I “\ L B s m/Z 57.10 95.98%
m/z--> 50 100 150 200 250
Abundance #61054: 1-Octanol, 2-butyl-
43.0
5000 M : —
85.0 13.50 14.00
m/z 41.15 49.13%
1\2"9“\‘ “‘“\H\‘ \“H‘ \’1\26\0\ ‘1\690\\ L B
miz--> 50 100 150 200 250
Abundance #33079: Undecane
57.0
— —
13.50 14.00
5000 m/z 71.10 47 .05%
98.0 156.0
m/z--> 50 100 150 200 250 /J\ J\ ! ﬁ
Abundance #197437: Decane, 1,1'-oxybis- AL, ‘M4 LRGN 1} i
57.0 13.50 14.00
m/z 56.10 32.56%
5000
1120
15-0‘\‘ b 4 \“ ‘ 1710 2130 2850 296. MN\W\W
\

miz--> 50 150 200 250 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110121\
Data File : VY@06552.D

Acqg On : 01 Nov 2021 15:20
Operator : SY/MD

Sample 1 M4429-01

Misc : 5.00G/5ML/MSVOA_Y/SOIL

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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 unknownl4.148 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.148 11.02 ug/l 4786 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, but-3-yn-1-yl oct... 366 C23H4203 1000383-18-4 37
2 2,4-Hexadien-1-o0l 98 C6H100 000111-28-4 35
3 Preg-4-en-3-one, 17.alpha.-hydro... 313 C20H27NO2 1000294-64-4 27
4 2-Butyl-3-methylcyclopent-2-en-1... 152 C10H160 1000423-47-0 25
5 1,5-Decadiyne 134 C1oH14 053963-03-4 25
Abundance Scan 2022 (14.147 min): VY006552.D\data.ms (-2017) (- 41.00 100.00%
41.0
5000 W
132.9 191.3
‘ ‘ ‘ 14.00 14:50
— ““ A —— 55.10 88.89%

m/z--> 150 200 250 300
Abundance #275450. Carbomc acid, but-3-yn-1-yl octadecyl ester
570 1190

5000

14 00 14 50
43.10  73.89%
\‘h u

\h‘\ ‘i‘ B \“’ \“‘h\”‘h\ ”’115‘4\.0\ I ?2\4\0\ [ R
miz--> 50 100 150 200 250 300
Abundance #3575: 2,4-Hexadien-1-0
41.0

79.0 14 00 l4 50
=000 91.00  70.00%
| H“’ N ‘ - ‘ . ‘ . ‘ } MW
miz--> 50 100 150 200 250 300
Abundance #216063: Preg-4-en-3-one, 17.alpha.-hydroxy-17.beta.-cy
41.0 14.00 14.50

m/z 71.10 62.78%

79.0
5000
124.0
%590‘ 201.0 244.0 286.0 . RMMM

m/z--> 50 100 200 250 300 14. 00 14. 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110121\
Data File : VY@06552.D

Acqg On : 01 Nov 2021 15:20
Operator : SY/MD

Sample 1 M4429-01

Misc : 5.00G/5ML/MSVOA_Y/SOIL

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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 +trans-Decalin, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.251 26.01 ug/l 11290 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 68
2 Neopentylidenecyclohexane 152 C11H20 039546-80-0 58
3 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10H160 000464-48-2 52
4 cis-syn-6-tert-Butylperhydroazul... 208 C14H240 085283-13-2 50
5 Cyclohexanone, 5-methyl-2-(1-met... 152 C1@H160 000529-00-0 49

Abundance Scan 2039 (14.251 min): VY006552.D\data.ms (-2034) (-  m/z 81.05 100.00%

81.0
55.1
5000 152.0
110.2 — e
H ‘ 208.0 14.00 14.50
AL w/z s5.18 78.54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29490: trans-Decalin, 2-methyl-
81.0
55.0 152.0
5000 — e
14.00 14.50
29.0 109.0 ITI/Z 67.10 76.72%
\\\‘\H\\"“\\\ f‘\‘\”\“\\”‘\\‘h\\\“\\\‘\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29491: Neopentylidenecyclohexane
69.0
—r —
14.00 14.50
5000 41.0 109.0 1370 m/z 95.10  72.87%
sol bl b AL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29380: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S P ——
410 95.0 14.00 14.50
’ m/z 69.10  50.61%
5000 69.0
152.0
15-0 | “\h | ‘ 123'0 L ‘\
R R R —r —
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\VY110121\
Data File : VY@06552.D

Acqg On : 01 Nov 2021 15:20

Operator : SY/MD

Sample 1 M4429-01

Misc : 5.00G/5ML/MSVOA_Y/SOIL

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.M
: 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 unknownl4.422 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14422 1176 ug/l 5164  1,4-Dichlorobenzene-dd  13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cyclodecene, 1-methyl- 152 cie 066633-38-3 38
2 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 35

005948-04-9 30
002547-27-5 30
018645-10-8 25

3 Cyclohexanone, 2-methyl-5-(1-met... 152 C1@H160
4 trans-4a-Methyl-decahydronaphtha... 152 C11H20
5 Bicyclo[4.1.0]heptane, 7-butyl- 152 C11H20

Abundance Scan 2067 (14.422 min): VY006552.D\data.ms (-2063) (- m/z 57.15 100.00%

57.1 82.0 119.1 207.2
5000 152.3
e
H ‘ 14.50
\\\‘\\\\‘\\\‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ m/z 55.19 92.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29481: Cyclodecene, 1-methyl-
81.0
55.0
5000 T
1000 1520 14.50
290 m/z 207.20  92.15%
\\‘\h“\\“\\‘H\\\“‘\\\‘\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29508: Naphthalene, decahydro-2-methyl-
s50 90
P
5000 m/z 119.10 87.60%
‘123.0
m/z--> 20 40 60 80 100 120 140 160 180 200 \ ﬂA ﬁ AA“ n
Abundance #29385: Cyclohexanone, 2-methyl-5-(1-methylethenyl)-, t I ‘ﬂ‘ ‘ ‘A‘ L
67.0 95.0 14.50
21.0 m/z 66.95 85.12%
5000
152.0
123.
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110121\
Data File : VY@06552.D

Acqg On : 01 Nov 2021 15:20
Operator : SY/MD

Sample 1 M4429-01

Misc : 5.00G/5ML/MSVOA_Y/SOIL

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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 Oxalic acid, decyl 2-ethylh... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.611 26.33 ug/l 11430 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, decyl 2-ethylhexyl ... 342 C20H3804 1000309-39-3 64
2 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 59
3 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 59
4 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 53
5 Octane, 2,3,3-trimethyl- 156 C11H24 062016-30-2 53
Abundance Scan 2098 (14.611 min): VY006552.D\data.ms (-2094) (-  m/z 57.05 100.00%
57.0
w0 W
—— —
‘ ‘ ‘972 250.8 14.50 15.00
— “ Ll o “‘ 2909 UL~ m/z 43.10  83.88%
miz--> 100 150 200 250
Abundance #251110: Oxalic acid, decyl 2-ethylhexyl ester
57.0
5000 —r— —
14.50 15.00
112.0 m/z 71.10 61.04%
270 ‘ 185.0
\“\. [“\ “‘ ‘ ‘ l43q\ T \‘\ ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #59063: Undecane, 4,6-dimethyl-
hal'! | /‘W
14 50 15. 00
5000 ITI/Z 41.10 54.17%
27,0 113.0
S I B 1 R
miz--> 50 100 150 200 250
Abundance #194605: Heptadecane, 2,6,10,14-tetramethyl- —— —
57.0 14.50 15.00
m/z 55.05 23.75%
L1 d‘ 1301430 1830 253.0  296.(
R B e e A B e —— —
m/z--> 50 100 150 200 250 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110121\
Data File : VY@06552.D

Acqg On : 01 Nov 2021 15:20
Operator : SY/MD

Sample 1 M4429-01

Misc : 5.00G/5ML/MSVOA_Y/SOIL

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 unknownl4.678 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.678 16.61 ug/l 7209 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Cyclohexyl-1-pentene 152 C11H20 005729-54-4 27
2 8-Oxabicyclo[3.2.1]oct-6-en-3-on... 152 C9H1202 049747-05-9 25
3 3-Bromo-4-trichloromethyl-1,2-ox... 302 C3H2BrCl1303S ©22721-90-0 22
4 Cyclohexene, 1-pentyl- 152 C11H20 015232-85-6 22
5 2-Butenenitrile, 2-amino-3-methyl- 96 C5H8N2 1010196-28-0 22

Abundance Scan 2109 (14.678 min): VY006552.D\data.ms (-2105) (-  m/z 69.10 100.00%

69.1 119.0
280.¢
5000 207.1
152.2 T ‘ T T ‘ T
sl [ L
et M ) e m/z 41.10 95.56%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29485: 5-Cyclohexyl-1-pentene
55.0 196.0
5000 — —
14.50 15.00
m/z 119.00 92.44%
| ‘ | ‘ 152.0
\\%g1l9‘i“\HH"\‘\‘H‘}}\\‘\i‘\\“}H\‘\H\’\\H‘HH‘H\\‘\H\’\H\’\\H‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #30266: 8-Oxabicyclo[3.2.1]oct-6-en-3-one, 2,4-dimethyl-
o R
LWL g A
14.50 15.00
5000 m/z 81.10 91.11%
152.0
39.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #202500: 3-Bromo-4-trichloromethyl-1,2-oxathietane-2,2- — —
11y.0 14.50 15.00
m/z 55.05 90.67%
187.0
5000
48.0 83.
LTS
AR AT T Y Y I
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110121\
Data File : VY@06552.D

Acqg On : 01 Nov 2021 15:20
Operator : SY/MD

Sample 1 M4429-01

Misc : 5.00G/5ML/MSVOA_Y/SOIL

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 unknownl14.727 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.727 20.49 ug/l 8893 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 22
2 Isopentyl 8-methylnon-6-enoate 240 C15H2802 1215128-16-7 22
3 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 10
4 trans-2-Decen-1-0l, 2-methylprop... 226 C14H2602 1010447-32-4 10
5 Nonane, 4-methyl-5-propyl- 184 C13H28 062185-55-1 10

Abundance Scan 2117 (14.727 min): VY006552.D\data.ms (-2114) (- m/z 57.00 100.00%
57.0

> WWJ\A/W
088 207.0
BT i Y T A 0 T
_‘HN‘L‘L‘WH‘M‘ W‘Hw‘ﬂ‘_k‘_‘u_‘u‘uu‘u‘ﬂu m/z 69.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
5000
14 50 15 00
m/z 61.44%
29.0 ‘ 98.0
‘\u‘\\“\\\ ‘HH\\’U\H“‘HU\‘H]\-%‘J‘HO\\‘\\%8‘\4\\()\‘\\\\‘HH‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #123698: Isopentyl 8-methylnon-6-enoate
43.0 71.0
14 50 15 00
5000 m/z 55.68%
109.0 137.0
169.0197.0 240.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59086: Decane, 2,6,7-trimethyl-
57.0 1450 1500
m/z . 52.43%
) Jm«
85.0 112.0
i 410 WN MW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1450 1500
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110121\
Data File : VY@06552.D

Acqg On : 01 Nov 2021 15:20
Operator : SY/MD

Sample 1 M4429-01

Misc : 5.00G/5ML/MSVOA_Y/SOIL

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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 wunknownl5.214 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.214 11.60 ug/1l 5034 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Heptanone, 3-methyl- 128 C8H160 015726-15-5 22
2 Oxalic acid, cyclobutyl nonyl ester 270 C15H2604 1000309-70-0 14
3 Octane, 2-methyl- 128 C9H20 003221-61-2 14
4 1-Hexanol, 5-methyl-2-(1-methyle... 158 C10H220 002051-33-4 14
5 Decyl octyl ether 270 C18H380 1000406-38-3 12

Abundance Scan 2197 (15.214 min): VY006552.D\data.ms (-2191) (-  m/z 41.10 100.00%
41.1
71.0

9.0 207.0

3

5000 1231

LIl
‘\\\\ TTT ‘\\‘\\“H\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ m/z 57.15 98.85%

147.3

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14395: 4-Heptanone, 3-methyl-
71.0
43.0
5000 — LIy
15.00 15.50
128.0 m/z 55.10 89.31%
| b | Joe ]
| \H

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

£

Abundance #160674: Oxalic acid, cyclobutyl nonyl ester
55.0
—r —
15.00 15.50
5000 m/z 71.05 77.86%
29.0
85.0
1T Y 126.0 171.0
e A e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 r\w (\m (\ﬂ%
Abundance #14531: Octane, 2-methyl- B e B L
43.0 15.00 15.50

m/z 43.10 63.74%

5000
71.0
L e

T ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110121\
Data File : VY@06552.D

Acqg On : 01 Nov 2021 15:20
Operator : SY/MD

Sample 1 M4429-01

Misc : 5.00G/5ML/MSVOA_Y/SOIL

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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 unknownl5.440 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.440 8.69 ug/1l 3774 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Pyran-4-one, 3,5-diacetyl-2,6... 208 C11H1204 019396-77-1 14
2 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 10
3 Carbonic acid, nonyl vinyl ester 214 C12H2203 1000383-25-6 10
4 1,3-Dimethylbutyl isobutyrate 172 C10H2002 1000429-31-6 9
5 Octane 114 C8H18 000111-65-9 9

Abundance Scan 2234 (15.440 min): VY006552.D\data.ms (-2230) (- m/z 43.10 100.00%

43.1
5000 95.9 MMWM
125.1 176 2090 260.¢ et

15.50
,,,, m/z 71.20  65.12%

m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance  #84503: 4H-Pyran-4-one, 3,5-diacetyl-2,6-dimethyl-
43.0
85.0
5000 e A
208.0 15.50
151.0 m/z 41.10  63.46%
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #8648: Hexane, 3,3-dimethyl-
43.0
P
15.50
5000 ITI/Z 57.10 47 .84%
85.0
H Ll a140
w‘H‘_H‘_‘H_‘H‘HH‘H‘WH‘W‘HW‘H‘VH‘_‘HV‘H‘H‘WH
m/z--> 20 40 60 80 100120140160180200220240260 Mm Im
Abundance #91843: Carbonic acid, nonyl vinyl ester - M !
43.0 15.50

m/z 69.10 45.18%

5000
85.0
12
6.0 1710 o

m/z--> 0 20 40 60 80 100120140160180200220240260 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110121\
Data File : VY006552.D

Acqg On : 01 Nov 2021 15:20
Operator : SY/MD

Sample : M4429-01

Misc : 5.00G/5ML/MSVOA_Y/SOIL

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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|

1-Octanol, 2-bu... 13.751 49. ug/1 21394 13.422 21706 50.

3 4 0
unknown14.148 14.148 11.0 ug/l 4786 4 13.422 21706 50.0
trans-Decalin, ... 14.251 26.0 ug/l 11290 4 13.422 21706 50.0
unknownl14.422 14.422 11.8 ug/1 5104 4 13.422 21706 50.0
Oxalic acid, de... 14.611 26.3 ug/l 11430 4 13.422 21706 50.0
unknownl14.678 14.678 16.6 ug/l 7209 4 13.422 21706 50.0
unknown14.727 14.727 20.5 ug/l 8893 4 13.422 21706 50.0
unknown15.214 15.214 11.6 ug/1 5034 4 13.422 21706 50.0
unknown15.440 15.440 8.7 wug/l 3774 4 13.422 21706 50.0
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