LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081221\
Data File : VY005614.D

Acqg On : 12 Aug 2021 12:00

Operator : SY/MD

Sample : M3345-02

Misc : 5.29G/5ML/MSVOA_Y/SOIL DRUM-3-18B

ALS vial : 7 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\82Y080221S.M

Title : SW846 8260

Signal : TIC: VY@05614.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.954 343 350 362 rBv2 3038 8807 1.02% 0.083%
2 4.204 381 391 399 rBv2 7480 20733 2.39% 0.195%
3 4.722 464 476 494 rBV2 17967 61311 7.08% 0.577%
4 7.722 960 968 974 rBV 96974 231748 26.76%  2.182%
5 7.795 974 980 990 rVV 179783 419120 48.39%  3.947%
6 8.149 1029 1038 1049 rBV 95650 213202 24.62%  2.008%
7 8.423 1076 1083 1089 rBV5 4370 9936 1.15% ©.094%
8 8.551 1096 1104 1109 rBV5 4563 11477 1.33% 0.108%
9 8.697 1120 1128 1137 rBV 277768 550479 63.56% 5.184%
10 9.161 1193 1204 1205 rBV6 12078 24049 2.78% 0.226%
11  9.185 1205 1208 1214 rVV4 16036 31403 3.63% 0.296%
12 9.465 1243 1254 1262 rBV2 15648 39011 4.50% 0.367%
13 9.606 1272 1277 1285 rBvV3 14386 29059 3.36% 0.274%
14  9.819 1306 1312 1317 rBV2 10684 22535 2.60% 0.212%
15 9.953 1327 1334 1338 rBV5 9373 25036 2.89% 0.236%
16 10.185 1365 1372 1385 rBV 489777 866114 100.00%  8.156%
17 10.368 1394 1402 1409 rVB4 22805 56169 6.49% 0.529%
18 10.483 1417 1421 1423 rBV4 8440 13489 1.56% 0.127%
19 10.520 1423 1427 1434 rVB 30894 55260 6.38% 0.520%
20 10.624 1439 1444 1449 rVB6 8509 15045 1.74% 0.142%
21 10.715 1456 1459 1463 rVB5 7301 8769 1.01% 0.083%
22 10.800 1470 1473 1479 rVB 11083 18227 2.10% 0.172%
23 10.904 1486 1490 1497 rVB2 8333 18477 2.13% 0.174%
24 10.971 1497 1501 1504 rBV3 10777 17676 2.04% 0.166%
25 11.038 1509 1512 1516 rVV 22906 35266 4.07% 0.332%
26 11.093 1516 1521 1527 rW 60987 109058 12.59% 1.027%
27 11.148 1527 1530 1533 rVVv3 8788 13014 1.50% 0.123%
28 11.197 1533 1538 1544 rVW4 16621 34871 4.03% 0.328%
29 11.294 1544 1554 1563 rVB3 34382 90037 10.40% 0.848%
30 11.380 1564 1568 1573 rBV 15658 22882 2.64% 0.215%
31 11.489 1580 1586 1597 rBV 409448 681433 78.68% 6.417%
32 11.630 1605 1609 1612 rBvV3 11929 17796 2.05% 0.168%
33 11.684 1612 1618 1619 rBV3 17980 31117 3.59% 0.293%
34 11.715 1619 1623 1625 rBV2 18821 26258 3.03% 0.247%
35 11.782 1631 1634 1639 rVB2 23594 35679 4.12% 0.336%
36 11.843 1639 1644 1649 rBV5 9921 21747 2.51% 0.205%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081221\
Data File : VY005614.D

Acqg On : 12 Aug 2021 12:00

Operator : SY/MD

Sample : M3345-02

Misc : 5.29G/5ML/MSVOA_Y/SOIL DRUM-3-18B

ALS vial : 7 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\82Y080221S.M
Title : SW846 8260
37 12.001 1664 1670 1679 rBV4 46703 124062 14.32% 1.168%
38 12.093 1682 1685 1687 rBV3 10346 14870 1.72% 0.140%
39 12.123 1687 1690 1694 rVv2 19881 30879 3.57% 0.291%
40 12.203 1699 1703 1706 rVV 49923 89915 10.38% 0.847%
41 12.239 1706 1709 1714 rVB3 35940 65832 7.60% 0.620%
42 12.337 1719 1725 1730 rBV 88786 154723 17.86% 1.457%
43 12.483 1743 1749 1755 rVB2 371477 608533 70.26% 5.730%
44 12.642 1771 1775 1783 rVB5 52836 108811 12.56% 1.025%
45 12.733 1783 1790 1795 rBV6 24630 60073 6.94% 0.566%
46 12.806 1796 1802 1808 rVV3 81688 150907 17.42% 1.421%
47 12.953 1822 1826 1829 rBv4 19802 29466 3.40% 0.277%
48 13.038 1837 1840 1843 rBV2 28996 43837 5.06% ©0.413%
49 13.068 1843 1845 1850 rVB2 32295 39215 4.53% 0.369%
50 13.123 1850 1854 1857 rBV3 13727 22444 2.59% 0.211%
51 13.172 1858 1862 1868 rBv4 17587 30097 3.47% 0.283%
52 13.221 1868 1870 1872 rBv2 7385 8749 1.01% 0.082%
53 13.251 1873 1875 1877 rBV3 9324 10582 1.22% 0.100%
54 13.288 1877 1881 1884 rBV 33650 50141 5.79% 0.472%
55 13.367 1890 1894 1897 rBV2 28193 42923 4.96% 0.404%
56 13.428 1898 1904 1909 rVV 420465 657546 75.92% 6.192%
57 13.489 1909 1914 1921 rVB3 47025 112721 13.01% 1.061%
58 13.568 1923 1927 1930 rBV6 12491 20380 2.35% 0.192%
59 13.641 1937 1939 1951 rVB6 24239 54297 6.27% 0.511%
60 13.751 1951 1957 1961 rBV2 109521 174248 20.12% 1.641%
61 13.971 1989 1993 1997 rVB5 25351 41365 4.78% ©.390%
62 14.074 2006 2010 2015 rBV6 22183 36811 4.25% 0.347%
63 14.141 2016 2021 2027 rBV5 27530 53713 6.20% 0.506%
64 14.196 2027 2030 2033 rBv4 20142 31097 3.59% 0.293%
65 14.257 2034 2040 2046 rVV7 117676 254860 29.43%  2.400%
66 14.312 2047 2049 2056 rVB5 34142 54300 6.27% 0.511%
67 14.385 2056 2061 2063 rBv4 38536 62537 7.22% ©.589%
68 14.422 2063 2067 2072 rVV3 105372 160027 18.48% 1.507%
69 14.477 2072 2076 2081 rVB6 40440 69095 7.98% 0.651%
70 14.617 2094 2099 2105 rBV2 150302 239253 27.62% 2.253%
71 14.684 2105 2110 2114 rBV3 108912 197123 22.76% 1.856%
72 14.733 2114 2118 2124 rVB3 229138 379436 43.81% 3.573%
73 14.806 2125 2130 2133 rBV6 52268 103060 11.90% ©.970%
74 14.849 2133 2137 2140 rBV3 84393 135868 15.69% 1.279%
75 14.940 2149 2152 2156 rVB5 71346 114082 13.17% 1.074%
76 15.044 2165 2169 2173 rBV6 46549 94541 10.92% 0.890%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081221\
Data File : VY005614.D

Acqg On : 12 Aug 2021 12:00
Operator : SY/MD

Sample : M3345-02

Misc : 5.29G/5ML/MSVOA_Y/SOIL

ALS vial : 7 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\82Y080221S.M

Title : SW846 8260

77 15.141 2181 2185 2191 rVB4 157251 306981 35.44% 2.891%
78 15.214 2192 2197 2202 rBV2 257613 434483 50.16% 4.091%
79 15.275 2202 2207 2213 rVB6 61073 158109 18.25% 1.489%
80 15.434 2230 2233 2241 rVB2 137120 227794 26.30% 2.145%
81 15.605 2258 2261 2267 rVB5 94416 158972 18.35% 1.497%
82 16.031 2327 2331 2335 rVV4 59079 98113 11.33% 0.924%
83 16.080 2336 2339 2346 rVB3 77110 143886 16.61%  1.355%
84 16.159 2347 2352 2359 rBV 174488 316012 36.49% 2.976%
85 16.476 2399 2404 2409 rBV5 67635 156609 18.08% 1.475%

Sum of corrected areas: 10619668
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: 7

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VYe81221\

: VY005614.D

: 12 Aug 2021 12:00

: SY/MD

1 M3345-02

: 5.29G/5ML/MSVOA_Y/SOIL
Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y080221S.M
: SW846 8260

: C:\Database\NIST20.L
LSCINT.P

Abundance TIC: VY005614.D\data.ms
400000
300000
200000
100000
. 3.954 4.204 4.122
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
Time--> 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60
Abundance TIC: VY005614.D\data.ms
10.185
11.489
400000
300000 8.697
200000 7.795
100000 7.7 8.149
. B 4233551 P15 9.46%.606 9.819953
— — —— ; ; — —— — —— —
Time--> 7.00 7.50 8.00 8. 50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VY005614.D\data.ms
13.428
12.483
400000 15.214
14.133 16.159
300000 / '
15141 15434
1411 14.849 15.605
200000 044 16.476
14. 25_21 422 4 ﬁ
13.751 |' .w
12.337 12.806
100000 12.qqif§ 12.642 |1 716k o318 ‘ 489 1| 13. Zﬂdﬂaﬂ
WL e R
843/ \4 \ AVAVAYS
0 T ‘ T T ‘ T T T T ‘ T T ‘ T T ‘ T T ‘ T T ’ T T ‘ T T ‘ T T ‘ T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081221\
Data File : VY@05614.D

Acqg On : 12 Aug 2021 12:00
Operator : SY/MD

Sample : M3345-02

Misc : 5.29G/5ML/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y080221S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 1 9-Borabicyclo[3.3.1]nonane,... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.751  13.25 ug/1 174248 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Borabicyclo[3.3.1]nonane, 9-hy... 138 C8H15BO 063366-65-4 50
2 E-7-Tetradecenol 212 C14H280 037011-95-3 38
3 6-Nonen-1-0l, acetate, (Z)- 184 C11H2002 076238-22-7 35
4 2-Propanone, 1l-cyclohexylidene- 138 C9H140 000874-68-0 30
5 Undecane 156 C11H24 001120-21-4 25

Abundance Scan 1957 (13.751 min): VY005614.D\data.ms (-1951) (-  m/z 57.10 100.00%

57.1
5000 96.1 138.2
P e
170.3 13.50 14.00
0’ 2708 2319 2804 . 4319 g5.10%
miz--> 50 100 150 200 250
Abundance #20115: 9- Borabicyc|0[3.3.1]nonane, 9-hydroxy-
53.0 38.0
5000 97.0 T T
13.50 14.00
m/z 41.10  72.09%
O T T ‘\ ‘1 ih‘ HH “ \ T ‘\ ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #90097: E-7-Tetradeceno
41.0
P e
13.50 14.00
5000 m/z 55.10 63.97%
230
0 “ A o8 1940 T WM
m/z--> 50 100 150 200 250
Abundance #58565: 6-Nonen-1-ol, acetate, (Z)- —— —
43.0 13.50 14.00
95.0 m/z 67.00 49.96%
5000
124.0
ol LA - ‘ 160 e 0 o
m/z--> 50 100 150 200 250 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081221\
Data File : VY@05614.D

Acqg On : 12 Aug 2021 12:00
Operator : SY/MD

Sample : M3345-02

Misc : 5.29G/5ML/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y080221S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 trans-Decalin, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.257 19.38 ug/l 254860 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 97
2 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 97
3 Decalin, syn-1-methyl-, cis- 152 C11H20 1000158-89-1 89
4 Cyclohexanone, 5-methyl-2-(1-met... 152 C10H160 015932-80-6 70
5 Decalin, anti-1-methyl-, cis- 152 C11H20 1000158-89-0 68

Abundance Scan 2040 (14.257 min): VY005614.D\data.ms (-2034) (- m/z 81.10 100.00%

81.1 152.1
41.1
5000
09.1 T —
‘ H‘ ‘ 208.1 14.00 14.50
obrrrrabd il T 2808 m/z 152.05  93.20%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29490: trans-Decalin, 2-methyl-
81.0
41.0 152.0
5000 = —=
14.00 14.50
Fogo m/z 67.10 86.49%
O \\““‘\‘\H\‘HHH“}\H‘H‘\‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29507: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
— —
14.00 14.50
5000 ITI/Z 95.10 77 .97%
109.0
ol O
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29499: Decalin, syn-1-methyl-, cis- T —
41.0 ,81.0 14.00 14.50
m/z 55.10  73.90%
152.0
5000
109.0
oh e
m/z--> 20 40 60 80 100120140160 180200220240260 280 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081221\
Data File : VY@05614.D

Acqg On : 12 Aug 2021 12:00
Operator : SY/MD

Sample : M3345-02

Misc : 5.29G/5ML/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y080221S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 Naphthalene, decahydro-2-me... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.422 12.17 ug/1 160027 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 96
2 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 96
3 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 81
4 Decalin, syn-1-methyl-, cis- 152 C11H20 1000158-89-1 64
5 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C1@H160 000464-48-2 60

Abundance Scan 2067 (14 422 min): VY005614.D\data.ms (-2063) (-  m/z 152.20 100.00%
67. 15p.2

£

41.1
5000
14.50
259.¢
0lper “”1“‘ ‘ 182.2207.9 m/z 67.05 91.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #29506: Naphthalene, decahydro-2-methyl-
41.0 7.0
95.0 152.0
5000 L
14.50
m/z 95.10 77.90%
‘123 0
O ’\\\\“\\ ’\\‘\\‘”\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #29497: 1-Methyldecahydronaphthalene
41.0 67.0
950 152.0 L
14.50
5000 ITI/Z 82.10 73.74%
) o
ol b b Mo KN L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #29490: trans-Decalin, 2-methyl- —
81.0 14.50
m/z 81.10 73.56%
55.0 152.0
5000
29.0 109.0
0° 1mwwﬂuﬂ‘H‘HH‘H‘WH‘W‘HW‘H‘_H‘_‘ —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.50

82Y080221S.M Fri Aug 13 18:12:25 2021 Page: 7



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081221\
Data File : VY@05614.D

Acqg On : 12 Aug 2021 12:00
Operator : SY/MD

Sample : M3345-02

Misc : 5.29G/5ML/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y080221S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 unknownl4.617 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.617 18.19 ug/l 239253 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 46
2 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 46
3 Tetracontane, 3,5,24-trimethyl- 605 C43H88 055162-61-3 38
4 Octadecane, 1-bromo- 332 C18H37Br 000112-89-0 38
5 Sulfurous acid, hexyl octyl ester 278 C14H3003S 1000309-13-0 30

Abundance Scan 2099 (14.617 min): VY005614.D\data.ms (-2094) (-  m/z 57.10 100.00%

57.1
5000
L —
“l 152.0 14.50 15.00
o“Hh_twﬁHMwW$u‘u‘w??%}u‘w“u“u‘_“w‘u‘w m/z 43.10  84.45%
m/z—-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #45481: Dodecane
57.0
5000 . .
14.50 15.00
m/z 71.10 58.39%
d‘ | 170.0
O‘\\\‘f‘\\\”\ﬂ‘\‘\l\\“\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #178958: Carbonic acid, prop-1-en-2-yl tridecyl ester

3

57.0
—— —
14.50 15.00
5000 ITI/Z 41.10 55.60%
o llliazo o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #346742: Tetracontane, 3,5,24-trimethyl- — —
57.0 14.50 15.00
m/z 55.10 38.33%
- /wjxﬁnAAfJ\AAquqffM
o Ltz o
e e e e P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@81221\
Data File : VY@05614.D

Acqg On : 12 Aug 2021 12:00

Operator : SY/MD

Sample : M3345-02

Misc : 5.29G/5ML/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y080221S.M
: SW846 8260

TIC Library : C:\Database\NIST20.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 Cyclohexane, 1-methyl-2-pen... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.684 14.99 ug/l 197123 1,4-Dichlorobenzene-d4  13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-methyl-2-pentyl- 168 CloHa 054411-01-7 52

054411-02-8 52
1010309-68-1 50
1000309-68-0 50
004926-78-7 47

2 Cyclohexane, 1-methyl-3-pentyl- 168 C12H24

3 Oxalic acid, cyclohexylmethyl pr... 228 C12H2004
4 Oxalic acid, cyclohexylmethyl et... 214 C11H1804
5 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18

Abundance Scan 2110 (14.684 min): VY005614.D\data.ms (-2105) (- m/z 97.10 100.00%
7.1

55.1

2

5000
e e
‘ | ‘ ‘ 1p31 1682 14.50 15.00
bl B0 4 L2070 260C o en 1 g1.65%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #43585: Cyclohexane, 1-methyl-2-pentyl-
55.0  97.0
5000 — —
290 14.50 15.00
m/z 41.10 43.20%
‘ ‘ 168.0
ol o 0 |
\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

£

Abundance #43586: Cyclohexane, 1-methyl-3-pentyl-
97.0
55.0
—r —
14.50 15.00
5000 m/z 69.10 38.49%
29.0
H 168.0
I N X N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance  #108783: Oxalic acid, cyclohexylmethyl propyl ester T —
55.0 97.0 14.50 15.00
m/z 81.05 36.38%

5000

27.0 H ‘ ‘
T O

| 141.0

=

O et
miz--> 20 40 60 80 1

82Y080221S.M Fri Aug 13

00 120 140 160 180 200 220 240 260
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— —
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081221\
Data File : VY@05614.D

Acqg On : 12 Aug 2021 12:00
Operator : SY/MD

Sample : M3345-02

Misc : 5.29G/5ML/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y080221S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 Undecane, 2,6-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

14.733  28.85 ug/l 379436 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 64
2 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 35
3 Dodecyl octyl ether 298 C20H420 1000406-38-4 30
4 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 22
5 Dodecane, 6-methyl- 184 C13H28 006044-71-9 20

Abundance Scan 2118 (14.733 min): VY005614.D\data.ms (-2114) (- m/z 57.10 100.00%
57.1

5000

c

14.50 15.00

0 2472 2810 /7 41.10  44.98%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
5000 — —
14.50 15.00
98.0 m/z 71.10 42.86%
O\z’ﬁ‘\c\)“‘\\\“‘\\H\\“U\\\“‘\\U\‘\%%%\9\‘\\\178‘\4.\9‘\\\\’\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59061: Undecane, 3,6-dimethyl-
57.0
Fo .
14.50 15.00
5000 ITI/Z 43.10 39.15%
85.0
027&0 113.0° 155.0184 0
\’\\H“‘H\\‘\\\\‘\H\‘HH‘HH‘HH‘HH‘\\\\‘HH’HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #197435: Dodecyl octyl ether —— —
57.0 14.50 15.00
m/z 55.10 36.35%
5000
11 .0
27’.0‘ ‘ m 168.0
o‘,ﬂmw“‘M""m‘wwwww"‘ww,wwww‘ —r— —r—
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\VY081221\
Data File : VY@05614.D

Acqg On : 12 Aug 2021 12:00
Operator : SY/MD

Sample : M3345-02

Misc : 5.29G/5ML/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y080221S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 Cyclohexane, nonadecyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.141  23.34 ug/1 306981 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, nonadecyl- 350 C25H50 022349-03-7 59
2 Cyclohexane, eicosyl- 364 C26H52 004443-55-4 59
3 Succinic acid, tridec-2-yn-1-yl ... 378 C23H3804 1000391-12-6 59
4 Cyclohexane, hexyl- 168 C12H24 004292-75-5 59
5 Succinic acid, 3-methylbut-2-yl ... 270 C15H2604 1000391-11-1 59
Abundance Scan 2185 (15.141 min): VY005614.D\data.ms (-2181) (- m/z 83.10 100.00%
83.1
o000 NVMJLW
43.
168.2 I L
L aemg T ez
R N L m/z 82.10 84.47%
mlz--> 50 100 150 200 250 300 350
Abundance #259994: Cyclohexane, nonadecyl-
83.0
5000 — ——
15.00 15.50
43. m/z 55.10 54.73%
0 i H d“ M\‘ | ‘\“ ]\'2\50 167.0 266.0 359'0
\\\\‘\Y\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #273801: Cyclohexane, eicosyl-
83.0
—— —
15.00 15.50
5000 m/z 43.10 30.02%
43.
oL ‘\‘ |4 11250 1950 238.0280.0 364.(
L e A e e e
miz--> 50 100 150 200 250 300 350
Abundance #286309: Succinic acid, tridec-2-yn-1-yl trans-hex-3-en-1- —— ——
83.0 15.00 15.50
m/z 57.10 25.47%
5000
41.
ol rdihd u“uH%?;? 70 2490 2070 EAS st
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081221\
Data File : VY@05614.D

Acqg On : 12 Aug 2021 12:00
Operator : SY/MD

Sample : M3345-02

Misc : 5.29G/5ML/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y080221S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 Tridecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.434 17.32 ug/1 227794  1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 72
3 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 72
4 Carbonic acid, undecyl vinyl ester 242 C14H2603 1000382-54-9 72
5 Nonane 128 C9H20 000111-84-2 64

Abundance Scan 2233 (15.434 min): VY005614.D\data.ms (-2230) (- m/z 57.10 100.00%
57.1

> M]\M
}; 1251 15.50
5.1 :
ol ‘h!‘ gl “ 15421832 2321  2LE L 4316 85.32%
miz--> 50 100 150 200 250
Abundance #59028: Tridecane
57.0
5000 tr
15.50
m/z 71.10 55.94%
27‘-0 ‘ ‘ ‘ ' 141.0 184.0
O T T ‘\ ‘\‘ ‘H‘\ ‘\‘ \“‘\ ‘H‘ \H T “\ \‘ .‘ T T \‘ T ‘ T T T T ‘ T T T T
miz-> 50 100 150 200 250
Abundance #178958: Carbonic acid, prop-1-en-2-yl tridecyl ester
57.0
P
15.50
5000 m/Z 41.10 51.20%
97.0
ol 710 ) u‘!‘ “h“ .. 1840 2270 M/\]WM
miz-> 50 100 150 200 250
Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecyl ester P
57.0 15.50
m/z 85.10 36.06%
B M/W\WW
97.0
oL 2L h | 1270 16801970 2410
el e e —r
m/z--> 50 100 150 200 250 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081221\
Data File : VY@05614.D

Acqg On : 12 Aug 2021 12:00
Operator : SY/MD

Sample : M3345-02

Misc : 5.29G/5ML/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y080221S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 unknownl5.605 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

15.605 12.09 ug/l 158972 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexen-2-one, 3-cyclohexyl-4-et... 208 C14H240 1000150-19-1 35
2 2-Hexanone, 3-cyclohexylidene-4-... 208 C14H240 1000150-19-2 22
3 10-t-Butyl-10-hydroxytricyclo[4.... 222 C14H2202 1000186-85-4 14
4 [1,2,4]Triazolo[1,5-a]pyrimidin-... 165 CEH7N50 1000311-27-7 14
5 Naphthalene, 2-ethyldecahydro- 166 C12H22 001618-23-1 11

Abundance Scan 2261 (15.605 min): VY005614.D\data.ms (-2258) (-  m/z 57.10 100.00%
57.1

165.1
5000 95.1

— —
‘ “ ‘ 3 a1 280 15.50 16.00
wuuwuﬂmmﬂﬂﬂuuﬁwﬂ‘wdw bbb 2202 T wiz 4110 61.41%

miz--> 20 40 60 80 100120140160 180200 220240260280

Abundance #85248: 3-Hexen-2-one, 3-cyclohexyl-4-ethyl-
53.0

o

95.0 165.0

15.50 16.00
m/z 165.10 55.73%
24\\0‘\ ‘\‘\H “ Hu\ H\ | |
e e T e e e e

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #85251: 2-Hexanone, 3-cyclohexylidene-4-ethyl-
55.0

5000 —— —
| p36 0 ‘ 208.0

o

95.0 165.0

—— ——
15.50 16.00
5000 m/z 81.10  54.45%

“ h‘\H HH\ H\M I 1" 5.0 ‘ “ 208.0

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #101751: 10-t-Butyl-10- hydroxytrlcyclo[4 2.1.1(2,5)]decar —— ——
41.0 165. 15.50 16.00

m/z 55.10 51.11%

o

109.0
5000

79,0

222 0
HH HHH nh‘\ H‘ | |

m/z--> 20 40 60 80 100 120 140 160180200220240260280 15.50 16.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081221\
Data File : VY@05614.D

Acqg On : 12 Aug 2021 12:00
Operator : SY/MD

Sample : M3345-02

Misc : 5.29G/5ML/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y080221S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 Dodecane, 2,6,10-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.159 24.03 ug/l 316012 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 90
2 Octane, 2-methyl- 128 C9H20 003221-61-2 81
3 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 72
4 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 68
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 64
Abundance Scan 2352 (16.159 min): VY005614.D\data.ms (-2347) (- m/z 57.10 100.00%
57.1
5000
—— —
127.2 16.00 16.50
183.3
o,u‘ﬂquw‘WuJMwﬁwﬂu%ﬁﬁau‘uuﬁ?aﬁu‘wuw‘?ﬁ%f m/z 71.10  88.87%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90207: Dodecane, 2,6,10-trimethyl-
57.0
5000 I b
85.0 16.00 16.50
m/z 43.10 57.53%
28.0 27.0
O ’ﬁ\‘\“\\“‘ “1\“1‘\\}M‘\\”\‘\“H\‘\\H‘H]\-ﬁ?’\e‘\\\\‘\\H’HH’HH’\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #14531: Octane, 2-methyl-
43.0
—— —
16.00 16.50
5000 m/z 41.10 38.38%
85.0
0 ‘\‘ ‘\ ! 1280
e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59108: Nonane, 3-methyl-5-propyl- T —
57.0 16.00 16.50
m/z 85.10 36.54%
otk b AT aSS 01800 LV
m/z--> 20 40 60 80 100120140160180200220240260280 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081221\
Data File : VY005614.D

Acqg On : 12 Aug 2021 12:00
Operator : SY/MD

Sample : M3345-02

Misc : 5.29G/5ML/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y080221S.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|
9-Borabicyclo[3... 13.751 13.3 wug/l 174248 4 13.428 657546 50.0
trans-Decalin, ... 14.257 19.4 wug/l 254860 4 13.428 657546 50.0
Naphthalene, de... 14.422 12.2 ug/l 160027 4 13.428 657546 50.0
unknown14.617 14.617 18.2 wug/l 239253 4 13.428 657546 50.0
Cyclohexane, 1-... 14.684 15.0 wug/l 197123 4 13.428 657546 50.0
Undecane, 2,6-d... 14.733 28.9 ug/l 379436 4 13.428 657546 50.0
Cyclohexane, no... 15.141 23.3 wug/l 306981 4 13.428 657546 50.0
Tridecane 15.434 17.3 wug/l 227794 4 13.428 657546 50.0
unknown15.605 15.605 12.1 ug/l 158972 4 13.428 657546 50.0
Dodecane, 2,6,1... 16.159 24.0 ug/l 316012 4 13.428 657546 50.0
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