LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062922\
Data File : VY009380.D

Acqg On : 29 Jun 2022 18:05
Operator : KP/MD

Sample : N3512-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 16 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062822S.M

Title : SW846 8260

Signal : TIC: VY@09380.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.704 463 473 489 rVB3 9259 29548 2.52% 0.144%
2 6.978 835 846 857 rBvV 26421 79649 6.80% 0.389%
3 7.710 954 966 972 rBv2 79873 189909 16.20% 0.928%
4 7.783 972 978 997 rVB 172722 396060 33.80% 1.935%
5 8.136 1022 1036 1048 rBV3 89057 229003 19.54% 1.119%
6 8.685 1117 1126 1136 rBV 287924 552857 47.17% 2.701%
7 10.173 1363 1370 1381 rBV 334006 571792 48.79%  2.794%
8 10.581 1428 1437 1443 rBV2 18484 35586 3.04% 0.174%
9 10.941 1490 1496 1503 rBV 35000 58755 5.01% 0.287%
10 11.313 1553 1557 1563 rVB3 9909 17209 1.47% 0.084%
11 11.483 1577 1585 1595 rBV 421053 692401 59.08%  3.383%
12 11.709 1618 1622 1625 rBV2 11266 17223 1.47% 0.084%
13 11.776 1630 1633 1638 rVB3 8387 13141 1.12% 0.064%
14 12.001 1662 1670 1677 rBV6 23278 63188 5.39% 0.309%
15 12.117 1685 1689 1693 rVB 32735 43485 3.71% 0.212%
16 12.197 1697 1702 1705 rBV3 23359 41049 3.50% 0.201%
17 12.239 1705 1709 1714 rVB4 32397 63891 5.45% 0.312%
18 12.373 1724 1731 1734 rBVS5 24621 59658 5.09% 0.292%
19 12.410 1734 1737 1739 rVV 44217 55377 4.73% 0.271%
20 12.434 1739 1741 1744 rW 34525 36245 3.09% 0.177%
21 12.477 1744 1748 1753 rVV2 260420 400816 34.20% 1.959%
22 12.520 1753 1755 1759 rVB2 63026 72255 6.17% 0.353%
23 12.568 1759 1763 1767 rBV5 21405 33778 2.88% 0.165%
24 12.642 1771 1775 1781 rVB4 56180 101722 8.68% 0.497%
25 12.721 1781 1788 1792 rBV6 44947 109770 9.37% 0.536%
26 12.800 1792 1801 1807 rBV3 397833 759170 64.78% 3.710%
27 12.855 1807 1810 1815 rVB 98360 147473 12.58% 0.721%
28 12.916 1815 1820 1821 rBvV4 23452 34226  2.92% 0.167%
29 12.946 1821 1825 1829 rBV2 71333 127405 10.87% 0.623%
30 13.001 1831 1834 1836 rVWW2 75650 99472  8.49%  0.486%

31 13.038 1836 1840 1846 rVB 320107 482627 41.18%
32 13.099 1846 1850 1853 rBV3 51577 76875  6.56%
33 13.166 1857 1861 1866 rBv2 83418 147119 12.55%
34 13.221 1866 1870 1877 rVB4 92789 215189 18.36%
35 13.318 1877 1886 1889 rBV3 241487 525202 44.81%
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36 13.355 1889 1892 1896 rVW 161729 245301 20.93% 1.199%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062922\
Data File : VY009380.D

Acqg On : 29 Jun 2022 18:05
Operator : KP/MD

Sample : N3512-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 16 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062822S.M
Title : SW846 8260
37 13.422 1896 1903 1912 rVB4 561275 1152749 98.36% 5.633%
38 13.501 1912 1916 1920 rBV2 129830 169387 14.45% 0.828%
39 13.617 1933 1935 1939 rVB2 86950 96591 8.24% 0.472%
40 13.666 1939 1943 1950 rVB2 153178 254216 21.69% 1.242%
41 13.745 1951 1956 1961 rBV2 588590 990623 84.53% 4.841%
42 13.794 1961 1964 1966 rBvV3 87291 119307 10.18% 0.583%
43 13.910 1979 1983 1988 rBV4 156556 306457 26.15% 1.497%
44 13.965 1988 1992 1996 rVB 238312 344614 29.41% 1.684%
45 14.013 1996 2000 2005 rVB2 166201 266573 22.75% 1.303%
46 14.074 2005 2010 2015 rVB2 283942 425496 36.31% 2.079%
47 14.141 2015 2021 2026 rBV7 146298 311135 26.55% 1.520%
48 14.202 2026 2031 2032 rBV3 100829 150547 12.85% 0.736%
49 14.251 2034 2039 2045 rVB6 257620 539167 46.01% 2.635%
50 14.330 2050 2052 2056 rVB 133137 144743 12.35% 0.707%
51 14.379 2056 2060 2063 rBV2 190437 258014 22.02% 1.261%
52 14.416 2063 2066 2071 rVB3 247084 328659 28.04% 1.606%
53 14.477 2072 2076 2079 rBv4 73400 111047 9.48% 0.543%
54 14.519 2079 2083 2086 rVB 103694 129529 11.05% 0.633%
55 14.611 2094 2098 2102 rVB2 205319 282193 24.08% 1.379%
56 14.678 2103 2109 2114 rVV5 531074 1171944 100.00% 5.727%
57 14.727 2114 2117 2124 rVB3 321136 527378 45.00% 2.577%
58 14.830 2130 2134 2143 rVB 310583 511821 43.67% 2.501%
59 14.940 2148 2152 2155 rVV3 167526 251219 21.44% 1.228%
60 14.977 2155 2158 2164 rVV2 120967 207477 17.70% 1.014%
61 15.056 2165 2171 2177 rVB3 191849 409112 34.91% 1.999%
62 15.208 2190 2196 2204 rBV5 197585 426064 36.36% 2.082%
63 15.287 2205 2209 2214 rBV 195427 295257 25.19% 1.443%
64 15.348 2214 2219 2225 rBV4 121439 338777 28.91% 1.655%
65 15.434 2230 2233 2241 rVB6 99429 199333 17.01% 0.974%
66 15.525 2241 2248 2255 rBv4 140882 387080 33.03% 1.891%
67 15.605 2255 2261 2265 rVB4 90533 169553 14.47% 0.829%
68 15.690 2267 2275 2277 rBv4 128913 303120 25.86% 1.481%
69 15.726 2277 2281 2288 rVB 296914 514776 43.92% 2.515%
70 15.885 2302 2307 2312 rVB3 80688 153798 13.12% 0.752%
71 16.031 2324 2331 2337 rBV 261820 539424 46.03% 2.636%
72 16.153 2347 2351 2354 rBV2 45401 69844 5.96% 0.341%
73 16.226 2357 2363 2369 rVVv2 179041 382027 32.60% 1.867%
74 16.287 2369 2373 2377 rVB4 48954 82271 7.02% 0.402%
75 16.482 2399 2405 2411 rBV8 56666 178450 15.23% 0.872%

76 16.623 2424 2428 2437 rVB3 61523 140743 12.01% ©0.688%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062922\
Data File : VY009380.D

Acqg On : 29 Jun 2022 18:05
Operator : KP/MD

Sample : N3512-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 16 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

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

Sum of corrected areas: 20464941
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062922\
Data File : VY009380.D

Acqg On : 29 Jun 2022 18:05
Operator : KP/MD

Sample : N3512-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

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

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

Abundance TIC: VY009380.D\data.ms
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Abundance TIC: VY009380.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062922\
Data File : VY009380.D

Acqg On : 29 Jun 2022 18:05
Operator : KP/MD

Sample : N3512-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

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

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

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

Peak Number 1 Octane, 3,3-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.038 20.93 ug/l 482627 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3,3-dimethyl- 142 C10H22 004110-44-5 78
2 Decane, 4-methyl- 156 C11H24 002847-72-5 64
3 4-Methyl-3-heptanol, trifluoroac... 226 C10H17F302 1000365-51-8 64
4 1-Hexene, 3,4,5-trimethyl- 126 C9H18 056728-10-0 59
5 2,4,4-Trimethyl-1-hexene 126 C9H18 051174-12-0 59

Abundance Scan 1840 (13.038 min): VY009380.D\data.ms (-1836) (- m/z 71.10 100.00%
431 71.1
5000
113.1 ‘13\00‘ I
156.2 :
0 WWMHM A u“‘l‘ul‘u‘!“,;m,‘HJ,HH‘HHZ‘Q??J" m/z 43.10  94.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22097: Octane, 3,3-dimethyl-
71.0
5000 S :
43.0 13.00
‘ 113.0 m/z 57.10 72.96%
O \]-\5\.‘0\‘\‘\\“‘\\\‘h\‘\\‘}\‘\‘\\\‘\\l\’\‘\\\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
71.0
T
13.00
5000 ITI/Z 41.10 46.92%
112.0
156.0
o} RSS! T M N MBS WETBNN et S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106105: 4-Methyl-3-heptanol, trifluoroacetate e ‘
430 71.0 13.00
m/z 70.05 38.72%
5000
112.0
o280y Ll L Lo 1540 1960 Y
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062922\
Data File : VY009380.D

Acqg On : 29 Jun 2022 18:05
Operator : KP/MD

Sample : N3512-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

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

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

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

Peak Number 2 Cyclohexane, butyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.318 22.78 ug/1 525202 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 81
2 Cyclopentane, 1-methyl-3-(1-meth... 126 C9H18 053771-88-3 80
3 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 72
4 Cyclohexane, pentyl- 154 C11H22 004292-92-6 68
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 68
Abundance Scan 1886 (13.318 min): VY009380.D\data.ms (-1877) (- m/z 83.10 100.00%
83.1
55.1
5000
12 13.00 1350
112.1 : :
oww‘i‘m ek i 22 w7 s5.10 75.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20675: Cyclohexane, butyl-
83.0
55.0
5000 — ——
13.00 13.50
m/z 82.05 58.84%
29.0 140.0
O\\\‘\H\\“H\\\“!“\‘}h\\“1\\\“1\]\-]\“\0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55.0 83.0
—= —
13.00 13.50
5000 111.0 m/z 41.10 46.70%
27.0
Ol el gl e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43577: Cyclohexane, (4-methylpentyl)- — —
83.0 13.00 13.50
55.0 m/z 43.10 27.11%
5000
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062922\
Data File : VY009380.D

Acqg On : 29 Jun 2022 18:05
Operator : KP/MD

Sample : N3512-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

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

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

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

Peak Number 3 9-Borabicyclo[3.3.1]nonane,... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

13.745 42.97 ug/1 990623  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Borabicyclo[3.3.1]nonane, 9-hy... 138 C8H15BO 063366-65-4 89
2 Oxirane, dodecyl- 212 C14H280 003234-28-4 72
3 Carbonic acid, dodecyl prop-1-en... 270 C16H3003 1000382-90-7 30
4 Undecane 156 C11H24 001120-21-4 30
5 Cyclohexanemethanol 114 C7H140 000100-49-2 25

Abundance Scan 1956 (13.745 min): VY009380.D\data.ms (-1951) (- m/z 57.05 100.00%

57.0
5000
138.2
85.1

109.1 13.50 14.00

0 Ao 2881 2072 43 16 87.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20115: 9-Borabicyclo[3.3.1]Jnonane, 9-hydroxy- M/\M
55.0 138.0

81.0 ‘ : ‘ ‘

5000 2.0 110.0 1350 14.00
m/z 41.10 72.26%

I |
O' ‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0

-
71.0 13.50 14.00
5000 m/z 55.10  52.99%

96.0
01150 1240 168.0 104.0
00 W R 1940
miz—-> 20 40 60 80 100 120 140 160 180 200

Abundance #160996: Carbonic acid, dodecyl prop-1-en-2-yl ester —— ——
57.0 13.50 14.00

m/z 71.10 47.33%

5000
85.0
0 h | |10 1400 1680 5130

[ S— ,mwH_m,m‘_m_mwwmw — —
miz--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062922\
Data File : VY009380.D

Acqg On : 29 Jun 2022 18:05
Operator : KP/MD

Sample : N3512-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

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

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

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

Peak Number 4 Naphthalene, decahydro-2-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.251  23.39 ug/l 539167 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 96
2 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 96
3 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 86
4 Decalin, syn-1-methyl-, cis- 152 C11H20 1000158-89-1 76
5 (+)-Dihydrocarvone 152 C10H160 005524-05-0 60

Abundance Scan 2039 (14.251 min): VY009380.D\data.ms (-2034) (- m/z 81.10 100.00%

81.1 152.2
41.1
5000
H\ \

110.1 .
M ( 1400 1450
el AL b 2828 m/z 152.20 87.20%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29507: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0

5000 T
14.00 14.50
m/z 55.05 83.26%

‘ 110.0
T ’ \‘\‘ T H‘\ \‘}‘1“ T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
81.0

—
14.00 14.50

o

o

152.0
A m/z 95.10  78.57%
110.0
O et et e bbb e prer e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29497: 1-Methyldecahydronaphthalene T —
41.0 14.00 14.50
95.0 152.0 m/z 67.10  72.73%
- Kv\fwxprJ\\wAAwdkAA
m/z--> 20 40 60 80 100120140160180200220240260280 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062922\
Data File : VY009380.D

Acqg On : 29 Jun 2022 18:05

Operator : KP/MD

Sample : N3512-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062822S.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 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
14.678 50.83 ug/l 1171946  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 90
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 89
3 Benzene, 1-methyl-4-(2-propenyl)- 132 C1eH12 003333-13-9 83
4 Benzene, 2-ethenyl-1,3-dimethyl- 132 C10H12 002039-90-9 64
5 1-Phenyl-1-butene 132 C1eH12 000824-90-8 64

Abundance Scan 2109 (14.678 min): VY009380.D\data.ms (-2103) (- m/z 117.10 100.00%
117.1
5000
91.1
551 ‘ ‘ H 148.2 14.50 15.00
I RRE—T il WENR TR T Al 2820 2070 /7 119,10 52.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
5000 RVAYS A
14.50 15.00
m/z 132.05 35.89%
390 g50 91.0 ‘ ‘
0 \\\‘\‘\\\“\\“”\“‘U\\\M\\“\\‘W\\U’\‘U‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117.0
14.50 15.00
5000 m/z 115.05 32.35%
91.0
51.0
27.0
L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16166: Benzene, 1-methyl-4-(2-propenyl)- — ——
117.0 14.50 15.00
m/z 97.10 21.53%
5000
91.0
27.0 510
0"W‘;-‘w“u“‘1““‘1‘””1‘”"M““1‘”!‘,“”‘““””‘mwm“m — —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062922\
Data File : VY009380.D

Acqg On : 29 Jun 2022 18:05
Operator : KP/MD

Sample : N3512-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

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

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

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

Peak Number 6 Undecane, 2,5-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.727  22.87 ug/1 527378 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 50
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 50
3 Sulfurous acid, butyl octyl ester 250 C12H2603S 1000309-17-5 38
4 Dodecane, 6-methyl- 184 C13H28 006044-71-9 38
5 2-Undecene, 5-methyl- 168 C12H24 056851-34-4 30

Abundance Scan 2117 (14.727 min): VY009380.D\data.ms (-2114) (- m/z 57.10 100.00%
5

7.1
119.1
5000

95.1 T
M 15‘1.2 14.50 15.00
L i il

S| ' H‘M‘Ml“}‘m‘u“““‘sul‘?f‘;‘z‘z“??:l‘ m/z 119.10  70.21%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59066: Undecane, 2,5-dimethyl-
57.0

5000 T
14.50 15.00
m/z 71.10  48.84%

29.0 112.0
\\\\‘\‘\‘\\““\\\‘!“\\“\\8‘?‘.\(\)\“‘\\1‘\‘\\%\4.%.9\\]‘_\62.9‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0

—
14.50 15.00

o

o

5000 ITI/Z 43.10 43.34%
29.0
98.0
0 141.0 169.0

R B el e A E

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #135263: Sulfurous acid, butyl octyl ester e —
57.0 14.50 15.00

m/z 41.10 39.52%

- ww
29.0 H H
|

| 830 1130 439 165.0

ol b g 13901650 R
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00

82Y062822S.M Fri Jul 01 12:11:27 2022 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062922\
Data File : VY009380.D

Acqg On : 29 Jun 2022 18:05
Operator : KP/MD

Sample : N3512-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

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

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

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

Peak Number 7 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.830  22.20 ug/l 511821 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 97
2 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 58
3 Indan, epoxide 132 C9H80 000768-22-9 58
4 Benzene, cyclobutyl- 132 C10H12 004392-30-7 53
5 2-Methylbenzyl cyanide 131 CSHOSN 022364-68-7 43

Abundance Scan 2134 (14.830 min): VY009380.D\data.ms (-2130) (- m/z 104.10 100.00%

104.1
5000 132.0

511 /81 ‘ 14. 50 15 00
SR NN A “m“u!“‘“““1‘9(’7‘1‘_”‘2‘97‘3 m/z 132.00  49.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16157: Naphthalene, 1,2,3,4-tetrahydro-
104.0
i
5000 132.0 14,50 15.00

m/z 91.10  39.37%

28.0 510 78.
H‘“\1‘“"H“M“H}H“‘w“ HH ‘\1\”‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
104.0

o

14.50 15.00
5000 1320 m/z 115.1@  17.35%
51.0 78.0
O Frr o P e e T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16653: Indan, epoxide
104.0 1450 1500

m/z 117.10  14.60%

5000
51.0 78.0 132.0
27.0 M
0 Il 1l | |

m/z--> 20 40 60 80 100 120 140 160 180 200 1450 1500
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062922\
Data File : VY009380.D

Acqg On : 29 Jun 2022 18:05
Operator : KP/MD

Sample : N3512-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

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

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

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

Peak Number 8 Octane, 2,6-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.208 18.48 ug/l 426064  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 60
2 1-Decene, 4-methyl- 154 C11H22 013151-29-6 50
3 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 47
4 Sulfurous acid, butyl octyl ester 250 C12H2603S 1000309-17-5 47
5 Nonane, 4-methyl-5-propyl- 184 C13H28 062185-55-1 46

Abundance Scan 2196 (15.208 min): VY009380.D\data.ms (-2190) (- m/z 57.10 100.00%
57.

1
5000

9711191 1452 — S

“ ‘ “h ‘ 183.3 15.00 15.50
\H‘HH\“HM‘“‘HM‘!‘;w“\“‘u‘\“m“““““‘\“““,‘“2‘(‘)3‘_‘2 7116 8435

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22107: Octane, 2,6-dimethyl-
57.0

o

5000 — —
15.00 15.50
29.0 113.0 m/z 43.10 59.19%
85.0
ASRLA O o B 77
O\\\‘\\\\‘i\\“‘\\}\‘}\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
—— —
15.00 15.50
5000 m/z 41.10 39.98%

29.0
112.0
84.0
0 154.0
R A o e R e R
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #224373: Sulfurous acid, 2-ethylhexyl nonyl ester — ——
57.0 15.00 15.50

m/z 56.10  28.36%

5000
|

AN 05 Y R — S
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\VY062922\
Data File : VY009380.D

Acqg On : 29 Jun 2022 18:05
Operator : KP/MD

Sample : N3512-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

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

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

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

Peak Number 9 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.726  22.33 ug/1 514776 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 68
2 2,3,4,5,6,7-Hexahydro-1H-cyclope... 146 C11H14 1010189-31-0 53
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 001680-51-9 53
4 Benzene, (1-methylenebutyl)- 146 C11H14 005676-32-4 47
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 007524-63-2 46

Abundance Scan 2281 (15.726 min): VY009380.D\data.ms (-2277) (- m/z 118.10 100.00%

118.1
146.1
5000

oLl e WAR
1550  16.00
510 71. | 1802

! M‘MwwwL il e m/z 146.05  68.14%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25054: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0

5000 LWaY VAR
105.0 15.50 16.00

m/z 131.05 59.63%

39.0 77.0
“MHM‘quW‘UW_uL‘Mm‘ il
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
146.0

VAR Y
118.0 15.50 16.00

5000 m/z 117.10  54.30%

o

o

91.0

39.0 65.0
O e el
miz-> 20 40 60 80 100 120 140 160 180 200

Abundance  #25051: Naphthalene, 1,2,3,4-tetrahydro-6-methyl- Y
131.0 15.50 16.00

m/z 105.10  37.26%

5000 105.0
39.0 77.0 ‘
R ﬂ

=

o

‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062922\
Data File : VY009380.D

Acqg On : 29 Jun 2022 18:05
Operator : KP/MD

Sample : N3512-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

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

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

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

Peak Number 10 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.031  23.40 ug/l 539424  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 94
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 93
3 1H-1,3,2-Benzodiazaborole, 2-eth... 146 C8H11BN2 074663-81-3 76
4 2-Propenal, 3-(4-methylphenyl)- 146 C10OH100 001504-75-2 70
5 1H-Benzimidazole, 5,6-dimethyl- 146 C9H1ON2 000582-60-5 64
Abundance Scan 2331 (16.031 min): VY009380.D\data.ms (-2324) (- m/z 131.05 100.00%
131.1
91.1
T \
0 ‘ ‘ MW 160.2 , 16.00
Oyt b b Ll L1930 2600 p; 118,10 60.58%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
5000 - :
39.0 91.0 16.00
m/z 146.85 56.90%
O ’
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance
131.0
16.00
5000 m/z 145.05 39.41%
39.0 91.0
O Lttt s el g b el e e e e
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #25518: 1H-1,3,2-Benzodiazaborole, 2-ethyl-2,3-dihydro- —— ‘
146.0 16.00
m/z 117.05 33.96%
5000 118.
520 90\\‘0\‘ \‘\ ‘\ l
O brrrprreprrbepbrebprder el el e e e e —
m/z--> 20 40 60 80 100120140160 180200220 240260 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062922\
Data File : VY009380.D

Acqg On : 29 Jun 2022 18:05
Operator : KP/MD

Sample : N3512-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 16 Sample Multiplier: 1

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

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Octane, 3,3-dim... 13.038 20.9 ug/l 482627 4 13.422 1152750 50.0
Cyclohexane, bu... 13.318 22.8 ug/l 525202 4 13.422 1152750 50.0
9-Borabicyclo[3... 13.745 43.0 ug/l 990623 4 13.422 1152750 50.0
Naphthalene, de... 14.251 23.4 ug/l 539167 4 13.422 1152750 50.0
1H-Indene, 2,3-... 14.678 50.8 ug/l 1171940 4 13.422 1152750 50.0
Undecane, 2,5-d... 14.727 22.9 ug/l 527378 4 13.422 1152750 50.0
Naphthalene, 1,... 14.830 22.2 wug/l 511821 4 13.422 1152750 50.0
Octane, 2,6-dim... 15.208 18.5 ug/l 426064 4 13.422 1152750 50.0
Naphthalene, 1,... 15.726 22.3 ug/l 514776 4 13.422 1152750 50.0
Naphthalene, 1,... 16.031 23.4 ug/l 539424 4 13.422 1152750 50.0
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