LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_Y\DATA\VY110619\
Data File : VY000558.D

Acq On : 06 Nov 2019 17:45

Operator : SY/MD

Sample : K5725-03

Misc : 3.96G/5ML/MSVOA_Y/SOIL

ALS Vial : 20 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 - O Peak Location: TOP

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

Method = Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y103019S .M

Title : SW846 8260

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 7.724 975 982 988 rBvV2 4852 10887 2.32% 0.178%
2 7.803 988 995 1002 rvB2 10940 23959 5.10% 0.391%
3 8.151 1043 1052 1062 rVB4 8132 20023 4_26% 0.326%
4 8.693 1134 1141 1149 rBV2 17453 36068 7.67% 0.588%
5 10.181 1378 1385 1394 rBV 28035 47305 10.07% 0.771%
6 11.089 1528 1534 1540 rVB3 5146 8879 1.89% 0.145%
7 11.205 1547 1553 1556 rBV5 2698 5103 1.09% 0.083%
8 11.284 1562 1566 1574 rVB9 3456 9154 1.95% 0.149%
9 11.376 1577 1581 1587 rBV5 3718 6816 1.45% 0.111%
10 11.492 1593 1600 1610 rVB 27726 46330 9.86% 0.755%
11 11.674 1625 1630 1634 rBV6 4345 7812 1.66% 0.127%
12 11.735 1634 1640 1644 rVV5 7170 15950 3.39% 0.260%
13 11.778 1644 1647 1652 rVB4 6440 10122 2.15% 0.165%
14 11.924 1670 1671 1676 rVB5 4264 5857 1.25% 0.095%
15 12.004 1676 1684 1690 rBV6 16942 42038 8.94% 0.685%
16 12.120 1699 1703 1708 rVB2 29777 37700 8.02% 0.615%
17 12.199 1712 1716 1719 rVV5 17490 28406 6.04% 0.463%
18 12.235 1719 1722 1727 rVB4 24781 38522 8.20% 0.628%
19 12.376 1739 1745 1748 rBV5 11498 22236 4_73% 0.363%
20 12.412 1748 1751 1757 rVB3 26221 40917 8.71% 0.667%
21 12.485 1757 1763 1766 rBV5 27631 46260 9.84% 0.754%
22 12.528 1766 1770 1771 rBV2 4518 5028 1.07% 0.082%
23 12.571 1772 1777 1781 rBV6 8300 15753 3.35% 0.257%
24 12.644 1784 1789 1795 rVB4 36308 70724 15.05% 1.153%
25 12.729 1795 1803 1807 rBV7 22856 61157 13.01% 0.997%
26 12.802 1808 1815 1820 rBV7 37880 99666 21.21% 1.625%
27 12.857 1821 1824 1829 rVB3 28713 47659 10.14% 0.777%
28 12.949 1829 1839 1842 rBV5 35008 67219 14.30% 1.096%
29 13.003 1842 1848 1850 rBv4 27897 51618 10.98% 0.842%
30 13.040 1850 1854 1860 rVB 122646 176515 37.56% 2.878%
31 13.101 1860 1864 1867 rBV5 11347 19100 4_06% 0.311%
32 13.168 1871 1875 1879 rBV3 30237 46004 9.79%% 0.750%
33 13.223 1879 1884 1886 rBV3 26542 38079 8.10% 0.621%

34 13.314 1891 1899 1903 rBV6 72061 165446 35.20% 2.697%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_Y\DATA\VY110619\
Data File : VY000558.D

Acq On : 06 Nov 2019 17:45

Operator : SY/MD

Sample : K5725-03

Misc : 3.96G/5ML/MSVOA_Y/SOIL

ALS Vial : 20 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 - O Peak Location: TOP

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

Method = Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y103019S.M

Title : SW846 8260

35 13.363 1903 1907 1910 rVB3 42239 63382 13.49% 1.033%
36 13.528 1931 1934 1935 rBV3 9035 9276 1.97% 0.151%
37 13.564 1935 1940 1943 rVVv4 28439 49700 10.58% 0.810%
38 13.674 1954 1958 1962 rBV7 27091 54322 11.56% 0.886%
39 13.747 1964 1970 1975 rBV3 127521 248561 52.89% 4._.053%
40 13.796 1975 1978 1982 rVB4 34673 50839 10.82% 0.829%
41 13.912 1994 1997 2002 rVB4 54773 77599 16.51% 1.265%
42 13.967 2003 2006 2010 rVB2 69803 97784 20.81% 1.594%

43 14.015 2010 2014 2018 rVB2 74683 114476 24.36% 1.866%
44 14.076 2018 2024 2029 rBv4 117090 208166 44.29% 3.394%
45 14.144 2029 2035 2041 rBV9 65613 152505 32.45% 2.486%

46 14.192 2041 2043 2046 rBV4 30972 43104 9.17% 0.703%
47 14.259 2046 2054 2058 rBV7 146751 333662 71.00% 5.440%
48 14.333 2063 2066 2070 rVB2 42476 55764 11.87% 0.909%
49 14.375 2070 2073 2076 rBV2 59291 80647 17.16% 1.315%

50 14.418 2076 2080 2084 rBv4 112133 143238 30.48% 2.335%

51 14.613 2109 2112 2116 rBV5 56968 69901 14.87% 1.140%
52 14.674 2118 2122 2127 rVV4 78266 154563 32.89% 2.520%
53 14.729 2127 2131 2138 rVB2 269863 441021 93.84% 7.190%
54 14.851 2147 2151 2152 rBV4 32360 46100 9.81% 0.752%
55 14.942 2162 2166 2170 rVB4 115882 154767 32.93% 2.523%

56 15.052 2179 2184 2190 rBV2 83258 196915 41.90% 3.211%
57 15.210 2205 2210 2217 rBV 285036 469974 100.00% 7.663%
58 15.290 2219 2223 2227 rVB6 67171 115905 24.66% 1.890%
59 15.436 2243 2247 2255 rVBS8 44703 108520 23.09% 1.769%
60 15.540 2255 2264 2268 rBV5 75861 232243 49.42% 3.787%

61 15.601 2270 2274 2280 rVB3 108796 187968 40.00% 3.065%

62 16.027 2340 2344 2348 rVB7 58227 95298 20.28% 1.554%
63 16.155 2360 2365 2370 rBV2 94767 155026 32.99% 2.528%
64 16.222 2373 2376 2383 rVB4 51512 84417 17.96% 1.376%

65 16.478 2412 2418 2433 rVB10 95744 311952 66.38% 5.086%

66 16.759 2458 2464 2471 rVB4 63238 151493 32.23% 2.470%

Sum of corrected areas: 6133400
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_Y\DATA\VY110619\
Data File : VY000558.D

Acq On : 06 Nov 2019 17:45

Operator : SY/MD

Sample : K5725-03

Misc : 3.96G/5ML/MSVOA_Y/SOIL

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y103019S.M
Quant Title : SW846 8260

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

Abundance TIC: VY000558.D

350000
300000
250000
200000
150000
100000

50000

Time--> 1.80 2.00 220 240 260 280 300 320 340 360 380 400 420 4.40 4.60 4.80 5.00 5.20 5.40 560 580 600 620 6.40 6.60
Abundance TIC: VY000558.D

350000
300000
250000
200000
150000
100000

50000 10.18 11.49

7780 815 %{39 N 11 0913283 g\ 1167 LLEF3S

I T T I I
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11. OO 11 50

Abundance TIC: VY000558.D
14{73 15121

350000

300000

14.94

250000

200000

150000

100000

50000

A —— —— —— —— — — —— ——
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\VY110619\
Data File : VY000558.D

Acq On : 06 Nov 2019 17:45

Operator : SY/MD

Sample : K5725-03

Misc : 3.96G/5ML/MSVOA_Y/SOIL

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y103019S.M
Quant Title : SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Heptane, 3,3,5-trimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.04 139.25 ug/Il 176515 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane, 3,3,5-trimethyl- 142 C10H22 007154-80-5 64
2 2,27-Bifuran, octahydro- 142 C8H1402 001592-33-2 59
3 Sulfurous acid, 2-ethylhexyl iso... 250 C12H2603S 1000309-18-7 59
4 n-Amyl ether 158 C10H220 000693-65-2 53
5 3-Bromooctane 192 C8H17Br 000999-64-4 50
Abundance Scan 1854 (13.040 min): VY000558.D (-1850) (-) m/z 71.15 100.00%
5000
12.80 13.00 13.20 13.40
141
Ll m/z 43.10 79.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
71
57
5000 43 HREURAUAR U BN SR
12.80 13.00 13.20 13.40
29 113 m/z 57.10 69.95%
14 85 127
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #19660: 2,2'-Bifuran, octahydro-
71
43 12.80 13.00 13.20 13.40
5000 m/z 41.10 44 .54%
27
| L 56 “ 84 97 111 142
m/z--> 20 40 60 éo 100 120 140 160 180 200 220 240 260
Abundance #101978: Sulfurous acid, 2-ethylhexyl isobuty! ester e AR RS S
57 12.80 13.00 13.20 13.40
m/z 70.10 40.29%
5000
71
43
29 113
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_Y\DATA\VY110619\
Data File : VY000558.D

Acq On : 06 Nov 2019 17:45

Operator : SY/MD

Sample : K5725-03

Misc : 3.96G/5ML/MSVOA_Y/SOIL

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y103019S.M
Quant Title : SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Naphthalene, decahydro-, tr... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.75 196.08 ug/Il 248561 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 90
2 1,1"-Bicyclopentyl 138 C10H18 001636-39-1 70
3 Naphthalene, decahydro- 138 C10H18 000091-17-8 64
4 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 64
5 Cyclodecene 138 C10H18 003618-12-0 62
Abundance Scan 1970 (13.747 min): VY000558.D (-1964) (-) m/z 55.10 100.00%
6
5000
13.40 13.60 13.80 14.00
m/z 67.05 96 .65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
67
138
a1 82 96
5000 AU SRR &
55 13.40 13.60 13.80 14.00
27 109 m/z 138.20 81.06%
15 123
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16865: 1,1'-Bicyclopentyl
68
82 96 13.40 13.60 13.80 14.00
5000 41 m/z 41.05 73.46%
138
109
---.-‘-‘--i‘---”‘-.- =< N
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #16891: Naphthalene, decahydro- R BE T o
67 o, 9% 138 13.40 13.60 13.80 14.00
m/z 68.10 69.93%
5000 a
109
m/z--> 20 40 60 80 100 120 140 160 180 200 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_Y\DATA\VY110619\
Data File : VY000558.D

Acq On : 06 Nov 2019 17:45

Operator : SY/MD

Sample : K5725-03

Misc : 3.96G/5ML/MSVOA_Y/SOIL

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y103019S.M
Quant Title : SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Benzene, 1l-methyl-2-(2-prop... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.08 164.22 ug/Il 208166 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 70
2 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 50
3 1-Phenyl-1-butene 132 C10H12 000824-90-8 50
4 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 50
5 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 46
Abundance Scan 2025 (14.083 min): VY000558.D (-2018) (-) m/z 117.10 100.00%
1
5000
132 148
4l 13.80 14.00 14.20 14.40
m/z 119.05 98.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
5000
o1 132 13.80 14.00 14.20 14.40
30 51 65 77 105 m/z 105.10 39.22%
15
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14067: Benzene, (2-methyl-2-propenyl)-
117
13.80 14.00 14.20 14.40
5000 o 182 m/z 115.00 33.41%
65
39 -
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14034: 1-Phenyl-1-butene
117 13.80 14.00 14.20 14.40
m/z 91.10 32.69%
5000 132
91
39 51 g5 77 ‘ ‘
T |%7"|"J"|w"j”"“'ﬁgé'l|'*w"|""|"' S U SRR B UL B
m/z--> 20 40 60 80 100 120 140 160 180 200 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_Y\DATA\VY110619\
Data File : VY000558.D

Acq On : 06 Nov 2019 17:45

Operator : SY/MD

Sample : K5725-03

Misc : 3.96G/5ML/MSVOA_Y/SOIL

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y103019S.M
Quant Title : SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Naphthalene, decahydro-2-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.26 263.22 ug/Il 333662 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 86
2 Cyclodecene, 1l-methyl- 152 C11H20 066633-38-3 64
3 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 62
4 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 49
5 Cyclohexanone, 5-methyl-2-(1-met... 152 C10H160 000529-00-0 46
Abundance Scan 2054 (14.259 min): VY000558.D (-2046) (-) m/z 83.10 100.00%
55 83
41 67
5000 95 152
137
105 103 L PR SR B B
| | || T ‘ & 14.00 14.20 14.40 14.60
S— - ...-.,....,...'.” b bl ....,I....',.:..,....,.... Al | "m/z 82.05 88.50%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
41 81
67 o5 152
55
27 e A A s aanii
5000 137 14.00 14.20 14.40 14.60
109 m/z 55.10 87.90%
123

mmﬂmﬂmmmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance #25420: Cyclodecene, 1-methyl-
67 81
95 IIIIIIIIIIIIIIIIIIIIII
a1 55 14.00 14.20 14.40 14.60
5000 m/z 81.05 74 _.39%
109 152
29 137
I
T T ””PHWHHPHWN”PHWHHPHWHHPH
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #25429: trans-Decalin, 2-methyl- R B RRE BE T
81 14.00 14.20 14.40 14.60
67 m/z 41.10 61.21%
41 55 9% 152
5000
137
29 109
I | =
SN | PR ST OO N S A AN A R —
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 14.00 14 20 14. 40 14 60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_Y\DATA\VY110619\
Data File : VY000558.D

Acq On : 06 Nov 2019 17:45

Operator : SY/MD

Sample : K5725-03

Misc : 3.96G/5ML/MSVOA_Y/SOIL

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y103019S.M
Quant Title : SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Undecane, 3,6-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.73 347.91 ug/Il 441021 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 62
2 Dodecane, 6-methyl- 184 C13H28 006044-71-9 62
3 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 53
4 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 47
5 Sulfurous acid, di(2-ethylhexyl)... 306 C16H3403S 1000309-19-1 47
Abundance Scan 2131 (14.729 min): VY000558.D (-2127) (-) m/z 57.10 100.00%
5000 43 71
%° 19 14.40 14.60 14.80 15.00
85 151 166 : : : :
o 109 | 1o MALS. T2 182 207 Tm/z 43.10  47.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
5000 L L B S B
43 n 14.40 14.60 14.80 15.00
29 o m/z 71.10 43.53%
98 113 157 147 155 169 184
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #48847: Dodecane, 6-methyl-
57
14.40 14.60 14.80 15.00
5000 43 m/z 41.10 34.81%
71
29
1l w‘ 85 % 112 156 140 155 169 184
m/z--> 20 45 eb 80 100 120 140 160 180 200
Abundance #48882: Undecane, 2,6—dimethy|— LA L L B N N BB |
57 14.40 14.60 14.80 15.00
m/z 55.10 18.13%
5000 43
71
‘\ Il 85 9 113 157 141 154 169 184
m/z--> 20 4'0 6|0 80 100 150 140 160 180 200 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_Y\DATA\VY110619\
Data File : VY000558.D

Acq On : 06 Nov 2019 17:45

Operator : SY/MD

Sample : K5725-03

Misc : 3.96G/5ML/MSVOA_Y/SOIL

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y103019S.M
Quant Title : SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Bicyclo[4.2.0]Jocta-1,3,5-tr... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.05 155.34 ug/I 196915 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicyclo[4.2.0]octa-1,3,5-triene, ... 146 C11H14 027087-54-3 60
2 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 60
3 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 60
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 60
5 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 60

Abundance Scan 2184 (15.052 min): VY000558.D (-2179) (-) m/z 131.10 100.00%

5000

14.80 15.00 15.20 15.40
m/z 133.10 50.93%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance
131
5000
91 146 14.80 15.00 15.20 15.40
115 m/z 119.20 27.87%
mmwwwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21647: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131
R e N ELREE ma
14.80 15.00 15.20 15.40
5000 m/z 146.10 21.12%
146
39 g3 7 ST s
2.5i..,....,‘....‘,..‘..,...‘l‘,.l‘l.,.‘...,.... S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21642: Benzene, (1,2-dimethyl-1-propenyl)-
131 14.80 15.00 15.20 15.40
146 m/z 148.10 19.50%
5000 o1
115
S SN N S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_Y\DATA\VY110619\
Data File : VY000558.D

Acq On : 06 Nov 2019 17:45

Operator : SY/MD

Sample : K5725-03

Misc : 3.96G/5ML/MSVOA_Y/SOIL

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y103019S.M
Quant Title : SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Octane, 1,1"-oxybis- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

15.21 370.75 ug/Il 469974 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane, 1,1"-oxybis- 242 C16H340 000629-82-3 78
2 Tridecane, 7-methyl- 198 C14H30 026730-14-3 74
3 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 72
4 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 72
5 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 64

Abundance Scan 2210 (15.210 min): VY000558.D (-2205) (-) m/z 57.10 100.00%

57 71
43
5000

112
127 145 162 1480 1500 15.20 15.40 15.60
et bl 27 0162 183108 260 283 | LS00 TG0 80, 200

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57 71

5000 43 R EEEE S a e  Ea
14. 80 15. OO 15. 20 15. 40 15 60
29 112 m/z 43.10 62.11%
15 85 127143157 185199 224
Wmmﬁwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59891: Tridecane, 7-methyl-
57
43 | 711 R o e
14.80 15.00 15.20 15.40 15.60
5000 m/z 41.10 35.73%
112
85
b S | 127141155169183198
T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19181: Octane, 2,6-dimethyl- A
57 14.80 15.00 15.20 15.40 15.60
m/z 56.05 24 .18%
43 71
5000
29 113
15 | ‘L | 8% 99 | 127142
“w'“w“'|“'w“'w“'w“'w“'w“"“"“"““ RRRRRR R R T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14. 80 15. OO 15. 20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_Y\DATA\VY110619\
Data File : VY000558.D

Acq On : 06 Nov 2019 17:45

Operator : SY/MD

Sample : K5725-03

Misc : 3.96G/5ML/MSVOA_Y/SOIL

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y103019S.M
Quant Title : SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 unknownl5.54 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.54 183.21 ug/Il 232243 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanone, 1-(1-methylcyclohexyl)- 140 C9H160 002890-62-2 22
2 Fumaric acid, di(2-methylcyclohe... 308 C18H2804 1000345-10-9 22
3 trans-1,3-Diethylcyclopentane 126 C9H18 1000113-87-1 22
4 2-Hexenoic acid, 4-methylphenyl ... 204 C13H1602 069687-91-8 22
5 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 22
Abundance Scan 2264 (15.540 min): VY000558.D (-2255) (-) m/z 97.05 100.00%
7

5000

208 281 15.20 15.40 15.60 15.80
m/z 105.10 73.24Y%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 97
5000 LA L L L L L L L LB L |
15.20 15.40 15.60 15.80
m/z 57.10 67.11%
o7 4 69 140
83 125

wmﬁmwwwmwmﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #151266: Fumaric acid, di(2-methylcyclohexyl) ester

15.20 15.40 15.60 15.80
m/z 55.10 64.83%

5000
55 81
41 195
27 % || M09 149 167 213
S RRRAREREAEEE L L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11579: trans-1,3-Diethylcyclopentane R AR RaEE
55 15.20 15.40 15.60 15.80
97 m/z 41.10 57.13%
5000 41
70
21 126
111
R A REARE EaEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_Y\DATA\VY110619\
Data File : VY000558.D

Acq On : 06 Nov 2019 17:45

Operator : SY/MD

Sample : K5725-03

Misc : 3.96G/5ML/MSVOA_Y/SOIL

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y103019S.M
Quant Title : SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 unknownl5.60 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.60 148.28 ug/Il 187968 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4,7,7-Trimethyl-3,9-dioxatricycl... 182 C10H1403 1000187-22-5 14
2 Decane, 2,2,6-trimethyl- 184 C13H28 062237-97-2 14
3 1-Heptene 98 C7H14 000592-76-7 11
4 3-Heptene 98 C7H14 000592-78-9 11
5 Cyclopentane, 2-ethyl-1,1-dimethyl- 126 C9H18 054549-80-3 11
Abundance Scan 2274 (15.601 min): VY000558.D (-2270) (-) m/z 57.10 100.00%
5000
157 151 | 191 106 o || 1520 1540 15,60 1580 1600
m/z 41.10 59.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
56
5000 43 R DAL DU SURRURN I
83 15,20 15.40 15.60 15.80 16.00
69 99 125 m/z 56.05 50.30%
27 11 139149 166 182
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48900: Decane, 2,2,6-trimethyl-
57
15.20 15.40 15.60 15.80 16.00
5000 m/z 119.05 48.41%
71
\‘ - 8 g9 113 127 169
m/z--> 25 40 éo 80 100 120 140 160 180 200
Abundance #3300:1—Heptene LS B B LR B
41 56 15.20 15.40 15.60 15.80 16.00
m/z 69.10 39.23%
s000] 29 70
L) =T
'I'L"ih”HI'*"??'”M""I"'W""I"”I""I"" NI AR SRR SO B
m/z--> 20 40 60 80 100 120 140 160 180 200 15,20 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_Y\DATA\VY110619\
Data File : VY000558.D

Acq On : 06 Nov 2019 17:45

Operator : SY/MD

Sample : K5725-03

Misc : 3.96G/5ML/MSVOA_Y/SOIL

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y103019S.M
Quant Title : SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Naphthalene, 1-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.48 246.09 ug/Il 311952 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 55
2 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 46
3 Benzocycloheptatriene 142 C11H10 000264-09-5 46
4 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 43
5 3,4-Difluorobenzaldehyde 142 C7H4F20 034036-07-2 38
Abundance Scan 2418 (16.478 min): VY000558.D (-2412) (-) m/z 142.10 100.00%
142
115
5000 129
I
4 95 160 LR o0 1840 18 R0 1690
179 16.20 16.40 16.60 16.80
120209 207282 | "njz 141.10  94.30%
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
142
5000
16.20 16.40 16.60 16.80
115 m/z 115.10 60.52%
39 58 1 g9
mmwwmwwmm
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro-
141
16.20 16.40 1660 16.80
5000 e m/z 129.10 39.53%
39 63 g
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19230: Benzocycloheptatriene e
141 16.20 16.40 16.60 16.80
m/z 145_.15 29.35%
5000 e
39 63 89
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.20 16.40 16,60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_Y\DATA\VY110619\
Data File : VY000558.D

Acq On : 06 Nov 2019 17:45

Operator : SY/MD

Sample : K5725-03

Misc : 3.96G/5ML/MSVOA_Y/SOIL

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y103019S .M
SW846 8260

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Heptane, 3,3,5-tr... 13.04 139.3 ug/1l 176515 4 13.42 63382 50.0
Naphthalene, deca... 13.75 196.1 ug/1l 248561 4 13.42 63382 50.0
Benzene, l-methyl... 14.08 164.2 ug/1l 208166 4 13.42 63382 50.0
Naphthalene, deca... 14.26 263.2 ug/l 333662 4 13.42 63382 50.0
Undecane, 3,6-dim... 14.73 347.9 ug/l 441021 4 13.42 63382 50.0
Bicyclo[4.2.0]Joct... 15.05 155.3 ug/1 196915 4 13.42 63382 50.0
Octane, 1,1"-oxybis- 15.21 370.8 ug/l 469974 4 13.42 63382 50.0
unknownl15.54 15.54 183.2 ug/1 232243 4 13.42 63382 50.0
unknownl15.60 15.60 148.3 ug/1 187968 4 13.42 63382 50.0

4

Naphthalene, 1-me... 16.48 246.1 ug/Il 311952
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