LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY112119\
Data File : VY000772.D

Aca On : 21 Nov 2019 16:48

Operator : SY/MD

Sample = K5948-02

Misc : 7.36G/5ML/MSVOA Y/SOIL

ALS Vial : 12 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: 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 heiaht area % max. total
1 1.859 17 20 31 rvB4 12896 31195 1.66% 0.263%
2 3.956 357 364 374 rBV 7902 21888 1.17% 0.185%
3 4.200 393 404 412 rBV 34532 92235 4.92% 0.778%
4 4.724 478 490 504 rBV3 18333 52293 2.79% 0.441%
5 7.730 973 983 988 rBV2 241370 561839 29.96% 4_.737%
6 7.797 988 994 1005 rVB 428244 967873 51.61% 8.161%
7 8.151 1040 1052 1064 rBv2 262900 568895 30.34% 4_.797%
8 8.699 1132 1142 1151 rBV 704869 1373042 73.22% 11.577%
9 9.748 1306 1314 1322 rBv4 9784 21625 1.15% 0.182%
10 10.181 1377 1385 1393 rBVY 1108117 1875339 100.00% 15.813%
11 11.485 1592 1599 1609 rBvV 966851 1614906 86.11% 13.617%
12 11.735 1626 1640 1645 rBvV 14515 57641 3.07% 0.486%
13 12.004 1677 1684 1688 rBV5 22934 52864 2.82% 0.446%
14 12.120 1700 1703 1707 rVB 25281 33381 1.78% 0.281%
15 12.199 1707 1716 1719 rBvV6 26082 55187 2.94% 0.465%
16 12.229 1719 1721 1727 rVB2 20087 36133 1.93% 0.305%
17 12.369 1740 1744 1749 rBvV7 9435 22670 1.21% 0.191%
18 12.406 1749 1750 1755 rVB3 15264 18834 1.00% 0.159%
19 12.479 1755 1762 1768 rBV 736728 1169394 62.36% 9.860%
20 12.558 1770 1775 1781 rBV6 14562 33103 1.77% 0.279%
21 12.644 1785 1789 1796 rVB5 41334 78570 4_.19% 0.662%
22 12.729 1796 1803 1806 rBV7 24351 50251 2.68% 0.424%
23 12.808 1808 1816 1820 rBV5 60977 134967 7.20% 1.138%
24 12.906 1828 1832 1835 rBV4 17166 25190 1.34% 0.212%
25 12.949 1835 1839 1842 rVB4 23507 29305 1.56% 0.247%
26 13.004 1842 1848 1849 rBV4 17251 26017 1.39% 0.219%
27 13.034 1849 1853 1862 rVB 90244 142072 7.58% 1.198%
28 13.113 1862 1866 1871 rVB2 43873 72892 3.89% 0.615%
29 13.162 1871 1874 1879 rBV5 18212 30676 1.64% 0.259%
30 13.217 1880 1883 1886 rBV2 20289 31821 1.70% 0.268%
31 13.290 1891 1895 1896 rBV3 21033 29081 1.55% 0.245%
32 13.314 1897 1899 1903 rVvVv 42725 54616 2.91% 0.461%
33 13.357 1903 1906 1910 rVvB4 21654 28576 1.52% 0.241%

34 13.424 1910 1917 1924 rBV 894594 1421026 75.77% 11.982%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY112119\
Data File : VY000772.D

Aca On : 21 Nov 2019 16:48

Operator : SY/MD

Sample = K5948-02

Misc : 7.36G/5ML/MSVOA Y/SOIL

ALS Vial : 12 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: 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
Title

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

35 13.741 1964 1969 1974 rBvV4 87061 160743 8.57% 1.355%

36 13.790 1974 1977 1981 rVB3 19147 23910 1.27% 0.202%
37 13.851 1984 1987 1989 rBV4 15857 18793 1.00% 0.158%
38 13.912 1994 1997 2002 rVV5 43466 85358 4 .55% 0.720%
39 13.967 2002 2006 2011 rVvv2 69510 113806 6.07% 0.960%
40 14.015 2011 2014 2018 rvB4 25739 37218 1.98% 0.314%
41 14.070 2020 2023 2028 rBV6 35178 56151 2.99% 0.473%
42 14.144 2029 2035 2041 rVvB1O 25461 49524 2.64% 0.418%
43 14.259 2049 2054 2063 rvvo 52334 151055 8.05% 1.274%
44 14.333 2063 2066 2070 rvB2 39546 55234 2.95% 0.466%
45 14.381 2070 2074 2076 rBV6 19671 28580 1.52% 0.241%
46 14.418 2077 2080 2083 rVB3 26285 30702 1.64% 0.259%
47 14.613 2109 2112 2116 rVB5 20719 25722 1.37% 0.217%
48 14.674 2116 2122 2127 rVV3 28340 66030 3.52% 0.557%
49 14.735 2128 2132 2137 rVB5 32270 55303 2.95% 0.466%
50 14.875 2151 2155 2161 rVB9 11225 20780 1.11% 0.175%
51 14.942 2161 2166 2170 rBV7 18409 29811 1.59% 0.251%
52 15.052 2179 2184 2189 rVB6 16833 35705 1.90% 0.301%
Sum of corrected areas: 11859822
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY112119\
Data File : VY000772.D

Aca On : 21 Nov 2019 16:48

Operator : SY/MD

Sample = K5948-02

Misc : 7.36G/5ML/MSVOA Y/SOIL

ALS Vial : 12 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

Abundance TIC: VY000772.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY112119\
Data File : VY000772.D

Aca On : 21 Nov 2019 16:48

Operator : SY/MD

Sample = K5948-02

Misc : 7.36G/5ML/MSVOA Y/SOIL

ALS Vial : 12 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

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 Naphthalene, decahydro-, tr... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.74 5.66 ug/Il 160743 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-. trans- 138 C10H18 000493-02-7 90
2 Cvclodecanol 156 C10H200 001502-05-2 86
3 (2)-Dec-4-envl ethvl carbonate 228 C13H2403 1000373-79-1 83
4 1H-Inden-1-one. octahvdro- 138 C9H140 029927-85-3 83
5 (2)-Dec-4-en-1-yl propyl carbonate 242 C14H2603 1000372-82-7 83
Abundance Scan 1969 (13.741 min): VY000772.D (-1964) (-) m/z 67.00 100.00%
7
5000
13.40 13.60 13.80 14.00
0’ m/z 55.10 87.79%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16920: Naphthalene, decahydro-, trans-
7
138
41 82 96
5000 LN A SN SN I
55 13.40 13.60 13.80 14.00
27 109 m/z 138.20 80.01%
oL 15 | 123 |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41 55 67
81
13.40 13.60 13.80 14.00
5000 95 m/z 82.10 68.67%
29
110
138
125 154
G L S S SIS B WL L B WL WAL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #84225: (Z)-Dec-4-enyl ethyl carbonate R R REEEE s
68 8 13.40 13.60 13.80 14.00
m/z 81.10 65.45%
5000 54 5 138
- 110
0 ..1.5|....|....|. y .“ﬂ‘..‘..‘l..“..:1-2.3...‘“...'....'....l.... B = S
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\VY112119\
Data File : VY000772.D

Aca On : 21 Nov 2019 16:48

Operator : SY/MD

Sample = K5948-02

Misc : 7.36G/5ML/MSVOA Y/SOIL

ALS Vial : 12 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

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 unknownl4.26 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.26 5.32 ug/Il 151055 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Methvlbicvclol3.3.0loctane-3.7... 152 C9H1202 021170-08-1 49
2 Cvclohexane. pentvl- 154 C11H22 004292-92-6 43
3 Cvclohexane. 1.1"-(1.3-propanedi... 208 C15H28 003178-24-3 38
4 1-Azabicvclol3.1.01lhexane 83 C5HON 000285-76-7 35
5 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10H160 018358-53-7 27
Abundance Scan 2054 (14.259 min): VY000772.D (-2049) (-) m/z 83.05 100.00%
5000 152
s 207 ' 14.00 14.20 14.40 1460
o} R m/z 82.05 80.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26045: 1-MethyIbicyclo[3.3.0]octane-3,7-dione
55 83
5000 LI DL BRI RN B
15 mmmmmmmm
m/z 55.10 73.06%
95 109 124 137

04
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55 83
B B S
14.00 14.20 14.40 14.60
5000 a1 m/z 105.10 63.85%
29 o7 154
15 97 111 125
o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67958: Cyclohexane, 1,1'-(1,3-propanediyl)bis- E Bmmu Ee e S S
83 14.00 14.20 14.40 14.60
m/z 95.10 46 .94%
55
41
5000
67
96 208
o L | | 109 125137 151 166 179
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14 20 14. 40 14 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_Y\DATA\VY112119\
Data File : VY000772.D

Acq On : 21 Nov 2019 16:48

Operator : SY/MD

Sample - K5948-02

Misc : 7.36G/5ML/MSVOA_Y/SOIL

ALS Vial : 12 Sample Multiplier: 1

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

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Naphthalene, deca... 13.74 5.7 ug/Il 160743 4 13.42 1421030 50.0
unknownl14 .26 14.26 5.3 ug/Il 151055 4 13.42 1421030 50.0
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