LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\vy112119\
Data File : VY000766.D

Acq On : 21 Nov 2019 14:36

Operator : SY/MD

Sample : K5957-01

Misc : 5.20G/5ML/MSVOA_Y/SOIL

ALS Vial : 6 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 9.864 1322 1333 1341 rVB2 721160 2564935 1.76% 0.176%

2 9.967 1341 1350 1363 rVB 1561770 5096972 3.49% 0.349%

3 10.187 1379 1386 1390 rBV 2734412 6268794  4.30% 0.429%

4 10.358 1401 1414 1426 rVB2 1293835 4722043 3.24% 0.323%

5 10.528 1426 1442 1452 rBV2 4278660 13239351 9.07% 0.906%

6 10.632 1452 1459 1462 rBV 2331989 5642863 3.87% 0.386%

7 10.723 1469 1474 1482 rVB2 2490407 5641494 3.87% 0.386%

8 10.815 1482 1489 1500 rBV 10767204 31852464 21.83% 2.180%

9 10.918 1500 1506 1513 rBV 6543488 19970733 13.69% 1.367%

0 11.101 1529 1536 1549 rBV 25042310 86834361 59.51% 5.944%
11 11.217 1549 1555 1560 rBV4 13295200 37115965 25.44% 2.541%
12 11.394 1579 1584 1595 rVB 10332686 34046607 23.33% 2.331%
13 11.638 1619 1624 1627 rBV 10975552 23400357 16.04% 1.602%
14 11.699 1628 1634 1637 rVV4 16931438 49743277 34.09% 3.405%
15 11.766 1638 1645 1658 rVB3 29296378 145905242 100.00% 9.987%
16 12.022 1681 1687 1696 rBV6 22608688 75694687 51.88% 5.181%
17 12.156 1704 1709 1714 rVB 16420148 34859800 23.89% 2.386%
18 12.223 1714 1720 1722 rBV3 18551184 40258830 27.59% 2.756%
19 12.504 1761 1766 1771 rVB5 16363308 38716071 26.54% 2.650%
20 12.583 1771 1779 1784 rBV5 23592178 74148752 50.82% 5.076%
21 12.668 1789 1793 1799 rVB4 44121306 101326910 69.45% 6.936%
22 12.747 1799 1806 1810 rBV5 25851154 70653041 48.42%  4.836%
23 12.821 1811 1818 1824 rVV6 36653282 126044425 86.39% 8.628%
24 12.875 1824 1827 1832 rVB3 22319478 38901163 26.66% 2.663%
25 12.961 1837 1841 1845 rVV3 16804211 27445360 18.81% 1.879%
26 13.010 1845 1849 1852 rVV3 10115465 20425327 14.00% 1.398%
27 13.052 1852 1856 1863 rVB3 29796958 58011348 39.76% 3.971%
28 13.131 1864 1869 1873 rBV2 26278456 48748734 33.41% 3.337%
29 13.259 1887 1890 1893 rVB 9248156 11816848 8.10% 0.809%
30 13.327 1893 1901 1905 rBV3 16777198 37038127 25.39% 2.535%
31 13.467 1920 1924 1931 rBV4 4200624 9450372 6.48% 0.647%
32 13.589 1938 1944 1955 rVB4 10387552 31218541 21.40% 2.137%
33 13.674 1955 1958 1960 rBV 4272872 6069065 4_.16% 0.415%
34 13.753 1965 1971 1975 rVV2 22897668 42293125 28.99% 2.895%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\vy112119\
Data File : VY000766.D

Acq On : 21 Nov 2019 14:36

Operator : SY/MD

Sample : K5957-01

Misc : 5.20G/5ML/MSVOA_Y/SOIL

ALS Vial : 6 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
Title

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

35 13.796 1975 1978 1982 rVV2 4737928 6967733 4.78% 0.477%

36 13.851 1983 1987 1990 rVV4 4290473 8348186 5.72% 0.571%
37 13.887 1990 1993 1995 rVV 5801492 9063683 6.21% 0.620%
38 13.912 1995 1997 2002 rVVv4 5986734 10593770 7.26% 0.725%
39 13.973 2002 2007 2011 rVB 12039646 19383506 13.28% 1.327%
40 14.076 2019 2024 2029 rVB4 7962510 14006557 9.60% 0.959%

41 14.137 2029 2034 2040 rVB6 2647743 6016084 4.12% 0.412%
42 14.259 2050 2054 2057 rBV4 4005542 6848319 4.69% 0.469%
43 14.332 2063 2066 2070 rVB 3947206 5327668 3.65% 0.365%
44 14.375 2070 2073 2077 rVV3 1347599 2045563 1.40% 0.140%
45 14.418 2077 2080 2087 rVB3 1850866 2724651 1.87% 0.187%

46 14.680 2116 2123 2128 rBV3 1352351 2793799 1.91% 0.191%
47 14.729 2128 2131 2138 rVB4 875721 1594702 1.09% 0.109%

Sum of corrected areas: 1460880205
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\vy112119\
Data File : VY000766.D

Acq On : 21 Nov 2019 14:36

Operator : SY/MD

Sample : K5957-01

Misc : 5.20G/5ML/MSVOA_Y/SOIL

ALS Vial : 6 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
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\vy112119\
Data File : VY000766.D

Acq On : 21 Nov 2019 14:36

Operator : SY/MD

Sample : K5957-01

Misc : 5.20G/5ML/MSVOA_Y/SOIL

ALS Vial : 6 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 Cyclohexane, 1,1,3-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.10 127.52 ug/Il 86834400 Chlorobenzene-d5 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 90
2 Cyclooctane, (1-methylpropyl)- 168 C12H24 016538-89-9 72
3 3-Hexene, 2,5-dimethyl- 112 C8H16 015910-22-2 55
4 1,1,4-Trimethylcyclohexane 126 C9H18 007094-27-1 52
5 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 49
Abundance Scan 1536 (11.101 min): VY000766.D (-1529) (-) m/z 111.20 100.00%
141
69
5000 55
41
8 97 10.80 11.00 11.20 11.40
126 : : : :
o) E— ,....HM,.&'.u,'!-. S e E— . m/z 69.10 74.33%
m/z--> 20 40 60 80 100 120 140 160
Abundance
69 111
5000 41
10.80 11.00 11.20 11.40
27 83 m/z 55.10 40.30%
15 95 126
miz--> 20 40 60 80 100 120 140 160
Abundance #36845: Cyclooctane, (1-methylpropyl)-
69
111 RN UL BN B
10.80 11.00 11.20 11.40
5000 55 m/z 41.10 30.13%
41
29 82
....|....|....|....|...9.7|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160
Abundance #6718: 3-Hexene, 2,5-dimethyl- e
41 69 10.80 11.00 11.20 11.40
m/z 56.10 21.96%
55
5000
27
112
T }?I""I""I""?{ "?i I DR DAL DAL RN UL BN B
m/z--> 20 40 60 80 100 120 140 160 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\vy112119\
Data File : VY000766.D

Acq On : 21 Nov 2019 14:36

Operator : SY/MD

Sample : K5957-01

Misc : 5.20G/5ML/MSVOA_Y/SOIL

ALS Vial : 6 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 cis-1-Ethyl-3-methyl-cycloh... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.77 214.27 ug/Il 145905000 Chlorobenzene-d5 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-1-Ethyl-3-methyl-cyclohexane 126 C9H18 019489-10-2 87
2 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 86
3 Cyclohexane, l1l-ethyl-2-methyl- 126 C9H18 003728-54-9 78
4 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 72
5 Furan, 2,3-dihydro-4-(1-methylpr... 126 C8H140 034379-54-9 64
Abundance Scan 1646 (11.772 min): VY000766.D (-1638) (-) m/z 97.20 100.00%
o7
5000 55
126
41 111
| 63 71 81 I 142 11.40 11.60 11.80 12.00
0.w”.w“.w””hm”,Mﬂp.hﬁ”.mnw.nhn.w”.w”m,””,”“P m/z 55.10 44 _02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
55 97
5000 LN BN SUGE
a1 11.40 11.60 11.80 12.00
69 126 m/z 126.20 24 _87%
29 81 11
Wmmmwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11612: 1-Ethyl-3-methylcyclohexane (c,t)
55 97
11.40 11.60 11.80 12.00
5000 m/z 96.15 19.89%
41 69 126
29 81
"|%4'|'“““"““t“"l“l'|'“Hi"“lh"w"'w"'}ﬁ%"l“"|'“'|"“|'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11603: Cyclohexane, 1-ethyl-2-methyl-
55 97 11.40 11.60 11.80 12.00
m/z 41.10 17.49%
5000
41 69
29 126
"I”"I'”h“"”hl“'ﬁ'““'P"JI'”'?%"W"'W"'}%%"I”l'l'”'l"”I' LN BN SUGE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\vy112119\
Data File : VY000766.D

Acq On : 21 Nov 2019 14:36

Operator : SY/MD

Sample : K5957-01

Misc : 5.20G/5ML/MSVOA_Y/SOIL

ALS Vial : 6 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 3 Cyclohexane, l-ethyl-2-meth... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.02 111.16 ug/l 75694700 Chlorobenzene-d5 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1l-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 62
2 Cyclohexane, l-ethyl-2-methyl-, ... 126 C9H18 004923-77-7 59
3 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 59
4 3,5-Dimethyl-3-heptene 126 C9H18 059643-68-4 59
5 Sulfurous acid, cyclohexylmethyl... 416 C24H4803S 1000309-22-5 59
Abundance Scan 1687 (12.022 min): VY000766.D (-1681) (-) m/z 97.20 100.00%
o7
5000 55
126
111 11.80 12.00 12.20 12.40
0..,....,....,....|,|.'|...,.':!.,...':lll....-,'.-.-.E.‘?...",....,'...1.1,9.'.'.,....1,‘.‘.2..,.. m/z 55.10 48.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
55 97
5000 LA I B UL B
41 11/80 12.00 12.20 12.40
29 69 126 m/z 126.20 25.41%
15 81 111
mmmmﬁwwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #11620: Cyclohexane, 1-ethyl-2-methyl-, cis-
5 o7
11.80 12.00 12.20 12.40
5000 41 m/z 41.10 24 _.69%
69
..,”..,.”.,..”ij.”,Jl”,..JM...wéf.w..ll“..}}%..“%%§,”..,”..,”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #11575: 1-Ethyl-4-methylcyclohexane A BREmEEEs
55 o7 11.80 12.00 12.20 12.40
m/z 70.10 17.87%
5000
41 69 126
27 81
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11/80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\vy112119\
Data File : VY000766.D

Acq On : 21 Nov 2019 14:36

Operator : SY/MD

Sample : K5957-01

Misc : 5.20G/5ML/MSVOA_Y/SOIL

ALS Vial : 6 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 4 Cyclooctene, 3-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.58 392.31 ug/Il 74148800 1,4-Dichlorobenzene-d4 13.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclooctene, 3-methyl- 124 C9H16 013152-05-1 90
2 2-Methylbicyclo[3.2.1]octane 124 C9H16 1000215-28-0 60
3 4,5-Nonadiene, 2-methyl- 138 C10H18 055956-32-6 58
4 Cyclohexane, 1,3-dimethyl-2-meth... 124 C9H16 019781-47-6 46
5 Bicyclo[4.1.0]heptane 96 C7H12 000286-08-8 46
Abundance Scan 1779 (12.583 min): VY000766.D (-1771) (-) m/z 67.10 100.00%
7
81
111
5000 41 55 95
B0 | 1220 120 12 1260 130
of 196 168 m/z 81.10 75.84%
m/z--> 20 40 60 80 100 120 140 160
Abundance
67 81
41 55
5000 96 N AR SR I
12.20 12.40 12.60 12.80 13.00
i 109 124 m/z 82.10  60.23%
LRI S L S SN WAL SRR SRR SR
m/z--> 20 40 60 80 100 120 140 160
Abundance #10679: 2-Methylbicyclo[3.2.1]octane
67 95
81 UL LR BN U
12.20 12.40 12.60 12.80 13.00
5000 a4 109 m/z 111.20 56.14%
‘ 124
...|....i“..‘.Hl‘l.H.“..“i‘..‘..‘lu.‘..|....|....|....
m/z--> 20 40 60 80 100 120 140 160
Abundance #16893: 4,5-Nonadiene, 2-methyl- LN B s B s
Al 67 g1 12.20 12.40 12.60 12.80 13.00
m/z 95.10 48.00%
55 95
5000
T |l ‘ P e
...lu‘l..‘l‘..‘ll‘l‘.“...‘k‘..“ ‘..l‘....‘....luuuu Y N
m/z--> 20 40 60 80 100 120 140 160 12.20 12.40 12.60 12.80 13.00

82Y103019S.M Wed Nov 27 04:02:58 2019 RPT1 Page: 7



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\vy112119\
Data File : VY000766.D

Acq On : 21 Nov 2019 14:36

Operator : SY/MD

Sample : K5957-01

Misc : 5.20G/5ML/MSVOA_Y/SOIL

ALS Vial : 6 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 5 cis-2-Oxabicyclo[4.4.0]decane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.88 205.82 ug/Il 38901200 1,4-Dichlorobenzene-d4 13.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-2-Oxabicyclo[4.4.0]decane 140 C9H160 060416-19-5 47
2 trans-2-Oxabicyclo[4.4.0]decane 140 C9H160 059958-46-2 43
3 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 001678-82-6 43
4 Oxalic acid, butyl cyclohexylmet... 242 C13H2204 1000309-68-2 42
5 Cyclohexane, l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 40

Abundance Scan 1828 (12.882 min): VY000766.D (-1824) (-) m/z 97.15 100.00%
o7
55
5000 82
140
al o 12.60 12.80 13.00 13.20
o..,....,....,....|,|....,.'.'..,...|.',....,|.|...,..'.:,....1,1.1...,1%?.,...:,-....1,?.2..,.... m/z 55.10 59.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
97
5000 LI BN SN BN SULE
12.60 12.80 13.00 13.20
41 140 m/z 96.15 40.66%
27 55 67 79
107 121
Wmmmvwﬁﬁwwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18743: trans-2-Oxabicyclo[4.4.0]decane
97
12,60 12.80 13.00 13.20
5000 m/z 82.10 40.58%
4 140
27
“l"“l"jw"'hlh"'M""j“"'“'“'w"'lv"}ﬁ%'}%%'w"'ﬁ"'w"'w"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18080: Cyclohexane, 1-methyl-4-(1-methylethyl)-, trans- A R e AR
55 12.60 12.80 13.00 13.20
97 m/z 140.25 32.06%
5000
81
‘ 69 ‘ 140
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\vy112119\
Data File : VY000766.D

Acq On : 21 Nov 2019 14:36

Operator : SY/MD

Sample : K5957-01

Misc : 5.20G/5ML/MSVOA_Y/SOIL

ALS Vial : 6 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 6 2-Undecene, 4,5-dimethyl-, ... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.96 145.21 ug/Il 27445400 1,4-Dichlorobenzene-d4 13.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Undecene, 4,5-dimethyl-, [R*,R... 182 C13H26 055170-92-8 43
2 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 38
3 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 35
4 Octane, 4-methyl- 128 C9H20 002216-34-4 35
5 Butanedinitrile, 2,3-diamino-2,3... 138 C6H10N4 082929-43-9 35
Abundance Scan 1841 (12.961 min): VY000766.D (-1837) (-) m/z 69.10 100.00%
5000
125 140 LUV SRR BN S I
156 12.60 12.80 13.00 13.20
o} L e m/z 57.10 76.79%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
69
41
57
5000 RUUNA R SRR UL
29 12.60 12.80 13.00 13.20
m/z 111.20 70.54%
83 98 112 140
153 182
miz--> 20 40 60 80 100 120 140 160 180
Abundance #12714: Hexane, 2,3,4-trimethyl-
43
1260 12.80 13.00 13.20
5000 57 1 g5 m/z 41.10 70.42%
29
w e 128
miz--> 20 40 60 80 100 120 140 160 180
Abundance #11632: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4... R B o e
69 111 12.60 12.80 13.00 13.20
m/z 43.10 65.75%
55
5000 41
126
84
}4I'U"hw'NJI“ML“T“"%1"l'l'“"l""l""l" RUUNA PR SRR UL
m/z--> 20 40 60 80 100 120 140 160 180 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\vy112119\
Data File : VY000766.D

Acq On : 21 Nov 2019 14:36

Operator : SY/MD

Sample : K5957-01

Misc : 5.20G/5ML/MSVOA_Y/SOIL

ALS Vial : 6 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 7 Triacontyl acetate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.01 108.07 ug/l 20425300 1,4-Dichlorobenzene-d4 13.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontyl acetate 480 C32H6402 041755-58-2 53
2 4-Hepten-3-one, 2,6-dimethyl- 140 C9H160 056259-14-4 43
3 Thiophene, 2-butyl- 140 C8H12S 001455-20-5 38
4 n-Tetracosanol-1 354 C24H500 000506-51-4 35
5 Undecane, 3-methyl- 170 C12H26 001002-43-3 35
Abundance Scan 1849 (13.010 min): VY000766.D (-1845) (-) m/z 97.20 100.00%
7 o7
5000
| s 1260 1250 1306 1370 15,40
O s B T A T B o B e B m/z 57.10 93.00%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
43
97
69
5000 LRI RSN SRS SUNIRA B
12.60 12.80 13.00 13.20 13.40
125 m/z 43.10 65.31%
15 153 181209 250 278 306 334 362 392 420 462
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #18730: 4-Hepten-3-one, 2,6-dimethy!-
o7
12.60 12.80 13.00 13.20 13.40
5000 a1 m/z 55.10 45 .46%
69 140
Ll

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #18547: Thiophene, 2-butyl- R RREREREE
97 12.60 12.80 13.00 13.20 13.40
m/z 41.10 44 _22%
5000
140
45

...wrﬁgm,:...,....,”..,....,....,”..,....,.... A EEE TS

m/z--> 0 50 100 150 200 250 300 350 400 450 12.60 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\vy112119\
Data File : VY000766.D

Acq On : 21 Nov 2019 14:36

Operator : SY/MD

Sample : K5957-01

Misc : 5.20G/5ML/MSVOA_Y/SOIL

ALS Vial : 6 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 8 Benzene, 1,3-diethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.59 165.17 ug/Il 31218500 1,4-Dichlorobenzene-d4 13.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 95
2 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 93
3 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 90
4 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 90
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 83
Abundance Scan 1944 (13.589 min): VY000766.D (-1938) (-) m/z 105.10 100.00%
1 9
5000
13.20 13.40 13.60 13.80 14.00
o} m/z 119.10 89.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105 119
5000 134
13.20 13.40 13.60 13.80 14.00
91 m/z 134.20 43.71%
15 27 39 51 65 &
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14842: Benzene, 1,2-diethyl-
105 119
13.20 13.40 13.60 13.80 14.00
5000 134 m/z 91.10 24 .88%
91
77
39 51
T il M | Y W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14884: Benzene, 1-ethyl-3,5-dimethyl-
119 13.20 13.40 13.60 13.80 14.00
m/z 77.10 14 .20%
5000
134
n¥a e 7 T
| | L Ll m yu 1) i
m/z--> 20 40 60 80 100 120 140 160 180 200 1320 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 : VY000766.D

Acq On : 21 Nov 2019 14:36

Operator : SY/MD

Sample : K5957-01

Misc : 5.20G/5ML/MSVOA_Y/SOIL

ALS Vial : 6 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 9 Naphthalene, decahydro- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.75 223.76 ug/Il 42293100 1,4-Dichlorobenzene-d4 13.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, decahydro- 138 C10H18 000091-17-8 97
2 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 93
3 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 81
4 1,1"-Bicyclopentyl 138 C10H18 001636-39-1 72
5 Spiro[4.5]decane 138 C10H18 000176-63-6 68
Abundance Scan 1970 (13.747 min): VY000766.D (-1965) (-) m/z 138.20 100.00%
7 138
81 96
41
5000
119
154 179 13.40 13.60 13.80 14.00
0 LwﬁwiqunT%ETpTernTzﬂ% m/z 67.10 99.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
67 96 138
81
5000 4l AUV SRS &

13.I4O 13.I60 13.I80 14.I00
m/z 68.10  71.40%

27 110
124
Wﬁwﬁwﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #16924: Naphthalene, decahydro-, trans-
6 138
82 gg R R e e  EBAREE N
41 13.40 13.60 13.80 14.00
5000 m/z 81.10 70.18%
27
110
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #16913: Naphthalene, decahydro-, cis- T
67 81 96 138 13.40 13.60 13.80 14.00
m/z 96.10 68 .59%
5000 41
27 110
124
R e R LB
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 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 : VY000766.D

Acq On : 21 Nov 2019 14:36

Operator : SY/MD

Sample : K5957-01

Misc : 5.20G/5ML/MSVOA_Y/SOIL

ALS Vial : 6 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 10 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.97 102.55 ug/Il 19383500 1,4-Dichlorobenzene-d4 13.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 97
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95
4 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 94

Abundance Scan 2007 (13.973 min): VY000766.D (-2002) (-) m/z 119.15 100.00%
119
5000
134
20 51 65 77 jl 1?5 s 170 13.60 13.80 14.00 14.20
Ot e e Wl 20 AP0 207 Pm/z 134.20 30.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
5000
134 13.60 13.80 14.00 14.20
m/z 91.10 18.23%
15 27 39 51 g5 77 91 105 |
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14810: o-Cymene
119
13.60 13.80 14.00 14.20
5000 m/z 105.10 14 .00%
o1 134
15 27 ﬁg 51 65 77 | 103 |
| | Lol L M 1 A
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119 13.60 13.80 14.00 14.20
m/z 120.10 9.98%
5000
91 134
7 105
51 65 ‘
...1?,.2‘.7..3‘?..“.‘.,‘.‘...“‘,..w.,“:‘..‘H...‘.,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\vy112119\
Data File : VY000766.D

Acq On : 21 Nov 2019 14:36

Operator : SY/MD

Sample : K5957-01

Misc : 5.20G/5ML/MSVOA_Y/SOIL

ALS Vial : 6 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]
Cyclohexane, 1,1,... 11.10 127.5 ug/1 86834400 3 11.49 34046600 50.0
cis-1-Ethyl-3-met... 11.77 214.3 ug/l1 145905000 3 11.49 34046600 50.0
Cyclohexane, 1-et... 12.02 111.2 ug/l 75694700 3 11.49 34046600 50.0
Cyclooctene, 3-me... 12.58 392.3 ug/l 74148800 4 13.41 9450370 50.0
cis-2-Oxabicyclo[... 12.88 205.8 ug/1 38901200 4 13.41 9450370 50.0
2-Undecene, 4,5-d... 12.96 145.2 ug/l 27445400 4 13.41 9450370 50.0
Triacontyl acetate 13.01 108.1 ug/1 20425300 4 13.41 9450370 50.0
Benzene, 1,3-diet... 13.59 165.2 ug/1 31218500 4 13.41 9450370 50.0
Naphthalene, deca... 13.75 223.8 ug/l 42293100 4 13.41 9450370 50.0
Benzene, 2-ethyl-_.. 13.97 102.6 ug/l1 19383500 4 13.41 9450370 50.0
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