LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY112019\
Data File : VY000755.D

Aca On : 20 Nov 2019 16:32

Operator : SY/MD

Sample : K5957-12

Misc : 5.44G/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 9.187 1209 1222 1228 rBV 277564 626385 1.01% 0.073%
2 9.961 1338 1349 1361 rVB 272067 636400 1.02% 0.074%
3 10.175 1377 1384 1388 rBV 634980 1153039 1.85% 0.134%
4 10.522 1436 1441 1449 rVB 548479 995294 1.60% 0.115%
5 10.620 1449 1457 1461 rBvV2 293197 636261 1.02% 0.074%
6 10.803 1477 1487 1493 rBV 1281718 2147135 3.45% 0.249%
7 10.900 1493 1503 1510 rBV 867380 1904552 3.06% 0.221%
8 10.973 1510 1515 1518 rBV2 568469 978033 1.57% 0.113%
9 11.034 1520 1525 1529 rVB 1688323 2356069 3.79% 0.273%
10 11.089 1529 1534 1539 rVB 3430142 5660593 9.10% 0.656%

11 11.144 1539 1543 1547 rVB 558691 751639 1.21% 0.087%
12 11.205 1547 1553 1557 rBVv2 2598056 4517473 7.26% 0.524%
13 11.272 1557 1564 1566 rBV 3231973 5881525 9.46% 0.682%
14 11.382 1575 1582 1587 rBV 6674226 11429217 18.38% 1.325%
15 11.528 1601 1606 1609 rBV 644712 1042688 1.68% 0.121%

16 11.589 1609 1616 1619 rBV 3596273 6341330 10.20% 0.735%
17 11.626 1619 1622 1625 rVB 1906157 2290857 3.68% 0.266%
18 11.681 1625 1631 1635 rBV4 3716555 7851778 12.63% 0.910%
19 11.735 1635 1640 1644 rBV 9988534 17453879 28.07% 2.023%
20 11.778 1644 1647 1652 rVB2 7782714 12698861 20.42% 1.472%

21 11.839 1652 1657 1660 rBV3 2485969 4397153 7.07% 0.510%
22 11.894 1660 1666 1668 rBV2 1072011 2005120 3.22% 0.232%
23 11.931 1668 1672 1677 rVB2 5604732 9077504 14.60% 1.052%
24 12.004 1677 1684 1691 rBV5 16045939 42229688 67.90% 4._.894%
25 12.059 1691 1693 1696 rVVv2 2735190 3449518 5.55% 0.400%

26 12.089 1696 1698 1700 rVVv2 2121273 2395656 3.85% 0.278%
27 12.126 1700 1704 1708 rVV 19419252 29861149 48.02% 3.461%
28 12.162 1708 1710 1712 rVV2 1945663 2386070 3.84% 0.277%
29 12.205 1712 1717 1719 rVV4 13592605 24183259 38.89% 2.803%
30 12.241 1719 1723 1733 rVV5 20588256 49951324 80.32% 5.789%

31 12.327 1734 1737 1740 rVV2 4793062 7418612 11.93% 0.860%
32 12.382 1740 1746 1749 rVV6 10687926 25246196 40.60% 2.926%
33 12.418 1749 1752 1758 rVB2 22542710 35822842 57.60% 4.152%
34 12.491 1758 1764 1768 rBV4 5913200 11708446 18.83% 1.357%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY112019\
Data File : VY000755.D

Aca On : 20 Nov 2019 16:32

Operator : SY/MD

Sample : K5957-12

Misc : 5.44G/5ML/MSVOA Y/SOIL

ALS Vial : 12 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON

Sampling :© 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

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 12.577 1768 1778 1781 rBV5 6104074 17932360 28.83% 2.078%
36 12.644 1785 1789 1797 rVB2 18793009 45588507 73.31% 5.284%
37 12.735 1797 1804 1809 rBV3 26290185 51709368 83.15% 5.993%
38 12.815 1809 1817 1822 rBV3 29102615 62189680 100.00% 7.208%
39 12.863 1822 1825 1830 rVB3 12185202 18787284 30.21% 2.177%
40 12.918 1830 1834 1835 rBV3 1949854 2392440 3.85% 0.277%
41 12.955 1835 1840 1846 rBV3 9363057 24767290 39.83% 2.870%
42 13.040 1851 1854 1861 rVB2 21311616 36593056 58.84% 4.241%
43 13.119 1861 1867 1872 rBV2 32711660 60135170 96.70% 6.970%
44 13.168 1872 1875 1880 rVB3 3734228 4817372 7.75% 0.558%
45 13.229 1881 1885 1886 rBVY 3351770 4760648 7.66% 0.552%
46 13.321 1892 1900 1904 rBV5 17956041 36512795 58.71% 4.232%
47 13.363 1904 1907 1911 rVB3 7541331 10640903 17.11% 1.233%
48 13.455 1917 1922 1927 rBV 18024432 28976596 46.59% 3.358%
49 13.570 1937 1941 1942 rBV3 2015162 2853380 4_59% 0.331%
50 13.619 1946 1949 1953 rVV2 10126537 14802509 23.80% 1.716%
51 13.662 1953 1956 1965 rVB3 9434645 19252286 30.96% 2.231%
52 13.747 1965 1970 1975 rBV3 11064618 18656555 30.00% 2.162%
53 13.796 1975 1978 1979 rBV 1259922 1538315 2.47% 0.178%
54 13.820 1979 1982 1986 rVV 3546045 5125822 8.24% 0.594%
55 13.881 1989 1992 1995 rVV 3836772 5795622 9.32% 0.672%
56 13.912 1995 1997 2002 rVB2 4787286 6302152 10.13% 0.730%
57 13.967 2002 2006 2011 rVB 5971539 9501486 15.28% 1.101%
58 14.022 2011 2015 2019 rVB2 1009467 1759302 2.83% 0.204%
59 14.076 2019 2024 2029 rVB3 5986961 9483408 15.25% 1.099%
60 14.131 2029 2033 2041 rVB7 1434672 3504800 5.64% 0.406%
61 14.211 2041 2046 2050 rBV2 1922640 3403063 5.47% 0.394%
62 14.259 2050 2054 2057 rBV3 2025073 3492675 5.62% 0.405%
63 14.333 2063 2066 2070 rVB 2186130 2873319 4.62% 0.333%
64 14.381 2070 2074 2077 rBV2 880259 1371373 2.21% 0.159%
65 14.418 2077 2080 2086 rVB4 1584774 2165827 3.48% 0.251%
66 14.515 2093 2096 2100 rVB 618698 919077 1.48% 0.107%
67 14.564 2100 2104 2109 rVV3 389493 791583 1.27% 0.092%
68 14.668 2116 2121 2129 rBV3 1793003 3764669 6.05% 0.436%
69 14.832 2143 2148 2152 rBV 864362 1248405 2.01% 0.145%
70 15.229 2203 2213 2226 rVB 489579 930559 1.50% 0.108%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY112019\
Data File : VY000755.D

Aca On : 20 Nov 2019 16:32

Operator : SY/MD

Sample : K5957-12

Misc : 5.44G/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 - 0 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

Sum of corrected areas: 862825201
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY112019\
Data File : VY000755.D

Aca On : 20 Nov 2019 16:32

Operator : SY/MD

Sample : K5957-12

Misc : 5.44G/5ML/MSVOA Y/SOIL

ALS Vial : 12 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: VY000755.D
3.5e+07
3e+07
2.5e+07
2e+07
1.5e+07
1le+07
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Abundance TIC: VY000755.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY112019\
Data File : VY000755.D

Aca On : 20 Nov 2019 16:32

Operator : SY/MD

Sample : K5957-12

Misc : 5.44G/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 Cyclohexane, 1,1,3-trimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
11.00 271.44 ug/l 5660590  Chlorobenzene-ds 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Cvclohexane. 1.1.3-trimethvi- 126 coH18 003073-66-3 95

2 Cvclohexane. 1.3.5-trimethvl-.
3 Cvclohexane. 1.3.5-trimethvl-.
4 6-Methyl-hept-2-vn-4-o0l

5 Cyclohexane, 1,2,4-trimethyl-,

(... 126 C9H18

(... 126 C9H18
126 C8H140

(-.. 126 C9H18

001795-26-2 64
001795-27-3 59
060018-69-1 59
007667-60-9 56

m/z 111.15 100.00%

10.80 11.00 11.20 11.40

m/z 69.10 69.10%

10.80 11.00 11.20 11.40

m/z 55.10 37 .50%

10.80 11.00 11.20 11.40

m/z 41.10 26 .88%

10.80 11.00 11.20 11.40

Abundance Scan 1534 (11.089 min): VY000755.D (-1529) (-)
111
69
5000 55
41
83
o 97 126 166
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #11584: Cyclohexane, 1,1,3-trimethyl-
69 111
5000 41 95
83
27
ol 15 95 126
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
69 111
55
41
5000
21 126
15 83 97
04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #11641: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.,...
69 111
5000 %5
41 126
28
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

m/z 56.10 21.03%

10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY112019\
Data File : VY000755.D

Aca On : 20 Nov 2019 16:32

Operator : SY/MD

Sample : K5957-12

Misc : 5.44G/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 Octane, 4-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.27 282.04 ug/Il 5881530 Chlorobenzene-d5 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 4-methvl- 128 C9H20 002216-34-4 78
2 Heptane. 2.4-dimethvl- 128 C9H20 002213-23-2 53
3 1-Butanol. 2-ethvl- 102 C6H140 000097-95-0 47
4 Heptane. 4-ethvl- 128 C9H20 002216-32-2 43
5 1-lodo-2-methylnonane 268 C10H21l1 1000101-47-9 43
Abundance Scan 1564 (11.272 min): VY000755.D (-1557) (-) m/z 43.10 100.00%
43
5000 71 8
55 ‘
111 11.00 11.20 11.40 11.60
98 128
0 INS— 1 ..|.||.,‘??..|,...7.8,...~.,...:,....,':...1,2]2...,.... m/z 85.10 48.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12674: Octane, 4-methyl-
43
5000
11.00 11.20 11.40 11.60
29 57 71 85 m/z 71.10 45_.02%
o 36,|| s0 || I | 98 113 128
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
11.00 11.20 11.40 11.60
5000 m/z 70.10 38.57%
85
27 5 7
ol 36 50 64 78 99 113 128
wwmmﬁmﬁwwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4438: 1-Butanol, 2-ethyl-
43 11.00 11.20 11.40 11.60
m/z 41.10 33.42%
5000 70
55
84
0 \“ 63 | 101
m/z--> 10 2'0 3'0 40 5'0 60 70 8IO 90 100 110 120 130 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY112019\
Data File : VY000755.D

Aca On : 20 Nov 2019 16:32

Operator : SY/MD

Sample : K5957-12

Misc : 5.44G/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 3 Octane, 3-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.38 548.07 ug/l 11429200 Chlorobenzene-d5 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 3-methvl- 128 C9H20 002216-33-3 91
2 Heptane. 2.5-dimethvl- 128 C9H20 002216-30-0 76
3 Heptane. 4-(1-methvlethvl)- 142 C10H22 052896-87-4 64
4 Heptane. 4-propvl- 142 C10H22 003178-29-8 64
5 Undecane, 6-methyl- 170 C12H26 017302-33-9 59
Abundance Scan 1582 (11.382 min): VY000755.D (-1575) (-) m/z 57.10 100.00%
57
5000
i 71 % 11.00 11.20 11.40 11.60
o...,....,....,....',!..‘.‘?..'.|:,....~,"....,.?‘?.,....",....,1.15?.,..1.??....,....,. m/z 41.10 26.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12677: Octane, 3-methyl-
57
5000 3 NI R U BV I
- 4 11.00 11.20 11.40 11.60
o8 m/z 43.10 25.40%
o |.| ol 7 e T us e
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57
11.00 11.20 11.40 11.60
5000 43 m/z 56.10 22 .49%
29
71 99
o 85 113 128
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19222: Heptane, 4-(1-methylethyl)- R e RN
57 11.00 11.20 11.40 11.60
m/z 98.15 19.04%
5000 43
27 98
o 15 I “ I %778 || 113122 133142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY112019\
Data File : VY000755.D

Aca On : 20 Nov 2019 16:32

Operator : SY/MD

Sample : K5957-12

Misc : 5.44G/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 4 Cyclohexane, l-ethyl-4-meth... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.78 608.95 ug/Il 12698900 Chlorobenzene-d5 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. l-ethvl-4-methvl-. ... 126 C9H18 004926-78-7 90
2 1-Ethvl-4-methvilcvclohexane 126 C9H18 003728-56-1 87
3 1-Ethvl-3-methvlcvclohexane (c.t) 126 C9H18 003728-55-0 86
4 Cvclohexane. 1-ethvl-4-methvl-., ... 126 C9H18 006236-88-0 83
5 Cyclohexane, l-ethyl-1-methyl- 126 C9H18 004926-90-3 72
Abundance Scan 1647 (11.778 min): VY000755.D (-1644) (-) m/z 97.15 100.00%
7
55
5000
41 67 81 10 11.40 11.60 11.80 12.00
Ol e i 209 138 185 207 | o B5 10 73.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11621: Cyclohexane, 1-ethyl-4-methyl-, cis-
56 97
5000 41 A LD BN U BN I
27 11.40 11.60 11.80 12.00
69 126 m/z 96.10 28.81%
01 II'I:|I''8I|1"'lll']'-l'l'l'|"'I""I""I""IIIII
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55 97
11.40 11.60 11.80 12.00
5000 m/z 126.20 18.43%
4 69 126
27 81 111
G S S L S U UL L I WAL WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11612: 1-Ethyl-3-methylcyclohexane (c,t)
55 o7 11.40 11.60 11.80 12.00
m/z 41.10 13.08%
5000
69 126
81
0 '}?I"' JN"Jll'“' '|"'h|'%%l'|w"'|"' S SR SR
m/z--> 20 60 80 100 120 140 160 180 200 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY112019\
Data File : VY000755.D

Aca On : 20 Nov 2019 16:32

Operator : SY/MD

Sample : K5957-12

Misc : 5.44G/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 5 Heptane, 3-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.93 435.29 ug/Il 9077500 Chlorobenzene-d5 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 3-methvl- 114 C8H18 000589-81-1 59
2 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 59
3 Sulfurous acid. butvl hexvl ester 222 C10H2203S 1000309-17-3 53
4 Hexane. 1.1"-oxvbis- 186 C12H260 000112-58-3 50
5 Nonane, 5-methyl- 142 C10H22 015869-85-9 50
Abundance Scan 1672 (11.931 min): VY000755.D (-1668) (-) m/z 57.10 100.00%
43
5000 Jq/\/\Aj\/j\Ajﬂﬁ
99 1160 11,80 12,00 12.20
) I—— ng 127 2 15 m/z 43.10 89.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #7628: Heptane, 3-methyl-
43
57
85
5000
11.60 11.80 12.00 12.20
29 m/z 85.10 68.98%
o 15 | IS 99 114
m/z--> 'fdllégllégllxdlléd' 60 70 80 90 100 110 120 130 140 150 160
Abundance
43 57
8 1160 11,80 12,00 12.20
5000 m/z 41.10 37.57%
29 71
ol 15 99 114
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #78608: Sulfurous acid, butyl hexyl ester R e AR RAR
a3 85 11.60 11.80 12.00 12.20
m/z 56.10 34.98%
5000
29
0 ‘ Al 89 101100 121 139 149
m/z--> 10 20 30 40 50 65 fo 80 90 100 110 120 130 140 150 160 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY112019\
Data File : VY000755.D

Aca On : 20 Nov 2019 16:32

Operator : SY/MD

Sample : K5957-12

Misc : 5.44G/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 6 Octane, 2,6-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.13 1431.93 ug/l 29861100 Chlorobenzene-d5 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 91
2 Nonane. 3-methvl- 142 C10H22 005911-04-6 91
3 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 87
4 Octane. 1.1"-oxvbis- 242 C16H340 000629-82-3 72
5 Undecane, 6,6-dimethyl- 184 C13H28 017312-76-4 72
Abundance Scan 1705 (12.132 min): VY000755.D (-1700) (-) m/z 57.10 100.00%
g7
71
5000 43
s | 1150 1200 1070 5
Olererrrrerrerr bbb e b b et | Mz 71.10  74.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19193: Octane, 2,6-dimethyl-
57
43
5000 29 i
11.80 12.00 12.20 12.40
113 m/z 43.10 51.64%
0 , ,|| B g9 | 1271 1
s B 0 G 70 B 8 10 10 130 1 4D 1%
Abundance
57
43 71 1180 12.00 12.20 12.40
5000 29 m/z 41.10 44 .89%
113
ol 15 85 gg 127 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19198: Octane, 3,6-dimethyl- R E AR B R
57 11.80 12.00 12.20 12.40
71 m/z 56.10 36.10%
5000 43
113
o Tl B g | 1y 1
m/z--> 10 20 30 45 50 éo fo 80 90 100 110 120 130 150 150 11.80 12,00 12:20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY112019\
Data File : VY000755.D

Aca On : 20 Nov 2019 16:32

Operator : SY/MD

Sample : K5957-12

Misc : 5.44G/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 7 Pentalene, octahydro-2-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.20 1159.66 ug/Il 24183300 Chlorobenzene-d5 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentalene. octahvdro-2-methvl- 124 COH16 003868-64-2 62
2 7-Methvl-8-oxabicvclol4.3.01nonane 140 C9H160 1000216-87-6 62
3 Cvclohexane. methvlene- 96 C7H12 001192-37-6 52
4 1H-Indene. octahvdro-. trans- 124 C9H16 003296-50-2 46
5 Cyclohexene, 1-butyl- 138 C10H18 003282-53-9 43

Abundance Scan 1716 (12.199 min): VY000755.D (-1712) (-) m/z 81.10 100.00%
7 67 8
41
5000 96
| ‘ ‘ ”| ‘ WS aa o 11.80 12.00 12.20 12.40 12.60
o ..;!...5,9.~|.||.:,..'.'.,:7ﬁ4.'|' 189, it dos ) M0 wiz 57.10  92.29%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #10701: Pentalene, octahydro-2-methyl-
g1
67
5000 4l 9% AR AR BB
umnmnmnmnm
55 m/z 67.10 90.81%
oL |""|"':I!|" |.| b .|| 7&'.".'..8.9..|..|....| .].':!'(?l....l....l....l..
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
67 81
a1 55 11.80 12.00 12.20 12.40 12.60
5000 96 m/z 71.10 55.95Y%
125
o 107 140
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #2885: Cyclohexane, methylene-
81 11.80 12.00 12.20 12.40 12.60
67 m/z 41.10 53.22%
5000 54 96
39
0'I""I""I"4'6'I""I""I""I"''I""I'"'I"''I""I""I""I" TTTTTrTTT T T T T T T T T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11.80 12.00 12.20 1240 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY112019\
Data File : VY000755.D

Aca On : 20 Nov 2019 16:32

Operator : SY/MD

Sample : K5957-12

Misc : 5.44G/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 8 2-Pentene, 3,4-dimethyl-, (Z)- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
12.24 2395.31 ug/Il 49951300 Chlorobenzene-d5 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 52
2 2-Pentene. 3.4-dimethvl-. (BE)- 98 C7H14 004914-92-5 50
3 Ethanone. 1-(1-methvlcvclopentvl)- 126 C8H140 013388-93-7 50
4 2-Cvclohexen-1-one. 3.5-dimethvl... 153 C9H15NO 056336-06-2 50
5 2-Pentene, 3,4-dimethyl- 98 C7H14 024910-63-2 49

Abundance Scan 1723 (12.241 min): VY000755.D (-1719) (-) m/z 83.10 100.00%
7 8B
41 98
5000
69 126
12.00 12.20 12.40 12.60
b A2l L m2 L 2 80 94 460
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #3395: 2-Pentene, 3,4-dimethyl-, (2)-
55 83
5000 41
98 12.00 12.20 12.40 12.60
27 69 m/z 55.10 75.90%
0'W}?I”lh'J“L'NJW'Jh”'W”“I””V'”P”'P”W'”W”'W”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
55 83
" 112.00 12120 12.40 12.60
5000 M o8 m/z 41.10 70.31%
27 69
o 15
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #11470: Ethanone, 1-(1-methylcyclopentyl)- R EEREE BE S B
83 12.00 12.20 12.40 12.60
55 m/z 98.20 64 .41%
5000
41
67 126
0 2 || |7 e m
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.00 12.20 12.40 12.60

82Y103019S.M Thu Nov 21 11:05:49 2019
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY112019\
Data File : VY000755.D

Aca On : 20 Nov 2019 16:32

Operator : SY/MD

Sample : K5957-12

Misc : 5.44G/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 9 Nonane, 4-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

12.42 1717.81 ug/Il 35822800 Chlorobenzene-d5 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 4-methvl- 142 C10H22 017301-94-9 80
2 Pentane. 2.2.3.3-tetramethvl- 128 C9H20 007154-79-2 53
3 Heptane. 2.3.4-trimethvl- 142 C10H22 052896-95-4 42
4 Undecane. 4.5-dimethvl- 184 C13H28 017312-79-7 42
5 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 40

Abundance Scan 1752 (12.418 min): VY000755.D (-1749) (-) m/z 57.10 100.00%

g7
5000 a3 |

12.20 12.40 12.60 12.80

123 142
o 156 m/z 71.10 49.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19166: Nonane, 4-methyl-
43 57
71
5000
12.20 12.40 12.60 12.80
29 98 m/z 70.10 46.87%
oL15 | h 112177142
B o B R AR Raa e e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
LA mamm s e S S
12.20 12.40 12.60 12.80
5000 8 m/z 43.10 39.89%
29
99
15 113
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19208: Heptane, 2,3,4-trimethyl- R B LS B aa e
3 57 12.20 12.40 12.60 12.80
m/z 98.20 35.04%
5000 71
29
99
0.”,J”ﬂ”.h.m.ﬁ§”h”.w”.w.”.“.”..” e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY112019\
Data File : VY000755.D

Aca On : 20 Nov 2019 16:32

Operator : SY/MD

Sample : K5957-12

Misc : 5.44G/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 10 Benzene, l-ethyl-3-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.74 242.98 ug/Il 51709400 1,4-Dichlorobenzene-d4 13.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 93
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 89
3 Mesitvlene 120 C9H12 000108-67-8 76
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 76
5 2,4-Nonadiyne 120 C9H12 063621-15-8 70
Abundance Scan 1805 (12.741 min): VYOOO7d)55.D (-1797) () m/z 105.10 100.00%
105
5000
120
55 &t 97
39 65 8 12.40 12.60 12.80 13.00
S .‘.‘.7,'.-.'.~.,.'.'.-.-,7.?.|:|,|....3:.-!'.,.'.-.'.,~~..-.'.~,-.-.1.?,8...1.‘,‘9...1,??].,... m/z 120.15  32.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105
5000
120 12.40 12.60 12.80 13.00
m/z 81.10 19.11%
1827 3 51 65 77 9

| 1l i | L n
B R B o o o L R RN B E s s R R ey e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance

105

12.40 12.60 12.80 13.00
5000 m/z 77.10 13.90%
120

27 39 151 65 7 91

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9402: Mesitylene
105 12.40 12.60 12.80 13.00
m/z 79.10 10.68%
120
5000
27 39 51 g5 /7 L
o RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.40 12.60 12.80 13.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_Y\DATA\VY112019\
Data File : VY000755.D

Acq On : 20 Nov 2019 16:32

Operator : SY/MD

Sample : K5957-12

Misc : 5.44G/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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Cyclohexane, 1,1,... 11.09 271.4 ug/l 5660590 3 11.49 1042690 50.0
Octane, 4-methyl- 11.27 282.0 ug/l 5881530 3 11.49 1042690 50.0
Octane, 3-methyl- 11.38 548.1 ug/l 11429200 3 11.49 1042690 50.0
Cyclohexane, 1-et... 11.78 609.0 ug/l 12698900 3 11.49 1042690 50.0
Heptane, 3-methyl- 11.93 435.3 ug/1 9077500 3 11.49 1042690 50.0
Octane, 2,6-dimet... 12.13 1431.9 ug/l 29861100 3 11.49 1042690 50.0
Pentalene, octahy... 12.20 1159.7 ug/l1 24183300 3 11.49 1042690 50.0
2-Pentene, 3,4-di... 12.24 2395.3 ug/l 49951300 3 11.49 1042690 50.0
Nonane, 4-methyl- 12.42 1717.8 ug/l1 35822800 3 11.49 1042690 50.0

4

Benzene, l-ethyl-... 12.74 243.0 ug/1 51709400 13.40 10640900 50.0
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