LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA Y\DATA\VY112019\

Data File : VY000758.D

Aca On - 20 Nov 2019 17:38

Operator : SY/MD

sample - K5951-01

Misc - 6.23G/5ML/MSVOA Y/SOIL O or A
ALS Vial : 15 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 4.718 478 489 504 rBvV2 31924 102549 2.26% 0.209%
2 7.730 972 983 988 rBV 229084 552837 12.20% 1.127%
3 7.797 988 994 1009 rVB 424474 978740 21.60% 1.996%
4 8.151 1041 1052 1062 rBV 231672 498325 11.00% 1.016%
5 8.693 1132 1141 1152 rBV 668356 1310022 28.91% 2.672%
6 10.181 1377 1385 1397 rBV 1017926 1769747 39.05% 3.609%
7 11.089 1529 1534 1539 rVB2 34087 58206 1.28% 0.119%
8 11.199 1546 1552 1556 rBVv4 29459 52178 1.15% 0.106%
9 11.266 1556 1563 1565 rBV 40768 67141 1.48% 0.137%
10 11.376 1575 1581 1591 rBvV 99863 170583 3.76% 0.348%

11 11.486 1591 1599 1609 rBV 906162 1465385 32.33% 2.989%
12 11.589 1609 1616 1619 rBV 70361 124529 2.75% 0.254%
13 11.626 1619 1622 1625 rVVv2 34133 48448 1.07% 0.099%
14 11.675 1625 1630 1635 rVV6 63620 165799 3.66% 0.338%
15 11.729 1635 1639 1643 rVV 203365 359948 7.94% 0.734%

16 11.778 1643 1647 1652 rVB2 166368 274981 6.07% 0.561%
17 11.839 1652 1657 1660 rBV3 34679 61451 1.36% 0.125%
18 11.924 1667 1671 1676 rVB2 96036 152586 3.37% 0.311%
19 12.004 1676 1684 1690 rBv4 333259 807645 17.82% 1.647%
20 12.053 1690 1692 1695 rVV2 103364 148694 3.28% 0.303%

21 12.083 1695 1697 1699 rVV3 91799 122987 2.71% 0.251%
22 12.120 1699 1703 1707 rVvVv 572080 836318 18.45% 1.706%
23 12.162 1707 1710 1711 rVV 134759 173569 3.83% 0.354%
24 12.199 1711 1716 1718 rVV3 408678 733111 16.18% 1.495%
25 12.241 1718 1723 1732 rVV3 712417 1775371 39.18% 3.621%

26 12.321 1732 1736 1739 rVVv4 208128 413693 9.13% 0.844%
27 12.370 1739 1744 1747 rVV3 374851 839913 18.53% 1.713%
28 12.412 1747 1751 1756 rVB 635897 1038624 22.92% 2.118%
29 12.479 1756 1762 1767 rBV 811369 1297107 28.62% 2.645%
30 12.565 1767 1776 1779 rVVv7 153711 391486 8.64% 0.798%

31 12.607 1780 1783 1784 rVV 147756 196016 4_.33% 0.400%
32 12.644 1784 1789 1797 rVV3 493639 1286976 28.40% 2.625%
33 12.729 1797 1803 1807 rVV2 984117 1706337 37.65% 3.480%
34 12.808 1808 1816 1820 rVV2 1668993 3385136 74.70% 6.904%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA Y\DATA\VY112019\

Data File : VY000758.D

Aca On - 20 Nov 2019 17:38

Operator : SY/MD

sample - K5951-01

Misc - 6.23G/5ML/MSVOA Y/SOIL O or A
ALS Vial : 15 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 12.857 1820 1824 1829 rVV2 473977 803894 17.74% 1.640%

36 12.912 1829 1833 1834 rVV2 84942 118152 2.61% 0.241%
37 12.949 1834 1839 1842 rVV4 349063 667971 14.74% 1.362%
38 12.997 1842 1847 1849 rVVv4 292293 659293 14.55% 1.345%
39 13.034 1849 1853 1860 rVV 1085807 1855836 40.95% 3.785%
40 13.113 1860 1866 1872 rVV 2712704 4531896 100.00% 9.243%

41 13.162 1872 1874 1878 rVVv2 252230 429085 9.47% 0.875%
42 13.223 1880 1884 1885 rVv2 277826 430412 9.50% 0.878%
43 13.241 1885 1887 1892 rVv2 317711 543134 11.98% 1.108%
44 13.314 1892 1899 1903 rVV3 1029368 2074650 45.78% 4.231%
45 13.363 1903 1907 1910 rVV3 483783 855565 18.88% 1.745%

46 13.424 1910 1917 1919 rVvv2 861911 1697459 37.46% 3.462%
47 13.455 1919 1922 1927 rVV 1150697 1703289 37.58% 3.474%
48 13.522 1931 1933 1935 rVV 54840 67369 1.49% 0.137%
49 13.564 1937 1940 1941 rVvv2 111198 141624 3.13% 0.289%
50 13.619 1945 1949 1952 rVV2 728844 1085945 23.96% 2.215%

51 13.662 1952 1956 1964 rVV3 615083 1285948 28.38% 2.623%
52 13.741 1964 1969 1974 rVV2 565339 953555 21.04% 1.945%
53 13.790 1974 1977 1979 rVvv2 127800 180288 3.98% 0.368%
54 13.820 1979 1982 1985 rVV 206271 325465 7.18% 0.664%
55 13.881 1988 1992 1994 rVV 296380 444198 9.80% 0.906%

56 13.912 1994 1997 2002 rVvV 400309 619185 13.66% 1.263%
57 13.967 2002 2006 2011 rVB 460975 678761 14.98% 1.384%
58 14.022 2011 2015 2019 rVB2 78162 124151 2.74% 0.253%
59 14.077 2019 2024 2029 rVB2 404666 627651 13.85% 1.280%
60 14.131 2029 2033 2034 rBV2 74846 101909 2.25% 0.208%

61 14.211 2040 2046 2049 rBV2 150437 254231 5.61% 0.518%
62 14.259 2049 2054 2057 rVV3 188156 409066 9.03% 0.834%
63 14.290 2057 2059 2063 rVVv2 159803 226625 5.00% 0.462%
64 14.333 2063 2066 2070 rVB 219234 278188 6.14% 0.567%
65 14.375 2070 2073 2077 rBV3 84711 119911 2.65% 0.245%

66 14.418 2077 2080 2084 rVB2 117797 139740 3.08% 0.285%
67 14.515 2092 2096 2100 rVB2 73491 109318 2.41% 0.223%
68 14.564 2100 2104 2109 rvv4 41539 97194 2.14% 0.198%
69 14.613 2109 2112 2116 rVB 52006 69565 1.54% 0.142%
70 14.668 2116 2121 2129 rBV2 235301 479114 10.57% 0.977%

71 14.735 2129 2132 2138 rVB2 50255 77595 1.71% 0.158%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA Y\DATA\VY112019\

Data File : VY000758.D

Aca On - 20 Nov 2019 17:38

Operator : SY/MD

sample - K5951-01

Misc - 6.23G/5ML/MSVOA Y/SOIL O or A
ALS Vial : 15 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

72 14.832 2143 2148 2153 rBV 80848 119921 2.65% 0.245%
73 15.046 2178 2183 2189 rVB5 22903 51582 1.14% 0.105%
74 15.229 2203 2213 2225 rVB2 120863 227216 5.01% 0.463%

Sum of corrected areas: 49032389
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEMI\MSVOA Y\DATA\VY112019\

Data File : VY000758.D

Aca On - 20 Nov 2019 17:38

Operator : SY/MD

sample - K5951-01

Misc - 6.23G/5ML/MSVOA Y/SOIL O or A
ALS Vial : 15 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\HPCHEMI\MSVOA Y\DATA\VY112019\

Data File : VY000758.D

Aca On - 20 Nov 2019 17:38

Operator : SY/MD

sample - K5951-01

Misc - 6.23G/5ML/MSVOA Y/SOIL O or A
ALS Vial : 15 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, l-ethyl-2-meth... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.00 27.56 ug/1 807645 Chlorobenzene-d5 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. l-ethvl-2-methvl-., ... 126 C9H18 004923-78-8 55
2 3.5-Dimethvl-3-heptene 126 C9H18 059643-68-4 46
3 2-Hexene. 3.4.4-trimethvl- 126 C9H18 053941-19-8 46
4 Cvclohexane. l-ethvl-4-methvl-. ... 126 C9H18 006236-88-0 46
5 cis-1-Ethyl-3-methyl-cyclohexane 126 C9H18 019489-10-2 43
Abundance Scan 1683 (11.998 min): VY000758.D (-1676) (-) m/z 97.10 100.00%
o7
55
5000 43
69
126
| | H| L, 8 wo | 11.60 11.80 12.00 12.20 12.40
Ol prrreprrrr el il el et L 1420 sz 55,100 77.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11624: Cyclohexane, 1-ethyl-2-methyl-, trans-
55 97
5000
41 11.60 11.80 12.00 12.20 12.40
29 69 o 126 m/z 57.10 58.40%
O"P%?'P'Jm"“h““'IJJ“I“JJL"W“““I'“'I“'}ﬁ%'W"“I'“'I“"P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
55 97
11.60 11.80 12.00 12.20 12.40
5000 m/z 43.10 43.19%
69
41 126
o 15 29 81 111
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11569: 2-Hexene, 3,4,4-trimethyl- REREE s S LS
55 97 11.60 11.80 12.00 12.20 12.40
m/z 41.10 38.24%
5000
41 69
27
126
0"|'“'|"JL"'jNL"|JJM|"“i"“lﬁ?'w"'lv"}i%"l“"|'“'|"“|'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.60 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 : VY000758.D

Aca On : 20 Nov 2019 17:38

Operator : SY/MD

Sample : K5951-01

Misc : 6.23G/5ML/MSVOA Y/SOIL

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

SW846 8260

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

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

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, 2,6-dimethyl-

Concentration Rank 6

IRONBOUND-4FT

R.T. EstConc Area Relative to ISTD R.T.
12.12 28.54 ug/1 836318 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 90
4 Undecane. 6.6-dimethvl- 184 C13H28 017312-76-4 64
5 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 53

Abundance Scan 1703 (12.120 min): VY000758.D (-1699) (-) m/z 57.10 100.00%
57
71
5000 43
o 113
11.80 12.00 12.20 12.40
o...,....,....,....,....,..'..',....,....,....,...?,9....,.'|...,..1.2]7,....1,‘.‘.2..,. m/z 71.10 70.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19197: Octane, 2,6-dimethyl-
57
71
5000
11.80 12.00 12.20 12.40
‘ o 113 m/z 43.10 50.38%
0"%'%?W"Jl"'ll"'vhtlP"JP"'I“L'I“??I“"I””'I'}az"'ﬁ??'W'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57
43 7 11.80 12.00 12.20 12.40
5000 29 m/z 56.10 33.73%
113
o 15 85 o 127 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19198: Octane, 3,6-dimethyl- S At
57 11.80 12.00 12.20 12.40
71 m/z 41.10 31.09%
5000 43
29 113
o [ b i 90 | 7w
m/z--> 10 20 30 Jo 50 eb 75 80 90 100 110 120 130 150 ' 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA Y\DATA\VY112019\

Data File : VY000758.D

Aca On - 20 Nov 2019 17:38

Operator : SY/MD

sample - K5951-01

Misc - 6.23G/5ML/MSVOA Y/SOIL O or A
ALS Vial : 15 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 Cyclopropane, (2-methyleneb... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.20 25.01 ug/1 733111 Chlorobenzene-d5 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane. (2-methvlenebutvl)- 110 C8H14 074685-56-6 58
2 Pentalene. octahvdro-2-methvl- 124 C9H16 003868-64-2 58
3 Cvclohexane. methvlene- 96 C7H12 001192-37-6 52
4 Cvclohexene. 1-butvl- 138 C10H18 003282-53-9 47
5 Cyclohexane, ethenyl- 110 C8H14 000695-12-5 47
Abundance Scan 1716 (12.199 min): VY000758.D (-1711) (-) m/z 81.10 100.00%
67 81
57
5000 41 96
13 124 11.80 12.00 12.20 12.40 12.60
140
o.”.“”.“.ntl.ﬁﬂdw”.MP%L‘"89|“19?JJ“w.h.“.“p.”,. m/z 67.10 91.76%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #6024: Cyclopropane, (2-methylenebutyl)-
a1 67 81
5000
27 11.80 12.00 12.20 12.40 12.60
95 m/z 57.10 79.71%
1l I||H| 1 || 74 | 110
Ot et ety “'W'“'P'“I“'W'“'P'”I“'W'”'P
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
81
67
11.80 12.00 12.20 12.40 12.60
5000 41 9% m/z 96.10  48.00%
55
124
ol 48 74 89 10916
mwwmmmwm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2885: Cyclohexane, methylene-
81 11.80 12.00 12.20 12.40 12.60
67 m/z 41.10 45.22%
5000 54 96
39
0'”'P'”I“'W'ﬂqP'”I“'W'“'P'”I“'W'”'P'”I”'W'”'P'”I' U IR BN BN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 11.80 12.00 12.20 12.40 12.60
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Library Search Compound Report

82Y103019S.M Thu Nov 21 11:06:29 2019

Data Path : Z:\VOASRV\HPCHEMI\MSVOA Y\DATA\VY112019\

Data File : VY000758.D

Aca On - 20 Nov 2019 17:38

Operator : SY/MD

sample - K5951-01

Misc - 6.23G/5ML/MSVOA Y/SOIL O or A
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library C:\DATABASENNIST11.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, propyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
12.24 60.58 ug/1 1775370 Chlorobenzene-d5 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. propvl- 126 C9H18 001678-92-8 86
2 Cvclohexane. octvl- 196 C14H28 001795-15-9 59
3 Cvclohexane. ethvl- 112 C8H16 001678-91-7 50
4 Oxalic acid. cvclohexvl dodecvl ... 340 C20H3604 1000309-31-4 50
5 Oxalic acid, cyclohexyl nonyl ester 298 C17H3004 1000309-31-1 50

Abundance Scan 1723 (12.241 min): VY000758.D (-1718) (-) m/z 83.10 100.00%
8B
55
5000
41 126
69 98 110 s 12.00 12.20 12.40 12.60
0 e T m/z 55.10 60.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11539: Cyclohexane, propyl-
83
55
5000
a1 12.00 12.20 12.40 12.60
. o7 126 m/z 82.10 43 .15%
0.}?,ﬂh.hl.ﬂh.Uh.,!”?Z....“...,..”,....,”..,.
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
83
12.00 12.20 12.40 12.60
5000 55 m/z 41.10 28.31%
41
67
o 29 97 112 125 139 152 165 196
m/z--> ﬁo Jo éo éo 160 150 150 1éo 1é0 260
Abundance #6668: Cyclohexane, ethyl- S R ma eI SRR
83 12.00 12.20 12.40 12.60
55 m/z 126.20 22.54Y%
5000
41
112
27 67
0"'NU"w”“¢|Jh'|l”91"”|"”|"'w"'w""w
m/z--> 20 40 80 100 120 140 160 180 200 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA Y\DATA\VY112019\

Data File : VY000758.D

Aca On - 20 Nov 2019 17:38

Operator : SY/MD

sample - K5951-01

Misc - 6.23G/5ML/MSVOA Y/SOIL O or A
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integrat

EAECE R e e e

Peak Number

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

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

EAE R R R ok R R R e R AR O R AR R R AR R o R R R R R AR R R R R R G R R Sk R o Sk R R R AR e e

5 Heptane, 2,3,4-trimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.41 35.44 ug/1 1038620 Chlorobenzene-d5 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2.3.4-trimethvl- 142 C10H22 052896-95-4 64
2 Pentane. 2.2.3.3-tetramethvl- 128 C9H20 007154-79-2 64
3 Nonane. 4-methvl- 142 C10H22 017301-94-9 50
4 Hexane. 2.4.4-trimethvl- 128 C9H20 016747-30-1 43
5 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 43

Abundance Scan 1751 (12.412 min): VY000758.D (-1747) (-) m/z 57.10 100.00%
g7
5000 43 71
98
12.00 12.20 12.40 12.60 12.80
81
bl el S5 110183 42 207 a7z 71.10  47.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19208: Heptane, 2,3,4-trimethyl-
43 57
5000 71
12.00 12.20 12.40 12.60 12.80
m/z 70.10 46 .85%
O"'l'l'l"'ll"'lll' 'WQQ'JP"'I'”'I"”I"'W""I”"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
12.00 12.20 12.40 12.60 12.80
5000 43 71 m/z 43.10 39.65%
29 99
15 83 113
e L S S SIS B UL L B WL S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19172: Nonane, 4-methy!- AR e Rt L bt
43 57 12.00 12.20 12.40 12.60 12.80
m/z 98.20 28.91%
5000 n
98
29 85 ‘ 142
0 ...,.‘.‘..‘,“:..h‘,..‘:.,.‘...‘,..11:2.,1.2.7..,‘....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA Y\DATA\VY112019\

Data File : VY000758.D

Aca On - 20 Nov 2019 17:38

Operator : SY/MD

sample - K5951-01

Misc - 6.23G/5ML/MSVOA Y/SOIL O or A
ALS Vial : 15 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 Benzene, l-ethyl-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.73 50.26 ug/1 1706340 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 94
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 76
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 76
5 Mesitylene 120 C9H12 000108-67-8 76
Abundance Scan 1803 (12.729 min): VY000758.D (-1797) (-) m/z 105.10 100.00%
105
5000
120
39 555 77 91 12.40 12.60 12.80 13.00
Ol e b Al 10152 198 1 T/77120.10 31.01%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
5000 III""I'/}"I""I""I
120 12.40 12.60 12.80 13.00
m/z 77.05 11.50%
27 39 51 65 77 91
0'"|'L"W'W'W”"H""lw'“w”"'l"”l""|"”|
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
105
12.40 12.60 12.80 13.00
5000 m/z 81.10 11.40%
120
15 27 39 51 65 77 91
o7
miz--> 20 40 60 80 100 120 140 160 180
Abundance #9418: Benzene, l,2,3—trimethy|— LA L L L L N N B |
105 12.40 12.60 12.80 13.00
m/z 91.10 10.35%
120
5000
39 7 91
0 }?I?z"“"?}'lgé' Nl"t'lu"'*ﬂ""l L DN S
m/z--> 20 40 60 80 100 120 140 160 180 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA Y\DATA\VY112019\

Data File : VY000758.D

Aca On - 20 Nov 2019 17:38

Operator : SY/MD

sample - K5951-01

Misc - 6.23G/5ML/MSVOA Y/SOIL O or A
ALS Vial : 15 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 unknownl2.95 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

12.95 19.68 ug/Il 667971 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trans-1.4-diethvlcvclohexane 140 C10H20 013990-93-7 43
2 Cyclohexane. 1.2.4-trimethvl-. (... 126 C9H18 007667-60-9 38
3 Cvclooctane. butvl- 168 C12H24 016538-93-5 35
4 3-l1sopropvl-5-methyvl-hex-4-en-2-one 154 C10H180 077142-85-9 35
5 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 30

Abundance Scan 1839 (12.949 min): VY000758.D (-1834) (-) m/z 69.10 100.00%

57 69
43

5000

12.60 12.80 13.00 13.20

O m/z 57.10 84 .99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18015: Trans-1,4-diethylcyclohexane
69
111
55
5000
41 12.60 12.80 13.00 13.20
140 m/z 43.10 79.67%
81
01
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
69 111
55 12.60 12.80 13.00 13.20
5000 41 m/z 111.20 57.87%
126
27
ol 14 8
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #36763: Cyclooctane, butyl- A BRLEE RS
69 12.60 12.80 13.00 13.20
111 m/z 55.10 47 .20%
55
5000 a1
83
N I
O T P T TP T e e o L
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\HPCHEMI\MSVOA Y\DATA\VY112019\
Data File : VY000758.D

Aca On - 20 Nov 2019 17:38

Operator : SY/MD

sample - K5951-01

Misc - 6.23G/5ML/MSVOA Y/SOIL O or A
ALS Vial : 15 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 Heptane, 3,3,5-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.03 54 .67 ug/1 1855840 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 3.3.5-trimethvl- 142 C10H22 007154-80-5 80
2 Octane. 3.3-dimethvl- 142 C10H22 004110-44-5 78
3 4-Methvl-3-heptanol. trifluoroac... 226 C10H17F302 1000365-51-8 64
4 Sulfurous acid. 2-ethvlhexvl iso... 278 C14H3003S 1000309-19-0 59
5 3-Bromooctane 192 C8H17Br 000999-64-4 50
Abundance Scan 1852 (13.028 min): VY000758.D (-1849) (-) m/z 71.10 100.00%
5000
12.80 13.00 13.20 13.40
o ]??.Fﬁﬁ???..”,....EQZ. m/z 43.10 74.40%
m/z--> 100 120 140 160 180 200
Abundance #19215 Heptane, 3,3,5-trimethyl-
5000
12.80 13.00 13.20 13.40
113 m/z 57.10 61.34%
127
0 'I”"I”I'I”"I”"I”"I”"I”"
m/z--> 100 120 140 160 180 200
Abundance
71
12.80 13.00 13.20 13.40
5000 43 57 m/z 70.10 39.03%
oL_15 8 o 127
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #82214: 4-Methyl-3-heptanol, trifluoroacetate B B B
43 1 12.80 13.00 13.20 13.40

m/z 41.10 37 .35%

5000

83 112
15 \\ Lo L 99 | 125 141 154 167 196

e e L A S 0

m/z--> 20 40 60 80 100 120 140 160 180 200 12. 80 13. OO 13 20 13. 40
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY112019\
VY000758.D

20 Nov 2019 17:38

SY/MD

K5951-01

6.23G/5ML/MSVOA Y/SOIL

15 Sample Multiplier: 1

IRONBOUND-4FT

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

C:\DATABASENNIST11.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 Benzene, l-methyl-3-propyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.62 31.99 ug/1 1085950 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-methvl-3-propvl- 134 C10H14 001074-43-7 76
2 Benzene. l1-methvl-2-propvl- 134 C10H14 001074-17-5 64
3 Benzene. l1l-methvl-4-propvl- 134 C10H14 001074-55-1 64
4 Benzene. (1l-methvipropvl)- 134 C10H14 000135-98-8 59
5 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 53

Abundance Scan 1949 (13.619 mirJ)):VYOOO758.D(—1945) ) m/z 105.10 100.00%
105
5000
77 117 134
91 13.40 13.60 13.80 14.00
39 51 65
b 228 8 L ass a7 207 L w34 50 19.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14853: Benzene, 1-methyl-3-propyl-
105
5000
u 13.40 13.60 13.80 14.00
1 m/z 117.10 17.62%
1527 39 51 65 77 9 | o119 |
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
105
13.40 13.60 13.80 14.00
5000 m/z 106.10 14 .96%
134
. 15 27 39 51 65 77 91 119
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #14859: Benzene, 1-methyl-4-propyl-
105 13.40 13.60 13.80 14.00
m/z 77.05 10.01%
5000
134
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 14'10 1('30 15';0 2(')0 13.40 13.60 13.80 14.00

82Y103019S.M Thu Nov 21 11:06:34 2019
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA Y\DATA\VY112019\

Data File : VY000758.D

Aca On - 20 Nov 2019 17:38

Operator : SY/MD

sample - K5951-01

Misc - 6.23G/5ML/MSVOA Y/SOIL O or A
ALS Vial : 15 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 o-Cymene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.97 19.99 ug/I 678761 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 95
2 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 95
3 Benzene. 1-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 94
4 p-Cvmene 134 C10H14 000099-87-6 94
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91
Abundance Scan 2007 (13.973 min): VY000758.D (-2002) (-) m/z 119.10 100.00%
119
5000
134
a7 51 T 05 153166 191 223 251 267 1380 2380 2200 14.20
O per b e e 123186 191 228 et e m/z 134.15 31.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14811: o-Cymene
119
5000
13.60 13.80 14.00 14.20
o1 134 m/z 91.10 16.18%
0 2|7 ‘|1|1 6? ! 1105 1.
mz-> 20 40 80 85 100 130 140 150 180 200 20 250 2%
Abundance
119
13.60 13.80 14.00 14.20
5000 m/z 105.10 10.29%
01 134

sy 51 7 105

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
9

13.60 13.80 14.00 14.20
m/z 120.05 9.74%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 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\VY112019\

Data File : VY000758.D

Acq On : 20 Nov 2019 17:38

Operator : SY/MD

Sample - K5951-01

Misc - 6.23G/5ML/MSVOA_Y/SOIL (ORI AIET
ALS Vial : 15 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-et... 12.00 27.6 ug/l 807645 3 11.49 1465390 50.0
Octane, 2,6-dimet... 12.12 28.5 ug/I1 836318 3 11.49 1465390 50.0
Cyclopropane, (2-... 12.20 25.0 ug/I1 733111 3 11.49 1465390 50.0
Cyclohexane, propyl- 12.24 60.6 ug/l 1775370 3 11.49 1465390 50.0
Heptane, 2,3,4-tr... 12.41 35.4 ug/1 1038620 3 11.49 1465390 50.0
Benzene, l-ethyl-_.. 12.73 50.3 ug/1 1706340 4 13.42 1697460 50.0
unknownl12 .95 12.95 19.7 ug/I1 667971 4 13.42 1697460 50.0
Heptane, 3,3,5-tr... 13.03 54_.7 ug/1 1855840 4 13.42 1697460 50.0
Benzene, l-methyl... 13.62 32.0 ug/1 1085950 4 13.42 1697460 50.0

4

o-Cymene 13.97 20.0 ug/I1 678761 13.42 1697460 50.0
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