LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY112019\
Data File : VY000759.D

Aca On : 20 Nov 2019 18:00

Operator : SY/MD

Sample : K5933-04

Misc : 6.47G/5ML/MSVOA Y/SOIL

ALS Vial : 16 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 4.724 479 490 501 rBvV2 22078 66147 2.64% 0.211%
2 7.724 972 982 988 rBV2 229326 546674 21.80% 1.748%
3 7.797 988 994 1009 rVB 436117 982068 39.16% 3.140%
4 8.151 1043 1052 1065 rVB 222890 494505 19.72% 1.581%
5 8.693 1132 1141 1152 rBV 658006 1297861 51.75% 4.149%
6 10.181 1376 1385 1394 rBV 1010168 1762460 70.28% 5.635%
7 11.089 1529 1534 1539 rVB2 23513 41382 1.65% 0.132%
8 11.199 1546 1552 1557 rBvV4 18699 33857 1.35% 0.108%
9 11.272 1557 1564 1565 rVvVv 30392 47205 1.88% 0.151%
10 11.290 1565 1567 1574 rVB3 36031 53882 2.15% 0.172%
11 11.376 1575 1581 1586 rBvV 58633 96126 3.83% 0.307%
12 11.485 1592 1599 1608 rBvV 905260 1487598 59.32% 4_.756%
13 11.589 1610 1616 1619 rBvV 41970 72506 2.89% 0.232%
14 11.620 1619 1621 1625 rvv2 23404 32450 1.29% 0.104%

15 11.681 1625 1631 1635 rVV6 44195 107790 4_30% 0.345%

16 11.735 1635 1640 1643 rVV 130368 233037 9.29% 0.745%
17 11.778 1643 1647 1652 rVB3 104635 176544 7.04% 0.564%
18 11.833 1652 1656 1659 rBV3 25252 42509 1.70% 0.136%
19 11.930 1667 1672 1676 rVB2 64846 104694 4_.17% 0.335%
20 11.998 1676 1683 1690 rBv4 233002 557374 22.23% 1.782%

21 12.052 1690 1692 1695 rVv2 53839 65779 2.62% 0.210%
22 12.083 1695 1697 1699 rVVv2 40714 51386 2.05% 0.164%
23 12.119 1699 1703 1707 rVvVv 370897 480500 19.16% 1.536%
24 12.162 1707 1710 1711 rVvV 60085 68227 2.72% 0.218%

25 12.199 1711 1716 1718 rVV3 237683 405293 16.16% 1.296%

26 12.241 1718 1723 1732 rVV4 426226 961028 38.32% 3.072%
27 12.321 1733 1736 1739 rVVv2 75959 123679 4._.93% 0.395%
28 12.369 1739 1744 1747 rVV3 187355 376844 15.03% 1.205%
29 12.412 1747 1751 1756 rVB 411656 679274 27.09% 2.172%
30 12.479 1756 1762 1767 rBV 783362 1253292 49.98% 4_.007%

31 12.564 1767 1776 1779 rBV7 90263 225442 8.99% 0.721%
32 12.607 1780 1783 1784 rBV2 31393 32433 1.29% 0.104%
33 12.638 1784 1788 1796 rVB2 329408 786199 31.35% 2.514%
34 12.729 1796 1803 1807 rBV2 588940 1033936 41.23% 3.306%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY112019\
Data File : VY000759.D

Aca On : 20 Nov 2019 18:00

Operator : SY/MD

Sample : K5933-04

Misc : 6.47G/5ML/MSVOA Y/SOIL

ALS Vial : 16 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 12.808 1808 1816 1820 rVV3 934542 1667335 66.49% 5.331%

36 12.857 1820 1824 1829 rVB2 303808 477734 19.05% 1.527%
37 12.912 1829 1833 1834 rBV2 38862 55076 2.20% 0.176%
38 12.949 1834 1839 1842 rBV4 175968 293789 11.71% 0.939%
39 12.997 1842 1847 1849 rBV3 74195 134141 5.35% 0.429%
40 13.034 1849 1853 1860 rVB 663700 1021759 40.74% 3.267%

41 13.113 1860 1866 1871 rBV 1625709 2507812 100.00% 8.018%
42 13.162 1871 1874 1879 rVB3 85370 114245 4_56% 0.365%
43 13.223 1880 1884 1885 rBVY 90602 120027 4._.79% 0.384%
44 13.314 1892 1899 1903 rBV3 630749 1190709 47.48% 3.807%
45 13.357 1903 1906 1910 rVV3 267944 439347 17.52% 1.405%

46 13.418 1910 1916 1919 rVV 876348 1500532 59.83% 4.797%
47 13.455 1919 1922 1928 rVB 707517 1004290 40.05% 3.211%
48 13.528 1931 1934 1936 rBV3 21427 32673 1.30% 0.104%
49 13.619 1941 1949 1952 rVVv2 400492 738207 29.44% 2.360%
50 13.662 1952 1956 1964 rVV3 373915 741815 29.58% 2.372%

51 13.741 1964 1969 1974 rVV3 385150 640249 25.53% 2.047%
52 13.790 1974 1977 1979 rVVv2 84751 116700 4._.65% 0.373%
53 13.820 1979 1982 1985 rVV 130660 214825 8.57% 0.687%
54 13.881 1988 1992 1994 rVV 193012 303757 12.11% 0.971%
55 13.912 1994 1997 2002 rVvV 267282 428925 17.10% 1.371%

56 13.967 2002 2006 2011 rVB 300754 442512 17.65% 1.415%
57 14.022 2011 2015 2019 rVB3 49155 74119 2.96% 0.237%
58 14.076 2019 2024 2029 rVB2 267216 411345 16.40% 1.315%
59 14.143 2029 2035 2040 rBVS8 51200 138562 5.53% 0.443%
60 14.211 2040 2046 2049 rBV3 94408 159137 6.35% 0.509%

61 14.259 2049 2054 2057 rVvVv3 121637 249987 9.97% 0.799%
62 14.290 2057 2059 2062 rVVv2 101364 122775 4_90% 0.393%
63 14.332 2062 2066 2070 rVB 136430 200168 7.98% 0.640%

64 14.375 2070 2073 2076 rBV3 58938 77084 3.07% 0.246%
65 14.418 2076 2080 2084 rVB2 77651 94678 3.78% 0.303%
66 14.515 2092 2096 2100 rVB3 45715 72192 2.88% 0.231%
67 14.564 2100 2104 2108 rVvv4 26934 58301 2.32% 0.186%
68 14.613 2108 2112 2116 rVV 30846 47535 1.90% 0.152%
69 14.668 2116 2121 2128 rVV4 145486 296315 11.82% 0.947%
70 14.729 2128 2131 2137 rVB5 31849 56137 2.24% 0.179%
71 14.832 2143 2148 2152 rVB 52282 78689 3.14% 0.252%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY112019\
Data File : VY000759.D

Aca On : 20 Nov 2019 18:00

Operator : SY/MD

Sample : K5933-04

Misc : 6.47G/5ML/MSVOA Y/SOIL

ALS Vial : 16 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 = Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y103019S.M

Title : SW846 8260

72 14.942 2162 2166 2169 rBV5 16908 25476 1.02% 0.081%
73 15.046 2178 2183 2189 rVBS8 16217 34904 1.39% 0.112%

74 15.229 2205 2213 2219 rVB 63489 115067 4_.59% 0.368%

Sum of corrected areas: 31278911
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY112019\
Data File : VY000759.D

Aca On : 20 Nov 2019 18:00

Operator : SY/MD

Sample : K5933-04

Misc : 6.47G/5ML/MSVOA Y/SOIL

ALS Vial : 16 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: VY000759.D
1500000
1000000
500000
0 4.72
B B i o e o L B i o e e e AN RERREEEEEE RS ey
Time--> 1.80 2.00 2.20 2.40 2.60 2.80 300 320 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60
Abundance TIC: VY000759.D
1500000
10.18
1000000 11.49
8.69
500000 7.80
7.7 8.15
1 798
. 11mmxﬂ%ﬁ 1. 8;
— T ——— T 1 —
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11 OO 11.50
Abundance TIC: VY000759.D
13111
1500000
12.81

1000000

500000

0 T T T T T T T
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\VY112019\
Data File : VY000759.D

Aca On : 20 Nov 2019 18:00

Operator : SY/MD

Sample : K5933-04

Misc : 6.47G/5ML/MSVOA Y/SOIL

ALS Vial : 16 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-4-meth... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.00 18.73 ug/Il 557374 Chlorobenzene-d5 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. l-ethvl-4-methvl-. ... 126 C9H18 006236-88-0 62
2 Cvclohexane. 1-ethvl-2-methvl-. ... 126 C9H18 004923-78-8 53
3 1-Ethvl-4-methvilcvclohexane 126 C9H18 003728-56-1 53
4 3.5-Dimethv1-3-heptene 126 C9H18 059643-68-4 53
5 cis-1-Ethyl-3-methyl-cyclohexane 126 C9H18 019489-10-2 53
Abundance Scan 1683 (11.998 min): VY000759.D (-1676) (-) m/z 97.10 100.00%
g7
55
5000 41
70
126
| J W 85 wo | 11.60 11.80 12.00 12.20 12.40
Obrrrrrrr el et e et e et 2 | m/z 55.05 74 14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11623: Cyclohexane, 1-ethyl-4-methyl-, trans-
56 o7
5000
41 69 11.60 11.80 12.00 12.20 12.40
126 m/z 57.10 54.01%
29 81
Il il i |. L] Ll 111
G R R R R R R RN AR AR LARAN SARAS LR SARARRARER
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 41.05 41.21%
41
29 69 126
ol 15 81 111
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11575: 1-Ethyl-4-methylcyclohexane
55 o7 11.60 11.80 12.00 12.20 12.40
m/z 43.05 40.36%
5000
41 69 126
27 81
0..,..”,..Jﬁ...JJﬂ..,nﬂu,..JL....ﬂ..g?..lh...}ﬁ%%%?.”.,..”,....“
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 : VY000759.D

Aca On : 20 Nov 2019 18:00

Operator : SY/MD

Sample : K5933-04

Misc : 6.47G/5ML/MSVOA Y/SOIL

ALS Vial : 16 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, 2,6-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.12 16.15 ug/I 480500 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 86
3 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 86
4 Undecane. 6.6-dimethvl- 184 C13H28 017312-76-4 64
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 53
Abundance Scan 1703 (12.119 min): VY000759.D (-1699) (-) m/z 57.10 100.00%
57
71
5000 43
85 e 11.80 12.00 12.20 12.40
o..,....,....,....',.'...,..'.:,....;.-...,..~'..,...?,9....,!|...,..1.2]7,....1,‘.‘.2..,. m/z 71.10 66.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19193: Octane, 2,6-dimethyl-
57
43
5000 29 i
11.80 12.00 12.20 12.40
113 m/z 43.10 46.44%
0"I'“'I"'h"'JJ"'I”l!l"“q:"W'??'I“'??'“'I”'“I'}gz"'&%?"v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57
71 11.80 12.00 12.20 12.40
5000 43 m/z 41.10 34 .84%
29
112
ol 15 8 o8 127 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19198: Octane, 3,6-dimethyl- R B e e
57 11.80 12.00 12.20 12.40
71 m/z 56.10 32.97%
5000 43
29 113
0 \‘ L [ Jy %5 99 | 127 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 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 : VY000759.D

Aca On : 20 Nov 2019 18:00

Operator : SY/MD

Sample : K5933-04

Misc : 6.47G/5ML/MSVOA Y/SOIL

ALS Vial : 16 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, propyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.24 32.30 ug/1 961028 Chlorobenzene-d5 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. propvl- 126 C9H18 001678-92-8 87
2 Cvclohexane. ethvl- 112 C8H16 001678-91-7 64
3 Cvclohexane. octvl- 196 C14H28 001795-15-9 59
4 Cvclopentane. l1-ethvl-1-methvl- 112 C8H16 016747-50-5 58
5 Ethanone, 1-(1-methylcyclopentyl)- 126 C8H140 013388-93-7 53
Abundance Scan 1723 (12.241 min): VY000759.D (-1718) (-) m/z 83.10 100.00%
83
55
5000
41
126
ﬁg B | 12.00 12.20 12.40 12.60
0 N N R = m/z 55.10 63.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11538: Cyclohexane, propyl-
a3
55
5000
41 12.00 12.20 12.40 12.60
29 67 126 m/z 82.10 46.62%
oL 15 Ll 97 109
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance
55 83
12.00 12.20 12.40 12.60
5000 41 m/z 41.10 31.30%
27 67 112
101
e L S L S L WL B WL WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58301: Cyclohexane, octyl- e
83 12.00 12.20 12.40 12.60

m/z 126.15 21.20%

5000 55
41

67
0 29 | ) 97 112 125 139 152 165 196
el M e 12125 139 152 465 o

m/z--> 20 40 60 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\HPCHEM1\MSVOA Y\DATA\VY112019\
Data File : VY000759.D

Aca On : 20 Nov 2019 18:00

Operator : SY/MD

Sample : K5933-04

Misc : 6.47G/5ML/MSVOA Y/SOIL

ALS Vial : 16 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 Pentane, 2,2,3,3-tetramethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.41 22.83 ug/1 679274 Chlorobenzene-d5 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.2.3.3-tetramethvl- 128 C9H20 007154-79-2 59
2 Nonane. 4-methvl- 142 C10H22 017301-94-9 59
3 Octane. 3.5-dimethvl- 142 C10H22 015869-93-9 50
4 Heptane. 2.3.4-trimethvl- 142 C10H22 052896-95-4 45
5 Octane, 2,5-dimethyl- 142 C10H22 015869-89-3 40
Abundance Scan 1751 (12.412 min): VY000759.D (-1747) (-) m/z 57.10 100.00%
g7
5000 43 i1
98
12.00 12.20 12.40 12.60 12.80
123 142
R N 0 < 0 S 20 o - o - T 01
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12739: Pentane, 2,2,3,3-tetramethyl-
57
43
5000 71

12.00 12.20 12.40 12.60 12.80

29 m/z 70.10 41.36%
o .‘ 85 9|9 113 128
- IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 57
R R S ERERE R
71 12.00 12.20 12.40 12.60 12.80
5000 m/z 43.10 39.62%
98
29
ol 15 85 112 197 142
T T T T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19195: Octane, 3,5-dimethyl-
57 12.00 12.20 12.40 12.60 12.80
m/z 98.10 31.52%
43 71
5000
29
85 99 113
0 ...,....,....,....,....,....,....1,4.2...,....,....,....
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\HPCHEM1\MSVOA Y\DATA\VY112019\
Data File : VY000759.D

Aca On : 20 Nov 2019 18:00

Operator : SY/MD

Sample : K5933-04

Misc : 6.47G/5ML/MSVOA Y/SOIL

ALS Vial : 16 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 Benzene, 1,2,4-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.73 34.45 ug/1 1033940 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 64
2 Benzene. (l-methvlethvl)- 120 C9H12 000098-82-8 64
3 Benzene. 1-ethvl-4-methvl- 120 C9H12 000622-96-8 64
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 64
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 64
Abundance Scan 1803 (12.729 min): VY000759.D (-1796) (-) m/z 105.10 100.00%
105
5000
120
a5 e » o e | 1240 1060 120 1300
Ol et e SR M 30207288 0 Ths77120.10  30.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9420: Benzene, 1,2,4-trimethyl-
105
120
5000
12.40 12.60 12.80 13.00
m/z 81.05 15.62%
27 4 51 65 7 91
0 B AR AR B RS WL AR RAREE
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
105
12.40 12.60 12.80 13.00
5000 m/z 55.10 11.53%
120
e S R U L B B S L SR SRR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9424: Benzene, 1-ethyl-4-methyl- L B
105 12.40 12.60 12.80 13.00
m/z 97.15 11.17%
5000
120
15 27 3\9 5\1 6\5 7\7 9\1 il A
mz-> 20 40 60 80 100 120 140 160 180 200 220 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY112019\
Data File : VY000759.D

Aca On : 20 Nov 2019 18:00

Operator : SY/MD

Sample : K5933-04

Misc : 6.47G/5ML/MSVOA Y/SOIL

ALS Vial : 16 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 Decane, 4-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.03 34.05 ug/1 1021760 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 4-methvl- 156 C11H24 002847-72-5 86
2 Heptane. 3.3.5-trimethvl- 142 C10H22 007154-80-5 80
3 Nonane. 3-methvl- 142 C10H22 005911-04-6 53
4 Sulfurous acid. 2-ethvlhexvl iso... 278 C14H3003S 1000309-19-0 50
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 50
Abundance Scan 1852 (13.028 min): VY000759.D (-1849) (-) m/z 71.10 100.00%
43 7
57
5000
296113 12.80 13.00 13.20 13.40
Ol el e M 14iss 56 208 Ttam0 78.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28434: Decane, 4-methyl-
43
57 71
5000
12.80 13.00 13.20 13.40
m/z 57.10 67.90%
85 112
ol 98 126 141 156
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
71
57 ' 12:80 13.00 13.20 13.40
5000 43 m/z 70.10 42.91%
29 113
ol 14 85 o7 127
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #19171: Nonane, 3-methyl- B me ma e S
57 12.80 13.00 13.20 13.40
m/z 41.10 36.82%
43 -
5000
29
0 J Ul 85 e M2 157 14
m/z--> 20 40 60 80 100 120 140 160 180 200 12:80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY112019\
Data File : VY000759.D

Aca On : 20 Nov 2019 18:00

Operator : SY/MD

Sample : K5933-04

Misc : 6.47G/5ML/MSVOA Y/SOIL

ALS Vial : 16 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 Benzene, 1l-methyl-2-propyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.62 24 .60 ug/1 738207 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-2-propvl- 134 C10H14 001074-17-5 87
2 Benzene. 1-methvl-3-propvl- 134 C10H14 001074-43-7 87
3 Benzene. 1-methvl-4-propvl- 134 C10H14 001074-55-1 87
4 Benzene. (1-methvlpropvl)- 134 C10H14 000135-98-8 74
5 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 68
Abundance Scan 1949 (13.619 min): VY000759.D (-1941) (-) m/z 105.10 100.00%
105
5000
134
77 91 | 118 13.40 13.60 13.80 14.00
39 6
o} S AN A N '..'ﬁ,...l.,..l??,.... rrprrrrrereaee || m/z 13420 24.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14855: Benzene, 1-methyl-2-propyl-
105
5000
13.40 13.60 13.80 14.00
134 m/z 117.10 18.38%
oL 2639 63 [ S | 110 |
m/z--> 20 45 eb 80 160 120 140 160 180 200 220 240 260
Abundance
105
13.40 13.60 13.80 14.00
5000 m/z 106.05 14.18%
134
39 63 79 g9
O i s T T o o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14857: Benzene, 1-methyl-4-propyl-
105 13.40 13.60 13.80 14.00
m/z 77.10 11.17%
5000
134
77
m/z--> 20 40 eb 80 100 150 150 160 180 200 220 240 260 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY112019\
Data File : VY000759.D

Aca On : 20 Nov 2019 18:00

Operator : SY/MD

Sample : K5933-04

Misc : 6.47G/5ML/MSVOA Y/SOIL

ALS Vial : 16 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 8 o0-Cymene

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.91 14.29 ug/Il 428925 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 90
2 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 90
3 Benzene. 1-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 90
4 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 90
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 90

Abundance Scan 1997 (13.912 min): VY000759.D (-1994) (-) m/z 119.10 100.00%
119
5000
134
41 55 71 N 103 13.60 13.80 14.00 14.20
O b gt el L 398 370 207 1 Trz77134.20 28.56%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #14812: o-Cymene
119
5000
134 13.60 13.80 14.00 14.20
01 m/z 91.10 11.40%
. 15 27 41 53 65 77 | 103
wes R e b 130 e 1% 188 s
Abundance
119
134 13.60 13.80 14.00 14.20
5000 m/z 117.10 8.60%
91
o 15 27 39 51 65 77 105
mz-> 0 20 40 60 80 100 120 140 160 180 200
Abundance #14874: Benzene, 1-ethyl-2,3-dimethyl-
119 13.60 13.80 14.00 14.20
m/z 41.10 7.87%
5000
134
o 1527 351 65 77 T T
0|||||||||||||||||||||‘|‘||||||||||||||||||||||| ||||||||||||||||||
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 13.60 13.80 14.00 14.20

82Y103019S.M Thu Nov 21 11:06:49 2019
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY112019\
Data File : VY000759.D

Aca On : 20 Nov 2019 18:00

Operator : SY/MD

Sample : K5933-04

Misc : 6.47G/5ML/MSVOA Y/SOIL

ALS Vial : 16 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-butenyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.08 13.71 ug/Il 411345 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-butenvl- 132 C10H12 001560-06-1 86
2 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 46
3 1-Phenvl-1-butene 132 C10H12 000824-90-8 46
4 Benzene. l-methvl-4-(2-propenvl)- 132 C10H12 003333-13-9 46
5 Benzene, (2-methylcyclopropyl)- 132 C10H12 1000327-39-0 46

Abundance Scan 2025 (14.083 min): VY000759.D (-2019) (-) m/z 119.10 100.00%
119
105
5000
132 148
39 51 65 /7 13.80 14.00 14.20 14.40
o .~:-'.|.,.l-..,.l?f.‘.,....,z.o.?. m/z 117.10 88.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14046: Benzene, 2-butenyl-
147
5000 132
13.80 14.00 14.20 14.40
m/z 105.10 63.25%
0 N N SN UL S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
13.80 14.00 14.20 14.40
5000 m/z 91.05 34 .28%
91 132
27 39 51 g5 77 105
O B B e e e S R TR SR I o o e O
mz-> 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 115.10 29.62%
5000 132
91
27 39 51 65 77 ‘ 105 ‘
0||‘||||||“i”||‘ﬁ‘|||M|||‘i||”l“||“||l“|‘|||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 13.80 14.00 14.20 14.40

82Y103019S.M Thu Nov 2
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_Y\DATA\VY112019\
Data File : VY000759.D

Acq On : 20 Nov 2019 18:00

Operator : SY/MD

Sample - K5933-04

Misc : 6.47G/5ML/MSVOA_Y/SOIL

ALS Vial : 16 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---|

13.42 1500530 50.0
13.42 1500530 50.0

o-Cymene 13.91 14.3 ug/1 428925
Benzene, 2-butenyl- 14.08 13.7 ug/1 411345

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Cyclohexane, 1-et... 12.00 18.7 ug/I1 557374 3 11.49 1487600 50.0
Octane, 2,6-dimet... 12.12 16.1 ug/I 480500 3 11.49 1487600 50.0
Cyclohexane, propyl- 12.24 32.3 ug/I1 961028 3 11.49 1487600 50.0
Pentane, 2,2,3,3-... 12.41 22.8 ug/I1 679274 3 11.49 1487600 50.0
Benzene, 1,2,4-tr... 12.73 34.5 ug/1 1033940 4 13.42 1500530 50.0
Decane, 4-methyl- 13.03 34.0 ug/1 1021760 4 13.42 1500530 50.0
Benzene, l-methyl... 13.62 24_6 ug/I1 738207 4 13.42 1500530 50.0

4
4
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