LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW091819\
Data File : VW013127.D

Aca On : 18 Sep 2019 21:12

Operator : SY/VA

Sample : K4944-01

Misc : 4.58G/5ML/MSVOA W/SOIL

ALS Vial : 24 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 W\METHOD\82W091419S.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 9.329 1204 1218 1225 rBY 1906584 4698713 2.33% 0.213%
2 9.957 1315 1321 1334 rVB2 3098403 7501663 3.72% 0.341%
3 10.098 1334 1344 1357 rBV 2494658 5741960 2.85% 0.261%
4 10.317 1373 1380 1385 rBvV 4573689 9207598 4 _.56% 0.418%
5 10.445 1396 1401 1404 rBVY 1202614 2080341 1.03% 0.094%
6 10.506 1404 1411 1419 rVB 10108795 18891889 9.36% 0.858%
7 10.665 1432 1437 1445 rVB 2311741 4440915 2.20% 0.202%
8 10.762 1445 1453 1459 rBV 3273371 7011832 3.48% 0.318%
9 10.847 1462 1467 1473 rVB 1761614 3102394 1.54% 0.141%
10 10.939 1473 1482 1487 rBV 4026166 7302066 3.62% 0.332%

11 11.036 1494 1498 1505 rVvV 2621109 5537799 2.74% 0.252%
12 11.110 1505 1510 1513 rvVv2 2907871 5464718 2.71% 0.248%
13 11.177 1513 1521 1525 rVV 7277995 16133605 8.00% 0.733%
14 11.232 1525 1530 1536 rVV 7116485 14743795 7.31% 0.670%
15 11.286 1536 1539 1542 rVvV 1339327 2023743 1.00% 0.092%

16 11.341 1542 1548 1552 rvVv2 5194050 9993526 4_95% 0.454%
17 11.414 1552 1560 1571 rVvV3 14457001 39587512 19.62% 1.798%
18 11.512 1571 1576 1582 rVV 13725272 22792237 11.30% 1.035%
19 11.561 1582 1584 1592 rVB3 1129942 2401177 1.19% 0.109%
20 11.731 1606 1612 1615 rBV2 3540483 6330847 3.14% 0.288%

21 11.768 1615 1618 1620 rBV 2651820 3351345 1.66% 0.152%
22 11.847 1620 1631 1639 rVV3 40019265 88604468 43.92% 4.024%
23 11.920 1639 1643 1648 rVB2 8920171 16120274 7.99% 0.732%
24 11.981 1648 1653 1660 rBV4 1774332 4809064 2.38% 0.218%
25 12.061 1660 1666 1672 rVB3 3788084 7535030 3.73% 0.342%

26 12.164 1672 1683 1691 rBV2 22056640 76243823 37.79% 3.463%
27 12.256 1693 1698 1703 rVB 16870358 27128828 13.45% 1.232%
28 12.341 1703 1712 1713 rBV4 11642026 20237712 10.03% 0.919%
29 12.378 1714 1718 1724 rVV3 17684644 41709175 20.67% 1.894%
30 12.463 1728 1732 1733 rVV3 3465039 4381377 2.17% 0.199%

31 12.518 1736 1741 1742 rVV3 9634106 18329566 9.09% 0.832%
32 12.548 1742 1746 1748 rVV 19128799 33754879 16.73% 1.533%
33 12.573 1748 1750 1755 rVB 19788610 27251155 13.51% 1.238%
34 12.658 1755 1764 1769 rBV 18611564 35793389 17.74% 1.626%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW091819\
Data File : VW013127.D

Aca On : 18 Sep 2019 21:12

Operator : SY/VA

Sample : K4944-01

Misc : 4.58G/5ML/MSVOA W/SOIL

ALS Vial : 24 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_W\METHOD\82W091419S.M
Title : SW846 8260

35 12.707 1769 1772 1776 rVB3 4485429 6524310 3.23% 0.296%
36 12.786 1781 1785 1791 rVB3 10903724 22026494 10.92% 1.000%
37 12.871 1791 1799 1802 rBV3 35780941 70424396 34.91% 3.199%
38 12.945 1802 1811 1816 rVB4 98196345 201754279 100.00% 9.163%
39 12.999 1816 1820 1825 rVB2 15456887 25242339 12.51% 1.146%
40 13.103 1825 1837 1841 rBV2 26304591 73109238 36.24% 3.320%
41 13.176 1845 1849 1855 rVB2 32884908 56840700 28.17% 2.582%
42 13.256 1855 1862 1866 rBV2 22975752 45022174 22.32% 2.045%
43 13.304 1866 1870 1874 rBV2 6951431 9576361 4._75% 0.435%
44 13.353 1874 1878 1881 rBV3 7936103 11394412 5.65% 0.518%
45 13.451 1887 1894 1898 rBV4 36073877 75439367 37.39% 3.426%
46 13.493 1898 1901 1905 rVV2 24322268 39539533 19.60% 1.796%
47 13.530 1905 1907 1909 rVV 13375622 14819949 7.35% 0.673%
48 13.566 1909 1913 1915 rVV 18125338 29274243 14.51% 1.330%
49 13.591 1915 1917 1921 rVB 22040871 26974868 13.37% 1.225%
50 13.634 1921 1924 1929 rVB 20876194 28119439 13.94% 1.277%
51 13.725 1930 1939 1940 rBV5 9916761 25872696 12.82% 1.175%
52 13.755 1940 1944 1948 rVV2 30697281 44354181 21.98% 2.014%
53 13.798 1948 1951 1960 rVB2 28863791 53327033 26.43% 2.422%
54 13.883 1960 1965 1970 rBV 92400103 156751899 77.69% 7.119%
55 13.932 1970 1973 1974 rBV2 5874210 6978810 3.46% 0.317%
56 14.024 1984 1988 1989 rBV 8599659 12591206 6.24% 0.572%
57 14.048 1989 1992 1996 rVV2 15869095 22794661 11.30% 1.035%
58 14.103 1997 2001 2005 rVB 22924262 33797740 16.75% 1.535%
59 14.213 2013 2019 2024 rBV2 32733833 55641099 27.58% 2.527%
60 14.274 2024 2029 2035 rVV6 8636676 22128349 10.97% 1.005%
61 14.341 2035 2040 2044 rVV6 13638073 30011422 14.88% 1.363%
62 14.396 2044 2049 2052 rVV2 37900041 67877537 33.64% 3.083%
63 14.426 2052 2054 2057 rVV2 13246125 18698973 9.27% 0.849%
64 14.463 2057 2060 2063 rVV 13948849 18501060 9.17% 0.840%
65 14.505 2063 2067 2070 rVV2 13678907 19476946 9.65% 0.885%
66 14.554 2070 2075 2080 rVB4 16230484 28315868 14.03% 1.286%
67 14.609 2080 2084 2087 rBV2 10527627 17521821 8.68% 0.796%
68 14.646 2087 2090 2094 rVV 10529701 14461435 7.17% 0.657%
69 14.694 2094 2098 2100 rVV2 16198308 26022328 12.90% 1.182%
70 14.725 2101 2103 2110 rVV3 16938694 26061217 12.92% 1.184%
71 14.810 2110 2117 2122 rVV4 29598839 65897616 32.66% 2.993%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW091819\
Data File : VW013127.D

Aca On : 18 Sep 2019 21:12

Operator : SY/VA

Sample : K4944-01

Misc : 4.58G/5ML/MSVOA W/SOIL

ALS Vial : 24 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_W\METHOD\82W091419S.M

: SW846 8260

72 14.859 2122 2125 2133 rVB4 10099741 18501001 9.17% 0.840%
73 14.963 2137 2142 2148 rVB 16944086 28173043 13.96% 1.280%
74 15.060 2154 2158 2163 rVV2 6220395 10639800 5.27% 0.483%
75 15.103 2163 2165 2170 rVB 3072764 4194748 2.08% 0.191%

76 15.182 2170 2178 2183 rVB3 6042577 15192098 7.53% 0.690%
77 15.328 2198 2202 2209 rVB5 1571476 3065375 1.52% 0.139%
78 15.420 2210 2217 2222 rBV 4189211 7761818 3.85% 0.353%
79 15.475 2222 2226 2228 rBV4 1420945 2449528 1.21% 0.111%
80 15.651 2248 2255 2263 rBV3 1351459 3125456 1.55% 0.142%

81 15.865 2285 2290 2299 rVB 2607086 5286104 2.62% 0.240%

Sum of corrected areas: 2201793385
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW091819\
Data File : VW013127.D

Aca On : 18 Sep 2019 21:12

Operator : SY/VA

Sample : K4944-01

Misc : 4_.58G/5ML/MSVOA W/SOIL

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ W\METHOD\82W091419S_M
Quant Title : SW846 8260

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

Abundance TIC: VW013127.D

1e+08

8e+07

6e+07

4e+07

2e+07

Ol T TP T oo T T T T[T T [T T T oo T TP oo T[T

Time-->  2.00 2.20 2.40 260 280 300 320 340 360 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 6.80
Abundance TIC: VW013127.D

1e+08
8e+07
6e+07
4e+07

2e+07 114151
10.51

9.33 9.960.10 10, 330}\3 10,50

r¥7 — —" s :
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10 50 11.00 11.50
Abundance TIC: VW013127.D

12.94 13.88

1e+08

8e+07

6e+07

4e+07

2e+07

T — T T — T —T — T — T T T T
Time--> . . . . 14.00 14.50 15.00 . . 16.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW091819\
Data File : VW013127.D

Aca On : 18 Sep 2019 21:12

Operator : SY/VA

Sample : K4944-01

Misc : 4_.58G/5ML/MSVOA W/SOIL

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ W\METHOD\82W091419S_M
Quant Title : 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 Octane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.51 393.39 ug/Il 18891900 Chlorobenzene-d5 11.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane 114 C8H18 000111-65-9 91
2 Heptane. 2.4-dimethvl- 128 C9H20 002213-23-2 80
3 Decane. 5.6-dimethyl- 170 C12H26 001636-43-7 64
4 Heptane. 2.3-dimethvl- 128 C9H20 003074-71-3 50
5 Hexane, 1-(hexyloxy)-2-methyl- 200 C13H280 074421-17-3 50
Abundance Scan 1412 (10.512 min): VW013127.D (-1404) (-) m/z 43.10 100.00%
ile]
85
5000 57
71
ll m | g7 114 10.20 10.40 10.60 10.80
ol el e S Ay m/z 85.10 52.30%
m/z--> 20 40 60 80 100 120 140 160
Abundance #7618: Octane
43
5000
29 57 g5 10.20 10.40 10.60 10.80
71 m/z 41.10 46 .15%
U }?I 'H' 'h‘*""l "w T J" ™ "%}?I L DAL U
m/z--> 20 40 60 80 100 120 140 160
Abundance
43
10.20 10.40 10.60 10.80
5000 85 m/z 57.05 41 .87%
57 71
29
oL 15 99 113 128
miz--> 20 40 60 8 100 120 140 160
Abundance #38341: Decane, 5,6-dimethyl-
43 10.20 10.40 10.60 10.80
m/z 71.10 31.98%
84
5000 57
71
o 20 | ﬂ 99 M3 156 141 155 170
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 14'10 1('30 ' 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW091819\
Data File : VW013127.D

Aca On : 18 Sep 2019 21:12

Operator : SY/VA

Sample : K4944-01

Misc : 4_.58G/5ML/MSVOA W/SOIL

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ W\METHOD\82W091419S_M
Quant Title : 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 Cyclohexane, ethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.18 335.95 ug/Il 16133600 Chlorobenzene-d5 11.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. ethvl- 112 C8H16 001678-91-7 91
2 2-Pentene. 3-ethvl-2-methvl- 112 C8H16 019780-67-7 59
3 2-Hexene. 2.3-dimethvl- 112 C8H16 007145-20-2 58
4 3-Hexene., 2.2-dimethvl-. (2)- 112 C8H16 000690-92-6 53
5 2H-Pyran-2-carboxaldehyde, 3,4-d... 112 C6H802 000100-73-2 50
Abundance Scan 1522 (11.183 min): VW013127.D (-1513) (-) m/z 83.10 100.00%
g3
55
5000
41 112
67
10.80 11.00 11.20 11.40 11.60
Ol 2 A9l LTl 91 102 L Th/z 55.10  63.65%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #6664: Cyclohexane, ethyl-
55 83
5000 a1
112 10.80 11.00 11.20 11.40 11.60
07 m/z 82.10 48.05%
ol 15 [l \\ |
'”I”'W'”'P'”I”'W'”'P'”I”'W'”'P'”I”'W'”'P'
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance
55
83 10.80 11.00 11.20 11.40 11.60
5000 m/z 41.10 27 .55%
4l 69 112
97
15 2 63 77 o1
S UL R RS RS AR RS RN RSN RARSS LRSS B
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #6721: 2-Hexene, 2,3-dimethyl-
5 83 10.80 11.00 11.20 11.40 11.60
a1 m/z 112.10 24 .91%
5000
27 69 112
S 1A N
m/z--> 0 20 30 40 50 60 70 8 90 100 110 120 10.80 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW091819\
Data File : VW013127.D

Aca On : 18 Sep 2019 21:12

Operator : SY/VA

Sample : K4944-01

Misc : 4_.58G/5ML/MSVOA W/SOIL

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ W\METHOD\82W091419S_M
Quant Title : 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, 2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.41 824.34 ug/l 39587500 Chlorobenzene-d5 11.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2-methvl- 128 C9H20 003221-61-2 74
2 1-lodo-2-methvlnonane 268 C10H211 1000101-47-9 50
3 Ether. hexvl pentvl 172 C11H240 032357-83-8 50
4 Hexane. 2.3.5-trimethvl- 128 C9H20 001069-53-0 49
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 47
Abundance Scan 1559 (11.408 min): VW013127.D (-1552) (-) m/z 43.10 100.00%
43
5000 57 71
85
J i1 | o6 113128 11.00 11.20 11.40 11.60 11.80
0,.”.,.”,”.w.”.“.”,”.w.”..”...” R R e N R S m/z 57.10 43.32%
m/z-> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #12671: Octane, 2-methyl-
43
5000 o7
n 11.00 11.20 11.40 11.60 11.80
29 85 m/z 71.10 42 .13%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43
57
11.00 11.20 11.40 11.60 11.80
5000 1 m/z 41.10 35.27%
85
29
o 99 127141155169 211 268
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #39799: Ether, hexyl pentyl
43 11.00 11.20 11.40 11.60 11.80
m/z 85.10 34 .15%
71
5000
85
56 ‘
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.00 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW091819\
Data File : VW013127.D

Aca On : 18 Sep 2019 21:12

Operator : SY/VA

Sample : K4944-01

Misc : 4_.58G/5ML/MSVOA W/SOIL

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ W\METHOD\82W091419S_M
Quant Title : 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 Octane, 3-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.51 474.61 ug/Il 22792200 Chlorobenzene-d5 11.63
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 91
3 Undecane. 6-methvl- 170 C12H26 017302-33-9 64
4 Heptane. 4-(l-methvlethvl)- 142 C10H22 052896-87-4 59
5 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 53
Abundance Scan 1576 (11.512 min): VW013127.D (-1571) (-) m/z 57.10 100.00%
g7
5000
43
71 %8 11.20 11.40 11.60 11.80
o...,....',M,.."..,5?5...',..1.1?,.1?8..,....,...., m/z 43.10 28.57%
m/z--> 20 40 60 80 100 120 140 160
Abundance #12669: Octane, 3-methyl-
57
5000
43 11.20 11.40 11.60 11.80
m/z 41.10 28.48%
29 ‘ - 98
0 15 | ‘ ! ‘\ N i 85 M 113 128
miz--> 20 40 6 80 100 120 140 160
Abundance
57
11.20 11.40 11.60 11.80
5000 43 m/z 56.10 22.51%
29 71 99
ol 15 85 113 128
miz--> 20 40 6 80 100 120 140 160
Abundance #38328: Undecane, 6-methyl-
57 11.20 11.40 11.60 11.80
m/z 98.10 18.94%
5000
43 98
29
o N ww I ﬁl 85 | 112 126 140 155 170
m/z--> 20 40 i 80 100 120 140 160 ' 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW091819\
Data File : VW013127.D

Aca On : 18 Sep 2019 21:12

Operator : SY/VA

Sample : K4944-01

Misc : 4_.58G/5ML/MSVOA W/SOIL

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ W\METHOD\82W091419S_M
Quant Title : 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 Cyclohexane, l-ethyl-4-meth... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.92 335.67 ug/l 16120300 Chlorobenzene-d5 11.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1-ethvl-4-methvl-. ... 126 C9H18 006236-88-0 87
2 Cvclohexane. 1-ethvl-4-methvl-. ... 126 C9H18 004926-78-7 87
3 Cvclohexane. 1-ethvl-2-methvl- 126 C9H18 003728-54-9 78
4 Cvclohexane. 1-ethvl-2-methvl-. ... 126 C9H18 004923-78-8 74
5 3,5-Dimethyl-3-heptene 126 C9H18 059643-68-4 72
Abundance Scan 1643 (11.920 min): VW013127.D (-1639) (-) m/z 97.10 100.00%
55 g7
I 126 e 0 00 a0
Obrrprrrrprrerrrr bl A8l 10, 89 [l 105 115 | 138 T/ 5510 96.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11623: Cyclohexane, 1-ethyl-4-methyl-, trans-
55 97
5000 USSR NN SUNBA SRR
41 69 11.60 11.80 12.00 12.20
126 m/z 96.10 37.72%
29 ‘ 81
0'w'“w'“m'“ﬂw“'vw'w'“w'”m'”|”J|”'Hﬁ'w'“w'“w'“w
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
5000 a1 m/z 41.10 25.22%
69
29 81 126
ol 14 111
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 11.60 11.80 12.00 12.20
m/z 126.10 17.14%
5000
0 i \‘ 8 | o #
m/z--> 15 ﬁo §o 45 55 eb fo éo 95 160 110 150 150 150 ! 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW091819\
Data File : VW013127.D

Aca On : 18 Sep 2019 21:12

Operator : SY/VA

Sample : K4944-01

Misc : 4_.58G/5ML/MSVOA W/SOIL

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ W\METHOD\82W091419S_M
Quant Title : 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 4
R.T. EstConc Area Relative to ISTD R.T.
12.26 564.91 ug/Il 27128800 Chlorobenzene-d5 11.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 91
2 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 91
3 Nonane. 3-methvl- 142 C10H22 005911-04-6 90
4 Heptane. 2.6-dimethvl- 128 C9H20 001072-05-5 64
5 Octane, 2,3,6-trimethyl- 156 C11H24 062016-33-5 59
Abundance Scan 1699 (12.262 min): VW013127.D (-1693) (-) m/z 57.10 100.00%
57
71
5000 43
‘ 113
85 12.00 12.20 12.40 12.60
) S A A L AT 142 169 | nzz 71.10  67.88%
m/z--> 20 40 60 80 100 120 140 160
Abundance #19193: Octane, 2,6-dimethyl-
57
43
5000 29 n
12.00 12.20 12.40 12.60
113 m/z 43.10 50.33%
S O . 7 S
m/z--> 20 40 60 80 100 120 140 160
Abundance
57
71
12.00 12.20 12.40 12.60
5000 23 m/z 41.10 34 .85%
29 113
0 8 g9 127 142
miz--> 20 40 60 80 100 120 140 160
Abundance #19170: Nonane, 3-methyl- L B R w e
57 12.00 12.20 12.40 12.60
43 m/z 56.10 32.71%
71
5000 29
113
0 15 ‘\ “ “ \‘ | \‘\ %5 98 \‘ 127 142
m/z--> 20 40 60 80 100 120 140 160 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW091819\
Data File : VW013127.D

Aca On : 18 Sep 2019 21:12

Operator : SY/VA

Sample : K4944-01

Misc : 4_.58G/5ML/MSVOA W/SOIL

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ W\METHOD\82W091419S_M
Quant Title : 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 6

R.T. EstConc Area Relative to ISTD R.T.
12.34 421.41 ug/Il 20237700 Chlorobenzene-d5 11.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentalene. octahvdro-2-methvl- 124 COH16 003868-64-2 86
2 Bicvclol3.3.11nonane 124 C9H16 000280-65-9 62
3 Cvclohexanone. 4-ethenvl- 124 C8H120 001740-64-3 49
4 Cvclohexane. methvlene- 96 C7H12 001192-37-6 46
5 9-Oxabicyclo[3.3.1]non-6-en-2-o0l... 140 C8H1202 029946-76-7 46

Abundance Scan 1712 (12.341 min): VW013127.D (-1703) (-) m/z 57.10 100.00%
¥ o7 81
41
5000 96
113 125
140 12.00 12.20 12.40 12.60
o,....,....‘;!...5,9“!:,..l!.',?ﬁ‘.l.';.'.h.f??n.|.|I',.19.5.',~'!|...,.!'..,....:....,.. m/z 81.10 92.13%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #10701: Pentalene, octahydro-2-methyl-
81
67
5000 41 96
12.00 12.20 12.40 12.60
55 m/z 67.00 81.41%
124
0 ....,...;;ln.“ﬁu‘.‘w.,..H‘,.7ﬁ4.uw.u.f??..‘..,....‘ e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
81
a1 67 124 12,00 12.20 12.40 1260
5000 54 96 m/z 41.10 62.11%
o 74 89 109116
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #10509: Cyclohexanone, 4-ethenyl- R R RRREaaE S
55 &7 81 12.00 12.20 12.40 12.60
124 m/z 71.10 61.66%
96
5000 a1
29 ‘ H 109
OP'”H”'J'”'N'hl”wﬁ'““L'”f“”%'”JP'“W”“W'”'P'”I”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW091819\
Data File : VW013127.D

Aca On : 18 Sep 2019 21:12

Operator : SY/VA

Sample : K4944-01

Misc : 4_.58G/5ML/MSVOA W/SOIL

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ W\METHOD\82W091419S_M
Quant Title : 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 Ethanone, 1-(1-methylcyclop... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.38 868.52 ug/Il 41709200 Chlorobenzene-d5 11.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanone. 1-(l1-methvlcvclopentvl)- 126 C8H140 013388-93-7 50
2 Cvclopentanone. 2.4.4-trimethvl- 126 C8H140 004694-12-6 50
3 Cvclohexane. propvl- 126 C9H18 001678-92-8 47
4 Cvclopentane. 1-methvl-2-propvl- 126 C9H18 003728-57-2 47
5 Oxalic acid, cyclohexyl decyl ester 312 C18H3204 1000309-31-2 43
Abundance Scan 1718 (12.378 min): VW013127.D (-1714) (-) m/z 83.10 100.00%
83
55
5000 41
69 08 126
||| “ |‘ | 113 | 142 152 12.00 12.20 12.40 12.60
0”P'”P”W””i””Pm'P”J”'W”MP'“P”W'”W”“I””P”'P”W m/z 55.10 70.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #11470: Ethanone, 1-(1-methylcyclopentyl)-
83
55
5000 AR SRR BN I
12.00 12.20 12.40 12.60
41 67 126 m/z 41.10 48.98%
27 L 93 1
G L L R AR RO RARAA N LR RRAN LAS RARAN LR LARAS LARAS MARRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
83
% 12.00 12.20 12.40 12,60
5000 41 69 m/z 57.10 33.96%
126
ol 15 2t 93 11
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #11537: Cyclohexane, propyl- e R E R e S
55 83 12.00 12.20 12.40 12.60
m/z 82.10 33.31%
5000 41
27 67 126
0"I”"P'j'P"'Jh"PwL'P'j”b?§'Pl"P'??I”%Q?”"I”"I”"P"'P"W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW091819\
Data File : VW013127.D

Aca On : 18 Sep 2019 21:12

Operator : SY/VA

Sample : K4944-01

Misc : 4_.58G/5ML/MSVOA W/SOIL

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ W\METHOD\82W091419S_M
Quant Title : 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 2-Oxepanone, 7-hexyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.52 381.68 ug/l 18329600 Chlorobenzene-d5 11.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Oxepanone. 7-hexvl- 198 C12H2202 016429-21-3 59
2 Sulfurous acid. isohexvl hexvl e... 250 C12H2603S 1000309-12-8 47
3 Hexane. 3-ethvl- 114 C8H18 000619-99-8 45
4 Pvrrolidine. 3-methvl- 85 C5H11N 034375-89-8 45
5 Heptane, 2,4,6-trimethyl- 142 C10H22 002613-61-8 45
Abundance Scan 1741 (12.518 min): VW013127.D (-1736) (-) m/z 43.10 100.00%
43
85
5000
56
97
70 125 142 12.20 12.40 12.60 12.80
0 ...,....',:..~|.',.."..,uu..:|,....,.-...,-....,.1??.,....,2?97.. m/z 85.10 75.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59516: 2-Oxepanone, 7-hexyl-
85
55
5000
113 12.20 12.40 12.60 12.80
m/z 84.10 54 .48%
0 H Jl \h A ¥ ‘ 128138 151162 180 108
miz--> A N S S A
Abundance
85
43
—v—v-|—v—v—v—v—|—v—v—v—v-|—v—v—v—v—|—v—v—v—v—|'
12.20 12.40 12.60 12.80
5000 m/z 56.10 33.85%
57
o 29 69 101 137149 167
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7623: Hexane, 3-ethyl- R e AN R R
43 12.20 12.40 12.60 12.80
m/z 41.10 27 .43%
5000 85
57 71
oLas Tl g
"'P"'I"”I""I'”'I""P"'I"'W""I'”'I'"' RN ISR DU B
m/z--> 60 80 100 120 140 160 180 200 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW091819\
Data File : VW013127.D

Aca On : 18 Sep 2019 21:12

Operator : SY/VA

Sample : K4944-01

Misc : 4_.58G/5ML/MSVOA W/SOIL

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ W\METHOD\82W091419S_M
Quant Title : 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 Pentane, 2,2,3,3-tetramethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.55 702.88 ug/Il 33754900 Chlorobenzene-d5 11.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.2.3.3-tetramethvl- 128 C9H20 007154-79-2 64
2 Nonane. 4-methvl- 142 C10H22 017301-94-9 64
3 Heptane. 2.3.4-trimethvl- 142 C10H22 052896-95-4 59
4 Undecane. 4.5-dimethvl- 184 C13H28 017312-79-7 45
5 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 43
Abundance Scan 1746 (12.548 min): VW013127.D (-1742) (-) m/z 57.10 100.00%
g7
5000 71
43 08
12.20 12.40 12.60 12.80
o...,....','...'.',..:.,....",.1.1.1.,1.2]7. 2156160 207 | /7 71.10  48.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12734: Pentane, 2,2,3,3-tetramethyl-
57
5000 43 1

12.20 12.40 12.60 12.80
m/z 70.10  45.74%

99
15 \\ 83 | 113
0...,.”.,..”,...w....,”..,.”.,...w....“...,”..
m/z--> 20 60 80 100 120 140 160 180 200
Abundance
43 57
B BRA mm e ST
12.20 12.40 12.60 12.80
5000 71 m/z 43.10 31.69%
98
29
85 112 127 142
oLl e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19208: Heptane, 2,3,4-trimethy!-
3 57 12.20 12.40 12.60 12.80
m/z 98.10 29.15%
5000 71
99
0..W.U.AM.JH.J.w??.ﬂ“...“...,”..,”..,”..,”.. e A A
m/z--> 20 40 60 80 100 120 140 160 180 200 12. 20 12.40 12.60 12.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_W\DATA\VW091819\
Data File : VW013127.D

Acq On : 18 Sep 2019 21:12

Operator : SY/VA

Sample . K4944-01

Misc : 4_.58G/5ML/MSVOA_W/SOIL

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W091419S_M
Quant Title : 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]
Octane 10.51 393.4 ug/l1 18891900 3 11.63 2401180 50.0
Cyclohexane, ethyl- 11.18 335.9 ug/l 16133600 3 11.63 2401180 50.0
Octane, 2-methyl- 11.41 824 .3 ug/1 39587500 3 11.63 2401180 50.0
Octane, 3-methyl- 11.51 474.6 ug/l 22792200 3 11.63 2401180 50.0
Cyclohexane, 1-et... 11.92 335.7 ug/l1 16120300 3 11.63 2401180 50.0
Octane, 2,6-dimet... 12.26 564.9 ug/l1 27128800 3 11.63 2401180 50.0
Pentalene, octahy... 12.34 421.4 ug/l1 20237700 3 11.63 2401180 50.0
Ethanone, 1-(1-me... 12.38 868.5 ug/l 41709200 3 11.63 2401180 50.0
2-Oxepanone, 7-he... 12.52 381.7 ug/l 18329600 3 11.63 2401180 50.0
Pentane, 2,2,3,3-... 12.55 702.9 ug/l 33754900 3 11.63 2401180 50.0
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