LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW110819\
Data File : VW013944.D

Aca On : 08 Nov 2019 15:02

Operator : SY/VA

Sample = K5742-05

Misc : 8.43G/5ML/MSVOA W/SOIL

ALS Vial : 10 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\82W102319S.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 2.361 64 75 85 rBvy 5418690 16510099 2.35% 0.163%
2 3.020 173 183 221 rBV2 50560211 160803366 22.86% 1.589%
3 3.379 233 242 266 rVB4 51525248 183777837 26.13% 1.817%
4 3.580 266 275 293 rVB 5805003 16300852 2.32% 0.161%
5 3.843 310 318 347 rVB 5335223 17733963 2.52% 0.175%
6 4.111 347 362 407 rVB 6484010 28799399 4._.09% 0.285%
7 4_.977 479 504 562 rVB5 61963468 424134607 60.31% 4.192%
8 5.458 562 583 618 rBV3 44895064 243544520 34.63% 2.407%
9 5.775 619 635 650 rBV4 2374780 12757533 1.81% 0.126%
10 5.989 650 670 684 rBVY5 79525776 415129165 59.02% 4.103%
11 6.245 701 712 715 rBVY 6029366 18808220 2.67% 0.186%
12 6.440 735 744 754 rBVY 2525058 9071377 1.29% 0.090%
13 6.574 757 766 780 rVV2 2918635 12242577 1.74% 0.121%
14 6.738 780 793 808 rVV 12763302 58407086 8.30% 0.577%
15 6.903 808 820 826 rVV 13528239 60083849 8.54% 0.594%
16 7.007 826 837 857 rVV2 55487053 256226230 36.43% 2.533%
17 7.190 857 867 897 rVB 2446816 10878831 1.55% 0.108%
18 7.708 944 952 979 rVB3 10015544 44021967 6.26% 0.435%
19 7.982 979 997 1006 rBV7 99317677 487890700 69.37% 4.823%
20 8.067 1006 1011 1021 rVB 32741358 105074469 14.94% 1.039%
21 8.208 1021 1034 1041 rBV6 85461834 348755126 49.59% 3.447%
22 8.330 1050 1054 1064 rVB 5693363 11262155 1.60% 0.111%
23 8.458 1064 1075 1082 rBV2 43640584 154197839 21.92% 1.524%
24 8.537 1083 1088 1093 rVVv2 35678732 106266644 15.11% 1.050%
25 8.604 1093 1099 1109 rVB 43270413 136968222 19.47% 1.354%
26 8.762 1109 1125 1133 rVB6 109944967 497976592 70.80% 4.922%
27 8.860 1133 1141 1146 rBV3 23475295 60632825 8.62% 0.599%
28 8.909 1146 1149 1161 rVB2 13729969 33188632 4.72% 0.328%
29 9.012 1161 1166 1173 rBV 4524806 10294423 1.46% 0.102%
30 9.116 1173 1183 1188 rBV6 5884376 21608655 3.07% 0.214%
31 9.366 1207 1224 1241 rBV5 135532154 703315663 100.00% 6.952%
32 9.543 1241 1253 1258 rBY 30530764 68729600 9.77% 0.679%
33 9.628 1258 1267 1275 rVB2 31219070 93829221 13.34% 0.927%
34 9.774 1275 1291 1300 rBV3 24725834 72002350 10.24% 0.712%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW110819\
Data File : VW013944.D

Aca On : 08 Nov 2019 15:02

Operator : SY/VA

Sample = K5742-05

Misc : 8.43G/5ML/MSVOA W/SOIL

ALS Vial : 10 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\82W102319S.M
Title : SW846 8260

35 9.866 1300 1306 1309 rBV2 10154161 21439346 3.05% 0.212%
36 9.921 1309 1315 1319 rBV 18204488 45687981 6.50% 0.452%
37 10.006 1319 1329 1340 rVB6 87055540 380834249 54.15% 3.764%
38 10.140 1340 1351 1361 rBV6 87620020 322714059 45.88% 3.190%
39 10.238 1361 1367 1371 rBV3 7390467 20365122 2.90% 0.201%
40 10.280 1372 1374 1379 rVB2 10477929 15032655 2.14% 0.149%
41 10.360 1379 1387 1391 rBV2 87134344 248936737 35.39% 2.461%
42 10.469 1398 1405 1407 rBV3 12041526 24571709 3.49% 0.243%
43 10.555 1407 1419 1425 rVV5 114645446 471651234 67.06% 4.662%
44 10.604 1425 1427 1431 rVB2 7513031 9181580 1.31% 0.091%
45 10.707 1431 1444 1450 rVB2 39693904 124841956 17.75% 1.234%
46 10.793 1450 1458 1466 rBV3 53812832 129869544 18.47% 1.284%
47 10.866 1466 1470 1476 rVB 26711907 49055868 6.97% 0.485%
48 10.957 1476 1485 1491 rBVY 36591901 82909286 11.79% 0.820%
49 11.061 1491 1502 1509 rBV3 41396545 112300688 15.97% 1.110%
50 11.134 1509 1514 1517 rVV3 17690326 38996725 5.54% 0.385%
51 11.201 1520 1525 1529 rVV2 45841090 96164142 13.67% 0.951%
52 11.250 1529 1533 1538 rVV2 34202593 60432719 8.59% 0.597%
53 11.299 1538 1541 1545 rVB2 12525983 18289564 2.60% 0.181%
54 11.353 1545 1550 1554 rBV 19701139 38373170 5.46% 0.379%
55 11.439 1554 1564 1573 rVB5 85403798 259564782 36.91% 2.566%
56 11.536 1573 1580 1591 rVB2 58606469 130852775 18.61% 1.293%
57 11.652 1593 1599 1604 rBV5 5615160 11968293 1.70% 0.118%
58 11.744 1607 1614 1620 rBV3 66059687 140887269 20.03% 1.393%
59 11.859 1625 1633 1643 rVV6 139048699 429923816 61.13% 4_.250%
60 11.933 1643 1645 1650 rVB 18731687 25338178 3.60% 0.250%
61 12.067 1661 1667 1674 rVB4 13697654 28918955 4.11% 0.286%
62 12.146 1674 1680 1692 rBV6 27152610 87374336 12.42% 0.864%
63 12.262 1694 1699 1703 rVB 17212260 30367062 4_.32% 0.300%
64 12.341 1703 1712 1715 rBV6 13506252 35828723 5.09% 0.354%
65 12.390 1716 1720 1725 rVB4 10161255 18094126 2.57% 0.179%
66 12.469 1729 1733 1736 rBV 8421530 15621046 2.22% 0.154%
67 12.579 1749 1751 1756 rVB 20290707 24987990 3.55% 0.247%
68 12.664 1756 1765 1769 rVB 19987347 34937503 4.97% 0.345%
69 12.811 1782 1789 1794 rBV 27989917 51062779 7.26% 0.505%
70 12.878 1794 1800 1804 rBV2 79376641 173438628 24.66% 1.714%
71 12.951 1808 1812 1818 rVB3 94414150 178468089 25.38% 1.764%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW110819\
Data File : VW013944.D

Aca On : 08 Nov 2019 15:02

Operator : SY/VA

Sample = K5742-05

Misc : 8.43G/5ML/MSVOA W/SOIL

ALS Vial : 10 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\82W102319S.M
Title - SW846 8260
72 13.109 1830 1838 1845 rBV3 39887713 86339424 12.28% 0.853%
73 13.170 1845 1848 1854 rVB2 7080117 10290791 1.46% 0.102%
74 13.268 1854 1864 1873 rVB3 99739228 234051475 33.28% 2.313%
75 13.377 1874 1882 1887 rBV5 5325251 16387433 2.33% 0.162%
76 13.445 1888 1893 1897 rBV2 12660324 19979084 2.84% 0.197%
77 13.493 1897 1901 1904 rBV2 7896868 10980448 1.56% 0.109%
78 13.591 1913 1917 1921 rVB 30170708 45765114 6.51% 0.452%
79 13.634 1921 1924 1930 rVB 10260637 14888282 2.12% 0.147%
80 13.725 1933 1939 1940 rBVY 18080696 25556799 3.63% 0.253%
81 13.755 1940 1944 1948 rVV3 45097813 73460648 10.44% 0.726%
82 13.798 1948 1951 1960 rVB5 50708476 101231564 14.39% 1.001%
83 13.877 1960 1964 1969 rVB 30023907 43206419 6.14% 0.427%
84 13.951 1969 1976 1981 rBV 13314939 20967170 2.98% 0.207%
85 14.018 1981 1987 1989 rBVY 25780734 43325905 6.16% 0.428%
86 14.042 1989 1991 1996 rVB 24139749 34022986 4.84% 0.336%
87 14.103 1996 2001 2007 rVB2 39336261 62612050 8.90% 0.619%
88 14.207 2013 2018 2024 rVB3 22460961 40004317 5.69% 0.395%
89 14.341 2034 2040 2045 rBV2 11352637 20865833 2.97% 0.206%
90 14.420 2045 2053 2057 rBVY 24086306 46796995 6.65% 0.463%
91 14.463 2057 2060 2063 rVB 24982548 31461787 4_47% 0.311%
92 14.499 2063 2066 2070 rVB 14644049 19062558 2.71% 0.188%
93 14.542 2070 2073 2079 rVB 9450600 12714946 1.81% 0.126%
94 14.646 2086 2090 2093 rVB 9708209 12379632 1.76% 0.122%
95 14.694 2093 2098 2101 rBV2 19251528 35124698 4 _.99% 0.347%
96 14.810 2109 2117 2122 rBV3 27056912 69391118 9.87% 0.686%
97 14.859 2122 2125 2137 rVB 8431258 16134160 2.29% 0.159%
98 15.066 2154 2159 2170 rVV3 11406955 31539667 4._.48% 0.312%
99 15.176 2171 2177 2184 rVB3 6874240 15984827 2.27% 0.158%
100 15.365 2203 2208 2215 rvB 17108709 31873867 4_.53% 0.315%
Sum of corrected areas: 10116907275
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW110819\
Data File : VW013944.D

Aca On : 08 Nov 2019 15:02

Operator : SY/VA

Sample : K5742-05

Misc : 8.43G/5ML/MSVOA W/SOIL

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ W\METHOD\82W102319S.M

Quant Title

TIC Library

SW846 8260

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1.4e+08

1.2e+08

1e+08:

8e+07

6e+07

4e+07

2e+07

04
Time-->

TIC: VW013944.D

5.99

6.74
6.24 6 4657

2.00 2.20 2.40 2.60 2.80 3.00 3.20 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 6.80

Abundance

1.4e+08

1.2e+08

1e+08

8e+07

6e+07

4e+07

2e+075,

TIC: VW013944.D

9.37
10.55

8.76

7.98
10.000.14 10.36

8.21 11.44

7.01

Time-->

04

T T T
7.00 9.00 9.50

Abundance

1.4e+08

1.2e+08

1e+08

8e+07

6e+07

4e+07

1
2e+07

TIC: VW013944.D

ﬂ

0
Time-->

—T L s m
12.00 15.50 16.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW110819\
Data File : VW013944.D

Aca On : 08 Nov 2019 15:02

Operator : SY/VA

Sample : K5742-05

Misc : 8.43G/5ML/MSVOA W/SOIL

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ W\METHOD\82W102319S.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 unknown8.76 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.

8.76 410.65 ug/Il 497977000 1,4-Difluorobenzene 8.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 3-methvl- 100 C7H16 000589-34-4 47
2 Aziridine. 2.2-dimethvl- 71 CA4HO9N 002658-24-4 47
3 Heptane 100 C7H16 000142-82-5 43
4 2.2-Dimethvlperhvdro-1.3-oxazine 115 C6H13NO 073155-29-0 38
5 1-Hexene 84 C6H12 000592-41-6 27

Abundance Scan 1125 (8.762 min): VW013944.D (-1109) (-) m/z 100.20 100.00%

1 100
5000

85 IIIII TIr T IIIIIIIIIII
| 115128141 159172 187 210 231 840 860 880 900
ol rref 15128 141 159172 187 210 23l m/z 71.15  99.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #3977: Hexane, 3-methyl-
43
5000 57 70 .,............,....,.
29 8.40 8.60 8.80 9.00
m/z 57.10 99.15%
0

s || IH “ % 100
IIIII.IIII IIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
71

42 8.40 8.60 8.80 9.00
5000 m/z 43.10 98.72%
Ot T T T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #3972: Heptane
a3 8.40 8.60 8.80 9.00

m/z 70.10 96.75%

5000 57 71
29
‘ 100
15\ \\‘ || o8 ]

o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.40 860 880 9.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW110819\
Data File : VW013944.D

Aca On : 08 Nov 2019 15:02

Operator : SY/VA

Sample : K5742-05

Misc : 8.43G/5ML/MSVOA W/SOIL

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ W\METHOD\82W102319S.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 2-Piperidinone Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.01 314.05 ug/l 380834000 1,4-Difluorobenzene 8.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Piperidinone 99 C5H9NO 000675-20-7 52
2 Isothiazole. 5-methvl- 99 C4H5NS 000693-97-0 43
3 2-Pvrrolidinone. 4-methvl- 99 C5H9NO 1000197-00-3 38
4 Cvyclobutanone. 2-ethvl- 98 C6H100 010374-14-8 38
5 2H-Pyran-2-one, 6-heptyltetrahydro- 198 C12H2202 000713-95-1 38
Abundance Scan 1330 (10.012 min): VW013944.D (-1319) (-) m/z 57.10 100.00%
71 99
5000 114

9.60 9.80 10.00 10.20 10.40

ol AL 128 147 165 209 o 4110 99.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3478: 2-Piperidinone
30
42 99
5000 | BB L L L L LB L
55 9.60 9.80 10.00 10.20 10.40
m/z 42.10 90.12%
115 I| f .||| .|| 82 ||
Ottt e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
99
71 9.60 9.80 10.00 10.20 10.40
5000 m/z 71.10 81.76%
45 59
O T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3500: 2-Pyrrolidinone, 4-methyl-
30 9.60 9.80 10.00 10.20 10.40

m/z 99.10 81.20%

5000 " 9 A
0 ‘\ Ll H 6\\9 84 iy

m/z--> 20 40 60 80 100 120 140 160 180 200 960 980 10. 00 10 20 10. 40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW110819\
Data File : VW013944.D

Aca On : 08 Nov 2019 15:02

Operator : SY/VA

Sample : K5742-05

Misc : 8.43G/5ML/MSVOA W/SOIL

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ W\METHOD\82W102319S.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 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.55 1970.42 ug/Il 471651000 Chlorobenzene-d5 11.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane 114 C8H18 000111-65-9 53
2 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 50
3 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 43
4 4-Piperidinemethanamine 114 C6H14N2 007144-05-0 35
5 Butanoic acid, 3-methyl-, hexyl ... 186 C11H2202 010032-13-0 35
Abundance Scan 1418 (10.549 min): VW013944.D (-1407) (-) m/z 85.15 100.00%
7 7 85 T r]
114
5000
o6 10.20 10.40 10.60 10.80
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7618: Octane
48
5000
29 57 g5 10.20 10.40 10.60 10.80
71 m/z 57.10 96.20%
LI O
m/z--> 20 40 80 100 120 140 160 180 200 220
Abundance
43
10.20 10.40 10.60 10.80
5000 57 71 g5 m/z 43.10 95.94Y%
29
0 M O N - —
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7657: Pentane, 2,3,3-trimethyl-
43 10.20 10.40 10.60 10.80
m/z 41.10 82.31%
5000
57 71
‘ 85
0"'P"W"”I'”'I”'?%"W'”'I”"""'”'I”"P"' USRSV RS I
m/z--> 20 60 80 100 120 140 160 180 200 220 1020 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW110819\
Data File : VW013944.D

Aca On : 08 Nov 2019 15:02

Operator : SY/VA

Sample : K5742-05

Misc : 8.43G/5ML/MSVOA W/SOIL

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ W\METHOD\82W102319S.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 Cyclohexane, 1,2-dimethyl-,.._. Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

10.71 521.55 ug/l 124842000  Chlorobenzene-d5 11.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cvclohexane.
2 Cvclohexane.

4 Cvclohexane.

methvl-. trans- 112 C8H16
methvl- (cis/... 112 C8H16

methyl-. trans- 112 C8H16

1.2-di
1.2-di
3 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16
1.4-di
1,4-di

006876-23-9 91
000583-57-3 90
002207-03-6 87
002207-04-7 87

5 Cyclohexane, imethyl-, cis- 112 C8H16 000624-29-3 87
Abundance Scan 1444 (10.707 min): VW013944.D (-1431) (-) m/z 97.10 100.00%
o7
55
5000 112
41 70
|| ““ 5 125 152163 177 191 207 1040 10.60 10.80 11.00
b el L 125 152163 177 191 207 m/z 55.10 72.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6815: Cyclohexane, 1,2-dimethyl-, trans-
55 97
5000 41 e S
69 ) 10.40 10.60 10.80 11.00
. 83 n m/z 112.10 43.56%
15 N
of o B e e O R i
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55 97
41 10.40 10.60 10.80 11.00
5000 m/z 41.10 36.87%
27 69 112
83
15
O e e e o RS BLAL M B i mean el OO
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6821: Cyclohexane, 1,3-dimethyl-, trans- R e R
55 7 10.40 10.60 10.80 11.00
m/z 70.10 32.06%
5000
41 112
69
‘ ‘ 83
| Y I SR AN SRVA A aAS
m/z--> 20 40 60 80 100 120 140 160 180 200 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW110819\
Data File : VW013944.D

Aca On : 08 Nov 2019 15:02

Operator : SY/VA

Sample : K5742-05

Misc : 8.43G/5ML/MSVOA W/SOIL

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ W\METHOD\82W102319S.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, 1,2-dimethyl-,... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.79 542.56 ug/Il 129870000 Chlorobenzene-d5 11.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2-dimethvl-. cis- 112 C8H16 002207-01-4 80
2 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 59
3 Cvclohexane. 1.2-dimethvl- (cis/... 112 C8H16 000583-57-3 58
4 Cvclohexane. 1.4-dimethvl- 112 C8H16 000589-90-2 49
5 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 45
Abundance Scan 1458 (10.793 min): VW013944.D (-1450) (-) m/z 97.10 100.00%
o7
112
5000
| 128 145155 184 10.40 10.60 10.80 11.00 11.20
o ...,”.h,....,.”.,....,”. m/z 55.10 98.31%
m/z--> 40 100 120 140 160 180
Abundance #6802 Cyclohexane 1,2-dimethyl-, cis-
5000 SRR SRR B UL R
70 83 112 1040 10.60 10.80 11.00 11.20
m/z 112.10 60.30%
0 "I"”I""I"”I""I'”'I"'
m/z--> 100 120 140 160 180
Abundance
55 97
10.40 10.60 10.80 11.00 11.20
5000 41 m/z 41.10 49.39%
112
o7 69
15 83
G R S L L B L L WL UL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #6830: Cyclohexane, 1,2-dimethyl- (cis/trans) A e R R
55 97 10.40 10.60 10.80 11.00 11.20
m/z 56.10 43.51%
5000 41
70 83 112
m/z--> 40 60 80 100 120 140 160 180 10,40 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW110819\
Data File : VW013944.D

Aca On : 08 Nov 2019 15:02

Operator : SY/VA

Sample : K5742-05

Misc : 8.43G/5ML/MSVOA W/SOIL

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ W\METHOD\82W102319S.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 Heptane, 2,6-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.96 346.37 ug/l 82909300 Chlorobenzene-d5 11.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2.6-dimethvl- 128 C9H20 001072-05-5 94
2 Nonane 128 C9H20 000111-84-2 58
3 Nonane. 3-methvl- 142 C10H22 005911-04-6 53
4 Octane. 3-ethvl-2.7-dimethvl- 170 C12H26 062183-55-5 50
5 4-Heptanone, 2-methyl- 128 C8H160 000626-33-5 47
Abundance Scan 1485 (10.957 min): VW013944.D (-1476) (-) m/z 43.10 100.00%
43 57
71
5000
85
113 J:£4ﬁkﬁjlel&&4£¥1%j
5] 99 128 145 159 10.60 10.80 11.00 11.20
Olrrrrrrrrra 2l e e et b 2 | m/z 57.10  83.99%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 f ’j f\
Abundance #12681: Heptane, 2,6-dimethyl-
43
5000 57
10.60 10.80 11.00 11.20
27 71 m/z 71.10 53.48%
85 113
. . . . 99 | 128
S B R R R N SRR RAARA KA LA AL LARAN LA AALRN SRS LARE
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43
57 10.60 10.80 11.00 11.20
5000 m/z 41.10 43 .59%
29
71 85
o 9 193 128
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #19171: Nonane, 3-methyl- R AR
57 10.60 10.80 11.00 11.20
m/z 85.10 33.64%
43 -
5000
29
o L N
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW110819\
Data File : VW013944.D

Aca On : 08 Nov 2019 15:02

Operator : SY/VA

Sample : K5742-05

Misc : 8.43G/5ML/MSVOA W/SOIL

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ W\METHOD\82W102319S.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 Heptane, 2,5-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.06 469.16 ug/Il 112301000 Chlorobenzene-d5 11.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2.5-dimethvl- 128 C9H20 002216-30-0 76
2 Heptane. 3.5-dimethvl- 128 C9H20 000926-82-9 53
3 Hexane. 2.2.5.5-tetramethvl- 142 C10H22 001071-81-4 43
4 3-Methvl-2-pvrrolidinone 99 C5H9NO 002555-05-7 38
5 Dodecane, 6-methyl- 184 C13H28 006044-71-9 38

Abundance Scan 1502 (11.061 min): VW013944.D (-1491) (-) m/z 57.10 100.00%

7

5000

i

10.80 11.00 11.20 11.40
0f m/z 43.10 60.42%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #12686: Heptane, 2,5-dimethyl-
5000

10.80 11.00 11.20 11.40
m/z 41.10 51.98%

01
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
57
B LA B e
10.80 11.00 11.20 11.40
5000 a1 m/z 56.10 41.63%
29 71 99
0 14 83 113 128
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #19225: Hexane, 2,2,5,5-tetramethyl- R AmE R S
57 10.80 11.00 11.20 11.40
m/z 99.10 32.79%
5000 a1 n
ol 14 Tl 85 e
T I e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW110819\
Data File : VW013944.D

Aca On : 08 Nov 2019 15:02

Operator : SY/VA

Sample : K5742-05

Misc : 8.43G/5ML/MSVOA W/SOIL

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ W\METHOD\82W102319S.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 (E)-Hex-3-enyl (E)-2-methyl... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.20 401.75 ug/l 96164100 Chlorobenzene-d5 11.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-Hex-3-envl (E)-2-methvlbut-2... 182 C11H1802 1000373-74-1 53
2 Cvclopentane. 1-methvl-2-(2-prop... 124 C9H16 050746-53-7 50
3 3-Heptene. 3-methvl- 112 C8H16 007300-03-0 47
4 2-Hexene. 2.3-dimethvl- 112 C8H16 007145-20-2 43
5 3-Ethyl-4-methyl-2-pentene 112 C8H16 019780-68-8 43
Abundance Scan 1525 (11. 201 mm) VW013944.D (-1520) (-) 82.10 100.00%

94 124 2 9 10.80 11.00 11.20 11.40 11.60
g2t A401sS 172 191 m/z 83.10 95.79%

m/z--> 100 120 140 160 180
Abundance #46993 (E) Hex—3 enyI (E)-2-methylbut-2-enoate
5000
29 41

0!

112
5000
40

10.80 11.00 11.20 11.40 11.60
m/z 55.10  77.46%

101
0 113 137 153
- IIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 100 120 140 160 180
Abundance
55 83
41 e B
10.80 11.00 11.20 11.40 11.60
5000 67 m/z 112.10 57.07%
27
15 % 109 124
O T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #6674: 3-Heptene, 3-methyl-
55 10.80 11.00 11.20 11.40 11.60
m/z 41.10 50.90%
5000 8
41
112
27 70
U ) N O ./ W 't Y2 R L VS
m/z--> 20 40 60 80 100 120 140 160 180 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\VW110819\
Data File : VW013944.D

Aca On : 08 Nov 2019 15:02

Operator : SY/VA

Sample : K5742-05

Misc : 8.43G/5ML/MSVOA W/SOIL

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ W\METHOD\82W102319S.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 unknownll.44 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.44 1084.39 ug/Il 259565000 Chlorobenzene-d5 11.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Ethvl-3-methylheptane 142 C10H22 017302-01-1 47
2 Oxalic acid. isohexvl neopentvl ... 244 C13H2404 1000309-73-0 38
3 Heptane. 3.4.5-trimethvl- 142 C10H22 020278-89-1 38
4 Butanoic acid. 2-methyl-. 2-meth... 186 C11H2202 083783-88-4 35
5 Heptane, 3-methyl- 114 C8H18 000589-81-1 30
Abundance Scan 1564 (11.439 min): VW013944.D (-1554) (-) m/z 71.10 100.00%
7
41 o7 85
5000 111
97 | 126 11.20 11.40 11.60 11.80
o ol s e M/Z 57.10 79.86%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #19201: 3-Ethyl-3-methylheptane
43 TR
85
5000
29 113 11.20 11.40 11.60 11.80
m/z 85.10 77.87%
La LA i
m/z--> 26 45 eb 80 160 150 150 1éo 1§o 260 250
Abundance
43 71
57 11.20 11.40 11.60 11.80
5000 85 m/z 41.10 76.24%
29
o 117130 145 160 188201 229
m/z--> 26 45 eb 50 160 120 150 160 180 200 250
Abundance #19204: Heptane, 3,4,5- trlmethyl LA L L L B L B
43 85 11.20 11.40 11.60 11.80
m/z 43.10 66.89%
| KJ\&J&JJXJ\ f[\
5000
29
69
o o o L & SIS e S
m/z--> 200 40 60 80 100 120 140 160 180 200 220 11.20 11.40 1160 1180
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW110819\
Data File : VW013944.D

Aca On : 08 Nov 2019 15:02

Operator : SY/VA

Sample : K5742-05

Misc : 8.43G/5ML/MSVOA W/SOIL

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ W\METHOD\82W102319S.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 Octane, 3-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.54 546.66 ug/Il 130853000 Chlorobenzene-d5 11.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 3-methvl- 128 C9H20 002216-33-3 64
2 Heptane. 2.5-dimethvl- 128 C9H20 002216-30-0 58
3 Piperidine. 4-methvl- 99 C6H13N 000626-58-4 53
4 Heptane. 3-ethvl- 128 C9H20 015869-80-4 50
5 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 47
Abundance Scan 1581 (11.542 min): VW013944.D (-1573) (-) m/z 57.10 100.00%
5000
13 128137 159169 184 11.20 11.40 11.60 11.80
of ..,.”.,....,.!”,.. e I an. m/z 41.10 75.28%
m/z--> 100 120 140 160 180
Abundance #12669 Octane, 3-methyl-
5000 UL UL MU IR
11.20 11.40 11.60 11.80
m/z 43.10 73 .53%
113 128
0 ""I""I""I""I""I""P"
m/z--> 100 120 140 160 180
Abundance
57
11.20 11.40 11.60 11.80
5000 a m/z 98.10 67 .40%
29 71 99
o 14 85 113 128
miz--> 20 40 60 80 100 120 140 160 180
Abundance #3542: Piperidine, 4-methyl-
56 98 11.20 11.40 11.60 11.80

m/z 56.10 65.02%

5000 30 44

o

m/z--> 20 40 60 80 100 120 140 160 180 11.20 11.40 11. 60 11.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_W\DATA\VW110819\
Data File : VW013944.D

Acq On : 08 Nov 2019 15:02

Operator : SY/VA

Sample : K5742-05

Misc : 8.43G/5ML/MSVOA_W/SOIL

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ W\METHOD\82W102319S.M
Quant Title : SW846 8260

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

-Internal Standard---|

H* 1

|
TIC Top Hit name RT EstConc Units Response |

RT Resp Conc]
unknown8.76 8.76 410.6 ug/l1 497977000 2 8.85 60632800 50.0
2-Piperidinone 10.01 314.1 ug/1 380834000 2 8.85 60632800 50.0
Octane 10.55 1970.4 ug/1 471651000 3 11.64 11968300 50.0
Cyclohexane, 1,2-_... 10.71 521.5 ug/l 124842000 3 11.64 11968300 50.0
Cyclohexane, 1,2-_... 10.79 542_.6 ug/l1 129870000 3 11.64 11968300 50.0
Heptane, 2,6-dime... 10.96 346.4 ug/l1 82909300 3 11.64 11968300 50.0
Heptane, 2,5-dime... 11.06 469.2 ug/l1 112301000 3 11.64 11968300 50.0
(E)-Hex-3-enyl (E... 11.20 401.8 ug/l 96164100 3 11.64 11968300 50.0
unknownll.44 11.44 1084.4 ug/l1 259565000 3 11.64 11968300 50.0
Octane, 3-methyl- 11.54 546.7 ug/l 130853000 3 11.64 11968300 50.0
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