LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW022619\
Data File : VW008835.D

Aca On : 26 Feb 2019 17:17

Operator : SY/VA

Sample : K1594-22

Misc : 5.06G/5ML/MSVOA W/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 W\METHOD\82W022119S.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 2.641 114 121 128 rBvV2 14082 37156 1.49% 0.111%
2 3.032 177 185 195 rBvV 190487 397940 15.97% 1.191%
3 3.391 238 244 248 rBV3 13054 28133 1.13% 0.084%
4 4.111 348 362 375 rVB3 44435 179441 7.20% 0.537%
5 4_.379 397 406 413 rBV2 9991 30883 1.24% 0.092%
6 4.903 477 492 496 rBV6 138977 519520 20.85% 1.555%
7 5.135 518 530 538 rVB2 10461 38465 1.54% 0.115%
8 5.434 564 579 594 rBV2 189220 636648 25.55% 1.905%
9 5.940 650 662 673 rBv4 17046 55705 2.24% 0.167%
10 6.714 779 789 799 rBV3 16129 53609 2.15% 0.160%
11 6.872 803 815 826 rVVv2 200231 601773 24.15% 1.801%
12 6.976 826 832 840 rvB4 13488 35707 1.43% 0.107%
13 7.147 851 860 874 rVB2 120043 347265 13.94% 1.039%
14 7.695 944 950 959 rVB3 19259 52952 2.13% 0.158%

15 7.884 967 981 985 rBV 197640 485363 19.48% 1.453%

16 7.945 985 991 998 rvv 390174 916177 36.77% 2.742%
17 8.031 998 1005 1016 rVB 489188 1176598 47.22% 3.521%
18 8.153 1016 1025 1033 rBvV 393035 894693 35.91% 2.678%
19 8.305 1044 1050 1061 rvVv 197643 477369 19.16% 1.429%
20 8.433 1061 1071 1072 rVV2 264786 487245 19.55% 1.458%

21 8.476 1073 1078 1089 rvVv 796370 2276727 91.37% 6.814%
22 8.573 1089 1094 1104 rVvVv 85428 185258 7.43% 0.554%

23 8.695 1104 1114 1123 rVB9 13559 38792 1.56% 0.116%
24 8.842 1129 1138 1147 rBV 550411 1123849 45.10% 3.363%
25 8.933 1147 1153 1159 rVvB2 26399 61122 2.45% 0.183%
26 9.067 1169 1175 1180 rBV2 38789 78212 3.14% 0.234%
27 9.140 1180 1187 1199 rVB3 21969 73597 2.95% 0.220%

28 9.329 1203 1218 1223 rBV4 353061 1013779 40.68% 3.034%
29 9.384 1223 1227 1235 rVB2 304625 581184 23.32% 1.739%
30 9.463 1235 1240 1245 rBV 62872 122711 4.92% 0.367%

31 9.512 1245 1248 1253 rVB5 24303 43559 1.75% 0.130%
32 9.610 1253 1264 1272 rVB2 204565 476635 19.13% 1.426%
33 9.756 1281 1288 1299 rVB2 669416 1354402 54.35% 4_.053%
34 9.890 1299 1310 1316 rBV 805011 1725139 69.23% 5.163%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW022619\
Data File : VW008835.D

Aca On : 26 Feb 2019 17:17

Operator : SY/VA

Sample : K1594-22

Misc : 5.06G/5ML/MSVOA W/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_W\METHOD\82W022119S .M
SW846 8260

35 9.988 1322 1326 1335 rVB2 254704 526222 21.12% 1.575%

36 10.091 1335 1343 1347 rBV4 216914 563292 22.61% 1.686%
37 10.244 1357 1368 1374 rBV2 404654 812193 32.59% 2.431%
38 10.323 1374 1381 1393 rVV2 1195129 2491833 100.00% 7.457%
39 10.445 1393 1401 1404 rVvVv 176629 326267 13.09% 0.976%
40 10.488 1404 1408 1418 rVB4 244655 635435 25.50% 1.902%

41 10.610 1420 1428 1432 rVB4 51127 103057 4.14% 0.308%
42 10.664 1432 1437 1442 rBVY 137476 241146 9.68% 0.722%
43 10.750 1443 1451 1462 rVV4 411364 1148048 46.07% 3.436%
44 10.847 1462 1467 1472 rVB2 130303 231241 9.28% 0.692%
45 10.933 1472 1481 1487 rBV3 137806 292340 11.73% 0.875%

46 11.000 1487 1492 1493 rBV2 82854 121285 4._.87% 0.363%
47 11.036 1493 1498 1506 rVvV 169595 410357 16.47% 1.228%
48 11.103 1506 1509 1512 rVV3 61736 85203 3.42% 0.255%
49 11.146 1512 1516 1519 rVB2 87235 125150 5.02% 0.375%
50 11.231 1525 1530 1535 rVB2 131101 234862 9.43% 0.703%

51 11.286 1535 1539 1543 rBV3 85231 127733 5.13% 0.382%
52 11.335 1543 1547 1551 rVB4 103252 158394 6.36% 0.474%
53 11.408 1551 1559 1561 rBV2 169440 335179 13.45% 1.003%
54 11.512 1571 1576 1585 rBV2 180238 404603 16.24% 1.211%
55 11.628 1589 1595 1603 rVV 788451 1442545 57.89%% 4.317%

56 11.695 1604 1606 1608 rVVv2 56382 70893 2.85% 0.212%
57 11.731 1609 1612 1614 rVVv4 70131 109273 4_.39% 0.327%
58 11.768 1615 1618 1621 rVV3 96557 156887 6.30% 0.470%
59 11.804 1621 1624 1630 rVB4 109570 216518 8.69% 0.648%
60 11.878 1630 1636 1640 rBV2 144205 292940 11.76% 0.877%

61 11.914 1640 1642 1647 rVB2 82429 114338 4_.59% 0.342%
62 11.957 1647 1649 1655 rVB4 21854 36318 1.46% 0.109%
63 12.024 1655 1660 1663 rBV5 29332 60602 2.43% 0.181%
64 12.073 1663 1668 1673 rVB5 65200 117442 4.71% 0.351%
65 12.140 1673 1679 1685 rBV3 147547 320173 12.85% 0.958%

66 12.195 1685 1688 1691 rVB5 29150 39059 1.57% 0.117%
67 12.256 1694 1698 1702 rVB2 79339 120365 4._.83% 0.360%
68 12.335 1702 1711 1716 rBV8 103295 285958 11.48% 0.856%
69 12.506 1731 1739 1743 rBV10 49505 148639 5.97% 0.445%
70 12.621 1749 1758 1766 rVB3 650714 1281384 51.42% 3.835%

71 12.701 1766 1771 1776 rVB6 72753 117290 4.71% 0.351%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW022619\
Data File : VW008835.D

Aca On : 26 Feb 2019 17:17

Operator : SY/VA

Sample : K1594-22

Misc : 5.06G/5ML/MSVOA W/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_W\METHOD\82W022119S.M

Title : SW846 8260

72 12.768 1776 1782 1784 rBV4 36131 74569 2.99% 0.223%
73 12.951 1802 1812 1817 rBV7 46408 153482 6.16% 0.459%
74 12.993 1817 1819 1825 rVB6 31224 44683 1.79% 0.134%
75 13.079 1829 1833 1837 rVB6 26619 44584 1.79% 0.133%
76 13.134 1837 1842 1845 rBV4 35118 64743 2.60% 0.194%
77 13.298 1865 1869 1874 rVB6 32340 54125 2.17% 0.162%
78 13.371 1874 1881 1885 rBV6 32929 84881 3.41% 0.254%
79 13.560 1903 1912 1918 rBV 717593 1153560 46.29% 3.452%
80 13.725 1934 1939 1944 rBV2 35280 53525 2.15% 0.160%
81 13.804 1948 1952 1959 rVB2 32827 61554 2.47% 0.184%
82 13.883 1960 1965 1970 rBV7 33534 60908 2.44% 0.182%
83 14.097 1993 2000 2006 rVB3 60649 126820 5.09% 0.380%
84 14.206 2013 2018 2023 rVv4 41561 70836 2.84% 0.212%
85 14.274 2023 2029 2035 rVB6 23445 44997 1.81% 0.135%
86 14.395 2044 2049 2051 rBv4 28778 42852 1.72% 0.128%
87 14.426 2051 2054 2060 rVB4 35705 61016 2.45% 0.183%
88 14.505 2060 2067 2072 rBV2 46131 86840 3.48% 0.260%
89 14.645 2087 2090 2094 rVB4 20898 30241 1.21% 0.091%
90 14.822 2111 2119 2122 rBV6 20481 57638 2.31% 0.172%
91 14.859 2122 2125 2130 rVV2 26751 47139 1.89% 0.141%
92 15.072 2156 2160 2163 rVV3 18220 28508 1.14% 0.085%
93 15.188 2174 2179 2183 rVB4 16205 28358 1.14% 0.085%
94 15.334 2199 2203 2207 rBV6 13882 26436 1.06% 0.079%

Sum of corrected areas: 33414367
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW022619\
Data File : VW008835.D

Aca On : 26 Feb 2019 17:17

Operator : SY/VA

Sample : K1594-22

Misc : 5.06G/5ML/MSVOA W/SOIL

ALS Vial : 16 Sample Multiplier: 1

Quant Method

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W022119S_.M

Quant Title SW846 8260
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VW008835.D
1200000
1000000
800000
600000
400000
3.03 :
200000 4.90 543 e
4.11
Time-->  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 5.20 540 560 580 6.00 6.20 6.40 6.60 6.80

Abundance
1200000

1000000

800000

600000

400000

200000

TIC: VW008835.D
14.32

11.63

8.48 9.89

10.2

%:98.00

7.15
6.98

Time-->

T [ T T 1T L LI — T — T T
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50

1200000

1000000

800000

600000

400000

2000001y,

Abundance TIC: VW008835.D

13.56

0

Time-->

T — T T — T — T —— T T T L
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 W\DATA\VW022619\
Data File : VW008835.D

Aca On : 26 Feb 2019 17:17

Operator : SY/VA

Sample : K1594-22

Misc : 5.06G/5ML/MSVOA W/SOIL

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W022119S_.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 Pentane, 3-methyl- Concentration Rank 8

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

5.43 34.74 ug/1 636648 Pentafluorobenzene 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 90
2 Pentane. 2.2.3-trimethvl- 114 C8H18 000564-02-3 72
3 1-Hexene. 2-methvl- 98 C7H14 006094-02-6 59
4 Propane. 2-cvclopropvl- 84 C6H12 003638-35-5 59
5 3,4-Dimethyldihydrofuran-2,5-dione 128 C6H803 007475-92-5 53

Abundance Scan 578 (5.428 min): VW008835.D (-564) (-) m/z 57.10 100.00%

o

7
5000

500 520 540 560 5.80
o’ m/z 56.10  94.54%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #1824: Pentane, 3-methyl-

57

4
5000 e T
5.00 520 5.40 5.60 5.80

m/z 41.10 69.08%

% |
71 86
N T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57

5.00 5.20 5.40 5.60 5.80

5000 41 m/z 43.05 25.69%
o 27 70 85 99114
B R B o R R e e R A E
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #3332: 1-Hexene, 2-methyl- P
56 5.00 5.20 5.40 5.60 5.80

m/z 39.05 22.12%

41
5000
27 70 /\\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 5.00 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW022619\
Data File : VW008835.D

Aca On : 26 Feb 2019 17:17

Operator : SY/VA

Sample : K1594-22

Misc : 5.06G/5ML/MSVOA W/SOIL

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W022119S_.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 Pentane, 2,4-dimethyl- Concentration Rank 9

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

6.87 32.84 ug/1 601773 Pentafluorobenzene 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 90
2 Heptane. 3-methvl- 114 C8H18 000589-81-1 64
3 Butane. 2.2.3-trimethvl- 100 C7H16 000464-06-2 59
4 n-Hexane 86 C6H14 000110-54-3 53
5 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 50

Abundance Scan 815 (6.872 min): VW008835.D (-803) (-) m/z 43.10 100.00%
5000 !?
6.60 6.80 7.00 7.20
0 m/z 57.05 82.71%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #3983: Pentane, 2,4-dimethyl-
43
57
5000
6.60 6.80 7.00 7.20
27 85 m/z 41.10 63.79%
oL 14 || | 7| 100
m/z--> 0 ﬁo 45 eb 80 100 120 140 160 180 200 220 240
Abundance
43
57
85 6.60 6.80 7.00 7.20
5000 m/z 56.10 49 _15%
29
oL 15 7L 99114
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #3997: Butane, 2,2,3-trimethyl-
57 6.60 6.80 7.00 7.20
43 m/z 42.10 27 .05%
5000
oL P \‘ 71 | 99
m/z--> 0 ﬁo 45 60 80 100 120 140 160 180 200 220 240 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW022619\
Data File : VW008835.D

Aca On : 26 Feb 2019 17:17

Operator : SY/VA

Sample : K1594-22

Misc : 5.06G/5ML/MSVOA W/SOIL

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W022119S_.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 Pentane, 2,3-dimethyl- Concentration Rank 3

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

8.03 64.21 ug/1 1176600 Pentafluorobenzene 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 95
2 Aziridine. 2-methvl- 57 C3H7N 000075-55-8 47
3 Oxirane. (l-methvlethvI)- 86 C5H100 001438-14-8 47
4 Hexane. 3.4-dimethvl- 114 C8H18 000583-48-2 40
5 1,4-Dioxaspiro[2.4]heptan-5-one, ... 142 C7H1003 126091-79-0 40

Abundance Scan 1005 (8.031 min): VW008835.D (-998) (-) m/z 56.10 100.00%
56
43
5000 n
85 7.60 7.80 8.00 8.20 8.40
ol 100114 166 265 | “;n/z 43.10 76.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #3992: Pentane, 2,3-dimethyl-
43 56
5000
29 71 7.60 7.80 8.00 8.20 8.40
m/z 41.10 68.28%
0 15 85 100
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
28 56
7.60 7.80 8.00 8.20 8.40
5000 m/z 57.10 63.36%
42
15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #1797: Oxirane, (1-methylethyl)-
41 56 7.60 7.80 8.00 8.20 8.40
m/z 71.10 37 .36%
5000
o.H.PH”h”J‘.ﬂ.ﬁ§”,”.w..”,”...”...” .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW022619\
Data File : VW008835.D

Aca On : 26 Feb 2019 17:17

Operator : SY/VA

Sample : K1594-22

Misc : 5.06G/5ML/MSVOA W/SOIL

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W022119S_.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 Hexane, 3-methyl- Concentration Rank 5

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

8.15 48.83 ug/1 894693 Pentafluorobenzene 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 3-methvl- 100 C7H16 000589-34-4 91
2 Heptane 100 C7H16 000142-82-5 80
3 Heptane. 4-methvl- 114 C8H18 000589-53-7 59
4 Decane. 3.3.4-trimethvl- 184 C13H28 049622-18-6 53
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 53

Abundance Scan 1025 (8.153 min): VW008835.D (-1016) (-) m/z 43.05 100.00%
43
71
57
5000
85 100 7.80 8.00 8.20 8.40
o.,....,....,...'|.,..-:.,.'...:....,....,....,1.6.6..,.1??.,?9?‘. m/z 71.10 64.79%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #3974: Hexane, 3-methyl-
43
57 71
5000
7.80 8.00 8.20 8.40
29 m/z 41.05 59.49%
s s
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
43
5 7.80 8.00 8.20 8.40
5000 1 m/z 70.10 57.62%
29 100
85
o S U I U I WL WS B L A WA
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #7630: Heptane, 4-methyl-
43 7.80 8.00 8.20 8.40
m/z 57.05 55.87%
71
5000
29 55
Lz | 4T e
m/z--> 0 ﬁo 40 60 85 100 150 140 160 180 200 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW022619\
Data File : VW008835.D

Aca On : 26 Feb 2019 17:17

Operator : SY/VA

Sample : K1594-22

Misc : 5.06G/5ML/MSVOA W/SOIL

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W022119S_.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 Butane, 2,2,3,3-tetramethyl- Concentration Rank 1

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

8.48 101.29 ug/l 2276730 1,4-Difluorobenzene 8.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 78
2 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 78
3 Pentane. 2.2.4-trimethvl- 114 C8H18 000540-84-1 78
4 Pentane. 2.2.4.4-tetramethvl- 128 C9H20 001070-87-7 39
5 Acetamide, N-2-propenyl- 99 C5H9NO 000692-33-1 9

Abundance Scan 1079 (8.482 min): VW008835.D (-1073) (-) m/z 57.10 100.00%
57
5000
41
99 8.20 8.40 8.60 8.80
bbb T M8 190207 239 268 iy sgi10 28, 94%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #7673: Butane, 2,2,3,3-tetramethyl-
57
5000
8.20 8.40 8.60 8.80
41 m/z 41.10 26.09%
0 27 | | s
m/z--> 0 20 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
8.20 8.40 8.60 8.80
5000 m/z 43.10 18.39%
41
o 27 99
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #7663: Pentane, 2,2,4-trimethyl-
57 8.20 8.40 8.60 8.80
m/z 39.10 8.82%
5000
o “ 71 85 99 114
m/z--> 0 ﬁo 40 éo 80 100 120 140 160 180 200 220 240 260 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW022619\
Data File : VW008835.D

Aca On : 26 Feb 2019 17:17

Operator : SY/VA

Sample : K1594-22

Misc : 5.06G/5ML/MSVOA W/SOIL

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W022119S_.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 Hexane, 2,5-dimethyl- Concentration Rank 6

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

9.33 45.10 ug/1 1013780 1,4-Difluorobenzene 8.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.5-dimethvl- 114 C8H18 000592-13-2 87
2 Heptane. 2-methvl- 114 C8H18 000592-27-8 50
3 1-Pvrrolidinecarboxaldehvde 99 C5H9NO 003760-54-1 49
4 Hexanovl chloride 134 C6H11CIO 000142-61-0 47
5 Octane, 2,7-dimethyl- 142 C10H22 001072-16-8 43

Abundance Scan 1218 (9.329 min): VW008835.D (-1203) (-) m/z 57.10 100.00%
43 57
5000
71 99
83 112 9.00 9.20 9.40 9.60
0 b bl o || m/z 43.10  91.22%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7648: Hexane, 2,5-dimethyl-
43 57
5000 I NARAE RN AR AR
7 9 9.00 9.20 9.40 9.60
71 m/z 41.10 58.08%
| H L i
T I L B B S B R LR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 57
9.00 9.20 9.40 9.60
5000 m/z 42.05 33.49%
29 70 99
15 85 114
G S L I I B WL B L S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3506: 1-Pyrrolidinecarboxaldehyde
43 9.00 9.20 9.40 9.60
99 m/z 99.10 26.01%
28 71
5000
15
L 32 |
0'””IJ”“Hl”wW'L'I'”'i'”'I'”'I'”'I'”'I'”'I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW022619\
Data File : VW008835.D

Aca On : 26 Feb 2019 17:17

Operator : SY/VA

Sample : K1594-22

Misc : 5.06G/5ML/MSVOA W/SOIL

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W022119S_.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 Pentane, 2,3,4-trimethyl- Concentration Rank 4

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

9.76 60.26 ug/1 1354400 1,4-Difluorobenzene 8.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 80
2 Hexane. 3.3.4-trimethvl- 128 C9H20 016747-31-2 72
3 Heptane. 4-methvl- 114 C8H18 000589-53-7 72
4 3.3-Dimethvl-2-pentanol 116 C7H160 019781-24-9 56
5 Heptane, 5-ethyl-2-methyl- 142 C10H22 013475-78-0 53

Abundance Scan 1289 (9.762 min): VW008835.D (-1281) (-) m/z 43.05 100.00%
a3
71
5000
55
95 9.40 9.60 9.80 10.00
o...,....|i|..".'|,.-.':.,8.4..'.,.1.1.0.,....,....,....,.1.9.1.,"?0.7.. m/z 71.10 76.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7660: Pentane, 2,3,4-trimethyl-
43
71
5000
9.40 9.60 9.80 10.00
27 55 m/z 70.05 63.65%
LTl e o
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 57 T2
9.40 9.60 9.80 10.00
5000 m/z 41.10 42 _30%
29 99
14 83 113
e S S S UL B L S L B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7631: Heptane, 4-methyl-
43 9.40 9.60 9.80 10.00
- m/z 55.10 29.87%
5000
o35 Ul [ [ 8 g9 114
m/z--> 20 40 60 80 100 120 140 160 180 200 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW022619\
Data File : VW008835.D

Aca On : 26 Feb 2019 17:17

Operator : SY/VA

Sample : K1594-22

Misc : 5.06G/5ML/MSVOA W/SOIL

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W022119S_.M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Hexane, 2,2,5-trimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.24 28.15 ug/1 812193 Chlorobenzene-d5 11.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.2.5-trimethvl- 128 C9H20 003522-94-9 59
2 Heptane. 2.2-dimethvl- 128 C9H20 001071-26-7 53
3 Butane. l1-chloro-2-methvl- 106 C5H11ClI 000616-13-7 47
4 Hexane. 3-ethvl-4-methvl- 128 C9H20 003074-77-9 40
5 Hexane, 2,2,5,5-tetramethyl- 142 C10H22 001071-81-4 40
Abundance Scan 1367 (10.238 min): VW008835.D (-1357) (-) m/z 57.05 100.00%
q7
5000 41
97 113 10.00 10.20 10.40 10.60
0 133147 m/z 70.10 49.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12712: Hexane, 2,2,5-trimethyl-
57
5000
10.00 10.20 10.40 10.60
41 71 m/z 41.10 47 .00%
ol 2T | | | g 113
mz-> 20 40 60 85 100 130 140 160 150 250 230 240 2% 280
Abundance
57
10.00 10.20 10.40 10.60
5000 M m/z 56.05 42 .60%
71
2( 113
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #5027: Butane, 1-chloro-2-methyl-
41 57 10.00 10.20 10.40 10.60
m/z 55.10 38.48%
5000
2
o 77 91 106
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW022619\
Data File : VW008835.D

Aca On : 26 Feb 2019 17:17

Operator : SY/VA

Sample : K1594-22

Misc : 5.06G/5ML/MSVOA W/SOIL

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W022119S_.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 Cyclohexane, 1,3-dimethyl-,.._. Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.75 39.79 ug/1 1148050 Chlorobenzene-d5 11.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.3-dimethvl-., trans- 112 C8H16 002207-03-6 86
2 Furan. 2-ethvl-5-methvl- 110 C7H100 001703-52-2 55
3 Cvclohexane. 1.2-dimethvl- (cis/... 112 C8H16 000583-57-3 46
4 Cvclohexane. 1.2-dimethvl-. trans- 112 C8H16 006876-23-9 46
5 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 46
Abundance Scan 1451 (10.750 min): VW008835.D (-1443) (-) m/z 95.10 100.00%
55
5000 41
67 o 112
10.40 10.60 10.80 11.00
o - '| 24 148161 176 194 210 | sz 55.10  74.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6813: Cyclohexane, 1,3-dimethyl-, trans-
55 97
5000 41 LA SRR IR BN I
112 10.40 10.60 10.80 11.00
27 69 m/z 97.05 63.23%
83
0 ..:L.Sl.‘l‘..‘i“..‘."l.‘k“..|“l..l‘l...‘.l....|....|....|....|....|
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
95
110
10.40 10.60 10.80 11.00
5000 43 m/z 41.10 43.20%
67
29 55 8l
e O L L S L WL B B L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6828: Cyclohexane, 1,2-dimethyl- (cis/trans) L B e o
55 97 10.40 10.60 10.80 11.00
m/z 39.05 31.94%
41
5000
27 69 112
| 4T
0'}i'w'ﬁh'@H'M'wh"ﬁ"“w"'w"'w"'w"'w"'w LN UGN I
m/z--> 20 40 60 80 100 120 140 160 180 200 10.40 10.60 10.80 11.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_W\DATA\VW022619\
Data File : VW008835.D

Acq On : 26 Feb 2019 17:17

Operator : SY/VA

Sample . K1594-22

Misc : 5.06G/5ML/MSVOA_W/SOIL

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W022119S_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]
Pentane, 3-methyl- 5.43 34.7 ug/l 636648 1 7.95 916177 50.0
Pentane, 2,4-dime... 6.87 32.8 ug/I1 601773 1 7.95 916177 50.0
Pentane, 2,3-dime... 8.03 64.2 ug/1 1176600 1 7.95 916177 50.0
Hexane, 3-methyl- 8.15 48.8 ug/1 894693 1 7.95 916177 50.0
Butane, 2,2,3,3-t... 8.48 101.3 ug/l 2276730 2 8.84 1123850 50.0
Hexane, 2,5-dimet... 9.33 45.1 ug/1 1013780 2 8.84 1123850 50.0
Pentane, 2,3,4-tr... 9.76 60.3 ug/1 1354400 2 8.84 1123850 50.0
Hexane, 2,2,5-tri... 10.24 28.1 ug/I1 812193 3 11.63 1442550 50.0
Cyclohexane, 1,3-... 10.75 39.8 ug/1 1148050 3 11.63 1442550 50.0
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