LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW081919\
Data File : VW012000.D

Aca On 19 Aug 2019 20:02

Operator : SY/VA

Sample : K4391-05

Misc : 5.00G/5ML/MSVOA W/SOIL

ALS Vial : 27 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\82W072719S.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 4.903 479 492 500 rBv4 19077 81015 1.32% 0.104%
2 5.434 565 579 591 rBV2 46836 167561 2.73% 0.215%
3 6.720 778 790 805 rBV3 21112 77486 1.26% 0.100%
4 6.879 805 816 824 rBV2 44804 143882 2.34% 0.185%
5 6.982 824 833 844 rVB2 48006 144388 2.35% 0.186%
6 7.696 939 950 966 rVB 38828 124319 2.02% 0.160%
7 7.885 971 981 986 rBV 183123 440161 7.17% 0.566%
8 7.945 986 991 999 rVV3 423689 986273 16.06% 1.268%
9 8.031 999 1005 1020 rVvVv 237239 620995 10.11% 0.798%
10 8.220 1029 1036 1044 rVvVv 138950 367750 5.99% 0.473%

11 8.305 1044 1050 1060 rvVv 193982 433355 7.06% 0.557%
12 8.433 1060 1071 1077 rVvV3 260868 684919 11.15% 0.880%
13 8.506 1077 1083 1088 rvv2 194962 447057 7.28% 0.575%
14 8.573 1088 1094 1107 rVB 398168 925860 15.08% 1.190%
15 8.842 1129 1138 1149 rBV 536658 1077607 17.55% 1.385%

16 9.146 1180 1188 1203 rVB 75340 176452 2.87% 0.227%
17 9.335 1203 1219 1224 rBV2 1607456 4666125 75.98% 5.998%
18 9.384 1224 1227 1236 rVV 368539 667762 10.87% 0.858%
19 9.518 1243 1249 1253 rVV 98457 201716 3.28% 0.259%
20 9.610 1253 1264 1273 rVB2 807961 1910001 31.10% 2.455%

21 9.750 1279 1287 1298 rVB 957756 1883103 30.66% 2.421%
22 9.854 1298 1304 1306 rBV2 59705 105757 1.72% 0.136%
23 9.896 1306 1311 1315 rBV 242648 423886 6.90% 0.545%
24 9.945 1315 1319 1333 rVvB2 225512 500669 8.15% 0.644%
25 10.079 1333 1341 1346 rBV 613533 1309961 21.33% 1.684%

26 10.128 1346 1349 1357 rVB 321522 551715 8.98% 0.709%
27 10.244 1357 1368 1373 rBV3 206142 607223 9.89% 0.781%
28 10.323 1373 1381 1385 rBV2 3202827 6140928 100.00% 7.894%
29 10.445 1394 1401 1403 rBV3 134706 219020 3.57% 0.282%
30 10.494 1403 1409 1419 rVB4 1070441 2729356 44.45% 3.508%

31 10.622 1419 1430 1432 rBV2 348781 769841 12.54% 0.990%
32 10.665 1432 1437 1445 rVB 2846468 5166479 84.13% 6.641%
33 10.762 1445 1453 1458 rBV3 1124209 2388050 38.89% 3.070%
34 10.847 1463 1467 1472 rVB 309698 498217 8.11% 0.640%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW081919\
Data File : VW012000.D

Aca On 19 Aug 2019 20:02

Operator : SY/VA

Sample : K4391-05

Misc : 5.00G/5ML/MSVOA W/SOIL

ALS Vial : 27 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\82W072719S .M
SW846 8260

35 10.933 1472 1481 1488 rBV 1098124 2103937 34.26% 2.704%

36 11.036 1488 1498 1506 rBV 766575 1814169 29.54% 2.332%
37 11.110 1506 1510 1513 rBV 494283 869060 14.15% 1.117%
38 11.146 1513 1516 1518 rVV2 666609 1066041 17.36% 1.370%
39 11.177 1518 1521 1525 rVV 1130547 1846783 30.07% 2.374%
40 11.231 1525 1530 1535 rVV 1556198 2841861 46.28% 3.653%

41 11.286 1535 1539 1543 rVV 598627 977439 15.92% 1.256%
42 11.335 1543 1547 1551 rVvVv2 575683 981850 15.99% 1.262%
43 11.378 1551 1554 1558 rVB 309520 453877 7.39% 0.583%
44 11.433 1558 1563 1571 rVB 1555689 2867211 46.69% 3.685%
45 11.506 1571 1575 1579 rBV 175066 250892 4._.09% 0.322%

46 11.548 1579 1582 1589 rVB4 113642 189413 3.08% 0.243%
47 11.634 1590 1596 1600 rBV 665796 1152435 18.77% 1.481%
48 11.725 1607 1611 1613 rBVY 119324 148153 2.41% 0.190%
49 11.768 1613 1618 1622 rVV 610039 892117 14.53% 1.147%
50 11.817 1622 1626 1630 rVB3 337422 533910 8.69% 0.686%

51 11.872 1630 1635 1647 rVB3 1155754 3507452 57.12% 4._.508%
52 11.975 1647 1652 1654 rBV3 150270 247730 4._.03% 0.318%
53 12.042 1658 1663 1671 rVB3 421073 1010988 16.46% 1.300%
54 12.140 1671 1679 1684 rBV2 1474317 3212900 52.32% 4_.130%
55 12.195 1684 1688 1691 rVV2 264444 437564 7.13% 0.562%

56 12.250 1695 1697 1701 rVB 565130 715497 11.65% 0.920%
57 12.304 1701 1706 1708 rBV 485885 837956 13.65% 1.077%
58 12.341 1708 1712 1722 rVB3 711642 1860406 30.30% 2.391%
59 12.420 1722 1725 1727 rBV 128454 168749 2.75% 0.217%
60 12.615 1752 1757 1763 rBV 672171 1141326 18.59% 1.467%

61 12.701 1763 1771 1775 rVvv4 396710 900835 14.67% 1.158%
62 12.743 1776 1778 1780 rVV2 216133 296742 4.83% 0.381%
63 12.780 1780 1784 1791 rVB2 736723 1345180 21.91% 1.729%
64 12.859 1791 1797 1801 rBV3 264388 568672 9.26% 0.731%
65 12.938 1804 1810 1816 rVV5 397024 1090779 17.76% 1.402%

66 12.993 1816 1819 1824 rVB2 200780 307386 5.01% 0.395%
67 13.079 1829 1833 1837 rVB3 190026 287063 4.67% 0.369%
68 13.121 1837 1840 1844 rBV3 87677 135080 2.20% 0.174%
69 13.170 1844 1848 1859 rVB6 155094 386481 6.29% 0.497%
70 13.292 1864 1868 1872 rVB2 138854 186851 3.04% 0.240%

71 13.377 1879 1882 1886 rBV4 65498 106609 1.74% 0.137%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW081919\
Data File : VW012000.D

Aca On 19 Aug 2019 20:02

Operator : SY/VA

Sample : K4391-05

Misc : 5.00G/5ML/MSVOA W/SOIL

ALS Vial : 27 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\82W072719S.M

: SW846 8260

72 13.426 1886 1890 1897 rVv4 111830 310504 5.06% 0.399%
73 13.481 1897 1899 1904 rvv4 80518 100359 1.63% 0.129%
74 13.560 1905 1912 1919 rVB 606005 1120187 18.24% 1.440%
75 13.627 1919 1923 1929 rBV7 29133 61637 1.00% 0.079%

76 13.877 1958 1964 1970 rBV 309953 516483 8.41% 0.664%
77 14.261 2023 2027 2034 rVB6 37801 66617 1.08% 0.086%

78 14.383 2043 2047 2051 rBV2 84972 131700 2.14% 0.169%
79 14.548 2069 2074 2079 rVB3 65588 109345 1.78% 0.141%

Sum of corrected areas: 77797115
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW081919\
VW012000.D

19 Aug 2019 20:02

SY/VA

K4391-05

5.00G/5ML/MSVOA W/SOIL

27 Sample Multiplier: 1

= Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W072719S_.M
: SW846 8260

= C:\DATABASE\NIST11.L

LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: VW012000.D

4.90

5.43

6.72

Time-->

R e s m LSRR SRS A S I

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

3000000

2500000

2000000

1500000

1000000

500000

86.98
0% T

TIC: VW012000.D
1Q.32

9.34

10.66

Time--> 7.00

. L
9.00 9.50 10.00

T
10.50

11.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: VW012000.D

Time-->

—T
12.00

— T T T 7 T
12.50 14.00 14.50 15.00

T
15.50

T
16.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW081919\
Data File : VW012000.D

Aca On 19 Aug 2019 20:02

Operator : SY/VA

Sample : K4391-05

Misc : 5.00G/5ML/MSVOA W/SOIL

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W072719S_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 Cyclopentane, 1,2,4-trimeth... Concentration Rank 9

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

9.61 88.62 ug/1 1910000 1,4-Difluorobenzene 8.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.2.4-trimethvl-. ... 112 C8H16 016883-48-0 94
2 Cvclopentane. 1.2.4-trimethvl- 112 C8H16 002815-58-9 94
3 Cvclopentane. 1.2.4-trimethvl-. ... 112 C8H16 004850-28-6 91
4 Nonane. 3-methvlene- 140 C10H20 051655-64-2 72
5 Cyclobutane, 2-ethyl-1-methyl-3-._.. 140 C10H20 061233-72-5 72

Abundance Scan 1264 (9.610 min): VW012000.D (-1253) (-) m/z 70.10 100.00%
70
55
5000
41
84 97 112 9.20 9.40 9.60 9.80 10.00
o...,....,....,.??.';“l..‘.‘?.l:!'.,‘??.-:|'..??,.':..?1...'.,....,!...,.. m/z 55.10 73.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6832: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4...
70
55
5000
41 9.20 9.40 9.60 9.80 10.00
27 1o m/z 41.05 30.40%
o1 sl ] 63 T8
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120
Abundance
70
55 9.20 9.40 9.60 9.80 10.00
5000 m/z 69.05 22 .87%
41
o 23 29 63 | 778 o9 112
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6833: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.alpha.,...
70 9.20 9.40 9.60 9.80 10.00
55 m/z 42.10 22.31%
5000
41
27
o 15 |j3alllar || 63 [, 778 o9 12
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120 9.20 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW081919\
Data File : VW012000.D

Aca On 19 Aug 2019 20:02

Operator : SY/VA

Sample : K4391-05

Misc : 5.00G/5ML/MSVOA W/SOIL

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W072719S_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 Cyclopentane, 1,2,3-trimeth... Concentration Rank 10

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

9.75 87.37 ug/1l 1883100 1,4-Difluorobenzene 8.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.2.3-trimethvl-. ... 112 C8H16 015890-40-1 95
2 Cvclopentane. 1.2.3-trimethvl- 112 C8H16 002815-57-8 91
3 Cvclopentane. 1.2-dimethvl-. cis- 98 C7H14 001192-18-3 72
4 cis-1-Butvl-2-methvlcvclopropane 112 C8H16 038851-69-3 64
5 Heptane, 3-methylene- 112 C8H16 001632-16-2 53

Abundance Scan 1287 (9.750 min): VW012000.D (-1279) (-) m/z 70.05 100.00%
5 70
41
5000
84
| 97 112 007 9.40 9.60 9.80 10.00
okl bl ol b % T m/z 55.05  93.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6835: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,...
56 70
5000 41
9.40 9.60 9.80 10.00
27 84 m/z 56.05 87 .13%
‘ ‘ 97 112
0"'IJL'kt'hI'WM'm"JI”l'l"”l"'W""I”"I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
56 70
9.40 9.60 9.80 10.00
5000 m/z 41.05 57 .92%
41
84 112
27 97
G S S LA UL LS DL IR S WAL WAL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3406: Cyclopentane, 1,2-dimethyl-, cis-
56 70 9.40 9.60 9.80 10.00
4l m/z 69.10 38.17%
5000
27
83 o8
0..1.5|....|....|....|....|....|....|....|....|....|....
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\VW081919\
Data File : VW012000.D

Aca On 19 Aug 2019 20:02

Operator : SY/VA

Sample : K4391-05

Misc : 5.00G/5ML/MSVOA W/SOIL

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W072719S_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, 1,1-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.49 118.42 ug/Il 2729360 Chlorobenzene-d5 11.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1-dimethvl- 112 C8H16 000590-66-9 95
2 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 83
3 Cvclohexane. 1.3-dimethvl-. cis- 112 C8H16 000638-04-0 64
4 2.5-Dimethvl-1-pvrroline 97 C6H11IN 000822-64-0 64
5 Cyclohexane, 1,3-dimethyl- 112 C8H16 000591-21-9 53
Abundance Scan 1408 (10.488 min): VW012000.D (-1403) (-) m/z 97.10 100.00%
55 o7
5000 41 69
83 112 007 10.20 10.40 10.60 10.80
0 A e ek | m/z 55.10  81.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6749: Cyclohexane, 1,1-dimethyl-
97
55
5000 41 69
10.20 10.40 10.60 10.80
27 m/z 41.10 48 _.33%
1? M H | ‘ il 8\4 il 1}2
G L L U U S S B SR SN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55 97
10.20 10.40 10.60 10.80
5000 m/z 69.10 46.66%
41 112
69
29 83
e L L S U S L B SR SN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6808: Cyclohexane, 1,3-dimethyl-, cis-
5 97 10.20 10.40 10.60 10.80
m/z 56.10 43.60%
5000 41
69 112
27
0...1.5|....|....|....|8?...|....|....|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW081919\
Data File : VW012000.D

Aca On 19 Aug 2019 20:02

Operator : SY/VA

Sample : K4391-05

Misc : 5.00G/5ML/MSVOA W/SOIL

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W072719S_.M
: SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 1

R.T. EstConc Area Relative to ISTD R.T.
10.66 224.16 ug/Il 5166480 Chlorobenzene-d5 11.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2-dimethvl-. trans- 112 C8H16 006876-23-9 94
2 Cvclohexane. 1.2-dimethvl- (cis/... 112 C8H16 000583-57-3 90
3 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 90
4 Cvclohexane. 1.3-dimethvl-. cis- 112 C8H16 000638-04-0 87
5 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 83

Abundance Scan 1436 (10.658 min): VW012000.D (-1432) (-) m/z 97.10 100.00%
56 g7
5000 41
112
69
813 ‘ 17 151 007 10.40 10.60 10.80 11.00
ol e m/z 55.10 99.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6820: Cyclohexane, 1,2-dimethyl-, trans-
55 97
41
5000
69 112 10.40 10.60 10.80 11.00
27 ‘ 83 m/z 41.10 51.63%
A Y O
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 112.10 35.13%
27 69 112
83
15
G S S UL S UL UL L I WAL WL
m/z--> 20 40 60 80 100 120 140 160 180 200 y
Abundance #6821: Cyclohexane, 1,3-dimethyl-, trans- s R
55 9 10.40 10.60 10.80 11.00
m/z 56.10 31.85%
5000
41 112
0"'|ﬂt'w“”‘ ”M'”h'Ml“"|“"|“"|”"|“"|”"
m/z--> 20 40 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\VW081919\
Data File : VW012000.D

Aca On 19 Aug 2019 20:02

Operator : SY/VA

Sample : K4391-05

Misc : 5.00G/5ML/MSVOA W/SOIL

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W072719S_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 Cyclohexane, 1,3-dimethyl-,.._. Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.76 103.61 ug/Il 2388050 Chlorobenzene-d5 11.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.3-dimethvl-., trans- 112 C8H16 002207-03-6 97
2 Cvclohexane. 1.4-dimethvl- 112 C8H16 000589-90-2 97
3 Cvclohexane. 1.4-dimethvl-. cis- 112 C8H16 000624-29-3 94
4 Cvclohexane. 1.4-dimethvl-. trans- 112 C8H16 002207-04-7 94
5 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 87
Abundance Scan 1453 (10.762 min): VW012000.D (-1445) (-) m/z 55.10 100.00%
55 97
5000 41
112
‘ 69
84 10.40 10.60 10.80 11.00
0 ..,....,....,....|;.“.ﬁ4.8,'.':.'.,6.2..':|!-..7.7,-.'!-..,..~!.',....,.'...,??‘.‘.,.... m/z 97.05  92.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6822: Cyclohexane, 1,3-dimethyl-, trans-
55 97
5000
41 112 10.40 10.60 10.80 11.00
69 m/z 41.10 44 _15%
83
0"w%?w'“uw'“hm'w“““ﬁgﬁh“'WJL'"Ll”'w'“'w'“l““
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
55
97
10.40 10.60 10.80 11.00
5000 41 m/z 112.10 33.81%
27 69 112
. 15 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6804: Cyclohexane, 1,4-dimethyl-, cis-
55 97 10.40 10.60 10.80 11.00
m/z 56.10 30.72%
5000 41
112
R
0"w'“l“'ﬂw'“im'w”““ﬁ%'w'7§ M"'J'w'“l“'w'”'w"
m/z--> 10 30 40 50 60 70 80 90 100 110 120 130 10.40 10.60 10.80 11.00

82W072719S.M Tue Aug 20 11:24:57 2019 Page: 9



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW081919\
Data File : VW012000.D

Aca On 19 Aug 2019 20:02

Operator : SY/VA

Sample : K4391-05

Misc : 5.00G/5ML/MSVOA W/SOIL

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W072719S_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 Octane, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.93 91.28 ug/1 2103940 Chlorobenzene-d5 11.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2-methvl- 128 C9H20 003221-61-2 78
2 Heptane. 2.6-dimethvl- 128 C9H20 001072-05-5 78
3 Nonane 128 C9H20 000111-84-2 64
4 Ether. hexvl pentvl 172 C11H240 032357-83-8 59
5 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 59
Abundance Scan 1481 (10.933 min): VW012000.D (-1472) (-) m/z 43.05 100.00%
43
57
5000
71
& 113
128 10.60 10.80 11.00 11.20
0 ...,....|i:.."l-,..-..,!...9,9...|.,..'..,....,....,....,2.0.7.. m/z 57.05 64.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12671: Octane, 2-methyl-
43
5000 o7
- 10.60 10.80 11.00 11.20
29 85 m/z 41.05 39.43%
[
e L S S S B W L B WL WAL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
57 10.60 10.80 11.00 11.20
5000 m/z 71.10 35.50%
71
85
. 29 o7 113 158
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12662: Nonane
43 10.60 10.80 11.00 11.20
57 m/z 42.10 25.45%
5000
29 71 8
0 '}?I""I""I"' T "'??""I}?g'l"" [rrrrprrrrrTrTT
m/z--> 20 40 60 80 100 120 140 160 180 200 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW081919\
Data File : VW012000.D

Aca On 19 Aug 2019 20:02

Operator : SY/VA

Sample : K4391-05

Misc : 5.00G/5ML/MSVOA W/SOIL

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W072719S_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 Cyclohexane, 1,1,3-trimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.23 123.30 ug/Il 2841860 Chlorobenzene-d5 11.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 87
2 Cvclohexane. 1.3.5-trimethvl-. (... 126 C9H18 001795-26-2 53
3 Cvclohexane. 1.3.5-trimethvl- 126 C9H18 001839-63-0 50
4 trans-2-Methvl-3-octene 126 C9H18 052937-36-7 47
5 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 43
Abundance Scan 1530 (11.231 min): VW012000.D (-1525) (-) m/z 111.10 100.00%
69 111
5000 M 55
| | 48 h 62 || 76 ﬁ3 o7 126 11.00 11.20 11.40 11.60
Ol 28l 62 L 70 S AR Tm/z 69.10 81.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11598: Cyclohexane, 1,1,3-trimethyl-
111
69

5000
11.00 11.20 11.40 11.60

m/z 55.10 44 _00%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
69
111 AR EaaEE RS Sl S
55 11.00 11.20 11.40 11.60
5000 a1 m/z 41.10 39.34%
126
27
15 62 83 g7
N N N 1| B ST [N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11597: Cyclohexane, 1,3,5-trimethyl- L B R
69 111 11.00 11.20 11.40 11.60
m/z 56.10 25.93%
5000 °°
41 126
27 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 11.00 11.20 11.40 11.60

82W072719S.M Tue Aug 20 11:24:59 2019 Page: 11



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW081919\
Data File : VW012000.D

Aca On 19 Aug 2019 20:02

Operator : SY/VA

Sample : K4391-05

Misc : 5.00G/5ML/MSVOA W/SOIL

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W072719S_M
SW846 8260

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

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

Peak Number 8 Cyclohexane, 1,2,4-trimethy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.43 124.40 ug/Il 2867210 Chlorobenzene-d5 11.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2.4-trimethyl-. (... 126 C9H18 007667-60-9 95
2 Cyclohexane. 1.3.5-trimethvl-. (... 126 C9H18 001795-26-2 94
3 Cvclohexane. 1.3.5-trimethvl- 126 C9H18 001839-63-0 90
4 Cvclohexane. 1.3.5-trimethvl-. (... 126 C9H18 001795-27-3 90
5 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 87

Abundance Scan 1563 (11.433 min): VW012000.D (-1558) (-) m/z 69.10 100.00%
69 111
55
5000 41
126
84 11.20 11.40 11.60 11.80
| 77 97
o..,....,....,....|,.|'..4.§.'...,6.2] | !....,-:'.'..,...'.,....,!...,...~.,... m/z 111.10 94.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11632: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4...
69 111
55
5000 41
126 11.20 11.40 11.60 11.80
m/z 55.10 67.38%
84
o..,.1ﬁ4..,...U,....‘;.‘...,‘....F.'%.‘.l‘..7.7,.‘l..,..9.7,....,1...,....,...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
69
11 R EEEEREREE R SRS S SR
55 11.20 11.40 11.60 11.80
5000 M m/z 41.10 43.42%
126
27
o 15 62 8 97
T T T T T T T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11581: Cyclohexane, 1,3,5-trimethyl- B B ma s m S
69 11 11.20 11.40 11.60 11.80
m/z 126.10 28 .56%
5000 55
a1 126
27
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 11.20 11.40 11.60 11.80

82W072719S.M Tue Aug 20 11:25:00 2019 Page: 12



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW081919\
Data File : VW012000.D

Aca On 19 Aug 2019 20:02

Operator : SY/VA

Sample : K4391-05

Misc : 5.00G/5ML/MSVOA W/SOIL

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W072719S_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 1-Ethyl-4-methylcyclohexane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.87 152.18 ug/Il 3507450 Chlorobenzene-d5 11.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Ethvl-4-methvilcvclohexane 126 C9H18 003728-56-1 94
2 Cvclohexane. 1-ethvl-4-methvl-. ... 126 C9H18 004926-78-7 90
3 cis-1-Ethvl-3-methvl-cvclohexane 126 C9H18 019489-10-2 90
4 Cvclohexane. 1-ethvl-2-methvl- 126 C9H18 003728-54-9 90
5 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 90
Abundance Scan 1635 (11.872 min): VW012000.D (-1630) (-) m/z 97.10 100.00%
o7
5000
41
69 126

11.60 11.80 12.00 12.20
111

0 3 147 207 281 m/z 55.10 93.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #11575: 1-Ethyl-4-methylcyclohexane
55 97
5000 LN L L L L L LB
11.60 11.80 12.00 12.20
41 69 126 m/z 41.10 33.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 97
T T T
11.60 11.80 12.00 12.20
5000 41 m/z 69.10 19.39%
27
69 126
o 83 111
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11610: cis-1-Ethyl-3-methyl-cyclohexane
55 97 11.60 11.80 12.00 12.20
m/z 126.10 18.65%
5000
126
“ I \ 83 \111‘
O.P.HNH.W.L.“.”,“.w.”.“.” R RARE RERRERRRES B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW081919\
Data File : VW012000.D

Aca On 19 Aug 2019 20:02

Operator : SY/VA

Sample : K4391-05

Misc : 5.00G/5ML/MSVOA W/SOIL

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W072719S_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, l-ethyl-2-meth... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.14 139.40 ug/Il 3212900 Chlorobenzene-d5 11.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1-ethvl-2-methvl-. ... 126 C9H18 004923-78-8 76
2 Cvclohexane. 1-ethvl-2-methvl-. ... 126 C9H18 004923-77-7 72
3 Cvclohexane. 1-ethvl-4-methvl-. ... 126 C9H18 006236-88-0 64
4 cis-1-Ethyl-3-methvl-cvclohexane 126 C9H18 019489-10-2 64
5 Cyclohexane, 1,3-dimethyl- 112 C8H16 000591-21-9 64
Abundance Scan 1679 (12.140 min): VW012000.D (-1671) (-) m/z 97.10 100.00%
97
5000 41
69
83 126 11.80 12.00 12.20 12.40
111 : . : .
o! ~,..'..,.'|...1,4.2...,.1.6?. m/z 55.05 95.63%
m/z--> 20 40 60 80 100 120 140 160
Abundance #11624: Cyclohexane, 1-ethyl-2-methyl-, trans-
55 97
5000 NN BN B
41 11.80 12.00 12.20 12.40
29 69 o 126 m/z 41.10 43 .59%
0 ..1.5|.‘A‘..‘i”...‘.‘l.‘l“..|“....‘|.:!-1.1.|....|....|....
m/z--> 20 40 60 80 100 120 140 160
Abundance
55 97
11.80 12.00 12.20 12.40
5000 41 m/z 69.10 33.83%
69
83 111 126
L L S S U AL S B
m/z--> 20 40 60 80 100 120 140 160
Abundance #11625: Cyclohexane, 1-ethyl-4-methyl-, trans- L L B L B L B
55 97 11.80 12.00 12.20 12.40
m/z 43.10 25.95%
5000 a1
27 69 126
m/z--> 20 40 60 80 100 120 140 160 11.80 12.00 12.20 12.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_W\DATA\VW081919\
Data File : VW012000.D

Acq On 19 Aug 2019 20:02

Operator : SY/VA

Sample - K4391-05

Misc : 5.00G/5ML/MSVOA_W/SOIL

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W072719S_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]
Cyclopentane, 1,2... 9.61 88.6 ug/1 1910000 2 8.84 1077610 50.0
Cyclopentane, 1,2... 9.75 87.4 ug/1 1883100 2 8.84 1077610 50.0
Cyclohexane, 1,1-... 10.49 118.4 ug/l 2729360 3 11.63 1152440 50.0
Cyclohexane, 1,2-... 10.66 224 .2 ug/l 5166480 3 11.63 1152440 50.0
Cyclohexane, 1,3-... 10.76 103.6 ug/l 2388050 3 11.63 1152440 50.0
Octane, 2-methyl- 10.93 91.3 ug/1 2103940 3 11.63 1152440 50.0
Cyclohexane, 1,1,... 11.23 123.3 ug/l 2841860 3 11.63 1152440 50.0
Cyclohexane, 1,2,... 11.43 124 .4 ug/1 2867210 3 11.63 1152440 50.0
1-Ethyl-4-methylc... 11.87 152.2 ug/l 3507450 3 11.63 1152440 50.0

3

Cyclohexane, 1-et... 12.14 139.4 ug/1 3212900 11.63 1152440 50.0
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