LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW101618\
Data File : VW006100.D

Aca On : 17 Oct 2018 02:38

Operator : VA/AP

Sample = J5536-01

Misc : 7.24G/5ML/MSVOA W/SOIL

ALS Vial : 36 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\82W101518S.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 4.141 356 367 378 rBV2 5977 17903 1.02% 0.063%
2 4_.915 484 494 506 rBv4 4718 18611 1.06% 0.065%
3 7.884 971 981 986 rBV 99775 234579 13.40% 0.823%
4 7.951 986 992 1001 rVB 193147 430208 24.57% 1.509%
5 8.311 1042 1051 1061 rBV 113937 259184 14.80% 0.909%
6 8.848 1130 1139 1147 rBV 272279 542573 30.99% 1.903%
7 8.933 1147 1153 1160 rVB 14193 28271 1.61% 0.099%
8 9.335 1215 1219 1223 rVVv3 14138 28704 1.64% 0.101%
9 9.610 1254 1264 1270 rBV3 14854 32200 1.84% 0.113%
10 9.756 1281 1288 1296 rVB2 23018 47167 2.69% 0.165%
11 9.902 1305 1312 1316 rBV 9745 19669 1.12% 0.069%
12 10.085 1334 1342 1347 rBvV3 12939 32283 1.84% 0.113%
13 10.323 1374 1381 1397 rBvV 269065 540158 30.85% 1.895%
14 10.506 1404 1411 1420 rVB3 29477 73683 4.21% 0.258%
15 10.622 1420 1430 1433 rBvV 26656 51417 2.94% 0.180%
16 10.670 1433 1438 1444 rVB 47539 79833 4 _.56% 0.280%
17 10.768 1447 1454 1458 rBV4 27661 57781 3.30% 0.203%
18 10.847 1463 1467 1473 rVB3 22772 40151 2.29% 0.141%

19 10.939 1473 1482 1489 rBvV 53251 103917 5.93% 0.365%
20 11.042 1489 1499 1506 rBVZ2 46579 111956 6.39% 0.393%

21 11.115 1506 1511 1514 rBVZ2 35990 61712 3.52% 0.216%
22 11.183 1519 1522 1525 rVV 32567 48318 2.76% 0.170%
23 11.231 1525 1530 1536 rVvVv 168583 311743 17.80% 1.094%
24 11.286 1536 1539 1543 rVV 32512 50680 2.89% 0.178%
25 11.341 1543 1548 1552 rVV3 87432 159951 9.13% 0.561%
26 11.384 1552 1555 1557 rVV3 24423 37396 2.14% 0.131%
27 11.439 1557 1564 1572 rVB2 122258 281649 16.08% 0.988%
28 11.518 1572 1577 1581 rBV 53137 90370 5.16% 0.317%

29 11.634 1590 1596 1605 rBV 250395 453712 25.91% 1.592%
30 11.768 1614 1618 1622 rBV2 74185 111366 6.36% 0.391%

31 11.823 1622 1627 1629 rBv4 61239 109807 6.27% 0.385%
32 11.878 1633 1636 1640 rVB 68028 99608 5.69% 0.349%
33 11.981 1648 1653 1659 rBV3 59520 137026 7.83% 0.481%
34 12.067 1660 1667 1672 rVB3 44744 111029 6.34% 0.390%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW101618\
Data File : VW006100.D

Aca On : 17 Oct 2018 02:38

Operator : VA/AP

Sample = J5536-01

Misc : 7.24G/5ML/MSVOA W/SOIL

ALS Vial : 36 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\82W101518S.M
SW846 8260

35 12.146 1672 1680 1686 rBV3 235974 573512 32.75% 2.012%

36 12.256 1691 1698 1702 rVB2 209949 390820 22.32% 1.371%
37 12.347 1702 1713 1714 rBV4 240458 515183 29.42% 1.807%
38 12.457 1728 1731 1734 rBV4 38334 51359 2.93% 0.180%
39 12.512 1737 1740 1744 rVV3 36964 55826 3.19% 0.196%
40 12.621 1753 1758 1763 rBV2 224678 369864 21.12% 1.298%

41 12.707 1767 1772 1776 rBV7 92038 174268 9.95% 0.611%
42 12.786 1780 1785 1791 rVB2 382948 716795 40.94% 2.515%
43 12.865 1791 1798 1803 rBvV4 185684 458567 26.19% 1.609%
44 12.938 1804 1810 1817 rBV6 309523 841249 48.04% 2.951%
45 13.085 1830 1834 1838 rBV3 189315 270395 15.44% 0.949%

46 13.133 1838 1842 1844 rBV3 155359 234733 13.41% 0.823%
47 13.170 1844 1848 1852 rBV2 491863 706679 40.36% 2.479%
48 13.268 1861 1864 1866 rBV3 84214 114259 6.53% 0.401%
49 13.298 1866 1869 1874 rVV 238708 369711 21.11% 1.297%
50 13.347 1874 1877 1881 rVVv2 195750 286534 16.36% 1.005%

51 13.383 1881 1883 1886 rVV5 83069 98576 5.63% 0.346%
52 13.481 1887 1899 1904 rVV8 565685 1751028 100.00% 6.143%
53 13.560 1909 1912 1916 rVV 163538 222427 12.70% 0.780%
54 13.706 1930 1936 1940 rBV4 225626 452870 25.86% 1.589%
55 13.883 1960 1965 1968 rBV2 798084 1326730 75.77% 4.654%

56 13.987 1978 1982 1985 rBV3 270507 439619 25.11% 1.542%
57 14.030 1986 1989 1994 rVB3 185866 375739 21.46% 1.318%
58 14.139 2004 2007 2014 rVB2 318659 604105 34.50% 2.119%
59 14.206 2014 2018 2024 rBV3 283549 509481 29.10% 1.787%
60 14.267 2025 2028 2034 rVB4 345833 579714 33.11% 2.034%

61 14.328 2035 2038 2040 rBV3 121177 174101 9.94% 0.611%
62 14.395 2044 2049 2053 rBV2 676967 1042531 59.54% 3.657%
63 14.505 2063 2067 2070 rBV3 208238 330739 18.89% 1.160%
64 14.554 2071 2075 2080 rVB5 473701 786361 44.91% 2.759%
65 14.658 2089 2092 2097 rVB3 307525 462812 26.43% 1.624%

66 14.737 2102 2105 2112 rVB3 332335 571487 32.64% 2.005%
67 14.810 2112 2117 2120 rBV3 266031 545193 31.14% 1.913%
68 14.853 2120 2124 2133 rVB2 682398 1529181 87.33% 5.365%
69 14.981 2141 2145 2148 rBV2 289304 481719 27.51% 1.690%
70 15.011 2148 2150 2155 rVB4 298366 388386 22.18% 1.363%

71 15.072 2157 2160 2167 rVB7 184340 307852 17.58% 1.080%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW101618\
Data File : VW006100.D

Aca On : 17 Oct 2018 02:38

Operator : VA/AP

Sample = J5536-01

Misc : 7.24G/5ML/MSVOA W/SOIL

ALS Vial : 36 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W101518S.M
Title : SW846 8260

72 15.340 2199 2204 2210 rVB2 712056 1183964 67.62% 4._.154%
73 15.413 2211 2216 2221 rBV5 217653 479173 27.37% 1.681%
74 15.633 2248 2252 2256 rBV 659263 1099561 62.80% 3.857%
75 16.310 2359 2363 2366 rBV3 185740 346001 19.76% 1.214%
76 16.438 2379 2384 2394 rVB 429297 1051145 60.03% 3.688%
77 16.578 2403 2407 2413 rVB4 219414 419991 23.99% 1.473%

Sum of corrected areas: 28504855
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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\VW101618\
VW006100.D

17 Oct 2018 02:38

VA/AP

J5536-01

7.24G/5ML/MSVOA W/SOIL

36 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W101518S_.M
SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

Abundance
1200000

1000000

800000

600000

400000

200000

TIC: VW006100.D

4.14 4.92

0

Time--> 2.00

2.20 240 260 280 300 320 340 360 380 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 600 620 640 6.60 6.80

Abundance
1200000

1000000

800000

600000

400000

200000

0

TIC: VW006100.D

8.85 10.32 11.63

11.23

1055, fgmfé}\m%lm 117;

8.93 9.34  9.619.769.9010.09

Time-->

T Ll I T T I T
9.00 9.50 10 50 11. 00 11. 50

Abundance
1200000

1000000

800000

600000

400000

200000, g8

0

TIC: VW006100.D
40

13.88 14

15.34 15.63

13.48

13.17 | 34
3593 1w o7

3.71
1278294 || 13304 1358

13089
5 12.62 9 3

(425112.71

|‘!: 8
1215 % 4

11180

Time-->

T
12.00

— T — T — T — T — T — — T —
12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW101618\
Data File : VW006100.D

Aca On : 17 Oct 2018 02:38

Operator : VA/AP

Sample : J5536-01

Misc : 7.24G/5ML/MSVOA W/SOIL

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W101518S_.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 D-Limonene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.48 393.62 ug/Il 1751030 1,4-Dichlorobenzene-d4 13.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 D-Limonene 136 C10H16 005989-27-5 95
2 Limonene 136 C10H16 000138-86-3 83
3 1.5-Cvclooctadiene. 1.5-dimethvl- 136 C10H16 003760-14-3 58
4 Cyclohexene. 1-methvl-4-(l1-methv... 136 C10H16 005989-54-8 55
5 Cyclohexene, 4-ethenyl-1,4-dimet... 136 C10H16 001743-61-9 43
Abundance Scan 1899 (13.481 min): VW006100.D (-1887) (-) m/z 68.10 100.00%
68
93
5000
107 121 136 o )
168 13.20 13.40 13.60 13.80
15 189 205217 m/z 67.05 92.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #15682: D-Limonene
68 93
5000 79 SRR SUNRIA BN B
121 136 13.20 13.40 13.60 13.80
41 53 107 m/z 93.10 77.73%
...“...h.Jt““.. .“i.uw..s“...“...“...%QZ..
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #15668: Limonene
68
39 93 13.20 13.40 13.60 13.80
5000 o7 53 79 m/z 97.10 54 _70%
107 121 136
el e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #15775: 1,5-Cyclooctadiene, 1,5-dimethyl- R B B B R a e
67 13.20 13.40 13.60 13.80
m/z 41.10 50.61%
79 93
5000 39 53
27 121
108 136
.:1.5|....|....|...|....|....|....|....|.... S REEEE S R EREREREE RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW101618\
Data File : VW006100.D

Aca On : 17 Oct 2018 02:38

Operator : VA/AP

Sample : J5536-01

Misc : 7.24G/5ML/MSVOA W/SOIL

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W101518S_.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 Spiro[4.5]decane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.88 298.24 ug/Il 1326730 1,4-Dichlorobenzene-d4 13.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Spirol4.51decane 138 C10H18 000176-63-6 93
2 Naphthalene. decahvdro- 138 C10H18 000091-17-8 87
3 Naphthalene. decahvdro-. trans- 138 C10H18 000493-02-7 86
4 Cvclodecene 138 C10H18 003618-12-0 83
5 9-Borabicyclo[3.3.1]nonane, 9-hy... 138 C8H15B0 063366-65-4 83
Abundance Scan 1964 (13.877 min): VW006100.D (-1960) (-) m/z 41.10 100.00%
55
5000
13.60 13.80 14.00 14.20
m/z 55.10 81.86%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #16860: Spiro[4.5]decane
67 9%
81
138
5000 41 R LN AL SR U
13.60 13.80 14.00 14.20
m/z 67.10 81.67%
27 110
¥ | 123
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #16892: Naphthalene, decahydro-
67 96 138
Bl SR AR SN BN SUNRE
13.60 13.80 14.00 14.20
5000 41 m/z 57.10 78.27%
7| Ao
IUI |i”||‘|“i||“ w“\ 123
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #16924: Naphthalene, decahydro-, trans- L B
67 138 13.60 13.80 14.00 14.20
" 82 gg m/z 138.10 69.21%
5000
e I\‘ \“\ 123
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW101618\
Data File : VW006100.D

Aca On : 17 Oct 2018 02:38

Operator : VA/AP

Sample : J5536-01

Misc : 7.24G/5ML/MSVOA W/SOIL

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W101518S_.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 Dodecane, 4-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.14 135.80 ug/Il 604105 1,4-Dichlorobenzene-d4 13.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 4-methvl- 184 C13H28 006117-97-1 78
2 Undecane. 4-methvl- 170 C12H26 002980-69-0 74
3 Decane. 3.7-dimethvl- 170 C12H26 017312-54-8 72
4 Decane. 2.8.8-trimethvl- 184 C13H28 1000060-81-2 59
5 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 53
Abundance Scan 2007 (14.139 min): VW006100.D (-2004) (-) m/z 71.10 100.00%
43 57 7
85
5000
127 AU BN B
99 141 13.80 14.00 14.20 14.40
113 168 : : : :
I ST Y Y2 in | 2SS 191208217232 | ny7 43.10  97.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48846: Dodecane, 4-methyl-
43 57 71
5000 U LA SR BRI
13.80 14.00 14.20 14.40
m/z 57.10 88.92%
29 141
15 L 155 169 184
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220
Abundance #38326: Undecane, 4-methyl-
43
71 AU BN B
13.80 14.00 14.20 14.40
5000 - 57 m/z 85.10 70.50%
85
126
Ll ‘h ‘ J 98 112 | 141 155 170
m/z--> 20 40 60 80 160 120 140 160 180 200 220
Abundance #38338: Decane, 3,7-dimethyl- S REAE B e RRRRE!
43 57 13.80 14.00 14.20 14.40
1 m/z 41.10 46.92%
5000
- 85
J w 99 133 127 141 155 179
m/z--> 20 Jo éo 85 160 120 150 160 180 200 220 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW101618\
Data File : VW006100.D

Aca On : 17 Oct 2018 02:38

Operator : VA/AP

Sample : J5536-01

Misc : 7.24G/5ML/MSVOA W/SOIL

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W101518S_.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 Decane, 3,8-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.27 130.32 ug/Il 579714 1,4-Dichlorobenzene-d4 13.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 42
2 Decane. 3.6-dimethvl- 170 C12H26 017312-53-7 30
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 27
4 Sulfurous acid. 2-ethvlhexvl iso... 278 C14H3003S 1000309-19-0 27
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 27
Abundance Scan 2028 (14.267 min): VW006100.D (-2025) (-) m/z 57.10 100.00%

5000

14.00 14.20 14.40 14.60
m/z 41.10 57.75%

151 167 183 203 232

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38349: Decane, 3,8-dimethyl-

14.00 14.20 14.40 14.60
m/z 43.10 48.90%

5000

141

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38343: Decane, 3,6-dimethyl-
43 57
A EEEEE RS
71 14.00 14.20 14.40 14.60
5000 g5 m/z 55.10 46.15%
29 ‘
141
T P i e SO
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #100330: 2-Bromo dodecane A EEEEE RS
57 14.00 14.20 14.40 14.60
m/z 71.10 43 .29%
43 71
5000 85
29 99
113 169
15 | 0 127 149 248
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.00 14 20 14. 40 14 60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW101618\
Data File : VW006100.D

Aca On : 17 Oct 2018 02:38

Operator : VA/AP

Sample : J5536-01

Misc : 7.24G/5ML/MSVOA W/SOIL

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W101518S_.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 cis-Decalin, 2-syn-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.40 234.35 ug/Il 1042530 1,4-Dichlorobenzene-d4 13.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-Decalin. 2-svn-methvl- 152 C11H20 1000155-85-6 50
2 Decalin. svn-1-methvl-. cis- 152 C11H20 1000158-89-1 43
3 Puledone 152 C10H160 000089-82-7 43
4 Cvclohexane. pentvl- 154 C11H22 004292-92-6 41
5 Bicyclo(3.3.1)nonane-2,6-dione 152 C9H1202 016473-11-3 41
Abundance Scan 2050 (14.401 min): VW006100.D (-2044) (-) m/z 83.10 100.00%
83
55
5000 a 7 95 152
14.00 14.20 14.40 14.60 14.80
0 106 182 207 232 m/z 82.10 68.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25433: cis-Decalin, 2-syn-methyl-
81 95
67
41
5000 55 U SR B UL B
152 14.00 14.20 14.40 14.60 14.80
29 1HM23 m/z 55.10 64.37%
137
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25438: Decalin, syn-1-methyl-, cis-
41 67 81 96
55 152 14.00 14.20 14.40 14.60 14.80
5000 29 m/z 152.10 43.35%
109
TRRRET
Illllllllullwllll‘ \II‘HII\IH ||||||‘l|||‘|||‘||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25063: Pulegone S I B L B R p
81 152 14.00 14.20 14.40 14.60 14.80
67 m/z 81.10 43.24%
109
5000
41 137
55 ‘
27 123
15 ‘::“H:“‘H MH:““:::‘::“:|||||||||||||||||||| s N o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW101618\
Data File : VW006100.D

Aca On : 17 Oct 2018 02:38

Operator : VA/AP

Sample : J5536-01

Misc : 7.24G/5ML/MSVOA W/SOIL

ALS Vial : 36 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ W\METHOD\82W101518S.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 1-Methyldecahydronaphthalene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

14.55 176.77 ug/Il 786361 1,4-Dichlorobenzene-d4 13.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Methvldecahvdronaphthalene 152 C11H20 002958-75-0 96
2 Naphthalene. decahvdro-2-methvl- 152 C11H20 002958-76-1 96
3 trans-Decalin. 2-methvl- 152 C11H20 1000152-47-3 91
4 Cvclopentvlcvclohexane 152 C11H20 001606-08-2 60
5 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 004795-86-2 58

Abundance Scan 2074 (14.548 min): VW006100.D (-2071) (-) m/z 67.00 100.00%

152

5000

14.20 14.40 14.60 14.80

182
108 208 217 m/z 95.10  98.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25436: 1-Methyldecahydronaphthalene
a1 67
95
152
55 81
5000 LA L L L L L LB L
137 14.20 14.40 14.60 14.80
109 m/z 152.10 96.64%
123
Il
o LA i e o o o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25445: Naphthalene, decahydro-2-methyl-
41 67
95
152
55 81 14.20 14.40 14.60 14.80
5000 m/z 82.10 80.81%
137
109
A L]
SRS | /S )| S M S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25429: trans-Decalin, 2-methyl- L B e e R
81 14.20 14.40 14.60 14.80
67 m/z 81.10 78.99%
41 55 9% 152
5000
137
29 109
o d |2
N IO T N A S W N —— S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.20 14. 40 14 60 14.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW101618\
Data File : VW006100.D

Aca On : 17 Oct 2018 02:38

Operator : VA/AP

Sample : J5536-01

Misc : 7.24G/5ML/MSVOA W/SOIL

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W101518S_.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 Undecane, 2,6-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.85 343.75 ug/Il 1529180 1,4-Dichlorobenzene-d4 13.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 2.6-dimethvl- 184 C13H28 017301-23-4 94
2 Sulfurous acid. butvl octvl ester 250 C12H2603S 1000309-17-5 64
3 Undecane. 2.5-dimethvl- 184 C13H28 017301-22-3 64
4 Dodecane. 6-methvl- 184 C13H28 006044-71-9 60
5 Nonane, 3-methyl- 142 C10H22 005911-04-6 58
Abundance Scan 2124 (14.853 min): VW006100.D (-2120) (-) m/z 57.10 100.00%
57
5000 43 71
g5 %8 112 1460 14.80 15.00 15.20
151 166
o....,....','...|.,..“:.,-:'...|',..'!'.',....1‘,‘9...,....,15.“.‘.1?‘,3?95?. m/z 71.10 49.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48875: Undecane, 2,6-dimethyl-
57
5000 43 1 LR B BN B BN

14.60 14.80 15. OO 15. 20

98 m/z 43.10 44 .57%
29 85 113
d ol AL 127 141 155 169 184
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #101974: Sulfurous acid, butyl octyl ester
57
R e AR B
14.60 14.80 15.00 15.20
5000 71 m/z 41.10 30.90%
“ | 8 97 13,5139 165177
,,,,,,,, R AR
m/z--> 60 80 100 120 140 160 180 200
Abundance #48872: Undecane, 2,5-dimethyl-  EAREEEEES L
57 14.60 14.80 15.00 15.20
m/z 55.10 16.20%
5000 43 -
99 112
15 ‘\ I, ) 8 7 7" 127 141 155 169 184
L B o S LB maE e R e RS B
m/z--> 20 40 60 80 100 120 140 160 180 200 14.60 14. 80 15. OO 15. 20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW101618\
Data File : VW006100.D

Aca On : 17 Oct 2018 02:38

Operator : VA/AP

Sample : J5536-01

Misc : 7.24G/5ML/MSVOA W/SOIL

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W101518S_.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 Octane, 2,6-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.34 266.15 ug/Il 1183960 1,4-Dichlorobenzene-d4 13.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 80
2 Tridecane. 7-methvl- 198 C14H30 026730-14-3 76
3 Sulfurous acid. dodecvl 2-ethvlh... 362 C20H4203S 1000309-19-5 64
4 Sulfurous acid. 2-ethvlhexvl tri... 376 C21H4403S 1000309-19-6 64
5 Oxalic acid, bis(2-ethylhexyl) e... 314 C18H3404 1000309-39-0 53
Abundance Scan 2204 (15.340 min): VW006100.D (-2199) (-) m/z 57.10 100.00%
87 71
B SN DAL B B
145 15.00 15.20 15.40 15.60
o 165 183 198209 mn/z 71.10 88 . 08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19181: Octane, 2,6-dimethyl-
57
43 71
5000 R UL U RN SRR
15.00 15.20 15.40 15.60
m/z 43.10 57.76%
29 P 113
15 LT 97 | 127 142
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59891: Tridecane, 7-methyl-
57
43 n B SN DAL BRI B I
15.00 15.20 15.40 15.60
5000 m/z 41.10 38.01%
112
85
L w‘ b S0 99 || 127 140 155 169 183 198
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #191848: Sulfurous acid, dodecyl 2-ethylhexyl ester T
57 15.00 15.20 15.40 15.60
7 m/z 56.10 21.97%
5000
43
113
29 85
SN N N 0 NN, U
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW101618\
Data File : VW006100.D

Aca On : 17 Oct 2018 02:38

Operator : VA/AP

Sample : J5536-01

Misc : 7.24G/5ML/MSVOA W/SOIL

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W101518S_.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 Methyl 2-thienylacetate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.63 247.17 ug/Il 1099560 1,4-Dichlorobenzene-d4 13.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 2-thienvlacetate 156 C7H802S 019432-68-9 64
2 4-Hepten-3-one. 2.6-dimethvl- 140 C9H160 056259-14-4 59
3 Sulfurous acid. cvclohexvimethvl... 360 C20H4003S 1000309-22-1 59
4 lsoxazole. 3.5-dimethvl- 97 C5H7NO 000300-87-8 59
5 Sulfurous acid, cyclohexylmethyl... 234 C11H2203S 1000309-21-3 59
Abundance Scan 2252 (15.633 min): VW006100.D (-2248) (-) m/z 97.10 100.00%
97
>0 M/\J/\J\/\A
4T e 210 " 1'% 15,60 15,80 1600
81 112 - - - -
ob bl L3 142123135 181 165 180 196 7 s P Ee 0 o1 330
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #28759: Methyl 2-thienylacetate
o7
5000 LRI IR S S I
15.40 15.60 15.80 16.00
45 m/z 57.10 21.30%
29 57 69 156
|'“' AFJ'”'I' h'7?""Ll'}%%}%4 '}44"'| T T
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #18730: 4-Hepten-3-one, 2,6-dimethyl-
o7
' 15.40 15.60 15.80 16.00
5000 a m/z 41.10 16.58%
69 140
XL 125 | /\ML\N\A&
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #190625: Sulfurous acid, cyclohexylmethyl tridecy! ester N s
o7 15.40 15.60 15.80 16.00
m/z 43.10 11.79%
5000 55
43 71 83
29 1 |7l 111 127 141 154 183
miz-> 20 45 60 80 100 120 140 160 180 200 ' 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW101618\
Data File : VW006100.D

Aca On : 17 Oct 2018 02:38

Operator : VA/AP

Sample : J5536-01

Misc : 7.24G/5ML/MSVOA W/SOIL

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W101518S_.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 2H-Pyran-2-one, 5,6-dihydro... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.44 236.29 ug/Il 1051150 1,4-Dichlorobenzene-d4 13.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Pvran-2-one. 5.6-dihvdro-6-pe... 168 C10H1602 054814-64-1 64
2 Sulfurous acid. di(cvclohexvimet... 274 C14H2603S 1000309-22-7 59
3 4-Octen-3-one 126 C8H140 014129-48-7 59
4 Thiophene. 2-decvl- 224 C14H24sS 024769-39-9 50
5 Sulfurous acid, cyclohexylmethyl... 402 C23H4603S 1000309-22-4 50
Abundance Scan 2384 (16.438 min): VW006100.D (-2379) (-) m/z 97.10 100.00%
o7
5000
57
41 VUSSR
69 85 11 224 16.20 16.40 16.60
ob el L 80 S § 11126 147 166177190 208 BT TE7 70 28.03%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36406: 2H-Pyran-2-one, 5,6-dihydro-6-pentyl-
68 a7
5000 41 LU SURBLIL BUREULSS SURIULE

16.|20 16.I4O 16.60
29 m/z 55.10 16.04%

55
81 108 122 139150 168
miz-> 20 40 60 80 100 120 140 160 180 200 220

Abundance #122471: Sulfurous acid, di(cyclohexylmethyl) ester
97
e
16.20 16.40 16.60
5000 m/z 41.10 13.24%
55
83
20 4 | 67 7 127
e B e B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #11329: 4-Octen-3-one R
97 16.20 16.40 16.60
m/z 43.10 7.23%
55
5000
41 126
||| 69 83 | 111
T e e B LA W22 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_W\DATA\VW101618\
Data File : VW006100.D

Acq On : 17 Oct 2018 02:38

Operator : VA/AP

Sample - J5536-01

Misc : 7.24G/5ML/MSVOA_W/SOIL

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W101518S_.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]
D-Limonene 13.48 393.6 ug/l 1751030 4 13.57 222427 50.0
Spiro[4.5]decane 13.88 298.2 ug/l 1326730 4 13.57 222427 50.0
Dodecane, 4-methyl- 14.14 135.8 ug/1 604105 4 13.57 222427 50.0
Decane, 3,8-dimet... 14.27 130.3 ug/1 579714 4 13.57 222427 50.0
cis-Decalin, 2-sy... 14.40 234.3 ug/l 1042530 4 13.57 222427 50.0
1-Methyldecahydro... 14.55 176.8 ug/1l 786361 4 13.57 222427 50.0
Undecane, 2,6-dim... 14.85 343.8 ug/l 1529180 4 13.57 222427 50.0
Octane, 2,6-dimet... 15.34 266.1 ug/l 1183960 4 13.57 222427 50.0
Methyl 2-thienyla... 15.63 247_.2 ug/l 1099560 4 13.57 222427 50.0

4

2H-Pyran-2-one, 5... 16.44 236.3 ug/l 1051150 13.57 222427 50.0
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