LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD041119\
Data File : VD061750.D

Aca On : 11 Apr 2019 19:29

Operator : VA/AP

Sample : K2347-02

Misc : 5.03a/5mI/MSVOA D/SOIL

ALS Vial : 18 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 D\METHOD\82D040619S.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 1.791 32 37 41 rBV2 729 2312 1.04% 0.112%
2 1.938 49 52 55 rBv2 1446 2461 1.11% 0.119%
3 2.381 95 97 100 rBV 1233 2248 1.01% 0.108%
4 2.608 117 120 123 rVB 1454 2432 1.09% 0.117%
5 3.208 176 181 187 rBvV3 1296 4170 1.87% 0.201%
6 6.900 552 556 562 rBB2 3655 9248 4.16% 0.446%
7 7.028 568 569 575 rVB 2158 5153 2.32% 0.249%
8 7.431 606 610 616 rBB2 4012 9474 4.26% 0.457%
9 8.199 684 688 695 rBV 3925 11659 5.24% 0.562%
10 10.404 908 912 916 rVB 3730 8403 3.78% 0.405%
11 12.354 1106 1110 1113 rBvV 7080 12220 5.49% 0.589%
12 13.220 1196 1198 1201 rvB2 1915 2663 1.20% 0.128%
13 13.328 1207 1209 1211 rBvV 3561 4272 1.92% 0.206%
14 13.486 1222 1225 1227 rVB 1164 2351 1.06% 0.113%
15 13.545 1228 1231 1235 rBvV2 5054 8123 3.65% 0.392%
16 13.702 1244 1247 1252 rVB2 4753 7412 3.33% 0.358%
17 13.810 1256 1258 1261 rVV 2499 3249 1.46% 0.157%
18 13.919 1264 1269 1271 rVVv2 4058 10694 4.81% 0.516%
19 13.958 1271 1273 1278 rVB2 7184 9511 4.27% 0.459%
20 14.106 1283 1288 1291 rBV3 6590 15857 7.13% 0.765%
21 14.155 1291 1293 1295 rBV2 5353 9217 4.14% 0.445%
22 14.194 1295 1297 1300 rVB 21618 26541 11.93% 1.280%
23 14.253 1300 1303 1306 rVB2 6959 11917 5.36% 0.575%
24 14.322 1306 1310 1312 rBV 6930 12971 5.83% 0.626%
25 14.372 1312 1315 1318 rVB3 11207 17278 7.76% 0.833%
26 14.431 1318 1321 1322 rBV2 11320 13439 6.04% 0.648%
27 14.509 1327 1329 1331 rBV2 20653 29477 13.25% 1.422%
28 14.549 1331 1333 1334 rBV2 10067 8520 3.83% 0.411%
29 14.578 1334 1336 1338 rVB 11461 13424 6.03% 0.647%
30 14.637 1340 1342 1345 rVB 19866 22683 10.19% 1.094%
31 14.696 1346 1348 1349 rBV2 6159 6989 3.14% 0.337%
32 14.765 1353 1355 1357 rBV 21782 29902 13.44% 1.442%
33 14.805 1357 1359 1362 rBV3 15060 31038 13.95% 1.497%
34 14.844 1362 1363 1364 rBV 6066 5464 2.46% 0.264%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD041119\
Data File : VD061750.D

Aca On : 11 Apr 2019 19:29

Operator : VA/AP

Sample : K2347-02

Misc : 5.03a/5mI/MSVOA D/SOIL

ALS Vial : 18 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_D\METHOD\82D040619S.M

Title : SW846 8260

35 14.883 1364 1367 1368 rBV 68738 93443 41.99% 4_.507%
36 14.903 1368 1369 1371 rVB 5736 3601 1.62% 0.174%
37 15.021 1374 1381 1382 rBV3 32870 65112 29.26% 3.141%
38 15.051 1382 1384 1385 rVB 17003 19385 8.71% 0.935%
39 15.071 1385 1386 1388 rVB 8236 9305 4.18% 0.449%
40 15.130 1388 1392 1397 rBV5 33325 101808 45.75% 4.911%
41 15.228 1397 1402 1404 rBV5 20891 49470 22.23% 2.386%
42 15.277 1404 1407 1408 rBV2 41235 68040 30.58% 3.282%
43 15.317 1408 1411 1413 rBV2 62752 100667 45.24% 4 _855%
44 15.386 1416 1418 1419 rVB2 51837 59229 26.62% 2.857%
45 15.425 1419 1422 1425 rBV4 55451 109212 49.08% 5.268%
46 15.523 1429 1432 1436 rVB4 29220 66363 29.82% 3.201%
47 15.582 1436 1438 1441 rBV2 45037 85516 38.43% 4._.125%

48 15.642 1441 1444 1445 rBVY 180850 222525 100.00% 10.733%
49 15.740 1451 1454 1457 rBV2 79554 113764 51.12% 5.487%
50 15.799 1457 1460 1462 rVB3 64290 101101 45.43% 4_.876%

51 15.927 1471 1473 1475 rVB2 29561 27477 12.35% 1.325%
52 15.986 1475 1479 1481 rBV3 29364 56765 25.51% 2.738%
53 16.035 1482 1484 1486 rVB3 20942 28342 12.74% 1.367%
54 16.134 1492 1494 1499 rVV3 45189 79155 35.57% 3.818%
55 16.222 1499 1503 1508 rVB6 56170 136774 61.46% 6.597%
56 16.311 1508 1512 1515 rVvB4 20859 45561 20.47% 2.198%
57 16.360 1515 1517 1520 rBV3 10648 18399 8.27% 0.887%
58 16.409 1520 1522 1525 rVB3 18397 21887 9.84% 1.056%
59 16.468 1526 1528 1530 rBV3 5792 8164 3.67% 0.394%
60 16.537 1534 1535 1538 rVB3 3200 4126 1.85% 0.199%
61 16.616 1541 1543 1544 rBV 2774 3073 1.38% 0.148%
62 16.774 1557 1559 1561 rBV 2064 2226 1.00% 0.107%
Sum of corrected areas: 2073262
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD041119\
Data File : VD061750.D

Aca On : 11 Apr 2019 19:29

Operator : VA/AP

Sample : K2347-02

Misc : 5.03a/5mI/MSVOA D/SOIL

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D040619S .M
> SW846 8260

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VD061750.D

200000
150000
100000

50000

1.79.94 2.38 2.61 3.21 6.90.03

T T e e e e e LA A s e e e e e B e L e e o e e e e B L m s s e s S
Time--> 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00

Abundance TIC: VD061750.D

200000

150000

100000

50000

7.43 8.20 10.40 12.35
T T N S S A

Time--> 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: VD061750.D
15.64

200000

150000

100000

50000

1373 333648 79ELoTA

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

82D040619S.M Fri Apr 12 12:02:24 2019 Page: 3



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD041119\
Data File : VD061750.D

Aca On : 11 Apr 2019 19:29

Operator : VA/AP

Sample : K2347-02

Misc : 5.03a/5mI/MSVOA D/SOIL

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D040619S .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 Undecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.88 158.50 ug/Il 93443 1,4-Dichlorobenzene-d4 14.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 Cl11H24 001120-21-4 94
2 Decane 142 C10H22 000124-18-5 72
3 Hexadecane. l1-chloro- 260 C16H33ClI 004860-03-1 64
4 Hexadecane 226 C16H34 000544-76-3 53
5 Dodecyl isobutyl carbonate 286 C17H3403 959067-22-2 50
Abundance Scan 1367 (14.883 min): VD061750.D (-1364) (-) m/z 57.10 100.00%
57
5000 1
85
| | 8112 156 14,60 14.80 15.00 1520
Ot el m/z 43.00 92.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #28424: Undecane
57
7 MW
71

5000
14.60 14.80 15.00 15.20
29 m/z 41.00 53.52%
14| || Pusy 16
0...,....,a..“‘,....,....,...‘.,....,....,.... R e e REREamEs
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 57
e REREE
14.60 14.80 15.00 15.20
5000 g m/z 71.05  48.30%
71
85

99 113126 142

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #110905: Hexadecane, 1-chloro-
57 14.60 14.80 15.00 15.20
43 m/z 85.10 33.01%
71
5000 91
29
ol 15 Ll ‘ HH\M}}9433147161175189203 224 260
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD041119\
Data File : VD061750.D

Aca On : 11 Apr 2019 19:29

Operator : VA/AP

Sample : K2347-02

Misc : 5.03a/5mI/MSVOA D/SOIL

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D040619S .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

o

Peak Number 2 unknownl15.13 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.13 172.69 ug/Il 101808 1,4-Dichlorobenzene-d4 14.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1l-methvl-1-propenvl)-.... 132 C1l0H12 000768-00-3 43
2 Benzene. l1-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 43
3 Silane. dichlorofluoromethvl- 132 CH3CI2FSi 000420-58-6 38
4 Benzene. 1-methvl-4-(2-propenvl)- 132 C10H12 003333-13-9 38
5 (E)-1-Phenyl-1-butene 132 C10H12 001005-64-7 38
Abundance Scan 1392 (15.130 min): VD061750.D (-1388) (-) m/z 116.95 100.00%
117
5000 91
41 55
69 77 o, 105 133
|| | | |d |||”| | 08 | B 126 148 14.80 15.00 15.20 15.40
S A 1 T R m/z 119.00 65.98%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14096: Benzene, (1-methyl-1-propenyl)-, (E)-
117

5000
14.80 15.00 15.20 15.40

m/z 90.95 44 _58%

04
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance

117
132 14.80 15.00 15.20 15.40
5000 m/z 55.00 34.91%
ol 105
65 77
27 39 51 58 98

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #14554: Silane, dichlorofluoromethyl- R e
14.80 15.00 15.20 15.40

m/z 114.95 34.18%

5000

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD041119\
Data File : VD061750.D

Aca On : 11 Apr 2019 19:29

Operator : VA/AP

Sample : K2347-02

Misc : 5.03a/5mI/MSVOA D/SOIL

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D040619S .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 unknownl5.32 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.32 170.76 ug/Il 100667 1,4-Dichlorobenzene-d4 14.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. pentvl- 154 C11H22 004292-92-6 43
2 1-Butanone. 1l-cvclohexvl- 154 C10H180 001462-27-7 43
3 Cvclohexane. 2-propenvl- 124 C9OH16 002114-42-3 38
4 Cvclohexane. ethvl- 112 C8H16 001678-91-7 38
5 Cyclohexane, methyl- 98 C7H14 000108-87-2 30
Abundance Scan 1411 (15.317 min): VD061750.D (-1408) (-) m/z 57.05 100.00%
43 83
5000 71
105 LRI SURIM B UL
97 | 1p3 124 154 15.00 15.20 15.40 15.60
o} m/z 82.95 89.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27052: Cyclohexane, pentyl-
55 83
5000 a1 U SRR UL BRI SR
mmmmmmmm
67 154 m/z 43.05 84.51%
NS N AN N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
83
55 LRI SUNIM B UL
15.00 15.20 15.40 15.60
5000 43 7 m/z 55.05 82.14%
27 111
154
ol 15 91 9 139
WTWWWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #10655: Cyclohexane, 2-propenyl- U UL SR DL B
55 8 15.00 15.20 15.40 15.60
m/z 41.00 72.66%
5000 41
67
27 96
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 15. 00 15. 20 15. 40 15.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD041119\
Data File : VD061750.D

Aca On : 11 Apr 2019 19:29

Operator : VA/AP

Sample : K2347-02

Misc : 5.03a/5mI/MSVOA D/SOIL

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D040619S .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 Benzene, 1,3-diethyl-5-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.42 185.25 ug/Il 109212 1,4-Dichlorobenzene-d4 14.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-diethvl-5-methyl- 148 C11H16 002050-24-0 94
2 Naphthalene. decahvdro-2-methvl- 152 C11H20 002958-76-1 93
3 cis-Decalin. 2-svn-methvl- 152 C11H20 1000155-85-6 51
4 Benzene. 2.4-diethyl-1-methyl- 148 C11H16 001758-85-6 42
5 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 38

Abundance Scan 1422 (15.425 min): VD061750.D (-1419) (-) m/z 119.00 100.00%
119 133
67 8 T 152
5000
55
|| |I | |I | ‘ | I|I ||I 1520 1540 1560 1580
o) el '" A0 R 1 m/z 133.10 93.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #22795: Benzene, 1,3-diethyl-5-methyl-
119 133
5000
91 148 15.20 15.40 15.60 15.80
105 m/z 95.00 64.35%
28 39 51 65 ‘
O'W}?PJM“J“”dh”'MW”ML”W””M”'JLL”WJ”P”W””P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
41 81
67 o5 152 oo
I I I I
55 15.20 15.40 15.60 15.80
5000 27 m/z 67.00 57.99%
137
109
123
S R R AL RS RS RARAS RRAR) RN LSl LR LA AASS EARAS LAARN O
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25433: cis-Decalin, 2-syn-methyl- R B RRREE B
8 95 15.20 15.40 15.60 15.80
67 m/z 81.00 55.91%
41
5000 55
110 152
29
] | |
O.WHHPJWHHNHWM“.wqmﬂthﬂhpnw””“”wnﬂpnwm”“ —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD041119\
Data File : VD061750.D

Aca On : 11 Apr 2019 19:29

Operator : VA/AP

Sample : K2347-02

Misc : 5.03a/5mI/MSVOA D/SOIL

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D040619S .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 unknownl5.58 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.58 145.06 ug/Il 85516 1,4-Dichlorobenzene-d4 14.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. 6-ethvloct-3-vl hep... 328 C19H3604 1000309-34-5 43
2 Undecane. 2.7-dimethvl- 184 C13H28 017301-24-5 38
3 Undecane. 3-methvl- 170 C12H26 001002-43-3 38
4 4.4-Dipropvlheptane 184 C13H28 017312-72-0 38
5 Decane, 2,4,6-trimethyl- 184 C13H28 062108-27-4 38
Abundance Scan 1438 (15.582 min): VD061750.D (-1436) (-) m/z 57.05 100.00%

5000

15.20 15.40 15.60 15.80 16.00

0 m/z 85.00 82.81%
m/z--> 20 40 60 80 100 120 140 160
Abundance #167606: Oxalic acid, 6-ethyloct-3-yl heptyl ester
57
43 71 85
5000
15.20 15.40 15.60 15.80 16.00
m/z 43.05 82.27Y%
29 99 111 141 0
o/ B— .h‘..‘,t el lly nh - < B A
m/z--> 20 40 60 80 100 120 140 160
Abundance
43
i AR mat R e S S
57 15.20 15.40 15.60 15.80 16.00
5000 71 g m/z 70.95 81.62%
29 08
0 11 127 141 169
T T e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #38327: Undecane, 3-methyl- A T T T R
57 15.20 15.40 15.60 15.80 16.00
m/z 41.00 65.13%
43
5000 [
29
99 141
oL 15 “ 7 112 126 || 155 170
1ttt R B
m/z--> 20 40 60 80 100 120 140 160 15.20 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD041119\
Data File : VD061750.D

Aca On : 11 Apr 2019 19:29

Operator : VA/AP

Sample : K2347-02

Misc : 5.03a/5mI/MSVOA D/SOIL

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D040619S .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 Dodecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.64 377.46 ug/Il 222525 1,4-Dichlorobenzene-d4 14.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 94
2 Tridecane. 6-methvl- 198 C14H30 013287-21-3 72
3 Tridecane 184 C13H28 000629-50-5 72
4 Hexadecane 226 C16H34 000544-76-3 64
5 Decane 142 C10H22 000124-18-5 64
Abundance Scan 1444 (15.642 min): VD061750.D (-1441) (-) m/z 57.00 100.00%
43
71
5000
85
99 112 170 15.40 15.60 15.80 16.00
ol ol A 2R | m/z 43.00 80.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38315: Dodecane
57
43
71
5000 LR L B UL IR
85 15.40 15.60 15.80 16.00
m/z 71.05 56.95%
o..1?,.‘.\..‘,\...\.‘,..w..,z..?ﬁ..l%%,l.%? w
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
57
15.40 15.60 15.80 16.00
5000 43 - m/z 41.00 45.62%
29 8 o8 126
oL 15 113 140 154 169 183 198
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #48831: Tridecane R e B
43 57 15.40 15.60 15.80 16.00
m/z 85.05 28.31%
5000 n
29 85
o \“ A ‘ 99 113 127 141 155 184
m/z--> 20 4'0 6|0 8|0 100 120 140 160 180 200 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD041119\
Data File : VD061750.D

Aca On : 11 Apr 2019 19:29

Operator : VA/AP

Sample : K2347-02

Misc : 5.03a/5mI/MSVOA D/SOIL

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D040619S .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 3
R.T. EstConc Area Relative to ISTD R.T.
15.74 192.97 ug/Il 113764 1,4-Dichlorobenzene-d4 14.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 2.6-dimethvl- 184 C13H28 017301-23-4 64
2 Sulfurous acid. 2-ethvlhexvl non... 320 C17H3603S 1000309-19-2 47
3 Sulfurous acid. butvl 2-ethvlhex... 250 C12H2603S 1000309-18-8 47
4 Sulfurous acid. 2-ethvlhexvl und... 348 C19H4003S 1000309-19-4 47
5 Octane, 2,3,7-trimethyl- 156 C11H24 062016-34-6 43
Abundance Scan 1454 (15.740 min): VD061750.D (-1451) (-) m/z 57.05 100.00%
7

5000

el

15. 40 15. 60 15. 80 16. 00
0 198 162 m/z 43.05  48.66%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48882: Undecane, 2,6-dimethyl-
57

5000 43 L L e I e e
71 15.40 15.60 15.80 16.00

m/z 71.05 47 .19%

119 133

98
0 ‘\ A 85 "7 113 127 141 154 169 184
S R S| S S i M ri U 2 S ML L

1l 1
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57
71
15.40 15.60 15.80 16.00
5000 43 m/z 41.00 31.65%
85
113
29 97 127
Ol el e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #101977: Sulfurous acid, butyl 2-ethylhexy! ester  REaaE e
57 15.40 15.60 15.80 16.00
m/z 118.95 16.21%
5000 -
113
0..,....,....,....,??.?ﬂ....,....,....,....,...
m/z--> 60 80 100 120 140 160 180 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD041119\
Data File : VD061750.D

Aca On : 11 Apr 2019 19:29

Operator : VA/AP

Sample : K2347-02

Misc : 5.03a/5mI/MSVOA D/SOIL

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D040619S .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 8 unknownl15.80 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.80 171.49 ug/Il 101101 1,4-Dichlorobenzene-d4 14.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis.trans-1.6-Dimethvilspirol4.51... 166 C12H22 1000111-72-3 46
2 Spirol5.61dodecane 166 C12H22 000181-15-7 38
3 Bicvclol2.2.21octane. 2-methvl- 124 C9H16 000766-53-0 38
4 trans.trans-1.7-Dimethvilspirol4.... 166 C12H22 1000111-72-6 38
5 Cyclododecene 166 C12H22 001501-82-2 35

Abundance Scan 1460 (15.799 min): VD061750.D (-1457) (-) m/z 55.05 100.00%
5 81
41 67 95
5000
104
166
I ‘ bow ] e s e o
0 .,....,....,.|I.'.,..|'..|,.. ] .|..,'.|! .,....,E... bk '| |..,....:!...,...!,.... m/z 81.00 86.74%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #35211: cis,trans-1,6-Dimethylspiro[4.5]decane
81 95
166
55 67
5000 R B SR DR B
109 15140 15.60 15.80 16.00 16.20
123 m/z 67.00 61.21%
‘ . 137 151
R A R R R R A LA AR AR AR LA RARAN RARAS RARE
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
41 67 81 96
55 TTTTpTTTT T T T T T T T T
15.40 15.60 15.80 16.00 16.20
5000 109 m/z 41.00 60.90%
166
123
. 138 45
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #10702: Bicyclo[2.2.2]octane, 2-methyl- L B o R
67 81 o5 15.40 15.60 15.80 16.00 16.20
109 124 m/z 95.05 58.68%
5000 a1 55
0'P'”““”PL“PJhm'ﬂhh”ﬁ'”v'”l”“l””l”“l””l””l“'ﬂ”" R PN SN SRR BN
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 1540 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD041119\
Data File : VD061750.D

Aca On : 11 Apr 2019 19:29

Operator : VA/AP

Sample : K2347-02

Misc : 5.03a/5mI/MSVOA D/SOIL

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D040619S .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 unknownl16.13 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

16.13 134.27 ug/Il 79155 1,4-Dichlorobenzene-d4 14.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1-(3-1sobutvrvl-bicvcloll.1.11pe... 208 C13H2002 1000287-95-8 43
2 Cvclobutanemethanol. .alpha.-met... 100 C6H120 007515-29-9 35
3 Heptadecane. 2.6-dimethvl- 268 C19H40 054105-67-8 35
4 Undecane. 4.6-dimethyl- 184 C13H28 017312-82-2 35
5 Undecane, 6-ethyl- 184 C13H28 017312-60-6 35
Abundance Scan 1494 (16.134 min): VD061750.D (-1492) (-) m/z 57.05 100.00%

5000

15.80 16.00 16.20 16.40

0 m/z 70.95 85.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67763: 1-(3-Isobutyryl-bicyclo[1.1.1]pent-1-yl)-2-methylp...
43
5000
15.80 16.00 16.20 16.40
27 n m/z 43.05 73.38%
ol.13 Ll 7H“ 95 109123137451165 193208
A e B A RS w s as e B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 57
71
15.80 16.00 16.20 16.40
5000 29 m/z 41.00 69.95%
85
15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117655: Heptadecane, 2,6-dimethyl- T
43 57 15.80 16.00 16.20 16.40
m/z 55.00 31.26%
71
5000
85
113
o A ‘ ||| 93157141155 182197211205239253 268
e R AR B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15. 80 16. 00 16. 20 16. 40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD041119\
Data File : VD061750.D

Aca On : 11 Apr 2019 19:29

Operator : VA/AP

Sample : K2347-02

Misc : 5.03a/5mI/MSVOA D/SOIL

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D040619S .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 unknownl6.22 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.22 232.00 ug/Il 136774 1,4-Dichlorobenzene-d4 14.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propenal. 3-(4-methviphenvI)- 146 C10H100 001504-75-2 46
2 cis. cis-2-Ethvlbicvclol4.4.01de... 166 C12H22 066660-40-0 30
3 1H-Inden-1-one. 2.3-dihvdro-2-me... 146 C10H100 017496-14-9 30
4 Benzene. (1.1-dimethvl-2-propenvl)- 146 C11H14 018321-36-3 30
5 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 30
Abundance Scan 1503 (16.222 min): VD061750.D (-1499) (-) m/z 130.95 100.00%
81
5000 146
166
16.00 16.20 16.40 16.60
o} m/z 80.95 62.72%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #21567: 2-Propenal, 3-(4-methylphenyl)-
131
5000 91 N MR SN L R
115 146 16.00 16.20 16.40 16.60
39 65 103 m/z 133.00 42 .42%
51 77 ‘ ‘ ‘
0'V“'VHW'“WL'WA“l“LP'JJ“'l“"J}%%'L“ AR AN SRR AR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
81 137
95 166 16.00 16.20 16.40 16.60
5000 o 67 m/z 66.95 40.17%
109
123
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #21579: 1H-Inden-1-one, 2,3-dihydro-2-methyl- R AR REEEE LR
131 16.00 16.20 16.40 16.60
m/z 69.05 38.77%
146
5000
103 117
91
27 39 51 63 7 “ ‘
owuupuw””ﬁ”nﬂhpﬂl”Jﬂ”.H”.“lunpuwnhpnwnnpn A TS
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_D\DATA\VD041119\
Data File : VD061750.D

Acq On : 11 Apr 2019 19:29

Operator : VA/AP

Sample - K2347-02

Misc : 5.03g/5ml/MSVOA_D/SOIL

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D040619S .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]
Undecane 14.88 158.5 ug/1 93443 4 14.51 29477 50.0
unknown15.13 15.13 172.7 ug/1 101808 4 14.51 29477 50.0
unknown15.32 15.32 170.8 ug/1 100667 4 14.51 29477 50.0
Benzene, 1,3-diet... 15.42 185.3 ug/1 109212 4 14.51 29477 50.0
unknownl15.58 15.58 145.1 ug/1 85516 4 14.51 29477 50.0
Dodecane 15.64 377.5 ug/l 222525 4 14.51 29477 50.0
Undecane, 2,6-dim... 15.74 193.0 ug/1 113764 4 14.51 29477 50.0
unknownl15.80 15.80 171.5 ug/1 101101 4 14.51 29477 50.0
unknownl16.13 16.13 134.3 ug/1 79155 4 14.51 29477 50.0
unknownl16 .22 16.22 232.0 ug/Il 136774 4 14.51 29477 50.0
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