LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD062218\

Data File : VD058310.D

Aca On - 22 Jun 2018 21:40

Operator : VA/AP

sample - J3663-13 -

Misc - 20.31a/5mI/MSVOA D/SOIL e s
ALS Vial : 20 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\82D061918S.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 1.224 92 101 103 rBY 1006679 2478454 54_.27% 2.988%
2 1.273 103 106 129 rVvv 1350714 4566900 100.00% 5.506%
3 3.065 284 288 293 rBV 29663 72129 1.58% 0.087%
4 3.734 350 356 365 rBv4 15467 46503 1.02% 0.056%
5 4.837 460 468 475 rBv4 11848 46101 1.01% 0.056%
6 5.545 533 540 545 rBV2 413459 1111796 24.34% 1.340%
7 5.634 545 549 564 rVB 580512 1675469 36.69% 2.020%
8 6.018 582 588 602 rBV 325394 880087 19.27% 1.061%
9 6.205 602 607 617 rVB 26171 83955 1.84% 0.101%
10 6.687 650 656 669 rBV 763600 1902752 41.66% 2.294%
11 7.898 773 779 788 rVB3 25382 68442 1.50% 0.083%
12 8.075 788 797 801 rBV2 28115 81011 1.77% 0.098%
13 8.705 856 861 869 rVB 1040500 2242579 49.11% 2.704%
14 9.473 932 939 942 rBV4 20089 79147 1.73% 0.095%

15 9.739 962 966 975 rVB 98784 225545 4.94% 0.272%

16 9.896 977 982 990 rBV 91592 307090 6.72% 0.370%
17 10.113 999 1004 1008 rBV2 38290 87527 1.92% 0.106%
18 10.192 1008 1012 1018 rVB3 37540 88594 1.94% 0.107%
19 10.428 1031 1036 1045 rVB 99463 243384 5.33% 0.293%
20 10.684 1058 1062 1067 rBV 1185392 2194235 48.05% 2.645%

21 10.753 1067 1069 1077 rVB3 47861 122315 2.68% 0.147%
22 10.881 1077 1082 1086 rBV2 62568 138810 3.04% 0.167%
23 10.979 1086 1092 1095 rBV3 67413 179534 3.93% 0.216%
24 11.048 1095 1099 1102 rVvVv 182914 355363 7.78% 0.428%
25 11.097 1102 1104 1108 rVVv 172643 303397 6.64% 0.366%

26 11.206 1111 1115 1119 rBV3 55120 107928 2.36% 0.130%
27 11.285 1119 1123 1126 rVV3 85394 171741 3.76% 0.207%
28 11.363 1126 1131 1134 rVV2 421581 1094045 23.96% 1.319%
29 11.413 1134 1136 1138 rVV2 178910 368701 8.07% 0.444%
30 11.452 1138 1140 1144 rVV 198084 440115 9.64% 0.531%

31 11.521 1144 1147 1149 rVvV 383363 718483 15.73% 0.866%
32 11.590 1152 1154 1157 rVV 433326 738481 16.17% 0.890%
33 11.678 1157 1163 1166 rVV4 625026 2023781 44.31% 2.440%
34 11.777 1170 1173 1176 rVvVv3 211171 453631 9.93% 0.547%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD062218\

Data File : VD058310.D

Aca On - 22 Jun 2018 21:40

Operator : VA/AP

sample - J3663-13 -

Misc - 20.31a/5mI/MSVOA D/SOIL e s
ALS Vial : 20 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_D\METHOD\82D061918S .M
SW846 8260

35 11.836 1176 1179 1184 rVV3 428904 1148459 25.15% 1.385%

36 11.934 1186 1189 1192 rVV 1367947 2140959 46.88% 2.581%
37 11.983 1192 1194 1196 rVV 335045 564700 12.37% 0.681%
38 12.023 1196 1198 1199 rVvVv 256651 429284 9.40% 0.518%
39 12.043 1199 1200 1202 rVV2 301640 503659 11.03% 0.607%
40 12.092 1202 1205 1212 rVV2 685190 2009195 43.99% 2.422%

41 12.210 1212 1217 1220 rVV2 726808 1941225 42.51% 2.340%
42 12.269 1220 1223 1225 rVV 886119 1715157 37.56% 2.068%
43 12.308 1225 1227 1229 rVV 766086 1334456 29.22% 1.609%
44 12.358 1229 1232 1234 rVV2 987280 1995263 43.69% 2.405%
45 12.407 1234 1237 1240 rVV3 473827 1255471 27.49% 1.514%

46 12.446 1240 1241 1243 rVV 358282 543372 11.90% 0.655%
47 12.505 1243 1247 1250 rVV3 887021 2579824 56.49% 3.110%
48 12.564 1250 1253 1255 rVV3 667456 1643408 35.99% 1.981%
49 12.604 1255 1257 1258 rVV2 496851 866946 18.98% 1.045%
50 12.653 1260 1262 1264 rVV 907564 1617560 35.42% 1.950%

51 12.692 1264 1266 1267 rVV 546666 861164 18.86% 1.038%
52 12.732 1267 1270 1273 rVV2 1302221 3314192 72.57% 3.995%
53 12.781 1273 1275 1278 rVV3 1015286 2175529 47.64% 2.623%
54 12.830 1278 1280 1282 rVV 1078039 1897329 41.55% 2.287%
55 12.860 1282 1283 1286 rVV3 867673 1586201 34.73% 1.912%

56 12.909 1286 1288 1294 rVV 2112762 3905185 85.51% 4._.708%
57 12.988 1294 1296 1297 rVV 432970 661953 14.49% 0.798%
58 13.017 1297 1299 1303 rVV4 621845 1521195 33.31% 1.834%
59 13.086 1303 1306 1309 rVV3 447471 1214675 26.60% 1.464%
60 13.125 1309 1310 1314 rVV2 376151 804148 17.61% 0.969%

61 13.194 1314 1317 1324 rVV3 1068741 3021383 66.16% 3.642%
62 13.293 1324 1327 1330 rVV3 473782 1370323 30.01% 1.652%
63 13.342 1330 1332 1335 rVV2 507989 1008992 22.09%% 1.216%
64 13.421 1335 1340 1341 rVV3 528285 1477874 32.36% 1.782%
65 13.440 1341 1342 1345 rVV2 565900 980660 21.47% 1.182%

66 13.490 1345 1347 1349 rVV2 225804 403076 8.83% 0.486%
67 13.529 1349 1351 1356 rVV3 695079 1556832 34.09% 1.877%
68 13.588 1356 1357 1359 rVVv2 221600 376278 8.24% 0.454%
69 13.677 1362 1366 1369 rVV2 945170 2154054 47.17% 2.597%
70 13.716 1369 1370 1375 rVV3 510353 937431 20.53% 1.130%

71 13.785 1375 1377 1379 rVV 336997 500889 10.97% 0.604%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD062218\
Data File : VD058310.D

Aca On - 22 Jun 2018 21:40

Operator : VA/AP

sample - J3663-13 -

Misc - 20.31a/5mI/MSVOA D/SOIL e s
ALS Vial : 20 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_D\METHOD\82D061918S.M

: SW846 8260

72 13.824 1379 1381 1383 rVV2 348315 533774 11.69% 0.643%
73 13.864 1383 1385 1394 rVV8 144211 636586 13.94% 0.767%
74 13.962 1394 1395 1397 rVV2 63419 100959 2.21% 0.122%
75 14.031 1400 1402 1403 rVv2 85449 127706 2.80% 0.154%

76 14.070 1403 1406 1407 rVVv3 99973 198657 4 _.35% 0.239%
77 14.100 1407 1409 1411 rVvVv2 120852 182693 4._00% 0.220%
78 14.149 1411 1414 1416 rVVv2 75267 151468 3.32% 0.183%
79 14.208 1416 1420 1423 rVV2 247128 436488 9.56% 0.526%
80 14.277 1423 1427 1429 rVV3 88060 199077 4._36% 0.240%

81 14.317 1429 1431 1434 rVV 89753 188072 4.12% 0.227%
82 14.386 1436 1438 1442 rVV5 65915 131237 2.87% 0.158%

83 14.464 1442 1446 1448 rVV3 28671 73001 1.60% 0.088%

84 14.563 1451 1456 1458 rVvVv4 67423 163953 3.59% 0.198%

85 14.868 1484 1487 1490 rBV3 32269 63781 1.40% 0.077%

86 15.281 1528 1529 1534 rVB4 23823 46887 1.03% 0.057%
Sum of corrected areas: 82950665
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD062218\

Data File : VD058310.D

Aca On - 22 Jun 2018 21:40

Operator : VA/AP

sample - J3663-13 -

Misc - 20.31a/5mI/MSVOA D/SOIL e s
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D061918S.M
Quant Title : SW846 8260

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

Abundance TIC: VD058310.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD062218\

Data File : VD058310.D

Aca On - 22 Jun 2018 21:40

Operator : VA/AP

sample - J3663-13 -

Misc - 20.31a/5mI/MSVOA D/SOIL e s
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D061918S.M
Quant Title : SW846 8260

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

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

Peak Number 3 Cyclopentane, 2-isopropyl-1... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.36 24 .93 ug/1 1094050 Chlorobenzene-d5 10.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 2-isopropvl-1.3-di... 140 C10H20 032281-85-9 58
2 3.5-Dimethvl-3-heptene 126 C9H18 059643-68-4 55
3 2.5-Dimethvl-1-pvrroline 97 C6H11IN 000822-64-0 52
4 Cvclohexane. 1-ethvl-4-methvl-., ... 126 C9H18 004926-78-7 46
5 Cyclohexane, l-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 46
Abundance Scan 1131 (11.363 min): VD058310.D (-1126) (-) m/z 55.05 100.00%
55
41 97
5000 69
125
83 | 11.00 11.20 11.40 11.60
o.w.”w“.w”.qL”;h:“sh“.mmh.“JL“”?F;w.Jw.fﬁ?.w m/z 57.10 98.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18060: Cyclopentane, 2-isopropyl-1,3-dimethyl-
55
41 97
83
5000 69 A T '/¥“I" T T T
11.00 11.20 11.40 11.60
27 m/z 41.05 76.19%
0 ”I"”I"”I"”I'”'I'”'I'”'I'”'I'”'I'”'I”'}&%"I}ﬁél'”%f9”'l
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
55
97
11.00 11.20 11.40 11.60
5000 69 m/z 97.10 75.63%
41
29 126
ol 15 8l 111
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2987: 2,5-Dimethyl-1-pyrroline
42 97 11.00 11.20 11.40 11.60
m/z 69.05 48.23%
56
82
5000 69
ISR 1 O N 'LV O i 2 A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD062218\
Data File : VD058310.D

Aca On - 22 Jun 2018 21:40

Operator : VA/AP

sample - J3663-13 -

Misc - 20.31a/5mI/MSVOA D/SOIL e s
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D061918S.M
Quant Title : SW846 8260

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

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

Peak Number 4 unknownll.68 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.68 46.12 ug/1 2023780 Chlorobenzene-d5 10.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.7-Decadiene. 2.9-dimethvl- 166 C12H22 074630-13-0 43
2 Cvclohexane. (l-methvipropvI)- 140 C10H20 007058-01-7 43
3 Cvclohexane. propvl- 126 C9H18 001678-92-8 38
4 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 27
5 Vinylcyclohexyl ether 126 C8H140 002182-55-0 27

Abundance Scan 1163 (11.678 min): VD058310.D (-1157) (-) m/z 41.05 100.00%

5000

11.40 11.60 11.80 12.00

0 m/z 57.15 97 .57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #35183: 3,7-Decadiene, 2,9-dimethyl-
55
5000 LA L L L L L L L
41 83 11.40 11.60 11.80 12.00
m/z 55.05 82.64%
29 67 95 110 123
o ..,....,...‘.‘,....‘,.‘...,.‘.l.,...‘.,....,‘.a..,..‘a.,....‘ﬁ....,.‘...,....,..}5.1...,%(??,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
N e REE S
41 11.40 11.60 11.80 12.00
5000 67 m/z 71.10 56.95%
111
29 140
0 14 91 125
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #11533: Cyclohexane, propyl-
5 83 11.40 11.60 11.80 12.00
m/z 43.05 55.69%
5000 41
27 67 126
0.qfﬁpumHHMM”NMWHLLHWHHPEZ””.”q””,””“”w””“”w” o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD062218\

Data File : VD058310.D

Aca On - 22 Jun 2018 21:40

Operator : VA/AP

sample - J3663-13 -

Misc - 20.31a/5mI/MSVOA D/SOIL e s
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D061918S.M
Quant Title : SW846 8260

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

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

Peak Number 5 unknownl12.09 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.09 25.72 ug/1 2009200 1,4-Dichlorobenzene-d4 12.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Octene. 2.6-dimethvl-. IS-(2)1- 140 C10H20 062960-77-4 46
2 2-Octene. 2.6-dimethvyl- 140 C10H20 004057-42-5 38
3 4-Octene. 2.6-dimethvl-. TS-(E)1- 140 C10H20 062960-76-3 38
4 Cvclohexane. 1.1.2-trimethvl- 126 C9H18 007094-26-0 35
5 2-Nonene, 2-methyl- 140 C10H20 002129-95-5 30

Abundance Scan 1205 (12.092 min): VD058310.D (-1202) (-) m/z 41.05 100.00%

5000

140 11.80 12.00 12.20 12.40

165179193207 249 265

01 m/z 69.10 99.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #18041: 4-Octene, 2,6-dimethyl-, [S-(2)]-
55
69
5000 41 LA L L L L LN
11. 80 12. 00 12. 20 12. 40
0
‘ 83 11 140 m/z 280.80 70.58%
S A e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
69
B o LA s
11.80 12.00 12.20 12.40
5000 55 m/z 55.05 69.69%
M 83 140
. 27 97 111125
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #18040: 4-Octene, 2,6-dimethyl-, [S-(E)]- R R e s
55 11.80 12.00 12.20 12.40
69 m/z 43.05 61.97%
5000
41
27 ‘ 111 140
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 80 12. 00 12. 20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD062218\

Data File : VD058310.D

Aca On - 22 Jun 2018 21:40

Operator : VA/AP

sample - J3663-13 -

Misc - 20.31a/5mI/MSVOA D/SOIL e s
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D061918S.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 m-Menthane, (1S,3S)-(+)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.21 24.85 ug/1 1941230 1,4-Dichlorobenzene-d4 12.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 m-Menthane. (1S.3S)-(+)- 140 C10H20 013837-67-7 50
2 1-Methvl-4-(1-methvlethvl)-cvclo... 140 C10H20 000099-82-1 50
3 Cvclopropanemethanol. 2.2.3.3-te... 128 C8H160 002415-96-5 47
4 Cvclohexane. 1-methvl-4-(1-methy... 140 C10H20 001678-82-6 45
5 Oxalic acid, cyclohexylmethyl et... 214 C11H1804 1000309-68-0 43
Abundance Scan 1217 (12.210 min): VD058310.D (-1212) (-) m/z 55.05 100.00%
55
97
41
5000 123
T ” 109 wo | 1180 1200 1220 1240 1260
Ohrrrrrr el el m/z 97.05 67.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #18004: m-Menthane, (1S,3S)-(+)-
55 97
5000
11.80 12.00 12.20 12.40 12.60
41 69 8L 140 m/z 41.05 56.02%
2\7\ | ‘ ulls H‘ ‘\ | 119
O P T T T T T e o T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
55
97 LA IR BN SN BN
11.80 12.00 12.20 12.40 12.60
5000 m/z 81.05 45.26%
41
81
27 69 140
ol k2 125
Wﬁmﬁmﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #12647: Cyclopropanemethanol, 2,2,3,3-tetramethy!-
55 11.80 12.00 12.20 12.40 12.60
" 97 m/z 123.00 41.61%
5000
28
0"I”"P"W'”'I”"P"W"”I'”'I”""""}}?”'I'}?ﬁ"ﬁ'”'l”"P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11.80 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD062218\

Data File : VD058310.D

Aca On - 22 Jun 2018 21:40

Operator : VA/AP

sample - J3663-13 -

Misc - 20.31a/5mI/MSVOA D/SOIL e s
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D061918S.M
Quant Title : SW846 8260

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

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

Peak Number 7 unknownl2.36 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.36 25.55 ug/1 1995260 1,4-Dichlorobenzene-d4 12.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 47
2 Propanedinitrile. cvclohexvl(2-m... 244 C16H24N2 074764-55-9 38
3 m-Menthane. (1S.3S)-(+)- 140 C10H20 013837-67-7 38
4 Oxalic acid. cvclohexvyImethvl et... 214 C11H1804 1000309-68-0 35
5 Cyclohexane, l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 35
Abundance Scan 1232 (12.358 min): VD058310.D (-1229) (-) m/z 55.05 100.00%
55
41
5000 83 97

12.00 12.20 12.40 12.60

0 m/z 41.05 55.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126192: 1,19-Eicosadiene
55
82
41
5000 LA L L L L LB L B B
12.00 12.20 12.40 12.60
110 m/z 97.10 50.35%
124
0 27 | ‘\ 138152166180194208222236250 278
R R RR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
83 97 12.00 12.20 12.40 12.60
5000 m/z 83.10 48.63%
41
o 27 69 119133147162176 201216 244
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #18004: m-Menthane, (1S,3S)-(+)-
5 97 12.00 12.20 12.40 12.60
m/z 82.10 32.11%
5000
41 81 140
. 21 119
A IIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD062218\

Data File : VD058310.D

Aca On - 22 Jun 2018 21:40

Operator : VA/AP

sample - J3663-13 -

Misc - 20.31a/5mI/MSVOA D/SOIL e s
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D061918S.M
Quant Title : SW846 8260

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

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

Peak Number 8 Nonane, 3,7-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.51 33.03 ug/1 2579820 1,4-Dichlorobenzene-d4 12.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 3.7-dimethvl- 156 C11H24 017302-32-8 60
2 Undecane. 2.7-dimethvl- 184 C13H28 017301-24-5 52
3 Ether. 6-methvlheptvl vinvl 156 C10H200 010573-35-0 49
4 Nonane. 4.5-dimethvl- 156 C11H24 017302-23-7 49
5 Octane, 3-ethyl-2,7-dimethyl- 170 C12H26 062183-55-5 47
Abundance Scan 1247 (12.505 min): VD058310.D (-1243) (-) m/z 43.05 100.00%
57
71
5000 81
97 RIS SRR BN B
113 127 139 o 12.20 12.40 12.60 12.80
0 MRS TR RS MM, S m/z 57.10 94.75%
m/z--> 20 40 60 80 100 120 140 160
Abundance #28441: Nonane, 3,7-dimethyl-
57
43 71
5000 SR UL BN SN SN
85 1220 12.40 12.60 12.80
29 m/z 41.05 85.05%
‘ o7 127
e
m/z--> 20 40 60 80 100 120 140 160
Abundance
43
57 12.20 12.40 12.60 12.80 |
5000 1 g m/z 71.10 52.82%
29
0 B 111 127 14 169
miz--> 20 40 60 80 100 120 140 160
Abundance #28298: Ether, 6—methy|hepty| Vlnyl L L L L B B
43 57 12.20 12.40 12.60 12.80
m/z 55.05 48.91%
5000 29 71
15
ol L Ll l, 97 10 128 141 156
m/z--> 20 40 60 80 1& 120 140 160 1220 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD062218\

Data File : VD058310.D

Aca On - 22 Jun 2018 21:40

Operator : VA/AP

sample - J3663-13 -

Misc - 20.31a/5mI/MSVOA D/SOIL e s
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D061918S.M
Quant Title : SW846 8260

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

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

Peak Number 9 Cyclohexane, butyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.83 24.29 ug/1 1897330 1,4-Dichlorobenzene-d4 12.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. butvl- 140 C10H20 001678-93-9 90
2 Cvclohexane. (1-methvlethvI)- 126 C9H18 000696-29-7 78
3 Cvclohexane. 2-propenvl- 124 C9H16 002114-42-3 78
4 Cvclohexane. propvl- 126 C9H18 001678-92-8 72
5 Cyclohexane, (2-methylpropyl)- 140 C10H20 001678-98-4 64
Abundance Scan 1280 (12.830 min): VD058310.D (-1278) (-) m/z 83.10 100.00%
55 a3
41
5000
67 140 RS UM SR BRI B
| 97 124 | 151 12.60 12.80 13.00 13.20
Obrrprrrrrrrerprerdlerr b et e e et et ey || M7z 55.05  88.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #17971: Cyclohexane, butyl-
55 83
5000 41 RIS SUNILN SO BRI B
12.60 12.80 13.00 13.20
29 67 140 m/z 82.10 71.81%
0"P%?W"”I'”jim"lﬂy'v'ﬂw"”l't'I”%TP"}E%'W"”I'”'I”"P"W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
55 83
1260 12.80 13.00 13.20
5000 a1 m/z 41.05 54 .57%
67
27 126
ol 15 97 111
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #10655: Cyclohexane, 2-propenyl- A RREEE R
55 8 12.60 12.80 13.00 13.20
m/z 67.05 23.43%
5000 41
67
27 96
0 “l'%?w"ﬂ“"'w'“'w'wl'v'ﬂlv??“ﬂl"v'l'"}99"w%??w"'w"'w"'w RIS SUNILN SO BRI B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD062218\

Data File : VD058310.D

Aca On - 22 Jun 2018 21:40

Operator : VA/AP

sample - J3663-13 -

Misc - 20.31a/5mI/MSVOA D/SOIL e s
ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title :

= Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D061918S_.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 10 2-lodoadamantane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.68 27.58 ug/1 2154050 1,4-Dichlorobenzene-d4 12.91

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-lodoadamantane 262 C10H151 018971-91-0 72
2 l1-n-butvladamantane 192 C14H24 014449-41-3 64
3 Adamantane-1l1-carbohvdrazide. N2-... 316 C18H21FN202 332037-11-3 64
4 Heptafluorobutanoic acid. l-adam... 362 C15H17F702 1000282-96-9 64
5 1-Adamantanecarboxylic acid, 3,5... 292 C17H18F202 1000293-75-1 64

Abundance Scan 1366 (13.677 min): VD058310.D (-1362) (-) m/z 135.00 100.00%
135
5000 03
41 67
100 | s 13.40 13.60 13.80 14.00
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #111775: 2-lodoadamantane
135
5000
6 13.40 13.60 13.80 14.00
7 o3 m/z 41.05 31.35%
R N B S - SO
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
135
T T
13.40 13.60 13.80 14.00
5000 m/z 79.05 30.32%
79
55 107 192
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #158035: Adamantane-1-carbohydrazide, N2-(2-fluorobenzoyl)- L I e e o e
135 13.40 13.60 13.80 14.00
m/z 67.05 26.55%
5000
o 41 M{ © 11| 13179104 213231 271288 316
v'“v“'v“'w“"“"“'v“"“"“"“"“"“"“"“"“" e EBRRE REEEE RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD062218\

Data File : VD058310.D

Acq On : 22 Jun 2018 21:40

Operator : VA/AP

Sample - J3663-13 :

Misc - 20.31g/5mI/NMSVOA_D/SOIL e
ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D061918S_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, 2-i... 11.36 24_.9 ug/1 1094050 3 10.68 2194240 50.0
unknownll.68 11.68 46.1 ug/l 2023780 3 10.68 2194240 50.0
unknownl12 .09 12.09 25.7 ug/1 2009200 4 12.91 3905190 50.0
m-Menthane, (1S,3... 12.21 24_.9 ug/1 1941230 4 12.91 3905190 50.0
unknownl12 .36 12.36 25.6 ug/1 1995260 4 12.91 3905190 50.0
Nonane, 3,7-dimet... 12.51 33.0 ug/1 2579820 4 12.91 3905190 50.0
Cyclohexane, butyl- 12.83 24_.3 ug/1 1897330 4 12.91 3905190 50.0

4

2-l1odoadamantane 13.68 27.6 ug/1 2154050 12.91 3905190 50.0
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