LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD080718\
Data File : VD059705.D

Aca On : 7 Aug 2018 15:27

Operator : VA/AP

Sample : J4297-04

Misc : 5.63a/5ml/MSVOA D/SOIL

ALS Vial : 10 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\82D080618S.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 1.196 96 99 103 rBvV 294614 678793 3.33% 0.283%
2 1.264 103 106 123 rVB 218506 661982 3.25% 0.276%
3 5.534 534 540 545 rBV 102079 300211 1.47% 0.125%
4 5.622 545 549 562 rVB 184767 525928 2.58% 0.219%
5 5.996 582 587 598 rBV 85971 225487 1.11% 0.094%
6 6.675 651 656 664 rBV 232614 575234 2.82% 0.240%
7 7.275 707 717 725 rBV2 110003 388003 1.90% 0.162%
8 8.692 853 861 865 rBV 543174 1498840 7.36% 0.625%
9 8.751 865 867 877 rVB2 186710 459390 2.25% 0.192%
10 8.928 877 885 888 rBV4 123178 499562 2.45% 0.208%

11 8.987 889 891 896 rvB2 113028 242680 1.19% 0.101%
12 9.203 906 913 923 rVB2 444782 1362342 6.69% 0.568%
13 9.361 923 929 934 rBvV2 271651 795087 3.90% 0.332%
14 9.449 934 938 941 rBV2 88224 220949 1.08% 0.092%
15 9.508 941 944 948 rVB2 85042 213548 1.05% 0.089%

16 9.597 948 953 959 rVvB 218704 599716 2.94% 0.250%
17 9.744 959 968 978 rBV 879733 2730371 13.40% 1.138%
18 9.911 978 985 987 rBV 564882 1689179 8.29% 0.704%
19 10.029 993 997 1002 rVB 811667 1978260 9.71% 0.825%
20 10.128 1002 1007 1011 rBV 2146448 5699648 27.97% 2.376%

21 10.197 1011 1014 1020 rVB3 554881 1477791 7.25% 0.616%
22 10.305 1020 1025 1028 rBV 416388 1111699 5.46% 0.464%
23 10.374 1028 1032 1035 rBV 810768 1843478 9.05% 0.769%
24 10.443 1035 1039 1049 rVvB 1715730 5326677 26.14% 2.221%
25 10.639 1053 1059 1062 rBV 673564 2033259 9.98% 0.848%

26 10.787 1068 1074 1080 rVB3 573941 1758765 8.63% 0.733%
27 10.885 1080 1084 1089 rBV 1305288 3262609 16.01% 1.360%
28 10.994 1089 1095 1098 rBV2 2451118 7520642 36.91% 3.136%
29 11.062 1098 1102 1104 rVB3 2585205 5227509 25.66% 2.180%
30 11.112 1104 1107 1113 rVB 2693298 5932011 29.11% 2.473%

31 11.210 1113 1117 1123 rBV 1612498 3905719 19.17% 1.628%
32 11.298 1123 1126 1128 rBV2 350529 746826 3.67% 0.311%
33 11.377 1128 1134 1140 rBV4 4291466 14562966 71.47% 6.072%
34 11.476 1140 1144 1148 rBV2 2412390 5937474 29.14% 2.476%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD080718\
Data File : VD059705.D

Aca On : 7 Aug 2018 15:27

Operator : VA/AP

Sample : J4297-04

Misc : 5.63a/5ml/MSVOA D/SOIL

ALS Vial : 10 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\82D080618S .M
SW846 8260

35 11.623 1148 1159 1162 rBV4 4767558 20375167 100.00% 8.495%

36 11.702 1162 1167 1169 rBV4 3478009 10520532 51.63% 4_387%
37 11.800 1175 1177 1180 rVB 1544156 2338174 11.48% 0.975%
38 11.859 1180 1183 1185 rBV2 2597335 6197525 30.42% 2.584%
39 11.958 1190 1193 1195 rVV 2241736 3753331 18.42% 1.565%
40 11.997 1195 1197 1199 rVB2 1568345 2162300 10.61% 0.902%

41 12.036 1199 1201 1202 rBV 292705 289106 1.42% 0.121%
42 12.115 1202 1209 1216 rVB4 4411501 18334783 89.99%% 7.645%
43 12.233 1216 1221 1224 rBV4 2919258 9558516 46.91% 3.985%
44 12.302 1224 1228 1229 rBV2 2056056 5018177 24.63% 2.092%
45 12.430 1239 1241 1242 rBV2 825295 1206023 5.92% 0.503%

46 12.538 1247 1252 1255 rBV4 2170780 6410480 31.46% 2.673%
47 12.587 1255 1257 1258 rVV2 1052102 1665793 8.18% 0.695%
48 12.636 1259 1262 1265 rVB 2747247 5924799 29.08% 2.470%
49 12.764 1271 1275 1277 rBV 2423236 6027238 29.58% 2.513%
50 12.804 1277 1279 1282 rVV 2671192 5285398 25.94% 2.204%

51 12.863 1282 1285 1291 rVB6 2155461 7344052 36.04% 3.062%
52 12.951 1291 1294 1296 rBV 1933351 3243835 15.92% 1.353%
53 13.227 1319 1322 1327 rBV5 1803617 3647091 17.90% 1.521%
54 13.551 1353 1355 1358 rBV4 2310715 4164311 20.44% 1.736%
55 13.640 1362 1364 1367 rVV3 1924842 3322234 16.31% 1.385%

56 13.699 1367 1370 1372 rVV2 3131039 6168613 30.28% 2.572%
57 13.738 1372 1374 1379 rVV3 2457082 5996481 29.43% 2.500%
58 13.807 1379 1381 1382 rVV 1208714 1503835 7.38% 0.627%
59 13.846 1382 1385 1387 rVV 3112860 5395092 26.48% 2.249%
60 13.886 1387 1389 1391 rVV3 1063144 1720161 8.44% 0.717%

61 13.935 1391 1394 1396 rVB3 1556304 2535909 12.45% 1.057%
62 13.994 1396 1400 1403 rVB5 636761 1502742 7.38% 0.627%
63 14.073 1406 1408 1410 rBV3 620371 897553 4.41% 0.374%
64 14.141 1413 1415 1420 rVB3 660280 1129685 5.54% 0.471%
65 14.210 1420 1422 1425 rBV2 1081809 1540742 7.56% 0.642%

66 14.279 1427 1429 1432 rVV2 451291 716357 3.52% 0.299%
67 14.328 1432 1434 1436 rVB2 334925 441352 2.17% 0.184%
68 14.437 1443 1445 1450 rVB5 228878 462430 2.27% 0.193%
69 14.545 1453 1456 1460 rvVv4 248272 564047 2.77% 0.235%
70 14.623 1460 1464 1469 rVB5 183633 479748 2.35% 0.200%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD080718\
Data File : VD059705.D

Aca On : 7 Aug 2018 15:27

Operator : VA/AP

Sample : J4297-04

Misc : 5.63a/5ml/MSVOA D/SOIL

ALS Vial : 10 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
Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D080618S .M
SW846 8260

Sum of corrected areas: 239836247
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD080718\
Data File : VD059705.D

Aca On : 7 Aug 2018 15:27

Operator : VA/AP

Sample : J4297-04

Misc : 5.63a/5ml/MSVOA D/SOIL

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D080618S.M
Quant Title : SW846 8260

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

Abundance TIC: VD059705.D
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Abundance TIC: VD059705.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD080718\
Data File : VD059705.D

Aca On : 7 Aug 2018 15:27

Operator : VA/AP

Sample : J4297-04

Misc : 5.63a/5ml/MSVOA D/SOIL

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D080618S.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 1 Cyclohexane, 1,1,3-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.13 140.16 ug/Il 5699650 Chlorobenzene-d5 10.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 95
2 Cvclohexane. l1l-ethvl-2.4-dimethvl- 140 C10H20 061142-69-6 72
3 Cvclohexane. 1.3.5-trimethvl- 126 C9H18 001839-63-0 72
4 2.4.6-Trimethvl-1.5-diazabicvclo... 126 C7H14N2 1000283-21-2 59
5 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 53
Abundance Scan 1007 (10.128 min): VD059705.D (-1002) (-) m/z 111.10 100.00%
69 111
41 g
5000
83 UV UL AR
| | T 126 9.80 10.00 10.20 10.40
reprrrrprrrrprer b e el gl e e by || M/ 69.05 87 44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11584: Cyclohexane, 1,1,3-trimethyl-
69 111
5000 41 9
9.80 10.00 10.20 10.40
27 83 m/z 41.05 60.72%
"P%§'P'JJP"J”L"Phh'P'J'L"'PL'W'??W"'W!"W'%?§P"W"'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18051: Cyclohexane, 1-ethyl-2,4-dimethyl-
69
55 1 9.80 10.00 10.20 10.40
5000 m/z 55.05 56.40%
41
29
"v"'v'””v"ﬂﬂk"V“M'v'”'L"wéf'w'??w"'ﬂl'“l}%§|'“%?9“'l
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11581: Cyclohexane, 1,3,5-trimethyl- Rl REERE e S
69 111 9.80 10.00 10.20 10.40
m/z 39.05 33.33%
5000 55
a1 126
"|}ﬂ'|“?7v"'v"'v"'v"'v"wgé'w'??w"'w'"w"'w"'w"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD080718\
Data File : VD059705.D

Aca On : 7 Aug 2018 15:27

Operator : VA/AP

Sample : J4297-04

Misc : 5.63a/5ml/MSVOA D/SOIL

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D080618S.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 2 Cyclohexane, 1,2,4-trimethy... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.44 130.99 ug/Il 5326680 Chlorobenzene-d5 10.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2.4-trimethvl-., (... 126 C9H18 007667-60-9 94
2 Cvclohexane. 1.3.5-trimethvl-. (... 126 C9H18 001795-26-2 90
3 Cvclohexane. 1.2.4-trimethvl- 126 C9H18 002234-75-5 70
4 Cvclohexane. 1.3.5-trimethvl-., (... 126 C9H18 001795-27-3 68
5 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 64
Abundance Scan 1039 (10.443 min): VD059705.D (-1035) (-) m/z 111.10 100.00%
69 111
41 9
5000
126
“ ! “ 62, | 83 97 10.20 10.40 10.60 10.80
SN ES—— 1 | —1 | SN NN MM | MMM m/z 69.15 98.91%
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 LR LN UL RN I
126 10,20 10.40 10,60 10.80
. m/z 55.05 73.91%
84
"'I%%'I"'Lh"'JI“"'fJ'IW'% |!"?ZT:"'I"?TI""I""P"“I""
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11638: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.,...
69 111
55
41 U SN B BRI B
10.20 10.40 10.60 10.80
5000 m/z 41.05 70.56%
21 126
15
SO 1 lw 2, 76 oo a0a | |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11594: Cyclohexane, 1,2,4-trimethyl- B e
69 10.20 10.40 10.60 10.80
55 1 m/z 39.05 40.42%
5000 41
126
97
27 ‘ 84
SN ST /N R R/ S S N N RN i, MMM L S A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 10,20 10.40 10,60 10.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD080718\
Data File : VD059705.D

Aca On : 7 Aug 2018 15:27

Operator : VA/AP

Sample : J4297-04

Misc : 5.63a/5ml/MSVOA D/SOIL

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D080618S.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 Cyclohexane, 1,1,3,5-tetram... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.99 184.94 ug/Il 7520640 Chlorobenzene-d5 10.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.3.5-tetramethvl... 140 C10H20 050876-31-8 70
2 2.2-Dimethvl-3-heptene trans 126 C9H18 019550-75-5 58
3 Cvclopentane. (2-methvlpropvl)- 126 C9H18 003788-32-7 58
4 Pentane. 3-methvlene- 84 C6H12 000760-21-4 41
5 2-Pentene, 3-methyl-, (2)- 84 C6H12 000922-62-3 41
Abundance Scan 1095 (10.994 min): VD059705.D (-1089) (-) m/z 69.05 100.00%
1 55 69
83 125
5000
‘ a7 e
10.60 10.80 11.00 11.20 11.40
111 140
”w.”w”.wnnlunphl“m!L”dew.Jh”.w””,”L“.”“”., m/z 41.05  92.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18068: Cyclohexane, 1,1,3,5-tetramethyl-, trans-
69 125
41 83
55
5000 LN PRI SR SR
10.60 10.80 11.00 11.20 11.40
m/z 55.05 88.06%
|| i L 97 109 140
miz--> 1'0 2'0 30 4'0 5'0 e'o 70 80 90 100 110 120 130 140
Abundance #11576: 2,2-Dimethyl-3-heptene trans
69
55 83 10.60 10.80 11.00 11.20 11.40
5000 m/z 125.10 72.82%

41
29 97 111 126
..q.%?q..ﬂﬂp..jlm..,Juh,.uil...q.l..“..H,”..ﬂ”..,.ﬂ.,..”,...q
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance :

#11606: Cyclopentane, (2-methylpropyl)- I e e e e e AR

41 69 10 60 1080 11. 00 11. 20 11. 40
56 83 m/z 83.05 69.16%
5000 27
I o8 11z
| | |
SN 1 1| NSO S | e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.60 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD080718\
Data File : VD059705.D

Aca On : 7 Aug 2018 15:27

Operator : VA/AP

Sample : J4297-04

Misc : 5.63a/5ml/MSVOA D/SOIL

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D080618S.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 1-Ethyl-4-methylcyclohexane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.06 128.55 ug/Il 5227510 Chlorobenzene-d5 10.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Ethvl-4-methvilcvclohexane 126 C9H18 003728-56-1 91
2 cis-1-Ethvl-3-methvl-cvclohexane 126 C9H18 019489-10-2 86
3 3.5-Dimethvl-3-heptene 126 C9H18 059643-68-4 80
4 1-Ethvl-3-methvlcvclohexane (c.t) 126 C9H18 003728-55-0 78
5 Cyclohexane, 1l-bromo-4-methyl- 176 C7H13Br 006294-40-2 72
Abundance Scan 1102 (11.062 min): VD059705.D (-1098) (-) m/z 97.10 100.00%
55 o7
5000
41
69 81 126 10.80 11.00 11.20 11.40
o..,....,....,....|i:'...,.':.'.F."‘..-:',....,'...5??..!.',....1,1.1...,..1.,.... m/z 55.05 86.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11575: 1-Ethyl-4-methylcyclohexane
55 g7
5000
10.80 11.00 11.20 11.40
41 69 126 m/z 41.05 27 .39%
| 34 ||y 48 L. 62, 8} 90 ||| 104111118
m/z--> 10 20 30 40 50 60 75 80 90 100 110 120 130
Abundance #11610: cis-1-Ethyl-3-methyl-cyclohexane
55 97
110,80 11.00 11.20 11,40
5000 m/z 126.10 17.94%
4l 69 126
29 81
"I”'W'“'P'”I'”'P'”I'“'P'”I'“'P'”I'”}}i'W'”'P'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11547: 3,5-Dimethyl-3-heptene
55 97 10.80 11.00 11.20 11.40

m/z 39.05 17.16%

5000
69

41 126

29
15 N ‘ 81 I

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 10. 80 11. 00 11. 20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD080718\
Data File : VD059705.D

Aca On : 7 Aug 2018 15:27

Operator : VA/AP

Sample : J4297-04

Misc : 5.63a/5ml/MSVOA D/SOIL

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D080618S.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 Cyclohexane, l-ethyl-4-meth... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.11 145.87 ug/Il 5932010 Chlorobenzene-d5 10.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. l-ethvl-4-methvl-., ... 126 C9H18 004926-78-7 76
2 3.5-Dimethvl-3-heptene 126 C9H18 059643-68-4 58
3 Cvclohexane. l1l-ethvl-2-methvl- 126 C9H18 003728-54-9 55
4 Cvclohexane. l-ethvl-4-methvl-. ... 126 C9H18 006236-88-0 53
5 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 47
Abundance Scan 1107 (11.112 min): VD059705.D (-1104) (-) m/z 55.05 100.00%
55
41 97
5000
69
81 126 1080 11.00 1190 11 40
111 10.80 11.00 11.20 11.40
..,....,....,....,.||...,.'!||.,6.2.~.|.'!'....~,|:'..5.‘?....',....,'....,...|.,... m/z 97.10 56.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11619: Cyclohexane, 1-ethyl-4-methyl-, cis-
55 97
5000
41 69 10.80 11.00 11.20 11.40
29 81 126 m/z 41.05 56.52%
"|}ﬂ'|"JJV"'L“'”|'”L |'“hi""l"'|"“|"'}}%"|"'w"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11544: 3,5-Dimethyl-3-heptene
55
97 NN UL B
10.80 11.00 11.20 11.40
5000 69 m/z 69.05 33.15%
41
126
15 H ‘ A [y, M| 81 | 111
mz> 10 % % 4 % 60 7 8 % 100 110 130 130
Abundance #11603: Cyclohexane, 1-ethyl-2-methyl- AR EEmEE TR
55 o7 10.80 11.00 11.20 11.40

m/z 39.05 30.07%

5000

126
\\ \L\ \ \\ 81 111

m/z--> 10 20 30 40 50 70 80 90 100 110 120 130 10 80 11. OO 11. 20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD080718\
Data File : VD059705.D

Aca On : 7 Aug 2018 15:27

Operator : VA/AP

Sample : J4297-04

Misc : 5.63a/5ml/MSVOA D/SOIL

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D080618S.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 Heptane, 2,3,4-trimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.48 146.01 ug/Il 5937470 Chlorobenzene-d5 10.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2.3.4-trimethvl- 142 C10H22 052896-95-4 50
2 Nonane. 4-methvl- 142 C10H22 017301-94-9 50
3 1-Butanol. 2-ethvl- 102 C6H140 000097-95-0 50
4 Nonane. 2-methvl- 142 C10H22 000871-83-0 50
5 1-Heptene, 4-methyl- 112 C8H16 013151-05-8 49
Abundance Scan 1144 (11.476 min): VD059705.D (-1140) (-) m/z 57.15 100.00%
43 57
5000 70
I
11.20 11.40 11.60 11.80
111
..,....,....,....;I:..,.'.I.',...-.|,:...,-.':..,...'!',....,'.'...,.1?.“_?,....1,‘.‘.2..,. m/z 43.05 92.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19208: Heptane, 2,3,4-trimethyl-
43 57
5000 71
11.20 11.40 11.60 11.80
m/z 41.05 71.69%
”I””I“'W”'h!”ﬁ'J'P”'P'”Iﬁﬁl”'ﬁ”'ﬁ'”ﬁ'”'P”'P'”P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19172: Nonane, 4-methyl-
43 57
111,20 11.40 1160 11.80
5000 71 m/z 70.10 47 .43%
98
29 85 142
"|“"|'“Mh"“nh*'w"Hlv"“lh"l'“'|'“'h"“ﬁ}?“|'}az"'wl'"v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4438: 1-Butanol, Z-Ethyl- L L L L BB
43 11.20 11.40 11.60 11.80
m/z 55.05 46.73%
5000
28 55 70
84
B ) \‘M | 63 | 101
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11,20 11.40 11.60 11.80

82D080618S.M Wed Aug 08 14:26:38 2018 Page: 10



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD080718\
Data File : VD059705.D

Aca On : 7 Aug 2018 15:27

Operator : VA/AP

Sample : J4297-04

Misc : 5.63a/5ml/MSVOA D/SOIL

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D080618S.M
Quant Title : SW846 8260

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 8 Nonane, 3-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.62 501.05 ug/Il 20375200 Chlorobenzene-d5 10.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 3-methvl- 142 C10H22 005911-04-6 91
2 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 83
3 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 68
4 Butane. 2.2-dimethvl- 86 C6H14 000075-83-2 64
5 Heptane, 3-ethyl-5-methyl- 142 C10H22 052896-90-9 64
Abundance Scan 1159 (11.623 min): VD059705.D (-1148) (-) m/z 57.05 100.00%
g7
43
71
5000
113
85 11.40 11.60 11.80 12.00
...,....,....,....h!:..,.-.'!:,...'.~,-:...,-:.'..,..9.6.,.1.0:‘3.,.“...,1.2.‘.‘.,....1,‘.‘.2..,. m/z 43.05 75.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19170: Nonane, 3-methyl-
57
43 n
5000 29
11.40 11.60 11.80 12.00
m/z 41.05 67.68%
113
15 | L .I‘. Jo 8 e | 127 142
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19185: Octane, 3,6-dimethyl-
57
-, '~ 11.40 11,60 11.80 12.00
5000 43 m/z 71.10 66.23%
29
113
\‘ “‘ C B g9 | 127 142
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19181: Octane, 2,6-dimethyl-
57 11.40 11.60 11.80 12.00
m/z 56.05 35.33%
43 71
5000
29 113
15 \‘ \‘ 1IN min 8\5 97 \‘ 127 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 1140 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD080718\
Data File : VD059705.D

Aca On : 7 Aug 2018 15:27

Operator : VA/AP

Sample : J4297-04

Misc : 5.63a/5ml/MSVOA D/SOIL

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D080618S.M
Quant Title : SW846 8260

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 9 Cyclohexane, (1-methylethyl)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.70 258.71 ug/Il 10520500 Chlorobenzene-d5 10.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. (1-methvlethvl)- 126 C9H18 000696-29-7 76
2 Cvclohexane. propvl- 126 C9H18 001678-92-8 64
3 Cvclopentane. l-methvl-2-(2-prop... 124 C9H16 050746-53-7 52
4 Ethanone. 1-cvclohexvl- 126 C8H140 000823-76-7 47
5 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 43
Abundance Scan 1167 (11.702 min): VD059705.D (-1162) (-) m/z 83.00 100.00%
56 83
41
5000
97 126 UL UL BN U
| |‘ hl 75 | 109 | 138 11.40 11.60 11.80 12.00
...,....,....,....:....,-.'...,....,...., b predtbreelrer bt || M/z 55.05 98 15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11587: Cyclohexane, (1-methylethyl)-
56 a3
5000 41 S AR UL UL RN
67 11,40 11.60 11.80 12.00
27 m/z 41.05 80.17%
SN V| RS - - SN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11533: Cyclohexane, propyl-
56 83
11.40 11.60 11.80 12.00
5000 41 m/z 82.05 72 .06%
67 126
'”I}?I”jm'”Jw“'Pw“l“Ai”'wJ'W'gn'”'v”'v'”v'”v'”v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10726: Cyclopentane, 1-methyl-2-(2-propenyl)-, trans-
556 83 11.40 11.60 11.80 12.00
41 m/z 39.05 37.10%
5000 67
27
15 J 111 “ 75 %? 109 124
m/z--> 10 20 30 45 55 éo 75 éo 90 100 110 120 130 140 1140 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD080718\
Data File : VD059705.D

Aca On : 7 Aug 2018 15:27

Operator : VA/AP

Sample : J4297-04

Misc : 5.63a/5ml/MSVOA D/SOIL

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D080618S.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 10 unknownl2.23 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.23 147.33 ug/Il 9558520 1,4-Dichlorobenzene-d4 12.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. l1l-ethvl- 110 C8H14 001453-24-3 38
2 Cvclohexene. 3-methvl- 96 C7H12 000591-48-0 38
3 Cvclopentane. 1-methvl-3-(2-meth... 140 C10H20 029053-04-1 38
4 4-Ethvlcvclohexanol 128 C8H160 004534-74-1 35
5 Cyclohexane, methylene- 96 C7H12 001192-37-6 27
Abundance Scan 1221 (12.233 min): VD059705.D (-1216) (-) m/z 55.05 100.00%
55
81
41 o7
5000 69
‘ 111 123 T
140 12.00 12.20 12.40 12.60
..,....,....,....;!'...,.'!I'.,...|!:...'.".||:.5?,9..|.!,....':|....,.|...,....l....l,“??..,. m/z 81.05 77.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #5945: Cyclohexene, 1-ethyl-
8
5000 LR UL UL RN B
67 nmnmnmnm
41 110 m/z 41.05  61.94%
27 | 95
||| ..|I ||I

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #2882: Cyclohexene, 3-methyl-
81
e AR EREEE EE S
12.00 12.20 12.40 12.60
5000 m/z 97.10 55.57%
55 68 96
27
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18070: Cyclopentane, 1-methyl-3-(2-methylpropyl)- —
56 12.00 12.20 12.40 12.60
41 m/z 69.05 39.36%
5000 i
69 83
H - 112 125 140
| |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12. OO 12. 20 12. 40 12.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_D\DATA\VD080718\
Data File : VD059705.D

Acq On : 7 Aug 2018 15:27

Operator : VA/AP

Sample : J4297-04

Misc : 5.639/5ml/MSVOA_D/SOIL

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D080618S .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]
Cyclohexane, 1,1,... 10.13 140.2 ug/l 5699650 3 10.69 2033260 50.0
Cyclohexane, 1,2,... 10.44 131.0 ug/l 5326680 3 10.69 2033260 50.0
Cyclohexane, 1,1,... 10.99 184.9 ug/l 7520640 3 10.69 2033260 50.0
1-Ethyl-4-methylc... 11.06 128.6 ug/l 5227510 3 10.69 2033260 50.0
Cyclohexane, 1-et... 11.11 145.9 ug/1 5932010 3 10.69 2033260 50.0
Heptane, 2,3,4-tr... 11.48 146.0 ug/l 5937470 3 10.69 2033260 50.0
Nonane, 3-methyl- 11.62 501.1 ug/l1 20375200 3 10.69 2033260 50.0
Cyclohexane, (1-m... 11.70 258.7 ug/l1 10520500 3 10.69 2033260 50.0
unknownl12 .23 12.23 147.3 ug/l 9558520 4 12.92 3243840 50.0
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