LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF091018\
Data File : VF060233.D

Aca On : 10 Sep 2018 14:30

Operator : VA/AP

Sample = J4803-09

Misc : 5.09/5mL/MSVOA F/SOIL

ALS Vial : 9 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 F\METHODS\82F090618S.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 1.349 66 73 78 rBvVe6 5488 21835 1.07% 0.067%
2 2.275 162 167 170 rBvV 21736 51065 2.51% 0.158%
3 2.334 171 173 181 rVvVv 16562 37785 1.86% 0.117%
4 4.296 365 372 385 rVB2 117221 361634 17.77% 1.117%
5 5.035 438 447 457 rBv2 277001 952566 46.80% 2.943%
6 5.765 514 521 532 rBV 281118 744238 36.57% 2.299%
7 7.707 713 718 735 rBV 277840 671099 32.97% 2.073%
8 8.436 787 792 797 rVB4 7166 21115 1.04% 0.065%
9 8.604 800 809 813 rBV7Y 8621 31246 1.54% 0.097%
10 8.771 821 826 831 rBV 37774 97117 4.77% 0.300%
11 8.988 843 848 855 rVB4 8091 23964 1.18% 0.074%
12 9.116 855 861 865 rBV2 41012 107864 5.30% 0.333%
13 9.254 871 875 879 rVB3 11263 26503 1.30% 0.082%
14 9.422 885 892 898 rBV 19366 50606 2.49% 0.156%
15 9.550 898 905 910 rBV5 8931 31878 1.57% 0.098%
16 9.688 910 919 924 rVvVv4 32470 111663 5.49% 0.345%
17 9.836 930 934 936 rvv4 18145 46180 2.27% 0.143%
18 9.915 936 942 951 rVvwVv 471462 1193916 58.66% 3.689%
19 10.033 951 954 958 rVV6 9200 27967 1.37% 0.086%
20 10.122 958 963 967 rVB2 20018 48342 2.38% 0.149%
21 10.210 967 972 977 rBV2 37433 99745 4 _.90% 0.308%

22 10.378 982 989 996 rBVv3 163135 612332 30.09% 1.892%
23 10.476 996 999 1004 rBV2 70748 146678 7.21% 0.453%
24 10.605 1008 1012 1013 rBV 54418 95234 4.68% 0.294%
25 10.644 1013 1016 1023 rVB3 123890 279590 13.74% 0.864%

26 10.782 1026 1030 1038 rBV3 285449 703220 34.55% 2.173%
27 10.900 1038 1042 1043 rBV3 141227 302322 14.85% 0.934%
28 10.940 1043 1046 1049 rVB 174885 293859 14.44% 0.908%
29 11.058 1054 1058 1061 rVB4 131750 301370 14.81% 0.931%
30 11.157 1061 1068 1072 rBV5 175776 543858 26.72% 1.680%

31 11.216 1072 1074 1076 rBV 60277 109180 5.36% 0.337%
32 11.255 1076 1078 1081 rVB2 127578 200377 9.85% 0.619%
33 11.373 1081 1090 1094 rVB 896361 2035209 100.00% 6.288%
34 11.423 1094 1095 1098 rVB2 41254 48437 2.38% 0.150%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF091018\
Data File : VF060233.D

Aca On : 10 Sep 2018 14:30

Operator : VA/AP

Sample = J4803-09

Misc : 5.09/5mL/MSVOA F/SOIL

ALS Vial : 9 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_F\METHODS\82F090618S.M
SW846 8260

35 11.512 1098 1104 1109 rBV3 458481 1648903 81.02% 5.094%

36 11.590 1109 1112 1115 rVB5 158224 309143 15.19% 0.955%
37 11.650 1115 1118 1121 rVB 325346 506145 24.87% 1.564%
38 11.709 1121 1124 1126 rBV2 141725 259115 12.73% 0.801%
39 11.768 1126 1130 1133 rVB3 310194 724546 35.60% 2.239%
40 11.817 1133 1135 1137 rBV3 81889 136836 6.72% 0.423%

41 11.866 1137 1140 1143 rVB 232711 385265 18.93% 1.190%
42 11.916 1143 1145 1147 rVB 130050 173477 8.52% 0.536%
43 11.975 1147 1151 1153 rBV2 140556 300038 14.74% 0.927%
44 12.044 1153 1158 1159 rBV3 283256 780768 38.36% 2.412%
45 12.083 1159 1162 1167 rVB3 710114 1363412 66.99% 4.212%

46 12.162 1167 1170 1172 rBV2 164033 370674 18.21% 1.145%
47 12.251 1175 1179 1181 rBV3 320678 889511 43.71% 2.748%
48 12.369 1188 1191 1193 rVB3 250278 409377 20.11% 1.265%
49 12.418 1193 1196 1198 rBV2 195093 324376 15.94% 1.002%
50 12.477 1198 1202 1204 rVVv4 120944 326201 16.03% 1.008%

51 12.566 1208 1211 1214 rBV2 276528 415998 20.44% 1.285%
52 12.635 1215 1218 1220 rVB 548788 804905 39.55% 2.487%
53 12.685 1220 1223 1227 rBV 918214 1486280 73.03% 4_.592%
54 12.832 1235 1238 1242 rBV6 77397 134239 6.60% 0.415%
55 12.921 1242 1247 1250 rVB5 354920 1102101 54.15% 3.405%

56 12.970 1250 1252 1254 rVB2 136518 160305 7.88% 0.495%
57 13.039 1254 1259 1260 rBV4 144118 389662 19.15% 1.204%
58 13.187 1270 1274 1276 rBV2 266951 546168 26.84% 1.687%
59 13.227 1276 1278 1280 rVV 192133 320484 15.75% 0.990%
60 13.276 1280 1283 1286 rVV2 446499 854489 41.99% 2.640%

61 13.325 1286 1288 1290 rVV2 115010 191909 9.43% 0.593%
62 13.404 1293 1296 1298 rVV2 422337 735645 36.15% 2.273%
63 13.453 1298 1301 1305 rVV2 674204 1164622 57.22% 3.598%
64 13.522 1305 1308 1314 rVB2 215892 468255 23.01% 1.447%
65 13.601 1314 1316 1318 rVB3 42060 52964 2.60% 0.164%

66 13.651 1318 1321 1323 rBV 426041 625916 30.75% 1.934%
67 13.710 1323 1327 1330 rVB2 332296 546438 26.85% 1.688%
68 13.769 1330 1333 1336 rBV 331740 428550 21.06% 1.324%
69 13.818 1336 1338 1340 rVB2 63786 85599 4.21% 0.264%
70 13.877 1340 1344 1346 rBV 213053 350202 17.21% 1.082%

71 13.927 1346 1349 1352 rVB2 151831 250094 12.29% 0.773%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF091018\
Data File : VF060233.D

Aca On : 10 Sep 2018 14:30

Operator : VA/AP

Sample = J4803-09

Misc : 5.09/5mL/MSVOA F/SOIL

ALS Vial : 9 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_F\METHODS\82F090618S .M

Title : SW846 8260

72 13.986 1352 1355 1356 rBV2 58497 91637 4_50% 0.283%
73 14.015 1356 1358 1362 rVB2 189000 299835 14.73% 0.926%
74 14.074 1362 1364 1366 rBV 56485 70452 3.46% 0.218%

75 14.134 1367 1370 1374 rVB6 45719 111760 5.49% 0.345%

76 14.222 1374 1379 1384 rBV5 226559 830661 40.81% 2.566%
77 14.281 1384 1385 1388 rVV 97410 110444 5.43% 0.341%

78 14.360 1391 1393 1395 rVvv2 35488 54853 2.70% 0.169%
79 14.429 1398 1400 1403 rVB 59591 77841 3.82% 0.240%
80 14.548 1408 1412 1417 rVB6 33881 101714 5.00% 0.314%
81 14.626 1417 1420 1426 rVB6 25260 50320 2.47% 0.155%
82 14.804 1431 1438 1440 rBV5 21526 56001 2.75% 0.173%
83 15.050 1460 1463 1467 rBv4 16019 25906 1.27% 0.080%
84 15.711 1522 1530 1533 rBV5 11494 32349 1.59% 0.100%
Sum of corrected areas: 32366379
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF091018\
Data File : VF060233.D

Aca On : 10 Sep 2018 14:30

Operator : VA/AP

Sample = J4803-09

Misc : 5.09/5mL/MSVOA F/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F090618S .M
SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

Abundance TIC: VF060233.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF091018\
Data File : VF060233.D

Aca On : 10 Sep 2018 14:30

Operator : VA/AP

Sample = J4803-09

Misc : 5.09/5mL/MSVOA F/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F090618S .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 Cyclohexane, 1,1,2,3-tetram... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.37 126.43 ug/Il 2035210 1,4-Dichlorobenzene-d4 12.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.2.3-tetramethvl- 140 C10H20 006783-92-2 70
2 2-Octene. 2.6-dimethvl- 140 C10H20 004057-42-5 60
3 4-Nonene. 3-methvl-. (2)- 140 C10H20 063830-69-3 53
4 Cvclohexanone. 3.5-dimethvl- 126 C8H140 002320-30-1 43
5 1-Pentene, 2,3-dimethyl- 98 C7H14 003404-72-6 43
Abundance Scan 1090 (11.373 min): VF060233.D (-1081) (-) m/z 69.00 100.00%
41 ¢
5000
11.00 11,20 11.40 11.60
0 m/z 41.00 87.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18043: Cyclohexane, 1,1,2,3-tetramethyl-
¢
41 g
5000 R SN AR B SO I
29 125 11.00 11.20 11.40 11.60
83 m/z 55.00 71.79%
Lo |
0! ..I'....I.....'...................
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17999: 2-Octene, 2,6-dimethyl-
41 69
55 11.00 11,20 11.40 11.60
5000 m/z 70.10 60.18%
29
83 140
s L U Nl"97|'%{{ }?§" [Trrrprrrrprrrrp T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18005: 4-Nonene, 3-methyl-, (2)-
55 11.00 11.20 11.40 11.60
m/z 125.05 58.22%
41 69
5000
29
& 111
0”|"'wk'jjwtt'J“"|”"l'”??q"w""w"'l”"
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF091018\
Data File : VF060233.D

Aca On : 10 Sep 2018 14:30

Operator : VA/AP

Sample = J4803-09

Misc : 5.09/5mL/MSVOA F/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F090618S .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 4-Decene, 3-methyl-, (E)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.77 45.01 ug/1 724546 1,4-Dichlorobenzene-d4 12.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Decene. 3-methvl-. (E)- 154 C11H22 062338-47-0 50
2 3-Hexene. 3-ethvl-2.5-dimethvl- 140 C10H20 062338-08-3 43
3 4-Octene. 2.6-dimethvl-. IS-(2D)1- 140 C10H20 062960-77-4 38
4 1-Hexene. 3.3-dimethvl- 112 C8H16 003404-77-1 35
5 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 30
Abundance Scan 1130 (11.768 min): VF060233.D (-1126) (-) m/z 69.05 100.00%
56 69
41 83
97
139
5000
i 110 1160 1180 1200 "
o ,1.0.7..,.|~...,|..1.5.4,....,....,2.97.. m/z 55.00 97.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27059: 4-Decene, 3-methyl-, (E)-
56
69
5000 41 83 R N UL BRI SO I
29 11.40 11.60 11.80 12.00
m/z 83.05 81.43%
0 97 117 125 149 154
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #18032: 3-Hexene, 3-ethyl-2,5-dimethyl-
55 69
o1 R BN UL BRI SO I
11.40 11.60 11.80 12.00
5000 " m/z 41.00 79.74%
84
27 140
0.|.U..‘l‘..‘.‘l‘l.‘.‘..‘l‘...l‘lu:lu-]‘-.lu|1.2.5..|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18041: 4-Octene, 2,6-dimethyl-, [S-(2)]- R EEE L
55 11.40 11.60 11.80 12.00
69 m/z 97.05 69.35%
5000 a1
29 83 11 140
m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF091018\
Data File : VF060233.D

Aca On : 10 Sep 2018 14:30

Operator : VA/AP

Sample = J4803-09

Misc : 5.09/5mL/MSVOA F/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F090618S .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 Cyclohexene, 1,6-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.04 48_.50 ug/1 780768 1,4-Dichlorobenzene-d4 12.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. 1.6-dimethvl- 110 C8H14 001759-64-4 70
2 Cvclohexane. 1l-methvl-4-(l1-methy... 138 C10H18 001124-27-2 70
3 Cvclohexene. 4-methvl-1-(l1-methy... 138 C10H18 000500-00-5 52
4 Cvclohexene. 1-butvl- 138 C10H18 003282-53-9 50
5 Cyclopentane, 1,2-dimethyl-3-met... 110 C8H1l4 1000150-99-3 50
Abundance Scan 1158 (12.044 min): VF060233.D (-1153) (-) m/z 95.00 100.00%
41
67 81
55
5000 111
124 138 152 o | 180 00 153 e
o ST NMNEHM LU m/z 41.00 78.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5970: Cyclohexene, 1,6-dimethyl-
7 95
81
5000 a1 110 ' 11.80 12.00 12.20 12,40
97 55 m/z 81.00 73 .84%
0 = "“!w'"'w"'w"'w"'l“"l”"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16993: Cyclohexane, 1-methyl-4-(1-methylethylidene)-
81 9%
67 " 11.80 12.00 12.20 12,40
5000 55 m/z 67.00 67.72%
41 123 138
0...,....,”..,....“...,}P?w....,.”.,....“...,..”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16980: Cyclohexene, 4-methyl-1-(1-methylethyl)- R Al Ba TS B s S
95 11.80 12.00 12.20 12.40
81 m/z 55.00 55.38%
5000
138
41 55 67 123
21 109 ‘
0! e e —
m/z--> 20 40 60 80 100 120 140 160 180 200 11,80 12.00 12,20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF091018\
Data File : VF060233.D

Aca On : 10 Sep 2018 14:30

Operator : VA/AP

Sample = J4803-09

Misc : 5.09/5mL/MSVOA F/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F090618S .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, 4-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.08 84.69 ug/1 1363410 1,4-Dichlorobenzene-d4 12.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 4-methvl- 156 C11H24 002847-72-5 76
2 Carbonic acid. neopentvl 2-ethvl... 244 C14H2803 1000357-85-7 59
3 2-Ethvlhexvl mercaptoacetate 204 C10H2002S 007659-86-1 50
4 2.4.4-Trimethvl-1-hexene 126 C9H18 051174-12-0 43
5 Octane, 2,3,6-trimethyl- 156 C11H24 062016-33-5 35
Abundance Scan 1162 (12.083 min): VF060233.D (-1159) (-) m/z 71.10 100.00%
57 )
5000 83
139
o ‘ 11,80 12,00 12.20 12,40
o ..:|~,..-".,1.2?..':...1“.36,1.6.7..,.... m/z 43.10 99.91%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28426: Decane, 4-methyl-
57 71
5000 A AN BRI BRI B
11.80 12.00 12.20 12.40
29 m/z 41.00 89.10%
85 112
o015 98 || 126 141 156
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #97350: Carbonic acid, neopentyl 2-ethylhexyl ester
7
a7 A AR SR BRI B
11.80 12.00 12.20 12.40
5000 43 m/z 57.10 80.77%
112
29 ‘ ‘ 83
SRR 2~ S -3
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #63704: 2-Ethylhexyl mercaptoacetate i B B B
57 11.80 12.00 12.20 12.40
m/z 55.00 56.30%
71
43
5000
29 ‘ ‘ 83 112
o t5 Ll Ll e | e wsasroa T
m/z--> 20 40 60 80 100 120 140 160 180 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF091018\
Data File : VF060233.D

Aca On : 10 Sep 2018 14:30

Operator : VA/AP

Sample = J4803-09

Misc : 5.09/5mL/MSVOA F/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F090618S .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 1,4-Pentadiene, 2,3,3-trime... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.25 55.26 ug/1 889511 1,4-Dichlorobenzene-d4 12.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Pentadiene. 2.3.3-trimethvl- 110 C8H14 000756-02-5 50
2 Imidazole. 5-I2-(CaminocarbonvDe... 139 C6H9N30 040160-23-4 38
3 8-0Oxabicvclol5.1.0loctane 112 C7H120 000286-45-3 38
N-(5-Methvilfurfurvdimethvlamine 139 C8H13NO 014496-35-6 30
5 Cyclopentane, 1-methyl-3-(2-meth... 140 C10H20 029053-04-1 18
Abundance Scan 1179 (12.251 min): VF060233.D (-1175) (-) m/z 95.00 100.00%

5000

12.00 12.20 12.40 12.60

0 m/z 41.00 93.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #6020: 1,4-Pentadiene, 2,3,3-trimethyl-
95
41 67
5000 LA B L L L L L L
27 12,00 12.20 12,40 12.60
110 m/z 55.00 89.53%
0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #17735: Imidazole, 5-[2-(aminocarbonyl)ethyl]-
95
e RARREEE RS
12.00 12.20 12.40 12.60
5000 81 m/z 83.00 52.41%
139
41 5y 68 ‘ 122 ‘
N YN T N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #6546: 8-Oxabicyclo[5.1.0]octane e A RARRREE RS
41 55 12.00 12.20 12.40 12.60

m/z 67.00 50.92%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12. 00 12 20 12. 40 12. 60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF091018\
Data File : VF060233.D

Aca On : 10 Sep 2018 14:30

Operator : VA/AP

Sample = J4803-09

Misc : 5.09/5mL/MSVOA F/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F090618S .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 Cyclohexane, 2,4-diethyl-1-_.._. Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.92 68.46 ug/1 1102100 1,4-Dichlorobenzene-d4 12.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 2.4-diethyl-1-methvl- 154 C11H22 061142-70-9 72
2 Cvclohexane. 1.2-diethvl-3-methvl- 154 C11H22 061141-80-8 64
3 Cvclohexanecarboxvlic acid. 4-pr... 271 C17H21NO2 062439-33-2 59
4 Cvclohexane. 1.1"-(1-methvlethvl... 208 C15H28 054934-90-6 50
5 Cyclohexane, 1,3,5-trimethyl-2-0... 378 C27H54 055282-34-3 50
Abundance Scan 1247 (12.921 min): VF060233.D (-1242) (-) m/z 69.00 100.00%
5000
12.60 12.80 13.00 13.20
o} m/z 125.10 65.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #27090: Cyclohexane, 2,4-diethyl-1-methyl-
60
5000 55 UL RN IR
83 125 1260 12.80 13.00 13.20
4l m/z 55.00 49.84%
o ZII il .| W 97111 L 139154
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 260
Abundance #27092: Cyclohexane, 1,2-diethyl-3-methyl-
69
12,60 12.80 13.00 13.20
5000 55 83 125 m/z 41.00 48.15%
41
0 \T ‘ “ ‘ ol 97 111 i 139 154
m/z--> 20 45 60 éo 160 120 140 1éo 180 200 220 240 260
Abundance #120221: Cyclohexanecarboxylic acid, 4-propyl-, 4-cyanophe... T T T T T T T
69 125 12.60 12.80 13.00 13.20
m/z 83.05 40.14%
83 153
5000
4155
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF091018\
Data File : VF060233.D

Aca On : 10 Sep 2018 14:30

Operator : VA/AP

Sample = J4803-09

Misc : 5.09/5mL/MSVOA F/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F090618S .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 trans-Decalin, 2-methyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.28 53.08 ug/1 854489 1,4-Dichlorobenzene-d4 12.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-Decalin. 2-methvl- 152 C11H20 1000152-47-3 94
2 Naphthalene. decahvdro-2-methvl- 152 C11H20 002958-76-1 93
3 Puleaone 152 C10H160 000089-82-7 81
4 Cvclohexanone. 5-methvl-2-(1-met... 152 C10H160 015932-80-6 74
5 Cyclohexanone, 5-methyl-2-(1-met... 152 C10H160 000529-00-0 62

Abundance Scan 1283 (13.276 min): VF060233.D (-1280) (-) m/z 81.00 100.00%
5000
113.00 13.20 13.40 13.60
0! m/z 67.00 84 .28%
m/z--> 20 40 60 80 100 120 140 160
Abundance #25429: trans-Decalin, 2-methyl-
67
41 55 95 152
5000 U U SUNILS BN B
137 13.00 13.20 13.40 13.60
29 109 m/z 152.15 82.67%
|| 123
o’ S T R T S ———
m/z--> 20 40 60 80 100 120 140 160
Abundance #25446: Naphthalene, decahydro-2-methyl-
41 67 81 152
95
55 13.00 13.20 13.40 13.60
5000 27 m/z 95.00 69.74%
137
109
ool )
0 ---.-‘---H‘--‘l bl .W:.‘.“.‘,..‘..,‘l...‘,...‘.,....
m/z--> 20 40 60 80 100 120 140 160
Abundance #25065: Pulegone T
67 8l 13.00 13.20 13.40 13.60
m/z 41.00 53.95Y%
41
5000 . 109
53
IV . o
oL, .1.5| . l‘--‘l“- .“l“:,‘.‘.“. -“‘l‘- .‘.“a |..‘.:!'1|9....‘| S A
m/z--> 20 40 60 80 100 120 140 160 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF091018\
Data File : VF060233.D

Aca On : 10 Sep 2018 14:30

Operator : VA/AP

Sample = J4803-09

Misc : 5.09/5mL/MSVOA F/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F090618S .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 Benzene, 2,4-dimethyl-1-(1-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.40 45.70 ug/1 735645 1,4-Dichlorobenzene-d4 12.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2.4-dimethvl-1-(1-methv... 148 C11H16 004706-89-2 81
2 Benzene. 1.4-dimethvl-2-(l1-methyv... 148 C11H16 004132-72-3 80
3 Benzene. 1.3-dimethvl-5-(l1-methyv... 148 C11H16 004706-90-5 72
4 Benzene. 1l-ethvl-4-(l-methvlethvl)- 148 C11H16 004218-48-8 59
5 4-tert-Butyltoluene 148 C11H16 000098-51-1 53
Abundance Scan 1296 (13.404 min): VF060233.D (-1293) (-) m/z 133.00 100.00%
133
5000
148
a5 717 9 1%us || 164 13.00 13.20 13.40 13.60 13.80
Ol o W T b 184 o148 05 23.98%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #22826: Benzene, 2,4-dimethyl-1-(1-methylethyl)-
5000
13.00 13.20 13.40 13.60 13.80
148 m/z 149.05 20.76%
: BA AR ST W
O
mz-> 0 20 40 60 8 100 120 140 160
Abundance #22827: Benzene, 1,4-dimethyl-2-(1-methylethyl)-
13.00 13.20 13.40 13.60 13.80
5000 m/z 105.05 12.24%
148
p 15 A % 8 e 7§ P
0 LN B s e e e —— ——— T T T T
mz-> 0 20 40 60 8 100 120 140 160
Abundance #22830: Benzene, 1,3-dimethyl-5-(1-methylethyl)-
133 13.00 13.20 13.40 13.60 13.80
m/z 91.05 9.26%
5000
148
, 15 77 ﬁ? 51 65 77 91 105 137
0: —r S P ||‘|‘| ‘i‘:::‘:::: ...‘k“‘..‘.. S T —T T T T T T T T
m/z--> 0 20 40 60 80 100 120 140 160 13.00 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF091018\
Data File : VF060233.D

Aca On : 10 Sep 2018 14:30

Operator : VA/AP

Sample = J4803-09

Misc : 5.09/5mL/MSVOA F/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F090618S .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 Benzene, 1,3-diethyl-5-methyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.22 51.60 ug/1 830661 1,4-Dichlorobenzene-d4 12.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-diethvl-5-methvl- 148 C11H16 002050-24-0 92
2 Benzene. 2.4-diethvl-1-methvl- 148 C11H16 001758-85-6 50
3 Benzene. 1.4-diethvl-2-methvl- 148 C11H16 013632-94-5 45
4 5H-Cvclopentapvrazine. 6.7-dihvd... 148 C9H12N2 038917-61-2 38
5 1-Propanone, 1-(2,4-dimethylphen... 162 C11H140 035031-55-1 35

Abundance Scan 1379 (14.222 min): VF060233.D (-1374) (-) m/z 119.05 100.00%
119 133
145
5000
14.00 14.20 14.40 14.60
o} m/z 133.05 83.43%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22795: Benzene, 1,3-diethyl-5-methyl-
119 133
5000
01 148 14.00 14.20 14.40 14.60
77 105 m/z 145.10 53.88%
28 39 51 65
0< 15 ||l||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22796: Benzene, 2,4-diethyl-1-methyl-
133
119
14.00 14.20 14.40 14.60
5000 148 m/z 131.05 37.67%
. 9% 405
27 39 51 65
0 ..1§| .‘.‘. .‘l‘..“ﬁ‘. Hl‘...‘”luu‘l‘. P 'Hw ; ﬁ‘.‘. - .‘..|....|...
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22797: Benzene, 1,4-diethyl-2-methyl-
133 14.00 14.20 14.40 14.60
m/z 91.05 35.94%
119
5000 148
91 105
m/z--> 20 40 60 80 100 120 140 160 180 14.00 14.20 14.40 14.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_F\DATA\VF091018\
Data File : VF060233.D

Acq On : 10 Sep 2018 14:30

Operator : VA/AP

Sample - J4803-09

Misc : 5.09/5mL/MSVOA_F/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F090618S .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,... 11.37 126.4 ug/1 2035210 4 12.64 804905 50.0
4-Decene, 3-methy... 11.77 45.0 ug/1 724546 4 12.64 804905 50.0
Cyclohexene, 1,6-... 12.04 48.5 ug/1 780768 4 12.64 804905 50.0
Decane, 4-methyl- 12.08 84.7 ug/l 1363410 4 12.64 804905 50.0
1,4-Pentadiene, 2... 12.25 55.3 ug/I1 889511 4 12.64 804905 50.0
Cyclohexane, 2,4-_... 12.92 68.5 ug/1 1102100 4 12.64 804905 50.0
trans-Decalin, 2-_... 13.28 53.1 ug/I 854489 4 12.64 804905 50.0
Benzene, 2,4-dime... 13.40 45.7 ug/1 735645 4 12.64 804905 50.0

4

Benzene, 1,3-diet... 14.22 51.6 ug/Il 830661 12.64 804905 50.0
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