LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_D\DATA\VD111418\
Data File : VD060382.D

Acq On : 14 Nov 2018 16:41

Operator : JC/SY

Sample - J5918-02

Misc : 5.099/5mlI/MSVOA_D/SOIL

ALS Vial : 14 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: 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\82D110618S_.M
Title : SW846 8260
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 3.696 215 221 237 rVB 243075 723076 2.34% 0.323%
2 6.294 479 485 489 rBV 690429 1818818 5.88% 0.813%
3 6.373 489 493 510 rVvV 1518642 4217447 13.63% 1.886%
4 6.757 525 532 542 rBV2 465059 1253030 4_05% 0.560%
5 7.416 593 599 616 rBV 1988364 4927198 15.92% 2.203%
6 8.006 650 659 668 rBY 262594 829798 2.68% 0.371%
7 8.941 749 754 757 rBV 203690 481326 1.56% 0.215%
8 9.138 770 774 782 rVB 169774 448988 1.45% 0.201%
9 9.423 793 803 818 rVvB 2049832 5079664 16.41% 2.271%
10 9.916 846 853 863 rvB2 170497 466320 1.51% 0.208%

11 10.171 874 879 882 rBV 129979 325149 1.05% 0.145%
12 10.417 897 904 908 rBV 273738 559015 1.81% 0.250%
13 10.555 914 918 921 rBV 162639 392889 1.27% 0.176%
14 10.683 927 931 934 rVB 356253 717263 2.32% 0.321%
15 10.752 934 938 942 rBV 424919 875641 2.83% 0.392%

16 10.959 956 959 962 rvv 256954 439008 1.42% 0.196%
17 11.028 962 966 967 rvVv 280896 555628 1.80% 0.248%
18 11.067 967 970 977 rVB2 419106 954005 3.08% 0.427%
19 11.195 977 983 986 rBV 745441 1365343 4.41% 0.610%
20 11.264 986 990 994 rVvVv 3193258 5202712 16.81% 2.326%

21 11.431 1003 1007 1011 rBV2 143099 312559 1.01% 0.140%
22 11.510 1011 1015 1019 rVV3 238350 683713 2.21% 0.306%
23 11.579 1019 1022 1024 rVVv 519510 822653 2.66% 0.368%
24 11.628 1024 1027 1033 rVB 384570 676026 2.18% 0.302%
25 11.864 1047 1051 1055 rBV3 523049 1425619 4.61% 0.637%

26 11.953 1058 1060 1063 rVB2 264870 491321 1.59% 0.220%
27 12.071 1068 1072 1076 rBV3 1142415 2339471 7.56% 1.046%
28 12.169 1076 1082 1087 rBV3 1104114 2908266 9.40% 1.300%
29 12.258 1089 1091 1094 rVB 331187 468196 1.51% 0.209%
30 12.336 1094 1099 1101 rBV2 658750 1493872 4._.83% 0.668%

31 12.405 1101 1106 1110 rVB2 2362746 4924389 15.91% 2.202%
32 12.464 1110 1112 1114 rBV2 218589 330639 1.07% 0.148%
33 12.514 1114 1117 1119 rBV2 447670 666676 2.15% 0.298%
34 12.563 1119 1122 1126 rVB3 932508 1537800 4.97% 0.688%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_D\DATA\VD111418\
Data File : VD060382.D

Acq On : 14 Nov 2018 16:41

Operator : JC/SY

Sample - J5918-02

Misc : 5.099/5mlI/MSVOA_D/SOIL

ALS Vial : 14 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: 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\82D110618S.M
SW846 8260

35 12.622 1126 1128 1130 rVB 319084 335168 1.08% 0.150%

36 12.671 1130 1133 1137 rBV3 403331 886376 2.86% 0.396%
37 12.769 1137 1143 1145 rBV5 1102125 2739758 8.85% 1.225%
38 12.819 1145 1148 1150 rVB 867832 1389320 4._.49% 0.621%
39 12.868 1150 1153 1155 rBV3 189515 349687 1.13% 0.156%
40 12.956 1159 1162 1164 rBV3 730500 1543306 4._.99% 0.690%

41 13.006 1164 1167 1168 rBV2 538379 761722 2.46% 0.341%
42 13.035 1168 1170 1173 rBV 2728819 3508460 11.33% 1.569%
43 13.084 1173 1175 1180 rVB2 1632408 3082788 9.96% 1.378%
44 13.163 1180 1183 1185 rBVY 771222 1109186 3.58% 0.496%
45 13.212 1185 1188 1192 rBV3 1275159 2199707 7.11% 0.983%

46 13.271 1192 1194 1197 rBV 2044504 3149263 10.17% 1.408%
47 13.311 1197 1198 1200 rVB2 712236 569441 1.84% 0.255%
48 13.360 1200 1203 1205 rBV 4515605 7436923 24.03% 3.325%
49 13.488 1214 1216 1219 rVB 961715 1225327 3.96% 0.548%
50 13.537 1219 1221 1226 rVB4 921834 2048558 6.62% 0.916%

51 13.616 1226 1229 1230 rBV 1175597 1742916 5.63% 0.779%
52 13.645 1230 1232 1235 rVV3 1701090 2807250 9.07% 1.255%
53 13.724 1238 1240 1243 rVV 1421222 2433390 7.86% 1.088%
54 13.773 1243 1245 1248 rVV3 1504135 2904496 9.38% 1.299%
55 13.862 1248 1254 1258 rVV4 3119787 10216239 33.01% 4._.568%

56 13.950 1261 1263 1270 rVB4 2275940 6046727 19.54% 2.704%
57 14.059 1270 1274 1277 rBV5 1733994 3530717 11.41% 1.579%
58 14.118 1277 1280 1281 rBV3 2903035 4326729 13.98% 1.934%
59 14.147 1281 1283 1285 rVV2 4706177 7198192 23.26% 3.218%
60 14.206 1288 1289 1291 rVB 1257669 1370812 4.43% 0.613%

61 14.265 1291 1295 1297 rVB4 3192790 5271505 17.03% 2.357%
62 14.305 1297 1299 1301 rBV3 1705885 2725936 8.81% 1.219%
63 14.344 1301 1303 1306 rVB3 889083 1374939 4._.44% 0.615%
64 14.423 1308 1311 1314 rBV3 1360530 3483157 11.25% 1.557%
65 14.462 1314 1315 1317 rVV 1241450 1143505 3.69% 0.511%

66 14.501 1317 1319 1324 rVV3 4930704 11179351 36.12% 4.998%
67 14.580 1324 1327 1330 rVV2 6949701 11642238 37.61% 5.205%
68 14.639 1330 1333 1335 rVB3 3065734 5078267 16.41% 2.271%
69 14.875 1354 1357 1359 rBV4 2400583 4601705 14.87% 2.057%
70 14.905 1359 1360 1362 rVV 2515230 1924212 6.22% 0.860%

71 15.003 1365 1370 1373 rVV2 12905161 30953050 100.00% 13.839%

82D110618S.M Thu Nov 15 10:54:28 2018 RPT1 Page: 2



LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_D\DATA\VD111418\
Data File : VD060382.D

Acq On : 14 Nov 2018 16:41

Operator : JC/SY

Sample - J5918-02

Misc : 5.099/5mlI/MSVOA_D/SOIL

ALS Vial : 14 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: 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\82D110618S.M

: SW846 8260

72 15.062 1373 1376 1381 rVV5 3608690 8837281 28.55% 3.951%
73 15.131 1381 1383 1387 rVV4 1376323 2678456 8.65% 1.198%
74 15.190 1387 1389 1390 rVV 1146438 1495254 4._.83% 0.669%
75 15.249 1393 1395 1398 rVB3 1612707 2189232 7.07% 0.979%

76 15.564 1424 1427 1430 rVB2 765960 1331202 4_30% 0.595%
77 15.613 1430 1432 1440 rVV6 303078 627758 2.03% 0.281%

78 15.751 1443 1446 1455 rVB2 362574 967913 3.13% 0.433%
79 15.889 1457 1460 1467 rVB2 280188 530917 1.72% 0.237%

Sum of corrected areas: 223661854
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA_D\DATA\VD111418\
VD060382.D

14 Nov 2018 16:41

JC/SY

J5918-02

5.09g/5m1/MSVOA_D/SOIL

14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D110618S.M

Quant Title

TIC Library

: SW846 8260

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1.5e+07

1e+07

5000000

TIC: VD060382.D

ol

Time-->

T T
4.00 4.50

Abundance

1.5e+07

1e+07

5000000

0

TIC: VD060382.D

11.26
9.42

8.94 9.14 j\

Time-->

L e e s B
9.00 9.50 10.00 10.50 11.00

12.00

12171
992 1017 10.4% 3616351018 %ijl £83 11860d) /\

11.50

Abundance

1.5e+07

1e+07

5000000

TIC: VD060382.D
1500

™ — T = L
13.00 13.50 16.00 16.50

T —T
17.00 17.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_D\DATA\VD111418\
Data File : VD060382.D

Acq On : 14 Nov 2018 16:41

Operator : JC/SY

Sample - J5918-02

Misc : 5.099/5ml/MSVOA_D/SOIL

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D110618S.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 Benzene, 1-bromo-3-fluoro- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.41 33.11 ug/1 4924390 1,4-Dichlorobenzene-d4 13.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1-bromo-3-fluoro- 174 C6H4BrF 001073-06-9 98
2 p-Bromofluorobenzene 174 C6H4BrF 000460-00-4 97
3 Benzene, 1-bromo-2-fluoro- 174 C6H4BrF 001072-85-1 95
4 4-Bromo-3,5-dimethylpyrazole 174 C5H7BrN2 003398-16-1 47
5 4(1H)-Pyrimidinone, 5-bromo- 174 C4H3BrN20 019808-30-1 32
Abundance Scan 1106 (12.405 min): VD060382.D (-1101) (-) m/z 95.10 100.00%
% 174
5000 75
57
43 5 112 125 142 155 12.00 12.20 12.40 12.60 12.80
0 by e e m/z 173.95 81.35%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41262: Benzene, 1-bromo-3-fluoro-
% 174
5000 75 LRI LR BRI B
12.00 12.20 12.40 12.60 12.80
50 m/z 175.95 78.65%
0 26 37 | 62 | g5 | 104 117128 141 155 ||
miz--> 20 40 60 80 100 120 140 160 180
Abundance
95 174
12,00 12.20 12.40 12.60 12.80
5000 m/z 75.05 39.33%
75
50
o 28 37 62 104 117 128 141 155
miz--> 20 40 60 80 100 120 140 160 180
Abundance #41261: Benzene, 1-bromo-2-fluoro- T
95 1 12.00 12.20 12.40 12.60 12.80
m/z 57.10 30.12%
5000
75
50
ol 12 2837 | 62, | 8 ) 111 128 143 155 I gg?Jsg & 28 5:!&3 SN
m/z--> 2'0 4'0 6|0 8IO 1(')0 150 14'10 1('30 15';0 12.00 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_D\DATA\VD111418\
Data File : VD060382.D

Acq On : 14 Nov 2018 16:41

Operator : JC/SY

Sample - J5918-02

Misc : 5.099/5ml/MSVOA_D/SOIL

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D110618S.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 Isobutyl nonyl carbonate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.86 68.69 ug/1 10216200 1,4-Dichlorobenzene-d4 13.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isobutyl nonyl carbonate 244 C14H2803 959311-27-4 53
2 Oxalic acid, isobutyl nonyl ester 272 C15H2804 1000309-37-4 52
3 Isobutyl octyl carbonate 230 C13H2603 1000372-74-6 43
4 2,6-Dimethyldecane 170 C12H26 013150-81-7 43
5 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 43
Abundance Scan 1254 (13.862 min): VD060382.D (-1248) (-) m/z 57.10 100.00%
sl7
43
5000
71 97
s 13,60 13.80 14.00 14.20
113 137 154 . . . .
o e tes A0 Tm/z 43.10 0 69.13%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #97340: Isobutyl nonyl carbonate
57
5000 R S S SULR SR
41 71 13.60 13.80 14.00 14.20
29 8 m/z 41.05 48.90%
Ou||||||||||||||||||||||||| 1171%6||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57
4s 13,60 13.80 14.00 14.20
5000 m/z 55.15 41.88%
29 71
85
0 97 114 126 171
miz--> 20 40 60 80 100 120 140 160 180
Abundance #85972: Isobutyl octyl carbonate B RREEE B
57 13.60 13.80 14.00 14.20

m/z 97.20 32.96%

5000
71

“ w | H 103 \‘ | 129 141 157 175

m/z--> 60 80 100 120 140 160 180 13 60 13. 80 14. 00 14.20

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_D\DATA\VD111418\
Data File : VD060382.D

Acq On : 14 Nov 2018 16:41

Operator : JC/SY

Sample - J5918-02

Misc : 5.099/5ml/MSVOA_D/SOIL

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D110618S.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 1-lodo-2-methylnonane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.95 40.65 ug/1 6046730 1,4-Dichlorobenzene-d4 13.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-lodo-2-methylnonane 268 C10H211 1000101-47-9 86
2 Undecane, 3,8-dimethyl- 184 C13H28 017301-30-3 83
3 Undecane, 5-methyl- 170 C12H26 001632-70-8 72
4 Undecane, 3,7-dimethyl- 184 C13H28 017301-29-0 64
5 Sulfurous acid, hexyl 2-pentyl e... 236 C11H2403S 1000309-15-6 64
Abundance Scan 1263 (13.950 min): VD060382.D (-1261) (-) m/z 43.10 100.00%
43 57
71
5000 85
99 115 127141 13.60 13.80 14.00 14.20
I ..|.|,..|..,....,.1.1.?,....,..1.“??.1.7.0.,.1.9.1. 207223237251 207 | 77 57.10  87.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #116708: 1-lodo-2-methylnonane
43
57
5000 & NS RN SR SUN I
85 13.60 13.80 14.00 14.20
29 m/z 71.10 73 .58%
o | L] 99 27141185169 211 268
m/z--> 20 Jo eb éo 160 120 140 160 180 200 220 240 260
Abundance
43 57
71 RN PRI SR SUN I
13.60 13.80 14.00 14.20
5000 g5 m/z 41.10 52.15%
29
. 99 113157141155
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #38331: Undecane, 5-methyl- R
43 57 13.60 13.80 14.00 14.20
- m/z 85.20 41.47%
5000 85
29 112
ob 1 L Lo L 99 | 126140155170
m/z--> 20 4'0 60 80 100 120 140 160 180 200 220 240 260 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_D\DATA\VD111418\
Data File : VD060382.D

Acq On : 14 Nov 2018 16:41

Operator : JC/SY

Sample - J5918-02

Misc : 5.099/5ml/MSVOA_D/SOIL

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D110618S.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 unknownl4.15 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.15 48.40 ug/1 7198190 1,4-Dichlorobenzene-d4 13.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, 1-methyl-3-(1-meth... 126 C9H18 053771-88-3 38
2 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 38
3 3-Hexene, 2,4-dimethyl- 112 C8H16 082085-14-1 25
4 1-Pentene, 2,4,4-trimethyl- 112 C8H16 000107-39-1 18
5 2-Undecene, (E)- 154 C11H22 000693-61-8 18
Abundance Scan 1283 (14.147 min): VD060382.D (-1281) (-) m/z 57.10 100.00%
7
5000 a1 83
69 98 o M A
119 154 13.80 14.00 14.20 14.40
0 " .\L, by 328189 07 100 0 Tm/z 41.05  50.70%
m/z--> 20 40 60 80 100 120 140 160
Abundance #11628: Cyclopentane, 1-methyl-3-(1-methylethyl)-
56
83
41
5000 67 AU SRR BN B B
13.80 14.00 14.20 14.40
11 m/z 55.15 50.29%
0 ,,,II\,\,,\I\\,,,MLI,l\,,I‘l,,lgf;,,\,,|1,2§,,|,,,,|,,,,|
m/z--> 40 60 80 100 120 140 160
Abundance
55 83
13.80 14.00 14.20 14.40
5000 41 m/z 83.10 49 _.54%
98
27 69
15
L S B B L L UL B B
m/z--> 20 40 60 80 100 120 140 160
Abundance #6710: 3-Hexene, 2,4—dimethy|— LA L L L L L L L B
55 13.80 14.00 14.20 14.40
83 m/z 43.10 38.27%
5000
41
69 g7 112
m/z--> 20 40 60 80 100 120 140 160 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_D\DATA\VD111418\
Data File : VD060382.D

Acq On : 14 Nov 2018 16:41

Operator : JC/SY

Sample - J5918-02

Misc : 5.099/5ml/MSVOA_D/SOIL

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D110618S.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 Naphthalene, decahydro-2-me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.27 35.44 ug/1 5271510 1,4-Dichlorobenzene-d4 13.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 95
2 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 95
3 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 50
4 Decalin, anti-l1-methyl-, cis- 152 C11H20 1000158-89-0 45
5 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 004795-86-2 43
Abundance Scan 1295 (14.265 min): VD060382.D (-1291) (-) m/z 152.15 100.00%
67 9 133 152
5000
14.00 14.20 14.40 14.60
o 108 180 m/z 95.10 91.03%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25445: Naphthalene, decahydro-2-methyl-
a 67
95
55 81 152
5000 L AN SR B U
137 14.00 14.20 14.40 14.60
109 m/z 133.10 88.76%
o L
0|....l‘..‘ll‘l.“.‘..“ik.‘.“.l..‘. ‘l...‘l...‘.l....l...
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
41 67
95
55 81 152 14.00 14.20 14.40 14.60
5000 m/z 67.15 88.41%
137
109
123
L L U L UL B WA
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25429: trans-Decalin, 2-methyl- A BamEs B
81 14.00 14.20 14.40 14.60
67 m/z 82.10 80.06%
41 55 95 152
5000
137
29 109
Ll | =
0|....|“...Hl‘|.”.h..‘w&.‘.“.‘lu.‘..l‘l...‘luuu‘.luuu.|... ST
m/z--> 20 40 60 80 100 120 140 160 180 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_D\DATA\VD111418\
Data File : VD060382.D

Acq On : 14 Nov 2018 16:41

Operator : JC/SY

Sample - J5918-02

Misc : 5.099/5ml/MSVOA_D/SOIL

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D110618S.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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.50 75.16 ug/1 11179400 1,4-Dichlorobenzene-d4 13.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 60
2 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 60
3 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 60
4 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C10H14 076089-59-3 60
5 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 55
Abundance Scan 1319 (14.501 min): VD060382.D (-1317) (-) m/z 119.10 100.00%
9
5000
134
148 14.20 14.40 14.60 14.80
o 8 180 Tn/z 106.10 50.11%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119
5000 134
14.20 14.40 14.60 14.80
91 m/z 117.15 29.60%
15 27 3 8L 65 |08 ) |
miz--> 20 40 60 80 100 120 140 160 180
Abundance
119
134 14.20 14.40 14.60 14.80
5000 m/z 134.10 24 _43%
27 39 51 65 77 O 105
O T T T T T
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14867: Benzene, 1,2,3,5-tetramethyl- A
119 14.20 14.40 14.60 14.80
m/z 91.15 19.35%
134
5000
21 % 51 g5 77 %1 105 |
[o) — ....‘..“ﬁ‘.‘ﬁ‘...“‘....‘.‘..‘.‘...‘. S N
m/z--> 20 40 60 80 100 120 140 160 180 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_D\DATA\VD111418\
Data File : VD060382.D

Acq On : 14 Nov 2018 16:41

Operator : JC/SY

Sample - J5918-02

Misc : 5.099/5ml/MSVOA_D/SOIL

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D110618S.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 Undecane, 2,6-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.58 78.27 ug/1 11642200 1,4-Dichlorobenzene-d4 13.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 93
2 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 76
3 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 70
4 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 53
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 53
Abundance Scan 1327 (14.580 min): VD060382.D (-1324) (-) m/z 57.10 100.00%
57
5000 43 =
98 A AN aaen 1aen
85 112,133 14.20 14.40 14.60 14.80
ol o h el 148169 184 Lo 4310 45.32%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48881: Undecane, 2,6-dimethyl-
57
43
5000 AL SUMILE DU BRI I
71 14.20 14.40 14.60 14.80
m/z 71.10 36.40%
9% 113
0 ‘ J 8 | 5T 127 141 155 169 184
miz--> 20 ' e'o 80 100 120 140 160 180
Abundance
57
14.20 14.40 14.60 14.80
5000 43 n m/z 41.05  27.75%
29 85
o 98 113 157 141 155 169 184
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48872: Undecane, 2,5—dimethy|— | ESLALELI NLLELEL BN N R B
57 14.20 14.40 14.60 14.80
m/z 56.10 14.07%
5000 43 -
ol 15 ‘\ ‘ il 85 %9 112 127 141 155 169 184
m/z--> 20 4b eb 80 100 120 140 160 180 1420 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_D\DATA\VD111418\
Data File : VD060382.D

Acq On : 14 Nov 2018 16:41

Operator : JC/SY

Sample - J5918-02

Misc : 5.099/5ml/MSVOA_D/SOIL

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D110618S.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 unknownl4.64 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.64 34.14 ug/1 5078270 1,4-Dichlorobenzene-d4 13.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclodecene, 1l-methyl- 152 C11H20 066633-38-3 46
2 cis,cis-1,6-Dimethylspiro[4.5]de... 166 C12H22 1000111-72-4 45
3 2,7-Octadiene, 4-methyl- 124 C9H16 1000061-78-0 45
4 11-Dodecenol 184 C12H240 035289-31-7 43
5 7-Dodecenol 184 C12H240 016695-40-2 42
Abundance Scan 1333 (14.639 min): VD060382.D (-1330) (-) m/z 55.15 100.00%
5000
151 166
184 207 14.40 14.60 14.80 15.00
0 384207 Tn/z 41.05  82.59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25420: Cyclodecene, 1-methyl-
67 8l
55 95
41
5000 LR UL SR L UL
109 152 14.40 14.60 14.80 15.00
137 m/z 97.20 68.11%
I R
0 I\H .‘..‘l.“.‘..“i...‘.‘luuu.|....luuu‘.|....|....|....
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
55 8 i IR LU BN B SUM
o 109 166 14.40 14.60 14.80 15.00
5000 m/z 81.10 66.97%
123 137 151
e R B L U S WL UL LA B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10654: 2,7-Octadiene, 4-methyl- R AR RREES TS
a“a 14.40 14.60 14.80 15.00
m/z 43.10 57 .16%
69
5000
82
97 95
0 .,.k..i“ .N:,.lﬁ.,M.‘w:,}??.%?ﬁ.., e e S T
m/z--> 20 40 60 80 100 120 140 160 180 200 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_D\DATA\VD111418\
Data File : VD060382.D

Acq On : 14 Nov 2018 16:41

Operator : JC/SY

Sample - J5918-02

Misc : 5.099/5ml/MSVOA_D/SOIL

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D110618S.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 N,N-Diethylaniline Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.00 208.10 ug/Il 30953100 1,4-Dichlorobenzene-d4 13.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N,N-Diethylaniline 149 C10H15N 000091-66-7 97
2 4-t-Butylbenzeneamine 149 C10H15N 000769-92-6 59
3 2-Coumaranone 134 C8H602 000553-86-6 53
4 3-Methylisoxazolo[5,4-b]pyridine 134 C7H6N20 058035-50-0 53
5 3-Pyridinecarbonitrile, 1,4-dihy... 134 C7H6N20 000767-98-6 50
Abundance Scan 1370 (15.003 min): VD060382.D (-1365) (-) m/z 134.10 100.00%
134
5000 106
77
51 149
39 | 65 o | 120 163 14.60 14.80 15.00 15.20 15.40
O”P”W”“P”W””P“W”MP”A”“P”W”MP“W””'LW“”P”W””P m/z 106.10 48.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #23330: N,N-Diethylaniline
134
5000 106
149 14.60 14.80 15.00 15.20 15.40
7 m/z 77.05 34.55Y%
5 23 S s | o || w0 |
miz> b % %0 40 % 60 70 80 30 100 110 130 130 140 190 180 "
Abundance
134
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
14.60 14.80 15.00 15.20 15.40
5000 m/z 149.15 26.02%
106
94 149
27 39 5 65 77 118
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #15249: 2-Coumaranone
134 14.60 14.80 15.00 15.20 15.40
m/z 51.05 16.92%
5000 8 106
39 51
0"v"w"%?'“'““'WH'“l'f?v'Jﬁ"ﬁ?“"v'“w"“ T 'M"'”I'”'I”"P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 14.60 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_D\DATA\VD111418\
Data File : VD060382.D

Acq On : 14 Nov 2018 16:41

Operator : JC/SY

Sample - J5918-02

Misc : 5.099/5ml/MSVOA_D/SOIL

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D110618S.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 unknownl15.06 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.06 59.41 ug/1 8837280 1,4-Dichlorobenzene-d4 13.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 48
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 47
3 2-Butene, 3-chloro-1-phenyl-, (Z)- 166 C10H11CI 016608-68-7 40
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 25
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 Cl11H14 006682-71-9 25
Abundance Scan 1376 (15.062 min): VD060382.D (-1373) (-) m/z 133.10 100.00%
133
81
5000
182 14.80 15.00 15.20 15.40
0 194 207 m/z 131.10 95.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21669: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
118 131
146
5000
o1 105 14.80 15.00 15.20 15.40
m/z 81.10 73.90%
39 51 63 77 ‘ ‘
0 ...luuuu‘l‘l.“k‘. r‘l‘.‘l .“‘l..‘..l“l‘..l‘lu‘H‘l .‘,H...,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131
118 LR DAL BRI UM B
146 14.80 15.00 15.20 15.40
5000 m/z 119.10 59.12%
27
15 Sl 3 77
G S S L S S I LA L I WL WAL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34768: 2-Butene, 3-chloro-1-phenyl-, (2)-
131 14.80 15.00 15.20 15.40
m/z 145.10 58.87%
91
5000
166
39 51 65 115
77
ol Tl b Tl s | A W LA
m/z--> 20 40 60 80 100 120 140 160 180 200 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_D\DATA\VD111418\
Data File : VD060382.D

Acq On : 14 Nov 2018 16:41

Operator : JC/SY

Sample - J5918-02

Misc : 5.099/5mlI/MSVOA_D/SOIL

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D110618S.M
Quant Title : 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]
Benzene, 1l-bromo-... 12.41 33.1 ug/1 4924390 4 13.36 7436920 50.0
Isobutyl nonyl ca... 13.86 68.7 ug/l1 10216200 4 13.36 7436920 50.0
1-lodo-2-methylno... 13.95 40.6 ug/l 6046730 4 13.36 7436920 50.0
unknownl14 .15 14.15 48.4 ug/l 7198190 4 13.36 7436920 50.0
Naphthalene, deca... 14.27 35.4 ug/1 5271510 4 13.36 7436920 50.0
Benzene, 1,2,4,5-... 14.50 75.2 ug/1 11179400 4 13.36 7436920 50.0
Undecane, 2,6-dim... 14.58 78.3 ug/1 11642200 4 13.36 7436920 50.0
unknownl4 .64 14.64 34.1 ug/1 5078270 4 13.36 7436920 50.0
N,N-Diethylaniline 15.00 208.1 ug/l 30953100 4 13.36 7436920 50.0
unknownl15.06 15.06 59.4 ug/1 8837280 4 13.36 7436920 50.0
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