LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD081919\
Data File : VD063659.D

Aca On 19 Aug 2019 15:56

Operator : JC/SY

Sample : K4385-14

Misc : 4.750/5ml/MSVOA D/SOIL

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\82D080919S.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 1.474 3 5 25 rvB 1067896 2718624 100.00% 12.084%
2 1.818 37 40 46 rVB 17724 46102 1.70% 0.205%
3 3.216 176 182 191 rVB 87328 241654 8.89% 1.074%
4 3.807 237 242 249 rBV 51928 145996 5.37% 0.649%
5 6.061 466 471 477 rBvV2 10842 30935 1.14% 0.138%
6 6.455 507 511 517 rBV5 10283 29542 1.09% 0.131%
7 6.918 552 558 565 rBV2 548176 1599883 58.85% 7.111%
8 7.036 565 570 584 rVB 687680 2064849 75.95% 9.178%
9 7.449 606 612 622 rBV 421243 1116890 41.08% 4.964%
10 8.217 683 690 702 rBVY 1038795 2605439 95.84% 11.581%
11 10.403 905 912 919 rBV 860711 1998261 73.50% 8.882%
12 10.501 919 922 928 rVB3 24093 60868 2.24% 0.271%
13 10.924 959 965 971 rvB4 18082 41677 1.53% 0.185%
14 11.486 1017 1022 1026 rBv2 21933 42358 1.56% 0.188%
15 11.633 1033 1037 1039 rBv2 13507 30255 1.11% 0.134%
16 11.673 1039 1041 1045 rvv2 13656 31899 1.17% 0.142%
17 11.751 1045 1049 1053 rVvB3 23819 46281 1.70% 0.206%
18 11.830 1053 1057 1061 rBv2 55121 115124 4.23% 0.512%
19 11.909 1061 1065 1068 rvv3 15160 37363 1.37% 0.166%
20 11.988 1068 1073 1077 rVvv2 11596 27673 1.02% 0.123%
21 12.066 1077 1081 1083 rVvv2 23797 44045 1.62% 0.196%
22 12.116 1083 1086 1089 rVvv2 42007 82747 3.04% 0.368%
23 12.165 1089 1091 1096 rVB3 21444 40291 1.48% 0.179%
24 12.303 1101 1105 1108 rBV 32832 68510 2.52% 0.305%
25 12.362 1108 1111 1117 rVB 1035869 1655472 60.89% 7.358%
26 12.450 1117 1120 1125 rVB3 13004 35153 1.29% 0.156%
27 12.539 1125 1129 1134 rBV3 27522 75923 2.79% 0.337%
28 12.647 1134 1140 1143 rBV5 41033 141352 5.20% 0.628%
29 12.696 1143 1145 1148 rVB 53535 75652 2.78% 0.336%
30 12.746 1148 1150 1157 rVB2 46596 94056 3.46% 0.418%
31 12.854 1157 1161 1165 rBV3 29353 54576 2.01% 0.243%
32 12.992 1171 1175 1178 rBV3 98135 206356 7 .59% 0.917%
33 13.041 1178 1180 1183 rVV3 37354 60402 2.22% 0.268%
34 13.090 1183 1185 1189 rVB3 39791 76751 2.82% 0.341%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD081919\
Data File : VD063659.D

Aca On 19 Aug 2019 15:56

Operator : JC/SY

Sample : K4385-14

Misc : 4.750/5ml/MSVOA D/SOIL

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\82D080919S .M
SW846 8260

35 13.218 1192 1198 1201 rBV2 149982 282314 10.38% 1.255%

36 13.307 1201 1207 1208 rBV4 104191 227815 8.38% 1.013%
37 13.326 1208 1209 1214 rVV2 142270 222753 8.19% 0.990%
38 13.395 1214 1216 1220 rVB4 38738 78423 2.88% 0.349%
39 13.474 1220 1224 1227 rBV4 100310 224976 8.28% 1.000%
40 13.553 1229 1232 1236 rVV 718327 1000855 36.81% 4._.449%

41 13.612 1236 1238 1240 rVVv2 34287 44104 1.62% 0.196%
42 13.661 1240 1243 1245 rVV3 35359 61704 2.27% 0.274%
43 13.710 1245 1248 1255 rVB2 156055 267223 9.83% 1.188%
44 13.819 1255 1259 1263 rBV5 63236 157225 5.78% 0.699%
45 13.888 1263 1266 1268 rVV3 73893 136357 5.02% 0.606%

46 13.966 1271 1274 1277 rVV2 92305 156511 5.76% 0.696%

47 14.025 1277 1280 1282 rVv4 36344 49830 1.83% 0.221%
48 14.114 1285 1289 1292 rBV4 45929 121913 4.48% 0.542%
49 14.163 1292 1294 1295 rVVv2 37323 52402 1.93% 0.233%

50 14.193 1295 1297 1300 rVvVv 82568 140825 5.18% 0.626%

51 14.242 1300 1302 1306 rVB3 45741 103034 3.79% 0.458%
52 14.360 1311 1314 1319 rVB7 45366 120724 4.44% 0.537%
53 14.439 1319 1322 1327 rBV4 34867 103299 3.80% 0.459%
54 14.518 1327 1330 1333 rBV 596127 730478 26.87% 3.247%

55 14.646 1341 1343 1347 rVB2 35518 41091 1.51% 0.183%
56 14.695 1347 1348 1354 rVB5 21456 49018 1.80% 0.218%
57 14.803 1357 1359 1364 rBV6 47303 86928 3.20% 0.386%
58 14.882 1364 1367 1369 rBV3 37904 49427 1.82% 0.220%
59 14.941 1369 1373 1377 rVB4 36796 87042 3.20% 0.387%
60 15.010 1377 1380 1383 rBv4 25327 58208 2.14% 0.259%
61 15.138 1389 1393 1397 rBV6 55573 125213 4.61% 0.557%
62 15.217 1397 1401 1404 rVB6 21194 55955 2.06% 0.249%
63 15.286 1404 1408 1410 rBV2 104856 162084 5.96% 0.720%
64 15.394 1416 1419 1421 rBV 57087 92743 3.41% 0.412%
65 15.423 1421 1422 1424 rVV 39277 54081 1.99% 0.240%
66 15.463 1424 1426 1429 rVB4 36471 69905 2.57% 0.311%
67 15.660 1442 1446 1448 rBvV4 38763 102757 3.78% 0.457%
68 15.699 1448 1450 1453 rVB3 47010 73184 2.69% 0.325%
69 15.748 1453 1455 1458 rBV3 25346 37562 1.38% 0.167%

70 15.807 1458 1461 1466 rBvV4 108653 181448 6.67% 0.807%
71 15.876 1466 1468 1471 rVB 59095 76772 2.82% 0.341%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD081919\
Data File : VD063659.D

Aca On 19 Aug 2019 15:56

Operator : JC/SY

Sample : K4385-14

Misc : 4.750/5ml/MSVOA D/SOIL

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\82D080919S.M

Title : SW846 8260

72 15.925 1471 1473 1474 rBV 45587 50591 1.86% 0.225%
73 16.044 1482 1485 1488 rVv4 30746 50508 1.86% 0.225%
74 16.103 1488 1491 1493 rVvv4 17521 30651 1.13% 0.136%

75 16.142 1493 1495 1498 rVV2 101760 168299 6.19% 0.748%

76 16.201 1499 1501 1509 rVBS8 67352 165603 6.09% 0.736%
77 16.378 1516 1519 1525 rVB7 62580 201524 7.41% 0.896%
78 16.487 1525 1530 1534 rBVS8 54622 163064 6.00% 0.725%

79 16.575 1537 1539 1542 rBV3 26641 52396 1.93% 0.233%

80 17.038 1584 1586 1589 rVB3 42845 61950 2.28% 0.275%

81 17.126 1593 1595 1601 rVB6 25064 58114 2.14% 0.258%

82 17.254 1605 1608 1611 rVB5 38429 65844 2.42% 0.293%
Sum of corrected areas: 22497686
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD081919\
Data File : VD063659.D

Aca On 19 Aug 2019 15:56

Operator : JC/SY

Sample : K4385-14

Misc : 4.750/5ml/MSVOA D/SOIL

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D080919S.M
Quant Title : SW846 8260

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

Abundance TIC: VD063659.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD081919\
Data File : VD063659.D

Aca On 19 Aug 2019 15:56

Operator : JC/SY

Sample : K4385-14

Misc : 4.750/5ml/MSVOA D/SOIL

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D080919S.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

o

Peak Number 2 Cyclohexane, 1-methyl-4-(1-... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

13.47 15.40 ug/Il 224976 1,4-Dichlorobenzene-d4 14 .52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. l1l-methvl-4-(l-methv... 138 C10H18 001124-27-2 64
2 2.4-Hexadiene. 2.5-dimethvl- 110 C8H14 000764-13-6 60
3 Cvclohexene. 1.2-dimethvl- 110 C8H14 001674-10-8 60
4 Bicvclol2.2.1Theptane. 1.7.7-tri... 138 C10H18 000464-15-3 53
5 1-Methyl-2-methylenecyclohexane 110 C8H14 002808-75-5 53
Abundance Scan 1224 (13.474 min): VD063659.D (-1220) (-) m/z 41.05 100.00%

4.1 57
g %
5000
125
| il "J5770 1240 1360 1380

...,....,....,....!!...,'.L.!,.-:':.;...|.|H|!|.'.-," bl M7z 57.05  89.99%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16993: Cyclohexane, 1-methyl-4-(1-methylethylidene)-
81 9%
55

5000 AR RS S e S
13. 20 13.40 13.60 13.80

123 138 m/z 95.10 77.25%

bl w |
”.,”..“..q..“,.“.ﬂh“.J:q..LiJ”.ﬂﬂ..“..ﬁ..”,.”.,”..“..q.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
95
67

13.20 13.40 13.60 13.80

o

5000 4 110 m/z 81.00 69.98%
55
27 79
15
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #5973: Cyclohexene, 1,2-dimethyl- R R
95 13. 20 13. 40 13 60 13. 80
67 a1 m/z 42.95 66.01%
5000 4 110
27
55
¥ bl
0...“j.q..ﬂh.”:lh..&l.w..”,.”: N | M — SMMBA S SN M LA dh
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 13. 20 13. 40 13 60 13. 80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD081919\
Data File : VD063659.D

Aca On 19 Aug 2019 15:56

Operator : JC/SY

Sample : K4385-14

Misc : 4.750/5ml/MSVOA D/SOIL

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D080919S.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 unknownl3.71 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

13.71 18.29 ug/Il 267223 1,4-Dichlorobenzene-d4 14 .52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Octene. 2.6-dimethvl- 140 C10H20 004057-42-5 46
2 Pentane. 3-methvlene- 84 C6H12 000760-21-4 43
3 1.3.5-Trimethvl-1H-pvrazol-4-amine 125 C6H11N3 028466-21-9 38
4 2-Pentene. 3-methvl-. (BE)- 84 C6H12 000616-12-6 38
5 Thieno[2,3-d]-1,3-thiaselenol-2-... 238 C5H2S3Se 081803-09-0 30

Abundance Scan 1248 (13.710 min): VD063659.D (-1245) (-) m/z 69.05 100.00%

1 g 69
125

5000

13.40 13.60 13.80 14.00
m/z 41.00 91.14%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #17999: 2-Octene, 2,6-dimethyl-

13.I40 13.I60 13!80 14.I00
m/z 55.05 80.92%

5000

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 69
55 A mmE e R RREA!
13.40 13.60 13.80 14.00
5000 84 m/z 69.95 71.52%
27
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #10776: 1,3,5-Trimethyl-1H-pyrazol-4-amine B B B
125 13.40 13.60 13.80 14.00
m/z 125.05 69.48%
5000 42 56
84
ol 70 110
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD081919\
Data File : VD063659.D

Aca On 19 Aug 2019 15:56

Operator : JC/SY

Sample : K4385-14

Misc : 4.750/5ml/MSVOA D/SOIL

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D080919S.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 unknownl3.82 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.82 10.76 ug/Il 157225 1,4-Dichlorobenzene-d4 14 .52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.3-dimethvl-2-(1-... 138 C10H18 061142-30-1 47
2 4-Ethvilcvclohexene 110 C8H14 003742-42-5 43
3 Cvclohexane. ethvlidene- 110 C8H14 001003-64-1 41
4 Cvclohexene. 1l-ethvl- 110 C8H14 001453-24-3 38
5 2-Propenyl-3-vinyloxirane 110 C7H100 070597-49-8 38
Abundance Scan 1259 (13.819 min): VD063659.D (-1255) (-) m/z 55.00 100.00%
5000
110123 L E O Lo
140 222 13.40 13.60 13.80 14.00 14.20
o} m/z 81.00 99.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17012: Cyclopentane, 1,3-dimethyl-2-(1-methylethylidene)-...
81 123
5000 RN B SULRIRA U R
a 95 138 1340 13.60 13.80 14.00 14.20
28 55 ‘ m/z 41.00 61.16%
0...,.‘... m ‘a‘..“i“..‘.‘.,1.0.7..,l...‘,............,....,..
m/z--> 20 40 80 100 120 140 160 180 200 220
Abundance
81
13.40 13.60 13.80 14.00 14.20
5000 54 m/z 96.95 44 _.83%
41 67
27 o5 110
oL 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5956: Cyclohexane, ethylidene-
8 13.40 13.60 13.80 14.00 14.20
. m/z 96.00 31.09%
5000
41
110
27 ‘ 95 ‘
O.FW.M.“ dm J JL.JW..”,.”. N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD081919\
Data File : VD063659.D

Aca On 19 Aug 2019 15:56

Operator : JC/SY

Sample : K4385-14

Misc : 4.750/5ml/MSVOA D/SOIL

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D080919S.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 Tricyclo[3.3.1.1(3,7)]decan... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.29 11.09 ug/Il 162084 1,4-Dichlorobenzene-d4 14 .52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricvclol3.3.1.1(3.7)1ldecane. 2-... 214 C10H15Br 007314-85-4 64
2 1-Adamantanemethanol 166 C11H180 000770-71-8 62
3 Tricvclol3.3.1.1(¢(3.7)ldecane. 1-... 181 C10H15NO2 007575-82-8 59
N-TI2-(TrifluoromethvD)phenvl1-1-... 323 C18H20F3NO 314055-04-4 53

5 Phosphonic dichloride, l-adamantyl- 252 C10H15CI20P 1000294-15-7 53

Abundance Scan 1408 (15.286 min): VD063659.D (-1404) (-) m/z 135.05 100.00%
135
5000
4 79 93
152 rrr|yrrrrrprrrrryrrirrrrrr
o5 107 121 166 251 15.00 15.20 15.40 15.60
0! u-rv—ru'v-rvﬁ-v—v-rv-v—v—v-rv—v-ﬂ-rv—ﬂ—v-rv—r‘v—vj m/Z 92 - 95 39 - 03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #72227: Tricyclo[3.3.1.1(3,7)]decane, 2-bromo-
135
5000
15.00 15.20 15.40 15.60
67 m/z 79.05 35.08%
1527 g | B J 10719 | 216
e e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
135
R e REREE R
15.00 15.20 15.40 15.60
5000 m/z 41.00 31.95%
79 93
0 27 41 55 107159 | 148 166
LN i e e e B A REBARREEEEEaE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #46336: Tricyclo[3.3.1.1(3,7)]decane, 1-nitro- T
135 15.00 15.20 15.40 15.60
m/z 81.00 29.23%
5000
79 93
% ‘ ‘ 107
o Bk o a2 Last o0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.00 15 20 15. 40 15 60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD081919\
Data File : VD063659.D

Aca On 19 Aug 2019 15:56

Operator : JC/SY

Sample : K4385-14

Misc : 4.750/5ml/MSVOA D/SOIL

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D080919S.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 2H-Inden-2-one, 1,4,5,6,7,7... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.81 12.42 ug/I1 181448 1,4-Dichlorobenzene-d4 14 .52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Inden-2-one. 1.4.5.6.7.7a-hex... 150 C10H140 054725-16-5 64
2 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 46
3 2-Methvl-2-bornene 150 C11H18 072540-93-3 45
4 Bicvclol3.1.11hept-3-en-2-one. 4... 150 C10H140 001196-01-6 45
5 Phenol, 2-(1,1-dimethylethyl)- 150 C10H140 000088-18-6 43
Abundance Scan 1461 (15.807 min): VD063659.D (-1458) (-) m/z 135.05 100.00%
135
a1 81 150
55 95
107
5000 67
123 166
15.40 15.60 15.80 16.00 16.20
0 m/z 150.05 79 .54%
m/z-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #23905: 2H-Inden-2-one, 1,4,5,6,7,7a-hexahydro-7a-methyl-,...
185
79
5000 39 93 09
121 15.40 15.60 15.80 16.00 16.20
‘ ‘ 67 ‘ m/z 81.00 77.01%
0-|n--|- \lu : \M“ \‘H‘ ; Hl.u ”” ||‘||k||||||||||||l|||||||‘l||||||||||||
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
135
15.40 15.60 15.80 16.00 16,20
5000 m/z 41.05 71.55%
107 150
41 95
ol 2 51 65 7 g5 119
m/z-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #23925: 2-Methyl-2-bornene I EREEEEEE S T
79 107 15.40 15.60 15.80 16.00 16.20
93 m/z 78.95 69.27%
5000 135
43 g 69 121 150
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 1540 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD081919\
Data File : VD063659.D

Aca On 19 Aug 2019 15:56

Operator : JC/SY

Sample : K4385-14

Misc : 4.750/5ml/MSVOA D/SOIL

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title :

= Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D080919S_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 7 unknownl6.14 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
16.14 11.52 ug/Il 168299 1,4-Dichlorobenzene-d4 14 .52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricvclol4.3.1.1(3.8)lundecane. ... 184 C11H17CI 027011-46-7 40
2 Adamantane. 1.3-dimethvl- 164 C12H20 000702-79-4 38
3 Pvridine. pentamethvl- 149 C10H15N 003748-83-2 37
4 Phthalic acid. isobutvl 2-methvl... 276 C16H2004 1000315-82-3 35
5 Phthalic acid, isobutyl 7-methyl... 344 C21H2804 1000315-43-4 32

Abundance Scan 1495 (16.142 min): VD063659.D (-1493) (-) m/z 149.05 100.00%
149
5000 67
41 81 93
> 107 123 137 166 180 206 15.80 16.00 16.20 16.40
0 m/z 67.05 40.40%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #48422: Tricyclo[4.3.1.1(3,8)]undecane, 1-chloro-
149
5000 R DL AR BUR B
mmmmmmmm
a1 67 79 m/z 41.05 33.95%
55
O Nl'”hi “"jJ' JJ'I"' }?%'%%ﬁ T ,,,}?f, T
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance
149
15.80 16.00 16.20 16.40
5000 93 m/z 92.90 31.50%
41 107
21 55 g7 79 164
o 15 121 435
m/z--> 26 45 éo 85 160 150 140 1éo 1éo 260
Abundance #23354: Pyridine, pentamethyl- R A o e L
149 15.80 16.00 16.20 16.40
m/z 81.00 31.15%
5000
93 134
27 12 5? 65 77 107 1291
0::::|||||||||‘|||‘|||||‘|||||||||||||||||||||| R R R A o
m/z--> 2'0 4'0 6|O 8|0 1(')0 150 140 160 15';0 2(')0 15. 80 16 00 186. 20 16. 40 '
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD081919\
Data File : VD063659.D

Aca On 19 Aug 2019 15:56

Operator : JC/SY

Sample : K4385-14

Misc : 4.750/5ml/MSVOA D/SOIL

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D080919S.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 unknownl16.20 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.20 11.34 ug/Il 165603 1,4-Dichlorobenzene-d4 14 .52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Buten-2-one. 4-(2.6.6-trimethv... 192 C13H200 014901-07-6 27
2 2H-Pvran-3-carbonitrile. 5.6-dih... 165 C9H11NO2 069245-73-4 22
3 1.6-Dimethvlhepta-1.3.5-triene 122 C9H14 1000196-61-0 22
4 3.3-Dimethvl-6-methvlenecvclohexene 122 C9H14 020185-16-4 18
5 5-Acetylpyrimidine 122 C6H6N20 010325-70-9 18
Abundance Scan 1501 (16.201 min): VD063659.D (-1499) (-) m/z 177.05 100.00%
117
107
67
41 121
5000 79 91 163
53 136 150 192 15.80 16.00 16.20 16.40 16.60
0 SSINETR | S VI m/z 106.95  69.43%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #54653: 3-Buten-2-one, 4-(2,6,6-trimethyl-1-cyclohexen-1-yl)-
177
5000 43 LRSI ORI SR BRI B
15.80 16.00 16.20 16.40 16.60
m/z 67.05 58.08%
27 55 g7 77 93 107 121 135 149159 192
. |1|5| .‘.‘..‘,‘...“. o IHI\”H\ SN _ S N -‘.- e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
107
67 N
43 I I I I I
15.80 16.00 16.20 16.40 16.60
5000 m/z 121.00 53.57%
27 53 & 150 165
94 122 138
e O L S B L L BRI B WAL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10044: l,6—Dimeththepta—l,3,5—triene LI L LA L
107 15.80 16.00 16.20 16.40 16.60
o1 m/z 40.95 51.95%
5000 79 122
“ 53 65
OIIIIM H\ ‘H‘uu‘wuul‘u||“l|||‘|||||||||||||||||||| L
m/z--> 20 80 100 120 140 160 180 mmmmmmmmmm
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD081919\
Data File : VD063659.D

Aca On 19 Aug 2019 15:56

Operator : JC/SY

Sample : K4385-14

Misc : 4.750/5ml/MSVOA D/SOIL

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D080919S.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 4(1H)-Pteridinone, 2-amino- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.38 13.79 ug/Il 201524 1,4-Dichlorobenzene-d4 14 .52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.6-Trimethvladamantane 178 C13H22 024139-37-5 64
2 4(1H)-Pteridinone. 2-amino- 163 C6H5N50 002236-60-4 64
3 1.3-Dimethvl-5-ethvladamantane 192 C14H24 001687-35-0 53
4 1.3.5-Trimethvladamantane 178 C13H22 000707-35-7 50
5 Tricyclo[3.3.1.1(3,7)-]decane, 1... 242 C12H19Br 000941-37-7 47
Abundance Scan 1519 (16.378 min): VD063659.D (-1516) (-) m/z 163.05 100.00%
163
107
5000
er 023 25D 16.00 16.20 16.40 16.60
o} m/z 107.00 53.32%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #44118: 1,3,6-Trimethyladamantane
163
5000 107 NSRS SR SRR R
16.00 16.20 16.40 16.60
55 g7 81 m/z 41.00 27 .43%
TOLY e
0--| l \H\\\H “.....‘......‘........l....l....l
m/z--> 40 80 100 120 140 160 180 200 220 240
Abundance
163
16.00 16.20 16.40 16.60
5000 m/z 55.05 21.37%
122
109 | 135
e L I B S S B LY SR SRR SRR
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #54701: 1,3-Dimethyl-5-ethyladamantane e Ea e A
163 16.00 16.20 16.40 16.60
m/z 95.05 19.52%
5000 107
93
55 79 21 177
Bl A - T S [
m/z--> 40 60 80 100 120 140 160 180 200 220 240 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD081919\
Data File : VD063659.D

Aca On 19 Aug 2019 15:56

Operator : JC/SY

Sample : K4385-14

Misc : 4.750/5ml/MSVOA D/SOIL

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D080919S.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 unknownl16.49 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
16.49 11.16 ug/Il 163064 1,4-Dichlorobenzene-d4 14 .52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricvclol3.3.1.1<3.7>1decane. 2-... 164 C12H20 014451-87-7 49
2 1-Adamantanecarboxvlic acid. 2-b... 352 C17H18BrF02 1000293-75-5 46
3 1-Ethvl-1(1-cvclobutvlidenethvl)... 164 C12H20 1000215-13-7 43
4 4-n-Propvlbenzoic acid 164 C10H1202 002438-05-3 43
5 Pentafluoropropionic acid, 2-(1-... 326 C15H19F502 1000283-03-9 43
Abundance Scan 1530 (16.487 min): VD063659.D (-1525) (-) m/z 134.95 100.00%
135
41
5000 79
55 67 o1 107 5 164 p U MY T b A A
151 1r7 16.20 16.40 16.60 16.80
o} m/z 41.00 61.36%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33775: Tricyclo[3.3.1.1<3,7>]decane, 2-ethyl-
135
5000 AR B BRI U
79 164 16.20 16.40 16.60 16.80
67 93 121 m/z 79.00 44 _05%
55 ‘ ‘ 107
Oluuuuluu‘umu Ihlwll‘\l‘llh\‘llIhlll‘llIIIIIIIII\IIIIII
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
135
16,20 16.40 16.60 16.80
5000 m/z 164.10 32.04%
79
27 41 85 67 107 499 17 1 180
O T e T o T L
mz-> 20 40 60 80 100 120 140 160 180
Abundance #33782: 1-Ethyl-1(1-cyclobutylidenethyl)cyclobutane
35 16.20 16.40 16.60 16.80
m/z 106.90 28.39%
5000
55 67 7ﬁ ?f 107 419 149 164
0 ———r ——rr ||‘||M‘|||| i M —— ||‘|| — — e —
m/z--> 20 40 60 80 100 120 140 160 180 16,20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_D\DATA\VD081919\
Data File : VD063659.D

Acq On 19 Aug 2019 15:56

Operator : JC/SY

Sample - K4385-14

Misc : 4.759/5ml/MSVOA_D/SOIL

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D080919S .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-me... 13.47 15.4 ug/I1 224976 4 14.52 730478 50.0
unknownl13.71 13.71 18.3 ug/I1 267223 4 14.52 730478 50.0
unknownl13.82 13.82 10.8 ug/I1 157225 4 14.52 730478 50.0
Tricyclo[3.3.1.1(... 15.29 11.1 ug/Il 162084 4 14.52 730478 50.0
2H-Inden-2-one, 1... 15.81 12.4 ug/I1 181448 4 14.52 730478 50.0
unknownl6.14 16.14 11.5 ug/I1 168299 4 14.52 730478 50.0
unknownl16 .20 16.20 11.3 ug/I1 165603 4 14.52 730478 50.0
4(1H)-Pteridinone... 16.38 13.8 ug/I1 201524 4 14.52 730478 50.0
unknownl16.49 16.49 11.2 ug/I1 163064 4 14.52 730478 50.0
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