LSC Area Percent Report

Data Path : W:\HPCHEM1\MSVOA_H\DATA\VH092215\
Data File : VH057106.D

Acq On : 22 Sep 2015 15:59

Operator : SY/FY

Sample - 1.BLK

Misc : 12.84g/5mL//100uL/5mL/MSVOA_H/MEOH
ALS Vial : 7 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : OFF Filtering: 9

Sampling : 1 Min Area: 250 Area counts
Start Thrs: 0.001 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 1

Method = W:\HPCHEM1\MSVOA_H\METHODS\82H091715W._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

3.975 331 338 341 rBV 71749 257712 8.64% 0.701%
4._.060 341 346 364 rVB2 469203 1621462 54.35% 4._.409%
rBv2 663552 2706178 90.71% 7.359%
5.544 481 487 503 rBvV 632651 1746969 58.56% 4_750%
7.499 668 673 688 rBvV 780742 1944940 65.19% 5.289%
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6 8.213 737 741 746 rVB2 12413 34624 1.16% 0.094%
7 9.591 868 872 878 rBv2 36291 90364 3.03% 0.246%
8 9.707 878 883 894 rvv 569402 1391034 46.63% 3.782%
9 10.611 963 969 973 rBV3 26589 52048 1.74% 0.142%
10 11.062 1010 1012 1014 rvv2 20635 41068 1.38% 0.112%
11 11.104 1014 1016 1020 rVVv3 26234 40500 1.36% 0.110%
12 11.210 1020 1026 1030 rVB3 29492 64835 2.17% 0.176%
13 11.347 1035 1039 1051 rBV 509138 1006949 33.75% 2.738%
14 11.495 1051 1053 1056 rvv2 19811 39658 1.33% 0.108%
15 11.833 1081 1085 1088 rBV2 17271 29883 1.00% 0.081%
16 11.896 1088 1091 1092 rvv2 18773 35138 1.18% 0.096%
17 11.938 1092 1095 1099 rVB 105241 163218 5.47% 0.444%
18 12.012 1099 1102 1106 rVB2 21566 44993 1.51% 0.122%
19 12.085 1106 1109 1112 rBV2 38427 78223 2.62% 0.213%
20 12.137 1112 1114 1118 rVB4 55227 98461 3.30% 0.268%
21 12.316 1128 1131 1133 rBV 556317 88961 2.98% 0.242%
22 12.358 1133 1135 1137 rVV 58741 82130 2.75% 0.223%
23 12.390 1137 1138 1141 rVB 81150 99836 3.35% 0.271%
24 12.475 1143 1146 1154 rVB 403108 795029 26.65% 2.162%
25 12.717 1165 1169 1171 rBV2 37173 66592 2.23% 0.181%
26 12.780 1171 1175 1178 rVB4 35396 89768 3.01% 0.244%
27 12.864 1178 1183 1185 rBvV4 44162 95263 3.19% 0.259%
28 12.949 1188 1191 1194 rVB2 67431 110232 3.69% 0.300%
29 13.002 1194 1196 1198 rBV3 23645 43550 1.46% 0.118%
30 13.055 1198 1201 1202 rBV2 44081 57527 1.93% 0.156%
31 13.118 1205 1207 1212 rBV5 33580 71988 2.41% 0.196%
32 13.224 1214 1217 1219 rBV2 64002 110453 3.70% 0.300%
33 13.277 1219 1222 1223 rVV2 56305 87964 2.95% 0.239%

34 13.309 1223 1225 1228 rVB3 60626 100341 3.36% 0.273%
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LSC Area Percent Report

Data Path : W:\HPCHEM1\MSVOA_H\DATA\VH092215\
Data File : VH057106.D

Acq On : 22 Sep 2015 15:59

Operator : SY/FY

Sample - 1.BLK

Misc : 12.84g/5mL//100uL/5mL/MSVOA_H/MEOH
ALS Vial : 7 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : OFF Filtering: 9

Sampling : 1 Min Area: 250 Area counts
Start Thrs: 0.001 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 1

Method = W:\HPCHEM1\MSVOA_H\METHODS\82H091715W.M

Title : SW846 8260

35 13.414 1233 1235 1238 rVB 72356 99257 3.33% 0.270%
36 13.467 1238 1240 1243 rBV3 21955 35285 1.18% 0.096%
37 13.594 1247 1252 1254 rBV6 27980 69684 2.34% 0.189%

38 13.657 1254 1258 1261 rBV5 56421 158822 5.32% 0.432%
39 13.773 1266 1269 1273 rBV2 243320 424728 14.24% 1.155%

40 13.847 1273 1276 1278 rVB3 49141 92071 3.09% 0.250%
41 13.890 1278 1280 1282 rVB3 19641 33363 1.12% 0.091%
42 13.996 1286 1290 1293 rBV4 37288 95495 3.20% 0.260%
43 14.080 1293 1298 1302 rVB5 137839 380381 12.75% 1.034%
44 14.144 1302 1304 1305 rBV2 35095 51712 1.73% 0.141%

45 14.229 1310 1312 1315 rVB 254791 315738 10.58% 0.859%

46 14.282 1315 1317 1320 rVB4 58770 85673 2.87% 0.233%
47 14.376 1322 1326 1329 rBV 1287835 1970344 66.04% 5.358%
48 14.451 1329 1333 1334 rBV3 71811 125986 4.22% 0.343%
49 14.483 1334 1336 1338 rVv2 93560 153702 5.15% 0.418%
50 14.534 1339 1341 1343 rVB 149532 186046 6.24% 0.506%

51 14.651 1349 1352 1356 rVV3 142732 280111 9.39% 0.762%
52 14.736 1356 1360 1363 rVV3 194937 597473 20.03% 1.625%
53 14.790 1363 1365 1367 rVV2 318540 643034 21.55% 1.749%
54 14.822 1367 1368 1370 rVV 324824 444829 14.91% 1.210%
55 14.927 1374 1378 1381 rVV2 848996 1885225 63.19% 5.126%

56 15.021 1384 1387 1389 rVV2 431803 994615 33.34% 2.705%
57 15.085 1390 1393 1395 rVV4 565325 1356451 45.47% 3.688%
58 15.127 1395 1397 1398 rVV2 436157 719112 24.10% 1.955%
59 15.191 1398 1403 1405 rVV 1392486 2983402 100.00% 8.112%
60 15.245 1405 1408 1410 rVV2 472443 1273168 42.68% 3.462%

61 15.309 1411 1414 1417 rVvV 1013108 2186874 73.30% 5.946%
62 15.404 1420 1423 1427 rVV5 259474 1033445 34.64% 2.810%
63 15.467 1427 1429 1431 rVV 396581 787101 26.38% 2.140%
64 15.542 1434 1436 1440 rVVv2 319953 904734 30.33% 2.460%
65 15.616 1440 1443 1446 rVV4 194816 559013 18.74% 1.520%

66 15.712 1448 1452 1457 rVV3 330236 992150 33.26% 2.698%
67 15.829 1461 1463 1466 rVV3 97864 251377 8.43% 0.684%
68 15.881 1466 1468 1471 rVV 104973 232093 7.78% 0.631%
69 15.945 1471 1474 1477 rVVv4 89575 258272 8.66% 0.702%
70 15.997 1477 1479 1487 rVV3 209272 454968 15.25% 1.237%

71 16.110 1487 1490 1498 rVB3 88467 272427 9.13% 0.741%
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LSC Area Percent Report

Data Path : W:\HPCHEM1\MSVOA_H\DATA\VH092215\
Data File : VH057106.D

Acq On : 22 Sep 2015 15:59

Operator : SY/FY

Sample - 1.BLK

Misc : 12.84g/5mL//100uL/5mL/MSVOA_H/MEOH
ALS Vial : 7 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : OFF Filtering: 9

Sampling : 1 Min Area: 250 Area counts
Start Thrs: 0.001 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 1

Method
Title

W:\HPCHEM1\MSVOA_H\METHODS\82H091715W.M
SW846 8260

Sum of corrected areas: 36776052
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

W:\HPCHEM1\MSVOA_ H\DATA\VH092215\
VH057106.D

22 Sep 2015 15:59

SY/FY

1.BLK
12.84g/5mL//100uL/5mL/MSVOA_H/MEOH
7 Sample Multiplier: 1

W:\HPCHEM1\MSVOA_H\METHODS\82H091715W_M
SW846 8260

C:\DATABASENNISTO2.L
LSCINT.P
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA_H\DATA\VH092215\
Data File : VH057106.D

Acq On : 22 Sep 2015 15:59

Operator : SY/FY

Sample - 1.BLK

Misc : 12.84g/5mL//100uL/5mL/MSVOA_H/MEOH
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_H\METHODS\82H091715W_M
SW846 8260

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 1 Dodecane, 2,7,10-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.93 118.56 ug/Il 1885230 1,4-Dichlorobenzene-d4 12.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 91
2 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 87
3 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 80
4 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 78
5 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 64
R e e e R R e e e e e e e I e e e e A e A e A A e e S
Peak Number 2 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.02 62.55 ug/1 994615 1,4-Dichlorobenzene-d4 12.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 95
2 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 83
3 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 76
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 013065-07-1 70
5 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 64
R o e o S e e A e e e e A e e S I e S A I e e A e e A e A A e
Peak Number 3 unknownl5.08 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.08 85.31 ug/I 1356450 1,4-Dichlorobenzene-d4 12.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 27
2 Tridecane 184 C13H28 000629-50-5 27
3 Hydroxylamine, O-decyl- 173 C10H23NO 029812-79-1 22
4 Tetradecane 198 C14H30 000629-59-4 22
5 Decane, l-i1odo- 268 C10H211 002050-77-3 22
R e e R R e e e e e e e e A e e e S e e A e A A e e A e e e e A
Peak Number 4 unknownl5.24 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA_H\DATA\VH092215\
Data File : VH057106.D

Acq On : 22 Sep 2015 15:59

Operator : SY/FY

Sample - 1.BLK

Misc : 12.84g/5mL//100uL/5mL/MSVOA_H/MEOH
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_H\METHODS\82H091715W_M
SW846 8260

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

15.24 80.07 ug/1 1273170 1,4-Dichlorobenzene-d4 12.49

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 8-Quinolinol, 2-methyl- 159 C10H9NO 000826-81-3 25
2 Disiloxane, 1l-ethenyl-1,1,3,3-te... 200 C9H200Si2 055967-53-8 25
3 Bicyclo[4.2.0]oct-5-ene-2,3-dica... 206 C12H1403 022467-69-2 11
4 1H-Imidazole, 4,5-dihydro-2-(phe... 160 C10H12N2 000059-98-3 10
5 2,3,4-Trifluorobenzoic acid, 4-p... 386 C22H33F302 1000280-62-3 10

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

Peak Number 5 unknownl5.40 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

15.40 64.99 ug/I 1033450 1,4-Dichlorobenzene-d4 12.49

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Inden-1-one, 2,3-dihydro-3,4,... 174 C12H140 035322-84-0 49
2 1H-Indene, 2,3-dihydro-1,1,5,6-t... 174 C13H18 000942-43-8 46
3 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 000475-03-6 46
4 Benzene, 1,2,3,4-tetramethyl-4-(... 174 C13H18 061142-76-5 45
5 1(3H)-Isobenzofuranone, 3-propyl... 174 C11H1002 017369-59-4 38

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

Peak Number 6 Decane, 5-propyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

15.47 49.50 ug/I 787101 1,4-Dichlorobenzene-d4 12.49

Hit# of 5 Tentative 1D MW  MolForm CAS# Qual
1 Decane, 5-propyl- 184 C13H28 017312-62-8 90

2 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 86

3 Dodecane, 4-methyl- 184 C13H28 006117-97-1 80

4 Tridecane, 1-iodo- 310 C13H271 035599-77-0 80

5 Heptacosane 380 C27H56 000593-49-7 80

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

Peak Number 7 Decahydro-4,4,8,9,10-pentam... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

15.71  62.40 ug/l 992150  1,4-Dichlorobenzene-d4  12.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA_H\DATA\VH092215\
Data File : VH057106.D

Acq On : 22 Sep 2015 15:59

Operator : SY/FY

Sample - 1.BLK

Misc : 12.84g/5mL//100uL/5mL/MSVOA_H/MEOH
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_H\METHODS\82H091715W_M
SW846 8260

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

1 Decahydro-4,4,8,9,10-pentamethyl. .. 208 C15H28 080655-44-3 91
2 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25B0O 057387-76-5 43
3 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 40
4 1-(P-FLUOROPHENYL)-4-P1PERIDONE 193 C11H12FNO 1000238-56-7 38
5 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 35
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Tentatively ldentified Compound (LSC) summary

Data Path : W:\HPCHEM1\MSVOA_H\DATA\VH092215\
Data File : VH057106.D

Acq On : 22 Sep 2015 15:59

Operator : SY/FY

Sample - 1.BLK

Misc : 12.84g/5mL//100uL/5mL/MSVOA_H/MEOH
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_H\METHODS\82H091715W_M
SW846 8260

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Dodecane, 2,7,10-... 14.93 118.6 ug/l 1885230 4 12.49 795029 50.0
Naphthalene, 1,2,... 15.02 62.5 ug/I 994615 4 12.49 795029 50.0
unknownl15.08 15.08 85.3 ug/1 1356450 4 12.49 795029 50.0
unknownl15.24 15.24 80.1 ug/1 1273170 4 12.49 795029 50.0
unknownl15.40 15.40 65.0 ug/l1 1033450 4 12.49 795029 50.0
Decane, 5-propyl- 15.47 49.5 ug/1 787101 4 12.49 795029 50.0
Decahydro-4,4,8,9... 15.71 62.4 ug/l 992150 4 12.49 795029 50.0
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