LSC Area Percent Report

Data Path : W:\HPCHEM1\MSVOA_H\DATA\VH092215\
Data File : VH057108.D

Acq On : 22 Sep 2015 17:27

Operator : SY/FY

Sample : G3767-07ME

Misc : 4.999/10mL//100uL/5mL/MSVOA_H/MEOH
ALS Vial : 9 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
1 1.308 77 84 85 rBV6 18585 51298 1.12% 0.181%
2 2.203 166 169 177 rVB8 16030 49286 1.07% 0.174%
3 4.051 338 345 357 rBv2 601409 1956855 42.65% 6.896%
4  4.808 408 417 432 rBV2 1160750 4588088 100.00% 16.168%
5 5.092 441 444 451 rVBY 16918 60420 1.32% 0.213%
6 5.448 472 478 482 rBVY 221092 603127 13.15% 2.125%
7 5.544 482 487 500 rVV 1378126 3790001 82.61% 13.356%
8 7.490 667 672 690 rBvY 1782983 4572744 99.67% 16.114%
9 7.712 690 693 701 rvB3 26310 86514 1.89% 0.305%
10 9.701 877 882 906 rBV 1528342 4039444 88.04% 14.235%
11 11.349 1035 1039 1051 rVV 1162281 2494599 54.37% 8.791%
12 11.937 1092 1095 1098 rVvV 57724 90110 1.96% 0.318%
13 12.317 1129 1131 1133 rBV2 39428 59533 1.30% 0.210%
14 12.359 1133 1135 1136 rVV 37500 50752 1.11% 0.179%
15 12.391 1136 1138 1141 rVV 59865 86958 1.90% 0.306%
16 12.485 1143 1147 1157 rVB 1203520 2375626 51.78% 8.371%
17 12.716 1163 1169 1171 rBV5 27928 70725 1.54% 0.249%
18 12.864 1178 1183 1188 rVVv4 43010 123121 2.68% 0.434%
19 12.948 1188 1191 1194 rVV 35475 61544 1.34% 0.217%
20 13.053 1198 1201 1205 rVB3 40573 66816 1.46% 0.235%
21 13.221 1215 1217 1220 rVV2 45821 76646 1.67% 0.270%
22 13.274 1220 1222 1224 rVV2 45810 77860 1.70% 0.274%
23 13.316 1224 1226 1228 rVV2 46032 65470 1.43% 0.231%
24 13.422 1233 1236 1238 rVV 41229 58596 1.28% 0.206%
25 13.655 1254 1258 1261 rBV4 32105 85452 1.86% 0.301%

26 13.771 1266 1269 1273 rVV 121725 229761 5.01% 0.810%
27 13.845 1273 1276 1278 rVB4 23289 48403 1.05% 0.171%
28 14.078 1291 1298 1303 rVv4 64259 174155 3.80% 0.614%
29 14.225 1309 1312 1315 rVV 75863 109112 2.38% 0.384%

30 14.381 1321 1327 1329 rBV3 36641 81482 1.78% 0.287%
31 14.444 1329 1333 1335 rBV5 14352 47462 1.03% 0.167%
32 14.750 1357 1362 1364 rBV3 26045 71104 1.55% 0.251%
33 14.930 1374 1379 1382 rBV 201881 291443 6.35% 1.027%
34 15.024 1385 1388 1390 rBv4 36061 70702 1.54% 0.249%
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LSC Area Percent Report

Data Path : W:\HPCHEM1\MSVOA_H\DATA\VH092215\
Data File : VH057108.D

Acq On : 22 Sep 2015 17:27

Operator : SY/FY

Sample : G3767-07ME

Misc : 4.999/10mL//100uL/5mL/MSVOA_H/MEOH
ALS Vial : 9 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
Title

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

35 15.087 1390 1394 1396 rVV3 89788 171316 3.73% 0.604%

36 15.119 1396 1397 1399 rVvV 66006 103291 2.25% 0.364%
37 15.193 1399 1404 1406 rvv4 77923 194542 4.24% 0.686%
38 15.246 1406 1409 1412 rVvv4 50190 136081 2.97% 0.480%
39 15.307 1412 1415 1417 rVV3 73494 144413 3.15% 0.509%
40 15.465 1428 1430 1433 rBVY 179358 290246 6.33% 1.023%

41 15.614 1442 1444 1447 rVB3 41609 57762 1.26% 0.204%

42 15.709 1450 1453 1457 rVB3 80880 174087 3.79% 0.613%

43 15.825 1462 1464 1468 rBV5 31969 69642 1.52% 0.245%

44 16.005 1478 1481 1488 rVB3 94341 182429 3.98% 0.643%

45 16.111 1488 1491 1494 rBV2 47714 88632 1.93% 0.312%
Sum of corrected areas: 28377650
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

W:\HPCHEM1\MSVOA_H\DATA\VH092215\
VHO057108.D

22 Sep 2015 17:27

SY/FY

G3767-07ME
4.999/10mL//100uL/5mL/MSVOA_H/MEOCH
9 Sample Multiplier: 1

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

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA_H\DATA\VH092215\
Data File : VH057108.D

Acq On : 22 Sep 2015 17:27

Operator : SY/FY

Sample : G3767-07ME

Misc : 4.999/10mL//100uL/5mL/MSVOA_H/MEOH
ALS Vial : 9 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

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 Dodecane, 2,6,10-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.93 6.13 ug/Il 291443 1,4-Dichlorobenzene-d4 12.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 90
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 86
3 Dodecane 170 C12H26 000112-40-3 78
4 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 72
5 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 53
Abundance Scan 1379 (14.930 min): VH057108.D (-1374) (-) m/z 57.05 100.00%
97 71
43
5000
85
UL R BN U BN
97 113 127 14.60 14.80 15.00 15.20
o ey 1A 190 183 212 1 o 71,05 84.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64585: Dodecane, 2,6,10-trimethyl-
57
71
5000 43 R AR UL A U
14,60 14.80 15.00 15.20
29 85 m/z 43.05 56.94%
o ‘L || 99 M3127 144 155 183 197
wz> 3 4 6 8 a6 36 140 b0 1 200
Abundance
57
1 UL U BN BRI B
43 14.60 14.80 15.00 15.20
5000 m/z 41.10 35.88%
o 99 113 127 141 155 169 183 197
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #36157: Dodecane e A REEEEEaESE
43 57 14.60 14.80 15.00 15.20
m/z 85.05 32.46%
71
5000
29 85
| ‘ 98 113 127 141 170
o.,.‘...,:...‘,..“..,:...”,..:‘.,....,....,..‘..,....,...., R e e
m/z--> 20 40 60 80 100 120 140 160 180 200 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA_H\DATA\VH092215\
Data File : VH057108.D

Acq On : 22 Sep 2015 17:27

Operator : SY/FY

Sample : G3767-07ME

Misc : 4.999/10mL//100uL/5mL/MSVOA_H/MEOH
ALS Vial : 9 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

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 Tetradecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.47 6.11 ug/Il 290246 1,4-Dichlorobenzene-d4 12.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 78
2 Decane, 5,6-dipropyl- 226 C16H34 119209-20-0 72
3 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 72
4 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 64
5 1-Decene, 4-methyl- 154 C11H22 013151-29-6 62
Abundance Scan 1430 (15.465 min): VH057108.D (-1428) (-) m/z 57.05 100.00%
57 71
43
9 193 15.20 15.40 15.60 15.80
127 141 183 . . . )
o 2 194 211 m/z 71.05 87.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55009: Tetradecane
43 ¥
71
5000 LRI BRI DU BRI BUM
85 mmmmmmmm
m/z 43.05 80.39%
. “ “ |, P usiraa 155 169 198
m/z--> 5 ' eb 86 160 150 110 160 180 260 250
Abundance
57
71 L BRI SUNR L SUNRE
15.20 15.40 15.60 15.80
5000 43 m/z 85.15 34.98%
112
29 83
0 99 127 141 155 169 183 197 226
m/z--> ﬁo Jo eb 86 160 150 110 160 180 200 250
Abundance #55027: Dodecane, 4,6-dimethyl- AN mamEE cMbE S
43 57 71 15.20 15.40 15.60 15.80
m/z 41.00 32.71%
5000
85
0 \\ ‘ L |99 M 157 141 155 160 183 108
m/z--> ' ' 6|0 8|0 1(')0 150 140 160 180 2(')0 22'0 15'20 15. 40 15. 60 15. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : W:\HPCHEM1\MSVOA_H\DATA\VH092215\
Data File : VH057108.D

Acq On : 22 Sep 2015 17:27

Operator : SY/FY

Sample : G3767-07ME

Misc : 4.999/10mL//100uL/5mL/MSVOA_H/MEOH
ALS Vial : 9 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, 2,6,10-... 14.93 6.1 ug/Il 291443 4 12.49 2375630 50.0
Tetradecane 15.47 6.1 ug/Il 290246 4 12.49 2375630 50.0
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