LSC Area Percent Report

Data Path : W:\HPCHEM1\MSVOA H\DATA\VH092115\
Data File : VHO57094.D

Aca On - 21 Sep 2015 16:08

Operator : SY/FY

Sample - G3747-02

Misc - 6.55/10mL/100uL/5mL/MSVOA_H/MEOH A2
ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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 heiaht area % max. total

4._.056 332 345 359 rBV 919767 2988052 13.48% 1.249%
4._.583 390 395 404 rvVvB3 69078 239210 1.08% 0.100%
rBv2 1541769 6210439 28.03% 2.597%
5.541 481 486 498 rBV 1818001 5020289 22.66% 2.099%
6.971 615 622 631 rVB2 68860 262513 1.18% 0.110%
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7.435 661 666 667 rBvV 122250 228113 1.03% 0.095%
7.499 667 672 676 rVvV 2872926 7012297 31.65% 2.932%
rvv 473424 1230232 5.55% 0.514%
8.227 734 741 746 rBV2 98980 232878 1.05% 0.097%
8.406 753 758 765 rVB 193237 533917 2.41% 0.223%
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11 8.563 769 773 777 rBV 137353 362446 1.64% 0.152%
12 8.918 800 807 811 rBv2 157920 493263 2.23% 0.206%
13 9.055 816 820 827 rVB 291846 754347 3.40% 0.315%
14 9.233 832 837 841 rBvV 292407 649959 2.93% 0.272%
15 9.630 866 875 878 rBV5 80586 267273 1.21% 0.112%

16 9.704 878 882 890 rvvV 2369894 5704945 25.75% 2.385%
17 9.832 890 894 900 rVvB 966014 2036709 9.19% 0.852%
18 10.062 912 916 922 rVB 750247 1471986 6.64% 0.615%
19 10.166 922 926 934 rVB3 226173 718443 3.24% 0.300%
20 10.294 934 938 944 rBV2 149248 373176 1.68% 0.156%

21 10.451 947 953 957 rBVv3 269150 851371 3.84% 0.356%
22 10.610 964 968 976 rBVv3 988454 2926530 13.21% 1.224%
23 10.727 976 979 981 rBV 166652 344002 1.55% 0.144%
24 10.769 981 983 991 rvB2 268505 626009 2.83% 0.262%
25 10.895 991 995 998 rvB2 131360 296312 1.34% 0.124%

26 10.991 999 1004 1007 rBV2 485942 1221352 5.51% 0.511%
27 11.064 1007 1011 1013 rBV 843454 1519611 6.86% 0.635%
28 11.105 1013 1015 1018 rVB 815477 1160027 5.24% 0.485%
29 11.211 1018 1025 1029 rVB2 1341582 3042944 13.73% 1.272%
30 11.349 1033 1038 1044 rBV2 2032982 4745181 21.41% 1.984%

31 11.432 1044 1046 1049 rVB2 317932 515845 2.33% 0.216%
32 11.496 1049 1052 1054 rBV 1164147 1826151 8.24% 0.764%
33 11.549 1054 1057 1061 rVB3 429507 927643 4._.19% 0.388%
34 11.611 1061 1063 1064 rBV2 272126 364197 1.64% 0.152%
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LSC Area Percent Report

Data Path : W:\HPCHEM1\MSVOA H\DATA\VH092115\

Data File : VHO57094.D

Aca On - 21 Sep 2015 16:08

Operator : SY/FY

Sample - G3747-02

Misc - 6.55/10mL/100uL/5mL/MSVOA_H/MEOH A2
ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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 11.653 1064 1067 1071 rVB 661187 1392297 6.28% 0.582%

36 11.717 1071 1073 1075 rVB 401334 534597 2.41% 0.224%
37 11.758 1075 1077 1080 rVB2 574862 926382 4.18% 0.387%
38 11.832 1080 1084 1086 rBV2 347702 724504 3.27% 0.303%
39 11.896 1086 1090 1091 rBV2 544093 1010883 4_56% 0.423%
40 11.938 1091 1094 1098 rVB 2150226 3502284 15.81% 1.464%

41 12.010 1098 1101 1106 rBV2 561691 1277293 5.76% 0.534%
42 12.091 1106 1109 1111 rBV2 1024602 2080487 9.39% 0.870%
43 12.144 1111 1114 1117 rVB2 4030571 6666313 30.08% 2.787%
44 12.227 1117 1122 1124 rVB4 672729 1316973 5.94% 0.551%
45 12.270 1124 1126 1128 rBV2 571119 733978 3.31% 0.307%

46 12.321 1128 1131 1133 rBV 1370495 2029964 9.16% 0.849%
47 12.362 1133 1135 1136 rBVY 974596 1117618 5.04% 0.467%
48 12.394 1136 1138 1143 rVB2 1586964 2488583 11.23% 1.040%
49 12.479 1143 1146 1149 rBV 2902700 4378552 19.76% 1.831%
50 12.532 1149 1151 1155 rVB2 1956831 3078931 13.89% 1.287%

51 12.596 1155 1157 1159 rBV3 235300 413816 1.87% 0.173%
52 12.669 1159 1164 1166 rBV3 766780 2278654 10.28% 0.953%
53 12.722 1166 1169 1172 rVV3 1272441 2877091 12.98% 1.203%
54 12.775 1172 1174 1178 rVB3 1946790 3351117 15.12% 1.401%
55 12.871 1180 1183 1187 rBV4 1380921 4050225 18.28% 1.693%

56 12.935 1187 1189 1194 rVB2 2471492 5101573 23.02% 2.133%
57 13.030 1194 1198 1201 rBV3 1735086 5654778 25.52% 2.364%
58 13.082 1201 1203 1205 rVV 2120052 2798226 12.63% 1.170%
59 13.125 1205 1207 1211 rVB3 2587094 4708824 21.25% 1.969%
60 13.221 1214 1216 1219 rBV3 3464056 6236889 28.15% 2.608%

61 13.273 1219 1221 1222 rVV2 761278 1254670 5.66% 0.525%
62 13.305 1222 1224 1227 rVB2 3640337 5655267 25.52% 2.364%
63 13.369 1227 1230 1233 rVB4 510912 1089109 4.91% 0.455%
64 13.423 1233 1235 1237 rBV 2550050 3347672 15.11% 1.400%
65 13.465 1237 1239 1246 rVB2 3114716 7524923 33.96% 3.146%

66 13.571 1246 1249 1251 rBV 1459040 2303052 10.39% 0.963%
67 13.633 1252 1255 1258 rBV2 2312586 4575217 20.65% 1.913%
68 13.686 1258 1260 1263 rVV3 1171829 2063210 9.31% 0.863%
69 13.738 1263 1265 1267 rVV 1830746 2483710 11.21% 1.038%
70 13.781 1267 1269 1273 rVV2 6195975 11650639 52.58% 4.871%

71 13.845 1273 1275 1277 rVB 2343999 2913620 13.15% 1.218%
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LSC Area Percent Report

Data Path : W:\HPCHEM1\MSVOA H\DATA\VH092115\

Data File : VHO57094.D

Aca On - 21 Sep 2015 16:08

Operator : SY/FY

Sample - G3747-02

Misc - 6.55/10mL/100uL/5mL/MSVOA_H/MEOH A2
ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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

72 13.898 1277 1280 1282 rVB 1604135 2611298 11.78% 1.092%
73 13.940 1282 1284 1285 rBV2 203248 336873 1.52% 0.141%
74 14.003 1285 1290 1293 rBV2 2302858 5705421 25.75% 2.385%
75 14.084 1293 1298 1302 rBV5 3524569 9843986 44.42% 4.116%

76 14.146 1302 1304 1309 rVB4 2705876 4559003 20.57% 1.906%
77 14.230 1309 1312 1315 rBV3 1124641 1791114 8.08% 0.749%
78 14.281 1315 1317 1320 rVB4 1081193 1633524 7.37% 0.683%
79 14.375 1320 1326 1329 rBV 12319536 22158921 100.00% 9.265%
80 14.481 1335 1336 1338 rBV 756033 1017368 4_59% 0.425%

81 14.513 1338 1339 1346 rVB3 1130251 1501356 6.78% 0.628%
82 14.657 1350 1353 1359 rVB3 2432547 4501260 20.31% 1.882%
83 14.740 1359 1361 1363 rBV 614676 990438 4_47% 0.414%
84 14.781 1363 1365 1371 rVB4 566605 1569586 7.08% 0.656%
85 14.908 1375 1377 1382 rVB2 788937 1355120 6.12% 0.567%

86 15.025 1385 1388 1390 rVB 455993 651684 2.94% 0.272%
87 15.079 1390 1393 1399 rVB5 417894 971679 4_.39% 0.406%

88 15.186 1400 1403 1407 rVB 2177658 3328771 15.02% 1.392%
89 15.313 1412 1415 1422 rVB 1183023 1900119 8.57% 0.794%

Sum of corrected areas: 239177104
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

W:\HPCHEM1\MSVOA H\DATA\VH092115\
VH057094.D

21 Sep 2015 16:08

SY/FY

G3747-02
6.55/10mL/100uL/5mL/MSVOA_H/MEOH
9 Sample Multiplier: 1

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

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

1.2e+07

1e+07

8000000

6000000

4000000

2000000

TIC: VH057094.D

4.81

aso J\_

4.06

5.54

0
Time-->

4.00

4.50

Abundance

1.2e+07

1e+07

8000000

6000000

4000000

2000000

0

TIC: VH057094.D

9.70

9.83 10,06

8.99.059.23

8.238.418.56 9.

J{an 2105 worss

Time-->

9.50 10.00 10.50

8.50

9.00

11.00

11.50

12.00

Abundance

1.2e+07

1e+07

8000000

6000000

40000001:

20000001 /| 12.5

TIC: VH057094.D
14

38

13.78

04—
Time--> 12.50

15.50 16.00 16.50

13.00

13.50 14.00 14.50

17.00

17.50

18.00
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA H\DATA\VH092115\
Data File : VH057094.D

Aca On : 21 Sep 2015 16:08

Operator : SY/FY

Sample : 6G3747-02

Misc : 6.55/10mL/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 Benzene, 1-bromo-3-fluoro- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.35 54.19 ug/1 4745180 1,4-Dichlorobenzene-d4 12.48
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 96
4 4A(1H)-Pvrimidinone. 5-bromo- 174 C4H3BrN20 019808-30-1 37
5 Benzaldehyde, 2,6-difluoro-3,4-d... 174 C7H4F203 152434-98-5 14
Abundance Scan 1038 (11.349 min): VH057094.D (-1033) (-) m/z 95.05 100.00%
95
174
5000 75
>0 11,00 11.20 1140 11.60
37 61
8y A1 128 143 157 m/z 173.95  77.47%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38820: Benzene, 1-bromo-3-fluoro-
9% 174
5000 75 L SR UL DU UL
11. 00 11. 20 11. 40 11.60
50 m/z 175.95 75.40%
26 37 | 62 | g5 | 104 117128 141 155 L
miz--> 20 40 60 80 100 120 140 160 180
Abundance
95 174
11,00 11.20 11140 11.60
5000 m/z 75.00 41 .77%
75
50
28 37 62 104 117 128 141 155
miz--> 20 40 60 80 100 120 140 160 180
Abundance #38819: Benzene, 1-bromo-2-fluoro- N e
95 1 11. 00 11. 20 11. 40 11. 60
m/z 50.00 18.32%
5000
75
50
12 2837 | 62, | 8 | 111 128 143 155 1 / 5: A
m/z--> 25 Jo éo éo 160 150 150 1éo 1§0 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA H\DATA\VH092115\
Data File : VH057094.D

Aca On : 21 Sep 2015 16:08

Operator : SY/FY

Sample : 6G3747-02

Misc : 6.55/10mL/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 Indene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.93 58.26 ug/1 5101570 1,4-Dichlorobenzene-d4 12.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indene 116 CO9H8 000095-13-6 97
2 Benzene. l1-propvnvl- 116 C9OH8 000673-32-5 90
3 Benzene. 1.2-propadienvl- 116 C9OH8 002327-99-3 90
4 Benzene. 1l-ethvnvl-4-methvl- 116 C9H8 000766-97-2 83
5 Tetracyclo[2.2.1.0(2,6).0(3,5)]h... 116 C9H8 081787-74-8 43
Abundance Scan 1189 (12.935 min): VH057094.D (-1187) (-) m/z 116.10 100.00%
116
5000
T % e o 1 1 /60 15180 1300 1320
....,....,...Jﬂn...,.J..,”. A3 198 168 | sz 115.05  95.64%
m/z--> 20 40 80 100 120 140 160
Abundance #8166: Indene
116
5000
12.60 12.80 13.00 13.20
- m/z 57.05 17.93%
27 3 50 %74 ° li
miz--> h e @ o e o e
Abundance
115
12:60 12,80 13.00 13.:20
5000 m/z 63.00 13.96%
o7 39 51 63 714 89 g
mz-> 20 40 60 8 100 120 140 160
Abundance #8173: Benzene, 1,2-propadienyl-
115 12.60 12.80 13.00 13.20
m/z 89.00 12.57%
5000
39
51 63 89
15 %7 l M \\‘\ 77 ‘ 98 il
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 14'10 1('30 ! 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA H\DATA\VH092115\
Data File : VH057094.D

Aca On : 21 Sep 2015 16:08

Operator : SY/FY

Sample : 6G3747-02

Misc : 6.55/10mL/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 3 Benzene, 1l-methyl-4-(1-meth... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.03 64 .57 ug/1 5654780 1,4-Dichlorobenzene-d4 12.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-4-(1l-methvleth... 134 C10H14 000099-87-6 87
2 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 81
3 Benzene. 1-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 81
4 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 81
5 Benzene, l-methyl-2-(1-methyleth... 134 C10H14 000527-84-4 81
Abundance Scan 1198 (13.030 min): VH057094.D (-1194) (-) m/z 119.05 100.00%
119
5000
134
41 55 69
105 12.80 13.00 13.20 13.40
S .',|. ' '” 7?-' syl L 192 168 186 207 1 Tnz77134.15  28.32%
m/z--> 20 100 120 140 160 180 200
Abundance #14396. Benzene, 1-methyl-4-(1-methylethyl)-
119
5000
12.80 13.00 13.20 13.40
o1 134 m/z 91.10 13.98%
15 27 4151 65 77 | 103 |
A N A DT ATV A AT P A
Abundance
119
- ' 12.80 13.00 13.20 13.40
5000 m/z 41.00 13.73%
21 39 51 g5 77 9N s
mz-> 20 40 60 8 100 120 140 160 180 200
Abundance #14380: Benzene, 1-ethyl-2,4-dimethyl- Al AT B s S
119 12.80 13.00 13.20 13.40
m/z 69.05 12.56%
5000
134
27 3? 51 65 77 9 105 ‘
| Ly mi 1l LL
m/z--> 20 40 6|0 80 1(')0 120 14'10 160 180 200 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA H\DATA\VH092115\
Data File : VH057094.D

Aca On : 21 Sep 2015 16:08

Operator : SY/FY

Sample : 6G3747-02

Misc : 6.55/10mL/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 4 Naphthalene, decahydro-2-me... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.12 53.77 ug/1 4708820 1,4-Dichlorobenzene-d4 12.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-2-methvl- 152 C11H20 002958-76-1 94
2 trans-Decalin. 2-methvl- 152 C11H20 1000152-47-3 94
3 cis-Decalin. 2-svn-methvl- 152 C11H20 1000155-85-6 72
4 Cvclohexanone. 5-methvl-2-(l-met... 152 C10H160 015932-80-6 68
5 6a-Methyl-hexahydropentalene-1,6... 152 C9H1202 092485-86-4 64
Abundance Scan 1207 (13.125 min): VH057094.D (-1205) (-) m/z 81.05 100.00%
il
67 o5 152
5000 41 55
137
110 15lon 1200 12090 1240
123 12.80 13.00 13.20 13.40
e A L e 207 L hsrT 67.10 72.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24328: Naphthalene, decahydro-2-methyl-
41 67 81 o 152
55
27
5000 LR SR AR SUMLRA B
137 12:80 13.00 13.20 13.40
109 m/z 152.20 67.76%
b
.,.‘l..lh..‘ll‘,.“.“..“‘l:.‘.“.‘ ‘..,....‘,...‘.,....,....,....
m/z--> 20 40 60 80 120 140 160 180 200
Abundance
81
67 o5
41 55 152 12.80 13.00 13.20 13.40
5000 m/z 95.05 63.35%
137
29 109
123
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #24314: cis-Decalin, 2-syn-methyl- A EaEe o AR
1 95 12.80 13.00 13.20 13.40
67 m/z 41.00 48.66%
41
5000 5
110 122
29
L i
.|.l..|“..‘.‘l‘l.”.“..“H..‘Mluuuuluuuuluuu‘.luu..|....|.... T T
m/z--> 20 40 60 80 100 120 140 160 180 200 12:80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA H\DATA\VH092115\
Data File : VH057094.D

Aca On : 21 Sep 2015 16:08

Operator : SY/FY

Sample : 6G3747-02

Misc : 6.55/10mL/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 5 Cyclohexane, pentyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.22 71.22 ug/1 6236890 1,4-Dichlorobenzene-d4 12.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. pentvl- 154 C1l1H22 004292-92-6 90
2 n-Amvlcvclohexane 154 C1l1H22 029949-27-7 87
3 Cvclohexane. undecvl- 238 C17H34 054105-66-7 72
4 Cvclohexane. octvl- 196 C14H28 001795-15-9 72
5 n-Pentadecylcyclohexane 294 C21H42 006006-95-7 72

Abundance Scan 1216 (13.221 min): VH057094.D (-1214) (-) m/z 83.05 100.00%

9 119 154
97 13. 00 13. 20 13. 40 13 60

134
207 267 m/z 82.05 82.21%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #25844: Cyclohexane, pentyl-
55 83

5000 41 R EE e e
13. OO 13. 20 13. 40 13 60

m/z 55.05 74 .35%

8B
55
5000 41

2 9 154
\T I M‘ 97111125
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
55 83
R e B
13.00 13.20 13.40 13.60
5000 a1 m/z 41.00 41.20%
27 69 154
14 97 111125
wwm‘mmwwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #81257: Cyclohexane, undecyl- R B RS R
83 13.00 13.20 13.40 13.60
m/z 67.10 25.48%
55
5000
41
Wmemwmmmm 238
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13. 00 13. 20 13. 40 13 60
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA H\DATA\VH092115\
Data File : VH057094.D

Aca On : 21 Sep 2015 16:08

Operator : SY/FY

Sample : 6G3747-02

Misc : 6.55/10mL/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 7 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.46 85.93 ug/1 7524920 1,4-Dichlorobenzene-d4 12.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 97
2 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 95
3 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 95
4 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 94
5 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 93
Abundance Scan 1239 (13.465 min): VH057094.D (-1237) (-) m/z 119.05 100.00%
119
5000 134
39 51 g5 77 a1 13.20 13.40 13.60 13.80
103 : : : :
e e o Ll 148 188180 1 Lm T34 15 44.94%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14361: Benzene, 1,2,4,5-tetramethyl-
119
5000 134
13.20 13.40 13.60 13.80
91 m/z 91.10 15.36%
15 27 5L 65 77 |18
miz--> 20 40 60 80 100 120 140 160 180
Abundance
119
- 13120 13.40 13.60 13.80
5000 m/z 133.10 12.90%
27 39 51 g5 77 N e
miz-> 20 40 60 8 100 120 140 160 180
Abundance #14358: Benzene, 1,2,3,4-tetramethyl-
119 13.20 13.40 13.60 13.80
m/z 120.05 10.73%
134
5000
91
15 27 ‘\1\1 S\JT 6? 7\? ‘ ]795 mi I
mz-> 20 40 60 8 100 120 140 160 180 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA H\DATA\VH092115\
Data File : VH057094.D

Aca On : 21 Sep 2015 16:08

Operator : SY/FY

Sample : 6G3747-02

Misc : 6.55/10mL/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 8 1-Phenyl-1-butene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.78 133.04 ug/Il 11650600 1,4-Dichlorobenzene-d4 12.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenvl-1-butene 132 C10H12 000824-90-8 50
2 Benzene. 2-ethenvl-1.3-dimethvl- 132 C10H12 002039-90-9 50
3 Benzene. (l-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 50
4 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 50
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 50
Abundance Scan 1269 (13.781 min): VH057094.D (-1267) (-) m/z 119.05 100.00%
9
5000
133 148
| 166 184 13.40 13.60 13.80 14.00
e A m/z 117.10 77.37%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13569: 1-Phenyl-1-butene
117
5000 132
o1 13.40 13.60 13.80 14.00
m/z 57.05 29.86%
27 3 S 65 77 ‘ 105 ‘H |
! I N A N wlll
miz--> 20 40 60 80 100 120 140 160 180
Abundance
117 132
13.40 13.60 13.80 1400
5000 m/z 133.10 27 .97%
91
15 27 39 51 66 77 105
mz-> 20 40 60 80 100 120 140 160 180
Abundance #13625: Benzene, (1-methyl-1-propenyl)-, (E)-
117 13.40 13.60 13.80 14.00
m/z 91.10 26.65%
132
5000
91
pow S T | s
| Wy 1 . M . 1l
m/z--> 2'0 4'0 6|0 8|O 1(')0 150 14'10 1('30 15';0 13.'40 13.|60 13.|80 14.'00 '
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA H\DATA\VH092115\
Data File : VH057094.D

Aca On : 21 Sep 2015 16:08

Operator : SY/FY

Sample : 6G3747-02

Misc : 6.55/10mL/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 9 Benzene, (3-methyl-2-butenyl)- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.00 65.15 ug/1 5705420 1,4-Dichlorobenzene-d4 12.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (3-methvIl-2-butenvl)- 146 C11H14 004489-84-3 90
2 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 C11H14 017057-82-8 87
3 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 86
4 _.alpha...beta...beta.-Trimethvls... 146 C11H14 000769-57-3 83
5 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 81

Abundance Scan 1290 (14.003 min): VH057094.D (-1285) (-) m/z 131.10 100.00%
131
5000
115 146
39 51 64 77 % 108 | 62 180 13.60 13.80 14.00 14.20 14.40
I e e RS el S m/z 115.10 27 .13%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20726: Benzene, (3-methyl-2-butenyl)-
131
91
5000 146 DU PR SR SULILLN B
s SR e S
21 51 65 77 115 m/sz - -1
103
i .1?, i ‘l“. .“i“. .“l‘ - \M . "‘I el I\\l\ — H\ - \H\l i IWI e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
131
13.60 13.80 14.00 14.20 14.40
5000 m/z 129.10 21.04%
o1 146
27 39 51 63 77 103 1
mz-> 20 40 60 80 100 120 140 160 180
Abundance #20748: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131 13.60 13.80 14.00 14.20 14.40
m/z 130.10 17.63%
5000
146
27 39 5 01 115
N N vl A - Y I
m/z--> 20 40 80 100 120 140 160 180 13.60 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA H\DATA\VH092115\
Data File : VH057094.D

Aca On : 21 Sep 2015 16:08

Operator : SY/FY

Sample : 6G3747-02

Misc : 6.55/10mL/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 10 Benzene, 2,4-diethyl-1-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14.08 112.41 ug/Il 9843990 1,4-Dichlorobenzene-d4 12.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2.4-diethvl-1-methvl- 148 C11H16 001758-85-6 80
2 Benzene. 1.3-diethyl-5-methvl- 148 C11H16 002050-24-0 42
3 Benzene. (l-methyl-1-butenvl)- 146 C11H14 053172-84-2 35
4 Benzene. 1.4-diethyl-2-methyl- 148 C11H16 013632-94-5 30
5 Ethanone, 1-(3,4-dimethylphenyl)- 148 C10H120 003637-01-2 25
Abundance Scan 1298 (14.084 min): VH057094.D (-1293) (-) m/z 133.05 100.00%
133

119

5000

13.80 14.00 14.20 14.40
m/z 131.10  98.24%

182 194 207

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21820: Benzene, 2,4-diethyl-1-methyl-
133
119
5000
9N 148 13.80 14.00 14.20 14.40

m/z 119.05 76.78%

39 51 65 7 ‘ ‘
15 2\7\ M | il ‘H | HH ! ‘ !

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119 133
13.80 14.00 14.20 14.40
m/z 83.05 66.45%
5000 91 148
105
77
39 65
15 28 51
LA B AR T

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20719: Benzene, (1-methyl-1-butenyl)- B A RRRms Lo

131 13.80 14.00 14.20 14.40

m/z 117.10 56.37%
91
5000
146
39 51 77 15
R KN 103 ‘
”u,.MHM.JﬂWMuuW“n:.NL.JWNM. N

m/z--> 20 40 60 80 100 120 140 160 180 200 13.80 14.00 14.20 14.40
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Tentatively ldentified Compound (LSC) summary

Data Path : W:\HPCHEM1\MSVOA_H\DATA\VH092115\
Data File : VH057094.D

Acq On : 21 Sep 2015 16:08

Operator : SY/FY

Sample : G3747-02

Misc : 6.55/10mL/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]
Benzene, 1-bromo-... 11.35 54_.2 ug/1 4745180 4 12.48 4378550 50.0
Indene 12.93 58.3 ug/1 5101570 4 12.48 4378550 50.0
Benzene, l-methyl... 13.03 64.6 ug/l 5654780 4 12.48 4378550 50.0
Naphthalene, deca... 13.12 53.8 ug/1 4708820 4 12.48 4378550 50.0
Cyclohexane, pentyl- 13.22 71.2 ug/l 6236890 4 12.48 4378550 50.0
Benzene, 1,2,4,5-... 13.46 85.9 ug/l 7524920 4 12.48 4378550 50.0
1-Phenyl-1-butene 13.78 133.0 ug/1 11650600 4 12.48 4378550 50.0
Benzene, (3-methy... 14.00 65.2 ug/l 5705420 4 12.48 4378550 50.0
Benzene, 2,4-diet... 14.08 112.4 ug/l 9843990 4 12.48 4378550 50.0
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