LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX061618\

Data File : VX002664.D

Aca On - 16 Jun 2018 22:57

Operator : JC/MD

sample - J3462-01

Misc - 5.0mL/MSVOA X/WATER s Al
ALS Vial : 14 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 X\METHOD\82X061518W.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 1.075 76 80 93 rBv 754554 975322 79.15% 9.172%
2 1.270 109 112 119 rBvV 11011 18328 1.49% 0.172%
3 5.507 795 807 819 rBV 141465 407431 33.06% 3.831%
4 5.666 823 833 852 rVB 215058 621148 50.41% 5.841%
5 5.934 867 877 887 rBV6 7855 27203 2.21% 0.256%
6 6.074 889 900 914 rBV 158236 407675 33.08% 3.834%
7 6.257 922 930 939 rBV7Y 7609 23124 1.88% 0.217%
8 6.367 939 948 954 rvv4 7368 20471 1.66% 0.193%
9 6.452 954 962 974 rVB3 19267 52588 4.27% 0.495%
10 6.867 1020 1030 1050 rBV 314249 749838 60.85% 7.051%
11 7.464 1117 1128 1139 rVB 124360 286753 23.27% 2.697%
12 7.738 1165 1173 1182 rVB2 14188 27981 2.27% 0.263%
13 7.854 1185 1192 1197 rBvV2 9368 17887 1.45% 0.168%
14 8.031 1215 1221 1226 rBV3 11591 21577 1.75% 0.203%
15 8.391 1274 1280 1287 rVB5 10351 22336 1.81% 0.210%
16 8.574 1306 1310 1316 rVB4 11224 21235 1.72% 0.200%
17 8.671 1319 1326 1328 rBvV2 38600 66772 5.42% 0.628%
18 8.720 1328 1334 1344 rVB 788197 1232290 100.00% 11.588%
19 8.842 1349 1354 1358 rVvVv 22283 34323 2.79% 0.323%
20 8.915 1362 1366 1373 rVB3 15482 29352 2.38% 0.276%
21 8.988 1373 1378 1382 rBvV2 10252 17236 1.40% 0.162%
22 9.043 1382 1387 1393 rVVv 42496 68249 5.54% 0.642%
23 9.165 1398 1407 1412 rVV 28971 53450 4 .34% 0.503%
24 9.226 1412 1417 1428 rVB 31458 55471 4 _.50% 0.522%
25 9.494 1456 1461 1463 rBV 17621 27081 2.20% 0.255%
26 9.525 1463 1466 1469 rVvV 20922 30598 2.48% 0.288%
27 9.573 1469 1474 1479 rVV5 25032 53383 4.33% 0.502%
28 9.628 1479 1483 1487 rVV 46637 69298 5.62% 0.652%
29 9.677 1487 1491 1496 rVvVv3 20909 38582 3.13% 0.363%
30 9.823 1510 1515 1522 rVB5 14302 24748 2.01% 0.233%
31 9.921 1522 1531 1537 rBvVS8 8278 25316 2.05% 0.238%
32 10.000 1539 1544 1547 rBvV4 7294 14833 1.20% 0.139%
33 10.037 1547 1550 1555 rVB3 10817 15683 1.27% 0.147%

34 10.116 1557 1563 1569 rBV 682230 892824 72.45% 8.396%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX061618\

Data File : VX002664.D

Aca On - 16 Jun 2018 22:57

Operator : JC/MD

sample - J3462-01

Misc - 5.0mL/MSVOA X/WATER s Al
ALS Vial : 14 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_X\METHOD\82X061518W._M

Title : SW846 8260

35 10.189 1569 1575 1578 rVvV 32288 50538 4._.10% 0.475%
36 10.220 1578 1580 1586 rVB4 11471 14605 1.19% 0.137%
37 10.336 1594 1599 1602 rBV3 17854 33048 2.68% 0.311%
38 10.518 1624 1629 1631 rBV3 8884 13940 1.13% 0.131%
39 10.646 1641 1650 1657 rBV6 12742 33641 2.73% 0.316%
40 10.842 1673 1682 1685 rBY 20578 35182 2.86% 0.331%
41 10.921 1690 1695 1700 rVB5 8631 15500 1.26% 0.146%
42 11.140 1725 1731 1736 rVV 676949 840036 68.17% 7.899%
43 11.189 1736 1739 1745 rVB4 18389 26490 2.15% 0.249%
44 11.439 1775 1780 1781 rBV 32986 40174 3.26% 0.378%
45 11.457 1781 1783 1787 rVV 38625 46262 3.75% 0.435%
46 11.512 1787 1792 1799 rVB 57596 76270 6.19% 0.717%
47 11.671 1814 1818 1826 rVB 50906 67696 5.49% 0.637%
48 11.811 1837 1841 1845 rVB 32863 40560 3.29% 0.381%
49 11.951 1861 1864 1869 rVB 13965 17500 1.42% 0.165%
50 12.030 1871 1877 1880 rBV 66438 84646 6.87% 0.796%
51 12.079 1880 1885 1892 rVV 782969 1017356 82.56% 9.567%
52 12.146 1892 1896 1901 rVB 24467 30990 2.51% 0.291%
53 12.238 1907 1911 1915 rVB 19322 25518 2.07% 0.240%
54 12.305 1915 1922 1924 rBV 63149 87704 7.12% 0.825%
55 12.329 1924 1926 1929 rVV 65917 65750 5.34% 0.618%
56 12.378 1929 1934 1940 rVB2 175827 240084 19.48% 2.258%
57 12.463 1940 1948 1953 rBV 36101 45685 3.71% 0.430%
58 12.524 1953 1958 1963 rVB 53911 69658 5.65% 0.655%
59 12.591 1964 1969 1970 rBV 44457 51154 4._.15% 0.481%
60 12.616 1970 1973 1977 rVB 73021 85484 6.94% 0.804%

61 12.671 1977 1982 1986 rBV 97933 115705 9.39% 1.088%
62 12.762 1992 1997 2004 rBV4 58531 118620 9.63% 1.115%

63 12.853 2009 2012 2016 rVvVv 18481 22496 1.83% 0.212%
64 12.908 2016 2021 2026 rVB2 50836 75401 6.12% 0.709%
65 12.981 2026 2033 2036 rBV 34398 52416 4._.25% 0.493%
66 13.024 2036 2040 2045 rVB2 74950 93023 7.55% 0.875%
67 13.097 2045 2052 2056 rBV2 38342 75686 6.14% 0.712%
68 13.152 2059 2061 2065 rVB 13035 14457 1.17% 0.136%
69 13.201 2065 2069 2071 rBV2 14771 18846 1.53% 0.177%
70 13.256 2075 2078 2083 rVB2 19321 31552 2.56% 0.297%
71 13.317 2083 2088 2090 rBV3 17531 26291 2.13% 0.247%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX061618\

Data File : VX002664.D

Aca On - 16 Jun 2018 22:57

Operator : JC/MD

sample - J3462-01

Misc - 5.0mL/MSVOA X/WATER s Al
ALS Vial : 14 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_X\METHOD\82X061518W._M

Title : SW846 8260

72 13.347 2090 2093 2101 rVB2 56585 86893 7.05% 0.817%
73 13.481 2112 2115 2120 rVB2 12624 18463 1.50% 0.174%
74 13.561 2124 2128 2131 rVV3 10018 16289 1.32% 0.153%
75 13.603 2131 2135 2138 rVV 39690 56270 4._.57% 0.529%
76 13.646 2138 2142 2147 rVV2 26193 57320 4._.65% 0.539%
77 13.701 2147 2151 2152 rVV2 24093 31097 2.52% 0.292%
78 13.725 2152 2155 2162 rVB2 43676 64769 5.26% 0.609%
79 13.853 2173 2176 2181 rVB3 9768 13379 1.09% 0.126%
80 13.987 2190 2198 2202 rBV2 12906 20816 1.69% 0.196%
81 14.274 2238 2245 2253 rBV3 11165 18534 1.50% 0.174%

Sum of corrected areas: 10634180
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

MW-5 061218

5.0mL/MSVOA X/WATER
14

= Z:\VOASRV\HPCHEM1I\MSVOA X\DATA\VX061618\
: VX002664.D

: 16 Jun 2018 22:57

: JC/MD

: J3462-01

Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061518W.M

Quant Title :

TIC Library :

SW846 8260

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX061618\

Data File : VX002664.D

Aca On - 16 Jun 2018 22:57

Operator : JC/MD

sample - J3462-01

Misc - 5.0mL/MSVOA X/WATER s Al
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061518W.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 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.38 11.80 ug/Il 240084 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 95
2 o-Cvmene 134 C10H14 000527-84-4 95
3 p-Cvmene 134 C10H14 000099-87-6 95
4 Benzene. 1-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 94
5 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 94

Abundance Scan 1934 (12.378 min): VX002664.D (-1929) (-) m/z 118.95 100.00%
119
5000
134
91 105
39 51 65 !/ | | 150 12.00 12.20 12.40 12.60
Obrrrrrrrrprrrr e e e e e m/z 134.10 35.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-

5000
12.00 12.20 12.40 12.60

m/z 91.00 19.71%

01

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119
12.00 12.20 12.40 12.60
5000 m/z 105.00 17.13%
134
91
15 27 41 51 65 77 103

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14809: p-Cymene

12.00 12.20 12.40 12.60
m/z 77.00 10.79%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX061618\

Data File : VX002664.D

Aca On - 16 Jun 2018 22:57

Operator : JC/MD

sample - J3462-01

Misc - 5.0mL/MSVOA X/WATER s Al
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061518W.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 p-Cymene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.67 5.69 ug/Il 115705 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Cvmene 134 C10H14 000099-87-6 97
2 o-Cvmene 134 C10H14 000527-84-4 97
3 Benzene. 1-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 95
4 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 95
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95
Abundance Scan 1982 (12.671 min): VX002664.D (-1977) (-) m/z 118.95 100.00%
119
5000
134
91
39 51 ca 65 77 105 ‘ 12.40 12.60 12.80 13.00
o”,””,“”,“.4”.¢”?ﬁ”nw”JWH.J”?ﬁnmw.mth?Eﬁ.”,“. m/z 133.95 29.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14809: p-Cymene
119
5000
12.40 12.60 12.80 13.00
91 134 m/z 91.00 17.60%
0 27 34 7' 5158 65 77 108 | 197
s T B 4 6 T B % 100 10 130 1% 4
Abundance
119
12.40 12.60 12.80 13.00
5000 m/z 120.05 9.83%
134
91
. 27 4l 515865 77 103 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14906: Benzene, 1-methyl-3-(1-methylethyl)-
1] 12.40 12.60 12.80 13.00
m/z 116.95 9.52%
5000
134
91
ol 15 27 41 51 58 65 77 105 I 127 |
m/z--> 10 20 30 Jo §o 60 70 80 90 160 110 120 130 140 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX061618\

Data File : VX002664.D

Aca On - 16 Jun 2018 22:57

Operator : JC/MD

sample - J3462-01

Misc - 5.0mL/MSVOA X/WATER s Al
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061518W.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 Benzene, l-ethenyl-3-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.76 5.83 ug/Il 118620 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 87
2 (BE)-1-Phenvl-1-butene 132 C10H12 001005-64-7 87
3 Benzene. (2-methvl-1-propenvl)- 132 C10H12 000768-49-0 83
4 1-Phenvl-1-butene 132 C10H12 000824-90-8 83
5 Benzene, (2-methylcyclopropyl)- 132 C10H12 1000327-39-0 76
Abundance Scan 1997 (12.762 min): VX002664.D (-1992) (-) m/z 117.00 100.00%
117
5000
132
91
39 51 63 77 105 | ‘ 148 12.40 12.60 12.80 13.00
Obrrprrrrprrrr e it ettt e el bt emtoen | mZz 115.00  39.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-

5000
12.40 12.60 12.80 13.00

m/z 131.95 30.30%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
117
12.40 12.60 12.80 13.00
5000 m/z 119.00 19.58%
91 132

51
5 28 3 65 77 103

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14069: Benzene, (2-methyl-1-propenyl)-
117 132 12.40 12.60 12.80 13.00
m/z 91.00 17.39%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.40 12.60 12.80 13.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX061618\

Data File : VX002664.D

Acq On : 16 Jun 2018 22:57

Operator : JC/MD

Sample - J3462-01

Misc - 5.0mL/MSVOA_X/WATER MWS 061218
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061518W.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, 2-ethyl-_.. 12.38 11.8 ug/I1 240084 4 12.08 1017360 50.0
p-Cymene 12.67 5.7 ug/Il 115705 4 12.08 1017360 50.0
Benzene, l-etheny... 12.76 5.8 ug/Il 118620 4 12.08 1017360 50.0
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