LSC Area Percent Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA X\DATA\VX062718\

Data File : VX002946.D

Aca On - 27 Jun 2018 19:36

Operator : JC/MD

Sample - J3707-13 20X :

Misc - 5.64a/5mL/100uL/5.00mL/MSVOA_X/MEOH e
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 X\METHOD\82X062518W.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 525508 734714 52.73% 7.797%
2 1.270 108 112 120 rvB2 12398 18407 1.32% 0.195%
3 3.026 394 400 409 rVB 8925 21916 1.57% 0.233%
4 4_.599 647 658 675 rBV 243781 686118 49.24% 7.281%
5 4.775 679 687 699 rVB2 7284 25066 1.80% 0.266%
6 5.507 794 807 820 rBV 169590 480939 34.51% 5.104%
7 5.666 823 833 851 rVB 263478 728539 52.28% 7.731%
8 6.074 888 900 912 rBV 181735 478778 34.36% 5.081%
9 6.867 1019 1030 1048 rBV 365471 872056 62.58% 9.254%
10 8.720 1327 1334 1348 rBV 908229 1393465 100.00% 14.787%
11 10.116 1557 1563 1573 rBV 797108 1049357 75.31% 11.136%
12 10.421 1608 1613 1621 rVB 14675 20760 1.49% 0.220%
13 10.915 1686 1694 1698 rBV6 7346 14839 1.06% 0.157%

14 11.140 1725 1731 1742 rVB 839571 1047437 75.17% 11.115%
15 11.530 1786 1795 1803 rVB2 114691 166641 11.96% 1.768%

16 11.774 1831 1835 1838 rVB 22950 26757 1.92% 0.284%
17 11.811 1838 1841 1851 rvB2 20629 40306 2.89% 0.428%
18 12.079 1880 1885 1891 rBvV 946406 1227254 88.07% 13.023%
19 12.128 1891 1893 1895 rvv2 12859 15754 1.13% 0.167%
20 12.152 1895 1897 1903 rVB3 26658 35706 2.56% 0.379%
21 12.231 1906 1910 1917 rVB3 18172 25309 1.82% 0.269%
22 12.323 1919 1925 1929 rBV2 11229 22306 1.60% 0.237%
23 12.378 1929 1934 1941 rVB3 28158 51049 3.66% 0.542%
24 12.481 1945 1951 1955 rBV 113310 133349 9.57% 1.415%
25 12.524 1955 1958 1964 rVB 10468 14476 1.04% 0.154%
26 12.591 1964 1969 1971 rBV2 10035 14067 1.01% 0.149%
27 12.780 1995 2000 2006 rVB5 10022 19432 1.39% 0.206%
28 13.024 2037 2040 2046 rVB3 11315 19129 1.37% 0.203%
29 13.323 2083 2089 2092 rBV2 18579 24863 1.78% 0.264%
30 13.835 2167 2173 2180 rVB 9030 14653 1.05% 0.155%
Sum of corrected areas: 9423442
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX062718\

Data File : VX002946.D

Aca On : 27 Jun 2018 19:36

Operator : JC/MD

Sample : J3707-13 20X :

Misc : 5.640/5mL/100uL/5.00mL/MSVOA_X/MEOH e
ALS Vvial :© 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X062518W.M
Quant Title : SW846 8260

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

Abundance TIC: VX002946.D
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA X\DATA\VX062718\

Data File : VX002946.D

Aca On - 27 Jun 2018 19:36

Operator : JC/MD

Sample - J3707-13 20X :

Misc - 5.640/5mL/100uL/5.00mL/MSVOA_X/MEOH e
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W .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 Undecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.48 5.43 ug/Il 133349 1,4-Dichlorobenzene-d4 12.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 C11H24 001120-21-4 93
2 Tetradecane 198 C14H30 000629-59-4 86
3 Decane 142 C10H22 000124-18-5 78
4 Hexadecane 226 C16H34 000544-76-3 64
5 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 64
Abundance Scan 1951 (12.481 min): VX002946.D (-1945) (-) m/z 57.05 100.00%
43 57
5000 il
85
98 113 127 156 12.20 12.40 12.60 12.80
B m/z 43.00 90.49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28424: Undecane
57
43
71
5000
85 12.20 12.40 12.60 12.80
29 ‘ m/z 41.00 52.36%
98 156
..1‘.1,.‘.‘..‘,‘a..“‘.‘,..a.,‘l...”,..1}:.3,1.2.7..,..&,....,....,.
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
2 57
71 12.20 12.40 12.60 12.80
5000 a5 m/z 71.05 50.00%
29
99 113 127 141 155 169 198
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #19158: Decane
43 57 12.20 12.40 12.60 12.80
m/z 85.10 28.44%
5000
71
29 85
5 | | ‘ | 9 13 142
m/z--> 2'0 4'0 6|0 8|0 1(')0 150 14'10 1('30 1éo 2(')0 12.20 12.40 12.60 12.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_ X\DATA\VX062718\
Data File : VX002946.D

Acq On - 27 Jun 2018 19:36

Operator : JC/MD

Sample - J3707-13 20X :

Misc - 5.64g/5mL/100uL/5 .00mL/MSVOA_X/MEOH e
ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W .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]

Undecane 12.48 5.4 ug/Il 133349 4 12.09 1227250 50.0
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