LSC Area Percent Report

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

Data File : VX002947.D

Aca On - 27 Jun 2018 20:02

Operator : JC/MD

Sample - J3707-14 25X :

Misc - 5.700/5mL/100uL/5.00mL/MSVOA_X/MEOH S
ALS Vial : 21 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

1.075 76 80 94 rBvV 545122 777911 53.30% 5.853%

1.264 108 111 120 rVB2 13808 21641 1.48% 0.163%
rBv 11107 19075 1.31% 0.144%
1.636 159 172 177 rBV9 9607 27074 1.86% 0.204%
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4.599 644 658 675 rBvV 505559 1399112 95.87% 10.528%

4.776 679 687 700 rvB2 4466 16572 1.14% 0.125%
5.507 794 807 821 rBV 180826 515053 35.29% 3.875%
rvB 274873 770693 52.81% 5.799%
6.074 887 900 919 rBV 194841 512415 35.11% 3.856%
6.348 936 945 954 rVB3 5346 16528 1.13% 0.124%
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11 6.867 1019 1030 1041 rBV 390863 921041 63.11% 6.930%
12 7.458 1122 1127 1136 rVB5 7295 17133 1.17% 0.129%
13 8.720 1327 1334 1342 rBV 952555 1459381 100.00% 10.981%
14 10.116 1558 1563 1574 rVB 854292 1106398 75.81% 8.325%

15 10.366 1593 1604 1609 rvVvVv5 8628 23935 1.64% 0.180%
16 10.415 1609 1612 1624 rVB 49363 66704 4.57% 0.502%
17 10.646 1642 1650 1657 rBV7 12273 24317 1.67% 0.183%
18 10.726 1657 1663 1668 rBv4 9975 17079 1.17% 0.129%
19 10.835 1673 1681 1685 rVvv4 22671 36124 2.48% 0.272%
20 10.915 1685 1694 1697 rVV3 23923 40287 2.76% 0.303%
21 11.085 1714 1722 1725 rBvV4 17236 34179 2.34% 0.257%
22 11.140 1725 1731 1741 rVB 931686 1204174 82.51% 9.061%
23 11.244 1741 1748 1752 rBV 44198 66691 4._.57% 0.502%
24 11.360 1763 1767 1770 rBV 12127 16227 1.11% 0.122%
25 11.439 1776 1780 1785 rBV3 21761 43715 3.00% 0.329%
26 11.530 1785 1795 1801 rVB2 434379 592288 40.58% 4._.457%
27 11.689 1813 1821 1825 rBV4 27701 63631 4_36% 0.479%
28 11.738 1825 1829 1832 rVV2 31109 48381 3.32% 0.364%

29 11.774 1832 1835 1838 rVV 90129 114252 7.83% 0.860%
30 11.811 1838 1841 1850 rVB 122398 190501 13.05% 1.433%

31 11.896 1850 1855 1857 rBV 25052 36480 2.50% 0.274%
32 11.921 1857 1859 1861 rVV 24321 31027 2.13% 0.233%
33 11.945 1861 1863 1868 rVV 33499 46292 3.17% 0.348%
34 12.000 1868 1872 1874 rVV 33650 43448 2.98% 0.327%
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LSC Area Percent Report

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

Data File : VX002947.D

Aca On - 27 Jun 2018 20:02

Operator : JC/MD

Sample - J3707-14 25X :

Misc - 5.700/5mL/100uL/5.00mL/MSVOA_X/MEOH S
ALS Vial : 21 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
35 12.030 1874 1877 1880 rVVv 35707 50878 3.49% 0.383%

36 12.079 1880 1885 1891 rVV 1036166 1387355 95.06% 10.439%
37 12.152 1891 1897 1902 rVV3 99003 214034 14.67% 1.610%
38 12.232 1906 1910 1917 rVB2 58009 79741 5.46% 0.600%
39 12.329 1917 1926 1929 rBV2 46574 87065 5.97% 0.655%
40 12.372 1929 1933 1941 rVB4 80897 144518 9.90% 1.087%

41 12.481 1946 1951 1955 rBV 382019 434251 29.76% 3.268%

42 12.524 1955 1958 1964 rVB2 30849 46083 3.16% 0.347%
43 12.591 1964 1969 1970 rBV 33622 39582 2.71% 0.298%
44 12.616 1970 1973 1975 rvv 30825 40378 2.77% 0.304%
45 12.670 1979 1982 1985 rVB 39271 40949 2.81% 0.308%
46 12.774 1995 1999 2005 rvB4 29335 53980 3.70% 0.406%
47 12.853 2007 2012 2014 rvv3 12129 19743 1.35% 0.149%
48 12.902 2018 2020 2024 rVB3 16216 20090 1.38% 0.151%
49 12.957 2024 2029 2030 rBVvV3 16455 23874 1.64% 0.180%
50 12.981 2030 2033 2037 rvv2 24010 36084 2.47% 0.272%
51 13.024 2037 2040 2046 rVB2 42439 56993 3.91% 0.429%
52 13.097 2046 2052 2056 rBv4 14228 25648 1.76% 0.193%
53 13.219 2067 2072 2077 rVB5 8541 14705 1.01% 0.111%
54 13.323 2084 2089 2091 rBvV 50742 62745 4_.30% 0.472%
55 13.347 2091 2093 2099 rVB2 25200 37399 2.56% 0.281%
56 13.481 2111 2115 2123 rVB6 9157 18085 1.24% 0.136%
57 13.835 2169 2173 2180 rVB 23972 36055 2.47% 0.271%
Sum of corrected areas: 13289994
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LSC Report - Integrated Chromatogram

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

Data File : VX002947.D

Aca On - 27 Jun 2018 20:02

Operator : JC/MD

Sample - J3707-14 25X :

Misc - 5.700/5mL/100uL/5.00mL/MSVOA_X/MEOH S
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W_M
> SW846 8260

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VX002947.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX062718\
Data File : VX002947.D

Aca On 27 Jun 2018 20:02

Operator : JC/MD

Sample : J3707-14 25X

Misc : 5.70a/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W_M
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 15.65 ug/Il 434251 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 C11H24 001120-21-4 94
2 Tridecane 184 C13H28 000629-50-5 80
3 Decane 142 C10H22 000124-18-5 78
4 Octane. 2.4.6-trimethvl- 156 Cl11H24 062016-37-9 72
5 Octane, 3-ethyl-2,7-dimethyl- 170 C12H26 062183-55-5 59

Abundance Scan 1951 (12.481 min): VX002947.D (-1946) (-) m/z 57.10 100.00%
43 57
5000 [
85
98 113 156 12.20 12.40 12.60 12.80
ol 2 220140 207 Tm/z 43.00  89.73%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #28421: Undecane
43 57
5000 71
a5 12.20 12.40 12.60 12.80
29 m/z 41.00 50.16%
15 “ \“\ ‘ ! il | 9H9 1]\'3 127 15\6
m/z--> 25 Jo eb éo 160 150 150 1éo 1éo 260
Abundance
43 57
12.20 12.40 12.60 12.80
5000 71 m/z 71.10 49 .88%
29 85
99 113 127 141 155 184
m/z--> 25 Jo eb éo 160 150 150 160 1éo 260
Abundance #19158: Decane
43 57 12.20 12.40 12.60 12.80
m/z 85.05 31.12%
5000
71
29 85
15 “‘ “\ 1 I | gmg 1:!'3 142
m/z--> 2'0 4'0 6|0 8|0 1(')0 150 14'10 1('30 15';0 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 : VX002947.D

Acq On - 27 Jun 2018 20:02

Operator : JC/MD

Sample - J3707-14 25X :

Misc - 5.70g/5mL/100uL/5 .00mL/MSVOA_X/MEOH e
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062518W_M
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 15.7 ug/I1 434251 4 12.08 1387360 50.0
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