LSC Area Percent Report

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

Data File : VX002943.D

Aca On - 27 Jun 2018 18:16

Operator : JC/MD

Sample - J3707-10 5X -

Misc - 5.680/5mL/100uL/5.00mL/MSVOA_X/MEOH e
ALS Vial : 17 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 75 80 93 rBv 512229 765995 54.42% 6.472%
2 1.264 108 111 117 rBvV 16309 21093 1.50% 0.178%
3 1.410 131 135 142 rVB 13513 18409 1.31% 0.156%
4 1.642 157 173 174 rBV5 15731 48033 3.41% 0.406%
5 3.020 393 399 406 rVB 11098 26145 1.86% 0.221%
6 4_.599 644 658 672 rBV 508645 1407452 100.00% 11.892%
7 5.507 795 807 822 rBV2 164809 467761 33.23% 3.952%
8 5.666 822 833 851 rVB 256570 716867 50.93% 6.057%
9 6.068 886 899 917 rBV 174963 470098 33.40% 3.972%
10 6.860 1019 1029 1044 rBV 351808 849651 60.37% 7.179%
11 7.214 1077 1087 1096 rBvV2 11199 27499 1.95% 0.232%
12 8.659 1317 1324 1327 rBV 12863 22185 1.58% 0.187%
13 8.720 1327 1334 1341 rVV 861099 1362702 96.82% 11.514%
14 8.787 1341 1345 1350 rVB 14859 23765 1.69% 0.201%
15 10.116 1558 1563 1578 rVB 777793 1045853 74.31% 8.837%
16 10.372 1596 1605 1609 rBVvV4 6032 14313 1.02% 0.121%
17 10.415 1609 1612 1619 rVB 31639 42447 3.02% 0.359%
18 10.640 1643 1649 1655 rBvV8 7873 14743 1.05% 0.125%
19 10.841 1674 1682 1685 rvB2 14100 22260 1.58% 0.188%
20 10.915 1686 1694 1698 rBv4 15401 26294 1.87% 0.222%
21 11.085 1715 1722 1725 rBV2 13449 24781 1.76% 0.209%
22 11.140 1725 1731 1741 rVB 854632 1114325 79.17% 9.415%
23 11.244 1741 1748 1752 rBV 30167 44839 3.19% 0.379%
24 11.439 1776 1780 1786 rBV 28266 49008 3.48% 0.414%
25 11.536 1786 1796 1801 rVB2 310838 435366 30.93% 3.678%
26 11.689 1813 1821 1826 rBV3 21452 50252 3.57% 0.425%
27 11.738 1826 1829 1832 rVV 23785 34923 2.48% 0.295%
28 11.774 1832 1835 1838 rVvVv 65732 82753 5.88% 0.699%
29 11.811 1838 1841 1851 rVB 97083 152734 10.85% 1.290%
30 11.896 1851 1855 1857 rBV 21756 29529 2.10% 0.249%
31 11.921 1857 1859 1861 rVVv2 17961 23140 1.64% 0.196%
32 11.945 1861 1863 1868 rVvV 22894 32828 2.33% 0.277%
33 12.000 1868 1872 1875 rVVv2 22930 35433 2.52% 0.299%
34 12.030 1875 1877 1880 rVvVv 26653 32002 2.27% 0.270%
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LSC Area Percent Report

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

Data File : VX002943.D

Aca On - 27 Jun 2018 18:16

Operator : JC/MD

Sample - J3707-10 5X -

Misc - 5.680/5mL/100uL/5.00mL/MSVOA_X/MEOH e
ALS Vial : 17 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
Title

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

35 12.079 1880 1885 1891 rVVv 999113 1330283 94.52% 11.240%

36 12.152 1891 1897 1902 rVV3 85443 177548 12.61% 1.500%

37 12.231 1906 1910 1917 rVvv2 43817 58459 4.15% 0.494%
38 12.329 1918 1926 1929 rVvVv2 32051 55024 3.91% 0.465%
39 12.378 1929 1934 1940 rVB4 54024 95136 6.76% 0.804%
40 12.481 1946 1951 1955 rBV 296878 335152 23.81% 2.832%
41 12.524 1955 1958 1964 rVB 19057 27413 1.95% 0.232%
42 12.591 1964 1969 1971 rBvV2 17865 26840 1.91% 0.227%
43 12.670 1979 1982 1986 rVB 16453 17426 1.24% 0.147%
44 12.774 1996 1999 2005 rvB2 21012 34666 2.46% 0.293%
45 12.957 2025 2029 2031 rBv4 10975 18033 1.28% 0.152%
46 13.024 2037 2040 2047 rvVvB2 18818 28017 1.99% 0.237%
47 13.323 2084 2089 2092 rBV 36047 45843 3.26% 0.387%
48 13.481 2111 2115 2126 rVB1O 6425 14808 1.05% 0.125%
49 13.841 2168 2174 2180 rVB 24629 35367 2.51% 0.299%
Sum of corrected areas: 11835493
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LSC Report - Integrated Chromatogram

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

Data File : VX002943.D

Aca On - 27 Jun 2018 18:16

Operator : JC/MD

Sample - J3707-10 5X -

Misc - 5.680/5mL/100uL/5.00mL/MSVOA_X/MEOH e
ALS Vial : 17 Sample Multiplier: 1

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

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance : .
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX062718\
Data File : VX002943.D

Aca On 27 Jun 2018 18:16

Operator : JC/MD

Sample : J3707-10 5X

Misc : 5.68a/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 17 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 Mesitylene Concentration Rank 3

P021SB480-17-19-180622

R.T. EstConc Area Relative to ISTD R.T.
12.15 6.67 ug/l 177548 1,4-Dichlorobenzene-d4 12.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mesitvlene 120 C9H12 000108-67-8 92
2 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 64
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 64
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 60

Abundance Scan 1897 (12.152 min): VX002943.D (-1891) (-) m/z 105.00 100.00%
105
5000 43 120
| 71 o1
11.80 12.00 12.20 12.40
1 141 156
..,....,....,....|,!...p.-.'!:,.-.-..-,|...hﬁ..'..,'....-,.'.~!.,.-.'.'.,'....,....,....,....,.. m/z 43.00 43.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9402: Mesitylene
105
120
5000
11.80 12.00 12.20 12.40
m/z 120.00 43.78%
27 39 51 g5 7 9L
I L | TR | L il
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
105
120 11.80 12.00 12.20 12.40
5000 m/z 57.10 39.42%
5 27 39 51 g 7 9L
Wmmmmwmmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9410: Benzene, 1,2,4-trimethyl-
105 11.80 12.00 12.20 12.40
m/z 41.00 26.31%
5000 120
28 39 51 77 91
”ﬂﬁﬂ””P”W””ﬂ“ﬂﬁﬁvJm”“ﬂ”ﬂﬂtvwh““v”ﬂ””v”ﬂ“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX062718\
Data File : VX002943.D

Aca On 27 Jun 2018 18:16

Operator : JC/MD

Sample : J3707-10 5X

Misc : 5.68a/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

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

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Undecane Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.48 12.60 ug/Il 335152 1,4-Dichlorobenzene-d4 12.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 C11H24 001120-21-4 91
2 Tetradecane 198 C14H30 000629-59-4 80
3 Heptadecane. 2.6.10.14-tetramethvl- 296 C21H44 018344-37-1 64
4 Tridecane 184 C13H28 000629-50-5 64
5 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 59

Abundance Scan 1951 (12.481 min): VX002943.D (-1946) (-) m/z 57.00 100.00%
57 d
5000
12.20 12.40 12.60 12.80
m/z 43.05 88.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28422: Undecane
43
5000
71 12.20 12.40 12.60 12.80
29 85 m/z 41.00 51.08%
w'"w""v"'v"'v+}?&%?'|“%§?“"|“"|“"|“" I SRR SRARE N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
a 71 12.20 12.40 12.60 12.80
5000 o5 m/z 71.05 50.86%
2T 113127 155169 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #141441: Heptadecane, 2,6,10,14-tetramethyl-
57 12.20 12.40 12.60 12.80
- m/z 85.05 29.30%
5000
4
85
M I ‘ 113 141455 183197211226 253 281296
m/z--> 20 4b 60 85 160 120 110 160 180 200 220 240 260 280 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 : VX002943.D

Acq On - 27 Jun 2018 18:16

Operator : JC/MD

Sample : J3707-10 5X :

Misc - 5.68g/5mL/100uL/5 .00mL/MSVOA_X/MEOH e
ALS Vial : 17 Sample Multiplier: 1

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

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Mesitylene 12.15 6.7 ug/l 177548 4 12.09 1330280 50.0
Undecane 12.48 12.6 ug/I1 335152 4 12.09 1330280 50.0
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