LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX090120\

Data File : VX018203.D

Aca On - 01 Sep 2020 19:28

Operator : JC/SP

sample - 13858-02

Misc - 5.0mL/MSVOA X/WATER e
ALS Vial : 27 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\82X082120W.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 2.422 213 219 223 rBV 16952 28986 1.28% 0.194%
2 2.587 238 246 254 rBV 42800 82873 3.65% 0.553%
3 5.470 707 719 731 rBV 291806 838708 36.89% 5.601%
4 5.635 734 746 758 rBV2 461560 1302621 57.30% 8.699%
5 6.037 800 812 824 rBV 315217 833734 36.67% 5.568%
6 6.836 931 943 956 rBV 715894 1682317 74.00% 11.235%
7 8.695 1242 1248 1256 rBV 1476049 2273385 100.00% 15.182%
8 8.762 1256 1259 1268 rVB2 14817 26490 1.17% 0.177%
9 10.097 1471 1478 1487 rBV 1524180 2002816 88.10% 13.375%
10 10.341 1510 1518 1524 rvVvB2 15962 33472 1.47% 0.224%

11 11.122 1640 1646 1656 rBV 1265600 1588040 69.85% 10.605%
12 12.060 1795 1800 1806 rBV 1599097 1970244 86.67% 13.158%

13 12.353 1844 1848 1856 rBVS8 18698 42175 1.86% 0.282%
14 12.512 1870 1874 1879 rVB6 16451 34136 1.50% 0.228%
15 12.585 1879 1886 1888 rBV6 18694 38129 1.68% 0.255%
16 12.621 1888 1892 1898 rVB2 37889 73033 3.21% 0.488%
17 12.719 1905 1908 1912 rVB2 32220 40461 1.78% 0.270%
18 12.859 1927 1931 1936 rVB6 34956 49804 2.19% 0.333%
19 12.938 1936 1944 1948 rBV5 50069 116873 5.14% 0.780%
20 12.981 1948 1951 1953 rVV3 35439 40740 1.79% 0.272%
21 13.011 1953 1956 1964 rvv4 55941 104862 4.61% 0.700%
22 13.079 1964 1967 1972 rVV2 42453 51353 2.26% 0.343%
23 13.127 1972 1975 1982 rVB9 12922 23740 1.04% 0.159%
24 13.335 2001 2009 2014 rVB7 43218 82783 3.64% 0.553%
25 13.383 2014 2017 2020 rBV5 22864 28155 1.24% 0.188%
26 13.426 2020 2024 2027 rBV 121963 150782 6.63% 1.007%
27 13.719 2067 2072 2073 rBV3 33694 41575 1.83% 0.278%
28 13.737 2073 2075 2078 rVV3 41378 54528 2.40% 0.364%
29 13.774 2078 2081 2084 rVV3 55624 75869 3.34% 0.507%
30 13.804 2084 2086 2090 rVv2 59688 81721 3.59% 0.546%
31 13.883 2094 2099 2105 rVvVv 175035 256161 11.27% 1.711%
32 13.944 2106 2109 2117 rVB7 27084 53583 2.36% 0.358%
33 14.176 2144 2147 2150 rVB5 20922 27340 1.20% 0.183%
34 14.225 2152 2155 2159 rVB 37188 43294 1.90% 0.289%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX090120\

Data File : VX018203.D

Aca On - 01 Sep 2020 19:28

Operator : JC/SP

sample - 13858-02

Misc - 5.0mL/MSVOA X/WATER e
ALS Vial : 27 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\82X082120W.M
Title - SW846 8260
35 14.444 2187 2191 2193 rBV3 28006 37567 1.65% 0.251%
36 14.475 2193 2196 2198 rVvVv4 28740 34743 1.53% 0.232%
37 14.511 2198 2202 2204 rVV3 33318 46706 2.05% 0.312%
38 14.542 2204 2207 2213 rVV3 58125 92960 4._.09% 0.621%
39 14.603 2213 2217 2221 rVB 41167 48942 2.15% 0.327%
40 14.651 2221 2225 2231 rBV 140898 163548 7.19% 1.092%
41 14.798 2245 2249 2252 rBV5 21694 35554 1.56% 0.237%
42 14.834 2252 2255 2258 rvv3 35367 43423 1.91% 0.290%
43 14.883 2258 2263 2266 rvVv7 16257 28982 1.27% 0.194%
44 15.139 2301 2305 2309 rBV5 18432 33199 1.46% 0.222%
45 15.225 2315 2319 2321 rBV5 15892 23446 1.03% 0.157%
46 15.255 2321 2324 2328 rVV 109152 139937 6.16% 0.935%
47 15.322 2332 2335 2340 rVB3 35322 45305 1.99% 0.303%
48 16.157 2466 2472 2477 rBV9 11220 25035 1.10% 0.167%
Sum of corrected areas: 14974130
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX090120\

Data File : VX018203.D

Aca On : 01 Sep 2020 19:28

Operator : JC/SP

Sample : L3858-02

Misc - 5.0mL/MSVOA X/WATER e
ALS Vial :© 27 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082120W .M
SW846 8260

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

Abundance TIC: VX018203.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX090120\

Data File : VX018203.D

Aca On - 01 Sep 2020 19:28

Operator : JC/SP

sample - 13858-02

Misc - 5_0mL/MSVOA X/WATER e
ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082120W .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 1 Isooctyl mercaptoacetate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.88 6.50 ug/Il 256161 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isooctvl mercaptoacetate 204 C10H2002S 025103-09-7 86
2 Tridecane. 7-methvl- 198 C14H30 026730-14-3 81
3 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 80
4 Oxalic acid. 2-ethvlhexvl nonvl ... 328 C19H3604 1000309-39-2 80
5 Nonane, 3-methyl- 142 C10H22 005911-04-6 78
Abundance Scan 2098 (13.877 min): VX018203.D (-2094) (-) m/z 57.00 100.00%
g7
5000 4
8 13 13.60 13.80 14.00 14.20
155 : - -
Obrrr et .ﬁwi.qnlwnﬁﬁln..f??@??ﬁ??ﬁ%ﬂ.?ﬂi??? m/z 71.10 78.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #63702: Isooctyl mercaptoacetate
57
4
5000
13.60 13.80 14.00 14.20
112 m/z 43.05 55.22%
Ok 15 “ ‘ fl ‘\ \H‘ “\ 1Ly ‘ 127 145161 204
m/z--> '20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
13.60 13.80 14.00 14.20
5000 41 m/z 41.00 40.91%

112

o 8 127 155 183108
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #19198: Octane, 3,6-dimethyl- L m B
57 13.60 13.80 14.00 14.20
m/z 56.10 30.92%
5000
4 113
oh..2 \ L% J 142
RS Y & P T e T e e L
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX090120\

VX018203.D

01

JC/SP
L3858-02
5.0mL/MSVOA_X/WATER

27

Sep 2020 19:28

HAM-WC-L-VBO1

Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X082120W .M
SW846 8260

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]

Isooctyl mercapto... 13.88 6.5 ug/Il 256161 4 12.07 1970240 50.0
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