LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX011921\
Data File : VX020663.D

Acqg On : 19 Jan 2021 16:54
Operator : JC/SP

Sample : M1125-08 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X011921W.M

Title : SW846 8260

Signal : TIC: VX020663.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.464 705 718 732 rBV 153268 436748 11.62% 4.016%
2 5.629 732 745 757 rW 250214 696799 18.55% 6.408%
3 6.025 799 810 825 rBV 162359 431903 11.50% 3.972%
4 6.830 930 942 956 rBV 387475 928446 24.71%  8.538%
5 8.696 1240 1248 1257 rBV 812943 1281151 34.10% 11.781%

6 10.092 1471 1477 1486 rBV 826339 1136517 30.25% 10.451%
7 11.122 1640 1646 1655 rBV 702750 904164 24.06%  8.314%
8 12.061 1795 1800 1806 rBV 918669 1113023 29.62% 10.235%
9 13.500 2031 2036 2046 rBV2 69119 134620 3.58% 1.238%
10 13.786 2078 2083 2115 rBV 2917443 3757237 100.00% 34.551%

11 15.231 2316 2320 2328 rBV2 36223 54010 1.44% 0.497%

Sum of corrected areas: 10874618
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX011921\
Data File : VX020663.D

Acqg On : 19 Jan 2021 16:54
Operator : JC/SP

Sample : M1125-08 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X011921W.M
Quant Title : SW846 8260

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

Abundance TIC: VX020663.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX011921\
Data File : VX020663.D

Acqg On : 19 Jan 2021 16:54
Operator : JC/SP

Sample : M1125-08 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X011921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 unknownl3.500 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.500 6.05 ug/l 134620 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 43
2 Octane, 3-ethyl-2,7-dimethyl- 170 C12H26 062183-55-5 38
3 1-Heptene, 4-methyl- 112 C8H16 013151-05-8 38
4 Cyclopentane, 1,1,3,3-tetramethyl- 126 C9H18 050876-33-0 38
5 Isobutyl pentyl carbonate 188 C10H2003 178442-32-5 35

Abundance Scan 2036 (13.500 min): VX020663.D\data.ms (-2031) (-  m/z 57.05 100.00%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX011921\
Data File : VX020663.D

Acqg On : 19 Jan 2021 16:54
Operator : JC/SP

Sample : M1125-08 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X011921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 1-Heptanol, 2-propyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.786 168.79 ug/l 3757240 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptanol, 2-propyl- 158 C10H220 010042-59-8 72
2 1-Tridecene 182 C13H26 002437-56-1 46
3 Propanoic acid, 3-mercapto-, 2-e... 218 C11H2202S 050448-95-8 43
4 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 38
5 Oxalic acid, butyl 6-ethyloct-3-... 286 C16H3004 1000309-34-2 38

Abundance Scan 2083 (13.786 min): VX020663.D\data.ms (-2078) (- m/z 43.10 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX011921\
Data File : VX020663.D

Acqg On : 19 Jan 2021 16:54
Operator : JC/SP

Sample : M1125-08 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X011921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11l.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknownl13.500 13.500 6.0 ug/l 134620 4 12.061 1113020 50.0
1-Heptanol, 2-p... 13.786 168.8 ug/l 3757240 4 12.061 1113020 50.0
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