LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040121\
Data File : VX021726.D

Acqg On : 01 Apr 2021 22:08
Operator : JC/MD

Sample : M1895-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 28 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\82X032421W.M
Title : SW846 8260
Signal : TIC: VX@21726.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 1.593 80 86 90 rVB7 3950 6676 1.80% 0.297%
2 3.170 343 354 363 rBV2 40967 98092 26.49% 4.371%
3 5.464 731 744 760 rVB 45814 128708 34.75% 5.735%
4 5.629 760 772 786 rBV2 66661 187165 50.54%  8.340%
5 6.029 830 840 854 rBV2 48745 128930 34.81% 5.745%
6 6.317 877 889 897 rBvV2 10424 31315 8.46% 1.395%
7 6.829 966 976 987 rBV 114607 268025 72.37% 11.944%
8 8.035 1171 1181 1189 rBV2 8379 17050 4.60% 0.760%
9 8.159 1195 1202 1209 rVB2 3604 6807 1.84% 0.303%
10 8.694 1285 1293 1303 rBV 235331 370341 100.00% 16.503%

11 10.094 1525 1531 1548 rVB 262237 347674 93.88% 15.493%
12 11.118 1699 1705 1715 rBV 209674 262676 70.93% 11.705%
13 12.059 1860 1865 1875 rBV 242681 294549 79.53% 13.126%
14 13.183 2044 2056 2068 rBV 61519 96052 25.94%  4.280%

Sum of corrected areas: 2244060
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: M1895-05
: 5.0mL/MSVOA_X/WATER
. 28

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040121\

: VX021726.D
: 01 Apr 2021 22:08

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032421W.M
. SW846 8260

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040121\
Data File : VX021726.D

Acqg On : 01 Apr 2021 22:08
Operator : JC/MD

Sample : M1895-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032421W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Butane, 2,2,3,3-tetramethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.317 5.84 ug/1 31315 1,4-Difluorobenzene 6.829

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 72
2 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 64
3 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 50
4 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 50
5 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 40
Abundance Scan 889 (6.317 min): VX021726.D\data.ms (-877) (-) m/z 57.00 100.00%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040121\
Data File : VX021726.D

Acqg On : 01 Apr 2021 22:08
Operator : JC/MD

Sample : M1895-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032421W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Hexanoic acid, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.183 16.30 ug/l 96052 1,4-Dichlorobenzene-d4 12.059
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 87
2 Methyl-4-deoxy-2,3-di-0-methyl.b... 218 C9H1406 1000312-09-9 47
3 Heptanoic acid, 2-ethyl- 158 C9H1802 003274-29-1 42
4 Pentanoic acid, 2,4-dimethyl-, m... 144 C8H1602 071672-33-8 40
5 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 40

Abundance Scan 2056 (13.183 min): VX021726.D\data.ms (-2044) (-  m/z 73.00 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040121\
Data File : VX021726.D

Acqg On : 01 Apr 2021 22:08
Operator : JC/MD

Sample : M1895-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 28 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032421W.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|
Butane, 2,2,3,3... 6.317 5.8 ug/l 31315 2 6.829 268025 50.0
Hexanoic acid, ... 13.183 16.3 ug/l 96052 4 12.059 294549 50.0
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