LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050123\
Data File : VX035430.D

Acqg On : 01 May 2023 11:09

Operator : JC/MD

Sample : VX0501MBLO1

Misc : 5.00g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 3  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\82X042523W.M

Title : SW846 8260

Signal : TIC: VX@35430.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.295 25 34 56 rBV 18358 82762 5.76% 1.047%
2 5.379 693 704 719 rBV 159756 473879 32.99% 5.997%
3 5.544 721 731 747 rVB 285705 818028 56.95% 10.352%
4 5.952 787 798 819 rBV 173022 459357 31.98% 5.813%
5 6.757 919 930 945 rBV 442310 1058528 73.70% 13.396%

6 8.647 1233 1240 1256 rBV 927343 1436337 100.00% 18.177%
7 10.049 1465 1470 1484 rBV 869113 1249646 87.00% 15.814%
8 11.079 1634 1639 1653 rBV 783886 989735 68.91% 12.525%
9 12.018 1788 1793 1802 rBV 921472 1222098 85.08% 15.466%

10 12.335 1839 1845 1851 rVB3 12600 17804 1.24% 0.225%

11 13.286 1996 2001 2007 rVB 12865 14989 1.04% 0.190%

12 13.725 2068 2073 2077 rBV2 21782 27318 1.90% 0.346%

13 13.780 2077 2082 2087 rVV 25868 34743 2.42% 0.440%

14 13.963 2104 2112 2118 rBV2 13080 16848 1.17% 0.213%
Sum of corrected areas: 7902072
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050123\
Data File : VX@35430.D

Acqg On : 01 May 2023 11:09

Operator : JC/MD

Sample : VX0501MBLO1

Misc : 5.00g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042523W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VX035430.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050123\
Data File : VX@35430.D

Acqg On : 01 May 2023 11:09

Operator : JC/MD

Sample : VX0501MBLO1

Misc : 5.00g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042523W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Sulfur dioxide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.295 5.06 ug/l 82762  Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 90
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 74
3 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 5
5 Ethyl Chloride 64 C2H5C1 000075-00-3 3

Abundance  Scan 34 (1.295 min): VX035430.D\data.ms (-25) (-) m/z 63.90 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050123\
Data File : VX@35430.D

Acqg On : 01 May 2023 11:09

Operator : JC/MD

Sample : VX0501MBLO1

Misc : 5.00g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042523W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|

Sulfur dioxide 1.295 5.1 ug/l 82762 1 5.550 818028 50.0
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