LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121421\
Data File : VN@70072.D

Acqg On : 14 Dec 2021 15:35

Operator : JC/MD

Sample : M5029-03

Misc : 4.05g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 12 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_N\methods\82N120221W.M

Title : SW846 8260

Signal : TIC: VNO70072.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.228 75 89 132 rBvV2 153803 574170  7.26% 1.336%
2 7.351 1975 1999 2025 rBvV 76407 236451 2.99% 0.550%
3 8.016 2224 2247 2258 rBV 767713 1872657 23.68% 4.357%
4 8.078 2259 2270 2307 rVB 1412796 3250683 41.11% 7.563%
5 8.432 2379 2402 2432 rBV 1005251 2317471 29.31% 5.392%

6 8.649 2468 2483 2507 rBV2 54142 131022 1.66% ©.305%
7 8.963 2580 2600 2630 rBV 2453078 5159651 65.25% 12.005%
8 10.440 3128 3151 3170 rBV 4183408 7818635 98.88% 18.191%
9 11.744 3618 3637 3671 rBV 4421078 7907366 100.00% 18.397%
0 12.733 3987 4006 4028 rBV 3546722 6074861 76.83% 14.134%

11 13.675 4340 4357 4385 rBV 4384913 7409982 93.71% 17.240%
12 15.504 5017 5039 5057 rBV 109656 227890  2.88% 0.530%

Sum of corrected areas: 42980839
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: M5029-03
: 4.05g/1emL/100ulL/5.00mL/MSVOA_N/MEOH
12

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121421\

: VN@70072.D
: 14 Dec 2021 15:35

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121421\
Data File : VN@70072.D

Acqg On : 14 Dec 2021 15:35

Operator : JC/MD

Sample : M5029-03

Misc : 4.05g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.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.
2.228 8.83 ug/1 574170  Pentafluorobenzene 8.078

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 86
2 1,1,1,2,2,3,3,4,4,5,5-Undecafluo... 602 ClOF2202S 1000486-78-5 74
3 S-2-[4-Glutarimidobutylamino]eth... 324 C11H2ON205S2 ©31701-78-7 74
4 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 64
5 4,6-Diamino-5-pyrimidinyl hydrog... 206 C4H6N404S 071525-41-2 9

Abundance  Scan 89 (2.228 min): VN070072.D\data.ms (-75) (-) m/z 63.90 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121421\
Data File : VN@70072.D

Acqg On : 14 Dec 2021 15:35

Operator : JC/MD

Sample : M5029-03

Misc : 4.05g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.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 2.228 8.8 ug/l 574176 1 8.078 3250680 50.0
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