LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111924\
Data File : VN©84936.D

Acq On : 19 Nov 2024 10:43

Operator : JC\MD

Sample : VN1119MBLO1

Misc : 5.00g/10mL/100uL/5.00mL/MSVOA_N/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_N\methods\82N103024W.M

Title : SW846 8260

Signal : TIC: VNe84936.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 2.289 51 57 74 rVB2 20913 54231 6.04% 1.095%
2 2.818 138 147 148 rBV6 9075 17445 1.94% 0.352%
3 7.230 887 897 906 rBV2 4938 14542 1.62% 0.294%
4 8.159 1046 1055 1060 rBV 137520 333706 37.14% 6.740%
5 8.218 1060 1065 1078 rVB 238305 525595 58.49% 10.616%
6 8.577 1116 1126 1134 rBV 145949 336973 37.50% 6.806%
7 8.765 1144 1158 1159 rBV3 8767 26987 3.00% 0.545%
8 9.094 1206 1214 1226 rBV 351057 710560 79.08% 14.352%
9 10.565 1455 1464 1472 rBV 493467 898535 100.00% 18.149%
10 11.865 1676 1685 1698 rVB 444473 782751 87.11% 15.810%

11 12.847 1844 1852 1861 rVB 339537 569723 63.41% 11.507%
12 13.788 2006 2012 2021 rVB 380286 642621 71.52% 12.980%

13 15.388 2279 2284 2289 rBV4 5240 9995 1.11% 0.202%

14 15.641 2318 2327 2334 rVB 8544 15982 1.78% ©.323%

15 15.841 2353 2361 2366 rVB6 5872 11291 1.26% 0.228%
Sum of corrected areas: 4950937
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111924\

: VNO84936.D

: 19 Nov 2024 10:43

: JC\MD

: VN1119MBLO1

: 5.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH
: 3  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N103024W.M

Quant Title

TIC Library

: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

400000

300000

200000

100000

TIC: VN084936.D\data.ms

2.289 28

0

Time--> 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80

Abundance

400000

300000

200000

100000

TIC: VN084936.D\data.ms

9.094

8.218

8.1 8.577

10.

b65

0
Time-->

—T —T
7.00 7.50 8.00 8.50 9.00 9.50

L
10.00

1 T —
10.50 11.00 11.50

Abundance

400000

Time-->

TIC: VN084936.D\data.ms

82N103024W.M Wed Nov 20 14:46:05 2024

Page: 2




Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ N\Data\VN111924\
Data File : VN©84936.D

Acqg On : 19 Nov 2024 10:43

Operator : JC\MD

Sample : VN1119MBLO1

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

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N103024W.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.
2.289 5.16 ug/1 54231 Pentafluorobenzene 8.218

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Sulfur dioxide 64 02S 007446-09-5 56

2 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 9

3 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9

4 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 7
5 Ethene, 1,2-difluoro- 64 C2H2F2 001691-13-0 5

Abundance  Scan 57 (2.289 min): VN084936.D\data.ms (-51) (-) m/z 63.95 100.00%

64.0
5000 454

2.20 2.40 2.60

r---r—rr "t m/z 48.00 47.31%
m/z--> 20 40 60 80 100 120 140 160
Abundance #415: Sulfur dioxide
64.0
5000 LA L L L L L
2.20 2.40 2.60

m/z 45.10 40.37%

32.0
0“‘1\“!‘\“‘”\“‘w“‘w“‘w“‘w“‘w”“
m/z--> 20 40 60 80 100 120 140 160
Abundance
64.0
[

2.20 2.40 2.60
5000 m/z 46.10 26.64%

TTTT TTTT ‘ T TT ‘ TTTT ‘ L ‘ L ‘ L TTTT L
m/z--> k
Abundance #44547: L-Alanine, 3-sulfo-

m/z 66.00 4.93%

N | ||l

m/z-->

82N103024W.M Wed Nov 20 14:46:06 2024 Page: 3



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111924\
Data File : VN©84936.D

Acq On : 19 Nov 2024 10:43

Operator : JC\MD

Sample : VN1119MBLO1

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

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N103024W.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 2.289 5.2 ug/l 54231 1 8.218 525595 50.0
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