LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42922\
Data File : VN@72271.D

Acqg On : 29 Apr 2022 15:46

Operator : JC\MD

Sample : N2617-20

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 13

Sample Multiplier: 1

Integration Parameters: RTEINT.P

Integrator: RTE
Smoothing : ON
Sampling : 1
Start Thrs: 0.2
Stop Thrs : ©

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N042622W.M
Title : SW846 8260
Signal : TIC: VN@72271.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 2.240 37 43 66 rVB3 34597 141205 12.91% 2.587%
2  4.299 385 393 400 rBv4 4425 12323  1.13% 0.226%
3 4.563 430 438 440 rBV2 8192 13551 1.24% 0.248%
4 5.322 555 567 582 rBV2 11833 43431 3.97% 0.796%
5 7.310 893 905 917 rBV2 20875 61260 5.60% 1.122%
6 8.016 1013 1025 1030 rBV 152556 360754 32.98% 6.609%
7 8.081 1030 1036 1046 rVB 263562 600276 54.87% 10.996%
8 8.434 1087 1096 1108 rBV 189934 428444 39.17%  7.848%
9 8.963 1176 1186 1197 rBV 375775 776968 71.03% 14.233%
10 10.439 1429 1437 1456 rBV 594868 1093916 100.00% 20.039%
11 11.739 1651 1658 1672 rBV 479984 852808 77.96% 15.622%
12 12.727 1817 1826 1835 rBV 341898 568412 51.96% 10.413%
13 13.669 1979 1986 1998 rBV 300150 505581 46.22% 9.262%

Sum of corrected areas: 5458929
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42922\
Data File : VN@72271.D

Acqg On : 29 Apr 2022 15:46
Operator : JC\MD

Sample : N2617-20

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.M
Quant Title : SW846 8260

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

Abundance TIC: VNO72271.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42922\
Data File : VN@72271.D

Acqg On : 29 Apr 2022 15:46
Operator : JC\MD

Sample : N2617-20

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.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.
2.240 11.76 ug/l 141205  Pentafluorobenzene 8.081

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 56
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 56
3 Ethene, 1,2-difluoro- 64 C2H2F2 001691-13-0 9
4 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 7
5 Ethanol, 2-fluoro- 64 C2H5FO 000371-62-0 5

Abundance  Scan 43 (2.240 min): VN072271.D\data.ms (-37) (-) m/z 63.95 100.00%

64.0
48.0
5000
A mana
220 2.40 2.60
Ot e e e e e m/z 48.00 59.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #416: Sulfur dioxide
48.0 64.0
5000 LA L L L BB
220 2.40 2.60
m/z 45.10 39.73%
32.0
O \\‘\\\\‘\\\\‘\\\\‘\\\\}\\\\‘\ 1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6975: Aminomethanesulfonic acid
64.0
48.0
220 2.40 2.60
5000 m/z 46.00 19.65%
0 Ll ., |, 8L0 960 111.0
R E e RARRa T T o A RABARRaEIERE N
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #404: Ethene, 1,2-difluoro- A
64.0 220 2.40 2.60
m/z 44.00 5.96%
5000 45.0
31.0
dase |
AR B e e  aa A B o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 2.20 2.40 2.60

82N042622W.M Mon May 02 14:54:28 2022 Page: 3



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42922\
Data File : VN@72271.D

Acqg On : 29 Apr 2022 15:46
Operator : JC\MD

Sample : N2617-20

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.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 2.240 11.8 wug/l 141205 1 8.081 600276 50.0
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