LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN101122\
Data File : VN©74849.D

Acqg On : 11 Oct 2022 15:54
Operator : JC\MD

Sample : VN1ellwBLe1

Misc : 5.0mL/MSVOA_N/WATER

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\82N100522W.M

Title : SW846 8260

Signal : TIC: VN@74849.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.318 39 45 52 rBV2 38325 79705 1.89% 0.466%
2 2.847 125 135 136 rBV3 125731 318851 7.57% 1.865%
3 7.453 906 918 926 rBV 19800 62048 1.47% 0.363%
4 8.177 1029 1041 1046 rBV2 517088 1270089 30.14% 7.429%
5 8.235 1046 1051 1063 rVB 598385 1288837 30.58% 7.539%

6 8.588 1101 1111 1121 rBV2 608249 1447804 34.35%  8.469%
7 9.106 1190 1199 1209 rBV 835426 1726538 40.97% 10.099%
8 10.571 1439 1448 1458 rBV 2245167 4214281 100.00% 24.651%
9 11.870 1661 1669 1679 rVB 1250649 2296661 54.50% 13.434%
@ 12.853 1827 1836 1847 rBV 1280528 2242855 53.22% 13.119%

11 13.794 1989 1996 2011 rVB 1244316 2148270 50.98% 12.566%

Sum of corrected areas: 17095939
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

: VN1011wBLO1
: 5.0mL/MSVOA_N/WATER
: 3  Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN101122\

: VNO74849.D
: 11 Oct 2022 15:54

JC\MD

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N100522W.M
Quant Title : SW846 8260

TIC Library : 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\VN101122\
Data File : VN@74849.D

Acqg On : 11 Oct 2022 15:54

Operator : JC\MD

Sample : VN1eliwBLe1

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 3  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N100522W.M

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 1 Thiosulfuric acid (H2S203),... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
2.847 12.37 ug/l 318851  Pentafluorobenzene 8.235
Hit# of 5 Tentative ID MW MolForm CASH# Qual

hiosulfuric acid (H2S203), S-(2... 320 C11H16N203S3  ©40284-00-2 86
1,1,2,2,3,3,4,4,5,5-Undecafluo... 602 C10F2202S 1000486-78-5 78

1.

Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 78
-Aminoethyl hydrogen sulfate 141 C2H7NO4S 000926-39-6 64
ulfur dioxide 64 02S 007446-09-5 64

Abundance Scan 135 (2.847 min): VN074849.D\data.ms (-125) (-) m/z 64.00 100.00%
64.0
5000 [J\\W\
R RRSEEREEE
122.0 2.60 2.80 3.00 3.20
obbhh, 1220 19102506 3291 4349 8308 ., 4305 48.00%
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Abundance #223755: Thiosulfuric acid (H2S203), S-(2-imino-2-((2-((¢
64.0
5000 UL L L I I BN R
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138.0 m/z 49.20 12.22%
O\\\‘”f\\“‘\!‘“\‘\\\‘Ll\‘l\\\\\‘\2\3\6\.‘9\\\3‘\2\0\.\0‘\\\\‘\\\\‘\\\\‘\\\\‘\
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Abundance #346620: 1,1,1,2,2,3,3,4,4,5,5-Undecafluoro-5-(undecafly
64.0
2.60 2.80 3.00 3.20
5000 m/z 45.05 8.92%
131.0
ol by 200 a0
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Abundance #44548: L-Alanine, 3-sulfo- A REmamE R
64.0 2.60 2.80 3.00 3.20
m/z 63.10 7.19%
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0 L, 124.0
e e e
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN101122\
Data File : VN@74849.D

Acqg On : 11 Oct 2022 15:54
Operator : JC\MD

Sample : VN1011WBLO1

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N100522W.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|

Thiosulfuric ac... 2.847 12.4 wug/l 318851 1  8.235 1288840 50.0
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