LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX063021\
Data File : VX023046.D

Acqg On : 30 Jun 2021 20:02

Operator : JC/MD

Sample : M2898-02

Misc : 5.0mL/MSVOA_X/WATER MW-10A-062921-FD

ALS Vvial : 26 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\82X062321W.M

Title : SW846 8260

Signal : TIC: VX@23046.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.148 7 10 12 rBV 111028 91794 22.54% 3.697%
2 1.166 12 13 19 rVB 20333 17392 4.27% 0.701%
3 1.270 23 30 42 rBV 38145 144648 35.52% 5.826%
4 1.374 44 47 51 rVB 29811 31289 7.68% 1.260%
5 2.130 169 171 181 rvVvB8 1892 4682 1.15% 0.189%

6 2.550 231 240 247 rBv4 2285 6013 1.48%
7 4.501 548 560 571 rBV 45151 115724 28.42%
8 5.397 695 707 722 rBV2 42065 122008 29.96%
9 5.562 722 734 748 rVB2 69894 196755 48.31%

5.964 790 800 810 rBV2 58621 152069 37.34%
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11  6.769 922 932 947 rBV 127549 296059 72.70% 11.925%
12 8.653 1234 1241 1249 rBV 267077 407238 100.00% 16.404%
13 10.055 1466 1471 1478 rBV 253130 345084 84.74% 13.900%
14 11.085 1634 1640 1650 rBV 198216 245057 60.18% 9.871%
15 12.024 1789 1794 1804 rBV 244021 301114 73.94% 12.129%

16 15.743 2400 2404 2410 rVB6 2673 5700 1.40% ©.230%

Sum of corrected areas: 2482626
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX063021\
Data File : VX023046.D

Acqg On : 30 Jun 2021 20:02

Operator : JC/MD

Sample : M2898-02

Misc : 5.0mL/MSVOA_X/WATER MW-10A-062921-FD

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062321W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VX023046.D\data.ms
250000

200000

150000

.148
100000

5.562
5.964

500001 | 1.2%§74 4.501 5.397
116
2.130 2.550

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 1.20 1.40 1.60 1.80 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

Abundance TIC: VX023046.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX063021\

Data File : VX023046.D

Acqg On : 30 Jun 2021 20:02

Operator JC/MD

Sample : M2898-02 g
Misc : 5.8mL/MSVOA_X/WATER MW-10A-062921-FD

ALS Vvial : 26 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062321W.M
. SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Aminomethanesulfonic acid Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
1.270 36.76 ug/l 144648  Pentafluorobenzene 5.562
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Aminomethanesulfonic acid 111 CHS5SNO3S 013881-91-9 83
2 Sulfur dioxide 64 02S 007446-09-5 83
3 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4
4 Ethene, 1,2-difluoro- 64 C2H2F2 001691-13-0 4
5 Ethyl Chloride 64 C2H5C1 000075-00-3 3
Abundance  Scan 30 (1.270 min): VX023046.D\data.ms (-23) (-) m/z 64.00 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX063021\
Data File : VX023046.D

Acqg On : 30 Jun 2021 20:02

Operator : JC/MD

Sample : M2898-02

Misc : 5.0mL/MSVOA_X/WATER MW-10A-062921-FD

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062321W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11l.L
TIC Integration Parameters: LSCINT.P

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

Aminomethanesul... 1.270 36.8 wug/l 144648 1 5.562 196755 50.0
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