LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@32122\
Data File : VN©71419.D

Acqg On : 21 Mar 2022 14:51

Operator : JC\MD

Sample : N1944-05

Misc : 5.03g/1emL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 6 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\82N©30722W.M

Title : SW846 8260

Signal : TIC: VN@71419.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.222 34 40 58 rvB4 63721 245259  6.82%  1.286%
2 2.775 121 134 135 rBV7 20915 60527 1.68% 0.317%
3 7.116 861 872 885 rBv2 16480 52444 1.46% 0.275%
4 8.010 1014 1024 1029 rBV 407527 967838 26.90% 5.075%
5 8.075 1029 1035 1053 rVB 815330 1848826 51.39% 9.694%

8.428 1086 1095 1108 rBV 492856 1131763 31.46% 5
8.557 1111 1117 1119 rBV2 24908 45675 1.27% ©.239%
8.645 1126 1132 1154 rVB4 45272 196349 5.46% 1
8.957 1174 1185 1198 rBV 1222488 2527915 70.27% 13.
10 10.433 1428 1436 1444 rBV 1965185 3597332 100.00% 18.863%

11 11.739 1647 1658 1673 rBV 1823401 3206696 89.14% 16.814%
12 12.727 1815 1826 1836 rVB 1343917 2310327 64.22% 12.114%

13 13.045 1875 1880 1887 rBV3 23300 44817 1.25% 0.235%
14 13.669 1979 1986 1994 rBV 1528196 2600945 72.30% 13.638%
15 13.986 2036 2040 2046 rBV5 24225 41974 1.17% 0.220%
16 14.498 2120 2127 2133 rBV7 22902 40542 1.13% 0.213%
17 14.916 2193 2198 2203 rVV5 22052 44705 1.24% 0.234%
18 15.468 2288 2292 2295 rBV5 18129 37214 1.03% 0.195%
19 15.698 2327 2331 2341 rVB1o 26367 69922 1.94% 0.367%
Sum of corrected areas: 19071070
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32122\
Data File : VN©71419.D

Acqg On : 21 Mar 2022 14:51

Operator : JC\MD

Sample : N1944-05

Misc : 5.03g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©30722W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VN071419.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@32122\
Data File : VN@71419.D

Acqg On : 21 Mar 2022 14:51

Operator JC\MD

Sample : N1944-05

Misc : 5.03g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@30722W.M
: SW846 8260

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P
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Peak Number 1 unknown2.222 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

2.222 6.63 ug/l 245259  Pentafluorobenzene 8.075
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 43
2 Sulfur dioxide 64 02S 007446-09-5 9

3 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 9
4 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9

5 Ethanol, 2-fluoro- 64 C2H5FO 000371-62-0 5
Abundance  Scan 40 (2.222 min): VN071419.D\data.ms (-34) (-) m/z 63.95 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@32122\
Data File : VN@71419.D

Acqg On : 21 Mar 2022 14:51

Operator : JC\MD

Sample : N1944-05

Misc : 5.03g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©30722W.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|

unknown2.222 2.222 6.6 ug/l 245259 1 8.075 1848830 50.0
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