LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@32122\
Data File : VN@71422.D

Acqg On : 21 Mar 2022 16:04

Operator : JC\MD

Sample : N1994-13

Misc : 5.07g/1emL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 9 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@71422.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 2.228 34 41 62 rVvB3 103351 367413 9.23% 1.770%
2 2.804 127 139 141 rBV6 22632 66394 1.67% 0.320%
3 7.128 864 874 890 rVB2 17598 55160 1.39% 0.266%
4 8.010 1013 1024 1029 rBV 470321 1123147 28.21% 5.412%
5 8.075 1029 1035 1057 rVB 946529 2188607 54.98% 10.546%
6 8.428 1085 1095 1108 rBV 576931 1314599 33.02% 6.335%
7 8.645 1126 1132 1143 rVB4 36548 87055  2.19% 0.419%
8 8.957 1176 1185 1202 rBV 1413749 2937897 73.80% 14.157%
9 10.433 1428 1436 1445 rBV 2146062 3980843 100.00% 19.183%
10 10.498 1445 1447 1455 rVB 25798 42126 1.06% 0.203%

11 11.739 1650 1658 1672 rBV 1877124 3340594 83.92% 16.097%
12 12.727 1818 1826 1838 rVB 1473314 2480931 62.32% 11.955%
13 13.668 1979 1986 1997 rBV 1669796 2767616 69.52% 13.336%

Sum of corrected areas: 20752382
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32122\
Data File : VNO©71422.D

Acqg On : 21 Mar 2022 16:04

Operator : JC\MD

Sample : N1994-13

Misc : 5.07g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 9 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: VN071422.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32122\
Data File : VNO©71422.D

Acqg On : 21 Mar 2022 16:04

Operator : JC\MD

Sample : N1994-13

Misc : 5.07g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 9 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
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Peak Number 1 S-2-[4-Glutarimidobutylamin... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.228 8.39 ug/1 367413  Pentafluorobenzene 8.075

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 S-2-[4-Glutarimidobutylamino]eth... 324 C11H20N205S2 ©31701-78-7 83
2 Sulfur dioxide 64 02S 007446-09-5 78
31,1,1,2,2,3,3,4,4,5,5-Undecafluo... 602 C10F2202S 1000486-78-5 74
4 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 64
5 2-Aminoethyl hydrogen sulfate 141 C2H7NO4S 000926-39-6 64

Abundance  Scan 41 (2.228 min): VN071422.D\data.ms (-34) (-) m/z 64.00 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@32122\
Data File : VNO71422.D

Acqg On : 21 Mar 2022 16:04

Operator : JC\MD

Sample : N1994-13

Misc : 5.07g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 9 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|

S-2-[4-Glutarim... 2.228 8.4 ug/l 367413 1 8.075 2188610 50.0
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