
                                                    LSC Area Percent Report
 
  Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV111422\
  Data File : VV028948.D                                          
  Acq On    : 14 Nov 2022  19:14
  Operator  : SY/MD
  Sample    : N5592-21
  Misc      : 25.0mL/MSVOA_V/WATER
  ALS Vial  : 24   Sample Multiplier: 1
 
  Integration Parameters: rteint.p
  Integrator: RTE
  Smoothing : ON                             Filtering: 5
  Sampling  : 1                               Min Area: 3 % of largest Peak
  Start Thrs: 0.1                            Max Peaks: 100
  Stop Thrs : 0                          Peak Location: TOP     
 
  If leading or trailing edge < 100 prefer < Baseline drop else tangent >
  Peak separation: 5
 
  Method    : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
  Title     : TRACE VOA SFAM1.0
 
  Signal     : TIC: VV028948.D\data.ms
 
 peak  R.T. first  max last  PK   peak      corr.   corr.    % of
   #   min   scan scan scan  TY  height     area    % max.   total
 ---  ----- ----- ---- ---- ---  -------   -------  ------  -------
  1   1.307    68   83  103 rBV    89583    109016   9.73%   1.350%
  2   1.449   111  127  144 rBV2   22956     92745   8.28%   1.149%
  3   1.568   157  164  179 rVB    95410    111693   9.97%   1.384%
  4   1.751   211  221  239 rVB   853132   1120618 100.00%  13.881%
  5   2.108   321  332  348 rVB   177017    260464  23.24%   3.226%
 
  6   3.886   875  885  930 rBV    79316    267215  23.85%   3.310%
  7   4.343  1010 1027 1056 rBV2  146404    385390  34.39%   4.774%
  8   5.043  1229 1245 1274 rBV2  327289    824449  73.57%  10.212%
  9   5.613  1411 1422 1452 rBV   282497    587047  52.39%   7.272%
 10   6.066  1546 1563 1598 rBV   182174    384775  34.34%   4.766%
 
 11   6.985  1838 1849 1882 rBV    76617    153057  13.66%   1.896%
 12   7.310  1939 1950 1977 rBV   384431    701052  62.56%   8.684%
 13   7.622  2037 2047 2068 rBV    43121     83417   7.44%   1.033%
 14   7.973  2144 2156 2176 rVB2   91567    156235  13.94%   1.935%
 15   8.088  2180 2192 2234 rBV   304173    704917  62.90%   8.732%
 
 16   8.847  2416 2428 2455 rBV   414818    697642  62.26%   8.642%
 17  10.210  2840 2852 2875 rBV   140454    225304  20.11%   2.791%
 18  11.243  3161 3173 3196 rBV   388157    636991  56.84%   7.890%
 19  11.616  3277 3289 3312 rBV   355404    571085  50.96%   7.074%
 
 
                        Sum of corrected areas:     8073112
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                                          LSC Report - Integrated Chromatogram

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV111422\
  Data File : VV028948.D                                          
  Acq On    : 14 Nov 2022  19:14
  Operator  : SY/MD
  Sample    : N5592-21
  Misc      : 25.0mL/MSVOA_V/WATER
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
  Quant Title  : TRACE VOA SFAM1.0

  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_V\Data\VV111422\
  Data File : VV028948.D                                          
  Acq On    : 14 Nov 2022  19:14
  Operator  : SY/MD
  Sample    : N5592-21
  Misc      : 25.0mL/MSVOA_V/WATER
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
  Quant Title  : TRACE VOA SFAM1.0

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

*********************************************************************
Peak Number  1  unknown-01                      Concentration Rank  2

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  1.449    0.79 ug/L        92745   1,4-Difluorobenzene         5.613

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 (N-(-2-Acetamido))-2-aminoethane... 182 C4H10N2O4S     007365-82-4 9 
 2 2-Aminoethyl hydrogen sulfate       141 C2H7NO4S       000926-39-6 9 
 3 Aminomethanesulfonic acid           111 CH5NO3S        013881-91-9 9 
 4 L-Alanine, 3-sulfo-                 169 C3H7NO5S       000498-40-8 9 
 5 Sulfur dioxide                       64 O2S            007446-09-5 7 

20 40 60 80 100 120 140 160
0

5000

m/z-->

Abundance Scan 127 (1.449 min): VV028948.D\data.ms (-111) (-)
63.9

95.0 129.944.0

20 40 60 80 100 120 140 160
0

5000

m/z-->

Abundance #57053: (N-(-2-Acetamido))-2-aminoethanesulfonic acid
64.0

30.0

96.0
119.012.0 145.0 165.0

20 40 60 80 100 120 140 160
0

5000

m/z-->

Abundance #21639: 2-Aminoethyl hydrogen sulfate
64.0

42.0 93.0 111.0

20 40 60 80 100 120 140 160
0

5000

m/z-->

Abundance #6974: Aminomethanesulfonic acid
64.0

17.0

42.0 96.0

1.20 1.40 1.60 1.80

m/z  63.90  100.00%

1.20 1.40 1.60 1.80

m/z  48.00   39.21%

1.20 1.40 1.60 1.80

m/z  95.00    9.19%

1.20 1.40 1.60 1.80

m/z  65.90    5.99%

1.20 1.40 1.60 1.80

m/z 129.90    4.64%

SFAMVTR111122WMA.M Wed Nov 16 16:00:46 2022                                                      Page: 3

Instrument :
MSVOA_V
ClientSampleId :
H0AE1

Instrument :
MSVOA_V
ClientSampleId :
H0AE1

Instrument :
MSVOA_V
ClientSampleId :
H0AE1

Instrument :
MSVOA_V
ClientSampleId :
H0AE1

Instrument :
MSVOA_V
ClientSampleId :
H0AE1



                                      Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV111422\
  Data File : VV028948.D                                          
  Acq On    : 14 Nov 2022  19:14
  Operator  : SY/MD
  Sample    : N5592-21
  Misc      : 25.0mL/MSVOA_V/WATER
  ALS Vial  : 24   Sample Multiplier: 1
 
  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR111122WMA.M
  Quant Title  : TRACE VOA SFAM1.0
 
  TIC Library   : C:\Database\NIST20.L
  TIC Integration Parameters: LSCINT.P
 
                                                   |--Internal Standard---|
  TIC Top Hit name      RT  EstConc Units Response |#    RT     Resp  Conc|
----------------------------------------------------------------------------
unknown-01           1.449     0.8  ug/L    92745   1   5.613  587047   5.0
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