
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG080718\
  Data File : BG036174.D                                          
  Acq On    :  7 Aug 2018  22:59
  Operator  : JU/SJ
  Sample    : J4303-02
  Misc      :  
  ALS Vial  : 12   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 : 0                          Peak Location: TOP     
 
  If leading or trailing edge < 100 prefer < Baseline drop else tangent >
  Peak separation: 5
 
  Method    : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
  Signal    : TIC
 
 peak  R.T. first  max last  PK   peak      corr.   corr.    % of
   #   min   scan scan scan  TY  height     area    % max.   total
 ---  ----- ----- ---- ---- ---  -------   -------  ------  -------
  1   5.128   308  313  320 rBV2   24743     38992   1.22%   0.334%
  2   5.598   385  393  408 rBV   204332    400721  12.53%   3.429%
  3   7.178   655  662  679 rBV   125727    271819   8.50%   2.326%
  4   7.543   714  724  741 rBV   444186    813675  25.43%   6.962%
  5   8.007   796  803  813 rBV   103839    183636   5.74%   1.571%
 
  6   8.330   851  858  869 rBV   424560    757789  23.69%   6.484%
  7   9.170   994 1001 1014 rBV   323304    657721  20.56%   5.628%
  8  10.815  1273 1281 1293 rBV   102664    220291   6.89%   1.885%
  9  13.253  1689 1696 1711 rBV   931452   1549073  48.42%  13.254%
 10  14.633  1924 1931 1943 rBV2  200258    351830  11.00%   3.010%
 
 11  16.125  2178 2185 2198 rBV   860707   1442432  45.09%  12.342%
 12  17.376  2392 2398 2406 rBV2  301478    508024  15.88%   4.347%
 13  19.985  2835 2842 2850 rBV  2377797   3199310 100.00%  27.374%
 14  21.283  3059 3063 3070 rBV9   18529     48482   1.52%   0.415%
 15  21.635  3117 3123 3131 rBV2  336967    608787  19.03%   5.209%
 
 16  23.885  3501 3506 3514 rVB8   15580     38161   1.19%   0.327%
 17  24.825  3655 3666 3679 rBV2  192925    596637  18.65%   5.105%
 
 
                        Sum of corrected areas:    11687380
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG080718\
  Data File : BG036174.D                                          
  Acq On    :  7 Aug 2018  22:59
  Operator  : JU/SJ
  Sample    : J4303-02
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\Database\NIST11.L
  TIC Integration Parameters: LSCINT.P
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG080718\
  Data File : BG036174.D                                          
  Acq On    :  7 Aug 2018  22:59
  Operator  : JU/SJ
  Sample    : J4303-02
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  unknown5.13                     Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.13    4.25 ng          38992   1,4-Dichlorobenzene-d4      8.01

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Guanidine                            59 CH5N3          000113-00-8 47
 2 6-Nitrohexan-2-ol                   147 C6H13NO3       062224-53-7 33
 3 Methyl 2,5,8,11-tetraoxatridecan... 236 C10H20O6       1000366-78-2 33
 4 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 33
 5 Pentanal, oxime                     101 C5H11NO        000628-79-5 25
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m/z-->

Abundance Scan 313 (5.128 min): BG036174.D (-308) (-)
43.1

101.2

207.2 252.3
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Abundance #256: Guanidine
59.0
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40.0
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Abundance #22382: 6-Nitrohexan-2-ol
59.0

85.031.0

132.0109.0
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5000

m/z-->

Abundance #90116: Methyl 2,5,8,11-tetraoxatridecan-13-oate
59.0

117.0

29.0 87.0 147.0 177.0

4.80 5.00 5.20 5.40

m/z  43.15  100.00%

4.80 5.00 5.20 5.40

m/z  59.15   79.76%

4.80 5.00 5.20 5.40

m/z 101.15   33.16%

4.80 5.00 5.20 5.40

m/z  58.15   19.30%

4.80 5.00 5.20 5.40

m/z  41.15    9.66%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG080718\
  Data File : BG036174.D                                          
  Acq On    :  7 Aug 2018  22:59
  Operator  : JU/SJ
  Sample    : J4303-02
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown7.54                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.54   88.62 ng         813675   1,4-Dichlorobenzene-d4      8.01

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 27
 2 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 22
 3 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 16
 4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2         022291-85-6 12
 5 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 12
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Abundance Scan 724 (7.543 min): BG036174.D (-714) (-)
132.2

68.2

96.2
40.1

117.2 193.2

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
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Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0

63.0 104.039.0 78.015.0
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Abundance #14144: 5-Fluoro-2-chloropyrimidine
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m/z 132.15  100.00%
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m/z  66.15   34.89%
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m/z  69.15   24.19%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG080718\
  Data File : BG036174.D                                          
  Acq On    :  7 Aug 2018  22:59
  Operator  : JU/SJ
  Sample    : J4303-02
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
  TIC Library   : C:\Database\NIST11.L
  TIC Integration Parameters: LSCINT.P
 
                                                   |--Internal Standard---|
  TIC Top Hit name      RT  EstConc Units Response |#    RT     Resp  Conc|
----------------------------------------------------------------------------
unknown5.13            5.13     4.3 ng      38992  1   8.01  183636  20.0
unknown7.54            7.54    88.6 ng     813675  1   8.01  183636  20.0
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