
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060717\
  Data File : BG027294.D                                          
  Acq On    :  7 Jun 2017  21:55
  Operator  : SJ/MA
  Sample    : I3473-07
  Misc      :  
  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 : 0                          Peak Location: TOP     
 
  If leading or trailing edge < 100 prefer < Baseline drop else tangent >
  Peak separation: 5
 
  Method    : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517.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   3.799    13   19   33 rBV    98025    177347   3.53%   0.788%
  2   5.703   338  343  353 rVB    40721     68634   1.37%   0.305%
  3   6.143   409  418  429 rBV   462744    808416  16.10%   3.592%
  4   7.688   673  681  694 rBV   312496    583798  11.63%   2.594%
  5   8.088   741  749  758 rBV   856581   1604723  31.96%   7.131%
 
  6   8.558   819  829  839 rBV   176047    336900   6.71%   1.497%
  7   8.887   876  885  896 rVB   676919   1266330  25.22%   5.627%
  8   9.721  1019 1027 1041 rVB   673460   1262358  25.14%   5.610%
  9  11.378  1301 1309 1322 rVB   294329    563946  11.23%   2.506%
 10  13.770  1705 1716 1723 rBV  2025800   3356820  66.86%  14.917%
 
 11  14.569  1846 1852 1859 rVB    43655     68733   1.37%   0.305%
 12  15.139  1939 1949 1957 rBV2  509429    870541  17.34%   3.869%
 13  15.327  1975 1981 1988 rVB2   37554     59371   1.18%   0.264%
 14  16.619  2194 2201 2210 rBV  1762017   2898662  57.73%  12.881%
 15  17.888  2409 2417 2429 rVB2  675600   1060457  21.12%   4.713%
 
 16  18.728  2555 2560 2567 rBV3   52676     84238   1.68%   0.374%
 17  19.986  2769 2774 2783 rBV5   30982     54326   1.08%   0.241%
 18  20.468  2848 2856 2862 rBV  3558116   5020859 100.00%  22.312%
 19  21.837  3085 3089 3103 rVB7   26586     56383   1.12%   0.251%
 20  22.271  3156 3163 3172 rVB   617655   1174429  23.39%   5.219%
 
 21  25.955  3779 3790 3805 rVB2  344457   1125659  22.42%   5.002%
 
 
                        Sum of corrected areas:    22502930
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060717\
  Data File : BG027294.D                                          
  Acq On    :  7 Jun 2017  21:55
  Operator  : SJ/MA
  Sample    : I3473-07
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517.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:\HPCHEM1\BNA_G\DATA\BG060717\
  Data File : BG027294.D                                          
  Acq On    :  7 Jun 2017  21:55
  Operator  : SJ/MA
  Sample    : I3473-07
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.70    4.07 ng          68634   1,4-Dichlorobenzene-d4      8.56

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 56
 2 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 38
 3 2-Hexanol, 2-methyl-                116 C7H16O         000625-23-0 28
 4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 23
 5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2        016504-58-8 9 
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m/z-->

Abundance Scan 343 (5.703 min): BG027294.D (-338) (-)
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59.0

101.0
83.0
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Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0

101.031.0 83.0 93.0
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Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0

57.0

101.029.0
15.0 73.0 83.0

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #8358: 2-Hexanol, 2-methyl-
59.0

43.0 101.031.0 83.069.015.0 51.0

5.40 5.60 5.80 6.00

m/z  43.00  100.00%

5.40 5.60 5.80 6.00

m/z  59.00   59.99%

5.40 5.60 5.80 6.00

m/z 101.00   18.97%

5.40 5.60 5.80 6.00

m/z  58.00   16.39%

5.40 5.60 5.80 6.00

m/z  41.00   10.16%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060717\
  Data File : BG027294.D                                          
  Acq On    :  7 Jun 2017  21:55
  Operator  : SJ/MA
  Sample    : I3473-07
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown8.09                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.09   95.26 ng        1604720   1,4-Dichlorobenzene-d4      8.56

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 16
 2 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
 4 Benzene, 1-ethenyl-3,5-dimethyl-    132 C10H12         005379-20-4 9 
 5 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 9 
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Abundance Scan 749 (8.088 min): BG027294.D (-741) (-)
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Abundance #14142: 3-Chloro-6-fluoro-pyrazine
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Abundance #14491: 5-Aminoindole
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104.0
66.0 77.051.039.0 115.027.0 89.014.0
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Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132.0
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91.0
39.0 51.0 65.0 77.0 105.027.0

7.80 8.00 8.20 8.40

m/z 132.00  100.00%

7.80 8.00 8.20 8.40

m/z  68.00   48.78%

7.80 8.00 8.20 8.40

m/z 134.00   32.01%

7.80 8.00 8.20 8.40

m/z  66.00   29.36%

7.80 8.00 8.20 8.40

m/z  69.00   18.77%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060717\
  Data File : BG027294.D                                          
  Acq On    :  7 Jun 2017  21:55
  Operator  : SJ/MA
  Sample    : I3473-07
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517.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|
----------------------------------------------------------------------------
2-Pentanone, 4-hy...   5.70     4.1 ng      68634  1   8.56  336900  20.0
unknown8.09            8.09    95.3 ng    1604720  1   8.56  336900  20.0
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