
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG092017\
  Data File : BG028837.D                                          
  Acq On    : 20 Sep 2017  18:33
  Operator  : SJ/JU
  Sample    : PB102470TB
  Misc      :  
  ALS Vial  : 15   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-BG091217.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   5.392   302  307  317 rBV    90578    145329   4.79%   1.057%
  2   5.856   379  386  400 rBV   585870    997513  32.88%   7.257%
  3   7.443   647  656  671 rBV   586319   1054123  34.75%   7.669%
  4   7.825   711  721  731 rBV   579733   1016091  33.50%   7.392%
  5   8.289   793  800  811 rVB   122202    207437   6.84%   1.509%
 
  6   8.618   847  856  864 rVB   414817    756963  24.95%   5.507%
  7   9.458   991  999 1011 rBV   329628    628967  20.73%   4.576%
  8  11.109  1271 1280 1292 rBV   153860    283103   9.33%   2.060%
  9  13.530  1684 1692 1702 rBV  1046757   1686793  55.61%  12.272%
 10  14.910  1919 1927 1935 rBV2  263140    444124  14.64%   3.231%
 
 11  16.397  2173 2180 2198 rBV   876610   1475959  48.66%  10.738%
 12  17.660  2388 2395 2404 rBV   396311    626813  20.66%   4.560%
 13  20.245  2829 2835 2849 rBV  2253306   3033516 100.00%  22.069%
 14  21.984  3124 3131 3147 rBV2  396735    734030  24.20%   5.340%
 15  25.451  3711 3721 3735 rBV2  191744    654686  21.58%   4.763%
 
 
 
                        Sum of corrected areas:    13745447
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG092017\
  Data File : BG028837.D                                          
  Acq On    : 20 Sep 2017  18:33
  Operator  : SJ/JU
  Sample    : PB102470TB
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG091217.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\BG092017\
  Data File : BG028837.D                                          
  Acq On    : 20 Sep 2017  18:33
  Operator  : SJ/JU
  Sample    : PB102470TB
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG091217.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.39   14.01 ng         145329   1,4-Dichlorobenzene-d4      8.29

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 50
 2 1,2-Butanediol                       90 C4H10O2        000584-03-2 17
 3 Butanamide, 3,3-dimethyl-           115 C6H13NO        000926-04-5 17
 4 Oxirane, tetramethyl-               100 C6H12O         005076-20-0 9 
 5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2        016504-58-8 9 
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5000

m/z-->

Abundance Scan 307 (5.392 min): BG028837.D (-302) (-)
43.0

59.1

101.1

83.1 188.3152.7
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5000
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Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
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Abundance #2296: 1,2-Butanediol
59.0

31.0

45.0 117.089.073.0
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5000

m/z-->

Abundance #7828: Butanamide, 3,3-dimethyl-
59.0

41.0

27.0 100.0 115.084.0

5.00 5.20 5.40 5.60 5.80

m/z  43.05  100.00%

5.00 5.20 5.40 5.60 5.80

m/z  59.10   70.52%

5.00 5.20 5.40 5.60 5.80

m/z 101.10   21.89%

5.00 5.20 5.40 5.60 5.80

m/z  58.10   17.21%

5.00 5.20 5.40 5.60 5.80

m/z  41.10    8.49%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG092017\
  Data File : BG028837.D                                          
  Acq On    : 20 Sep 2017  18:33
  Operator  : SJ/JU
  Sample    : PB102470TB
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG091217.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown7.82                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.82   97.97 ng        1016090   1,4-Dichlorobenzene-d4      8.29

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 12
 2 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 3 (5-Methyl-2-pyridyl)acetonitrile    132 C8H8N2         1000241-93-9 10
 4 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 10
 5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
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5000

m/z-->

Abundance Scan 720 (7.819 min): BG028837.D (-711) (-)
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Abundance #14144: 5-Fluoro-2-chloropyrimidine
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Abundance #52379: Tranylcypromine-propionyl
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Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile
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7.40 7.60 7.80 8.00 8.20

m/z 132.10  100.00%

7.40 7.60 7.80 8.00 8.20

m/z  68.10   46.36%

7.40 7.60 7.80 8.00 8.20

m/z  66.10   33.73%

7.40 7.60 7.80 8.00 8.20

m/z 134.00   29.83%

7.40 7.60 7.80 8.00 8.20

m/z  69.10   19.70%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG092017\
  Data File : BG028837.D                                          
  Acq On    : 20 Sep 2017  18:33
  Operator  : SJ/JU
  Sample    : PB102470TB
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG091217.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...   5.39    14.0 ng     145329  1   8.29  207437  20.0
unknown7.82            7.82    98.0 ng    1016090  1   8.29  207437  20.0
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