
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF071218\
  Data File : BF107337.D                                          
  Acq On    : 12 Jul 2018  14:30
  Operator  : JU/SJ
  Sample    : PB110949BL
  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:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.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   5.172   478  482  502 rBB   124113    173575  10.44%   1.439%
  2   5.578   547  551  573 rBV  1199054   1177343  70.78%   9.759%
  3   6.578   716  721  739 rBV  1142767   1180860  71.00%   9.788%
  4   6.707   739  743  746 rBV  1295643   1179962  70.94%   9.780%
  5   6.925   777  780  787 rBB   344593    299749  18.02%   2.485%
 
  6   7.084   803  807  820 rBB  1075242    973829  58.55%   8.072%
  7   7.495   872  877  897 rBV   783678    795533  47.83%   6.594%
  8   8.213   994  999 1018 rBB   395880    394209  23.70%   3.267%
  9   9.289  1176 1182 1185 rBV  1528849   1505079  90.49%  12.475%
 10   9.978  1294 1299 1309 rVB   471510    466261  28.03%   3.865%
 
 11  10.778  1431 1435 1453 rBV   981232    959108  57.66%   7.950%
 12  11.472  1550 1553 1563 rBV   491832    509370  30.62%   4.222%
 13  13.060  1819 1823 1826 rBV  1660339   1663297 100.00%  13.786%
 14  14.136  2002 2006 2012 rBV   437156    417410  25.10%   3.460%
 15  15.677  2263 2268 2276 rBV   248285    369146  22.19%   3.060%
 
 
 
                        Sum of corrected areas:    12064731
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF071218\
  Data File : BF107337.D                                          
  Acq On    : 12 Jul 2018  14:30
  Operator  : JU/SJ
  Sample    : PB110949BL
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.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_F\DATA\BF071218\
  Data File : BF107337.D                                          
  Acq On    : 12 Jul 2018  14:30
  Operator  : JU/SJ
  Sample    : PB110949BL
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.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.
---------------------------------------------------------------------
  5.17   11.58 ng         173575   1,4-Dichlorobenzene-d4      6.92

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 64
 2 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 28
 3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 23
 4 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
 5 Butane, 1-ethoxy-                   102 C6H14O         000628-81-9 9 
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m/z-->

Abundance Scan 482 (5.172 min): BF107337.D (-478) (-)
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Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
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Abundance #8344: 3-Hexanol, 4-methyl-
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Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
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126.073.0 142.0
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m/z  43.00  100.00%
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m/z  59.00   60.87%
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m/z 101.10   20.06%
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m/z  58.00   15.75%
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m/z  41.00    8.19%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF071218\
  Data File : BF107337.D                                          
  Acq On    : 12 Jul 2018  14:30
  Operator  : JU/SJ
  Sample    : PB110949BL
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.71                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.71   78.73 ng        1179960   1,4-Dichlorobenzene-d4      6.92

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 12
 2 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 3 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 9 
 4 (5-Methyl-2-pyridyl)acetonitrile    132 C8H8N2         1000241-93-9 9 
 5 1-Methylpyrrolo[1,2-a]pyrazine      132 C8H8N2         064608-59-9 9 
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m/z-->

Abundance Scan 743 (6.707 min): BF107337.D (-739) (-)
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Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
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Abundance #14491: 5-Aminoindole
132.0

104.0
66.0 77.051.039.0 115.027.0 89.014.0
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Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
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86.056.0
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m/z 132.10  100.00%
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m/z  68.10   38.69%
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m/z 134.00   32.34%

6.40 6.60 6.80 7.00

m/z  66.00   23.36%

6.40 6.60 6.80 7.00

m/z  69.10   15.26%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF071218\
  Data File : BF107337.D                                          
  Acq On    : 12 Jul 2018  14:30
  Operator  : JU/SJ
  Sample    : PB110949BL
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.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...   5.17    11.6 ng     173575  1   6.92  299749  20.0
unknown6.71            6.71    78.7 ng    1179960  1   6.92  299749  20.0
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