
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102115\
  Data File : BF082401.D                                          
  Acq On    : 21 Oct 2015  13:36
  Operator  : UM/IZ
  Sample    : PB86203BL
  Misc      :  
  ALS Vial  : 3   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_F\METHODS\8270-BF101015.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   4.949   242  246  257 rBV   567475    947693  36.99%   4.610%
  2   5.371   281  283  285 rBV  1904794   1839176  71.79%   8.946%
  3   6.412   371  374  377 rBV  1733615   1713317  66.88%   8.334%
  4   6.537   383  385  387 rBV  2199837   1938686  75.67%   9.430%
  5   6.766   403  405  408 rBV   574811    577845  22.56%   2.811%
 
  6   6.926   416  419  421 rBV  1805297   1643068  64.13%   7.992%
  7   7.337   453  455  458 rBV   973532   1066927  41.65%   5.190%
  8   8.057   516  518  521 rBV   866484    781924  30.52%   3.803%
  9   9.143   610  613  615 rBV  2133233   2462818  96.13%  11.980%
 10   9.818   669  672  674 rBV   963789    940050  36.69%   4.573%
 
 11  10.606   738  741  744 rBV  1386095   1334235  52.08%   6.490%
 12  11.303   799  802  804 rBV  1011883    951034  37.12%   4.626%
 13  11.829   846  848  855 rBV2   36040     60656   2.37%   0.295%
 14  12.618   915  917  921 rBV    17429     32661   1.27%   0.159%
 15  12.904   939  942  945 rBV  2644034   2561930 100.00%  12.462%
 
 16  14.012  1037 1039 1042 rBV   827553    942452  36.79%   4.584%
 17  15.567  1172 1175 1178 rBV   621383    763635  29.81%   3.715%
 
 
                        Sum of corrected areas:    20558107
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102115\
  Data File : BF082401.D                                          
  Acq On    : 21 Oct 2015  13:36
  Operator  : UM/IZ
  Sample    : PB86203BL
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102115\
  Data File : BF082401.D                                          
  Acq On    : 21 Oct 2015  13:36
  Operator  : UM/IZ
  Sample    : PB86203BL
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.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.
---------------------------------------------------------------------
  4.95   32.80 ng         947693   1,4-Dichlorobenzene-d4      6.77

 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, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 23
 3 Guanidine                            59 CH5N3          000113-00-8 9 
 4 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
 5 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 
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5000

m/z-->

Abundance Scan 246 (4.949 min): BF082401.D (-242) (-)
43.1

59.1

101.1

83.169.1
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m/z-->

Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0

101.031.0 83.0
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m/z-->

Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester
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41.0

126.073.0 142.0

20 30 40 50 60 70 80 90 100 110 120 130 140

5000
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Abundance #249: Guanidine
43.0 59.0

28.0

4.60 4.80 5.00 5.20

m/z  43.10  100.00%

4.60 4.80 5.00 5.20

m/z  59.10   65.98%

4.60 4.80 5.00 5.20

m/z 101.10   22.81%

4.60 4.80 5.00 5.20

m/z  58.10   16.67%

4.60 4.80 5.00 5.20

m/z  41.10    8.98%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102115\
  Data File : BF082401.D                                          
  Acq On    : 21 Oct 2015  13:36
  Operator  : UM/IZ
  Sample    : PB86203BL
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  2  unknown6.54                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.54   67.10 ng        1938690   1,4-Dichlorobenzene-d4      6.77

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 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 4-Chloro-2-fluoro-pyrimidine        132 C4H2ClFN2      051422-00-5 9 
 5 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 9 
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Abundance Scan 385 (6.537 min): BF082401.D (-383) (-)
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Abundance #13677: 3-Chloro-6-fluoro-pyrazine
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Abundance #14006: 5-Aminoindole
132.0

104.0
66.0 77.051.039.0 115.027.0 89.014.0
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Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
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m/z  66.10   27.17%

6.20 6.40 6.60 6.80

m/z  69.10   16.89%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102115\
  Data File : BF082401.D                                          
  Acq On    : 21 Oct 2015  13:36
  Operator  : UM/IZ
  Sample    : PB86203BL
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P
 
                                                   |--Internal Standard---|
  TIC Top Hit name      RT  EstConc Units Response |#    RT     Resp  Conc|
----------------------------------------------------------------------------
2-Pentanone, 4-hy...   4.95    32.8 ng     947693  1   6.77  577845  20.0
unknown6.54            6.54    67.1 ng    1938690  1   6.77  577845  20.0
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