
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072117\
  Data File : BF096946.D                                          
  Acq On    : 21 Jul 2017  16:09
  Operator  : SJ/JU
  Sample    : PB100830BL
  Misc      :  
  ALS Vial  : 11   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-BF071317.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   4.728   462  466  477 rBV   205913    314243  10.34%   1.316%
  2   5.163   535  540  543 rBV  2824677   3040540 100.00%  12.733%
  3   6.210   713  718  721 rBV  2760377   3017720  99.25%  12.638%
  4   6.328   733  738  741 rBV  2986508   2929172  96.34%  12.267%
  5   6.551   773  776  780 rBV   755551    623052  20.49%   2.609%
 
  6   6.710   798  803  806 rBV  2438962   2170624  71.39%   9.090%
  7   7.122   867  873  876 rBV  1837338   1884802  61.99%   7.893%
  8   7.833   990  994  998 rBV   837168    708949  23.32%   2.969%
  9   8.916  1172 1178 1181 rBV  3051644   2908145  95.65%  12.179%
 10   9.580  1286 1291 1295 rBV2  984505    859456  28.27%   3.599%
 
 11  10.369  1420 1425 1428 rBV  1569883   1483483  48.79%   6.213%
 12  11.057  1538 1542 1545 rBV   899148    763303  25.10%   3.197%
 13  12.645  1807 1812 1815 rBV  2229382   2218103  72.95%   9.289%
 14  13.680  1984 1988 1992 rBV   524503    454059  14.93%   1.902%
 15  15.039  2215 2219 2224 rBV   437159    502656  16.53%   2.105%
 
 
 
                        Sum of corrected areas:    23878307
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072117\
  Data File : BF096946.D                                          
  Acq On    : 21 Jul 2017  16:09
  Operator  : SJ/JU
  Sample    : PB100830BL
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317.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_F\DATA\BF072117\
  Data File : BF096946.D                                          
  Acq On    : 21 Jul 2017  16:09
  Operator  : SJ/JU
  Sample    : PB100830BL
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317.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.
---------------------------------------------------------------------
  4.73   10.09 ng         314243   1,4-Dichlorobenzene-d4      6.55

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 59
 2 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 36
 3 3-Hexanol                           102 C6H14O         000623-37-0 33
 4 2-Hexanol, 2-methyl-                116 C7H16O         000625-23-0 28
 5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 25
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m/z-->

Abundance Scan 466 (4.728 min): BF096946.D (-462) (-)
43.0
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101.0
83.051.0
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Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
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Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
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101.029.0

50.0 73.0 86.0
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m/z-->

Abundance #4417: 3-Hexanol
59.0

73.043.031.0

84.051.0 101.0

4.40 4.60 4.80 5.00

m/z  43.00  100.00%

4.40 4.60 4.80 5.00

m/z  59.00   53.48%

4.40 4.60 4.80 5.00

m/z  58.00   14.54%

4.40 4.60 4.80 5.00

m/z 101.00   13.53%

4.40 4.60 4.80 5.00

m/z  41.00    8.15%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072117\
  Data File : BF096946.D                                          
  Acq On    : 21 Jul 2017  16:09
  Operator  : SJ/JU
  Sample    : PB100830BL
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.33                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.33   94.03 ng        2929170   1,4-Dichlorobenzene-d4      6.55

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 12
 3 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 4 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
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m/z-->

Abundance Scan 738 (6.328 min): BF096946.D (-733) (-)
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Abundance #14142: 3-Chloro-6-fluoro-pyrazine
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Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
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41.0 97.0
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m/z-->

Abundance #14491: 5-Aminoindole
132.0

104.0
66.0 77.051.039.0 115.027.0 89.014.0

6.00 6.20 6.40 6.60

m/z 132.00  100.00%

6.00 6.20 6.40 6.60

m/z  68.10   40.66%

6.00 6.20 6.40 6.60

m/z 134.00   33.09%

6.00 6.20 6.40 6.60

m/z  66.00   26.41%

6.00 6.20 6.40 6.60

m/z  69.10   15.74%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072117\
  Data File : BF096946.D                                          
  Acq On    : 21 Jul 2017  16:09
  Operator  : SJ/JU
  Sample    : PB100830BL
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317.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...   4.73    10.1 ng     314243  1   6.55  623052  20.0
unknown6.33            6.33    94.0 ng    2929170  1   6.55  623052  20.0
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