
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030917\
  Data File : BF093486.D                                          
  Acq On    :  9 Mar 2017  20:17
  Operator  : SJ/MA
  Sample    : PB97460BL
  Misc      :  
  ALS Vial  : 6   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-BF030717.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   4.904   262  264  279 rBV   718226   1446395  29.05%   3.252%
  2   5.350   301  303  320 rBV  4396776   4947036  99.35%  11.124%
  3   5.750   336  338  345 rBV    53581     64857   1.30%   0.146%
  4   6.401   393  395  403 rBV  4350294   4718801  94.77%  10.611%
  5   6.516   403  405  408 rVV  4125383   4380572  87.97%   9.850%
 
  6   6.744   423  425  428 rBV  1272346   1212170  24.34%   2.726%
  7   6.904   436  439  441 rBV  3627641   3798096  76.28%   8.541%
  8   7.316   473  475  478 rBV  2520901   3050453  61.26%   6.859%
  9   8.036   536  538  540 rBV  1515306   1544736  31.02%   3.474%
 10   9.110   629  632  634 rBV  4933645   4979425 100.00%  11.197%
 
 11   9.739   681  687  689 rBV    37927    107021   2.15%   0.241%
 12   9.785   689  691  693 rVB  1799292   1686765  33.87%   3.793%
 13  10.573   757  760  763 rBV  2383052   2690413  54.03%   6.050%
 14  11.270   818  821  823 rBV  1751728   1746897  35.08%   3.928%
 15  12.848   957  959  962 rBV  3493223   4906597  98.54%  11.033%
 
 16  13.876  1046 1049 1050 rBV    54601     55688   1.12%   0.125%
 17  13.911  1050 1052 1054 rVV  1542831   1631899  32.77%   3.670%
 18  15.317  1172 1175 1184 rBV  1209614   1503129  30.19%   3.380%
 
 
                        Sum of corrected areas:    44470950
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030917\
  Data File : BF093486.D                                          
  Acq On    :  9 Mar 2017  20:17
  Operator  : SJ/MA
  Sample    : PB97460BL
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030717.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\BF030917\
  Data File : BF093486.D                                          
  Acq On    :  9 Mar 2017  20:17
  Operator  : SJ/MA
  Sample    : PB97460BL
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030717.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.
---------------------------------------------------------------------
  4.90   23.86 ng        1446400   1,4-Dichlorobenzene-d4      6.74

 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 42
 3 2-Hexanol, 2-methyl-                116 C7H16O         000625-23-0 33
 4 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 33
 5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 32
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5000

m/z-->

Abundance Scan 264 (4.904 min): BF093486.D (-262) (-)
43.0

59.1

101.1
83.151.0 69.2
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5000

m/z-->

Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0
101.027.0 83.051.0 67.0 91.035.0
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Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59.0

41.0
101.029.0

50.0 73.0 86.0
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5000

m/z-->

Abundance #8116: 2-Hexanol, 2-methyl-
59.0

101.0
41.031.0 83.069.015.0 51.0

4.60 4.80 5.00 5.20

m/z  43.05  100.00%

4.60 4.80 5.00 5.20

m/z  59.10   55.71%

4.60 4.80 5.00 5.20

m/z  58.00   14.46%

4.60 4.80 5.00 5.20

m/z 101.10   14.35%

4.60 4.80 5.00 5.20

m/z  41.05    8.84%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030917\
  Data File : BF093486.D                                          
  Acq On    :  9 Mar 2017  20:17
  Operator  : SJ/MA
  Sample    : PB97460BL
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030717.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.52                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.52   72.28 ng        4380570   1,4-Dichlorobenzene-d4      6.74

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 12
 3 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 4 (5-METHYL-2-PYRIDYL)ACETONITRILE    132 C8H8N2         1000241-93-9 10
 5 1,2,3-Trifluorobenzene              132 C6H3F3         001489-53-8 9 
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Abundance Scan 405 (6.516 min): BF093486.D (-403) (-)
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Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0

69.0
104.0

51.031.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140

5000

m/z-->

Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0

105.033.0 44.0
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86.056.0
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Abundance #14006: 5-Aminoindole
132.0

104.0
66.0 77.051.039.0 115.027.0 89.014.0

6.20 6.40 6.60 6.80

m/z 132.10  100.00%

6.20 6.40 6.60 6.80

m/z  68.10   48.86%

6.20 6.40 6.60 6.80

m/z 134.10   31.80%

6.20 6.40 6.60 6.80

m/z  66.05   31.53%

6.20 6.40 6.60 6.80

m/z  69.10   19.48%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030917\
  Data File : BF093486.D                                          
  Acq On    :  9 Mar 2017  20:17
  Operator  : SJ/MA
  Sample    : PB97460BL
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030717.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...   4.90    23.9 ng    1446400  1   6.74 1212170  20.0
unknown6.52            6.52    72.3 ng    4380570  1   6.74 1212170  20.0
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