
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070517\
  Data File : BF096474.D                                          
  Acq On    :  5 Jul 2017  10:45
  Operator  : SJ/MA
  Sample    : PB100369BL
  Misc      :  
  ALS Vial  : 4   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-BF070117.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   4.916   473  481  489 rBV   370500    584932  17.19%   2.018%
  2   5.334   547  552  555 rBV  3128581   3208374  94.31%  11.071%
  3   6.351   719  725  728 rBV  2813192   3192407  93.84%  11.016%
  4   6.481   742  747  751 rBV  2921844   3130641  92.03%  10.803%
  5   6.710   782  786  789 rBV   871401    691685  20.33%   2.387%
 
  6   6.869   808  813  816 rBV  2639952   2357543  69.30%   8.135%
  7   7.269   875  881  884 rBV  1793845   2026331  59.56%   6.992%
  8   7.716   948  957  964 rBV    81361    146516   4.31%   0.506%
  9   7.992   999 1004 1007 rBV  1097206    972308  28.58%   3.355%
 10   9.075  1181 1188 1191 rBV  3280086   3401928 100.00%  11.739%
 
 11   9.745  1297 1302 1306 rBV2 1164724   1049122  30.84%   3.620%
 12  10.533  1430 1436 1440 rBV  1898672   2052790  60.34%   7.084%
 13  11.227  1549 1554 1557 rBV  1203954   1045330  30.73%   3.607%
 14  12.821  1818 1825 1828 rBV  2784802   3262386  95.90%  11.258%
 15  13.857  1997 2001 2005 rBV  1111310   1013224  29.78%   3.496%
 
 16  15.268  2235 2241 2246 rBV   697154    805936  23.69%   2.781%
 17  16.192  2395 2398 2404 rVB6   21219     37383   1.10%   0.129%
 
 
                        Sum of corrected areas:    28978836
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070517\
  Data File : BF096474.D                                          
  Acq On    :  5 Jul 2017  10:45
  Operator  : SJ/MA
  Sample    : PB100369BL
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.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\BF070517\
  Data File : BF096474.D                                          
  Acq On    :  5 Jul 2017  10:45
  Operator  : SJ/MA
  Sample    : PB100369BL
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  unknown4.92                     Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.92   16.91 ng         584932   1,4-Dichlorobenzene-d4      6.71

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 38
 2 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 36
 3 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 33
 4 3-Hexanol                           102 C6H14O         000623-37-0 33
 5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 25
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m/z-->

Abundance Scan 482 (4.922 min): BF096474.D (-473) (-)
43.0

59.0

101.1
83.050.9
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Abundance #8186: 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 #8344: 3-Hexanol, 4-methyl-
59.0

41.0
31.0

69.0 87.0
98.015.0 51.0

4.60 4.80 5.00 5.20

m/z  43.00  100.00%

4.60 4.80 5.00 5.20

m/z  59.00   52.88%

4.60 4.80 5.00 5.20

m/z 101.10   15.14%

4.60 4.80 5.00 5.20

m/z  58.00   13.69%

4.60 4.80 5.00 5.20

m/z  40.95    8.38%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070517\
  Data File : BF096474.D                                          
  Acq On    :  5 Jul 2017  10:45
  Operator  : SJ/MA
  Sample    : PB100369BL
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.48                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.48   90.52 ng        3130640   1,4-Dichlorobenzene-d4      6.71

 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 16
 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 

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

5000

m/z-->

Abundance Scan 747 (6.481 min): BF096474.D (-742) (-)
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Abundance #14142: 3-Chloro-6-fluoro-pyrazine
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Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
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79.0

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

5000
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Abundance #14491: 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 132.00  100.00%

6.20 6.40 6.60 6.80

m/z  68.10   39.63%

6.20 6.40 6.60 6.80

m/z 134.00   33.12%

6.20 6.40 6.60 6.80

m/z  66.00   25.73%

6.20 6.40 6.60 6.80

m/z  69.10   15.82%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070517\
  Data File : BF096474.D                                          
  Acq On    :  5 Jul 2017  10:45
  Operator  : SJ/MA
  Sample    : PB100369BL
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.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|
----------------------------------------------------------------------------
unknown4.92            4.92    16.9 ng     584932  1   6.71  691685  20.0
unknown6.48            6.48    90.5 ng    3130640  1   6.71  691685  20.0
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