
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100115\
  Data File : BF081937.D                                          
  Acq On    :  1 Oct 2015  14:08
  Operator  : UM/IZ
  Sample    : PB85643BL
  Misc      : LOD/LOQ
  ALS Vial  : 8   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-BF092815.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   5.097   255  259  271 rBV   754497   1264275  37.98%   4.988%
  2   5.497   291  294  297 rBV  2146637   2202556  66.16%   8.690%
  3   6.526   381  384  386 rBV  2226637   2402440  72.17%   9.479%
  4   6.663   393  396  398 rBV  2527425   2471698  74.25%   9.752%
  5   6.892   414  416  428 rBV   433844    610299  18.33%   2.408%
 
  6   7.052   428  430  432 rBV  2254205   2042070  61.34%   8.057%
  7   7.463   463  466  468 rBV  1388714   1449957  43.56%   5.721%
  8   8.183   526  529  531 rBV   750237    764492  22.96%   3.016%
  9   9.257   620  623  625 rBV  3032251   3042371  91.39%  12.003%
 10   9.932   680  682  685 rBV  1012506    953970  28.66%   3.764%
 
 11  10.720   749  751  754 rBV  1599226   1835553  55.14%   7.242%
 12  11.418   810  812  824 rBV   917308   1018908  30.61%   4.020%
 13  13.006   948  951  954 rBV  3157630   3329003 100.00%  13.134%
 14  14.058  1040 1043 1056 rBV   961352   1104267  33.17%   4.357%
 15  15.498  1167 1169 1183 rBV   499501    853932  25.65%   3.369%
 
 
 
                        Sum of corrected areas:    25345791
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100115\
  Data File : BF081937.D                                          
  Acq On    :  1 Oct 2015  14:08
  Operator  : UM/IZ
  Sample    : PB85643BL
  Misc      : LOD/LOQ
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815.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\BF100115\
  Data File : BF081937.D                                          
  Acq On    :  1 Oct 2015  14:08
  Operator  : UM/IZ
  Sample    : PB85643BL
  Misc      : LOD/LOQ
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815.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.
---------------------------------------------------------------------
  5.10   41.43 ng        1264280   1,4-Dichlorobenzene-d4      6.89

 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 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 
 4 Butane, 1-ethoxy-                   102 C6H14O         000628-81-9 9 
 5 Guanidine                            59 CH5N3          000113-00-8 9 
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5000

m/z-->

Abundance Scan 259 (5.097 min): BF081937.D (-255) (-)
43.0

59.1

101.1

83.1
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5000

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
59.0

41.0

126.073.0 142.0
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5000

m/z-->

Abundance #3092: 5-Hexen-2-one
43.0

55.027.015.0 83.0 98.071.0

4.80 5.00 5.20 5.40

m/z  43.05  100.00%

4.80 5.00 5.20 5.40

m/z  59.10   66.10%

4.80 5.00 5.20 5.40

m/z 101.10   22.85%

4.80 5.00 5.20 5.40

m/z  58.10   18.09%

4.80 5.00 5.20 5.40

m/z  41.10    9.00%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100115\
  Data File : BF081937.D                                          
  Acq On    :  1 Oct 2015  14:08
  Operator  : UM/IZ
  Sample    : PB85643BL
  Misc      : LOD/LOQ
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.66                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.66   81.00 ng        2471700   1,4-Dichlorobenzene-d4      6.89

 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 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
 5 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 9 
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Abundance Scan 396 (6.663 min): BF081937.D (-393) (-)
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Abundance #13677: 3-Chloro-6-fluoro-pyrazine
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Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
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Abundance #14006: 5-Aminoindole
132.0

104.0
66.0 77.051.039.0 115.027.0 89.014.0

6.40 6.60 6.80 7.00

m/z 132.10  100.00%

6.40 6.60 6.80 7.00

m/z  68.10   39.47%

6.40 6.60 6.80 7.00

m/z 134.00   33.51%

6.40 6.60 6.80 7.00

m/z  66.10   26.51%

6.40 6.60 6.80 7.00

m/z  69.10   16.16%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100115\
  Data File : BF081937.D                                          
  Acq On    :  1 Oct 2015  14:08
  Operator  : UM/IZ
  Sample    : PB85643BL
  Misc      : LOD/LOQ
  ALS Vial  : 8   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815.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...   5.10    41.4 ng    1264280  1   6.89  610299  20.0
unknown6.66            6.66    81.0 ng    2471700  1   6.89  610299  20.0
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