
                                                      LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\Data\BF052115\
  Data File : BF079418.D                                          
  Acq On    : 21 May 2015  22:29
  Operator  : TP/IZ
  Sample    : PB83529BL
  Misc      :  
  ALS Vial  : 18   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-BF043015.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
  Signal     : TIC: BF079418.D\data.ms
 
 peak  R.T. first  max last  PK   peak      corr.   corr.    % of
   #   min   scan scan scan  TY  height     area    % max.   total
 ---  ----- ----- ---- ---- ---  -------   -------  ------  -------
  1   1.610    35   37   46 rBV  1644274   2751845  49.26%  11.460%
  2   1.724    46   47   84 rVB  2825263   5586572 100.00%  23.265%
  3   4.810   316  317  323 rBV    92091    150407   2.69%   0.626%
  4   5.347   362  364  367 rBV  1415610   1519855  27.21%   6.329%
  5   6.639   475  477  480 rBV  1118932   1506975  26.97%   6.276%
 
  6   6.776   487  489  492 rBV  1547650   1617391  28.95%   6.736%
  7   7.073   512  515  517 rBV   296439    341884   6.12%   1.424%
  8   7.256   528  531  533 rBV  1386643   1307366  23.40%   5.444%
  9   7.759   573  575  578 rBV   661908    945906  16.93%   3.939%
 10   8.650   650  653  655 rBV   373418    461474   8.26%   1.922%
 
 11   9.999   768  771  773 rBV  1404382   1947855  34.87%   8.112%
 12  10.811   840  842  845 rBV   440346    513882   9.20%   2.140%
 13  11.794   925  928  931 rBV  1276616   1276607  22.85%   5.316%
 14  12.651  1001 1003 1006 rBV   578365    555129   9.94%   2.312%
 15  14.651  1175 1178 1180 rBV  2113154   2332317  41.75%   9.713%
 
 16  15.943  1288 1291 1293 rBV   405282    591210  10.58%   2.462%
 17  17.703  1443 1445 1448 rBV   449911    606213  10.85%   2.525%
 
 
                        Sum of corrected areas:    24012888
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                                             LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF052115\
  Data File : BF079418.D                                          
  Acq On    : 21 May 2015  22:29
  Operator  : TP/IZ
  Sample    : PB83529BL
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.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\BF052115\
  Data File : BF079418.D                                          
  Acq On    : 21 May 2015  22:29
  Operator  : TP/IZ
  Sample    : PB83529BL
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  5

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.810    8.80 ng         150407   1,4-Dichlorobenzene-d4      7.073

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 64
 2 Hydrazine, 1,1-bis(1-methylethyl)-  116 C6H16N2        000921-14-2 38
 3 Butyl aldoxime, 3-methyl-, syn-     101 C5H11NO        005780-40-5 32
 4 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 28
 5 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 25
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Abundance Scan 317 (4.810 min): BF079418.D\data.ms (-316) (-)
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Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
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Abundance #8042: Hydrazine, 1,1-bis(1-methylethyl)-
59.0

101.0

27.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #4036: Butyl aldoxime, 3-methyl-, syn-
59.0

86.0

4.50 5.00

m/z  43.05  100.00%

4.50 5.00

m/z  59.10   54.39%

4.50 5.00

m/z  58.10   17.37%

4.50 5.00

m/z 101.10   16.71%

4.50 5.00

m/z  41.05    9.33%
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                                                Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF052115\
  Data File : BF079418.D                                          
  Acq On    : 21 May 2015  22:29
  Operator  : TP/IZ
  Sample    : PB83529BL
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  unknown6.776                    Concentration Rank  3

  R.T.     EstConc          Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.776   94.62 ng        1617390   1,4-Dichlorobenzene-d4      7.073

 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 9 
 3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
 4 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 9 
 5 4-Chloro-2-fluoro-pyrimidine        132 C4H2ClFN2      051422-00-5 9 

50 100 150 200 250

5000

m/z-->

Abundance Scan 489 (6.776 min): BF079418.D\data.ms (-487) (-)
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Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0

69.0

31.0

50 100 150 200 250

5000

m/z-->

Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0

67.0

97.0

38.0

50 100 150 200 250

5000

m/z-->

Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
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m/z 132.00  100.00%
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m/z  66.10   27.33%

6.50 7.00

m/z  69.10   17.12%
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                                        Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\Data\BF052115\
  Data File : BF079418.D                                          
  Acq On    : 21 May 2015  22:29
  Operator  : TP/IZ
  Sample    : PB83529BL
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.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-...   4.810     8.8  ng     150407   1   7.073  341884  20.0
unknown6.776         6.776    94.6  ng    1617390   1   7.073  341884  20.0
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