
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101717\
  Data File : BF099601.D                                          
  Acq On    : 18 Oct 2017  00:31
  Operator  : SJ/JU
  Sample    : I5869-10
  Misc      :  
  ALS Vial  : 22   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-BF092317.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   2.463    52   64   73 rVB   812649   1246206  43.55%   6.848%
  2   5.045   500  503  517 rBV   108755    129024   4.51%   0.709%
  3   5.457   569  573  593 rBV  1078626   1031712  36.06%   5.669%
  4   6.469   742  745  758 rBV   684533    629267  21.99%   3.458%
  5   6.598   763  767  771 rBV  1992839   1918559  67.05%  10.542%
 
  6   6.828   802  806  813 rBB   695268    585469  20.46%   3.217%
  7   6.981   828  832  836 rBV  2054628   1941273  67.85%  10.667%
  8   7.392   897  902  905 rBV  1496128   1512943  52.88%   8.313%
  9   8.104  1020 1023 1027 rBV   870638    799347  27.94%   4.392%
 10   9.180  1201 1206 1209 rBV  2937951   2861240 100.00%  15.722%
 
 11   9.863  1318 1322 1326 rVB   958415    849335  29.68%   4.667%
 12  10.651  1452 1456 1460 rBV  1186164   1117412  39.05%   6.140%
 13  11.351  1571 1575 1578 rBV   836114    726138  25.38%   3.990%
 14  12.927  1839 1843 1847 rBV  1846411   1812609  63.35%   9.960%
 15  13.986  2020 2023 2027 rBV   542443    493655  17.25%   2.713%
 
 16  15.451  2267 2272 2284 rVB   440854    544608  19.03%   2.993%
 
 
                        Sum of corrected areas:    18198797
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101717\
  Data File : BF099601.D                                          
  Acq On    : 18 Oct 2017  00:31
  Operator  : SJ/JU
  Sample    : I5869-10
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
0

500000

1000000

1500000

2000000

2500000

Time-->

Abundance TIC: BF099601.D

  2.46

  5.05

  5.46

  6.47

  6.60

  6.83

  6.98

  7.39

8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
0

500000

1000000

1500000

2000000

2500000

Time-->

Abundance TIC: BF099601.D

  8.10

  9.18

  9.86

 10.65

 11.35

 12.93

14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
0

500000

1000000

1500000

2000000

2500000

Time-->

Abundance TIC: BF099601.D

 13.99
 15.45

8270-BF092317.M Wed Oct 18 11:46:47 2017                                              Page: 2

Instrument :
BNA_F
ClientSampleId :
MW-09-10-11-17



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101717\
  Data File : BF099601.D                                          
  Acq On    : 18 Oct 2017  00:31
  Operator  : SJ/JU
  Sample    : I5869-10
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.05    4.41 ng         129024   1,4-Dichlorobenzene-d4      6.83

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 53
 2 Acetone                              58 C3H6O          000067-64-1 9 
 3 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 
 4 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 
 5 2-Hexanol, 2-methyl-                116 C7H16O         000625-23-0 9 
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101717\
  Data File : BF099601.D                                          
  Acq On    : 18 Oct 2017  00:31
  Operator  : SJ/JU
  Sample    : I5869-10
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown6.60                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.60   65.54 ng        1918560   1,4-Dichlorobenzene-d4      6.83

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 38
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 35
 3 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 4 1H-Indazole, 7-methyl-              132 C8H8N2         1000316-00-7 10
 5 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 9 

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance Scan 767 (6.598 min): BF099601.D (-763) (-)
132.0

68.1

96.0
40.1 54.0 85.0 115.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance #14142: 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
0

5000

m/z-->

Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0

67.0

41.0 97.0
53.0 117.0

79.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

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 7.00

m/z 132.00  100.00%

6.20 6.40 6.60 6.80 7.00

m/z  68.10   36.81%

6.20 6.40 6.60 6.80 7.00

m/z 134.00   32.34%

6.20 6.40 6.60 6.80 7.00

m/z  66.00   23.01%

6.20 6.40 6.60 6.80 7.00

m/z  96.00   13.94%

8270-BF092317.M Wed Oct 18 11:46:48 2017                                              Page: 4

Instrument :
BNA_F
ClientSampleId :
MW-09-10-11-17



                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101717\
  Data File : BF099601.D                                          
  Acq On    : 18 Oct 2017  00:31
  Operator  : SJ/JU
  Sample    : I5869-10
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.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...   5.05     4.4 ng     129024  1   6.83  585469  20.0
unknown6.60            6.60    65.5 ng    1918560  1   6.83  585469  20.0
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