
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122017\
  Data File : BF101591.D                                          
  Acq On    : 21 Dec 2017   6:06
  Operator  : SJ/JU
  Sample    : I6971-02
  Misc      :  
  ALS Vial  : 31   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-BF121417.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   5.010   494  497  511 rBV    78122    125951   3.66%   0.548%
  2   5.416   563  566  593 rBV  1102845   1523655  44.26%   6.628%
  3   6.434   736  739  758 rBV   617411    965241  28.04%   4.199%
  4   6.569   758  762  769 rBV  2131106   2250149  65.37%   9.789%
  5   6.793   797  800  810 rBV   973271    905147  26.29%   3.938%
 
  6   6.951   823  827  843 rBV  2920271   2845950  82.67%  12.381%
  7   7.363   893  897  918 rBV  2230539   2462600  71.54%  10.713%
  8   8.075  1015 1018 1036 rBV  1047585   1078049  31.32%   4.690%
  9   9.151  1196 1201 1204 rBV  3685605   3442437 100.00%  14.976%
 10   9.834  1313 1317 1330 rVB   941150    963653  27.99%   4.192%
 
 11  10.628  1448 1452 1463 rBV  1064926   1164848  33.84%   5.068%
 12  11.322  1566 1570 1580 rBV   864306    819578  23.81%   3.565%
 13  12.710  1802 1806 1809 rBV    48627     40998   1.19%   0.178%
 14  12.904  1834 1839 1842 rBV  2738349   2495365  72.49%  10.856%
 15  13.792  1985 1990 2001 rBV3   25677     60931   1.77%   0.265%
 
 16  13.969  2016 2020 2031 rBV   932684    889857  25.85%   3.871%
 17  15.433  2265 2269 2283 rVB   676224    915743  26.60%   3.984%
 18  16.304  2412 2417 2422 rBV5   19731     36400   1.06%   0.158%
 
 
                        Sum of corrected areas:    22986552
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122017\
  Data File : BF101591.D                                          
  Acq On    : 21 Dec 2017   6:06
  Operator  : SJ/JU
  Sample    : I6971-02
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417.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\BF122017\
  Data File : BF101591.D                                          
  Acq On    : 21 Dec 2017   6:06
  Operator  : SJ/JU
  Sample    : I6971-02
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.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.
---------------------------------------------------------------------
  5.01    2.78 ng         125951   1,4-Dichlorobenzene-d4      6.79

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 56
 2 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 33
 3 4-Penten-2-one, 4-methyl-            98 C6H10O         003744-02-3 9 
 4 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 
 5 Diacetamide                         101 C4H7NO2        000625-77-4 9 

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance Scan 497 (5.010 min): BF101591.D (-494) (-)
43

59

101
8353

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43

59

10131 833725 93

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance #8344: 3-Hexanol, 4-methyl-
59

41
31

69 87
53 9815

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance #3224: 4-Penten-2-one, 4-methyl-
43

8327 55 9837 49 63 69 77 91

4.60 4.80 5.00 5.20 5.40

m/z  43.00  100.00%

4.60 4.80 5.00 5.20 5.40

m/z  59.00   51.74%

4.60 4.80 5.00 5.20 5.40

m/z 101.00   14.94%

4.60 4.80 5.00 5.20 5.40

m/z  58.00   14.66%

4.60 4.80 5.00 5.20 5.40

m/z  41.05    7.93%

8270-BF121417.M Thu Dec 21 13:02:00 2017                                              Page: 3

Instrument :
BNA_F
ClientSampleId :
121517-TiDO-F-D-S

Instrument :
BNA_F
ClientSampleId :
121517-TIDO-F-D-S



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122017\
  Data File : BF101591.D                                          
  Acq On    : 21 Dec 2017   6:06
  Operator  : SJ/JU
  Sample    : I6971-02
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.57                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.57   49.72 ng        2250150   1,4-Dichlorobenzene-d4      6.79

 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 17
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
 5 1-Methylpyrrolo[1,2-a]pyrazine      132 C8H8N2         064608-59-9 9 
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122017\
  Data File : BF101591.D                                          
  Acq On    : 21 Dec 2017   6:06
  Operator  : SJ/JU
  Sample    : I6971-02
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417.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...   5.01     2.8 ng     125951  1   6.79  905147  20.0
unknown6.57            6.57    49.7 ng    2250150  1   6.79  905147  20.0

8270-BF121417.M Thu Dec 21 13:02:01 2017                                              Page: 5

Instrument :
BNA_F
ClientSampleId :
121517-TiDO-F-D-S

Instrument :
BNA_F
ClientSampleId :
121517-TIDO-F-D-S


