
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG080718\
  Data File : BG036170.D                                          
  Acq On    :  7 Aug 2018  20:21
  Operator  : JU/SJ
  Sample    : PB111837BL
  Misc      :  
  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:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218.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   5.126   308  313  324 rBV    80791    134167   4.09%   1.020%
  2   5.596   386  393  409 rBV   541946    950074  28.97%   7.226%
  3   7.182   655  663  680 rBV   557105   1016751  31.00%   7.733%
  4   7.547   717  725  734 rBV   582976   1005863  30.67%   7.650%
  5   8.011   798  804  811 rBV   103110    177591   5.41%   1.351%
 
  6   8.334   851  859  868 rBV   433156    788668  24.05%   5.998%
  7   9.174   993 1002 1015 rBV   287258    611998  18.66%   4.655%
  8  10.819  1274 1282 1295 rBV2   86465    210230   6.41%   1.599%
  9  13.256  1690 1697 1710 rBV   925610   1550242  47.27%  11.791%
 10  14.637  1925 1932 1947 rBV   173436    337164  10.28%   2.564%
 
 11  16.123  2178 2185 2207 rBV2  789353   1393585  42.49%  10.599%
 12  17.380  2392 2399 2411 rBV   277803    497537  15.17%   3.784%
 13  19.989  2835 2843 2853 rBV  2283617   3279780 100.00%  24.945%
 14  21.639  3117 3124 3137 rBV2  311515    623865  19.02%   4.745%
 15  24.829  3655 3667 3681 rBV   174194    570541  17.40%   4.339%
 
 
 
                        Sum of corrected areas:    13148056
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG080718\
  Data File : BG036170.D                                          
  Acq On    :  7 Aug 2018  20:21
  Operator  : JU/SJ
  Sample    : PB111837BL
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218.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:\SVOASRV\HPCHEM1\BNA_G\DATA\BG080718\
  Data File : BG036170.D                                          
  Acq On    :  7 Aug 2018  20:21
  Operator  : JU/SJ
  Sample    : PB111837BL
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218.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.
---------------------------------------------------------------------
  5.13   15.11 ng         134167   1,4-Dichlorobenzene-d4      8.00

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 56
 2 Succinic acid, heptyl 2-methoxye... 274 C14H26O5       1000325-80-7 28
 3 Dimethadione                        129 C5H7NO3        000695-53-4 28
 4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 25
 5 2-Octanol, 2-methyl-                144 C9H20O         000628-44-4 25
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5000

m/z-->

Abundance Scan 314 (5.132 min): BG036170.D (-308) (-)
43.1

101.2

282.1227.8
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5000

m/z-->

Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

15.0 101.0
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5000

m/z-->

Abundance #122483: Succinic acid, heptyl 2-methoxyethyl ester
59.0

101.0

159.0
29.0 128.0 199.0 244.0
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m/z-->

Abundance #12814: Dimethadione
43.0

129.0
15.0 70.0

4.80 5.00 5.20 5.40

m/z  43.15  100.00%

4.80 5.00 5.20 5.40

m/z  59.15   63.09%

4.80 5.00 5.20 5.40

m/z 101.15   27.57%

4.80 5.00 5.20 5.40

m/z  58.15   15.28%

4.80 5.00 5.20 5.40

m/z  41.15    7.91%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG080718\
  Data File : BG036170.D                                          
  Acq On    :  7 Aug 2018  20:21
  Operator  : JU/SJ
  Sample    : PB111837BL
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown7.55                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.55  113.28 ng        1005860   1,4-Dichlorobenzene-d4      8.00

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 27
 2 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 3 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 22
 4 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 5 (5-Methyl-2-pyridyl)acetonitrile    132 C8H8N2         1000241-93-9 10
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Abundance Scan 726 (7.552 min): BG036170.D (-717) (-)
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Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
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Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
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m/z-->

Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0

63.0 104.039.015.0 79.0
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m/z 132.15  100.00%

7.20 7.40 7.60 7.80
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m/z  66.15   31.81%
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m/z 134.15   31.59%

7.20 7.40 7.60 7.80

m/z  69.25   20.14%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG080718\
  Data File : BG036170.D                                          
  Acq On    :  7 Aug 2018  20:21
  Operator  : JU/SJ
  Sample    : PB111837BL
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218.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...   5.13    15.1 ng     134167  1   8.00  177591  20.0
unknown7.55            7.55   113.3 ng    1005860  1   8.00  177591  20.0
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