
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG072318\
  Data File : BG035825.D                                          
  Acq On    : 23 Jul 2018  13:22
  Operator  : JU/SJ
  Sample    : PB111303BL
  Misc      :  
  ALS Vial  : 6   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   5.139   309  315  322 rBV2   65639    109802   3.29%   0.798%
  2   5.609   387  395  407 rBV   585705    982386  29.40%   7.139%
  3   7.195   658  665  679 rBV   583556   1054732  31.57%   7.665%
  4   7.565   719  728  739 rBV   575195   1027941  30.77%   7.470%
  5   8.029   799  807  814 rBV   116950    203435   6.09%   1.478%
 
  6   8.352   853  862  872 rBV   430077    787131  23.56%   5.720%
  7   9.186   996 1004 1017 rBV   316744    626107  18.74%   4.550%
  8  10.831  1275 1284 1295 rBV   121698    249433   7.47%   1.813%
  9  13.275  1692 1700 1711 rBV   971687   1604652  48.03%  11.661%
 10  14.655  1927 1935 1946 rBV3  217752    399198  11.95%   2.901%
 
 11  16.135  2180 2187 2201 rBV   741847   1296768  38.81%   9.423%
 12  17.398  2395 2402 2414 rBV   327843    579678  17.35%   4.212%
 13  20.001  2839 2845 2855 rBV  2498560   3340924 100.00%  24.278%
 14  21.657  3120 3127 3142 rBV   427543    796967  23.85%   5.791%
 15  24.859  3661 3672 3688 rBV   205864    701868  21.01%   5.100%
 
 
 
                        Sum of corrected areas:    13761022
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG072318\
  Data File : BG035825.D                                          
  Acq On    : 23 Jul 2018  13:22
  Operator  : JU/SJ
  Sample    : PB111303BL
  Misc      :  
  ALS Vial  : 6   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\BG072318\
  Data File : BG035825.D                                          
  Acq On    : 23 Jul 2018  13:22
  Operator  : JU/SJ
  Sample    : PB111303BL
  Misc      :  
  ALS Vial  : 6   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.
---------------------------------------------------------------------
  5.14   10.79 ng         109802   1,4-Dichlorobenzene-d4      8.02

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 40
 2 Acetone                              58 C3H6O          000067-64-1 9 
 3 Butane, 1-ethoxy-                   102 C6H14O         000628-81-9 9 
 4 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
 5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2        016504-58-8 9 

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance Scan 315 (5.139 min): BG035825.D (-309) (-)
43.1

101.2

83.260.3 208.1
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5000

m/z-->

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

15.0 101.0
83.060.0
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5000
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Abundance #217: Acetone
43.0

15.0

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #4425: Butane, 1-ethoxy-
59.0

31.0

102.014.0

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   70.79%

4.80 5.00 5.20 5.40

m/z 101.15   28.08%

4.80 5.00 5.20 5.40

m/z  58.15   17.07%

4.80 5.00 5.20 5.40

m/z  41.15   12.16%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG072318\
  Data File : BG035825.D                                          
  Acq On    : 23 Jul 2018  13:22
  Operator  : JU/SJ
  Sample    : PB111303BL
  Misc      :  
  ALS Vial  : 6   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  unknown7.56                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.56  101.06 ng        1027940   1,4-Dichlorobenzene-d4      8.02

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 27
 2 1,3-Cyclopentanedione, 2-chloro-    132 C5H5ClO2       014203-19-1 25
 3 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 22
 4 5-Aminoindole                       132 C8H8N2         005192-03-0 22
 5 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 16
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Abundance Scan 727 (7.559 min): BG035825.D (-719) (-)
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Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
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Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
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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

m/z  68.15   50.38%
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m/z  66.15   33.64%

7.20 7.40 7.60 7.80

m/z 134.15   32.41%

7.20 7.40 7.60 7.80

m/z  69.15   20.83%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG072318\
  Data File : BG035825.D                                          
  Acq On    : 23 Jul 2018  13:22
  Operator  : JU/SJ
  Sample    : PB111303BL
  Misc      :  
  ALS Vial  : 6   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...   5.14    10.8 ng     109802  1   8.02  203435  20.0
unknown7.56            7.56   101.1 ng    1027940  1   8.02  203435  20.0
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