
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG092818\
  Data File : BG037067.D                                          
  Acq On    : 29 Sep 2018   2:12
  Operator  : JU/SJ
  Sample    : PB113331BL
  Misc      :  
  ALS Vial  : 16   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-BG092018.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   5.147   312  316  323 rVB    26930     42566   1.54%   0.294%
  2   5.617   389  396  415 rBV   612203   1152711  41.62%   7.962%
  3   7.204   659  666  684 rBV   581571   1210075  43.70%   8.358%
  4   7.574   722  729  746 rBV   598845   1171554  42.30%   8.092%
  5   8.038   802  808  822 rBV   131803    274779   9.92%   1.898%
 
  6   8.361   856  863  879 rBV   474264    910370  32.87%   6.288%
  7   9.201   999 1006 1021 rBV   349281    743282  26.84%   5.134%
  8  10.841  1279 1285 1304 rBV   178522    383621  13.85%   2.650%
  9  13.285  1694 1701 1725 rBV   966298   1701528  61.44%  11.753%
 10  14.666  1928 1936 1951 rBV2  294039    536162  19.36%   3.703%
 
 11  16.152  2183 2189 2213 rBV   655383   1227132  44.31%   8.476%
 12  17.409  2396 2403 2420 rBV   411304    704653  25.44%   4.867%
 13  20.018  2841 2847 2870 rBV  1877595   2769339 100.00%  19.128%
 14  21.675  3122 3129 3148 rVB2  460069    849853  30.69%   5.870%
 15  24.877  3663 3674 3690 rBV   258615    799995  28.89%   5.526%
 
 
 
                        Sum of corrected areas:    14477620
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG092818\
  Data File : BG037067.D                                          
  Acq On    : 29 Sep 2018   2:12
  Operator  : JU/SJ
  Sample    : PB113331BL
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092018.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\BG092818\
  Data File : BG037067.D                                          
  Acq On    : 29 Sep 2018   2:12
  Operator  : JU/SJ
  Sample    : PB113331BL
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092018.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.
---------------------------------------------------------------------
  5.15    3.10 ng          42566   1,4-Dichlorobenzene-d4      8.04

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 64
 2 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 33
 3 Diacetamide                         101 C4H7NO2        000625-77-4 9 
 4 1-Propen-2-ol, acetate              100 C5H8O2         000108-22-5 9 
 5 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 9 
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5000

m/z-->

Abundance Scan 316 (5.147 min): BG037067.D (-312) (-)
43.1

59.1

101.1
83.1
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5000

m/z-->

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

59.0

15.0 101.031.0 83.0
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5000

m/z-->

Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0

41.0
101.029.0

50.0 73.0 86.0
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5000

m/z-->

Abundance #4023: Diacetamide
43.0

59.0
73.0

101.0
28.0 86.0

4.80 5.00 5.20 5.40

m/z  43.10  100.00%

4.80 5.00 5.20 5.40

m/z  59.10   60.80%

4.80 5.00 5.20 5.40

m/z 101.10   15.06%

4.80 5.00 5.20 5.40

m/z  58.05   14.87%

4.80 5.00 5.20 5.40

m/z  41.10    9.77%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG092818\
  Data File : BG037067.D                                          
  Acq On    : 29 Sep 2018   2:12
  Operator  : JU/SJ
  Sample    : PB113331BL
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092018.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown7.57                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.57   85.27 ng        1171550   1,4-Dichlorobenzene-d4      8.04

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 12
 3 (5-Methyl-2-pyridyl)acetonitrile    132 C8H8N2         1000241-93-9 10
 4 Imidazole, 4,5-dicyano-1-methyl-    132 C6H4N4         019485-35-9 9 
 5 1,3,5-Trifluorobenzene              132 C6H3F3         000372-38-3 9 
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m/z-->

Abundance Scan 728 (7.568 min): BG037067.D (-722) (-)
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Abundance #14142: 3-Chloro-6-fluoro-pyrazine
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Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0

105.033.0 44.0
70.060.0 80.0 115.0
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m/z-->

Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile
132.0

92.0
65.0 105.039.0 77.051.027.0 117.0

7.20 7.40 7.60 7.80 8.00

m/z 132.10  100.00%

7.20 7.40 7.60 7.80 8.00

m/z  68.10   50.54%

7.20 7.40 7.60 7.80 8.00

m/z  66.10   33.64%

7.20 7.40 7.60 7.80 8.00

m/z 134.10   31.39%

7.20 7.40 7.60 7.80 8.00

m/z  69.10   20.63%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG092818\
  Data File : BG037067.D                                          
  Acq On    : 29 Sep 2018   2:12
  Operator  : JU/SJ
  Sample    : PB113331BL
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092018.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...   5.15     3.1 ng      42566  1   8.04  274779  20.0
unknown7.57            7.57    85.3 ng    1171550  1   8.04  274779  20.0
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