
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF011819\
  Data File : BF112136.D                                          
  Acq On    : 18 Jan 2019  20:36
  Operator  : JU/SJ
  Sample    : PB116493BL
  Misc      :  
  ALS Vial  : 12   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_F\METHODS\8270-BF011619.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   5.081   505  509  519 rBV   208051    261622   3.92%   0.500%
  2   5.498   575  580  597 rBV  4844541   4794481  71.89%   9.168%
  3   6.498   746  750  768 rBV  4633869   4998531  74.95%   9.558%
  4   6.634   768  773  776 rBV  5612473   5247794  78.68%  10.035%
  5   6.857   807  811  820 rBV  1763656   1548759  23.22%   2.962%
 
  6   7.010   833  837  841 rBV  4497944   4267478  63.98%   8.160%
  7   7.416   901  906  909 rBV  3335458   3218142  48.25%   6.154%
  8   8.139  1024 1029 1032 rBV  2018735   2009512  30.13%   3.843%
  9   9.210  1206 1211 1215 rBV  6566744   6669574 100.00%  12.754%
 10   9.892  1322 1327 1342 rBV2 2679272   2397933  35.95%   4.585%
 
 11  10.680  1457 1461 1483 rBV  3855016   3873921  58.08%   7.408%
 12  11.380  1576 1580 1583 rBV  2602142   2305922  34.57%   4.409%
 13  12.963  1844 1849 1852 rBV  6614797   6094869  91.38%  11.655%
 14  14.021  2024 2029 2038 rBV  1879851   1814252  27.20%   3.469%
 15  14.480  2103 2107 2111 rVB2   66401     71404   1.07%   0.137%
 
 16  14.786  2155 2159 2165 rBV   115709    116470   1.75%   0.223%
 17  15.121  2213 2216 2222 rBV   135075    161393   2.42%   0.309%
 18  15.492  2274 2279 2295 rVB  1410363   1951763  29.26%   3.732%
 19  15.939  2350 2355 2360 rBV   135165    191272   2.87%   0.366%
 20  16.445  2436 2441 2447 rBV2  102089    182173   2.73%   0.348%
 
 21  17.033  2539 2541 2553 rVB3   55803    117893   1.77%   0.225%
 
 
                        Sum of corrected areas:    52295158
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF011819\
  Data File : BF112136.D                                          
  Acq On    : 18 Jan 2019  20:36
  Operator  : JU/SJ
  Sample    : PB116493BL
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF011619.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_F\DATA\BF011819\
  Data File : BF112136.D                                          
  Acq On    : 18 Jan 2019  20:36
  Operator  : JU/SJ
  Sample    : PB116493BL
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF011619.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.
---------------------------------------------------------------------
  5.08    3.38 ng         261622   1,4-Dichlorobenzene-d4      6.86

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 50
 2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 17
 3 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 
 4 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
 5 Butane, 1-ethoxy-                   102 C6H14O         000628-81-9 9 

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

5000

m/z-->

Abundance Scan 509 (5.081 min): BF112136.D (-505) (-)
43.0

59.1

101.1

83.0

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

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 #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0

41.0

126.073.0 142.0
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5000

m/z-->

Abundance #4030: 2,3-Butanedione, monooxime
43.0

101.0
58.015.0 31.0 86.069.0

4.80 5.00 5.20 5.40

m/z  43.00  100.00%

4.80 5.00 5.20 5.40

m/z  59.10   56.11%

4.80 5.00 5.20 5.40

m/z 101.10   20.99%

4.80 5.00 5.20 5.40

m/z  58.10   14.79%

4.80 5.00 5.20 5.40

m/z  41.10    9.57%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF011819\
  Data File : BF112136.D                                          
  Acq On    : 18 Jan 2019  20:36
  Operator  : JU/SJ
  Sample    : PB116493BL
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF011619.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.63                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.63   67.77 ng        5247790   1,4-Dichlorobenzene-d4      6.86

 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 16
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 12
 4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
 5 4-Chloro-2-fluoro-pyrimidine        132 C4H2ClFN2      051422-00-5 9 
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Abundance Scan 772 (6.628 min): BF112136.D (-768) (-)
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Abundance #14142: 3-Chloro-6-fluoro-pyrazine
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51.031.0
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Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
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Abundance #52379: Tranylcypromine-propionyl
132.057.0
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189.0158.0
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m/z  68.10   40.84%
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m/z 134.00   32.69%
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m/z  66.10   26.38%

6.20 6.40 6.60 6.80 7.00

m/z  69.10   16.72%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF011819\
  Data File : BF112136.D                                          
  Acq On    : 18 Jan 2019  20:36
  Operator  : JU/SJ
  Sample    : PB116493BL
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF011619.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...   5.08     3.4 ng     261622  1   6.86 1548760  20.0
unknown6.63            6.63    67.8 ng    5247790  1   6.86 1548760  20.0
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