
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG110719\
  Data File : BG043540.D                                          
  Acq On    :  7 Nov 2019  15:38
  Operator  : JU
  Sample    : PB124565BL
  Misc      :  
  ALS Vial  : 4   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-BG102119.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   5.115   339  345  352 rBV    97834    156647   5.41%   1.258%
  2   5.608   421  429  447 rBV   500819    880884  30.44%   7.072%
  3   7.218   693  703  723 rBV   488879    943378  32.60%   7.573%
  4   7.559   752  761  774 rBV   524110    957640  33.09%   7.688%
  5   8.006   830  837  847 rBV   105458    186095   6.43%   1.494%
 
  6   8.329   884  892  903 rBV   413445    757347  26.17%   6.080%
  7   9.169  1027 1035 1050 rBV   272993    552106  19.08%   4.432%
  8  10.814  1308 1315 1326 rBV   105914    220902   7.63%   1.773%
  9  13.258  1724 1731 1746 rBV   842635   1413756  48.85%  11.349%
 10  14.639  1957 1966 1978 rBV   203970    348500  12.04%   2.798%
 
 11  16.131  2212 2220 2234 rBV   772169   1328399  45.90%  10.664%
 12  17.383  2427 2433 2448 rBV   254738    468836  16.20%   3.764%
 13  19.997  2871 2878 2894 rBV  2087616   2893839 100.00%  23.231%
 14  21.654  3153 3160 3178 rBV2  315171    634800  21.94%   5.096%
 15  23.117  3405 3409 3417 rVB6   14972     34678   1.20%   0.278%
 
 16  23.916  3540 3545 3552 rVB7   15993     32005   1.11%   0.257%
 17  24.845  3692 3703 3715 rBV2  205682    646819  22.35%   5.193%
 
 
                        Sum of corrected areas:    12456631
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG110719\
  Data File : BG043540.D                                          
  Acq On    :  7 Nov 2019  15:38
  Operator  : JU
  Sample    : PB124565BL
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG102119.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
0

500000

1000000

1500000

2000000

Time-->

Abundance TIC: BG043540.D

  5.11

  5.61   7.22  7.56

  8.01

  8.33
  9.17

 10.81

13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
0

500000

1000000

1500000

2000000

Time-->

Abundance TIC: BG043540.D

 13.26

 14.64

 16.13

 17.38

 20.00

 21.65

23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
0

500000

1000000

1500000

2000000

Time-->

Abundance TIC: BG043540.D

 23.12  23.92

 24.84

8270-BG102119.M Fri Nov 08 16:30:11 2019                                              Page: 2

Instrument :
BNA_G
ClientSampleId :
PB124565BL



                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG110719\
  Data File : BG043540.D                                          
  Acq On    :  7 Nov 2019  15:38
  Operator  : JU
  Sample    : PB124565BL
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG102119.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.
---------------------------------------------------------------------
  5.11   16.84 ng         156647   1,4-Dichlorobenzene-d4      8.01

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 50
 2 2-Hexanol, 2-methyl-                116 C7H16O         000625-23-0 38
 3 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 38
 4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 17
 5 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 
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5000

m/z-->

Abundance Scan 344 (5.109 min): BG043540.D (-339) (-)
43.0

59.1

101.1

83.069.0
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5000
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Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0
101.027.0 83.051.0 69.0 91.0
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m/z-->

Abundance #8358: 2-Hexanol, 2-methyl-
59.0

43.0 101.031.0 83.069.015.0 51.0
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5000

m/z-->

Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0

57.0

101.029.0
15.0 73.0 83.0

4.80 5.00 5.20 5.40

m/z  43.05  100.00%

4.80 5.00 5.20 5.40

m/z  59.10   65.06%

4.80 5.00 5.20 5.40

m/z 101.10   23.69%

4.80 5.00 5.20 5.40

m/z  58.10   17.85%
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m/z  41.10    8.59%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG110719\
  Data File : BG043540.D                                          
  Acq On    :  7 Nov 2019  15:38
  Operator  : JU
  Sample    : PB124565BL
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG102119.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  102.92 ng         957640   1,4-Dichlorobenzene-d4      8.01

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 27
 3 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 16
 4 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 12
 5 5-Aminoindole                       132 C8H8N2         005192-03-0 12
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Abundance Scan 761 (7.559 min): BG043540.D (-752) (-)
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Abundance #14142: 3-Chloro-6-fluoro-pyrazine
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Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
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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 132.10  100.00%
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m/z  68.10   40.05%
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m/z 134.10   32.52%

7.20 7.40 7.60 7.80

m/z  66.10   28.06%

7.20 7.40 7.60 7.80

m/z  69.10   17.93%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG110719\
  Data File : BG043540.D                                          
  Acq On    :  7 Nov 2019  15:38
  Operator  : JU
  Sample    : PB124565BL
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG102119.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...   5.11    16.8 ng     156647  1   8.01  186095  20.0
unknown7.56            7.56   102.9 ng     957640  1   8.01  186095  20.0
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