
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF051019\
  Data File : BF114143.D                                          
  Acq On    : 11 May 2019   1:26
  Operator  : JU/SJ
  Sample    : K2647-07 5X
  Misc      :  
  ALS Vial  : 21   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-BF051019.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   5.475   573  576  588 rBV   650478    625794  27.17%   2.626%
  2   6.487   744  748  765 rBV   830892    831427  36.10%   3.489%
  3   6.622   768  771  776 rBV   818899    720528  31.29%   3.024%
  4   6.857   807  811  814 rBV  1837018   1674421  72.71%   7.027%
  5   7.010   833  837  844 rVB   594762    484348  21.03%   2.033%
 
  6   7.410   901  905  911 rBV   441705    391365  16.99%   1.642%
  7   8.133  1025 1028 1032 rBV  2589784   2096183  91.03%   8.797%
  8   8.728  1127 1129 1133 rBV2   32213     29625   1.29%   0.124%
  9   9.204  1207 1210 1214 rBV  1111424    913779  39.68%   3.835%
 10   9.292  1222 1225 1231 rBV    47437     49865   2.17%   0.209%
 
 11   9.598  1274 1277 1281 rBV   104166    101388   4.40%   0.425%
 12   9.751  1300 1303 1306 rBV    41890     44287   1.92%   0.186%
 13   9.792  1306 1310 1313 rVV2   38338     63292   2.75%   0.266%
 14   9.822  1313 1315 1319 rVB    71427     56207   2.44%   0.236%
 15   9.886  1323 1326 1330 rBV  2485859   2212175  96.06%   9.284%
 
 16  10.322  1397 1400 1402 rVB    63549     52734   2.29%   0.221%
 17  10.433  1416 1419 1426 rVB4   19396     32772   1.42%   0.138%
 18  10.539  1432 1437 1443 rBV    29359     46250   2.01%   0.194%
 19  10.674  1454 1460 1467 rBV   600480    557417  24.21%   2.339%
 20  10.792  1477 1480 1488 rVB    77719     97712   4.24%   0.410%
 
 21  11.239  1553 1556 1559 rBV2   71977     71902   3.12%   0.302%
 22  11.269  1559 1561 1568 rVB2   41731     47091   2.04%   0.198%
 23  11.374  1575 1579 1581 rBV  2635735   2302832 100.00%   9.664%
 24  11.392  1581 1582 1586 rVV   131780    104771   4.55%   0.440%
 25  11.445  1589 1591 1594 rVB    45023     41961   1.82%   0.176%
 
 26  11.669  1625 1629 1631 rBV    53775     56085   2.44%   0.235%
 27  11.763  1642 1645 1648 rBV   795312    599665  26.04%   2.517%
 28  11.874  1661 1664 1665 rBV2   33172     27081   1.18%   0.114%
 29  11.898  1665 1668 1672 rVB3   84024     90436   3.93%   0.380%
 30  11.986  1680 1683 1685 rBV2   55219     54892   2.38%   0.230%
 
 31  12.074  1695 1698 1701 rVB    45629     43403   1.88%   0.182%
 32  12.168  1711 1714 1716 rBV3   45146     43824   1.90%   0.184%
 33  12.421  1755 1757 1758 rBV2   37325     27211   1.18%   0.114%
 34  12.451  1758 1762 1763 rBV  1753392   1619037  70.31%   6.795%
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                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF051019\
  Data File : BF114143.D                                          
  Acq On    : 11 May 2019   1:26
  Operator  : JU/SJ
  Sample    : K2647-07 5X
  Misc      :  
  ALS Vial  : 21   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-BF051019.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  12.468  1763 1765 1768 rVB  2465226   1905248  82.73%   7.996%
 
 36  12.557  1776 1780 1782 rBV   281031    252100  10.95%   1.058%
 37  12.586  1782 1785 1788 rVV   316370    281728  12.23%   1.182%
 38  12.792  1817 1820 1821 rBV2   90608     89442   3.88%   0.375%
 39  12.810  1821 1823 1829 rVB   310593    323452  14.05%   1.357%
 40  12.951  1844 1847 1850 rBV  1152023    923328  40.10%   3.875%
 
 41  13.115  1872 1875 1876 rBV3   96972     84277   3.66%   0.354%
 42  13.139  1877 1879 1882 rVV2  107664    116932   5.08%   0.491%
 43  13.204  1885 1890 1893 rVV3   91312    160821   6.98%   0.675%
 44  14.010  2023 2027 2030 rBV  2064164   1919684  83.36%   8.056%
 45  15.474  2272 2276 2288 rVB  1182348   1559700  67.73%   6.546%
 
 
 
                        Sum of corrected areas:    23828472
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF051019\
  Data File : BF114143.D                                          
  Acq On    : 11 May 2019   1:26
  Operator  : JU/SJ
  Sample    : K2647-07 5X
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.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\BF051019\
  Data File : BF114143.D                                          
  Acq On    : 11 May 2019   1:26
  Operator  : JU/SJ
  Sample    : K2647-07 5X
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  unknown6.62                     Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.62    8.61 ng         720528   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 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 4 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 5 Imidazole, 4,5-dicyano-1-methyl-    132 C6H4N4         019485-35-9 9 
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Abundance #14491: 5-Aminoindole
132
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6.20 6.40 6.60 6.80 7.00

m/z 132.00  100.00%

6.20 6.40 6.60 6.80 7.00

m/z  68.10   42.58%

6.20 6.40 6.60 6.80 7.00

m/z 134.00   32.36%

6.20 6.40 6.60 6.80 7.00

m/z  66.00   25.69%

6.20 6.40 6.60 6.80 7.00

m/z  69.05   16.06%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF051019\
  Data File : BF114143.D                                          
  Acq On    : 11 May 2019   1:26
  Operator  : JU/SJ
  Sample    : K2647-07 5X
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  Hexadecanoic acid, methyl e...  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.76    5.21 ng         599665   Phenanthrene-d10           11.37

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecanoic acid, methyl ester     270 C17H34O2       000112-39-0 99
 2 Pentadecanoic acid, 14-methyl-, ... 270 C17H34O2       005129-60-2 94
 3 Methyl tetradecanoate               242 C15H30O2       000124-10-7 91
 4 Pentadecanoic acid, methyl ester    256 C16H32O2       007132-64-1 90
 5 Heptadecanoic acid, methyl ester    284 C18H36O2       001731-92-6 87
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m/z  74.00  100.00%

11.40 11.60 11.80 12.00

m/z  87.00   71.52%

11.40 11.60 11.80 12.00

m/z  43.10   40.26%

11.40 11.60 11.80 12.00

m/z  55.10   28.69%

11.40 11.60 11.80 12.00

m/z  41.05   28.66%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF051019\
  Data File : BF114143.D                                          
  Acq On    : 11 May 2019   1:26
  Operator  : JU/SJ
  Sample    : K2647-07 5X
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  9,12-Octadecadienoic acid, ...  Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.45   14.06 ng        1619040   Phenanthrene-d10           11.37

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 9,12-Octadecadienoic acid, methy... 294 C19H34O2       002566-97-4 99
 2 9,15-Octadecadienoic acid, methy... 294 C19H34O2       017309-05-6 99
 3 8,11-Octadecadienoic acid, methy... 294 C19H34O2       056599-58-7 99
 4 9,12-Octadecadienoic acid, methy... 294 C19H34O2       002462-85-3 99
 5 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H34O2       000112-63-0 98
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Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
6741

95

123 149 178 262 294

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->
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m/z  67.10  100.00%

12.20 12.40 12.60 12.80

m/z  81.10   83.18%

12.20 12.40 12.60 12.80

m/z  55.05   72.63%

12.20 12.40 12.60 12.80

m/z  41.10   60.35%

12.20 12.40 12.60 12.80

m/z  95.05   56.66%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF051019\
  Data File : BF114143.D                                          
  Acq On    : 11 May 2019   1:26
  Operator  : JU/SJ
  Sample    : K2647-07 5X
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  11-Octadecenoic acid, methy...  Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.47   16.55 ng        1905250   Phenanthrene-d10           11.37

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 11-Octadecenoic acid, methyl est... 296 C19H36O2       001937-63-9 98
 2 9-Octadecenoic acid, methyl ester   296 C19H36O2       002462-84-2 98
 3 13-Octadecenoic acid, methyl ester  296 C19H36O2       056554-47-3 98
 4 15-Octadecenoic acid, methyl ester  296 C19H36O2       004764-72-1 97
 5 11-Octadecenoic acid, methyl ester  296 C19H36O2       052380-33-3 94
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m/z  55.10  100.00%
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m/z  41.10   67.23%

12.20 12.40 12.60 12.80

m/z  69.10   57.91%

12.20 12.40 12.60 12.80

m/z  43.05   53.73%

12.20 12.40 12.60 12.80

m/z  74.00   52.54%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF051019\
  Data File : BF114143.D                                          
  Acq On    : 11 May 2019   1:26
  Operator  : JU/SJ
  Sample    : K2647-07 5X
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.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|
----------------------------------------------------------------------------
unknown6.62            6.62     8.6 ng     720528  1   6.86 1674420  20.0
Hexadecanoic acid...  11.76     5.2 ng     599665  4  11.37 2302830  20.0
9,12-Octadecadien...  12.45    14.1 ng    1619040  4  11.37 2302830  20.0
11-Octadecenoic a...  12.47    16.6 ng    1905250  4  11.37 2302830  20.0
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