
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF013117\
  Data File : BF092686.D                                          
  Acq On    : 31 Jan 2017  17:40
  Operator  : SJ/MA
  Sample    : I1610-04
  Misc      :  
  ALS Vial  : 9   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:\HPCHEM1\BNA_F\METHODS\8270-BF013017.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   5.127   263  266  270 rBV   460616    594938  12.52%   1.855%
  2   5.550   301  303  306 rBV  1721095   1597286  33.60%   4.981%
  3   6.579   391  393  396 rBV  1696332   1443515  30.37%   4.501%
  4   6.716   402  405  407 rBV  3772041   3449008  72.55%  10.755%
  5   6.944   423  425  427 rBV  1160203    967063  20.34%   3.015%
 
  6   7.104   436  439  441 rBV  3490203   3228534  67.92%  10.067%
  7   7.516   472  475  477 rBV  2773624   3067514  64.53%   9.565%
  8   8.236   535  538  540 rBV  1403115   1200633  25.26%   3.744%
  9   9.322   630  633  635 rBV  3660943   4753728 100.00%  14.823%
 10   9.710   665  667  669 rBV   113049     91031   1.91%   0.284%
 
 11   9.996   690  692  694 rBV  1600623   1351612  28.43%   4.215%
 12  10.796   759  762  764 rBV  1508584   2070615  43.56%   6.457%
 13  10.899   769  771  775 rVB    71460     77328   1.63%   0.241%
 14  11.345   808  810  812 rBV    54556     63286   1.33%   0.197%
 15  11.493   820  823  825 rBV  1032714   1293295  27.21%   4.033%
 
 16  11.779   846  848  850 rBV    61637     61347   1.29%   0.191%
 17  13.071   959  961  964 rBV  3157112   4282782  90.09%  13.354%
 18  14.122  1051 1053 1056 rVB  1449559   1298624  27.32%   4.049%
 19  15.585  1178 1181 1184 rBV   723568   1130120  23.77%   3.524%
 20  16.557  1263 1266 1269 rBV    24002     47852   1.01%   0.149%
 
 
 
                        Sum of corrected areas:    32070111
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF013117\
  Data File : BF092686.D                                          
  Acq On    : 31 Jan 2017  17:40
  Operator  : SJ/MA
  Sample    : I1610-04
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF013117\
  Data File : BF092686.D                                          
  Acq On    : 31 Jan 2017  17:40
  Operator  : SJ/MA
  Sample    : I1610-04
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.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.
---------------------------------------------------------------------
  5.13   12.30 ng         594938   1,4-Dichlorobenzene-d4      6.94

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 59
 2 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 39
 3 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 36
 4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 25
 5 1-Propen-2-ol, acetate              100 C5H8O2         000108-22-5 10

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance Scan 266 (5.127 min): BF092686.D (-263) (-)
43.0

59.1

101.1
83.169.1

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0
101.027.0 83.051.0 69.0 91.0

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #7975: Acetic acid, 1,1-dimethylethyl ester
43.0

57.0

101.029.0
15.0 73.0 83.0

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59.0

41.0
101.029.0

50.0 73.0 86.0

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   58.26%

4.80 5.00 5.20 5.40

m/z 101.10   18.21%

4.80 5.00 5.20 5.40

m/z  58.10   15.81%

4.80 5.00 5.20 5.40

m/z  41.10    9.01%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF013117\
  Data File : BF092686.D                                          
  Acq On    : 31 Jan 2017  17:40
  Operator  : SJ/MA
  Sample    : I1610-04
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  2  unknown6.72                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.72   71.33 ng        3449010   1,4-Dichlorobenzene-d4      6.94

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 16
 2 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 4 Imidazole, 4,5-dicyano-1-methyl-    132 C6H4N4         019485-35-9 9 
 5 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 9 
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m/z-->

Abundance Scan 405 (6.716 min): BF092686.D (-402) (-)
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Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0

105.033.0
70.051.0 86.0
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m/z-->

Abundance #14006: 5-Aminoindole
132.0

104.0
66.051.027.0 89.0
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m/z-->

Abundance #48639: Tranylcypromine-propionyl
132.057.0

74.0
116.0

98.0

189.0158.0

6.40 6.60 6.80 7.00

m/z 132.10  100.00%

6.40 6.60 6.80 7.00

m/z  68.10   44.29%

6.40 6.60 6.80 7.00

m/z 134.10   32.65%

6.40 6.60 6.80 7.00

m/z  66.10   28.37%

6.40 6.60 6.80 7.00

m/z  69.10   17.39%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF013117\
  Data File : BF092686.D                                          
  Acq On    : 31 Jan 2017  17:40
  Operator  : SJ/MA
  Sample    : I1610-04
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P
 
                                                   |--Internal Standard---|
  TIC Top Hit name      RT  EstConc Units Response |#    RT     Resp  Conc|
----------------------------------------------------------------------------
2-Pentanone, 4-hy...   5.13    12.3 ng     594938  1   6.94  967063  20.0
unknown6.72            6.72    71.3 ng    3449010  1   6.94  967063  20.0
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