
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052816\
  Data File : BF087509.D                                          
  Acq On    : 29 May 2016   8:18
  Operator  : UM/SJ
  Sample    : H3272-09
  Misc      :  
  ALS Vial  : 33   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-BF052316.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   4.696   270  272  287 rBV    82841    287522   6.98%   1.078%
  2   5.370   329  331  351 rBV   634047   1559624  37.87%   5.849%
  3   5.976   381  384  396 rBV    17980     53330   1.29%   0.200%
  4   7.027   474  476  482 rBV   456648    879806  21.36%   3.300%
  5   7.119   482  484  499 rVB  2086373   3119188  75.74%  11.698%
 
  6   7.473   512  515  527 rVB   395315    732079  17.78%   2.746%
  7   7.702   532  535  551 rVB  1931103   2725048  66.17%  10.220%
  8   8.387   592  595  623 rBV  1599858   2563189  62.24%   9.613%
  9   9.496   690  692  710 rBV   536257    902804  21.92%   3.386%
 10  11.279   845  848  866 rBV  3055630   4118365 100.00%  15.446%
 
 11  11.988   908  910  918 rBV    27560     55425   1.35%   0.208%
 12  12.319   937  939  952 rBV   626279    958761  23.28%   3.596%
 13  13.622  1050 1053 1074 rBV  1661036   2583554  62.73%   9.690%
 14  13.931  1077 1080 1085 rVB    28949     48267   1.17%   0.181%
 15  14.731  1147 1150 1162 rVB   590858    948636  23.03%   3.558%
 
 16  17.085  1353 1356 1359 rBV  3186154   3735970  90.71%  14.012%
 17  18.434  1472 1474 1490 rVB   443012    824542  20.02%   3.092%
 18  20.114  1619 1621 1634 rBV   321633    567285  13.77%   2.128%
 
 
                        Sum of corrected areas:    26663395
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052816\
  Data File : BF087509.D                                          
  Acq On    : 29 May 2016   8:18
  Operator  : UM/SJ
  Sample    : H3272-09
  Misc      :  
  ALS Vial  : 33   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00
0

500000

1000000

1500000

2000000

2500000

3000000

3500000

Time-->

Abundance TIC: BF087509.D

  4.70

  5.37

  5.98

  7.03

  7.12

  7.47

  7.70

  8.39

9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
0

500000

1000000

1500000

2000000

2500000

3000000

3500000

Time-->

Abundance TIC: BF087509.D

  9.50

 11.28

 11.99

 12.32

 13.62

 13.93

 14.73

17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00
0

500000

1000000

1500000

2000000

2500000

3000000

3500000

Time-->

Abundance TIC: BF087509.D

 17.09

 18.43
 20.11

8270-BF052316.M Tue May 31 19:27:02 2016                                              Page: 2

Instrument :
BNA_F
ClientSampleId :
MW-111B



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052816\
  Data File : BF087509.D                                          
  Acq On    : 29 May 2016   8:18
  Operator  : UM/SJ
  Sample    : H3272-09
  Misc      :  
  ALS Vial  : 33   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316.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.
---------------------------------------------------------------------
  4.70    7.85 ng         287522   1,4-Dichlorobenzene-d4      7.47

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 56
 2 Diacetamide                         101 C4H7NO2        000625-77-4 9 
 3 1-Butene, 4-ethoxy-                 100 C6H12O         044611-46-3 9 
 4 1-Propen-2-ol, acetate              100 C5H8O2         000108-22-5 9 
 5 5-Aminovaleric acid                 117 C5H11NO2       000660-88-8 9 

20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance Scan 272 (4.696 min): BF087509.D (-270) (-)
43

59

101
8338 51

20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43

59
10127 8338 53 67 9177 9632 48 72

20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #4023: Diacetamide
43

59
73

101
28 38 67 7954 86

20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #3831: 1-Butene, 4-ethoxy-
31

59

8539
5344 71 7765

4.40 4.60 4.80 5.00

m/z  43.05  100.00%

4.40 4.60 4.80 5.00

m/z  59.10   47.83%

4.40 4.60 4.80 5.00

m/z  58.10   13.66%

4.40 4.60 4.80 5.00

m/z 101.10   12.90%

4.40 4.60 4.80 5.00

m/z  41.10    9.71%

8270-BF052316.M Tue May 31 19:27:03 2016                                              Page: 3

Instrument :
BNA_F
ClientSampleId :
MW-111B



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052816\
  Data File : BF087509.D                                          
  Acq On    : 29 May 2016   8:18
  Operator  : UM/SJ
  Sample    : H3272-09
  Misc      :  
  ALS Vial  : 33   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown7.12                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.12   85.21 ng        3119190   1,4-Dichlorobenzene-d4      7.47

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 27
 2 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 22
 4 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 22
 5 1H-Indazole, 4-methyl-              132 C8H8N2         1000316-00-9 12
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052816\
  Data File : BF087509.D                                          
  Acq On    : 29 May 2016   8:18
  Operator  : UM/SJ
  Sample    : H3272-09
  Misc      :  
  ALS Vial  : 33   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316.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...   4.70     7.8 ng     287522  1   7.47  732079  20.0
unknown7.12            7.12    85.2 ng    3119190  1   7.47  732079  20.0
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