
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061617\
  Data File : BF095961.D                                          
  Acq On    : 16 Jun 2017  18:09
  Operator  : SJ/MA
  Sample    : PB99832BL
  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:\HPCHEM1\BNA_F\METHODS\8270-BF060517.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   4.534   497  501  519 rBV    60572    170933   8.34%   1.171%
  2   5.228   615  619  647 rBV   835228   1647052  80.40%  11.283%
  3   6.898   899  903  913 rBV  1029644   1504053  73.42%  10.303%
  4   6.981   913  917  937 rVB  1239449   1930796  94.25%  13.226%
  5   7.322   971  975  989 rVB   248521    333635  16.29%   2.285%
 
  6   7.557  1010 1015 1034 rBV  1036413   1357639  66.27%   9.300%
  7   8.239  1126 1131 1162 rBV   694237   1018957  49.74%   6.980%
  8   9.351  1316 1320 1337 rBV   331405    460272  22.47%   3.153%
  9  11.133  1616 1623 1638 rBV  1598699   2048553 100.00%  14.033%
 10  12.169  1795 1799 1813 rBV2  371106    503447  24.58%   3.449%
 
 11  13.468  2015 2020 2037 rBV   698960    999466  48.79%   6.847%
 12  14.562  2202 2206 2223 rBV2  315241    453940  22.16%   3.110%
 13  16.945  2605 2611 2626 rBB  1337959   1517775  74.09%  10.397%
 14  18.292  2836 2840 2850 rBV   239266    319658  15.60%   2.190%
 15  19.956  3119 3123 3137 rBV2  230788    331783  16.20%   2.273%
 
 
 
                        Sum of corrected areas:    14597959
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061617\
  Data File : BF095961.D                                          
  Acq On    : 16 Jun 2017  18:09
  Operator  : SJ/MA
  Sample    : PB99832BL
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517.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

200000

400000

600000

800000

1000000

1200000

1400000

Time-->

Abundance TIC: BF095961.D

  4.53

  5.23

  6.90

  6.98

  7.32

  7.56

  8.24

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

200000

400000

600000

800000

1000000

1200000

1400000

Time-->

Abundance TIC: BF095961.D

  9.35

 11.13

 12.17

 13.47

 14.56

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

200000

400000

600000

800000

1000000

1200000

1400000

Time-->

Abundance TIC: BF095961.D

 16.94

 18.29  19.96

8270-BF060517.M Mon Jun 19 18:07:21 2017                                              Page: 2

Instrument :
BNA_F
ClientSampleId :
PB99832BL

Instrument :
BNA_F
ClientSampleId :
PB99832BL

Instrument :
BNA_F
ClientSampleId :
PB99832BL

Instrument :
BNA_F
ClientSampleId :
PB99832BL



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061617\
  Data File : BF095961.D                                          
  Acq On    : 16 Jun 2017  18:09
  Operator  : SJ/MA
  Sample    : PB99832BL
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517.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.
---------------------------------------------------------------------
  4.53   10.25 ng         170933   1,4-Dichlorobenzene-d4      7.32

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 56
 2 1,8-Nonanediol, 8-methyl-           174 C10H22O2       054725-73-4 25
 3 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 
 4 Butane                               58 C4H10          000106-97-8 9 
 5 3-Hexanol                           102 C6H14O         000623-37-0 9 
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5000
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Abundance Scan 500 (4.528 min): BF095961.D (-497) (-)
43.0

59.0

101.1

83.1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

5000

m/z-->

Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
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Abundance #40911: 1,8-Nonanediol, 8-methyl-
59.0

43.0

83.0 123.098.0 141.0 159.0
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5000

m/z-->

Abundance #3159: 5-Hexen-2-one
43.0

55.0
27.0 83.0 98.069.0

4.20 4.40 4.60 4.80

m/z  43.00  100.00%

4.20 4.40 4.60 4.80

m/z  59.00   66.20%

4.20 4.40 4.60 4.80

m/z 101.10   25.02%

4.20 4.40 4.60 4.80

m/z  58.00   15.78%

4.20 4.40 4.60 4.80

m/z  41.00    9.89%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061617\
  Data File : BF095961.D                                          
  Acq On    : 16 Jun 2017  18:09
  Operator  : SJ/MA
  Sample    : PB99832BL
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.98                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.98  115.74 ng        1930800   1,4-Dichlorobenzene-d4      7.32

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 27
 2 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 16
 3 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 4 Amphetaminil                        250 C17H18N2       017590-01-1 10
 5 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
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Abundance Scan 917 (6.981 min): BF095961.D (-913) (-)
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Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
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Abundance #14142: 3-Chloro-6-fluoro-pyrazine
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Abundance #14491: 5-Aminoindole
132.0

104.0
66.0 77.051.039.0 115.027.0 89.014.0

6.60 6.80 7.00 7.20 7.40

m/z 132.00  100.00%

6.60 6.80 7.00 7.20 7.40

m/z  68.05   38.25%

6.60 6.80 7.00 7.20 7.40

m/z 134.00   32.12%

6.60 6.80 7.00 7.20 7.40

m/z  66.00   22.57%

6.60 6.80 7.00 7.20 7.40

m/z  69.10   14.86%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061617\
  Data File : BF095961.D                                          
  Acq On    : 16 Jun 2017  18:09
  Operator  : SJ/MA
  Sample    : PB99832BL
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517.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...   4.53    10.3 ng     170933  1   7.32  333635  20.0
unknown6.98            6.98   115.7 ng    1930800  1   7.32  333635  20.0
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