
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053015\
  Data File : BF079607.D                                          
  Acq On    : 30 May 2015  17:16
  Operator  : TP/IZ
  Sample    : G2420-14
  Misc      :  
  ALS Vial  : 10   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-BF052615.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   1.552    30   32   39 rVV   228091    431694   6.64%   2.058%
  2   1.655    39   41   72 rVB  2663871   6503303 100.00%  31.009%
  3   4.638   300  302  311 rVB    39140     67576   1.04%   0.322%
  4   5.210   349  352  362 rBV   779080   1227909  18.88%   5.855%
  5   6.536   465  468  476 rBV   823776   1310225  20.15%   6.247%
 
  6   6.650   476  478  481 rBV  1352736   1355527  20.84%   6.463%
  7   6.936   500  503  506 rBV   366087    374857   5.76%   1.787%
  8   7.119   516  519  522 rBV  1117288   1040786  16.00%   4.963%
  9   7.633   562  564  567 rBV   836796    784816  12.07%   3.742%
 10   8.513   639  641  643 rBV   496318    503386   7.74%   2.400%
 
 11   9.862   757  759  761 rBV  1565501   1622986  24.96%   7.739%
 12  10.376   801  804  806 rBV    78844    113971   1.75%   0.543%
 13  10.673   823  830  833 rBV   588475    581850   8.95%   2.774%
 14  11.656   913  916  918 rBV   909815   1006776  15.48%   4.801%
 15  11.862   932  934  938 rBV    40120     65710   1.01%   0.313%
 
 16  12.502   988  990  992 rBV   432157    546368   8.40%   2.605%
 17  14.502  1162 1165 1167 rBV  1753160   1813854  27.89%   8.649%
 18  15.680  1265 1268 1274 rBV   176538    277428   4.27%   1.323%
 19  15.782  1274 1277 1279 rBV   609962    655741  10.08%   3.127%
 20  17.497  1425 1427 1431 rBV   423845    687551  10.57%   3.278%
 
 
 
                        Sum of corrected areas:    20972314
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053015\
  Data File : BF079607.D                                          
  Acq On    : 30 May 2015  17:16
  Operator  : TP/IZ
  Sample    : G2420-14
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF052615.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\BF053015\
  Data File : BF079607.D                                          
  Acq On    : 30 May 2015  17:16
  Operator  : TP/IZ
  Sample    : G2420-14
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF052615.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.64    3.61 ng          67576   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 50
 2 4-Penten-2-one, 4-methyl-            98 C6H10O         003744-02-3 9 
 3 Diacetamide                         101 C4H7NO2        000625-77-4 9 
 4 1-Propen-2-ol, acetate              100 C5H8O2         000108-22-5 9 
 5 2-Nonanone                          142 C9H18O         000821-55-6 9 
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m/z-->

Abundance Scan 302 (4.638 min): BF079607.D (-300) (-)
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Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
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Abundance #3174: 4-Penten-2-one, 4-methyl-
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Abundance #3942: Diacetamide
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4.40 4.60 4.80 5.00

m/z  43.00  100.00%

4.40 4.60 4.80 5.00

m/z  59.00   54.73%

4.40 4.60 4.80 5.00

m/z 101.10   16.99%

4.40 4.60 4.80 5.00

m/z  58.10   15.85%

4.40 4.60 4.80 5.00

m/z  41.10    9.28%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053015\
  Data File : BF079607.D                                          
  Acq On    : 30 May 2015  17:16
  Operator  : TP/IZ
  Sample    : G2420-14
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF052615.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  unknown6.65                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.65   72.32 ng        1355530   1,4-Dichlorobenzene-d4      6.94

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 38
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 25
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 12
 4 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 5 Xenon                               132 Xe             007440-63-3 9 
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6.40 6.60 6.80 7.00

m/z 132.00  100.00%

6.40 6.60 6.80 7.00

m/z  68.10   35.20%

6.40 6.60 6.80 7.00

m/z 134.00   32.94%

6.40 6.60 6.80 7.00

m/z  66.10   22.13%

6.40 6.60 6.80 7.00

m/z  69.10   13.79%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053015\
  Data File : BF079607.D                                          
  Acq On    : 30 May 2015  17:16
  Operator  : TP/IZ
  Sample    : G2420-14
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF052615.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Eicosane                        Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.86    2.41 ng          65710   Phenanthrene-d10           12.50

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 91
 2 Octane, 2,4,6-trimethyl-            156 C11H24         062016-37-9 86
 3 Tetradecane                         198 C14H30         000629-59-4 86
 4 Hexadecane                          226 C16H34         000544-76-3 83
 5 Pentadecane                         212 C15H32         000629-62-9 78
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Abundance Scan 934 (11.862 min): BF079607.D (-932) (-)
57

7143

85

99 113

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

5000

m/z-->

Abundance #107652: Eicosane
5743

71

85
29

99 113127141155169 282

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

5000

m/z-->

Abundance #27141: Octane, 2,4,6-trimethyl-
57

43

71 85
29

99 127113 141156

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

5000

m/z-->

Abundance #55008: Tetradecane
57

43
71

85

29
99 113 19812714115516915

11.60 11.80 12.00 12.20

m/z  57.05  100.00%

11.60 11.80 12.00 12.20

m/z  71.10   64.62%

11.60 11.80 12.00 12.20

m/z  43.10   61.59%

11.60 11.80 12.00 12.20

m/z  85.10   38.88%

11.60 11.80 12.00 12.20

m/z  41.10   26.55%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053015\
  Data File : BF079607.D                                          
  Acq On    : 30 May 2015  17:16
  Operator  : TP/IZ
  Sample    : G2420-14
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF052615.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  1-Nonadecanol                   Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.68    8.46 ng         277428   Chrysene-d12               15.78

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Nonadecanol                       284 C19H40O        001454-84-8 95
 2 2- Chloropropionic acid, octadec... 360 C21H41ClO2     088104-31-8 93
 3 2- Chloropropionic acid, hexadec... 332 C19H37ClO2     086711-81-1 91
 4 1-Nonadecene                        266 C19H38         018435-45-5 90
 5 1-Hexadecanol                       242 C16H34O        036653-82-4 90
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Abundance Scan 1268 (15.680 min): BF079607.D (-1265) (-)
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Abundance #144923: 2- Chloropropionic acid, octadecyl ester
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Abundance #133740: 2- Chloropropionic acid, hexadecyl ester
57 83

111

29 196 222139 269168 332

15.40 15.60 15.80 16.00

m/z  57.10  100.00%

15.40 15.60 15.80 16.00

m/z  55.05   97.08%

15.40 15.60 15.80 16.00

m/z  83.10   88.44%

15.40 15.60 15.80 16.00

m/z  43.10   85.68%

15.40 15.60 15.80 16.00

m/z  97.10   81.30%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053015\
  Data File : BF079607.D                                          
  Acq On    : 30 May 2015  17:16
  Operator  : TP/IZ
  Sample    : G2420-14
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF052615.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...   4.64     3.6 ng      67576  1   6.94  374857  20.0
unknown6.65            6.65    72.3 ng    1355530  1   6.94  374857  20.0
Eicosane              11.86     2.4 ng      65710  4  12.50  546368  20.0
1-Nonadecanol         15.68     8.5 ng     277428  5  15.78  655741  20.0
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