
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050516\
  Data File : BF086713.D                                          
  Acq On    :  5 May 2016  18:53
  Operator  : UM/SJ
  Sample    : H2807-01
  Misc      :  
  ALS Vial  : 11   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-BF050416.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   4.899   243  246  253 rBV   252521    452182   7.88%   0.929%
  2   5.322   280  283  285 rBV  4919333   5339513  93.06%  10.968%
  3   5.722   316  318  331 rVB    38070     79294   1.38%   0.163%
  4   6.373   371  375  377 rBV  4851752   5737865 100.00%  11.786%
  5   6.499   383  386  388 rBV  4193718   5608955  97.75%  11.521%
 
  6   6.727   403  406  408 rBV   986855   1165020  20.30%   2.393%
  7   6.876   417  419  422 rBV  2971942   3816306  66.51%   7.839%
  8   7.299   452  456  458 rBV  2833969   3767689  65.66%   7.739%
  9   7.390   462  464  472 rVB    37163     96193   1.68%   0.198%
 10   8.008   516  518  521 rBV  1492769   1489651  25.96%   3.060%
 
 11   9.093   610  613  615 rBV  5358016   5241189  91.34%  10.766%
 12   9.482   645  647  650 rBV   363407    383866   6.69%   0.788%
 13   9.711   665  667  669 rBV    58431     73975   1.29%   0.152%
 14   9.756   669  671  674 rBV  1197331   1647503  28.71%   3.384%
 15  10.202   709  710  712 rVB   163343    132780   2.31%   0.273%
 
 16  10.419   726  729  733 rBV    57829    100872   1.76%   0.207%
 17  10.545   738  740  743 rBV2 2388482   3480325  60.66%   7.149%
 18  10.671   750  751  756 rVB   162255    234617   4.09%   0.482%
 19  11.116   789  790  792 rBV    70252    101135   1.76%   0.208%
 20  11.242   798  801  803 rBV  1662717   1583782  27.60%   3.253%
 
 21  11.779   846  848  853 rBV2  358114    483495   8.43%   0.993%
 22  12.442   904  906  909 rBV    79097    103028   1.80%   0.212%
 23  12.568   914  917  922 rBV    87799    133579   2.33%   0.274%
 24  12.671   923  926  928 rVV    84977    105899   1.85%   0.218%
 25  12.831   937  940  942 rBV  4007374   4161442  72.53%   8.548%
 
 26  13.071   958  961  963 rBV    59887     64824   1.13%   0.133%
 27  13.414   987  991  992 rBV2   55170     90716   1.58%   0.186%
 28  13.734  1016 1019 1024 rBV   278068    393960   6.87%   0.809%
 29  13.871  1028 1031 1037 rBV  1098607   1280063  22.31%   2.629%
 30  14.054  1045 1047 1049 rBV    47388     58409   1.02%   0.120%
 
 31  14.362  1071 1074 1079 rBV2   38797    105306   1.84%   0.216%
 32  14.877  1117 1119 1122 rBV    38216     75147   1.31%   0.154%
 33  15.254  1150 1152 1155 rBV   605377    899901  15.68%   1.848%
 34  15.688  1188 1190 1192 rBV    48121     75675   1.32%   0.155%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050516\
  Data File : BF086713.D                                          
  Acq On    :  5 May 2016  18:53
  Operator  : UM/SJ
  Sample    : H2807-01
  Misc      :  
  ALS Vial  : 11   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-BF050416.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  15.734  1192 1194 1200 rVB5   41770    119262   2.08%   0.245%
 
 
 
                        Sum of corrected areas:    48683418
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050516\
  Data File : BF086713.D                                          
  Acq On    :  5 May 2016  18:53
  Operator  : UM/SJ
  Sample    : H2807-01
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416.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\BF050516\
  Data File : BF086713.D                                          
  Acq On    :  5 May 2016  18:53
  Operator  : UM/SJ
  Sample    : H2807-01
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416.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.
---------------------------------------------------------------------
  4.90   15.53 ng         452182   1,4-Dichlorobenzene-d4      6.73

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 50
 2 3-Octanol                           130 C8H18O         000589-98-0 33
 3 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 28
 4 2-Hexanol, 2-methyl-                116 C7H16O         000625-23-0 28
 5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 25

20 30 40 50 60 70 80 90 100 110 120 130
0

5000

m/z-->

Abundance Scan 246 (4.899 min): BF086713.D (-243) (-)
43.0

59.1

101.1
83.1

20 30 40 50 60 70 80 90 100 110 120 130
0

5000

m/z-->

Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0

101.031.0 83.0
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Abundance #13188: 3-Octanol
59.0

83.041.029.0

101.0

69.0 112.0 129.0
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0

5000

m/z-->

Abundance #7974: Acetic acid, 1,1-dimethylethyl ester
43.0

57.0

29.0
101.0

78.0

4.60 4.80 5.00 5.20

m/z  43.05  100.00%

4.60 4.80 5.00 5.20

m/z  59.10   50.32%

4.60 4.80 5.00 5.20

m/z  58.05   13.68%

4.60 4.80 5.00 5.20

m/z 101.10   13.49%

4.60 4.80 5.00 5.20

m/z  41.10    9.49%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050516\
  Data File : BF086713.D                                          
  Acq On    :  5 May 2016  18:53
  Operator  : UM/SJ
  Sample    : H2807-01
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.50                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.50  192.58 ng        5608960   1,4-Dichlorobenzene-d4      6.73

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 16
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 12
 4 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 9 
 5 Benzene, 1,2,4-trifluoro-           132 C6H3F3         000367-23-7 9 
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m/z-->

Abundance Scan 386 (6.499 min): BF086713.D (-383) (-)
132.1
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Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
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104.0

51.031.0
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Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0

105.033.0
70.051.0 86.0
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0

5000

m/z-->

Abundance #48639: Tranylcypromine-propionyl
132.057.0

74.0
116.0

98.0

189.0158.0

6.20 6.40 6.60 6.80

m/z 132.10  100.00%

6.20 6.40 6.60 6.80

m/z  68.10   40.48%

6.20 6.40 6.60 6.80

m/z 134.10   34.11%

6.20 6.40 6.60 6.80

m/z  66.05   27.86%

6.20 6.40 6.60 6.80

m/z  69.05   16.74%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050516\
  Data File : BF086713.D                                          
  Acq On    :  5 May 2016  18:53
  Operator  : UM/SJ
  Sample    : H2807-01
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Eicosane                        Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.67    5.93 ng         234617   Phenanthrene-d10           11.24

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 91
 2 Hexadecane                          226 C16H34         000544-76-3 91
 3 Silane, trichlorooctadecyl-         386 C18H37Cl3Si    000112-04-9 90
 4 Tridecane                           184 C13H28         000629-50-5 90
 5 Octadecane                          254 C18H38         000593-45-3 86
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Abundance Scan 751 (10.671 min): BF086713.D (-750) (-)
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m/z-->

Abundance #107652: Eicosane
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Abundance #73965: Hexadecane
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m/z-->

Abundance #152929: Silane, trichlorooctadecyl-
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99.027.0 135.0 175.0205.0 245.0275.0 315.0 386.0345.0

10.40 10.60 10.80 11.00

m/z  57.10  100.00%

10.40 10.60 10.80 11.00

m/z  43.10   84.05%

10.40 10.60 10.80 11.00

m/z  71.10   45.88%

10.40 10.60 10.80 11.00

m/z  41.10   38.49%

10.40 10.60 10.80 11.00

m/z  85.10   30.31%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050516\
  Data File : BF086713.D                                          
  Acq On    :  5 May 2016  18:53
  Operator  : UM/SJ
  Sample    : H2807-01
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  n-Hexadecanoic acid             Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.78   12.21 ng         483495   Phenanthrene-d10           11.24

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 97
 2 Pentadecanoic acid                  242 C15H30O2       001002-84-2 91
 3 n-Decanoic acid                     172 C10H20O2       000334-48-5 83
 4 Tetradecanoic acid                  228 C14H28O2       000544-63-8 83
 5 Tridecanoic acid                    214 C13H26O2       000638-53-9 83
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5000

m/z-->

Abundance Scan 848 (11.779 min): BF086713.D (-846) (-)
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Abundance #92227: n-Hexadecanoic acid
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171.0152.0
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Abundance #37189: n-Decanoic acid
60.0
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172.0110.0

11.40 11.60 11.80 12.00

m/z  43.10  100.00%

11.40 11.60 11.80 12.00

m/z  60.00   79.37%

11.40 11.60 11.80 12.00

m/z  41.10   76.42%

11.40 11.60 11.80 12.00

m/z  73.10   71.66%

11.40 11.60 11.80 12.00

m/z  57.10   69.60%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050516\
  Data File : BF086713.D                                          
  Acq On    :  5 May 2016  18:53
  Operator  : UM/SJ
  Sample    : H2807-01
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Tetradecanoic acid              Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.57    4.17 ng         133579   Chrysene-d12               13.87

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tetradecanoic acid                  228 C14H28O2       000544-63-8 62
 2 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 53
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 53
 4 Dodecanoic acid                     200 C12H24O2       000143-07-7 50
 5 Undecanoic acid                     186 C11H22O2       000112-37-8 47
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Abundance Scan 917 (12.568 min): BF086713.D (-914) (-)
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Abundance #75070: Tetradecanoic acid
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Abundance #83683: Pentadecanoic acid
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12.20 12.40 12.60 12.80

m/z  43.10  100.00%

12.20 12.40 12.60 12.80

m/z  60.00   76.88%

12.20 12.40 12.60 12.80

m/z  57.10   75.62%

12.20 12.40 12.60 12.80

m/z  41.10   72.66%

12.20 12.40 12.60 12.80

m/z  73.00   72.11%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050516\
  Data File : BF086713.D                                          
  Acq On    :  5 May 2016  18:53
  Operator  : UM/SJ
  Sample    : H2807-01
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Pentafluoropropionic acid, ...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.73   12.31 ng         393960   Chrysene-d12               13.87

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentafluoropropionic acid, hepta... 402 C20H35F5O2     1000283-04-2 91
 2 Ethanol, 2-(tetradecyloxy)-         258 C16H34O2       002136-70-1 91
 3 17-Pentatriacontene                 491 C35H70         006971-40-0 87
 4 Heptafluorobutanoic acid, heptad... 452 C21H35F7O2     1000282-97-3 87
 5 1-Docosene                          308 C22H44         001599-67-3 81
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0

5000

m/z-->

Abundance Scan 1019 (13.734 min): BF086713.D (-1016) (-)
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139.1 197.2 245.2
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Abundance #156888: Pentafluoropropionic acid, heptadecyl ester
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97.0

139.0 238.0182.0 283.0
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5000
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Abundance #93396: Ethanol, 2-(tetradecyloxy)-
57.0

97.0

196.018.0 139.0 258.0
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0

5000

m/z-->

Abundance #168066: 17-Pentatriacontene
43.0

83.0

125.0
167.0 210.0 267.0 490.0307.0

13.40 13.60 13.80 14.00

m/z  57.10  100.00%

13.40 13.60 13.80 14.00

m/z  43.10   93.00%

13.40 13.60 13.80 14.00

m/z  55.10   72.39%

13.40 13.60 13.80 14.00

m/z  41.10   54.74%

13.40 13.60 13.80 14.00

m/z  83.10   54.62%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050516\
  Data File : BF086713.D                                          
  Acq On    :  5 May 2016  18:53
  Operator  : UM/SJ
  Sample    : H2807-01
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  unknown15.73                    Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.73    5.30 ng         119262   Perylene-d12               15.25

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2,6-Diphenylpyridine                231 C17H13N        003558-69-8 27
 2 2-Cyano-3-phenylquinoxaline         231 C15H9N3        059393-45-2 27
 3 10-Methyl-1,3,4,10-tetrahydro-1,... 231 C12H13N3S      026228-45-5 27
 4 2-Propenoic acid, 2-cyano-3-(3-m... 231 C13H13NO3      019098-69-2 27
 5 Ethyl 1,2-dihydro-1-methyl-2-oxo... 231 C13H13NO3      027330-23-0 27

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

5000

m/z-->

Abundance Scan 1194 (15.734 min): BF086713.D (-1192) (-)
231.243.1

97.1

69.1 123.1

266.2 305.2180.1
149.1 207.1

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

5000

m/z-->

Abundance #76966: 2,6-Diphenylpyridine
231.0

102.077.051.0 127.0 202.0154.027.0 178.0

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

5000
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Abundance #76950: 2-Cyano-3-phenylquinoxaline
231.0

76.0 179.0204.0103.050.0 152.0128.026.0

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

5000

m/z-->

Abundance #76752: 10-Methyl-1,3,4,10-tetrahydro-1,4-diazepino(5,6-b)...
231.0

44.0

188.0115.0
155.089.015.0

15.40 15.60 15.80 16.00

m/z 231.20  100.00%

15.40 15.60 15.80 16.00

m/z  43.10   91.75%

15.40 15.60 15.80 16.00

m/z  55.10   80.08%

15.40 15.60 15.80 16.00

m/z  57.10   67.45%

15.40 15.60 15.80 16.00

m/z  97.10   58.78%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050516\
  Data File : BF086713.D                                          
  Acq On    :  5 May 2016  18:53
  Operator  : UM/SJ
  Sample    : H2807-01
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416.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...   4.90    15.5 ng     452182  1   6.73 1165020  40.0
unknown6.50            6.50   192.6 ng    5608960  1   6.73 1165020  40.0
Eicosane              10.67     5.9 ng     234617  4  11.24 1583780  40.0
n-Hexadecanoic acid   11.78    12.2 ng     483495  4  11.24 1583780  40.0
Tetradecanoic acid    12.57     4.2 ng     133579  5  13.87 1280060  40.0
Pentafluoropropio...  13.73    12.3 ng     393960  5  13.87 1280060  40.0
unknown15.73          15.73     5.3 ng     119262  6  15.25  899901  40.0
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