
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG040518\
  Data File : BG033604.D                                          
  Acq On    :  5 Apr 2018  22:19
  Operator  : SJ/JU
  Sample    : J2265-05
  Misc      :  
  ALS Vial  : 15   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_G\METHODS\8270-BG031918.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   3.475    26   32   43 rBV    66845    127556   4.57%   0.815%
  2   3.563    43   47   54 rVB    37499     57434   2.06%   0.367%
  3   5.773   414  423  431 rBV2   28707     49092   1.76%   0.314%
  4   6.290   505  511  531 rBV   476828    997906  35.72%   6.373%
  5   7.970   791  797  816 rBV   532591   1206411  43.18%   7.705%
 
  6   8.375   858  866  880 rBV   503321   1078969  38.62%   6.891%
  7   8.863   940  949  959 rBV    92880    218295   7.81%   1.394%
  8   9.192   997 1005 1018 rBV   364323    747539  26.76%   4.774%
  9  10.062  1146 1153 1164 rBV   291064    669523  23.97%   4.276%
 10  11.742  1432 1439 1457 rBV   157618    351474  12.58%   2.245%
 
 11  14.104  1830 1841 1862 rBV   959301   1621963  58.06%  10.358%
 12  14.897  1966 1976 1986 rBV    89919    149424   5.35%   0.954%
 13  15.303  2039 2045 2050 rBV    25977     35466   1.27%   0.226%
 14  15.479  2067 2075 2086 rBV2  345311    599475  21.46%   3.828%
 15  16.243  2201 2205 2209 rVB    38034     48457   1.73%   0.309%
 
 16  16.948  2319 2325 2342 rBV   971902   1655687  59.27%  10.574%
 17  17.095  2345 2350 2360 rVB2   40679     75306   2.70%   0.481%
 18  17.882  2479 2484 2489 rBV    26236     34102   1.22%   0.218%
 19  18.205  2531 2539 2552 rBV   466919    820210  29.36%   5.238%
 20  19.004  2670 2675 2688 rBV3  114295    191047   6.84%   1.220%
 
 21  20.238  2881 2885 2893 rBV8   27031     47639   1.71%   0.304%
 22  20.726  2962 2968 2980 rBV  2056589   2793599 100.00%  17.841%
 23  22.065  3189 3196 3204 rBV2  141534    259253   9.28%   1.656%
 24  22.553  3272 3279 3288 rBV2  456818    880736  31.53%   5.625%
 25  23.464  3431 3434 3443 rVB8   25323     52649   1.88%   0.336%
 
 26  24.421  3593 3597 3603 rVB6   15162     31765   1.14%   0.203%
 27  26.313  3906 3919 3935 rBV3  242168    857401  30.69%   5.476%
 
 
                        Sum of corrected areas:    15658378
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG040518\
  Data File : BG033604.D                                          
  Acq On    :  5 Apr 2018  22:19
  Operator  : SJ/JU
  Sample    : J2265-05
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG040518\
  Data File : BG033604.D                                          
  Acq On    :  5 Apr 2018  22:19
  Operator  : SJ/JU
  Sample    : J2265-05
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  Butane, 2-methoxy-2-methyl-     Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.56    5.26 ng          57434   1,4-Dichlorobenzene-d4      8.86

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methoxy-2-methyl-         102 C6H14O         000994-05-8 72
 2 2,2,4-Trimethyl-3-pentanol          130 C8H18O         005162-48-1 9 
 3 Silane, trimethyl(1-phenylethyl)-   178 C11H18Si       017961-78-3 9 
 4 3-Hexanol, 3-methyl-                116 C7H16O         000597-96-6 9 
 5 Silane, tetramethyl-                 88 C4H12Si        000075-76-3 9 
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0
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m/z-->

Abundance Scan 46 (3.558 min): BG033604.D (-43) (-)
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Abundance #4486: Butane, 2-methoxy-2-methyl-
73

43 55 87
29
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m/z-->

Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73

8741 55

29

15 97
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5000

m/z-->

Abundance #43969: Silane, trimethyl(1-phenylethyl)-
73

45
59 17813510527 16312191 14582

3.40 3.60 3.80 4.00

m/z  73.00  100.00%

3.40 3.60 3.80 4.00

m/z  43.00   58.22%

3.40 3.60 3.80 4.00

m/z  54.95   31.65%

3.40 3.60 3.80 4.00

m/z  87.00   23.09%

3.40 3.60 3.80 4.00

m/z  39.00   13.44%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG040518\
  Data File : BG033604.D                                          
  Acq On    :  5 Apr 2018  22:19
  Operator  : SJ/JU
  Sample    : J2265-05
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.77    4.50 ng          49092   1,4-Dichlorobenzene-d4      8.86

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 64
 2 n-Propyl t-butyl ether              116 C7H16O         1000334-81-9 33
 3 Diacetamide                         101 C4H7NO2        000625-77-4 9 
 4 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
 5 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 
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Abundance Scan 423 (5.773 min): BG033604.D (-414) (-)
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Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
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Abundance #8367: n-Propyl t-butyl ether
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Abundance #4023: Diacetamide
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5.40 5.60 5.80 6.00 6.20

m/z  43.00  100.00%

5.40 5.60 5.80 6.00 6.20

m/z  59.00   50.11%

5.40 5.60 5.80 6.00 6.20

m/z 101.00   17.18%

5.40 5.60 5.80 6.00 6.20

m/z  57.95   10.98%

5.40 5.60 5.80 6.00 6.20

m/z  41.00    8.24%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG040518\
  Data File : BG033604.D                                          
  Acq On    :  5 Apr 2018  22:19
  Operator  : SJ/JU
  Sample    : J2265-05
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  unknown8.38                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.38   98.85 ng        1078970   1,4-Dichlorobenzene-d4      8.86

 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 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 22
 4 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 22
 5 1,3-Cyclopentanedione, 2-chloro-    132 C5H5ClO2       014203-19-1 13
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0

5000

m/z-->

Abundance Scan 867 (8.381 min): BG033604.D (-858) (-)
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Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
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Abundance #14142: 3-Chloro-6-fluoro-pyrazine
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Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
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8.00 8.20 8.40 8.60 8.80

m/z 132.00  100.00%

8.00 8.20 8.40 8.60 8.80

m/z  68.00   48.97%

8.00 8.20 8.40 8.60 8.80

m/z  66.00   34.45%

8.00 8.20 8.40 8.60 8.80

m/z 134.00   29.41%

8.00 8.20 8.40 8.60 8.80

m/z  69.00   20.52%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG040518\
  Data File : BG033604.D                                          
  Acq On    :  5 Apr 2018  22:19
  Operator  : SJ/JU
  Sample    : J2265-05
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  n-Hexadecanoic acid             Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.00    4.66 ng         191047   Phenanthrene-d10           18.21

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 99
 2 Tridecanoic acid                    214 C13H26O2       000638-53-9 90
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 81
 4 Tetradecanoic acid                  228 C14H28O2       000544-63-8 80
 5 n-Decanoic acid                     172 C10H20O2       000334-48-5 70
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5000

m/z-->

Abundance Scan 2674 (18.998 min): BG033604.D (-2670) (-)
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Abundance #107549: n-Hexadecanoic acid
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Abundance #72648: Tridecanoic acid
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Abundance #95851: Pentadecanoic acid
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18.60 18.80 19.00 19.20 19.40

m/z  73.00  100.00%

18.60 18.80 19.00 19.20 19.40

m/z  60.00   87.45%

18.60 18.80 19.00 19.20 19.40

m/z  43.05   82.53%

18.60 18.80 19.00 19.20 19.40

m/z  57.00   67.25%

18.60 18.80 19.00 19.20 19.40

m/z  55.05   55.77%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG040518\
  Data File : BG033604.D                                          
  Acq On    :  5 Apr 2018  22:19
  Operator  : SJ/JU
  Sample    : J2265-05
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  3-Eicosene, (E)-                Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.07    5.89 ng         259253   Chrysene-d12               22.55

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Eicosene, (E)-                    280 C20H40         074685-33-9 98
 2 Cyclohexadecane                     224 C16H32         000295-65-8 97
 3 5-Eicosene, (E)-                    280 C20H40         074685-30-6 95
 4 Behenic alcohol                     326 C22H46O        000661-19-8 94
 5 n-Tetracosanol-1                    354 C24H50O        000506-51-4 94
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Abundance #127769: 5-Eicosene, (E)-
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21.80 22.00 22.20 22.40

m/z  55.00  100.00%

21.80 22.00 22.20 22.40

m/z  57.00   95.76%

21.80 22.00 22.20 22.40

m/z  43.05   88.26%

21.80 22.00 22.20 22.40

m/z  83.05   80.65%

21.80 22.00 22.20 22.40

m/z  68.95   72.07%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG040518\
  Data File : BG033604.D                                          
  Acq On    :  5 Apr 2018  22:19
  Operator  : SJ/JU
  Sample    : J2265-05
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918.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|
----------------------------------------------------------------------------
Butane, 2-methoxy...   3.56     5.3 ng      57434  1   8.86  218295  20.0
2-Pentanone, 4-hy...   5.77     4.5 ng      49092  1   8.86  218295  20.0
unknown8.38            8.38    98.8 ng    1078970  1   8.86  218295  20.0
n-Hexadecanoic acid   19.00     4.7 ng     191047  4  18.21  820210  20.0
3-Eicosene, (E)-      22.07     5.9 ng     259253  5  22.55  880736  20.0
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