
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012218\
  Data File : BF102311.D                                          
  Acq On    : 22 Jan 2018  20:43
  Operator  : SJ/JU
  Sample    : J1116-05
  Misc      :  
  ALS Vial  : 16   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-BF012218.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   4.904   475  479  491 rBV   142379    225314   8.05%   0.871%
  2   5.322   545  550  553 rBV  2740682   2710054  96.81%  10.482%
  3   6.357   721  726  743 rBV  2657305   2791919  99.74%  10.798%
  4   6.487   743  748  751 rBV  2962644   2799295 100.00%  10.827%
  5   6.716   783  787  793 rBV   829777    769417  27.49%   2.976%
 
  6   6.869   809  813  816 rBV  2477459   2112396  75.46%   8.170%
  7   7.281   878  883  886 rBV  1881080   1695167  60.56%   6.556%
  8   7.992  1001 1004 1010 rBV  1048532   1002459  35.81%   3.877%
  9   9.075  1183 1188 1191 rBV  3085474   2765465  98.79%  10.696%
 10   9.469  1250 1255 1258 rBV   230575    206611   7.38%   0.799%
 
 11   9.681  1287 1291 1294 rBV    94985     73424   2.62%   0.284%
 12   9.745  1299 1302 1307 rVV  1018244    986121  35.23%   3.814%
 13  10.180  1372 1376 1379 rVB   127477    101698   3.63%   0.393%
 14  10.398  1408 1413 1415 rBV    34544     40509   1.45%   0.157%
 15  10.533  1430 1436 1443 rBV  1379944   1372714  49.04%   5.309%
 
 16  10.651  1453 1456 1465 rBV   119359    120395   4.30%   0.466%
 17  11.098  1529 1532 1535 rBV    52683     43991   1.57%   0.170%
 18  11.233  1551 1555 1557 rBV   883942    804005  28.72%   3.110%
 19  11.251  1557 1558 1562 rVB   113043     90171   3.22%   0.349%
 20  11.763  1642 1645 1649 rBV2   47372     42184   1.51%   0.163%
 
 21  12.439  1755 1760 1764 rBV   197620    199936   7.14%   0.773%
 22  12.639  1791 1794 1797 rBV   244974    221117   7.90%   0.855%
 23  12.669  1797 1799 1804 rVB   155545    138135   4.93%   0.534%
 24  12.816  1820 1824 1828 rBV  2083174   1994057  71.23%   7.712%
 25  13.298  1904 1906 1910 rVB2   37836     39049   1.39%   0.151%
 
 26  13.345  1911 1914 1917 rBV   276096    219934   7.86%   0.851%
 27  13.386  1917 1921 1925 rBV6   23167     41032   1.47%   0.159%
 28  13.674  1967 1970 1973 rBV3   46110     47420   1.69%   0.183%
 29  13.710  1973 1976 1985 rVV2  354836    390024  13.93%   1.509%
 30  13.868  1997 2003 2006 rBV2  871821   1003174  35.84%   3.880%
 
 31  13.892  2006 2007 2010 rVB    78019     41587   1.49%   0.161%
 32  14.039  2030 2032 2034 rBV    54287     44492   1.59%   0.172%
 33  14.068  2034 2037 2039 rBV    88056     74666   2.67%   0.289%
 34  15.292  2241 2245 2253 rVB   476900    647040  23.11%   2.503%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012218\
  Data File : BF102311.D                                          
  Acq On    : 22 Jan 2018  20:43
  Operator  : SJ/JU
  Sample    : J1116-05
  Misc      :  
  ALS Vial  : 16   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-BF012218.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 
 
                        Sum of corrected areas:    25854972
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012218\
  Data File : BF102311.D                                          
  Acq On    : 22 Jan 2018  20:43
  Operator  : SJ/JU
  Sample    : J1116-05
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218.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_F\DATA\BF012218\
  Data File : BF102311.D                                          
  Acq On    : 22 Jan 2018  20:43
  Operator  : SJ/JU
  Sample    : J1116-05
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218.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  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.90    5.86 ng         225314   1,4-Dichlorobenzene-d4      6.72

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 53
 2 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 36
 3 2-Hexanol, 2-methyl-                116 C7H16O         000625-23-0 33
 4 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 25
 5 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 
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5000

m/z-->

Abundance Scan 478 (4.898 min): BF102311.D (-475) (-)
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m/z-->

Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43

59

15 10131 8337 5325
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Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59

41
10129

53 73 86
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5000

m/z-->

Abundance #8346: 2-Hexanol, 2-methyl-
59

101
4131 836915 53

4.60 4.80 5.00 5.20

m/z  43.00  100.00%

4.60 4.80 5.00 5.20

m/z  59.00   57.00%

4.60 4.80 5.00 5.20

m/z 101.00   18.63%

4.60 4.80 5.00 5.20

m/z  58.00   16.10%

4.60 4.80 5.00 5.20

m/z  41.05    8.75%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012218\
  Data File : BF102311.D                                          
  Acq On    : 22 Jan 2018  20:43
  Operator  : SJ/JU
  Sample    : J1116-05
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.49                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.49   72.76 ng        2799300   1,4-Dichlorobenzene-d4      6.72

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 17
 2 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 12
 3 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 4 1,3,5-Trifluorobenzene              132 C6H3F3         000372-38-3 9 
 5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2         022291-85-6 9 
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Abundance #14491: 5-Aminoindole
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m/z 132.00  100.00%

6.20 6.40 6.60 6.80

m/z 134.00   33.48%

6.20 6.40 6.60 6.80

m/z  68.00   27.37%

6.20 6.40 6.60 6.80

m/z  66.00   17.57%

6.20 6.40 6.60 6.80

m/z  96.00   11.44%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012218\
  Data File : BF102311.D                                          
  Acq On    : 22 Jan 2018  20:43
  Operator  : SJ/JU
  Sample    : J1116-05
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Tetradecane                     Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.18    2.06 ng         101698   Acenaphthene-d10            9.75

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tetradecane                         198 C14H30         000629-59-4 87
 2 Nonadecane                          268 C19H40         000629-92-5 86
 3 Hexadecane                          226 C16H34         000544-76-3 83
 4 Undecane, 3-methyl-                 170 C12H26         001002-43-3 78
 5 Heptadecane                         240 C17H36         000629-78-7 72
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9.80 10.00 10.20 10.40

m/z  57.05  100.00%

9.80 10.00 10.20 10.40

m/z  43.05   68.16%

9.80 10.00 10.20 10.40

m/z  71.05   50.15%

9.80 10.00 10.20 10.40

m/z  85.10   40.33%

9.80 10.00 10.20 10.40

m/z  41.05   31.55%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012218\
  Data File : BF102311.D                                          
  Acq On    : 22 Jan 2018  20:43
  Operator  : SJ/JU
  Sample    : J1116-05
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Heptadecane, 2,6,10,15-tetr...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.65    2.99 ng         120395   Phenanthrene-d10           11.23

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44         054833-48-6 91
 2 Heneicosane                         296 C21H44         000629-94-7 91
 3 Tetracosane                         338 C24H50         000646-31-1 91
 4 Tridecane, 1-iodo-                  310 C13H27I        035599-77-0 91
 5 Octadecane                          254 C18H38         000593-45-3 91
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m/z-->

Abundance #175557: Tetracosane
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10.40 10.60 10.80 11.00

m/z  57.05  100.00%

10.40 10.60 10.80 11.00

m/z  43.05   73.70%

10.40 10.60 10.80 11.00

m/z  71.10   62.24%

10.40 10.60 10.80 11.00

m/z  85.05   40.47%

10.40 10.60 10.80 11.00

m/z  41.05   32.11%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012218\
  Data File : BF102311.D                                          
  Acq On    : 22 Jan 2018  20:43
  Operator  : SJ/JU
  Sample    : J1116-05
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Octadecanoic acid, butyl ester  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.35    4.38 ng         219934   Chrysene-d12               13.87

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid, butyl ester      340 C22H44O2       000123-95-5 94
 2 Octadecanoic acid, 2-methylpropy... 340 C22H44O2       000646-13-9 46
 3 Cyclobutane, 1-hexyl-2,3-dimethyl-  168 C12H24         055170-84-8 35
 4 1-Heptene, 2-methyl-                112 C8H16          015870-10-7 35
 5 1-Undecene, 10-methyl-              168 C12H24         022370-55-4 35
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Abundance #177148: Octadecanoic acid, butyl ester
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Abundance #177166: Octadecanoic acid, 2-methylpropyl ester
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m/z  56.00  100.00%
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m/z  57.05   60.76%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012218\
  Data File : BF102311.D                                          
  Acq On    : 22 Jan 2018  20:43
  Operator  : SJ/JU
  Sample    : J1116-05
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  n-Nonadecanol-1                 Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.71    7.78 ng         390024   Chrysene-d12               13.87

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Nonadecanol-1                     284 C19H40O        001454-84-8 95
 2 1-Heneicosanol                      312 C21H44O        015594-90-8 95
 3 Cycloeicosane                       280 C20H40         000296-56-0 94
 4 Trichloroacetic acid, hexadecyl ... 386 C18H33Cl3O2    074339-54-1 94
 5 Tetradecyl trifluoroacetate         310 C16H29F3O2     006222-02-2 94
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Abundance Scan 1976 (13.710 min): BF102311.D (-1973) (-)
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Abundance #155046: 1-Heneicosanol
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5000
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Abundance #127768: Cycloeicosane
55

83

29
111

126 280153168 252196 224

13.40 13.60 13.80 14.00

m/z  57.00  100.00%

13.40 13.60 13.80 14.00

m/z  55.00   97.73%

13.40 13.60 13.80 14.00

m/z  43.10   96.40%

13.40 13.60 13.80 14.00

m/z  83.05   86.10%

13.40 13.60 13.80 14.00

m/z  69.10   78.40%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012218\
  Data File : BF102311.D                                          
  Acq On    : 22 Jan 2018  20:43
  Operator  : SJ/JU
  Sample    : J1116-05
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218.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...   4.90     5.9 ng     225314  1   6.72  769417  20.0
unknown6.49            6.49    72.8 ng    2799300  1   6.72  769417  20.0
Tetradecane           10.18     2.1 ng     101698  3   9.75  986121  20.0
Heptadecane, 2,6,...  10.65     3.0 ng     120395  4  11.23  804005  20.0
Octadecanoic acid...  13.35     4.4 ng     219934  5  13.87 1003170  20.0
n-Nonadecanol-1       13.71     7.8 ng     390024  5  13.87 1003170  20.0
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