
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082318\
  Data File : BF108422.D                                          
  Acq On    : 23 Aug 2018  12:47
  Operator  : JU/SJ
  Sample    : PB112242BL
  Misc      :  
  ALS Vial  : 5   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:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818.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   2.449    11   19   25 rVB    91534    142189   2.74%   0.364%
  2   5.272   492  499  509 rBV   121580    178413   3.44%   0.457%
  3   5.637   556  561  564 rBV  3580200   3825461  73.76%   9.790%
  4   6.625   722  729  732 rBV  3693446   4029971  77.70%  10.313%
  5   6.772   749  754  757 rBV  4018450   4038887  77.87%  10.336%
 
  6   7.001   789  793  796 rBV  1007162    949397  18.30%   2.430%
  7   7.154   814  819  823 rBV  3170320   3219674  62.08%   8.240%
  8   7.560   882  888  892 rBV  2264516   2713999  52.33%   6.946%
  9   8.283  1005 1011 1014 rBV  1258444   1196263  23.06%   3.061%
 10   9.360  1187 1194 1197 rBV  4907347   5153961  99.37%  13.190%
 
 11  10.042  1304 1310 1320 rBV2 1481527   1452420  28.00%   3.717%
 12  10.842  1439 1446 1463 rBV  3019794   3238900  62.45%   8.289%
 13  11.542  1559 1565 1568 rBV  1663491   1549423  29.87%   3.965%
 14  13.130  1830 1835 1838 rBV  5417235   5186586 100.00%  13.273%
 15  14.195  2012 2016 2024 rBV  1130275   1093679  21.09%   2.799%
 
 16  15.748  2272 2280 2290 rVB   573026    848926  16.37%   2.173%
 17  16.201  2352 2357 2362 rBV2   59050     91588   1.77%   0.234%
 18  16.753  2445 2451 2458 rVB2   49352     97284   1.88%   0.249%
 19  17.401  2555 2561 2569 rVB2   30766     68005   1.31%   0.174%
 
 
                        Sum of corrected areas:    39075026
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082318\
  Data File : BF108422.D                                          
  Acq On    : 23 Aug 2018  12:47
  Operator  : JU/SJ
  Sample    : PB112242BL
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818.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:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082318\
  Data File : BF108422.D                                          
  Acq On    : 23 Aug 2018  12:47
  Operator  : JU/SJ
  Sample    : PB112242BL
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  Butane, 2-methoxy-2-methyl-     Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.45    3.00 ng         142189   1,4-Dichlorobenzene-d4      7.00

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methoxy-2-methyl-         102 C6H14O         000994-05-8 83
 2 2,2,4-Trimethyl-3-pentanol          130 C8H18O         005162-48-1 40
 3 2-Methyl-5-hexen-3-ol               114 C7H14O         032815-70-6 37
 4 3-Pentanol, 2,4-dimethyl-           116 C7H16O         000600-36-2 25
 5 1,3-Dioxolane, 2-methyl-             88 C4H8O2         000497-26-7 9 
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Abundance Scan 19 (2.449 min): BF108422.D (-11) (-)
73.1

43.0
55.0 87.1

10 20 30 40 50 60 70 80 90 100 110 120 130
0

5000

m/z-->

Abundance #4486: Butane, 2-methoxy-2-methyl-
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Abundance #13739: 2,2,4-Trimethyl-3-pentanol
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Abundance #7506: 2-Methyl-5-hexen-3-ol
73.0

55.0
43.0

27.0

15.0

2.40 2.50 2.60 2.70 2.80 2.90

m/z  73.10  100.00%

2.40 2.50 2.60 2.70 2.80 2.90

m/z  43.05   43.28%

2.40 2.50 2.60 2.70 2.80 2.90

m/z  55.05   29.42%

2.40 2.50 2.60 2.70 2.80 2.90

m/z  87.10   25.39%

2.40 2.50 2.60 2.70 2.80 2.90

m/z  41.10   14.62%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082318\
  Data File : BF108422.D                                          
  Acq On    : 23 Aug 2018  12:47
  Operator  : JU/SJ
  Sample    : PB112242BL
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.27    3.76 ng         178413   1,4-Dichlorobenzene-d4      7.00

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 50
 2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 32
 3 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 
 4 1-Propen-2-ol, acetate              100 C5H8O2         000108-22-5 9 
 5 Propanoic acid, 2-nitro-, methyl... 133 C4H7NO4        006118-50-9 9 
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Abundance Scan 499 (5.272 min): BF108422.D (-492) (-)
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Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
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Abundance #4030: 2,3-Butanedione, monooxime
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m/z  43.00  100.00%

5.00 5.20 5.40 5.60

m/z  59.10   53.25%

5.00 5.20 5.40 5.60

m/z 101.10   16.92%

5.00 5.20 5.40 5.60

m/z  58.00   14.63%

5.00 5.20 5.40 5.60

m/z  41.10    9.76%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082318\
  Data File : BF108422.D                                          
  Acq On    : 23 Aug 2018  12:47
  Operator  : JU/SJ
  Sample    : PB112242BL
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown6.77                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.77   85.08 ng        4038890   1,4-Dichlorobenzene-d4      7.00

 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 12
 3 (5-Methyl-2-pyridyl)acetonitrile    132 C8H8N2         1000241-93-9 10
 4 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 5 1,3,5-Trifluorobenzene              132 C6H3F3         000372-38-3 9 
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Abundance Scan 754 (6.772 min): BF108422.D (-749) (-)
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Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile
132.0

92.0
65.0 105.039.0 77.051.027.0 117.0

6.40 6.60 6.80 7.00 7.20

m/z 132.00  100.00%

6.40 6.60 6.80 7.00 7.20

m/z  68.10   46.52%

6.40 6.60 6.80 7.00 7.20

m/z 134.00   33.54%

6.40 6.60 6.80 7.00 7.20

m/z  66.10   30.61%

6.40 6.60 6.80 7.00 7.20

m/z  69.10   18.60%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082318\
  Data File : BF108422.D                                          
  Acq On    : 23 Aug 2018  12:47
  Operator  : JU/SJ
  Sample    : PB112242BL
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Hentriacontane                  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.20    2.16 ng          91588   Perylene-d12               15.75

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hentriacontane                      437 C31H64         000630-04-6 91
 2 Heptacosane                         380 C27H56         000593-49-7 91
 3 Heneicosane                         296 C21H44         000629-94-7 91
 4 Octacosane                          394 C28H58         000630-02-4 91
 5 Heptadecane, 9-octyl-               352 C25H52         007225-64-1 91
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m/z-->

Abundance Scan 2357 (16.201 min): BF108422.D (-2352) (-)
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Abundance #223852: Hentriacontane
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Abundance #202661: Heptacosane
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Abundance #141426: Heneicosane
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15.80 16.00 16.20 16.40 16.60

m/z  57.10  100.00%

15.80 16.00 16.20 16.40 16.60

m/z  43.05   62.38%

15.80 16.00 16.20 16.40 16.60

m/z  71.10   52.66%

15.80 16.00 16.20 16.40 16.60

m/z  85.05   41.11%

15.80 16.00 16.20 16.40 16.60

m/z  55.00   18.96%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082318\
  Data File : BF108422.D                                          
  Acq On    : 23 Aug 2018  12:47
  Operator  : JU/SJ
  Sample    : PB112242BL
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Eicosane                        Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.75    2.29 ng          97284   Perylene-d12               15.75

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 95
 2 2-methyloctacosane                  408 C29H60         1000376-72-8 90
 3 Heneicosane                         296 C21H44         000629-94-7 87
 4 Heptadecane                         240 C17H36         000629-78-7 86
 5 Hexacosane                          366 C26H54         000630-01-3 86
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Abundance Scan 2450 (16.748 min): BF108422.D (-2445) (-)
57.1

99.0
141.1 190.9

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #129490: Eicosane
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Abundance #215181: 2-methyloctacosane
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Abundance #141426: Heneicosane
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16.40 16.60 16.80 17.00

m/z  57.10  100.00%

16.40 16.60 16.80 17.00

m/z  43.10   64.72%

16.40 16.60 16.80 17.00

m/z  71.10   63.44%

16.40 16.60 16.80 17.00

m/z  85.05   45.77%

16.40 16.60 16.80 17.00

m/z  55.00   21.31%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082318\
  Data File : BF108422.D                                          
  Acq On    : 23 Aug 2018  12:47
  Operator  : JU/SJ
  Sample    : PB112242BL
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818.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...   2.45     3.0 ng     142189  1   7.00  949397  20.0
2-Pentanone, 4-hy...   5.27     3.8 ng     178413  1   7.00  949397  20.0
unknown6.77            6.77    85.1 ng    4038890  1   7.00  949397  20.0
Hentriacontane        16.20     2.2 ng      91588  6  15.75  848926  20.0
Eicosane              16.75     2.3 ng      97284  6  15.75  848926  20.0
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