
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF091318\
  Data File : BF108974.D                                          
  Acq On    : 13 Sep 2018  19:43
  Operator  : JU/SJ
  Sample    : J4875-02
  Misc      :  
  ALS Vial  : 13   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-BF090518.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   4.907   434  437  444 rBV   115023    120766   2.84%   0.443%
  2   5.331   505  509  513 rBV  1435849   1238877  29.10%   4.539%
  3   6.354   679  683  693 rBV  1048954    866220  20.34%   3.174%
  4   6.495   703  707  710 rBV  2516398   2201036  51.69%   8.065%
  5   6.725   743  746  750 rBV   926489    835829  19.63%   3.063%
 
  6   6.884   769  773  777 rBV  3175852   2944695  69.16%  10.790%
  7   7.290   836  842  845 rBV  2628199   2516607  59.11%   9.221%
  8   8.007   960  964  968 rBV  1261133   1025783  24.09%   3.759%
  9   9.089  1143 1148 1151 rBV  4628376   4257747 100.00%  15.601%
 10   9.478  1210 1214 1217 rBV   560586    439908  10.33%   1.612%
 
 11   9.760  1258 1262 1265 rBV  1301183   1123510  26.39%   4.117%
 12  10.436  1374 1377 1381 rVB    79999     64065   1.50%   0.235%
 13  10.542  1391 1395 1398 rBV  1924582   1674482  39.33%   6.136%
 14  11.236  1509 1513 1516 rBV  1256657   1012553  23.78%   3.710%
 15  11.772  1601 1604 1615 rBV2   79445     95832   2.25%   0.351%
 
 16  12.819  1778 1782 1786 rBV  3578042   3683289  86.51%  13.496%
 17  13.860  1955 1959 1963 rBV  1114917    953566  22.40%   3.494%
 18  14.354  2040 2043 2048 rBV    58279     53397   1.25%   0.196%
 19  14.648  2090 2093 2098 rBV    92455     87968   2.07%   0.322%
 20  14.718  2101 2105 2110 rVB   381855    349317   8.20%   1.280%
 
 21  14.966  2143 2147 2154 rVB   103947    118858   2.79%   0.436%
 22  15.271  2193 2199 2204 rBV   896114   1045486  24.55%   3.831%
 23  15.324  2204 2208 2215 rVB   126723    159873   3.75%   0.586%
 24  15.730  2272 2277 2284 rBV   131763    188469   4.43%   0.691%
 25  16.201  2352 2357 2363 rVB    91039    149226   3.50%   0.547%
 
 26  16.748  2444 2450 2458 rBV2   38144     83902   1.97%   0.307%
 
 
                        Sum of corrected areas:    27291261
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF091318\
  Data File : BF108974.D                                          
  Acq On    : 13 Sep 2018  19:43
  Operator  : JU/SJ
  Sample    : J4875-02
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518.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\BF091318\
  Data File : BF108974.D                                          
  Acq On    : 13 Sep 2018  19:43
  Operator  : JU/SJ
  Sample    : J4875-02
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518.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  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.91    2.89 ng         120766   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 56
 2 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 16
 3 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
 4 1,3-Dioxolane-2-methanol, 2,4-di... 132 C6H12O3        053951-43-2 9 
 5 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 9 
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m/z-->

Abundance Scan 437 (4.907 min): BF108974.D (-434) (-)
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Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
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Abundance #4030: 2,3-Butanedione, monooxime
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101.0
58.015.0 31.0 86.069.0
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m/z-->

Abundance #4076: Morpholine, 4-methyl-
43.0

101.015.0 71.027.0 56.0 86.0

4.60 4.80 5.00 5.20

m/z  43.00  100.00%

4.60 4.80 5.00 5.20

m/z  59.10   51.41%

4.60 4.80 5.00 5.20

m/z 101.10   18.83%

4.60 4.80 5.00 5.20

m/z  58.10   14.75%

4.60 4.80 5.00 5.20

m/z  41.10    8.90%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF091318\
  Data File : BF108974.D                                          
  Acq On    : 13 Sep 2018  19:43
  Operator  : JU/SJ
  Sample    : J4875-02
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.50   52.67 ng        2201040   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-Aminoindole                       132 C8H8N2         005192-03-0 12
 3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
 4 4-Chloro-2-fluoro-pyrimidine        132 C4H2ClFN2      051422-00-5 9 
 5 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 9 
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Abundance Scan 708 (6.501 min): BF108974.D (-703) (-)
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Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
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51.031.0
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Abundance #14491: 5-Aminoindole
132.0

104.0
66.0 77.051.039.0 115.027.0 89.014.0
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Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132.0

117.0

91.0
39.0 51.0 65.0 77.0 105.027.0

6.20 6.40 6.60 6.80

m/z 132.00  100.00%

6.20 6.40 6.60 6.80

m/z  68.05   34.04%

6.20 6.40 6.60 6.80

m/z 134.00   33.27%

6.20 6.40 6.60 6.80

m/z  66.05   20.46%

6.20 6.40 6.60 6.80

m/z  96.00   12.94%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF091318\
  Data File : BF108974.D                                          
  Acq On    : 13 Sep 2018  19:43
  Operator  : JU/SJ
  Sample    : J4875-02
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Supraene                        Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.72    6.68 ng         349317   Perylene-d12               15.27

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Supraene                            410 C30H50         007683-64-9 91
 2 Squalene                            410 C30H50         000111-02-4 91
 3 2,6,10,14-Hexadecatetraenoic aci... 332 C22H36O2       024035-35-6 78
 4 2,6,10,14-Hexadecatetraen-1-ol, ... 332 C22H36O2       061691-98-3 78
 5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 264 C17H28O2       004128-17-0 72
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0

5000

m/z-->

Abundance Scan 2105 (14.718 min): BF108974.D (-2101) (-)
69.0

137.1107.1 175.1 341.3231.2 273.2
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Abundance #215928: Supraene
69.0

137.0
107.029.0 191.0 341.0 410.0231.0 273.0
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Abundance #215930: Squalene
69.0

137.0107.0 191.0 341.0 410.0231.0 273.0
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0

5000

m/z-->

Abundance #171136: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-tetr...
69.0

136.0
29.0 189.0 332.0105.0 287.0250.0219.0

14.40 14.60 14.80 15.00

m/z  69.05  100.00%

14.40 14.60 14.80 15.00

m/z  81.10   50.92%

14.40 14.60 14.80 15.00

m/z  41.05   22.33%

14.40 14.60 14.80 15.00

m/z  95.10   12.86%

14.40 14.60 14.80 15.00

m/z  68.10   11.33%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF091318\
  Data File : BF108974.D                                          
  Acq On    : 13 Sep 2018  19:43
  Operator  : JU/SJ
  Sample    : J4875-02
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Heneicosane                     Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.97    2.27 ng         118858   Perylene-d12               15.27

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heneicosane                         296 C21H44         000629-94-7 91
 2 Docosane                            310 C22H46         000629-97-0 91
 3 Triacontane                         422 C30H62         000638-68-6 91
 4 Tetracosane                         338 C24H50         000646-31-1 91
 5 Hexadecane, 1-iodo-                 352 C16H33I        000544-77-4 90
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Abundance Scan 2148 (14.971 min): BF108974.D (-2143) (-)
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Abundance #141426: Heneicosane
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Abundance #153222: Docosane
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Abundance #219831: Triacontane
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99.0
141.0 183.0 422.0225.0 267.0 309.0 351.0

14.60 14.80 15.00 15.20

m/z  57.05  100.00%

14.60 14.80 15.00 15.20

m/z  71.10   71.46%

14.60 14.80 15.00 15.20

m/z  43.05   58.58%

14.60 14.80 15.00 15.20

m/z  85.10   56.61%

14.60 14.80 15.00 15.20

m/z  41.00   22.56%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF091318\
  Data File : BF108974.D                                          
  Acq On    : 13 Sep 2018  19:43
  Operator  : JU/SJ
  Sample    : J4875-02
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Triacontane                     Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.73    3.61 ng         188469   Perylene-d12               15.27

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Triacontane                         422 C30H62         000638-68-6 91
 2 Hexacosane                          366 C26H54         000630-01-3 91
 3 Heneicosane                         296 C21H44         000629-94-7 91
 4 Heneicosane, 11-(1-ethylpropyl)-    366 C26H54         055282-11-6 91
 5 Hexadecane, 1-iodo-                 352 C16H33I        000544-77-4 91
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Abundance #194493: Hexacosane
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15.40 15.60 15.80 16.00

m/z  57.10  100.00%

15.40 15.60 15.80 16.00

m/z  71.05   76.76%

15.40 15.60 15.80 16.00

m/z  43.05   55.46%

15.40 15.60 15.80 16.00

m/z  85.10   54.03%

15.40 15.60 15.80 16.00

m/z  55.10   19.89%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF091318\
  Data File : BF108974.D                                          
  Acq On    : 13 Sep 2018  19:43
  Operator  : JU/SJ
  Sample    : J4875-02
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518.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...   4.91     2.9 ng     120766  1   6.73  835829  20.0
unknown6.50            6.50    52.7 ng    2201040  1   6.73  835829  20.0
Supraene              14.72     6.7 ng     349317  6  15.27 1045490  20.0
Heneicosane           14.97     2.3 ng     118858  6  15.27 1045490  20.0
Triacontane           15.73     3.6 ng     188469  6  15.27 1045490  20.0
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