
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062018\
  Data File : BF106638.D                                          
  Acq On    : 20 Jun 2018  23:42
  Operator  : JU/SJ
  Sample    : J3554-09
  Misc      :  
  ALS Vial  : 20   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-BF061918.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   5.207   484  488  497 rBV   177672    220352   8.63%   0.983%
  2   5.613   553  557  560 rBV  2094518   2123487  83.12%   9.471%
  3   6.613   722  727  730 rBV  2006110   2226126  87.14%   9.929%
  4   6.742   744  749  752 rBV  2303758   2219229  86.87%   9.898%
  5   6.960   782  786  789 rBV   717286    554442  21.70%   2.473%
 
  6   7.119   808  813  816 rBV  2049319   1836065  71.87%   8.189%
  7   7.525   877  882  885 rBV  1512583   1551024  60.71%   6.918%
  8   8.242  1000 1004 1007 rBV   850035    698474  27.34%   3.115%
  9   9.319  1182 1187 1190 rBV  2766976   2554767 100.00%  11.395%
 10   9.707  1249 1253 1256 rBV   384869    283695  11.10%   1.265%
 
 11   9.913  1284 1288 1292 rBV    41383     36657   1.43%   0.163%
 12  10.001  1299 1303 1307 rBV2  996278    812713  31.81%   3.625%
 13  10.130  1322 1325 1330 rBV   292308    232268   9.09%   1.036%
 14  10.413  1370 1373 1376 rVB    67831     52042   2.04%   0.232%
 15  10.507  1386 1389 1393 rBV    59774     52535   2.06%   0.234%
 
 16  10.795  1434 1438 1441 rBV  1823034   1737221  68.00%   7.748%
 17  10.883  1450 1453 1459 rVB    65694     60375   2.36%   0.269%
 18  11.336  1526 1530 1532 rBV    30926     28142   1.10%   0.126%
 19  11.495  1553 1557 1559 rBV   902699    792798  31.03%   3.536%
 20  11.513  1559 1560 1564 rVB    89896     68375   2.68%   0.305%
 
 21  12.707  1760 1763 1767 rBV   130933    105559   4.13%   0.471%
 22  12.942  1796 1803 1808 rBV   103905    133776   5.24%   0.597%
 23  13.077  1822 1826 1829 rBV  2433640   2250038  88.07%  10.035%
 24  13.954  1971 1975 1979 rBV2  185837    177314   6.94%   0.791%
 25  14.142  2002 2007 2010 rBV   784815    743336  29.10%   3.315%
 
 26  14.165  2010 2011 2017 rVB    61205     41832   1.64%   0.187%
 27  14.595  2081 2084 2088 rBV3   43185     54165   2.12%   0.242%
 28  15.218  2186 2190 2193 rBV    38402     62080   2.43%   0.277%
 29  15.606  2252 2256 2260 rVB    33784     44672   1.75%   0.199%
 30  15.671  2262 2267 2276 rBV   485591    667339  26.12%   2.976%
 
 
 
                        Sum of corrected areas:    22420898
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062018\
  Data File : BF106638.D                                          
  Acq On    : 20 Jun 2018  23:42
  Operator  : JU/SJ
  Sample    : J3554-09
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.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\BF062018\
  Data File : BF106638.D                                          
  Acq On    : 20 Jun 2018  23:42
  Operator  : JU/SJ
  Sample    : J3554-09
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.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  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.21    7.95 ng         220352   1,4-Dichlorobenzene-d4      6.96

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 56
 2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 25
 3 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2        016504-58-8 9 
 4 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 
 5 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
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m/z  41.00    9.31%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062018\
  Data File : BF106638.D                                          
  Acq On    : 20 Jun 2018  23:42
  Operator  : JU/SJ
  Sample    : J3554-09
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.74                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.74   80.05 ng        2219230   1,4-Dichlorobenzene-d4      6.96

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 12
 3 4-Chloro-2-fluoro-pyrimidine        132 C4H2ClFN2      051422-00-5 9 
 4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2         022291-85-6 9 
 5 1-Methylpyrrolo[1,2-a]pyrazine      132 C8H8N2         064608-59-9 9 
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132.0

69.0
104.0

51.031.0
79.0

30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
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m/z  68.10   39.24%
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m/z 134.00   32.90%
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m/z  66.00   24.62%
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m/z  69.10   15.72%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062018\
  Data File : BF106638.D                                          
  Acq On    : 20 Jun 2018  23:42
  Operator  : JU/SJ
  Sample    : J3554-09
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Juglone                         Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.13    5.72 ng         232268   Acenaphthene-d10           10.00

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Juglone                             174 C10H6O3        000481-39-0 98
 2 8-Quinolinol, 5-nitroso-            174 C9H6N2O2       003565-26-2 43
 3 Thieno[3,2-e]benzofuran             174 C10H6OS        000438-27-7 38
 4 Benzene, 1-(diethylboryl)-2-(dim... 203 C13H22BN       1000162-42-1 35
 5 2-Cyanomethyl-1,3-benzothiazole     174 C9H6N2S        056278-50-3 32
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062018\
  Data File : BF106638.D                                          
  Acq On    : 20 Jun 2018  23:42
  Operator  : JU/SJ
  Sample    : J3554-09
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Cyclohexadecane                 Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.95    4.77 ng         177314   Chrysene-d12               14.14

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclohexadecane                     224 C16H32         000295-65-8 98
 2 Trifluoroacetoxy hexadecane         338 C18H33F3O2     006222-03-3 94
 3 Heptafluorobutyric acid, pentade... 424 C19H31F7O2     959261-23-5 94
 4 Pentafluoropropionic acid, tetra... 360 C17H29F5O2     006222-06-6 91
 5 Trichloroacetic acid, hexadecyl ... 386 C18H33Cl3O2    074339-54-1 91
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55.0

97.0

224.0139.0 181.024.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #175127: Trifluoroacetoxy hexadecane
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57.0

97.0

169.0
210.0138.0 255.0 406.026.0

13.60 13.80 14.00 14.20

m/z  43.00  100.00%

13.60 13.80 14.00 14.20

m/z  57.00   94.15%

13.60 13.80 14.00 14.20
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m/z  69.10   77.23%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062018\
  Data File : BF106638.D                                          
  Acq On    : 20 Jun 2018  23:42
  Operator  : JU/SJ
  Sample    : J3554-09
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.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...   5.21     8.0 ng     220352  1   6.96  554442  20.0
unknown6.74            6.74    80.0 ng    2219230  1   6.96  554442  20.0
Juglone               10.13     5.7 ng     232268  3  10.00  812713  20.0
Cyclohexadecane       13.95     4.8 ng     177314  5  14.14  743336  20.0
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