
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072120\
  Data File : BF120958.D                                          
  Acq On    : 21 Jul 2020  17:17
  Operator  : JU/CG
  Sample    : L3351-03
  Misc      :  
  ALS Vial  : 14   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-BF071620.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   2.246    25   27   43 rVB    36277     83670   1.78%   0.247%
  2   5.028   497  500  510 rVB   111486    150860   3.20%   0.446%
  3   5.434   563  569  572 rBV  3350735   3463777  73.55%  10.236%
  4   6.445   735  741  744 rBV  3161141   3503156  74.39%  10.352%
  5   6.645   772  775  781 rBV    41659     48853   1.04%   0.144%
 
  6   6.816   800  804  807 rBV  1146580   1001151  21.26%   2.958%
  7   7.375   894  899  902 rBV  2341699   2374487  50.42%   7.017%
  8   8.098  1017 1022 1025 rBV  1484466   1319963  28.03%   3.901%
  9   9.175  1199 1205 1208 rBV  4295665   4255034  90.35%  12.574%
 10   9.563  1267 1271 1280 rBV   660594    585057  12.42%   1.729%
 
 11   9.851  1315 1320 1331 rBV  1739760   1579100  33.53%   4.666%
 12  10.639  1449 1454 1457 rBV  2672568   2737167  58.12%   8.089%
 13  11.333  1568 1572 1575 rBV  2002711   1747464  37.11%   5.164%
 14  11.357  1575 1576 1578 rVB   165935     77965   1.66%   0.230%
 15  11.945  1673 1676 1678 rBV    48633     55065   1.17%   0.163%
 
 16  12.210  1716 1721 1724 rBV2   52247     49770   1.06%   0.147%
 17  12.310  1735 1738 1741 rBV   262257    220636   4.69%   0.652%
 18  12.368  1745 1748 1752 rVV2   36866     52666   1.12%   0.156%
 19  12.421  1752 1757 1762 rVB5   24684     49064   1.04%   0.145%
 20  12.539  1774 1777 1780 rBV   184986    178954   3.80%   0.529%
 
 21  12.768  1810 1816 1819 rBV   250433    241141   5.12%   0.713%
 22  12.921  1837 1842 1845 rBV2 4214339   4709306 100.00%  13.916%
 23  13.151  1877 1881 1887 rBV4   40809     77822   1.65%   0.230%
 24  13.445  1927 1931 1935 rVB    57788     50399   1.07%   0.149%
 25  13.492  1935 1939 1942 rBV    43391     48888   1.04%   0.144%
 
 26  13.533  1942 1946 1950 rVB   151720    129514   2.75%   0.383%
 27  13.768  1983 1986 1990 rVB2   58092     50031   1.06%   0.148%
 28  13.827  1992 1996 2004 rBV   588371    848699  18.02%   2.508%
 29  13.968  2015 2020 2023 rBV  1856026   1709979  36.31%   5.053%
 30  13.992  2023 2024 2031 rVB   121392     80992   1.72%   0.239%
 
 31  14.139  2045 2049 2052 rBV    54827     56526   1.20%   0.167%
 32  14.445  2095 2101 2103 rBV3   70481     88601   1.88%   0.262%
 33  14.474  2103 2106 2114 rVB5   52695     91890   1.95%   0.272%
 34  14.745  2150 2152 2161 rVB    61316     64239   1.36%   0.190%
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                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072120\
  Data File : BF120958.D                                          
  Acq On    : 21 Jul 2020  17:17
  Operator  : JU/CG
  Sample    : L3351-03
  Misc      :  
  ALS Vial  : 14   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-BF071620.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  14.992  2190 2194 2203 rVB    66154    133591   2.84%   0.395%
 
 36  15.080  2205 2209 2215 rBV2   66529     89856   1.91%   0.266%
 37  15.292  2241 2245 2251 rVB    39379     50804   1.08%   0.150%
 38  15.351  2251 2255 2260 rBV2   53683     68819   1.46%   0.203%
 39  15.415  2260 2266 2270 rVV  1075995   1334618  28.34%   3.944%
 40  15.451  2270 2272 2279 rVB2   72217     91850   1.95%   0.271%
 
 41  15.880  2341 2345 2351 rVB    49138     69574   1.48%   0.206%
 42  15.956  2352 2358 2369 rBV5   62447    167876   3.56%   0.496%
 43  16.368  2424 2428 2434 rBV2   30382     50973   1.08%   0.151%
 
 
                        Sum of corrected areas:    33839847
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072120\
  Data File : BF120958.D                                          
  Acq On    : 21 Jul 2020  17:17
  Operator  : JU/CG
  Sample    : L3351-03
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071620.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\BF072120\
  Data File : BF120958.D                                          
  Acq On    : 21 Jul 2020  17:17
  Operator  : JU/CG
  Sample    : L3351-03
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071620.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  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.03    3.01 ng         150860   1,4-Dichlorobenzene-d4      6.82

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 59
 2 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 35
 3 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 
 4 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
 5 Propane, 1-ethoxy-2-methyl-         102 C6H14O         000627-02-1 9 
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m/z-->

Abundance Scan 500 (5.028 min): BF120958.D (-497) (-)
43
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Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
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15 10131 8337 5325
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Abundance #4030: 2,3-Butanedione, monooxime
43
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5815 31 51 86693725
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Abundance #3152: 5-Hexen-2-one
43

552715 83 9837 7149 65 77

4.60 4.80 5.00 5.20 5.40

m/z  43.00  100.00%

4.60 4.80 5.00 5.20 5.40

m/z  58.95   53.90%

4.60 4.80 5.00 5.20 5.40

m/z 101.00   18.84%

4.60 4.80 5.00 5.20 5.40

m/z  58.00   16.24%

4.60 4.80 5.00 5.20 5.40

m/z  41.00    7.26%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072120\
  Data File : BF120958.D                                          
  Acq On    : 21 Jul 2020  17:17
  Operator  : JU/CG
  Sample    : L3351-03
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071620.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  2,4,4,6,6,8,8-Heptamethyl-1...  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.31    2.53 ng         220636   Phenanthrene-d10           11.33

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2,4,4,6,6,8,8-Heptamethyl-1-nonene  224 C16H32         015796-04-0 56
 2 2,4,4-Trimethyl-1-pentanol, pent... 276 C11H17F5O2     1000365-51-0 37
 3 1-Pentanol, 3-methyl-2-propyl-      144 C9H20O         054004-40-9 33
 4 2,4,4-Trimethyl-1-pentanol, trif... 226 C10H17F3O2     1000365-19-5 32
 5 (1-Propoxy-pentyl)-cyclopropane     170 C11H22O        094883-97-3 22
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m/z  55.05   24.91%
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m/z  83.05   18.86%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072120\
  Data File : BF120958.D                                          
  Acq On    : 21 Jul 2020  17:17
  Operator  : JU/CG
  Sample    : L3351-03
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071620.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Dichloroacetic acid, heptad...  Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.83    9.93 ng         848699   Chrysene-d12               13.97

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Dichloroacetic acid, heptadecyl ... 366 C19H36Cl2O2    1000282-98-2 94
 2 Pentafluoropropionic acid, octad... 416 C21H37F5O2     959261-25-7 94
 3 Heptadecyl heptafluorobutyrate      452 C21H35F7O2     959085-66-6 94
 4 Trichloroacetic acid, hexadecyl ... 386 C18H33Cl3O2    074339-54-1 94
 5 n-Tetracosanol-1                    354 C24H50O        000506-51-4 94
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Abundance #194133: Dichloroacetic acid, heptadecyl ester
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Abundance #217811: Pentafluoropropionic acid, octadecyl ester
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m/z  57.05  100.00%
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m/z  43.05   84.89%
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m/z  83.05   83.57%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072120\
  Data File : BF120958.D                                          
  Acq On    : 21 Jul 2020  17:17
  Operator  : JU/CG
  Sample    : L3351-03
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071620.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Pentafluoropropionic acid, ...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.96    2.52 ng         167876   Perylene-d12               15.42

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentafluoropropionic acid, hepta... 402 C20H35F5O2     959218-78-1 93
 2 Heptadecyl trifluoroacetate         352 C19H35F3O2     1000351-87-0 93
 3 Heptafluorobutyric acid, hexadec... 438 C20H33F7O2     006385-15-5 93
 4 Heptafluorobutyric acid, pentade... 424 C19H31F7O2     959261-23-5 93
 5 Heptafluorobutyric acid, n-octad... 466 C22H37F7O2     000400-57-7 90
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Abundance #212865: Pentafluoropropionic acid, heptadecyl ester
57

97

125
29

238154 210 283182 384

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #185169: Heptadecyl trifluoroacetate
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Abundance #224102: Heptafluorobutyric acid, hexadecyl ester
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m/z  57.00  100.00%

15.60 15.80 16.00 16.20

m/z  43.00   90.91%

15.60 15.80 16.00 16.20

m/z  55.00   88.27%
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m/z  83.00   86.91%

15.60 15.80 16.00 16.20

m/z  97.05   85.74%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072120\
  Data File : BF120958.D                                          
  Acq On    : 21 Jul 2020  17:17
  Operator  : JU/CG
  Sample    : L3351-03
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071620.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...   5.03     3.0 ng     150860  1   6.82 1001150  20.0
2,4,4,6,6,8,8-Hep...  12.31     2.5 ng     220636  4  11.33 1747460  20.0
Dichloroacetic ac...  13.83     9.9 ng     848699  5  13.97 1709980  20.0
Pentafluoropropio...  15.96     2.5 ng     167876  6  15.42 1334620  20.0
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