
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081919\
  Data File : BF116404.D                                          
  Acq On    : 19 Aug 2019  22:50
  Operator  : HP/JU
  Sample    : K4290-04
  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-BF073019.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   5.434   566  569  599 rBV  1209153   1637526  56.89%   6.565%
  2   6.445   738  741  760 rBV  1540969   1892115  65.73%   7.586%
  3   6.581   760  764  772 rVB  1934736   1975487  68.63%   7.920%
  4   6.804   799  802  812 rBV   690739    642458  22.32%   2.576%
  5   6.957   825  828  846 rBV  2044804   1836184  63.79%   7.362%
 
  6   7.369   894  898  927 rBV  1432482   1467829  50.99%   5.885%
  7   8.081  1016 1019 1036 rVB   848631    825810  28.69%   3.311%
  8   9.151  1198 1201 1212 rBV  2912374   2723528  94.61%  10.920%
  9   9.551  1265 1269 1277 rBV   508752    446155  15.50%   1.789%
 10   9.834  1313 1317 1321 rBV  1248767   1003261  34.85%   4.022%
 
 11  10.628  1448 1452 1466 rBV  1113160   1237255  42.98%   4.961%
 12  11.322  1566 1570 1573 rBV  1201252   1113847  38.69%   4.466%
 13  11.345  1573 1574 1579 rVB   210778    166263   5.78%   0.667%
 14  11.845  1653 1659 1668 rBV3  242297    413826  14.38%   1.659%
 15  11.939  1672 1675 1678 rVV    43568     38581   1.34%   0.155%
 
 16  12.539  1773 1777 1782 rBV   356704    372518  12.94%   1.494%
 17  12.622  1788 1791 1795 rBV3   53391     81253   2.82%   0.326%
 18  12.692  1800 1803 1805 rVV3   32221     41468   1.44%   0.166%
 19  12.763  1810 1815 1823 rVB   332792    555073  19.28%   2.225%
 20  12.898  1834 1838 1841 rBV  3192749   2878634 100.00%  11.541%
 
 21  13.098  1870 1872 1874 rBV    36441     32205   1.12%   0.129%
 22  13.204  1887 1890 1893 rBV3   28716     35275   1.23%   0.141%
 23  13.363  1914 1917 1921 rBV2   61724     61767   2.15%   0.248%
 24  13.786  1984 1989 1996 rBV3  279977    430125  14.94%   1.725%
 25  13.963  2015 2019 2022 rBV2 1050661   1082148  37.59%   4.339%
 
 26  13.992  2022 2024 2032 rVB   165275    198579   6.90%   0.796%
 27  14.404  2092 2094 2096 rVB2   44176     34386   1.19%   0.138%
 28  14.704  2143 2145 2149 rVB    77267     71169   2.47%   0.285%
 29  14.774  2154 2157 2164 rVB   175002    193881   6.74%   0.777%
 30  15.010  2193 2197 2198 rBV   114875    144569   5.02%   0.580%
 
 31  15.304  2244 2247 2251 rBV    66391     74072   2.57%   0.297%
 32  15.368  2255 2258 2260 rVV    95682    120189   4.18%   0.482%
 33  15.416  2263 2266 2279 rVB   579315    852978  29.63%   3.420%
 34  15.804  2330 2332 2338 rVB    61453     81468   2.83%   0.327%
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                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081919\
  Data File : BF116404.D                                          
  Acq On    : 19 Aug 2019  22:50
  Operator  : HP/JU
  Sample    : K4290-04
  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-BF073019.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  16.904  2516 2519 2526 rVB3   40746     72294   2.51%   0.290%
 
 36  17.345  2590 2594 2605 rVB    43955    107464   3.73%   0.431%
 
 
                        Sum of corrected areas:    24941640
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081919\
  Data File : BF116404.D                                          
  Acq On    : 19 Aug 2019  22:50
  Operator  : HP/JU
  Sample    : K4290-04
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073019.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\BF081919\
  Data File : BF116404.D                                          
  Acq On    : 19 Aug 2019  22:50
  Operator  : HP/JU
  Sample    : K4290-04
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  unknown6.58                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.58   61.50 ng        1975490   1,4-Dichlorobenzene-d4      6.80

 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-Methylpyrrolo[1,2-a]pyrazine      132 C8H8N2         064608-60-2 9 
 4 4-Chloro-2-fluoro-pyrimidine        132 C4H2ClFN2      051422-00-5 9 
 5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2         022291-85-6 9 
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m/z-->

Abundance Scan 764 (6.581 min): BF116404.D (-760) (-)
132.0

68.0

96.0
40.0 54.0 78.0 106.0
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Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0

69.0
104.0

51.031.0
79.0
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m/z-->

Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0

67.0

41.0 97.0
53.0 117.0

79.0
107.0
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m/z-->

Abundance #14510: 4-Methylpyrrolo[1,2-a]pyrazine
132.0

104.0

78.052.039.0 66.0
92.0 117.0

6.20 6.40 6.60 6.80 7.00

m/z 132.00  100.00%

6.20 6.40 6.60 6.80 7.00

m/z  68.00   39.04%

6.20 6.40 6.60 6.80 7.00

m/z 134.00   32.97%

6.20 6.40 6.60 6.80 7.00

m/z  66.00   25.41%

6.20 6.40 6.60 6.80 7.00

m/z  69.00   15.10%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081919\
  Data File : BF116404.D                                          
  Acq On    : 19 Aug 2019  22:50
  Operator  : HP/JU
  Sample    : K4290-04
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  n-Hexadecanoic acid             Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.85    7.43 ng         413826   Phenanthrene-d10           11.32

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 99
 2 Tridecanoic acid                    214 C13H26O2       000638-53-9 94
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 87
 4 n-Decanoic acid                     172 C10H20O2       000334-48-5 76
 5 Tetradecanoic acid                  228 C14H28O2       000544-63-8 58
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Abundance Scan 1660 (11.851 min): BF116404.D (-1653) (-)
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Abundance #72647: Tridecanoic acid
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Abundance #95851: Pentadecanoic acid
73.043.0

129.0

97.0 199.0 242.0
157.0

15.0 177.0

11.60 11.80 12.00 12.20

m/z  73.00  100.00%

11.60 11.80 12.00 12.20

m/z  43.00   87.87%

11.60 11.80 12.00 12.20

m/z  60.00   84.54%

11.60 11.80 12.00 12.20

m/z  57.00   70.80%

11.60 11.80 12.00 12.20

m/z 192.00   68.55%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081919\
  Data File : BF116404.D                                          
  Acq On    : 19 Aug 2019  22:50
  Operator  : HP/JU
  Sample    : K4290-04
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Heptadecyl heptafluorobutyrate  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.79    7.95 ng         430125   Chrysene-d12               13.96

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptadecyl heptafluorobutyrate      452 C21H35F7O2     959085-66-6 94
 2 Heptafluorobutyric acid, pentade... 424 C19H31F7O2     959261-23-5 94
 3 Heptafluorobutyric acid, hexadec... 438 C20H33F7O2     006385-15-5 94
 4 Pentafluoropropionic acid, penta... 374 C18H31F5O2     959092-08-1 93
 5 Trifluoroacetoxy hexadecane         338 C18H33F3O2     006222-03-3 93
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Abundance Scan 1990 (13.792 min): BF116404.D (-1984) (-)
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50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
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Abundance #224102: Heptafluorobutyric acid, hexadecyl ester
57.0

97.0

169.0 224.0 269.0 420.0137.0

13.40 13.60 13.80 14.00 14.20

m/z  57.00  100.00%

13.40 13.60 13.80 14.00 14.20

m/z  83.00   86.68%

13.40 13.60 13.80 14.00 14.20

m/z  43.00   85.86%

13.40 13.60 13.80 14.00 14.20

m/z  55.00   80.78%

13.40 13.60 13.80 14.00 14.20

m/z  97.00   79.62%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081919\
  Data File : BF116404.D                                          
  Acq On    : 19 Aug 2019  22:50
  Operator  : HP/JU
  Sample    : K4290-04
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Squalene                        Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.77    4.55 ng         193881   Perylene-d12               15.42

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Supraene                            410 C30H50         007683-64-9 91
 2 Squalene                            410 C30H50         000111-02-4 90
 3 .psi.,.psi.-Carotene, 7,7',8,8',... 547 C40H66         000502-62-5 83
 4 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H24O        125529-10-4 72
 5 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H28O        066408-55-7 64
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Abundance Scan 2156 (14.768 min): BF116404.D (-2154) (-)
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Abundance #215928: Supraene
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Abundance #215929: Squalene
69.0
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341.027.0 410.0191.0 273.0
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m/z-->

Abundance #238944: .psi.,.psi.-Carotene, 7,7',8,8',11,11',12,12',15,...
69.0

137.0
191.0 546.0409.0273.0 477.018.0 341.0

14.40 14.60 14.80 15.00

m/z  69.00  100.00%

14.40 14.60 14.80 15.00

m/z  81.00   49.37%

14.40 14.60 14.80 15.00

m/z  41.00   22.20%

14.40 14.60 14.80 15.00

m/z  95.00   12.46%

14.40 14.60 14.80 15.00

m/z  68.00   11.96%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081919\
  Data File : BF116404.D                                          
  Acq On    : 19 Aug 2019  22:50
  Operator  : HP/JU
  Sample    : K4290-04
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073019.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|
----------------------------------------------------------------------------
unknown6.58            6.58    61.5 ng    1975490  1   6.80  642458  20.0
n-Hexadecanoic acid   11.85     7.4 ng     413826  4  11.32 1113850  20.0
Heptadecyl heptaf...  13.79     8.0 ng     430125  5  13.96 1082150  20.0
Squalene              14.77     4.5 ng     193881  6  15.42  852978  20.0
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