
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF030519\
  Data File : BF112851.D                                          
  Acq On    :  5 Mar 2019  13:13
  Operator  : JU/SJ
  Sample    : K1704-05
  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-BF022719.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   5.357   551  556  559 rBV  3653717   3863466  84.59%   9.944%
  2   6.381   724  730  748 rBV  3741415   4222504  92.45%  10.868%
  3   6.516   748  753  756 rBV  4272488   4109607  89.97%  10.578%
  4   6.745   788  792  795 rBV  1222455   1024618  22.43%   2.637%
  5   6.904   814  819  822 rBV  3345132   3162694  69.24%   8.140%
 
  6   7.304   882  887  890 rBV  2616555   2557110  55.98%   6.582%
  7   8.028  1005 1010 1016 rBV  1160678   1235322  27.05%   3.180%
  8   9.104  1188 1193 1203 rBV  4433446   4567535 100.00%  11.756%
  9   9.492  1256 1259 1266 rBV   242573    236936   5.19%   0.610%
 10   9.775  1303 1307 1322 rVB  1489471   1403510  30.73%   3.612%
 
 11  10.557  1436 1440 1456 rBV  2738913   2811008  61.54%   7.235%
 12  11.010  1512 1517 1523 rVB    84839    116652   2.55%   0.300%
 13  11.251  1554 1558 1566 rBV  1410841   1308048  28.64%   3.367%
 14  11.792  1646 1650 1657 rBV2  183047    271125   5.94%   0.698%
 15  11.851  1657 1660 1668 rVB4   48726     77717   1.70%   0.200%
 
 16  12.580  1780 1784 1796 rBV3   75325    160328   3.51%   0.413%
 17  12.833  1823 1827 1831 rBV  3766730   3761195  82.35%   9.681%
 18  13.422  1920 1927 1929 rBV2   35577     47247   1.03%   0.122%
 19  13.739  1977 1981 1988 rBV2  193159    278414   6.10%   0.717%
 20  13.880  2001 2005 2012 rBV  1189953   1152001  25.22%   2.965%
 
 21  14.063  2033 2036 2042 rBV    89096     87889   1.92%   0.226%
 22  14.369  2085 2088 2093 rBV   111069    113457   2.48%   0.292%
 23  14.663  2135 2138 2142 rVB   147964    134235   2.94%   0.346%
 24  14.733  2147 2150 2157 rVB    90010    100194   2.19%   0.258%
 25  14.980  2189 2192 2207 rVB   240617    415913   9.11%   1.071%
 
 26  15.292  2240 2245 2250 rBV   905528   1118609  24.49%   2.879%
 27  15.339  2250 2253 2259 rVB   146896    183345   4.01%   0.472%
 28  15.751  2319 2323 2327 rVB   137784    182999   4.01%   0.471%
 29  16.221  2400 2403 2415 rVB3   82751    148188   3.24%   0.381%
 
 
                        Sum of corrected areas:    38851866
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF030519\
  Data File : BF112851.D                                          
  Acq On    :  5 Mar 2019  13:13
  Operator  : JU/SJ
  Sample    : K1704-05
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719.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\BF030519\
  Data File : BF112851.D                                          
  Acq On    :  5 Mar 2019  13:13
  Operator  : JU/SJ
  Sample    : K1704-05
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  unknown6.52                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.52   80.22 ng        4109610   1,4-Dichlorobenzene-d4      6.75

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 12
 3 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 12
 4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
 5 4-Chloro-2-fluoro-pyrimidine        132 C4H2ClFN2      051422-00-5 9 
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Abundance Scan 754 (6.522 min): BF112851.D (-748) (-)
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Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
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6.20 6.40 6.60 6.80

m/z 132.00  100.00%

6.20 6.40 6.60 6.80

m/z 134.00   34.80%

6.20 6.40 6.60 6.80

m/z  68.00   33.47%

6.20 6.40 6.60 6.80

m/z  66.00   21.57%

6.20 6.40 6.60 6.80

m/z  96.00   12.89%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF030519\
  Data File : BF112851.D                                          
  Acq On    :  5 Mar 2019  13:13
  Operator  : JU/SJ
  Sample    : K1704-05
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719.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  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.79    4.15 ng         271125   Phenanthrene-d10           11.25

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 99
 2 Pentadecanoic acid                  242 C15H30O2       001002-84-2 90
 3 Tridecanoic acid                    214 C13H26O2       000638-53-9 89
 4 Tetradecanoic acid                  228 C14H28O2       000544-63-8 83
 5 n-Decanoic acid                     172 C10H20O2       000334-48-5 76
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Abundance #72646: Tridecanoic acid
7360

43

29
129

21417111587
185101 143 157 198
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m/z  73.00  100.00%

11.40 11.60 11.80 12.00 12.20

m/z  43.00   92.64%

11.40 11.60 11.80 12.00 12.20

m/z  60.00   86.63%

11.40 11.60 11.80 12.00 12.20

m/z  41.00   71.73%

11.40 11.60 11.80 12.00 12.20

m/z  57.00   70.69%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF030519\
  Data File : BF112851.D                                          
  Acq On    :  5 Mar 2019  13:13
  Operator  : JU/SJ
  Sample    : K1704-05
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Octadecanoic acid               Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.58    2.78 ng         160328   Chrysene-d12               13.88

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid                   284 C18H36O2       000057-11-4 95
 2 Tetradecanoic acid                  228 C14H28O2       000544-63-8 58
 3 n-Decanoic acid                     172 C10H20O2       000334-48-5 49
 4 3,5-Difluorobenzaldehyde carbamo... 199 C8H7F2N3O      163893-49-0 18
 5 Ethanol, 2-(octadecyloxy)-          314 C20H42O2       002136-72-3 11
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m/z  72.95  100.00%
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m/z  43.00   98.39%

12.20 12.40 12.60 12.80

m/z  57.00   90.40%

12.20 12.40 12.60 12.80

m/z  55.00   80.02%

12.20 12.40 12.60 12.80

m/z  60.00   74.31%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF030519\
  Data File : BF112851.D                                          
  Acq On    :  5 Mar 2019  13:13
  Operator  : JU/SJ
  Sample    : K1704-05
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  1-Heptacosanol                  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.74    4.83 ng         278414   Chrysene-d12               13.88

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Heptacosanol                      396 C27H56O        002004-39-9 91
 2 Heptafluorobutyric acid, n-tetra... 410 C18H29F7O2     007365-36-8 91
 3 Heptadecyl trifluoroacetate         352 C19H35F3O2     1000351-87-0 91
 4 Trichloroacetic acid, hexadecyl ... 386 C18H33Cl3O2    074339-54-1 91
 5 n-Tetracosanol-1                    354 C24H50O        000506-51-4 91
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Abundance #185169: Heptadecyl trifluoroacetate
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13.40 13.60 13.80 14.00

m/z  56.95  100.00%

13.40 13.60 13.80 14.00

m/z  55.00   84.95%

13.40 13.60 13.80 14.00

m/z  43.00   81.82%

13.40 13.60 13.80 14.00

m/z  83.00   77.59%

13.40 13.60 13.80 14.00

m/z  96.95   69.18%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF030519\
  Data File : BF112851.D                                          
  Acq On    :  5 Mar 2019  13:13
  Operator  : JU/SJ
  Sample    : K1704-05
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Heneicosane                     Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.66    2.40 ng         134235   Perylene-d12               15.29

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heneicosane                         296 C21H44         000629-94-7 90
 2 Heptacosane                         380 C27H56         000593-49-7 87
 3 Heptadecane, 9-octyl-               352 C25H52         007225-64-1 87
 4 Docosane                            310 C22H46         000629-97-0 87
 5 Octadecane                          254 C18H38         000593-45-3 83
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Abundance #185535: Heptadecane, 9-octyl-
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14.40 14.60 14.80 15.00

m/z  57.00  100.00%

14.40 14.60 14.80 15.00

m/z  71.00   72.87%

14.40 14.60 14.80 15.00

m/z  43.00   61.15%

14.40 14.60 14.80 15.00

m/z  85.00   52.86%

14.40 14.60 14.80 15.00

m/z  55.00   20.78%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF030519\
  Data File : BF112851.D                                          
  Acq On    :  5 Mar 2019  13:13
  Operator  : JU/SJ
  Sample    : K1704-05
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Tetracosane                     Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.98    7.44 ng         415913   Perylene-d12               15.29

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tetracosane                         338 C24H50         000646-31-1 90
 2 Dodecane, 2-methyl-                 184 C13H28         001560-97-0 90
 3 Heneicosane                         296 C21H44         000629-94-7 90
 4 Pentacosane                         352 C25H52         000629-99-2 90
 5 Triacontane                         422 C30H62         000638-68-6 86
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Abundance Scan 2192 (14.980 min): BF112851.D (-2189) (-)
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Abundance #175557: Tetracosane
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Abundance #48854: Dodecane, 2-methyl-
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Abundance #141426: Heneicosane
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14.60 14.80 15.00 15.20

m/z  57.00  100.00%

14.60 14.80 15.00 15.20

m/z  71.00   62.60%

14.60 14.80 15.00 15.20

m/z  43.00   60.97%

14.60 14.80 15.00 15.20

m/z  85.00   47.50%

14.60 14.80 15.00 15.20

m/z  55.00   21.28%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF030519\
  Data File : BF112851.D                                          
  Acq On    :  5 Mar 2019  13:13
  Operator  : JU/SJ
  Sample    : K1704-05
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Hexacosane                      Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.75    3.27 ng         182999   Perylene-d12               15.29

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heneicosane                         296 C21H44         000629-94-7 91
 2 Hexacosane                          366 C26H54         000630-01-3 91
 3 Triacontane                         422 C30H62         000638-68-6 91
 4 Docosane                            310 C22H46         000629-97-0 91
 5 Octadecane, 1-iodo-                 380 C18H37I        000629-93-6 87
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5000

m/z-->

Abundance Scan 2323 (15.751 min): BF112851.D (-2319) (-)
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m/z-->

Abundance #141426: Heneicosane
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5000

m/z-->

Abundance #194493: Hexacosane
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29 113 141 169 367197 225 253 295 323
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5000

m/z-->

Abundance #219831: Triacontane
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113 141 169 42219729 225 253 281 309 337 365 393

15.40 15.60 15.80 16.00

m/z  57.00  100.00%

15.40 15.60 15.80 16.00

m/z  71.00   69.59%

15.40 15.60 15.80 16.00

m/z  43.00   58.71%

15.40 15.60 15.80 16.00

m/z  85.00   52.89%

15.40 15.60 15.80 16.00

m/z  55.00   20.81%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF030519\
  Data File : BF112851.D                                          
  Acq On    :  5 Mar 2019  13:13
  Operator  : JU/SJ
  Sample    : K1704-05
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  Sulfurous acid, pentadecyl ...  Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.22    2.65 ng         148188   Perylene-d12               15.29

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Sulfurous acid, pentadecyl 2-pro... 334 C18H38O3S      1000309-12-6 86
 2 Heneicosane                         296 C21H44         000629-94-7 83
 3 Hexadecane                          226 C16H34         000544-76-3 80
 4 Hexacosane                          366 C26H54         000630-01-3 80
 5 Octadecane                          254 C18H38         000593-45-3 74
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF030519\
  Data File : BF112851.D                                          
  Acq On    :  5 Mar 2019  13:13
  Operator  : JU/SJ
  Sample    : K1704-05
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719.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|
----------------------------------------------------------------------------
unknown6.52            6.52    80.2 ng    4109610  1   6.75 1024620  20.0
n-Hexadecanoic acid   11.79     4.2 ng     271125  4  11.25 1308050  20.0
Octadecanoic acid     12.58     2.8 ng     160328  5  13.88 1152000  20.0
1-Heptacosanol        13.74     4.8 ng     278414  5  13.88 1152000  20.0
Heneicosane           14.66     2.4 ng     134235  6  15.29 1118610  20.0
Tetracosane           14.98     7.4 ng     415913  6  15.29 1118610  20.0
Hexacosane            15.75     3.3 ng     182999  6  15.29 1118610  20.0
Sulfurous acid, p...  16.22     2.6 ng     148188  6  15.29 1118610  20.0
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