
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081117\
  Data File : BF097613.D                                          
  Acq On    : 12 Aug 2017   1:08
  Operator  : SJ/JU
  Sample    : I4604-08
  Misc      :  
  ALS Vial  : 16   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:\HPCHEM1\BNA_F\METHODS\8270-BF081117.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   633  637  666 rBV   611841   1442053  55.82%   7.842%
  2   7.081   913  917  928 rBV   337380    739896  28.64%   4.024%
  3   7.169   928  932  957 rVB  1576421   2558682  99.05%  13.915%
  4   7.510   986  990 1006 rBV   380879    545320  21.11%   2.966%
  5   7.745  1025 1030 1058 rBV  1543310   2142543  82.94%  11.652%
 
  6   8.422  1140 1145 1165 rBV  1240774   1830889  70.87%   9.957%
  7   9.539  1330 1335 1362 rBV   466460    648451  25.10%   3.526%
  8  11.321  1632 1638 1659 rBV  1967495   2583353 100.00%  14.049%
  9  12.015  1752 1756 1766 rBV    34395     47425   1.84%   0.258%
 10  12.363  1810 1815 1830 rBV2  479442    624878  24.19%   3.398%
 
 11  13.662  2031 2036 2052 rBV   972931   1407312  54.48%   7.653%
 12  14.762  2219 2223 2236 rVB2  456868    590716  22.87%   3.212%
 13  15.186  2286 2295 2302 rBV    75310    104757   4.06%   0.570%
 14  16.856  2575 2579 2586 rBV   112833    144566   5.60%   0.786%
 15  17.121  2618 2624 2628 rBV  1562065   1888210  73.09%  10.268%
 
 16  18.186  2801 2805 2811 rBV    60610     77578   3.00%   0.422%
 17  18.368  2833 2836 2842 rBV6   27638     43531   1.69%   0.237%
 18  18.462  2847 2852 2859 rVB   395501    467118  18.08%   2.540%
 19  19.309  2993 2996 3000 rBV    25075     36609   1.42%   0.199%
 20  20.127  3131 3135 3142 rVB   392017    464503  17.98%   2.526%
 
 
 
                        Sum of corrected areas:    18388390
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081117\
  Data File : BF097613.D                                          
  Acq On    : 12 Aug 2017   1:08
  Operator  : SJ/JU
  Sample    : I4604-08
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081117.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:\HPCHEM1\BNA_F\DATA\BF081117\
  Data File : BF097613.D                                          
  Acq On    : 12 Aug 2017   1:08
  Operator  : SJ/JU
  Sample    : I4604-08
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  unknown7.17                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.17   93.84 ng        2558680   1,4-Dichlorobenzene-d4      7.51

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 35
 2 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
 5 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 9 
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Abundance Scan 932 (7.169 min): BF097613.D (-928) (-)
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Abundance #14142: 3-Chloro-6-fluoro-pyrazine
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Abundance #52379: Tranylcypromine-propionyl
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6.80 7.00 7.20 7.40 7.60

m/z 132.00  100.00%

6.80 7.00 7.20 7.40 7.60

m/z  68.10   40.98%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081117\
  Data File : BF097613.D                                          
  Acq On    : 12 Aug 2017   1:08
  Operator  : SJ/JU
  Sample    : I4604-08
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  Ethanol, 2-[4-(1,1-dimethyl...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.19    3.55 ng         104757   Phenanthrene-d10           14.76

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Ethanol, 2-[4-(1,1-dimethylethyl... 194 C12H18O2       000713-46-2 86
 2 1,3-Dioxolane, 2-(4-methoxypheny... 194 C11H14O3       036881-00-2 72
 3 [2-(4-Methoxy-phenyl)-[1,3]dioxo... 238 C12H14O5       1000193-22-2 50
 4 1,3-Cyclopentadiene, 1,2,3,4-tet... 180 C12H20O        151226-45-8 30
 5 Ethanol, 2-[4-(1,1-dimethylpropy... 208 C13H20O2       006382-07-6 27
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Abundance Scan 2296 (15.192 min): BF097613.D (-2286) (-)
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Abundance #56222: Ethanol, 2-[4-(1,1-dimethylethyl)phenoxy]-
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Abundance #56021: 1,3-Dioxolane, 2-(4-methoxyphenyl)-2-methyl-
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Abundance #91916: [2-(4-Methoxy-phenyl)-[1,3]dioxolan-2-yl]-acetic acid
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m/z 179.10  100.00%

14.80 15.00 15.20 15.40 15.60

m/z 135.10   47.29%

14.80 15.00 15.20 15.40 15.60

m/z  41.05   14.48%

14.80 15.00 15.20 15.40 15.60

m/z  57.00   13.90%

14.80 15.00 15.20 15.40 15.60

m/z 107.10   13.32%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081117\
  Data File : BF097613.D                                          
  Acq On    : 12 Aug 2017   1:08
  Operator  : SJ/JU
  Sample    : I4604-08
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Pyrrolo[1,2-a]-1,3,5-triazi...  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.86    6.19 ng         144566   Chrysene-d12               18.46

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pyrrolo[1,2-a]-1,3,5-triazine-7-... 223 C9H9N3O4       054449-89-7 83
 2 Ethanol, 2-[2-[4-(1,1,3,3-tetram... 294 C18H30O3       002315-61-9 70
 3 2-Propen-1-one, 1-(4-aminophenyl... 223 C15H13NO       002403-30-7 30
 4 2-Methoxycarbonyl-2-methylbrendane  194 C12H18O2       148191-16-6 27
 5 Silane, trichloro(2-tricyclo[3.3... 296 C12H19Cl3Si    037843-11-1 27
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Abundance Scan 2580 (16.862 min): BF097613.D (-2575) (-)
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Abundance #80426: Pyrrolo[1,2-a]-1,3,5-triazine-7-carboxylic acid, 1...
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Abundance #139591: Ethanol, 2-[2-[4-(1,1,3,3-tetramethylbutyl)phenox...
223.0
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45.0 107.077.0 294.0156.0177.0 199.0

40 60 80 100 120 140 160 180 200 220 240 260 280
0

5000
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Abundance #80292: 2-Propen-1-one, 1-(4-aminophenyl)-3-phenyl-
223.0120.0

178.065.0 152.0

16.60 16.80 17.00 17.20

m/z 223.10  100.00%

16.60 16.80 17.00 17.20

m/z 135.10   84.35%

16.60 16.80 17.00 17.20

m/z  45.00   54.40%

16.60 16.80 17.00 17.20

m/z  57.05   25.90%

16.60 16.80 17.00 17.20

m/z 224.10   17.49%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081117\
  Data File : BF097613.D                                          
  Acq On    : 12 Aug 2017   1:08
  Operator  : SJ/JU
  Sample    : I4604-08
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  unknown18.19                    Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.19    3.32 ng          77578   Chrysene-d12               18.46

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Propanamide, N-ethyl-N-(3-methyl... 267 C18H21NO       1000308-21-3 47
 2 Ethanol, 2-[2-[2-[4-(1,1,3,3-tet... 338 C20H34O4       002315-62-0 43
 3 Heptaethylene glycol                326 C14H30O8       005617-32-3 38
 4 Hexaethylene glycol monododecyl ... 450 C24H50O7       003055-96-7 35
 5 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydrox... 414 C18H38O10      1000352-12-5 16
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Abundance Scan 2806 (18.192 min): BF097613.D (-2801) (-)
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Abundance #116601: Propanamide, N-ethyl-N-(3-methylphenyl)-3-phenyl-
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Abundance #175380: Ethanol, 2-[2-[2-[4-(1,1,3,3-tetramethylbutyl)phe...
267.0

89.045.0 133.0
161.0

205.0 338.0237.0 295.0
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Abundance #165401: Heptaethylene glycol
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17.80 18.00 18.20 18.40 18.60

m/z  45.00  100.00%

17.80 18.00 18.20 18.40 18.60

m/z 267.20   82.17%

17.80 18.00 18.20 18.40 18.60

m/z 135.10   54.31%

17.80 18.00 18.20 18.40 18.60

m/z  57.10   31.55%

17.80 18.00 18.20 18.40 18.60

m/z  89.00   28.57%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081117\
  Data File : BF097613.D                                          
  Acq On    : 12 Aug 2017   1:08
  Operator  : SJ/JU
  Sample    : I4604-08
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081117.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|
----------------------------------------------------------------------------
unknown7.17            7.17    93.8 ng    2558680  1   7.51  545320  20.0
Ethanol, 2-[4-(1,...  15.19     3.5 ng     104757  4  14.76  590716  20.0
Pyrrolo[1,2-a]-1,...  16.86     6.2 ng     144566  5  18.46  467118  20.0
unknown18.19          18.19     3.3 ng      77578  5  18.46  467118  20.0
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