
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112315\
  Data File : BF083230.D                                          
  Acq On    : 24 Nov 2015   3:58
  Operator  : UM/IZ
  Sample    : G4482-01
  Misc      :  
  ALS Vial  : 31   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-BF112115.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   4.787   242  245  260 rVB  1813896   2882081  43.78%   5.367%
  2   5.256   283  286  288 rBV  4135111   5611825  85.25%  10.451%
  3   6.307   375  378  381 rBV  4072838   6582993 100.00%  12.260%
  4   6.422   385  388  390 rBV  4724367   5731970  87.07%  10.675%
  5   6.639   405  407  410 rBV  1556891   1352938  20.55%   2.520%
 
  6   6.799   418  421  423 rBV  4686884   4450664  67.61%   8.289%
  7   7.210   454  457  460 rBV  3110260   3154918  47.93%   5.876%
  8   7.336   466  468  476 rVB2   36168     73016   1.11%   0.136%
  9   7.930   517  520  522 rBV  1778600   1668175  25.34%   3.107%
 10   9.005   611  614  617 rBV  4029351   5693087  86.48%  10.602%
 
 11   9.405   647  649  652 rBV   963031    949839  14.43%   1.769%
 12   9.679   670  673  675 rBV  1716796   1670266  25.37%   3.111%
 13  10.125   711  712  714 rVB   109779     81559   1.24%   0.152%
 14  10.468   739  742  744 rBV  1606033   2127696  32.32%   3.963%
 15  10.593   751  753  757 rBV   157756    190855   2.90%   0.355%
 
 16  11.039   790  792  794 rBV   130760    123221   1.87%   0.229%
 17  11.153   799  802  804 rBV  1431933   1418654  21.55%   2.642%
 18  11.405   821  824  827 rVV   124868    184375   2.80%   0.343%
 19  11.462   827  829  832 rVB    68711     83353   1.27%   0.155%
 20  11.702   848  850  854 rBV2  296528    317569   4.82%   0.591%
 
 21  12.216   894  895  898 rVB2   70078     87611   1.33%   0.163%
 22  12.354   905  907  909 rBV    99891    102091   1.55%   0.190%
 23  12.388   909  910  916 rVB2   35244     76873   1.17%   0.143%
 24  12.479   916  918  922 rBV3   59584    139666   2.12%   0.260%
 25  12.571   924  926  929 rVV2  273109    371108   5.64%   0.691%
 
 26  12.651   930  933  935 rVB2  120657    159178   2.42%   0.296%
 27  12.742   938  941  943 rBV  3230886   4008076  60.89%   7.464%
 28  12.891   952  954  959 rBV3   28791     81548   1.24%   0.152%
 29  13.211   979  982  985 rBV    64911    109658   1.67%   0.204%
 30  13.279   985  988  990 rVV   205710    225413   3.42%   0.420%
 
 31  13.325   990  992  993 rVV    76796     87012   1.32%   0.162%
 32  13.394   996  998 1000 rVV    59360     89802   1.36%   0.167%
 33  13.645  1018 1020 1023 rBV   271926    425712   6.47%   0.793%
 34  13.771  1029 1031 1034 rBV   975690   1211625  18.41%   2.256%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112315\
  Data File : BF083230.D                                          
  Acq On    : 24 Nov 2015   3:58
  Operator  : UM/IZ
  Sample    : G4482-01
  Misc      :  
  ALS Vial  : 31   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-BF112115.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  13.885  1039 1041 1043 rVV    85089     99635   1.51%   0.186%
 
 36  13.965  1046 1048 1053 rBV2  105156    133046   2.02%   0.248%
 37  14.274  1072 1075 1079 rBV3   85838    191345   2.91%   0.356%
 38  14.560  1096 1100 1102 rBV2   90920    180122   2.74%   0.335%
 39  14.628  1104 1106 1108 rVV   147033    141071   2.14%   0.263%
 40  14.765  1116 1118 1122 rVB2   35376     74164   1.13%   0.138%
 
 41  14.857  1124 1126 1128 rBV    76627     87980   1.34%   0.164%
 42  15.040  1139 1142 1144 rVB2   47781     72556   1.10%   0.135%
 43  15.142  1148 1151 1153 rVV   659021    830179  12.61%   1.546%
 44  15.188  1153 1155 1158 rVB    51742     74593   1.13%   0.139%
 45  15.462  1177 1179 1185 rVB2   46355     90782   1.38%   0.169%
 
 46  15.554  1185 1187 1190 rBV    49084     80610   1.22%   0.150%
 47  15.977  1221 1224 1228 rBV4   48151    115278   1.75%   0.215%
 
 
                        Sum of corrected areas:    53695788
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112315\
  Data File : BF083230.D                                          
  Acq On    : 24 Nov 2015   3:58
  Operator  : UM/IZ
  Sample    : G4482-01
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112315\
  Data File : BF083230.D                                          
  Acq On    : 24 Nov 2015   3:58
  Operator  : UM/IZ
  Sample    : G4482-01
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.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.
---------------------------------------------------------------------
  4.79   42.60 ng        2882080   1,4-Dichlorobenzene-d4      6.64

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 64
 2 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 39
 3 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 36
 4 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 33
 5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 32
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Abundance Scan 245 (4.787 min): BF083230.D (-242) (-)
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Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
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Abundance #7975: Acetic acid, 1,1-dimethylethyl ester
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Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
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4.40 4.60 4.80 5.00 5.20

m/z  43.10  100.00%

4.40 4.60 4.80 5.00 5.20

m/z  59.10   55.59%
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m/z 101.10   16.52%
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m/z  41.10    9.26%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112315\
  Data File : BF083230.D                                          
  Acq On    : 24 Nov 2015   3:58
  Operator  : UM/IZ
  Sample    : G4482-01
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  2  unknown6.42                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.42   84.73 ng        5731970   1,4-Dichlorobenzene-d4      6.64

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 3 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2         022291-85-6 9 
 4 Xenon                               132 Xe             007440-63-3 9 
 5 Benzene, 1,3,5-trifluoro-           132 C6H3F3         000372-38-3 9 
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m/z 132.10  100.00%
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m/z  68.10   43.30%
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m/z 134.10   34.33%

6.00 6.20 6.40 6.60 6.80
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m/z  69.10   16.77%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112315\
  Data File : BF083230.D                                          
  Acq On    : 24 Nov 2015   3:58
  Operator  : UM/IZ
  Sample    : G4482-01
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  4  Hexadecane                      Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.59    2.69 ng         190855   Phenanthrene-d10           11.15

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecane                          226 C16H34         000544-76-3 91
 2 Eicosane                            282 C20H42         000112-95-8 90
 3 Tridecane                           184 C13H28         000629-50-5 83
 4 Heptacosane                         380 C27H56         000593-49-7 64
 5 Tridecane, 4-methyl-                198 C14H30         026730-12-1 59
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Abundance Scan 753 (10.593 min): BF083230.D (-751) (-)
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m/z  43.10   75.41%
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m/z  71.10   59.97%
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m/z  85.10   34.70%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112315\
  Data File : BF083230.D                                          
  Acq On    : 24 Nov 2015   3:58
  Operator  : UM/IZ
  Sample    : G4482-01
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  5  1-Hexadecanol                   Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.40    2.60 ng         184375   Phenanthrene-d10           11.15

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Hexadecanol                       242 C16H34O        036653-82-4 95
 2 5-Octadecene, (E)-                  252 C18H36         007206-21-5 91
 3 Cyclotetradecane                    196 C14H28         000295-17-0 91
 4 9-Octadecene, (E)-                  252 C18H36         007206-25-9 90
 5 1-Tridecanol                        200 C13H28O        000112-70-9 87
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Abundance Scan 824 (11.405 min): BF083230.D (-821) (-)
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55

836941

97

29 111
125 196168139 153

11.00 11.20 11.40 11.60 11.80

m/z  43.10  100.00%

11.00 11.20 11.40 11.60 11.80

m/z  55.10   99.78%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112315\
  Data File : BF083230.D                                          
  Acq On    : 24 Nov 2015   3:58
  Operator  : UM/IZ
  Sample    : G4482-01
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  6  Pentadecanoic acid              Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.70    4.48 ng         317569   Phenanthrene-d10           11.15

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentadecanoic acid                  242 C15H30O2       001002-84-2 87
 2 Tetradecanoic acid                  228 C14H28O2       000544-63-8 87
 3 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 86
 4 Tridecanoic acid                    214 C13H26O2       000638-53-9 72
 5 n-Decanoic acid                     172 C10H20O2       000334-48-5 70
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112315\
  Data File : BF083230.D                                          
  Acq On    : 24 Nov 2015   3:58
  Operator  : UM/IZ
  Sample    : G4482-01
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  7  Tetradecanoic acid              Concentration Rank 15

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.48    2.31 ng         139666   Chrysene-d12               13.77

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tetradecanoic acid                  228 C14H28O2       000544-63-8 64
 2 Dodecanoic acid                     200 C12H24O2       000143-07-7 53
 3 n-Decanoic acid                     172 C10H20O2       000334-48-5 50
 4 Lactose                             342 C12H22O11      000063-42-3 43
 5 d-Glucitol, 4-O-octyl-              294 C14H30O6       132696-01-6 38
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112315\
  Data File : BF083230.D                                          
  Acq On    : 24 Nov 2015   3:58
  Operator  : UM/IZ
  Sample    : G4482-01
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  8  Hexadecanoic acid, butyl ester  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.57    6.13 ng         371108   Chrysene-d12               13.77

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecanoic acid, butyl ester      312 C20H40O2       000111-06-8 80
 2 n-Butyl laurate                     256 C16H32O2       000106-18-3 72
 3 Hexadecanoic acid, 1,1-dimethyle... 312 C20H40O2       031158-91-5 49
 4 Dodecanoic acid tert-butyl ester    256 C16H32O2       007143-18-2 38
 5 1-Hexene, 2-methyl-                  98 C7H14          006094-02-6 35
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0

5000

m/z-->

Abundance Scan 926 (12.571 min): BF083230.D (-924) (-)
56

41
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0
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m/z-->

Abundance #124073: Hexadecanoic acid, butyl ester
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41
73

257129 239101 185 213 31215726 283

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000
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Abundance #92222: n-Butyl laurate
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20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester
56
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129 25797 23926 185112 213 312157 281

12.20 12.40 12.60 12.80

m/z  56.10  100.00%

12.20 12.40 12.60 12.80

m/z  57.10   59.45%

12.20 12.40 12.60 12.80

m/z  43.10   45.70%

12.20 12.40 12.60 12.80

m/z  41.10   43.44%

12.20 12.40 12.60 12.80

m/z  55.10   31.54%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112315\
  Data File : BF083230.D                                          
  Acq On    : 24 Nov 2015   3:58
  Operator  : UM/IZ
  Sample    : G4482-01
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  9  1-Tetradecanol, acetate         Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.65    2.63 ng         159178   Chrysene-d12               13.77

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Tetradecanol, acetate             256 C16H32O2       000638-59-5 91
 2 Acetic acid, octadecyl ester        312 C20H40O2       000822-23-1 90
 3 Bromoacetic acid, pentadecyl ester  348 C17H33BrO2     131143-01-6 74
 4 Trichloroacetic acid, tridecyl e... 344 C15H27Cl3O2    074339-51-8 68
 5 Trichloroacetic acid, dodecyl ester 330 C14H25Cl3O2    074339-50-7 68
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0

5000

m/z-->

Abundance Scan 933 (12.651 min): BF083230.D (-930) (-)
43
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Abundance #92244: 1-Tetradecanol, acetate
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Abundance #124061: Acetic acid, octadecyl ester
43
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Abundance #140345: Bromoacetic acid, pentadecyl ester
43 57 83
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12.40 12.60 12.80 13.00

m/z  43.10  100.00%

12.40 12.60 12.80 13.00

m/z  55.10   49.68%

12.40 12.60 12.80 13.00

m/z  83.10   46.12%

12.40 12.60 12.80 13.00

m/z  69.10   45.52%

12.40 12.60 12.80 13.00

m/z  57.10   41.69%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112315\
  Data File : BF083230.D                                          
  Acq On    : 24 Nov 2015   3:58
  Operator  : UM/IZ
  Sample    : G4482-01
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 10  Octadecanoic acid, butyl ester  Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.28    3.72 ng         225413   Chrysene-d12               13.77

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid, butyl ester      340 C22H44O2       000123-95-5 91
 2 n-Butyl myristate                   284 C18H36O2       000110-36-1 80
 3 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2       040482-05-1 43
 4 Oxirane, 2,3-bis(1-methylethyl)-... 128 C8H16O         054644-32-5 43
 5 Pentanal, 3-methyl-                 100 C6H12O         015877-57-3 38
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5000

m/z-->

Abundance Scan 988 (13.279 min): BF083230.D (-985) (-)
56
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m/z-->

Abundance #137336: Octadecanoic acid, butyl ester
56
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Abundance #108844: n-Butyl myristate
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229
73 211129 28418510139 157 255
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5000
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Abundance #12471: Cyclopentanecarboxylic acid, 2-amino-, trans-
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30 12910082
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m/z  56.10  100.00%

13.00 13.20 13.40 13.60

m/z  57.10   52.56%

13.00 13.20 13.40 13.60

m/z  43.10   40.24%
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m/z  41.10   35.47%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112315\
  Data File : BF083230.D                                          
  Acq On    : 24 Nov 2015   3:58
  Operator  : UM/IZ
  Sample    : G4482-01
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 11  Heptafluorobutanoic acid, h...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.65    7.03 ng         425712   Chrysene-d12               13.77

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptafluorobutanoic acid, heptad... 452 C21H35F7O2     1000282-97-3 93
 2 17-Pentatriacontene                 491 C35H70         006971-40-0 91
 3 Heptafluorobutyric acid, n-octad... 466 C22H37F7O2     000400-57-7 91
 4 Pentafluoropropionic acid, hepta... 402 C20H35F5O2     1000283-04-2 90
 5 1-Hexacosanol                       382 C26H54O        000506-52-5 87
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5000

m/z-->

Abundance Scan 1020 (13.645 min): BF083230.D (-1018) (-)
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50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester
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0
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m/z-->

Abundance #168066: 17-Pentatriacontene
43
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5000

m/z-->

Abundance #165992: Heptafluorobutyric acid, n-octadecyl ester
43
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13.40 13.60 13.80 14.00

m/z  57.10  100.00%

13.40 13.60 13.80 14.00

m/z  43.10   88.82%

13.40 13.60 13.80 14.00

m/z  55.10   77.37%
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m/z  83.10   58.88%

13.40 13.60 13.80 14.00

m/z  69.10   56.88%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112315\
  Data File : BF083230.D                                          
  Acq On    : 24 Nov 2015   3:58
  Operator  : UM/IZ
  Sample    : G4482-01
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 13  Heptadecane                     Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.27    3.16 ng         191345   Chrysene-d12               13.77

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptadecane                         240 C17H36         000629-78-7 94
 2 Tetratriacontane                    479 C34H70         014167-59-0 87
 3 Pentadecane, 8-heptyl-              310 C22H46         071005-15-7 86
 4 Methoxyacetic acid, 2-tetradecyl... 286 C17H34O3       1000282-04-8 86
 5 Tetracosane                         338 C24H50         000646-31-1 83
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5000

m/z-->

Abundance Scan 1075 (14.274 min): BF083230.D (-1072) (-)
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Abundance #82607: Heptadecane
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Abundance #167078: Tetratriacontane
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5000

m/z-->

Abundance #123100: Pentadecane, 8-heptyl-
57
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m/z  57.10  100.00%

14.00 14.20 14.40 14.60

m/z  43.10   63.54%

14.00 14.20 14.40 14.60

m/z  71.10   58.84%

14.00 14.20 14.40 14.60

m/z  85.10   45.68%
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8270-BF112115.M Tue Nov 24 14:03:47 2015                                              Page: 14

Instrument :
BNA_F
ClientSampleId :
NC-HC-004

Instrument :
BNA_F
ClientSampleId :
NC-HC-004



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112315\
  Data File : BF083230.D                                          
  Acq On    : 24 Nov 2015   3:58
  Operator  : UM/IZ
  Sample    : G4482-01
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 15  Squalene                        Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.63    3.40 ng         141071   Perylene-d12               15.14

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Squalene                            410 C30H50         007683-64-9 86
 2 6,10,14-Hexadecatrien-1-ol, 3,7,... 292 C20H36O        036237-66-8 83
 3 .psi.,.psi.-Carotene, 7,7',8,8',... 547 C40H66         000502-62-5 83
 4 5,9,13-Pentadecatrien-2-one, 6,1... 262 C18H30O        001117-52-8 72
 5 1,5-Heptadiene, 3,4-dimethyl-       124 C9H16          1000061-77-9 53
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0

5000

m/z-->

Abundance Scan 1106 (14.628 min): BF083230.D (-1104) (-)
69
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m/z-->

Abundance #158503: Squalene
69
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5000
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Abundance #113353: 6,10,14-Hexadecatrien-1-ol, 3,7,11,15-tetramethyl...
69
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5000

m/z-->

Abundance #170954: .psi.,.psi.-Carotene, 7,7',8,8',11,11',12,12',15,...
69

13741 109
191 546409273 477341245 368301 504436

14.40 14.60 14.80 15.00

m/z  69.10  100.00%

14.40 14.60 14.80 15.00

m/z  81.10   49.90%

14.40 14.60 14.80 15.00

m/z  41.10   27.54%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112315\
  Data File : BF083230.D                                          
  Acq On    : 24 Nov 2015   3:58
  Operator  : UM/IZ
  Sample    : G4482-01
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 16  Eicosane                        Concentration Rank 18

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.86    2.12 ng          87980   Perylene-d12               15.14

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 92
 2 Hexadecane                          226 C16H34         000544-76-3 87
 3 Octacosane                          394 C28H58         000630-02-4 80
 4 Dodecane, 1-iodo-                   296 C12H25I        004292-19-7 80
 5 Tetradecane                         198 C14H30         000629-59-4 80
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5000

m/z-->

Abundance Scan 1126 (14.857 min): BF083230.D (-1124) (-)
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Abundance #107651: Eicosane
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Abundance #73963: Hexadecane
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Abundance #155178: Octacosane
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14.60 14.80 15.00 15.20

m/z  57.10  100.00%

14.60 14.80 15.00 15.20

m/z  71.10   61.89%

14.60 14.80 15.00 15.20

m/z  43.10   56.99%

14.60 14.80 15.00 15.20

m/z  85.10   38.39%

14.60 14.80 15.00 15.20
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112315\
  Data File : BF083230.D                                          
  Acq On    : 24 Nov 2015   3:58
  Operator  : UM/IZ
  Sample    : G4482-01
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 17  unknown15.46                    Concentration Rank 17

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.46    2.19 ng          90782   Perylene-d12               15.14

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H30O2Si4    004342-25-0 38
 2 Mercaptoacetic acid, bis(trimeth... 236 C8H20O2SSi2    006398-62-5 35
 3 Nickel, bis(N,N,N'-trimethyl-o-p... 356 C18H26N4Ni     1000153-51-1 20
 4 Piperidine, 1-(5-trifluoromethyl... 295 C15H16F3N3     1000268-74-7 18
 5 Heptasiloxane, 1,1,3,3,5,5,7,7,9... 504 C14H44O6Si7    019095-23-9 16
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m/z-->

Abundance Scan 1179 (15.462 min): BF083230.D (-1177) (-)
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Abundance #113835: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,5,5,7,...
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Abundance #80100: Mercaptoacetic acid, bis(trimethylsilyl)-
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Abundance #143330: Nickel, bis(N,N,N'-trimethyl-o-phenylenediamine-N...
147
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m/z  73.10  100.00%

15.20 15.40 15.60 15.80

m/z 221.10   63.20%

15.20 15.40 15.60 15.80

m/z 147.10   54.72%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112315\
  Data File : BF083230.D                                          
  Acq On    : 24 Nov 2015   3:58
  Operator  : UM/IZ
  Sample    : G4482-01
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 18  unknown15.98                    Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.98    2.78 ng         115278   Perylene-d12               15.14

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzophenone-2,4',5-tricarboxyli... 356 C19H16O7       345651-64-1 30
 2 3,4-Bis-(methylthio)-quinoline      221 C11H11NS2      074579-34-3 11
 3 1-Methyl-4-phenyl-3,4-dihydroiso... 221 C16H15N        1000211-01-5 11
 4 2-Amino-4-(4-nitrophenyl)thiazole   221 C9H7N3O2S      002104-09-8 11
 5 Hexahydropyridine, 4-[4,5-dimeth... 221 C13H19NO2      042434-76-4 11
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Abundance Scan 1224 (15.977 min): BF083230.D (-1221) (-)
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Abundance #143341: Benzophenone-2,4',5-tricarboxylic acid, trimethyl...
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Abundance #69905: 3,4-Bis-(methylthio)-quinoline
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Abundance #70174: 1-Methyl-4-phenyl-3,4-dihydroisoquinoline
221
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m/z  57.10  100.00%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112315\
  Data File : BF083230.D                                          
  Acq On    : 24 Nov 2015   3:58
  Operator  : UM/IZ
  Sample    : G4482-01
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P
 
                                                   |--Internal Standard---|
  TIC Top Hit name      RT  EstConc Units Response |#    RT     Resp  Conc|
----------------------------------------------------------------------------
2-Pentanone, 4-hy...   4.79    42.6 ng    2882080  1   6.64 1352940  20.0
unknown6.42            6.42    84.7 ng    5731970  1   6.64 1352940  20.0
Hexadecane            10.59     2.7 ng     190855  4  11.15 1418650  20.0
1-Hexadecanol         11.40     2.6 ng     184375  4  11.15 1418650  20.0
Pentadecanoic acid    11.70     4.5 ng     317569  4  11.15 1418650  20.0
Tetradecanoic acid    12.48     2.3 ng     139666  5  13.77 1211630  20.0
Hexadecanoic acid...  12.57     6.1 ng     371108  5  13.77 1211630  20.0
1-Tetradecanol, a...  12.65     2.6 ng     159178  5  13.77 1211630  20.0
Octadecanoic acid...  13.28     3.7 ng     225413  5  13.77 1211630  20.0
Heptafluorobutano...  13.65     7.0 ng     425712  5  13.77 1211630  20.0
Heptadecane           14.27     3.2 ng     191345  5  13.77 1211630  20.0
Squalene              14.63     3.4 ng     141071  6  15.14  830179  20.0
Eicosane              14.86     2.1 ng      87980  6  15.14  830179  20.0
unknown15.46          15.46     2.2 ng      90782  6  15.14  830179  20.0
unknown15.98          15.98     2.8 ng     115278  6  15.14  830179  20.0
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