
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
  Data File : BF085414.D                                          
  Acq On    : 12 Mar 2016  12:12
  Operator  : UM/SJ
  Sample    : H1731-18
  Misc      :  
  ALS Vial  : 40   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-BF030316.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   5.144   248  250  261 rVB   208347    298939   6.95%   0.838%
  2   5.544   282  285  287 rBV  3639404   3827408  88.99%  10.730%
  3   6.562   371  374  377 rBV  2725561   4300726 100.00%  12.057%
  4   6.699   384  386  389 rBV  2913421   4266413  99.20%  11.961%
  5   6.939   404  407  409 rBV   870506    972824  22.62%   2.727%
 
  6   7.099   418  421  423 rBV  2383748   3300254  76.74%   9.252%
  7   7.499   453  456  459 rBV  2386472   2465974  57.34%   6.914%
  8   7.579   461  463  467 rVB    42534     46002   1.07%   0.129%
  9   8.219   517  519  522 rBV  1396096   1195284  27.79%   3.351%
 10   9.305   611  614  616 rBV  3667112   4168841  96.93%  11.688%
 
 11   9.693   646  648  650 rBV   830898    720576  16.75%   2.020%
 12   9.911   664  667  669 rVB   134287    114426   2.66%   0.321%
 13   9.979   671  673  675 rVB  1404277   1161594  27.01%   3.257%
 14  10.402   709  710  712 rVB   117428    152278   3.54%   0.427%
 15  10.631   727  730  733 rBV    55689    100257   2.33%   0.281%
 
 16  10.768   739  742  744 rBV  2151030   2036728  47.36%   5.710%
 17  10.882   750  752  758 rBV   190488    225507   5.24%   0.632%
 18  11.328   789  791  793 rBV   100296     92212   2.14%   0.259%
 19  11.465   801  803  805 rBV  1172039    971637  22.59%   2.724%
 20  11.991   846  849  851 rBV    78784     89322   2.08%   0.250%
 
 21  12.768   915  917  924 rBV2   30963     70760   1.65%   0.198%
 22  12.871   924  926  928 rVV   161100    136287   3.17%   0.382%
 23  13.054   939  942  944 rBV  3050825   2784539  64.75%   7.807%
 24  13.579   985  988  989 rBV    90193     88478   2.06%   0.248%
 25  13.945  1018 1020 1024 rBV   140468    169646   3.94%   0.476%
 
 26  14.105  1029 1034 1036 rBV   960183    908848  21.13%   2.548%
 27  14.574  1072 1075 1078 rBV    48027     73751   1.71%   0.207%
 28  14.951  1106 1108 1111 rVB    33083     43087   1.00%   0.121%
 29  15.214  1129 1131 1133 rBV    39592     51684   1.20%   0.145%
 30  15.568  1159 1162 1165 rBV   485767    674556  15.68%   1.891%
 
 31  17.626  1338 1342 1347 rBV5   42420    113153   2.63%   0.317%
 32  18.643  1428 1431 1438 rVB8   13869     46883   1.09%   0.131%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
  Data File : BF085414.D                                          
  Acq On    : 12 Mar 2016  12:12
  Operator  : UM/SJ
  Sample    : H1731-18
  Misc      :  
  ALS Vial  : 40   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-BF030316.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
                        Sum of corrected areas:    35668874
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
  Data File : BF085414.D                                          
  Acq On    : 12 Mar 2016  12:12
  Operator  : UM/SJ
  Sample    : H1731-18
  Misc      :  
  ALS Vial  : 40   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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\BF031116\
  Data File : BF085414.D                                          
  Acq On    : 12 Mar 2016  12:12
  Operator  : UM/SJ
  Sample    : H1731-18
  Misc      :  
  ALS Vial  : 40   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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.
---------------------------------------------------------------------
  5.14    6.15 ng         298939   1,4-Dichlorobenzene-d4      6.94

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 56
 2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 25
 3 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
 4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2        016504-58-8 9 
 5 Butane                               58 C4H10          000106-97-8 9 

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance Scan 250 (5.144 min): BF085414.D (-248) (-)
43

59

101

836951

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43

59
10127 8351 67 9135
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0

5000

m/z-->

Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester
59

41

68
12650 142

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance #3993: Morpholine, 4-methyl-
43

10115 7127 56 86

4.80 5.00 5.20 5.40

m/z  43.10  100.00%

4.80 5.00 5.20 5.40

m/z  59.10   58.98%

4.80 5.00 5.20 5.40

m/z 101.10   21.21%

4.80 5.00 5.20 5.40

m/z  58.10   16.88%

4.80 5.00 5.20 5.40

m/z  41.10    9.35%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
  Data File : BF085414.D                                          
  Acq On    : 12 Mar 2016  12:12
  Operator  : UM/SJ
  Sample    : H1731-18
  Misc      :  
  ALS Vial  : 40   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.70                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.70   87.71 ng        4266410   1,4-Dichlorobenzene-d4      6.94

 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 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 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 9 
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m/z-->

Abundance Scan 386 (6.699 min): BF085414.D (-384) (-)
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Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
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Abundance #14006: 5-Aminoindole
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66 775139 11527 8914
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Abundance #48639: Tranylcypromine-propionyl
13257
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189158

6.40 6.60 6.80 7.00

m/z 132.10  100.00%

6.40 6.60 6.80 7.00

m/z  68.10   44.04%

6.40 6.60 6.80 7.00

m/z 134.10   32.08%

6.40 6.60 6.80 7.00

m/z  66.10   28.09%

6.40 6.60 6.80 7.00

m/z  69.10   17.70%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
  Data File : BF085414.D                                          
  Acq On    : 12 Mar 2016  12:12
  Operator  : UM/SJ
  Sample    : H1731-18
  Misc      :  
  ALS Vial  : 40   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Pentadecane                     Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.40    2.62 ng         152278   Acenaphthene-d10            9.98

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentadecane                         212 C15H32         000629-62-9 86
 2 Decane, 2,3,5-trimethyl-            184 C13H28         062238-11-3 83
 3 Hexadecane                          226 C16H34         000544-76-3 80
 4 Tridecane                           184 C13H28         000629-50-5 78
 5 Nonane, 5-butyl-                    184 C13H28         017312-63-9 72

20 40 60 80 100 120 140 160 180 200 220
0

5000

m/z-->

Abundance Scan 710 (10.402 min): BF085414.D (-709) (-)
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5000

m/z-->

Abundance #64575: Pentadecane
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Abundance #45605: Decane, 2,3,5-trimethyl-
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Abundance #73964: Hexadecane
5743
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10.00 10.20 10.40 10.60 10.80

m/z  57.10  100.00%

10.00 10.20 10.40 10.60 10.80

m/z  43.10   70.83%

10.00 10.20 10.40 10.60 10.80

m/z  71.10   54.98%

10.00 10.20 10.40 10.60 10.80

m/z  85.10   37.43%

10.00 10.20 10.40 10.60 10.80

m/z  41.10   37.40%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
  Data File : BF085414.D                                          
  Acq On    : 12 Mar 2016  12:12
  Operator  : UM/SJ
  Sample    : H1731-18
  Misc      :  
  ALS Vial  : 40   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Heneicosane                     Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.88    4.64 ng         225507   Phenanthrene-d10           11.47

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heneicosane                         296 C21H44         000629-94-7 91
 2 Heptadecane                         240 C17H36         000629-78-7 91
 3 Tetracosane                         338 C24H50         000646-31-1 91
 4 Tetradecane                         198 C14H30         000629-59-4 91
 5 Pentadecane                         212 C15H32         000629-62-9 90

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance Scan 752 (10.882 min): BF085414.D (-750) (-)
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85

11339 141 169

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance #115570: Heneicosane
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85

29 113 141 169 296197 225 253

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance #82607: Heptadecane
57

85

29
113 141 240169 196

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance #136481: Tetracosane
57

85

29
113 141 169 197 338225 253 281 309

10.60 10.80 11.00 11.20

m/z  57.10  100.00%

10.60 10.80 11.00 11.20

m/z  71.10   73.09%

10.60 10.80 11.00 11.20

m/z  43.10   70.23%

10.60 10.80 11.00 11.20

m/z  85.10   47.57%

10.60 10.80 11.00 11.20

m/z  41.10   32.56%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
  Data File : BF085414.D                                          
  Acq On    : 12 Mar 2016  12:12
  Operator  : UM/SJ
  Sample    : H1731-18
  Misc      :  
  ALS Vial  : 40   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Hexadecanoic acid, butyl ester  Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.87    3.00 ng         136287   Chrysene-d12               14.11

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecanoic acid, butyl ester      312 C20H40O2       000111-06-8 91
 2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H40O2       031158-91-5 74
 3 Nipecotic acid                      129 C6H11NO2       000498-95-3 47
 4 Hexadecanoic acid, 2-methylpropy... 312 C20H40O2       000110-34-9 42
 5 Cyclopropane, 1-(1-methylethyl)-... 210 C15H30         041977-39-3 35

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

5000

m/z-->

Abundance Scan 926 (12.871 min): BF085414.D (-924) (-)
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129 25723997 185 213157112
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m/z-->

Abundance #124073: Hexadecanoic acid, butyl ester
56

29 73
257129 239101 185 213 312157 283
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Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester
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0

5000
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Abundance #12423: Nipecotic acid
57

30 84
129
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14

12.60 12.80 13.00 13.20

m/z  56.10  100.00%

12.60 12.80 13.00 13.20

m/z  57.10   56.74%

12.60 12.80 13.00 13.20

m/z  43.10   41.27%

12.60 12.80 13.00 13.20

m/z  41.10   40.71%

12.60 12.80 13.00 13.20

m/z  55.10   33.43%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
  Data File : BF085414.D                                          
  Acq On    : 12 Mar 2016  12:12
  Operator  : UM/SJ
  Sample    : H1731-18
  Misc      :  
  ALS Vial  : 40   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Trichloroacetic acid, hexad...  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.95    3.73 ng         169646   Chrysene-d12               14.11

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Trichloroacetic acid, hexadecyl ... 386 C18H33Cl3O2    074339-54-1 94
 2 Trifluoroacetic acid, n-octadecy... 366 C20H37F3O2     079392-43-1 91
 3 3-Eicosene, (E)-                    280 C20H40         074685-33-9 91
 4 17-Pentatriacontene                 491 C35H70         006971-40-0 91
 5 Trichloroacetic acid, tetradecyl... 358 C16H29Cl3O2    074339-52-9 91

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

5000

m/z-->

Abundance Scan 1020 (13.945 min): BF085414.D (-1018) (-)
5743 83
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20 40 60 80 100 120 140 160 180 200 220 240 260 280
0

5000

m/z-->

Abundance #152927: Trichloroacetic acid, hexadecyl ester
43 57

83
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139153 196167181 224

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

5000

m/z-->

Abundance #146922: Trifluoroacetic acid, n-octadecyl ester
43 57

83
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111
125 252139 154168 224183 210

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

5000

m/z-->

Abundance #106400: 3-Eicosene, (E)-
5743

83
97

11129
125

139 280153167 182196210 252224

13.60 13.80 14.00 14.20

m/z  57.10  100.00%

13.60 13.80 14.00 14.20

m/z  43.10   87.51%

13.60 13.80 14.00 14.20

m/z  83.10   83.05%

13.60 13.80 14.00 14.20

m/z  55.10   80.40%

13.60 13.80 14.00 14.20

m/z  97.10   75.79%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
  Data File : BF085414.D                                          
  Acq On    : 12 Mar 2016  12:12
  Operator  : UM/SJ
  Sample    : H1731-18
  Misc      :  
  ALS Vial  : 40   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  unknown17.63                    Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.63    3.35 ng         113153   Perylene-d12               15.57

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Allopregnane-3.beta.,7.alpha.-di... 334 C21H34O3       000566-20-1 27
 2 Cyclohexane, 1,2-dimethyl-3,5-bi... 192 C14H24         062337-99-9 25
 3 Cyclohexane, 1-ethenyl-1-methyl-... 204 C15H24         000515-13-9 14
 4 p-Acrylotoluidide                   161 C10H11NO       007766-36-1 14
 5 4,6-Benzylidene-.alpha.-methyl-D... 282 C14H18O6       003162-96-7 11

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance Scan 1342 (17.626 min): BF085414.D (-1338) (-)
43

81 107
145

213
161125 187 303 329231 255

273

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #134793: Allopregnane-3.beta.,7.alpha.-diol-20-one
43

81 107 316178133 161 213 27125565 298231194 334

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->
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Abundance #58845: Cyclohexane, 1-ethenyl-1-methyl-2,4-bis(1-methylet...
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
  Data File : BF085414.D                                          
  Acq On    : 12 Mar 2016  12:12
  Operator  : UM/SJ
  Sample    : H1731-18
  Misc      :  
  ALS Vial  : 40   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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...   5.14     6.2 ng     298939  1   6.94  972824  20.0
unknown6.70            6.70    87.7 ng    4266410  1   6.94  972824  20.0
Pentadecane           10.40     2.6 ng     152278  3   9.98 1161590  20.0
Heneicosane           10.88     4.6 ng     225507  4  11.47  971637  20.0
Hexadecanoic acid...  12.87     3.0 ng     136287  5  14.11  908848  20.0
Trichloroacetic a...  13.95     3.7 ng     169646  5  14.11  908848  20.0
unknown17.63          17.63     3.4 ng     113153  6  15.57  674556  20.0
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