
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021617\
  Data File : BF092998.D                                          
  Acq On    : 16 Feb 2017  23:10
  Operator  : SJ/MA
  Sample    : I1865-01
  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-BF013017.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   5.024   255  257  268 rBV   860621   1312324  33.92%   3.803%
  2   5.459   292  295  297 rBV  3262531   3526984  91.18%  10.222%
  3   6.499   383  386  388 rBV  3390546   3723191  96.25%  10.790%
  4   6.624   394  397  400 rBV  3283233   3170057  81.95%   9.187%
  5   6.853   415  417  420 rBV   801723    801485  20.72%   2.323%
 
  6   7.013   429  431  433 rBV  3012209   2578598  66.66%   7.473%
  7   7.425   464  467  469 rBV  2394319   2302659  59.53%   6.673%
  8   8.145   527  530  532 rBV  1072669   1149732  29.72%   3.332%
  9   9.219   621  624  626 rBV  3887103   3868347 100.00%  11.211%
 10   9.608   656  658  661 rBV   576006    546992  14.14%   1.585%
 
 11   9.893   680  683  685 rVB  1506664   1320290  34.13%   3.826%
 12  10.328   717  721  722 rBV    63416     96512   2.49%   0.280%
 13  10.545   736  740  741 rBV    34473     49608   1.28%   0.144%
 14  10.682   749  752  754 rBV  2137389   2130275  55.07%   6.174%
 15  10.796   760  762  766 rBV   125548    143276   3.70%   0.415%
 
 16  11.242   799  801  803 rBV2   75927     74089   1.92%   0.215%
 17  11.379   810  813  815 rBV  1124026   1259642  32.56%   3.651%
 18  11.608   830  833  837 rBV    36524     73544   1.90%   0.213%
 19  12.419   902  904  912 rBV   414746    530551  13.72%   1.538%
 20  12.957   949  951  954 rBV  2660494   3304651  85.43%   9.577%
 
 21  13.185   968  971  974 rBV2   23006     39381   1.02%   0.114%
 22  13.402   988  990  993 rBV   132929    114564   2.96%   0.332%
 23  13.859  1027 1030 1038 rBV   143069    303440   7.84%   0.879%
 24  14.008  1039 1043 1046 rBV  1186284   1175128  30.38%   3.406%
 25  15.437  1165 1168 1173 rBV   669800    848085  21.92%   2.458%
 
 26  15.711  1189 1192 1202 rVB7   16588     62129   1.61%   0.180%
 
 
                        Sum of corrected areas:    34505534
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021617\
  Data File : BF092998.D                                          
  Acq On    : 16 Feb 2017  23:10
  Operator  : SJ/MA
  Sample    : I1865-01
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.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\BF021617\
  Data File : BF092998.D                                          
  Acq On    : 16 Feb 2017  23:10
  Operator  : SJ/MA
  Sample    : I1865-01
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.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.
---------------------------------------------------------------------
  5.02   32.75 ng        1312320   1,4-Dichlorobenzene-d4      6.85

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 59
 2 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 53
 3 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 33
 4 2-Hexanol, 2-methyl-                116 C7H16O         000625-23-0 33
 5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 32
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0

5000

m/z-->

Abundance Scan 257 (5.024 min): BF092998.D (-255) (-)
43

59

101
835337 69
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5000

m/z-->

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

59
10127 8337 53 67 9177
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5000

m/z-->

Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59

41
10129

53 73 86
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5000

m/z-->

Abundance #8114: 3-Hexanol, 4-methyl-
59

41
31

69 87
53 9815

4.60 4.80 5.00 5.20 5.40

m/z  43.10  100.00%

4.60 4.80 5.00 5.20 5.40

m/z  59.10   54.61%

4.60 4.80 5.00 5.20 5.40

m/z 101.10   15.69%

4.60 4.80 5.00 5.20 5.40

m/z  58.10   15.36%

4.60 4.80 5.00 5.20 5.40

m/z  41.10    8.80%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021617\
  Data File : BF092998.D                                          
  Acq On    : 16 Feb 2017  23:10
  Operator  : SJ/MA
  Sample    : I1865-01
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.62                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.62   79.10 ng        3170060   1,4-Dichlorobenzene-d4      6.85

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 16
 3 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 4 Benzene, 1,3,5-trifluoro-           132 C6H3F3         000372-38-3 9 
 5 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 9 
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5000

m/z-->

Abundance Scan 397 (6.624 min): BF092998.D (-394) (-)
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Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
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Abundance #13679: 5-Fluoro-2-chloropyrimidine
132

1059733 44
70 786051 86 115
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5000

m/z-->

Abundance #14006: 5-Aminoindole
132

104
66 775144 11527 893714 58 97

6.20 6.40 6.60 6.80 7.00

m/z 132.10  100.00%

6.20 6.40 6.60 6.80 7.00

m/z  68.10   45.29%

6.20 6.40 6.60 6.80 7.00

m/z 134.10   32.45%

6.20 6.40 6.60 6.80 7.00

m/z  66.10   29.73%

6.20 6.40 6.60 6.80 7.00

m/z  69.10   18.11%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021617\
  Data File : BF092998.D                                          
  Acq On    : 16 Feb 2017  23:10
  Operator  : SJ/MA
  Sample    : I1865-01
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Eicosane                        Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.80    2.27 ng         143276   Phenanthrene-d10           11.38

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 91
 2 Heptacosane                         380 C27H56         000593-49-7 91
 3 Heptadecane                         240 C17H36         000629-78-7 90
 4 Hexadecane                          226 C16H34         000544-76-3 90
 5 Heneicosane                         296 C21H44         000629-94-7 90

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 762 (10.796 min): BF092998.D (-760) (-)
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m/z-->

Abundance #107652: Eicosane
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Abundance #151556: Heptacosane
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29 113 141 169 197 225 253 380281 323 351

50 100 150 200 250 300 350

5000

m/z-->

Abundance #82607: Heptadecane
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113 141 240169 196

10.40 10.60 10.80 11.00 11.20

m/z  57.10  100.00%

10.40 10.60 10.80 11.00 11.20

m/z  43.10   66.00%

10.40 10.60 10.80 11.00 11.20

m/z  71.10   53.70%

10.40 10.60 10.80 11.00 11.20

m/z  85.10   37.47%

10.40 10.60 10.80 11.00 11.20

m/z  41.10   27.02%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021617\
  Data File : BF092998.D                                          
  Acq On    : 16 Feb 2017  23:10
  Operator  : SJ/MA
  Sample    : I1865-01
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.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  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.42    8.42 ng         530551   Phenanthrene-d10           11.38

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Hexadecanol                       242 C16H34O        036653-82-4 94
 2 Trichloroacetic acid, tridecyl e... 344 C15H27Cl3O2    074339-51-8 91
 3 1-Nonadecene                        266 C19H38         018435-45-5 91
 4 1-Pentadecanol                      228 C15H32O        000629-76-5 90
 5 Cyclotetradecane                    196 C14H28         000295-17-0 87
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5000

m/z-->

Abundance Scan 904 (12.419 min): BF092998.D (-902) (-)
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m/z-->

Abundance #83798: 1-Hexadecanol
43 57
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m/z-->

Abundance #138591: Trichloroacetic acid, tridecyl ester
43 57
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11129
126

154 182140
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5000

m/z-->

Abundance #98171: 1-Nonadecene
978343 57
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139 154168 26623818219621022415

12.00 12.20 12.40 12.60 12.80

m/z  55.05  100.00%

12.00 12.20 12.40 12.60 12.80

m/z  57.10   92.72%

12.00 12.20 12.40 12.60 12.80

m/z  43.10   89.89%

12.00 12.20 12.40 12.60 12.80

m/z  83.10   80.33%

12.00 12.20 12.40 12.60 12.80

m/z  69.10   74.28%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021617\
  Data File : BF092998.D                                          
  Acq On    : 16 Feb 2017  23:10
  Operator  : SJ/MA
  Sample    : I1865-01
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Trichloroacetic acid, hexad...  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.86    5.16 ng         303440   Chrysene-d12               14.01

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Trichloroacetic acid, hexadecyl ... 386 C18H33Cl3O2    074339-54-1 95
 2 Pentafluoropropionic acid, hepta... 402 C20H35F5O2     1000283-04-2 91
 3 17-Pentatriacontene                 491 C35H70         006971-40-0 91
 4 1-Octadecanol                       270 C18H38O        000112-92-5 87
 5 Acetic acid, chloro-, hexadecyl ... 318 C18H35ClO2     052132-58-8 87
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Abundance Scan 1030 (13.859 min): BF092998.D (-1027) (-)
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Abundance #152927: Trichloroacetic acid, hexadecyl ester
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Abundance #156888: Pentafluoropropionic acid, heptadecyl ester
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Abundance #168066: 17-Pentatriacontene
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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   84.18%

13.60 13.80 14.00 14.20

m/z  55.10   80.21%

13.60 13.80 14.00 14.20

m/z  83.10   76.32%

13.60 13.80 14.00 14.20

m/z  69.10   59.91%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021617\
  Data File : BF092998.D                                          
  Acq On    : 16 Feb 2017  23:10
  Operator  : SJ/MA
  Sample    : I1865-01
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.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...   5.02    32.8 ng    1312320  1   6.85  801485  20.0
unknown6.62            6.62    79.1 ng    3170060  1   6.85  801485  20.0
Eicosane              10.80     2.3 ng     143276  4  11.38 1259640  20.0
1-Hexadecanol         12.42     8.4 ng     530551  4  11.38 1259640  20.0
Trichloroacetic a...  13.86     5.2 ng     303440  5  14.01 1175130  20.0
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