
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121416\
  Data File : BF091604.D                                          
  Acq On    : 15 Dec 2016  00:26
  Operator  : UM/SJ
  Sample    : H6007-09
  Misc      :  
  ALS Vial  : 19   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-BF120916.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   4.944   248  250  253 rBV   818693    964822  18.50%   2.153%
  2   5.390   286  289  291 rBV  3003405   2688214  51.56%   5.998%
  3   6.430   378  380  383 rBV  3062505   3332594  63.92%   7.436%
  4   6.567   389  392  394 rBV  2546028   3208418  61.54%   7.159%
  5   6.796   409  412  414 rBV  1968832   1741794  33.41%   3.887%
 
  6   6.945   423  425  428 rBV  1564270   1916999  36.77%   4.278%
  7   7.356   458  461  463 rBV  2486183   2108321  40.44%   4.704%
  8   8.076   522  524  527 rBV  2033645   2069679  39.70%   4.618%
  9   9.162   616  619  621 rBV  5375420   5213899 100.00%  11.634%
 10   9.551   651  653  656 rBV  1123735   1014961  19.47%   2.265%
 
 11   9.779   671  673  675 rVB    70109     78254   1.50%   0.175%
 12   9.836   675  678  680 rBV  2080698   2031508  38.96%   4.533%
 13  10.248   712  714  715 rBV    64916     64139   1.23%   0.143%
 14  10.271   715  716  718 rVB   145699    129592   2.49%   0.289%
 15  10.499   734  736  738 rVB    48274     67426   1.29%   0.150%
 
 16  10.625   744  747  749 rBV2 2257218   2937214  56.33%   6.554%
 17  10.751   756  758  761 rBV   151938    257244   4.93%   0.574%
 18  11.196   792  797  798 rBV   156898    213765   4.10%   0.477%
 19  11.219   798  799  802 rVB    74655     88924   1.71%   0.198%
 20  11.311   805  807  811 rVV2 1548662   1927776  36.97%   4.302%
 
 21  11.391   811  814  815 rVB    77837     98727   1.89%   0.220%
 22  11.551   825  828  829 rBV2   40138     69437   1.33%   0.155%
 23  11.619   832  834  835 rBV   157874    129699   2.49%   0.289%
 24  11.814   849  851  852 rBV    59264     58667   1.13%   0.131%
 25  11.848   852  854  856 rVV   154035    173703   3.33%   0.388%
 
 26  11.928   859  861  865 rVB2  100220    155872   2.99%   0.348%
 27  12.031   867  870  873 rVB2   40760     74651   1.43%   0.167%
 28  12.134   875  879  881 rVV2   60786    104122   2.00%   0.232%
 29  12.362   897  899  901 rBV    78081     94655   1.82%   0.211%
 30  12.522   911  913  915 rBV   888445    750749  14.40%   1.675%
 
 31  12.751   930  933  935 rBV   755844    783728  15.03%   1.749%
 32  12.899   944  946  949 rVB  4266909   3987838  76.48%   8.898%
 33  12.968   949  952  956 rBV4   55851    155927   2.99%   0.348%
 34  13.082   960  962  963 rVB2  112082    119200   2.29%   0.266%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121416\
  Data File : BF091604.D                                          
  Acq On    : 15 Dec 2016  00:26
  Operator  : UM/SJ
  Sample    : H6007-09
  Misc      :  
  ALS Vial  : 19   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-BF120916.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  13.185   969  971  974 rBV2  115418    171415   3.29%   0.382%
 
 36  13.391   986  989  993 rBV   370343    502107   9.63%   1.120%
 37  13.585  1004 1006 1008 rBV    97610    146644   2.81%   0.327%
 38  13.802  1023 1025 1030 rVB3  244986    370902   7.11%   0.828%
 39  13.951  1035 1038 1039 rBV2 1749516   2165221  41.53%   4.831%
 40  14.957  1124 1126 1131 rBV   319101    696768  13.36%   1.555%
 
 41  15.243  1149 1151 1154 rVB   215240    282623   5.42%   0.631%
 42  15.300  1154 1156 1159 rBV   265277    420512   8.07%   0.938%
 43  15.357  1159 1161 1164 rBV   822103   1246738  23.91%   2.782%
 
 
                        Sum of corrected areas:    44815448
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121416\
  Data File : BF091604.D                                          
  Acq On    : 15 Dec 2016  00:26
  Operator  : UM/SJ
  Sample    : H6007-09
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF120916.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\BF121416\
  Data File : BF091604.D                                          
  Acq On    : 15 Dec 2016  00:26
  Operator  : UM/SJ
  Sample    : H6007-09
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF120916.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.
---------------------------------------------------------------------
  4.94   11.08 ng         964822   1,4-Dichlorobenzene-d4      6.80

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 64
 2 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 36
 3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 23
 4 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 
 5 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 

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

5000

m/z-->

Abundance Scan 250 (4.944 min): BF091604.D (-248) (-)
43.0

59.1

101.1
83.0

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

5000

m/z-->

Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0

15.0 101.031.0 83.0

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

5000

m/z-->

Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59.0

41.0
101.029.0

73.0 86.0

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

5000

m/z-->

Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0

41.0

126.073.0 142.0

4.60 4.80 5.00 5.20

m/z  43.05  100.00%

4.60 4.80 5.00 5.20

m/z  59.10   57.47%

4.60 4.80 5.00 5.20

m/z 101.10   17.87%

4.60 4.80 5.00 5.20

m/z  58.10   14.26%

4.60 4.80 5.00 5.20

m/z  41.05    8.86%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121416\
  Data File : BF091604.D                                          
  Acq On    : 15 Dec 2016  00:26
  Operator  : UM/SJ
  Sample    : H6007-09
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF120916.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.57                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.57   36.84 ng        3208420   1,4-Dichlorobenzene-d4      6.80

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 38
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 17
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 16
 4 Amphetaminil                        250 C17H18N2       017590-01-1 12
 5 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 9 

40 60 80 100 120 140 160 180

5000

m/z-->

Abundance Scan 392 (6.567 min): BF091604.D (-389) (-)
132.0

68.1

96.0
40.0 54.0 115.081.1

40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0

69.0
104.0

51.031.0

40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0

67.0

41.0 97.0
117.0

81.054.0

40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #48639: Tranylcypromine-propionyl
132.057.0

74.0
116.0

98.0

189.0158.0

6.20 6.40 6.60 6.80 7.00

m/z 132.00  100.00%

6.20 6.40 6.60 6.80 7.00

m/z  68.10   33.99%

6.20 6.40 6.60 6.80 7.00

m/z 134.00   33.70%

6.20 6.40 6.60 6.80 7.00

m/z  66.10   20.64%

6.20 6.40 6.60 6.80 7.00

m/z  69.10   13.42%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121416\
  Data File : BF091604.D                                          
  Acq On    : 15 Dec 2016  00:26
  Operator  : UM/SJ
  Sample    : H6007-09
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF120916.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Dodecane, 1-iodo-               Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.75    2.67 ng         257244   Phenanthrene-d10           11.31

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Dodecane, 1-iodo-                   296 C12H25I        004292-19-7 87
 2 Tridecane                           184 C13H28         000629-50-5 86
 3 Undecane, 5-methyl-                 170 C12H26         001632-70-8 83
 4 Hexadecane                          226 C16H34         000544-76-3 80
 5 Undecane, 2-methyl-                 170 C12H26         007045-71-8 80

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

5000

m/z-->

Abundance Scan 758 (10.751 min): BF091604.D (-756) (-)
57.0

85.1

113.1 184.1140.0 329.7244.3

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

5000

m/z-->

Abundance #114972: Dodecane, 1-iodo-
57.0

85.0

29.0 155.0113.0
183.0

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

5000

m/z-->

Abundance #45544: Tridecane
57.0

85.0
29.0

113.0 184.0141.0

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

5000

m/z-->

Abundance #36166: Undecane, 5-methyl-
43.0

71.0

112.0
170.0141.0

10.40 10.60 10.80 11.00

m/z  57.05  100.00%

10.40 10.60 10.80 11.00

m/z  71.10   73.34%

10.40 10.60 10.80 11.00

m/z  43.10   66.57%

10.40 10.60 10.80 11.00

m/z  85.10   46.57%

10.40 10.60 10.80 11.00

m/z  41.10   27.99%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121416\
  Data File : BF091604.D                                          
  Acq On    : 15 Dec 2016  00:26
  Operator  : UM/SJ
  Sample    : H6007-09
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF120916.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Octacosane                      Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.20    2.22 ng         213765   Phenanthrene-d10           11.31

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octacosane                          394 C28H58         000630-02-4 87
 2 Tridecane                           184 C13H28         000629-50-5 87
 3 Pentadecane                         212 C15H32         000629-62-9 87
 4 Tetradecane                         198 C14H30         000629-59-4 86
 5 Heneicosane                         296 C21H44         000629-94-7 86

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 797 (11.196 min): BF091604.D (-792) (-)
57.1

99.0 192.1
141.1 302.1

50 100 150 200 250 300 350

5000

m/z-->

Abundance #155178: Octacosane
57.0

99.0
141.027.0 183.0 225.0 281.0 394.0337.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #45543: Tridecane
57.0

99.027.0 184.0141.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #64571: Pentadecane
57.0

99.027.0 141.0 212.0182.0

10.80 11.00 11.20 11.40 11.60

m/z  57.10  100.00%

10.80 11.00 11.20 11.40 11.60

m/z  71.10   71.11%

10.80 11.00 11.20 11.40 11.60

m/z  43.10   68.31%

10.80 11.00 11.20 11.40 11.60

m/z  85.10   50.80%

10.80 11.00 11.20 11.40 11.60

m/z  41.10   28.34%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121416\
  Data File : BF091604.D                                          
  Acq On    : 15 Dec 2016  00:26
  Operator  : UM/SJ
  Sample    : H6007-09
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF120916.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  9-Octadecenamide, (Z)-          Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.39    4.64 ng         502107   Chrysene-d12               13.95

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 9-Octadecenamide, (Z)-              281 C18H35NO       000301-02-0 90
 2 Hexadecanamide                      255 C16H33NO       000629-54-9 72
 3 Dodecanamide                        199 C12H25NO       001120-16-7 59
 4 Octadecanamide                      283 C18H37NO       000124-26-5 59
 5 Octanamide                          143 C8H17NO        000629-01-6 53

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 989 (13.391 min): BF091604.D (-986) (-)
59.0

126.198.0 154.1 189.1 218.1 252.2 281.1 328.2

50 100 150 200 250 300 350

5000

m/z-->

Abundance #106874: 9-Octadecenamide, (Z)-
59.0

281.029.0 86.0 114.0 154.0 184.0 253.0220.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #91513: Hexadecanamide
59.0

29.0 86.0 114.0 255.0212.0170.0142.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #55486: Dodecanamide
59.0

29.0 86.0 114.0 156.0 199.0

13.00 13.20 13.40 13.60 13.80

m/z  59.00  100.00%

13.00 13.20 13.40 13.60 13.80

m/z  72.10   68.64%

13.00 13.20 13.40 13.60 13.80

m/z  55.10   36.41%

13.00 13.20 13.40 13.60 13.80

m/z  41.10   28.60%

13.00 13.20 13.40 13.60 13.80

m/z  43.10   21.18%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121416\
  Data File : BF091604.D                                          
  Acq On    : 15 Dec 2016  00:26
  Operator  : UM/SJ
  Sample    : H6007-09
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF120916.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Cyclohexadecane                 Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.80    3.43 ng         370902   Chrysene-d12               13.95

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclohexadecane                     224 C16H32         000295-65-8 92
 2 1-Tricosene                         322 C23H46         018835-32-0 90
 3 2- Chloropropionic acid, octadec... 360 C21H41ClO2     088104-31-8 87
 4 2- Chloropropionic acid, hexadec... 332 C19H37ClO2     086711-81-1 87
 5 Trichloroacetic acid, hexadecyl ... 386 C18H33Cl3O2    074339-54-1 87

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 1025 (13.802 min): BF091604.D (-1023) (-)
57.1

97.1

125.1 302.1230.1
153.1 348.2183.1 380.2271.1

50 100 150 200 250 300 350

5000

m/z-->

Abundance #72491: Cyclohexadecane
55.0 83.0

111.0

27.0 224.0139.0 196.0167.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #129061: 1-Tricosene
57.0

97.0

29.0 125.0
322.0153.0182.0210.0 294.0238.0266.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #144923: 2- Chloropropionic acid, octadecyl ester
57.0

97.0

125.0
29.0 250.0154.0 297.0182.0 222.0 360.0

13.40 13.60 13.80 14.00 14.20

m/z  57.10  100.00%

13.40 13.60 13.80 14.00 14.20

m/z  43.10   94.98%

13.40 13.60 13.80 14.00 14.20

m/z  83.10   92.94%

13.40 13.60 13.80 14.00 14.20

m/z  55.10   88.03%

13.40 13.60 13.80 14.00 14.20

m/z  97.10   73.18%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121416\
  Data File : BF091604.D                                          
  Acq On    : 15 Dec 2016  00:26
  Operator  : UM/SJ
  Sample    : H6007-09
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF120916.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Benzo[e]pyrene                  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.24    4.53 ng         282623   Perylene-d12               15.37

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzo[e]pyrene                      252 C20H12         000192-97-2 97
 2 Benz[e]acephenanthrylene            252 C20H12         000205-99-2 96
 3 Perylene                            252 C20H12         000198-55-0 94
 4 Benzo[a]pyrene                      252 C20H12         000050-32-8 90
 5 Benzo[k]fluoranthene                252 C20H12         000207-08-9 90
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121416\
  Data File : BF091604.D                                          
  Acq On    : 15 Dec 2016  00:26
  Operator  : UM/SJ
  Sample    : H6007-09
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF120916.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...   4.94    11.1 ng     964822  1   6.80 1741790  20.0
unknown6.57            6.57    36.8 ng    3208420  1   6.80 1741790  20.0
Dodecane, 1-iodo-     10.75     2.7 ng     257244  4  11.31 1927780  20.0
Octacosane            11.20     2.2 ng     213765  4  11.31 1927780  20.0
9-Octadecenamide,...  13.39     4.6 ng     502107  5  13.95 2165220  20.0
Cyclohexadecane       13.80     3.4 ng     370902  5  13.95 2165220  20.0
Benzo[e]pyrene        15.24     4.5 ng     282623  6  15.37 1246740  20.0
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