
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070517\
  Data File : BF096511.D                                          
  Acq On    :  6 Jul 2017   4:42
  Operator  : SJ/MA
  Sample    : I3975-03
  Misc      :  
  ALS Vial  : 39   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-BF070117.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   4.892   473  477  488 rBV   251121    296109  14.11%   1.560%
  2   5.322   545  550  553 rBV  2206899   2043905  97.41%  10.767%
  3   6.351   720  725  735 rVB  2176605   2098177 100.00%  11.053%
  4   6.481   743  747  751 rBV  2204119   2029129  96.71%  10.689%
  5   6.710   783  786  790 rBV   789354    704168  33.56%   3.709%
 
  6   6.869   809  813  817 rBV  1760924   1509726  71.95%   7.953%
  7   7.269   877  881  885 rBV  1201052   1173698  55.94%   6.183%
  8   7.710   951  956  966 rBV    36155     48598   2.32%   0.256%
  9   7.992  1000 1004 1008 rBV  1109490    966020  46.04%   5.089%
 10   9.074  1183 1188 1191 rBV  2304372   1953671  93.11%  10.292%
 
 11   9.169  1198 1204 1207 rVB3   31396     28229   1.35%   0.149%
 12   9.469  1251 1255 1258 rBV   533499    480529  22.90%   2.531%
 13   9.692  1291 1293 1298 rVB    38669     34446   1.64%   0.181%
 14   9.745  1298 1302 1306 rBV   741279    712025  33.94%   3.751%
 15  10.192  1375 1378 1381 rVB    52109     46449   2.21%   0.245%
 
 16  10.416  1412 1416 1419 rBV2   15682     22127   1.05%   0.117%
 17  10.533  1432 1436 1441 rBV  1067391    918116  43.76%   4.836%
 18  10.668  1455 1459 1466 rVB    63930     81436   3.88%   0.429%
 19  11.116  1531 1535 1538 rVB3   36191     33694   1.61%   0.177%
 20  11.227  1550 1554 1557 rBV   760445    646965  30.83%   3.408%
 
 21  11.251  1557 1558 1561 rVV    78007     43377   2.07%   0.229%
 22  11.298  1562 1566 1570 rVV2   24263     24111   1.15%   0.127%
 23  11.539  1604 1607 1609 rBV    25688     22577   1.08%   0.119%
 24  11.839  1654 1658 1660 rBV4   26169     26355   1.26%   0.139%
 25  11.945  1671 1676 1681 rVB3   19093     29523   1.41%   0.156%
 
 26  12.439  1756 1760 1763 rBV    94389     93807   4.47%   0.494%
 27  12.662  1791 1798 1801 rBV    89580    106396   5.07%   0.560%
 28  12.815  1820 1824 1827 rBV  1642633   1470240  70.07%   7.745%
 29  13.298  1901 1906 1910 rVB2  144101    154832   7.38%   0.816%
 30  13.721  1975 1978 1982 rVB2   86176     84820   4.04%   0.447%
 
 31  13.862  1997 2002 2005 rBV   711661    728303  34.71%   3.837%
 32  15.274  2238 2242 2245 rVB   323367    371766  17.72%   1.958%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070517\
  Data File : BF096511.D                                          
  Acq On    :  6 Jul 2017   4:42
  Operator  : SJ/MA
  Sample    : I3975-03
  Misc      :  
  ALS Vial  : 39   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-BF070117.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
                        Sum of corrected areas:    18983324
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070517\
  Data File : BF096511.D                                          
  Acq On    :  6 Jul 2017   4:42
  Operator  : SJ/MA
  Sample    : I3975-03
  Misc      :  
  ALS Vial  : 39   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070517\
  Data File : BF096511.D                                          
  Acq On    :  6 Jul 2017   4:42
  Operator  : SJ/MA
  Sample    : I3975-03
  Misc      :  
  ALS Vial  : 39   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.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.
---------------------------------------------------------------------
  4.89    8.41 ng         296109   1,4-Dichlorobenzene-d4      6.72

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 50
 2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 25
 3 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 16
 4 1,2-Butanediol                       90 C4H10O2        000584-03-2 9 
 5 3-Hydroxy-3-methyl-2-butanone       102 C5H10O2        000115-22-0 9 

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

5000

m/z-->

Abundance Scan 477 (4.892 min): BF096511.D (-473) (-)
43.0

59.0

101.1
83.0

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

5000

m/z-->

Abundance #8185: 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 #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0

41.0

126.073.0 142.0

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

5000

m/z-->

Abundance #4030: 2,3-Butanedione, monooxime
43.0

101.0
58.015.0 31.0 86.069.0

4.60 4.80 5.00 5.20

m/z  43.00  100.00%

4.60 4.80 5.00 5.20

m/z  59.00   52.61%

4.60 4.80 5.00 5.20

m/z 101.10   14.97%

4.60 4.80 5.00 5.20

m/z  58.10   12.74%

4.60 4.80 5.00 5.20

m/z  41.00    8.04%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070517\
  Data File : BF096511.D                                          
  Acq On    :  6 Jul 2017   4:42
  Operator  : SJ/MA
  Sample    : I3975-03
  Misc      :  
  ALS Vial  : 39   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.48                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.48   57.63 ng        2029130   1,4-Dichlorobenzene-d4      6.72

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 17
 3 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 4 Amphetaminil                        250 C17H18N2       017590-01-1 10
 5 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10

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

5000

m/z-->

Abundance Scan 747 (6.481 min): BF096511.D (-743) (-)
132.0

68.1

96.140.0 54.0
85.0 115.0

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

5000

m/z-->

Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0

69.0
104.0

51.031.0

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

5000

m/z-->

Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0

67.0

41.0 97.0
53.0 117.0

79.0

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

5000

m/z-->

Abundance #14491: 5-Aminoindole
132.0

104.0
66.0 77.051.039.0 115.027.0 89.014.0

6.20 6.40 6.60 6.80

m/z 132.00  100.00%

6.20 6.40 6.60 6.80

m/z  68.10   39.53%

6.20 6.40 6.60 6.80

m/z 134.00   32.31%

6.20 6.40 6.60 6.80

m/z  66.00   25.30%

6.20 6.40 6.60 6.80

m/z  69.05   15.17%

8270-BF070117.M Thu Jul 06 16:23:05 2017                                              Page: 5

Instrument :
BNA_F
ClientSampleId :
B7-4-6



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070517\
  Data File : BF096511.D                                          
  Acq On    :  6 Jul 2017   4:42
  Operator  : SJ/MA
  Sample    : I3975-03
  Misc      :  
  ALS Vial  : 39   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Hexadecane                      Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.67    2.52 ng          81436   Phenanthrene-d10           11.23

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecane                          226 C16H34         000544-76-3 90
 2 Tetradecane                         198 C14H30         000629-59-4 90
 3 Pentadecane                         212 C15H32         000629-62-9 90
 4 Tridecane                           184 C13H28         000629-50-5 90
 5 Tetratetracontane                   619 C44H90         007098-22-8 83

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance Scan 1459 (10.668 min): BF096511.D (-1455) (-)
57.0

85.1

39.0 127.1107.0

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #83024: Hexadecane
57.0

85.0
29.0

113.0 141.0 226.0169.0

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #59880: Tetradecane
57.0

85.0

29.0

113.0 198.0141.0 169.0

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #71394: Pentadecane
57.0

85.0

29.0
113.0 141.0 212.0168.0

10.40 10.60 10.80 11.00

m/z  57.00  100.00%

10.40 10.60 10.80 11.00

m/z  43.05   69.23%

10.40 10.60 10.80 11.00

m/z  71.05   55.99%

10.40 10.60 10.80 11.00

m/z  41.05   34.89%

10.40 10.60 10.80 11.00

m/z  85.10   33.70%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070517\
  Data File : BF096511.D                                          
  Acq On    :  6 Jul 2017   4:42
  Operator  : SJ/MA
  Sample    : I3975-03
  Misc      :  
  ALS Vial  : 39   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Hexadecanamide                  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.30    4.25 ng         154832   Chrysene-d12               13.86

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecanamide                      255 C16H33NO       000629-54-9 64
 2 Octanamide                          143 C8H17NO        000629-01-6 64
 3 Pentadecanamide, 15-bromo-          319 C15H30BrNO     1000163-86-1 59
 4 Tetradecanamide                     227 C14H29NO       000638-58-4 59
 5 Nonanamide                          157 C9H19NO        001120-07-6 59

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

5000

m/z-->

Abundance Scan 1906 (13.298 min): BF096511.D (-1901) (-)
59.0

98.0 126.1 154.1 190.1 231.1255.2

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

5000

m/z-->

Abundance #106564: Hexadecanamide
59.0

255.029.0 86.0 128.0 212.0170.0

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

5000

m/z-->

Abundance #20317: Octanamide
59.0

86.029.0 143.0114.0

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

5000

m/z-->

Abundance #160272: Pentadecanamide, 15-bromo-
59.0

240.086.029.0 114.0 321.0278.0212.0142.0 170.0

13.00 13.20 13.40 13.60

m/z  59.00  100.00%

13.00 13.20 13.40 13.60

m/z  72.10   49.41%

13.00 13.20 13.40 13.60

m/z  55.00   37.21%

13.00 13.20 13.40 13.60

m/z  41.10   30.23%

13.00 13.20 13.40 13.60

m/z  43.05   25.41%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070517\
  Data File : BF096511.D                                          
  Acq On    :  6 Jul 2017   4:42
  Operator  : SJ/MA
  Sample    : I3975-03
  Misc      :  
  ALS Vial  : 39   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Pentafluoropropionic acid, ...  Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.72    2.33 ng          84820   Chrysene-d12               13.86

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentafluoropropionic acid, penta... 374 C18H31F5O2     959092-08-1 91
 2 Heptafluorobutyric acid, pentade... 424 C19H31F7O2     959261-23-5 91
 3 Trifluoroacetic acid, pentadecyl... 324 C17H31F3O2     959010-23-2 91
 4 Dichloroacetic acid, heptadecyl ... 366 C19H36Cl2O2    1000282-98-2 90
 5 Octadecyl trifluoroacetate          366 C20H37F3O2     079392-43-1 87

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 1978 (13.721 min): BF096511.D (-1975) (-)
57.1

97.1

168.1 207.0137.2 249.1 291.2

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
57.0

97.0

139.0 210.0 255.0 356.026.0 177.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
57.0

97.0

169.0 210.0138.0 255.0 406.026.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #164113: Trifluoroacetic acid, pentadecyl ester
57.0

97.0

140.0 182.0 255.0 306.026.0

13.40 13.60 13.80 14.00

m/z  57.10  100.00%

13.40 13.60 13.80 14.00

m/z  43.05   79.56%

13.40 13.60 13.80 14.00

m/z  55.10   74.38%

13.40 13.60 13.80 14.00

m/z  69.10   62.85%

13.40 13.60 13.80 14.00

m/z  83.10   62.05%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070517\
  Data File : BF096511.D                                          
  Acq On    :  6 Jul 2017   4:42
  Operator  : SJ/MA
  Sample    : I3975-03
  Misc      :  
  ALS Vial  : 39   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P
 
                                                   |--Internal Standard---|
  TIC Top Hit name      RT  EstConc Units Response |#    RT     Resp  Conc|
----------------------------------------------------------------------------
2-Pentanone, 4-hy...   4.89     8.4 ng     296109  1   6.72  704168  20.0
unknown6.48            6.48    57.6 ng    2029130  1   6.72  704168  20.0
Hexadecane            10.67     2.5 ng      81436  4  11.23  646965  20.0
Hexadecanamide        13.30     4.3 ng     154832  5  13.86  728303  20.0
Pentafluoropropio...  13.72     2.3 ng      84820  5  13.86  728303  20.0
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