
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053117\
  Data File : BF095578.D                                          
  Acq On    : 31 May 2017  22:49
  Operator  : SJ/MA
  Sample    : I3341-04
  Misc      :  
  ALS Vial  : 18   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-BF050217.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   4.790   498  502  512 rBV    56791    133641   6.81%   0.769%
  2   5.460   613  616  642 rBV   776572   1729827  88.20%   9.949%
  3   7.101   892  895  910 rBV   941456   1696225  86.48%   9.756%
  4   7.213   910  914  930 rVB  1135197   1801067  91.83%  10.359%
  5   7.554   968  972  982 rBV   392270    504143  25.70%   2.900%
 
  6   7.789  1007 1012 1025 rBV   938932   1201495  61.26%   6.910%
  7   8.466  1122 1127 1159 rBV   594016    967184  49.31%   5.563%
  8   9.583  1313 1317 1331 rBV   518729    699394  35.66%   4.023%
  9  11.007  1554 1559 1566 rBV4    7922     23150   1.18%   0.133%
 10  11.360  1614 1619 1632 rBV  1606402   1961310 100.00%  11.281%
 
 11  12.048  1732 1736 1748 rBV   229811    296950  15.14%   1.708%
 12  12.407  1792 1797 1812 rBV2  587107    771975  39.36%   4.440%
 13  13.254  1935 1941 1945 rBV    31249     37096   1.89%   0.213%
 14  13.707  2013 2018 2035 rBV   622504    939072  47.88%   5.401%
 15  14.024  2067 2072 2075 rBV    31550     38311   1.95%   0.220%
 
 16  14.760  2193 2197 2201 rBV    23220     26881   1.37%   0.155%
 17  14.813  2201 2206 2210 rVV   502409    648980  33.09%   3.733%
 18  14.848  2210 2212 2218 rVB    55231     81161   4.14%   0.467%
 19  14.948  2226 2229 2238 rVB    16154     26037   1.33%   0.150%
 20  15.424  2306 2310 2317 rBV4   11842     19714   1.01%   0.113%
 
 21  15.795  2370 2373 2383 rVB2  112291    155110   7.91%   0.892%
 22  16.612  2509 2512 2516 rVV   146165    157546   8.03%   0.906%
 23  16.695  2523 2526 2533 rBV8   25230     41761   2.13%   0.240%
 24  16.801  2540 2544 2549 rVB5   29666     41159   2.10%   0.237%
 25  16.912  2560 2563 2568 rVB   129714    157918   8.05%   0.908%
 
 26  17.154  2600 2604 2609 rBV   980183   1142199  58.24%   6.569%
 27  17.383  2640 2643 2648 rVB4   19887     32633   1.66%   0.188%
 28  17.518  2662 2666 2669 rBV4   27064     39846   2.03%   0.229%
 29  17.859  2720 2724 2727 rBV    29698     35330   1.80%   0.203%
 30  18.136  2768 2771 2776 rBV6   30512     46390   2.37%   0.267%
 
 31  18.359  2803 2809 2812 rBV7   17086     32037   1.63%   0.184%
 32  18.406  2812 2817 2822 rBV3   94051    167266   8.53%   0.962%
 33  18.506  2829 2834 2838 rBV   572519    713169  36.36%   4.102%
 34  18.636  2852 2856 2859 rBV5   29923     42754   2.18%   0.246%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053117\
  Data File : BF095578.D                                          
  Acq On    : 31 May 2017  22:49
  Operator  : SJ/MA
  Sample    : I3341-04
  Misc      :  
  ALS Vial  : 18   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-BF050217.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  18.730  2871 2872 2876 rVB4   19426     22109   1.13%   0.127%
 
 36  18.818  2881 2887 2890 rBV7   26698     53391   2.72%   0.307%
 37  18.965  2908 2912 2914 rBV5   24655     38156   1.95%   0.219%
 38  19.212  2950 2954 2955 rBV3   28837     37392   1.91%   0.215%
 39  19.777  3047 3050 3054 rBV    94505    126764   6.46%   0.729%
 40  20.071  3097 3100 3104 rVB    64029     64348   3.28%   0.370%
 
 41  20.130  3107 3110 3114 rVV    85272     99894   5.09%   0.575%
 42  20.177  3114 3118 3127 rVV   380529    505399  25.77%   2.907%
 43  23.547  3688 3691 3694 rBV5   19428     30528   1.56%   0.176%
 
 
                        Sum of corrected areas:    17386712
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053117\
  Data File : BF095578.D                                          
  Acq On    : 31 May 2017  22:49
  Operator  : SJ/MA
  Sample    : I3341-04
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217.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\BF053117\
  Data File : BF095578.D                                          
  Acq On    : 31 May 2017  22:49
  Operator  : SJ/MA
  Sample    : I3341-04
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217.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.
---------------------------------------------------------------------
  4.79    5.30 ng         133641   1,4-Dichlorobenzene-d4      7.55

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 50
 2 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 25
 3 Butyl aldoxime, 3-methyl-, syn-     101 C5H11NO        005780-40-5 12
 4 Acetone                              58 C3H6O          000067-64-1 9 
 5 Butane, 1-ethoxy-                   102 C6H14O         000628-81-9 9 

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

5000

m/z-->

Abundance Scan 502 (4.790 min): BF095578.D (-498) (-)
43.0

59.1

101.0

83.1

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

5000

m/z-->

Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0

15.0 101.031.0 83.0
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0

5000

m/z-->

Abundance #4035: 2,3-Butanedione, monooxime
43.0

101.0

15.0 58.028.0 84.069.0

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

5000

m/z-->

Abundance #4119: Butyl aldoxime, 3-methyl-, syn-
59.0

41.0

86.0
69.050.0 101.0

4.40 4.60 4.80 5.00 5.20

m/z  43.00  100.00%

4.40 4.60 4.80 5.00 5.20

m/z  59.10   57.77%

4.40 4.60 4.80 5.00 5.20

m/z 101.00   22.85%

4.40 4.60 4.80 5.00 5.20

m/z  58.00   16.16%

4.40 4.60 4.80 5.00 5.20

m/z  41.10    8.98%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053117\
  Data File : BF095578.D                                          
  Acq On    : 31 May 2017  22:49
  Operator  : SJ/MA
  Sample    : I3341-04
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown7.21                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.21   71.45 ng        1801070   1,4-Dichlorobenzene-d4      7.55

 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 12
 4 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 9 
 5 Xenon                               132 Xe             007440-63-3 9 
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0

5000

m/z-->

Abundance Scan 913 (7.207 min): BF095578.D (-910) (-)
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40.0 54.0 115.0
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m/z-->

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

69.0
104.0

51.031.0
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0

5000

m/z-->

Abundance #14409: (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
0

5000

m/z-->

Abundance #52379: Tranylcypromine-propionyl
132.057.0

74.0
116.0

98.0

189.0158.0

6.80 7.00 7.20 7.40 7.60

m/z 132.00  100.00%

6.80 7.00 7.20 7.40 7.60

m/z  68.10   38.37%

6.80 7.00 7.20 7.40 7.60

m/z 133.95   32.85%

6.80 7.00 7.20 7.40 7.60

m/z  65.95   22.99%

6.80 7.00 7.20 7.40 7.60

m/z  69.10   15.36%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053117\
  Data File : BF095578.D                                          
  Acq On    : 31 May 2017  22:49
  Operator  : SJ/MA
  Sample    : I3341-04
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  n-Hexadecanoic acid             Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.79    4.78 ng         155110   Phenanthrene-d10           14.81

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 98
 2 Tridecanoic acid                    214 C13H26O2       000638-53-9 90
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 87
 4 Tetradecanoic acid                  228 C14H28O2       000544-63-8 80
 5 Nonanoic acid                       158 C9H18O2        000112-05-0 41

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

5000

m/z-->

Abundance Scan 2372 (15.789 min): BF095578.D (-2370) (-)
73.043.0

129.0
157.1 213.098.1 185.1
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0

5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
60.0

129.0

83.0
213.0 256.0157.0 185.0

110.040.0
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5000

m/z-->

Abundance #72647: Tridecanoic acid
73.0

43.0

129.0

171.0
214.097.0

152.0
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0

5000

m/z-->

Abundance #95851: Pentadecanoic acid
73.043.0

129.0

97.0 199.0 242.0
157.0

15.0 177.0

15.40 15.60 15.80 16.00 16.20

m/z  73.00  100.00%

15.40 15.60 15.80 16.00 16.20

m/z  60.00   91.28%

15.40 15.60 15.80 16.00 16.20

m/z  57.05   81.51%

15.40 15.60 15.80 16.00 16.20

m/z  43.00   80.98%

15.40 15.60 15.80 16.00 16.20

m/z  41.00   71.32%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053117\
  Data File : BF095578.D                                          
  Acq On    : 31 May 2017  22:49
  Operator  : SJ/MA
  Sample    : I3341-04
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Dichloroacetic acid, heptad...  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.41    4.69 ng         167266   Chrysene-d12               18.51

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Dichloroacetic acid, heptadecyl ... 366 C19H36Cl2O2    1000282-98-2 95
 2 Pentafluoropropionic acid, penta... 374 C18H31F5O2     959092-08-1 95
 3 Heptafluorobutyric acid, pentade... 424 C19H31F7O2     959261-23-5 94
 4 Heptafluorobutyric acid, n-tetra... 410 C18H29F7O2     007365-36-8 93
 5 Trichloroacetic acid, pentadecyl... 372 C17H31Cl3O2    074339-53-0 91

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 2818 (18.412 min): BF095578.D (-2812) (-)
57.1

97.1

234.1
153.1 267.2184.0
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5000

m/z-->

Abundance #194133: Dichloroacetic acid, heptadecyl ester
57.0

97.0

139.0 238.0180.026.0 295.0
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0

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
0

5000

m/z-->

Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
57.0

97.0

169.0
210.0138.0 255.0 406.026.0

18.00 18.20 18.40 18.60 18.80

m/z  57.10  100.00%

18.00 18.20 18.40 18.60 18.80

m/z  43.05   84.34%

18.00 18.20 18.40 18.60 18.80

m/z  83.05   81.41%

18.00 18.20 18.40 18.60 18.80

m/z  69.10   74.29%

18.00 18.20 18.40 18.60 18.80

m/z  55.00   67.47%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053117\
  Data File : BF095578.D                                          
  Acq On    : 31 May 2017  22:49
  Operator  : SJ/MA
  Sample    : I3341-04
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217.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...   4.79     5.3 ng     133641  1   7.55  504143  20.0
unknown7.21            7.21    71.5 ng    1801070  1   7.55  504143  20.0
n-Hexadecanoic acid   15.79     4.8 ng     155110  4  14.81  648980  20.0
Dichloroacetic ac...  18.41     4.7 ng     167266  5  18.51  713169  20.0
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