
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051316\
  Data File : BF086982.D                                          
  Acq On    : 13 May 2016  20:53
  Operator  : UM/SJ
  Sample    : H3057-02
  Misc      :  
  ALS Vial  : 8   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-BF050916.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   1.735    12   13   43 rVB  2355775   4791733 100.00%  11.900%
  2   4.741   273  276  290 rBV   665547   1158481  24.18%   2.877%
  3   5.199   313  316  329 rBV  3015814   3229339  67.39%   8.020%
  4   5.599   349  351  360 rVB    64242    100173   2.09%   0.249%
  5   6.273   408  410  417 rBV  3260841   3363770  70.20%   8.354%
 
  6   6.387   417  420  422 rBV  2427892   3334956  69.60%   8.282%
  7   6.604   437  439  442 rBV   724137    959305  20.02%   2.382%
  8   6.765   451  453  456 rBV  2750562   2416696  50.43%   6.002%
  9   7.187   487  490  492 rBV  2094218   2390730  49.89%   5.937%
 10   7.896   550  552  555 rBV  1346060   1280009  26.71%   3.179%
 
 11   8.982   644  647  649 rBV  3486745   3725524  77.75%   9.252%
 12   9.382   680  682  684 rBV   522239    511964  10.68%   1.271%
 13   9.599   699  701  702 rBV    64933     91355   1.91%   0.227%
 14   9.645   702  705  708 rBV  1530513   1463945  30.55%   3.636%
 15  10.091   742  744  746 rVB   126444    104002   2.17%   0.258%
 
 16  10.308   760  763  766 rBV    55170     82750   1.73%   0.205%
 17  10.433   772  774  777 rBV  2374902   2387966  49.84%   5.930%
 18  10.559   783  785  790 rVB   132987    168360   3.51%   0.418%
 19  10.765   800  803  806 rVB2   22891     50260   1.05%   0.125%
 20  11.005   822  824  826 rBV    91143     92844   1.94%   0.231%
 
 21  11.119   832  834  837 rBV  1327388   1499745  31.30%   3.724%
 22  11.622   873  878  880 rBV3   25008     53282   1.11%   0.132%
 23  11.668   880  882  884 rVV2   49752     72777   1.52%   0.181%
 24  11.736   886  888  893 rVB2   40712     86237   1.80%   0.214%
 25  12.331   938  940  942 rBV   109667    114799   2.40%   0.285%
 
 26  12.559   957  960  961 rBV    84403    130313   2.72%   0.324%
 27  12.708   970  973  976 rBV  3354303   3422588  71.43%   8.500%
 28  12.879   986  988  991 rVB    32183     58371   1.22%   0.145%
 29  13.622  1051 1053 1058 rBV    68566    137638   2.87%   0.342%
 30  13.748  1061 1064 1071 rBV  1628719   1710395  35.69%   4.248%
 
 31  14.594  1136 1138 1143 rBV    49012     63147   1.32%   0.157%
 32  14.742  1149 1151 1156 rVB    48741     81727   1.71%   0.203%
 33  15.108  1180 1183 1186 rBV   978735   1132496  23.63%   2.812%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051316\
  Data File : BF086982.D                                          
  Acq On    : 13 May 2016  20:53
  Operator  : UM/SJ
  Sample    : H3057-02
  Misc      :  
  ALS Vial  : 8   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-BF050916.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 
                        Sum of corrected areas:    40267677
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051316\
  Data File : BF086982.D                                          
  Acq On    : 13 May 2016  20:53
  Operator  : UM/SJ
  Sample    : H3057-02
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916.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\BF051316\
  Data File : BF086982.D                                          
  Acq On    : 13 May 2016  20:53
  Operator  : UM/SJ
  Sample    : H3057-02
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.74   24.15 ng        1158480   1,4-Dichlorobenzene-d4      6.62

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 50
 2 1-Propen-2-ol, acetate              100 C5H8O2         000108-22-5 10
 3 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 
 4 2-Propanone, 1-(1-methylethoxy)-    116 C6H12O2        042781-12-4 9 
 5 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 9 

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

5000

m/z-->

Abundance Scan 276 (4.741 min): BF086982.D (-273) (-)
43.0

59.1

101.1
83.169.1

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

5000

m/z-->

Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0

101.031.0 83.0 93.0

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

5000

m/z-->

Abundance #3602: 1-Propen-2-ol, acetate
43.0

58.0
72.015.0 100.027.0

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

5000

m/z-->

Abundance #3955: 2,3-Butanedione, monooxime
43.0

101.0
58.015.0 31.0 86.069.0

4.40 4.60 4.80 5.00

m/z  43.05  100.00%

4.40 4.60 4.80 5.00

m/z  59.10   48.67%

4.40 4.60 4.80 5.00

m/z 101.10   13.82%

4.40 4.60 4.80 5.00

m/z  58.05   13.07%

4.40 4.60 4.80 5.00

m/z  41.10    9.17%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051316\
  Data File : BF086982.D                                          
  Acq On    : 13 May 2016  20:53
  Operator  : UM/SJ
  Sample    : H3057-02
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  2-Pentanone, 4-methoxy-4-me...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.60    2.09 ng         100173   1,4-Dichlorobenzene-d4      6.62

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-methoxy-4-methyl-    130 C7H14O2        000107-70-0 78
 2 2-Heptanone                         114 C7H14O         000110-43-0 17
 3 Acetamide, N-methyl-                 73 C3H7NO         000079-16-3 16
 4 N-Ethylformamide                     73 C3H7NO         000627-45-2 9 
 5 Pentanal, 2-methyl-                 100 C6H12O         000123-15-9 9 

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

5000

m/z-->

Abundance Scan 351 (5.599 min): BF086982.D (-349) (-)
43.1

73.1

55.1 115.2100.183.0

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

5000

m/z-->

Abundance #13053: 2-Pentanone, 4-methoxy-4-methyl-
43.0 73.0

115.0100.055.029.0 83.015.0

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

5000

m/z-->

Abundance #7236: 2-Heptanone
43.0

58.0

27.0 71.015.0 114.099.085.0

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

5000

m/z-->

Abundance #724: Acetamide, N-methyl-
43.0 73.030.0

58.0
15.0

5.20 5.40 5.60 5.80 6.00

m/z  43.10  100.00%

5.20 5.40 5.60 5.80 6.00

m/z  73.10   60.58%

5.20 5.40 5.60 5.80 6.00

m/z  41.05   11.72%

5.20 5.40 5.60 5.80 6.00

m/z  39.10    8.16%

5.20 5.40 5.60 5.80 6.00

m/z  42.05    7.04%

8270-BF050916.M Mon May 16 19:03:44 2016                                              Page: 5

Instrument :
BNA_F
ClientSampleId :
E-23(15.5-16)



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051316\
  Data File : BF086982.D                                          
  Acq On    : 13 May 2016  20:53
  Operator  : UM/SJ
  Sample    : H3057-02
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  unknown6.39                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.39   69.53 ng        3334960   1,4-Dichlorobenzene-d4      6.62

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 35
 2 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 25
 3 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 17
 4 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 16
 5 Benzene, 1,3,5-trifluoro-           132 C6H3F3         000372-38-3 9 

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

5000

m/z-->

Abundance Scan 420 (6.387 min): BF086982.D (-417) (-)
132.1

68.1

96.140.0 54.1 78.1 106.0

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

5000

m/z-->

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

69.0
104.0

51.031.0
79.0

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

5000

m/z-->

Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0

105.033.0 44.0
70.060.0 80.0 115.0

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

5000

m/z-->

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

67.0

41.0 97.0
53.0 117.0

79.0
107.0

6.00 6.20 6.40 6.60 6.80

m/z 132.10  100.00%

6.00 6.20 6.40 6.60 6.80

m/z  68.10   37.93%

6.00 6.20 6.40 6.60 6.80

m/z 134.10   33.78%

6.00 6.20 6.40 6.60 6.80

m/z  66.05   26.48%

6.00 6.20 6.40 6.60 6.80

m/z  69.10   15.64%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051316\
  Data File : BF086982.D                                          
  Acq On    : 13 May 2016  20:53
  Operator  : UM/SJ
  Sample    : H3057-02
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Tridecane                       Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.56    2.25 ng         168360   Phenanthrene-d10           11.12

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tridecane                           184 C13H28         000629-50-5 91
 2 Hexadecane                          226 C16H34         000544-76-3 87
 3 Tridecane, 6-methyl-                198 C14H30         013287-21-3 86
 4 Octadecane                          254 C18H38         000593-45-3 86
 5 Eicosane                            282 C20H42         000112-95-8 83

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

5000

m/z-->

Abundance Scan 785 (10.559 min): BF086982.D (-783) (-)
57.1

85.1

39.0 113.2 169.1140.1

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

5000

m/z-->

Abundance #45540: Tridecane
57.0

85.029.0

113.0 184.0141.0

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

5000

m/z-->

Abundance #73965: Hexadecane
57.0

85.0
29.0

113.0 141.0 169.0 226.0197.0

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

5000

m/z-->

Abundance #55022: Tridecane, 6-methyl-
57.0

85.029.0 126.0
183.0154.0

10.20 10.40 10.60 10.80

m/z  57.10  100.00%

10.20 10.40 10.60 10.80

m/z  43.10   86.99%

10.20 10.40 10.60 10.80

m/z  71.10   47.54%

10.20 10.40 10.60 10.80

m/z  41.10   41.71%

10.20 10.40 10.60 10.80

m/z  85.10   28.88%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051316\
  Data File : BF086982.D                                          
  Acq On    : 13 May 2016  20:53
  Operator  : UM/SJ
  Sample    : H3057-02
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916.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...   4.74    24.1 ng    1158480  1   6.62  959305  20.0
2-Pentanone, 4-me...   5.60     2.1 ng     100173  1   6.62  959305  20.0
unknown6.39            6.39    69.5 ng    3334960  1   6.62  959305  20.0
Tridecane             10.56     2.3 ng     168360  4  11.12 1499750  20.0
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