
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050617\
  Data File : BF094974.D                                          
  Acq On    :  8 May 2017   7:50
  Operator  : SJ/MA
  Sample    : I2947-20
  Misc      :  
  ALS Vial  : 21   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   5.037   523  527  547 rBV   128369    249912  10.68%   1.173%
  2   5.666   630  634  668 rBV  1328530   2057936  87.97%   9.658%
  3   7.260   900  905  921 rBV  1519445   2090027  89.34%   9.808%
  4   7.384   921  926  935 rVB  1692287   2339464 100.00%  10.979%
  5   7.719   979  983  997 rVB   532646    615556  26.31%   2.889%
 
  6   7.960  1019 1024 1035 rBV  1526149   1816223  77.63%   8.523%
  7   8.619  1131 1136 1153 rBV  1103843   1429299  61.10%   6.708%
  8   9.736  1322 1326 1340 rBV   620045    834292  35.66%   3.915%
  9  11.513  1623 1628 1646 rBV  1781474   2237884  95.66%  10.502%
 10  12.201  1741 1745 1759 rBV   296878    397011  16.97%   1.863%
 
 11  12.572  1802 1808 1823 rBV2  580585    858899  36.71%   4.031%
 12  13.413  1946 1951 1957 rBV    40674     44872   1.92%   0.211%
 13  13.860  2023 2027 2043 rBV   816338   1266346  54.13%   5.943%
 14  14.183  2078 2082 2086 rBV    39798     49683   2.12%   0.233%
 15  14.918  2203 2207 2211 rBV2   21728     27137   1.16%   0.127%
 
 16  14.971  2211 2216 2221 rBV   586034    767619  32.81%   3.602%
 17  15.936  2376 2380 2391 rVB    77131    103200   4.41%   0.484%
 18  16.754  2515 2519 2527 rBV    96883    116975   5.00%   0.549%
 19  17.012  2559 2563 2567 rBV   112299    148557   6.35%   0.697%
 20  17.054  2567 2570 2576 rVB   109859    124644   5.33%   0.585%
 
 21  17.142  2581 2585 2590 rVB   110206    105740   4.52%   0.496%
 22  17.189  2590 2593 2596 rBV    47867     50189   2.15%   0.236%
 23  17.295  2606 2611 2619 rBV  1485273   1611514  68.88%   7.563%
 24  18.065  2737 2742 2746 rBV2   70895     70912   3.03%   0.333%
 25  18.636  2826 2839 2843 rBV   585346    773099  33.05%   3.628%
 
 26  18.671  2843 2845 2858 rVB3   61517    102085   4.36%   0.479%
 27  18.948  2884 2892 2899 rBV5   12731     25442   1.09%   0.119%
 28  19.906  3050 3055 3058 rBV    60533    101181   4.32%   0.475%
 29  20.053  3077 3080 3085 rVB4   25025     26805   1.15%   0.126%
 30  20.189  3099 3103 3108 rBV    38393     50537   2.16%   0.237%
 
 31  20.247  3110 3113 3118 rBV    51379     61000   2.61%   0.286%
 32  20.300  3118 3122 3136 rVB   508604    624650  26.70%   2.931%
 33  20.777  3199 3203 3209 rVB6   22563     34569   1.48%   0.162%
 34  21.612  3341 3345 3352 rVV3   17400     33051   1.41%   0.155%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050617\
  Data File : BF094974.D                                          
  Acq On    :  8 May 2017   7:50
  Operator  : SJ/MA
  Sample    : I2947-20
  Misc      :  
  ALS Vial  : 21   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  21.989  3406 3409 3420 rVB2   14688     35062   1.50%   0.165%
 
 36  23.741  3705 3707 3716 rVB8   15663     27270   1.17%   0.128%
 
 
                        Sum of corrected areas:    21308642
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050617\
  Data File : BF094974.D                                          
  Acq On    :  8 May 2017   7:50
  Operator  : SJ/MA
  Sample    : I2947-20
  Misc      :  
  ALS Vial  : 21   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\BF050617\
  Data File : BF094974.D                                          
  Acq On    :  8 May 2017   7:50
  Operator  : SJ/MA
  Sample    : I2947-20
  Misc      :  
  ALS Vial  : 21   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.
---------------------------------------------------------------------
  5.04    8.12 ng         249912   1,4-Dichlorobenzene-d4      7.72

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 56
 2 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 35
 3 3-Hexanol                           102 C6H14O         000623-37-0 28
 4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 23
 5 Propanamide, N-ethyl-               101 C5H11NO        005129-72-6 9 
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0
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m/z-->

Abundance Scan 528 (5.043 min): BF094974.D (-523) (-)
43.0

59.1

101.1

83.051.0
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0

5000

m/z-->

Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0

101.031.0 83.0 93.0
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m/z-->

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

101.0
58.015.0 31.0 86.069.0
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0

5000

m/z-->

Abundance #4417: 3-Hexanol
59.0

73.043.031.0

84.051.0 101.0

4.80 5.00 5.20 5.40

m/z  43.00  100.00%

4.80 5.00 5.20 5.40

m/z  59.10   58.70%

4.80 5.00 5.20 5.40

m/z 101.10   20.41%

4.80 5.00 5.20 5.40

m/z  58.00   13.66%

4.80 5.00 5.20 5.40

m/z  41.10    8.90%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050617\
  Data File : BF094974.D                                          
  Acq On    :  8 May 2017   7:50
  Operator  : SJ/MA
  Sample    : I2947-20
  Misc      :  
  ALS Vial  : 21   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  unknown7.38                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.38   76.01 ng        2339460   1,4-Dichlorobenzene-d4      7.72

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 35
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 17
 3 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 4 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 9 
 5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2         022291-85-6 9 
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Abundance Scan 925 (7.378 min): BF094974.D (-921) (-)
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Abundance #14142: 3-Chloro-6-fluoro-pyrazine
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Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
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53.0 117.0

79.0
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Abundance #14491: 5-Aminoindole
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66.0 77.051.039.0 115.027.0 89.014.0

7.00 7.20 7.40 7.60 7.80

m/z 132.00  100.00%

7.00 7.20 7.40 7.60 7.80

m/z  68.05   38.13%

7.00 7.20 7.40 7.60 7.80

m/z 134.00   32.49%

7.00 7.20 7.40 7.60 7.80

m/z  66.00   23.03%

7.00 7.20 7.40 7.60 7.80

m/z  69.10   15.43%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050617\
  Data File : BF094974.D                                          
  Acq On    :  8 May 2017   7:50
  Operator  : SJ/MA
  Sample    : I2947-20
  Misc      :  
  ALS Vial  : 21   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  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.94    2.69 ng         103200   Phenanthrene-d10           14.97

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 99
 2 Pentadecanoic acid                  242 C15H30O2       001002-84-2 58
 3 Tetradecanoic acid                  228 C14H28O2       000544-63-8 58
 4 Tridecanoic acid                    214 C13H26O2       000638-53-9 53
 5 Dodecanoic acid                     200 C12H24O2       000143-07-7 53
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5000

m/z-->

Abundance Scan 2381 (15.942 min): BF094974.D (-2376) (-)
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Abundance #107549: n-Hexadecanoic acid
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Abundance #95851: Pentadecanoic acid
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Abundance #84453: Tetradecanoic acid
73.0

43.0

129.0
228.0185.0

97.0
157.0

15.60 15.80 16.00 16.20

m/z  73.00  100.00%

15.60 15.80 16.00 16.20

m/z  60.00   90.88%

15.60 15.80 16.00 16.20

m/z 149.00   89.55%

15.60 15.80 16.00 16.20

m/z  57.10   81.86%

15.60 15.80 16.00 16.20

m/z  43.00   75.64%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050617\
  Data File : BF094974.D                                          
  Acq On    :  8 May 2017   7:50
  Operator  : SJ/MA
  Sample    : I2947-20
  Misc      :  
  ALS Vial  : 21   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  Hexadecanoic acid, butyl ester  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.14    2.74 ng         105740   Chrysene-d12               18.64

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecanoic acid, butyl ester      312 C20H40O2       000111-06-8 91
 2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H40O2       031158-91-5 74
 3 Hexadecanoic acid, 2-methylpropy... 312 C20H40O2       000110-34-9 72
 4 Nipecotic acid                      129 C6H11NO2       000498-95-3 47
 5 Cyclopropane, 1-(1-methylethyl)-... 210 C15H30         041977-39-3 35
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5000

m/z-->

Abundance Scan 2585 (17.142 min): BF094974.D (-2581) (-)
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Abundance #154932: Hexadecanoic acid, butyl ester
56.0

29.0
257.0129.083.0 185.0 213.0 312.0157.0 283.0
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Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester
56.0

29.0

129.083.0 257.0185.0 213.0 312.0157.0 281.0
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Abundance #154965: Hexadecanoic acid, 2-methylpropyl ester
57.0

239.0
29.0

129.085.0 213.0157.0 312.0185.0 282.0

16.80 17.00 17.20 17.40

m/z  56.10  100.00%

16.80 17.00 17.20 17.40

m/z  57.05   57.97%

16.80 17.00 17.20 17.40

m/z  43.10   40.90%

16.80 17.00 17.20 17.40

m/z  41.10   34.90%

16.80 17.00 17.20 17.40

m/z  55.05   32.33%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050617\
  Data File : BF094974.D                                          
  Acq On    :  8 May 2017   7:50
  Operator  : SJ/MA
  Sample    : I2947-20
  Misc      :  
  ALS Vial  : 21   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...   5.04     8.1 ng     249912  1   7.72  615556  20.0
unknown7.38            7.38    76.0 ng    2339460  1   7.72  615556  20.0
n-Hexadecanoic acid   15.94     2.7 ng     103200  4  14.97  767619  20.0
Hexadecanoic acid...  17.14     2.7 ng     105740  5  18.64  773099  20.0
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