
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG121215\
  Data File : BG020125.D                                          
  Acq On    : 12 Dec 2015   3:17
  Operator  : UM/SJ
  Sample    : G4755-04
  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_G\METHODS\8270-BG120215.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   3.126    43   49   58 rBV    54236    117397   5.50%   1.417%
  2   3.202    58   62   69 rVB    53260     77094   3.61%   0.930%
  3   5.176   392  398  406 rVB    97357    149159   6.99%   1.800%
  4   5.646   471  478  488 rVB   139278    215742  10.11%   2.604%
  5   7.250   742  751  759 rBV   115634    195609   9.17%   2.361%
 
  6   7.626   808  815  825 rBV   226551    378934  17.76%   4.573%
  7   8.096   886  895  903 rBV    77344    128419   6.02%   1.550%
  8   8.425   940  951  959 rVB   287408    482787  22.63%   5.827%
  9   9.266  1086 1094 1102 rVB   249430    433599  20.32%   5.233%
 10  10.917  1367 1375 1385 rVB   107019    192741   9.03%   2.326%
 
 11  13.355  1782 1790 1796 rBV   774018   1159184  54.33%  13.990%
 12  14.730  2016 2024 2033 rVB2  198946    318926  14.95%   3.849%
 13  16.210  2267 2276 2286 rBV   476314    695290  32.59%   8.391%
 14  17.468  2483 2490 2497 rBV2  296988    441650  20.70%   5.330%
 15  18.337  2633 2638 2644 rBV2   33854     45735   2.14%   0.552%
 
 16  19.606  2848 2854 2863 rBV2   42331     55259   2.59%   0.667%
 17  20.071  2927 2933 2941 rBV  1684248   2133504 100.00%  25.749%
 18  21.739  3210 3217 3225 rVB   348381    551543  25.85%   6.657%
 19  25.000  3761 3772 3787 rBV2  180463    513202  24.05%   6.194%
 
 
                        Sum of corrected areas:     8285774
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG121215\
  Data File : BG020125.D                                          
  Acq On    : 12 Dec 2015   3:17
  Operator  : UM/SJ
  Sample    : G4755-04
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG120215.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_G\DATA\BG121215\
  Data File : BG020125.D                                          
  Acq On    : 12 Dec 2015   3:17
  Operator  : UM/SJ
  Sample    : G4755-04
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG120215.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  Butane, 2-methoxy-2-methyl-     Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.20   12.01 ng          77094   1,4-Dichlorobenzene-d4      8.10

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methoxy-2-methyl-         102 C6H14O         000994-05-8 78
 2 2,2,4-Trimethyl-3-pentanol          130 C8H18O         005162-48-1 56
 3 N-Ethylformamide                     73 C3H7NO         000627-45-2 9 
 4 Propane, 2-methoxy-2-methyl-         88 C5H12O         001634-04-4 9 
 5 Pentane, 3-methoxy-                 102 C6H14O         036839-67-5 9 
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m/z-->

Abundance Scan 62 (3.202 min): BG020125.D (-58) (-)
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Abundance #4386: Butane, 2-methoxy-2-methyl-
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43.0 55.0 87.0
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Abundance #13286: 2,2,4-Trimethyl-3-pentanol
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87.041.0 55.0
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Abundance #720: N-Ethylformamide
30.0

73.0

58.044.0

18.0

3.00 3.20 3.40 3.60

m/z  73.00  100.00%

3.00 3.20 3.40 3.60

m/z  43.00   36.34%

3.00 3.20 3.40 3.60

m/z  87.00   25.96%

3.00 3.20 3.40 3.60

m/z  55.00   22.40%

3.00 3.20 3.40 3.60

m/z  71.00   13.15%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG121215\
  Data File : BG020125.D                                          
  Acq On    : 12 Dec 2015   3:17
  Operator  : UM/SJ
  Sample    : G4755-04
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG120215.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-hydroxy-4-me...  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.18   23.23 ng         149159   1,4-Dichlorobenzene-d4      8.10

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 50
 2 Propane, 1-ethoxy-2-methyl-         102 C6H14O         000627-02-1 38
 3 3-Hydroxy-3-methyl-2-butanone       102 C5H10O2        000115-22-0 35
 4 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 23
 5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 17
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Abundance Scan 399 (5.182 min): BG020125.D (-392) (-)
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Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
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Abundance #4388: Propane, 1-ethoxy-2-methyl-
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41.0
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102.073.015.0 87.050.0
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Abundance #4231: 3-Hydroxy-3-methyl-2-butanone
59.0
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31.0

87.015.0 69.0
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m/z  42.95  100.00%

4.80 5.00 5.20 5.40 5.60

m/z  59.00   61.88%

4.80 5.00 5.20 5.40 5.60

m/z 101.00   21.69%

4.80 5.00 5.20 5.40 5.60

m/z  58.00   17.19%

4.80 5.00 5.20 5.40 5.60

m/z  41.00    9.48%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG121215\
  Data File : BG020125.D                                          
  Acq On    : 12 Dec 2015   3:17
  Operator  : UM/SJ
  Sample    : G4755-04
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG120215.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  unknown7.63                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.63   59.02 ng         378934   1,4-Dichlorobenzene-d4      8.10

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 22
 2 5-Aminoindole                       132 C8H8N2         005192-03-0 22
 3 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 16
 4 1,3-Cyclopentanedione, 2-chloro-    132 C5H5ClO2       014203-19-1 13
 5 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 12
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Abundance Scan 816 (7.632 min): BG020125.D (-808) (-)
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Abundance #14013: 1H-Benzimidazole, 2-methyl-
132.0

63.0 104.090.052.039.0 77.028.015.0 116.0
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Abundance #14006: 5-Aminoindole
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Abundance #13677: 3-Chloro-6-fluoro-pyrazine
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69.0
104.0

51.031.0

7.20 7.40 7.60 7.80 8.00

m/z 132.00  100.00%

7.20 7.40 7.60 7.80 8.00

m/z  68.00   44.93%

7.20 7.40 7.60 7.80 8.00

m/z 134.00   32.39%

7.20 7.40 7.60 7.80 8.00

m/z  66.00   30.06%

7.20 7.40 7.60 7.80 8.00

m/z  69.00   19.86%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG121215\
  Data File : BG020125.D                                          
  Acq On    : 12 Dec 2015   3:17
  Operator  : UM/SJ
  Sample    : G4755-04
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG120215.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Tridecanoic acid                Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.34    2.07 ng          45735   Phenanthrene-d10           17.47

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tridecanoic acid                    214 C13H26O2       000638-53-9 97
 2 Pentadecanoic acid                  242 C15H30O2       001002-84-2 72
 3 Undecanoic acid                     186 C11H22O2       000112-37-8 59
 4 n-Decanoic acid                     172 C10H20O2       000334-48-5 53
 5 Tetradecanoic acid                  228 C14H28O2       000544-63-8 53
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m/z-->

Abundance Scan 2638 (18.337 min): BG020125.D (-2633) (-)
73.043.0
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Abundance #65565: Tridecanoic acid
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Abundance #83686: Pentadecanoic acid
73.043.0
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180.0
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m/z-->

Abundance #46615: Undecanoic acid
60.0

41.0
129.085.0

186.0157.018.0 107.0

18.00 18.20 18.40 18.60

m/z  73.00  100.00%

18.00 18.20 18.40 18.60

m/z  60.00   88.86%

18.00 18.20 18.40 18.60

m/z  43.00   84.99%

18.00 18.20 18.40 18.60

m/z  41.00   65.04%

18.00 18.20 18.40 18.60

m/z  57.05   64.86%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG121215\
  Data File : BG020125.D                                          
  Acq On    : 12 Dec 2015   3:17
  Operator  : UM/SJ
  Sample    : G4755-04
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG120215.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Pentadecanoic acid              Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.61    2.00 ng          55259   Chrysene-d12               21.74

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentadecanoic acid                  242 C15H30O2       001002-84-2 81
 2 Tetradecanoic acid                  228 C14H28O2       000544-63-8 72
 3 Pentafluoropropionic acid, hexad... 388 C19H33F5O2     006222-07-7 11
 4 Eicosane                            282 C20H42         000112-95-8 10
 5 Octane, 3,4,5,6-tetramethyl-        170 C12H26         062185-21-1 10
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Abundance Scan 2855 (19.612 min): BG020125.D (-2848) (-)
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Abundance #83686: Pentadecanoic acid
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Abundance #75071: Tetradecanoic acid
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228.0185.0
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20 40 60 80 100 120 140 160 180 200 220 240 260 280
0

5000
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Abundance #153508: Pentafluoropropionic acid, hexadecyl ester
43.0

69.0

97.0

125.0 224.0196.0155.0

19.20 19.40 19.60 19.80 20.00

m/z  73.00  100.00%

19.20 19.40 19.60 19.80 20.00

m/z  42.95   86.02%

19.20 19.40 19.60 19.80 20.00

m/z  55.00   83.35%

19.20 19.40 19.60 19.80 20.00

m/z  60.00   73.76%

19.20 19.40 19.60 19.80 20.00

m/z  57.00   71.30%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG121215\
  Data File : BG020125.D                                          
  Acq On    : 12 Dec 2015   3:17
  Operator  : UM/SJ
  Sample    : G4755-04
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG120215.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|
----------------------------------------------------------------------------
Butane, 2-methoxy...   3.20    12.0 ng      77094  1   8.10  128419  20.0
2-Pentanone, 4-hy...   5.18    23.2 ng     149159  1   8.10  128419  20.0
unknown7.63            7.63    59.0 ng     378934  1   8.10  128419  20.0
Tridecanoic acid      18.34     2.1 ng      45735  4  17.47  441650  20.0
Pentadecanoic acid    19.61     2.0 ng      55259  5  21.74  551543  20.0
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