
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG120215\
  Data File : BG019849.D                                          
  Acq On    :  3 Dec 2015  00:31
  Operator  : UM/NP
  Sample    : G4585-14
  Misc      :  
  ALS Vial  : 16   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   2.878     5    7    9 rVB  2606297   1825430  66.00%  14.041%
  2   3.143    46   52   63 rBV2   57353    121492   4.39%   0.934%
  3   3.237    63   68   78 rVB   197565    295529  10.69%   2.273%
  4   4.594   293  299  305 rBV    24930     37079   1.34%   0.285%
  5   5.205   398  403  412 rVB   115398    170922   6.18%   1.315%
 
  6   5.669   475  482  493 rBV   415062    638914  23.10%   4.914%
  7   7.273   746  755  762 rBV   389986    647649  23.42%   4.981%
  8   7.655   813  820  828 rBV   451339    750682  27.14%   5.774%
  9   8.131   894  901  908 rVB    82799    138666   5.01%   1.067%
 10   8.454   947  956  966 rBV   348102    581731  21.03%   4.474%
 
 11   9.294  1091 1099 1107 rBV   289028    503056  18.19%   3.869%
 12  10.945  1374 1380 1386 rBV   109269    193289   6.99%   1.487%
 13  13.390  1788 1796 1802 rBV   794344   1240107  44.84%   9.538%
 14  14.759  2022 2029 2037 rBV2  181224    293659  10.62%   2.259%
 15  16.239  2275 2281 2288 rBV   807656   1192215  43.11%   9.170%
 
 16  17.502  2490 2496 2501 rBV   303520    449985  16.27%   3.461%
 17  20.111  2934 2940 2945 rBV  2107259   2765826 100.00%  21.274%
 18  21.786  3218 3225 3231 rBV   379733    636669  23.02%   4.897%
 19  25.082  3778 3786 3799 rVB3  181122    518206  18.74%   3.986%
 
 
                        Sum of corrected areas:    13001106
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG120215\
  Data File : BG019849.D                                          
  Acq On    :  3 Dec 2015  00:31
  Operator  : UM/NP
  Sample    : G4585-14
  Misc      :  
  ALS Vial  : 16   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\BG120215\
  Data File : BG019849.D                                          
  Acq On    :  3 Dec 2015  00:31
  Operator  : UM/NP
  Sample    : G4585-14
  Misc      :  
  ALS Vial  : 16   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  1  Acetic acid                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.88  263.28 ng        1825430   1,4-Dichlorobenzene-d4      8.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Acetic acid                          60 C2H4O2         000064-19-7 72
 2 Propanoic acid, 2-(aminooxy)-       105 C3H7NO3        002786-22-3 43
 3 2,4-Pentanediol                     104 C5H12O2        000625-69-4 32
 4 Hydrazine, 1,1-dimethyl-             60 C2H8N2         000057-14-7 25
 5 Hydrazine, 1,2-dimethyl-             60 C2H8N2         000540-73-8 9 
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Abundance Scan 7 (2.878 min): BG019849.D (-5) (-)
43 60
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Abundance #253: Acetic acid
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Abundance #4794: Propanoic acid, 2-(aminooxy)-
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Abundance #4636: 2,4-Pentanediol
45

71
27 89 103

2.90 3.00 3.10 3.20 3.30

m/z  43.00  100.00%

2.90 3.00 3.10 3.20 3.30

m/z  45.00   99.45%

2.90 3.00 3.10 3.20 3.30

m/z  60.00   86.79%

2.90 3.00 3.10 3.20 3.30

m/z  42.00   43.49%

2.90 3.00 3.10 3.20 3.30

m/z  41.00   16.58%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG120215\
  Data File : BG019849.D                                          
  Acq On    :  3 Dec 2015  00:31
  Operator  : UM/NP
  Sample    : G4585-14
  Misc      :  
  ALS Vial  : 16   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  Butane, 2-methoxy-2-methyl-     Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.24   42.62 ng         295529   1,4-Dichlorobenzene-d4      8.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methoxy-2-methyl-         102 C6H14O         000994-05-8 83
 2 Silane, tetramethyl-                 88 C4H12Si        000075-76-3 16
 3 Pentane, 3-methoxy-                 102 C6H14O         036839-67-5 12
 4 N-Ethylformamide                     73 C3H7NO         000627-45-2 9 
 5 1,3-Dioxolane, 2-methyl-             88 C4H8O2         000497-26-7 9 
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Abundance Scan 69 (3.243 min): BG019849.D (-63) (-)
73

43
55 87

207

0 20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #4386: Butane, 2-methoxy-2-methyl-
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Abundance #1966: Silane, tetramethyl-
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Abundance #4342: Pentane, 3-methoxy-
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m/z  73.00  100.00%
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m/z  43.00   39.47%

3.00 3.20 3.40 3.60

m/z  55.00   25.42%
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m/z  87.00   25.39%

3.00 3.20 3.40 3.60

m/z  41.00   12.81%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG120215\
  Data File : BG019849.D                                          
  Acq On    :  3 Dec 2015  00:31
  Operator  : UM/NP
  Sample    : G4585-14
  Misc      :  
  ALS Vial  : 16   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  3-Hexen-2-one                   Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.59    5.35 ng          37079   1,4-Dichlorobenzene-d4      8.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Hexen-2-one                        98 C6H10O         000763-93-9 86
 2 2-Pentene, 3,4-dimethyl-             98 C7H14          024910-63-2 86
 3 3-Penten-2-one, 4-methyl-            98 C6H10O         000141-79-7 80
 4 2-Pentene, 2,4-dimethyl-             98 C7H14          000625-65-0 80
 5 2-Pentene, 3,4-dimethyl-, (Z)-       98 C7H14          004914-91-4 72
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Abundance Scan 298 (4.588 min): BG019849.D (-293) (-)
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Abundance #3291: 2-Pentene, 3,4-dimethyl-
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Abundance #3180: 3-Penten-2-one, 4-methyl-
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m/z  55.00  100.00%

4.20 4.40 4.60 4.80 5.00

m/z  83.00   98.84%

4.20 4.40 4.60 4.80 5.00

m/z  43.00   48.57%

4.20 4.40 4.60 4.80 5.00

m/z  98.00   41.01%

4.20 4.40 4.60 4.80 5.00

m/z  39.00   38.72%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG120215\
  Data File : BG019849.D                                          
  Acq On    :  3 Dec 2015  00:31
  Operator  : UM/NP
  Sample    : G4585-14
  Misc      :  
  ALS Vial  : 16   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  5  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.21   24.65 ng         170922   1,4-Dichlorobenzene-d4      8.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 56
 2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 23
 3 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2        016504-58-8 9 
 4 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
 5 2-Propyn-1-ol, acetate               98 C5H6O2         000627-09-8 9 
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Abundance Scan 404 (5.211 min): BG019849.D (-398) (-)
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Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
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Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester
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Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
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m/z  43.00  100.00%

4.80 5.00 5.20 5.40 5.60

m/z  59.00   60.90%

4.80 5.00 5.20 5.40 5.60

m/z 101.00   19.98%

4.80 5.00 5.20 5.40 5.60

m/z  58.00   15.52%
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m/z  41.00   10.29%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG120215\
  Data File : BG019849.D                                          
  Acq On    :  3 Dec 2015  00:31
  Operator  : UM/NP
  Sample    : G4585-14
  Misc      :  
  ALS Vial  : 16   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  unknown7.66                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.66  108.27 ng         750682   1,4-Dichlorobenzene-d4      8.13

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 27
 2 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 22
 3 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 16
 4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2         022291-85-6 16
 5 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 16
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Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
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Abundance #14013: 1H-Benzimidazole, 2-methyl-
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132

1059733 44
70 786051 86 115

7.40 7.60 7.80 8.00

m/z 132.00  100.00%

7.40 7.60 7.80 8.00

m/z  68.00   48.97%

7.40 7.60 7.80 8.00

m/z  66.00   34.59%
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7.40 7.60 7.80 8.00
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG120215\
  Data File : BG019849.D                                          
  Acq On    :  3 Dec 2015  00:31
  Operator  : UM/NP
  Sample    : G4585-14
  Misc      :  
  ALS Vial  : 16   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|
----------------------------------------------------------------------------
Acetic acid            2.88   263.3 ng    1825430  1   8.13  138666  20.0
Butane, 2-methoxy...   3.24    42.6 ng     295529  1   8.13  138666  20.0
3-Hexen-2-one          4.59     5.3 ng      37079  1   8.13  138666  20.0
2-Pentanone, 4-hy...   5.21    24.6 ng     170922  1   8.13  138666  20.0
unknown7.66            7.66   108.3 ng     750682  1   8.13  138666  20.0
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