
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM111318\
  Data File : BM017642.D                                          
  Acq On    : 14 Nov 2018  04:04
  Operator  : MJ/SJ
  Sample    : PB114777BL
  Misc      :  
  ALS Vial  : 20   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:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM111218.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   4.793   302  307  313 rBV   182107    249756   2.84%   0.480%
  2   5.240   376  383  395 rBV  2626383   3715830  42.28%   7.144%
  3   6.798   642  648  662 rBV  2376841   3862278  43.94%   7.425%
  4   7.151   701  708  722 rBV  2569753   3999873  45.51%   7.690%
  5   7.616   779  787  798 rBV   724989   1166919  13.28%   2.243%
 
  6   7.928   830  840  849 rBV  2776561   4513006  51.34%   8.677%
  7   8.769   975  983 1007 rBV  2079850   3549144  40.38%   6.823%
  8  10.386  1251 1258 1277 rBV   778855   1573619  17.90%   3.025%
  9  12.874  1673 1681 1701 rBV  5241986   8233383  93.67%  15.829%
 10  14.257  1910 1916 1934 rBV2 1150102   2031472  23.11%   3.906%
 
 11  15.757  2165 2171 2191 rBV  2347696   3809261  43.34%   7.324%
 12  17.015  2377 2385 2400 rBV  1363135   2335405  26.57%   4.490%
 13  19.362  2780 2784 2788 rBV   134780    150676   1.71%   0.290%
 14  19.656  2828 2834 2846 rBV  7090772   8789604 100.00%  16.899%
 15  20.415  2959 2963 2968 rBV2  100790    116614   1.33%   0.224%
 
 16  21.215  3094 3099 3110 rBV  1535351   2245208  25.54%   4.317%
 17  23.409  3466 3472 3486 rVB   787079   1671682  19.02%   3.214%
 
 
                        Sum of corrected areas:    52013730
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM111318\
  Data File : BM017642.D                                          
  Acq On    : 14 Nov 2018  04:04
  Operator  : MJ/SJ
  Sample    : PB114777BL
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM111218.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:\SVOASRV\HPCHEM1\BNA_M\DATA\BM111318\
  Data File : BM017642.D                                          
  Acq On    : 14 Nov 2018  04:04
  Operator  : MJ/SJ
  Sample    : PB114777BL
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM111218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.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    4.28 ng         249756   1,4-Dichlorobenzene-d4      7.62

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 40
 2 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 35
 3 Dimethadione                        129 C5H7NO3        000695-53-4 33
 4 Butyl aldoxime, 3-methyl-, syn-     101 C5H11NO        005780-40-5 17
 5 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 307 (4.793 min): BM017642.D (-302) (-)
43.0

59.1

101.1

83.1 192.9

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0

15.0 101.0
83.0
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5000

m/z-->

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

101.0
15.0 84.060.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #12397: Dimethadione
43.0

59.0

129.0
15.0

86.0

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   55.57%

4.40 4.60 4.80 5.00 5.20

m/z 101.10   19.26%

4.40 4.60 4.80 5.00 5.20

m/z  58.00   14.29%

4.40 4.60 4.80 5.00 5.20

m/z  41.00    8.41%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM111318\
  Data File : BM017642.D                                          
  Acq On    : 14 Nov 2018  04:04
  Operator  : MJ/SJ
  Sample    : PB114777BL
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM111218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown7.15                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.15   68.55 ng        3999870   1,4-Dichlorobenzene-d4      7.62

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 12
 2 (5-METHYL-2-PYRIDYL)ACETONITRILE    132 C8H8N2         1000241-93-9 10
 3 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 9 
 4 Benzene, 1,3,5-trifluoro-           132 C6H3F3         000372-38-3 9 
 5 1,2,3-Trifluorobenzene              132 C6H3F3         001489-53-8 9 
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5000

m/z-->

Abundance Scan 708 (7.151 min): BM017642.D (-701) (-)
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m/z-->

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

105.033.0 44.0
70.060.0 80.0 115.0
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m/z-->

Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE
132.0

92.0
65.0 105.039.0 77.051.027.0 117.0
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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

6.80 7.00 7.20 7.40

m/z 132.00  100.00%

6.80 7.00 7.20 7.40

m/z  68.10   42.55%

6.80 7.00 7.20 7.40

m/z 134.00   31.97%

6.80 7.00 7.20 7.40

m/z  66.10   30.01%

6.80 7.00 7.20 7.40

m/z  69.10   18.67%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM111318\
  Data File : BM017642.D                                          
  Acq On    : 14 Nov 2018  04:04
  Operator  : MJ/SJ
  Sample    : PB114777BL
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM111218.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...   4.79     4.3 ng     249756  1   7.62 1166920  20.0
unknown7.15            7.15    68.5 ng    3999870  1   7.62 1166920  20.0
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