
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG121418\
  Data File : BG038575.D                                          
  Acq On    : 14 Dec 2018  19:47
  Operator  : JU/SJ
  Sample    : PB115331BL
  Misc      :  
  ALS Vial  : 6   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_G\METHODS\8270-BG121218.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   3.182    12   16   22 rVB2   16086     24179   1.39%   0.310%
  2   5.145   345  350  361 rVB2   19213     32851   1.89%   0.421%
  3   5.609   422  429  440 rBV   349197    594546  34.25%   7.620%
  4   7.213   694  702  712 rBV   359877    636347  36.66%   8.156%
  5   7.589   758  766  774 rBV   335809    604186  34.81%   7.743%
 
  6   8.059   839  846  854 rVB    74905    129248   7.45%   1.656%
  7   8.382   893  901  911 rBV   265278    471511  27.17%   6.043%
  8   9.234  1039 1046 1056 rBV   208088    402136  23.17%   5.154%
  9  10.879  1318 1326 1337 rBV    89394    172860   9.96%   2.215%
 10  13.317  1734 1741 1749 rBV   564133    914591  52.69%  11.722%
 
 11  14.698  1968 1976 1988 rVB2  151028    250213  14.42%   3.207%
 12  16.185  2222 2229 2241 rBV3  428835    688220  39.65%   8.820%
 13  17.442  2436 2443 2454 rBV   215280    340005  19.59%   4.358%
 14  20.045  2880 2886 2896 rBV  1353628   1735669 100.00%  22.245%
 15  21.719  3164 3171 3179 rBV2  243435    414991  23.91%   5.319%
 
 16  25.015  3721 3732 3745 rVB   134042    391095  22.53%   5.012%
 
 
                        Sum of corrected areas:     7802648
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG121418\
  Data File : BG038575.D                                          
  Acq On    : 14 Dec 2018  19:47
  Operator  : JU/SJ
  Sample    : PB115331BL
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218.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:\SVOASRV\HPCHEM1\BNA_G\DATA\BG121418\
  Data File : BG038575.D                                          
  Acq On    : 14 Dec 2018  19:47
  Operator  : JU/SJ
  Sample    : PB115331BL
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\Database\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  1  unknown3.18                     Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.18    3.74 ng          24179   1,4-Dichlorobenzene-d4      8.06

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Methyl-5-hexen-3-ol               114 C7H14O         032815-70-6 17
 2 Acetamide, N-methyl-                 73 C3H7NO         000079-16-3 9 
 3 3-Pentanol, 3-methyl-               102 C6H14O         000077-74-7 9 
 4 3-Oxetanol, 2,2,3-trimethyl-        116 C6H12O2        025910-96-7 9 
 5 Pentane, 2-methyl-                   86 C6H14          000107-83-5 9 

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

5000

m/z-->

Abundance Scan 16 (3.182 min): BG038575.D (-12) (-)
73.0

43.0

87.055.0

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

5000

m/z-->

Abundance #7506: 2-Methyl-5-hexen-3-ol
73.0

55.0
43.0

27.0

15.0 81.0
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0

5000

m/z-->

Abundance #740: Acetamide, N-methyl-
73.043.0

30.0

58.0

15.0

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

5000

m/z-->

Abundance #4463: 3-Pentanol, 3-methyl-
73.0

55.0

43.0
29.0 87.0

103.0

3.20 3.30 3.40 3.50 3.60

m/z  72.95  100.00%

3.20 3.30 3.40 3.50 3.60

m/z  43.00   64.26%

3.20 3.30 3.40 3.50 3.60

m/z  87.00   36.56%

3.20 3.30 3.40 3.50 3.60

m/z  55.00   36.33%

3.20 3.30 3.40 3.50 3.60

m/z  41.00   20.45%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG121418\
  Data File : BG038575.D                                          
  Acq On    : 14 Dec 2018  19:47
  Operator  : JU/SJ
  Sample    : PB115331BL
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\Database\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  2  unknown5.14                     Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.14    5.08 ng          32851   1,4-Dichlorobenzene-d4      8.06

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 45
 2 Diacetamide                         101 C4H7NO2        000625-77-4 38
 3 3-Octanol                           130 C8H18O         000589-98-0 33
 4 Propanoic acid, 2-hydroxy-2-methyl- 104 C4H8O3         000594-61-6 23
 5 Butyl aldoxime, 3-methyl-, syn-     101 C5H11NO        005780-40-5 23
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0

5000

m/z-->

Abundance Scan 349 (5.139 min): BG038575.D (-345) (-)
43.0
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101.0
83.9
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m/z-->

Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0

15.0 101.031.0 83.0
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m/z-->

Abundance #4023: Diacetamide
43.0

59.0
73.0

101.0
28.0 86.0
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5000

m/z-->

Abundance #13639: 3-Octanol
59.0

83.041.029.0

101.0

70.0 112.0 129.0

4.80 5.00 5.20 5.40

m/z  43.00  100.00%

4.80 5.00 5.20 5.40

m/z  59.00   47.58%

4.80 5.00 5.20 5.40

m/z 101.00   15.58%

4.80 5.00 5.20 5.40

m/z  58.00   12.54%

4.80 5.00 5.20 5.40

m/z  41.00    8.54%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG121418\
  Data File : BG038575.D                                          
  Acq On    : 14 Dec 2018  19:47
  Operator  : JU/SJ
  Sample    : PB115331BL
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\Database\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  3  unknown7.59                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.59   93.49 ng         604186   1,4-Dichlorobenzene-d4      8.06

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 27
 2 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 22
 3 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 22
 4 5-Aminoindole                       132 C8H8N2         005192-03-0 22
 5 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 12

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 766 (7.589 min): BG038575.D (-758) (-)
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Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0

97.0

70.0
31.0 51.0 116.0

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #52379: Tranylcypromine-propionyl
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Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0

63.0 104.039.0 78.015.0

7.20 7.40 7.60 7.80 8.00

m/z 131.90  100.00%

7.20 7.40 7.60 7.80 8.00

m/z  68.00   40.76%

7.20 7.40 7.60 7.80 8.00

m/z 133.90   33.15%

7.20 7.40 7.60 7.80 8.00

m/z  66.00   31.76%

7.20 7.40 7.60 7.80 8.00

m/z  69.00   18.14%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG121418\
  Data File : BG038575.D                                          
  Acq On    : 14 Dec 2018  19:47
  Operator  : JU/SJ
  Sample    : PB115331BL
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218.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|
----------------------------------------------------------------------------
unknown3.18            3.18     3.7 ng      24179  1   8.06  129248  20.0
unknown5.14            5.14     5.1 ng      32851  1   8.06  129248  20.0
unknown7.59            7.59    93.5 ng     604186  1   8.06  129248  20.0
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