
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022317\
  Data File : BF093142.D                                          
  Acq On    : 24 Feb 2017  10:39
  Operator  : SJ/MA
  Sample    : I1947-01
  Misc      :  
  ALS Vial  : 38   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-BF013017.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   4.990   252  254  266 rBV   299721    454957  11.86%   2.004%
  2   5.424   291  292  301 rVB   716224   1061201  27.67%   4.673%
  3   6.476   382  384  393 rBV   665808    701244  18.28%   3.088%
  4   6.601   393  395  398 rBV  1769695   1966189  51.26%   8.659%
  5   6.841   413  416  418 rBV   935997    877672  22.88%   3.865%
 
  6   7.002   427  430  432 rBV  2619751   3008487  78.44%  13.249%
  7   7.413   463  466  468 rBV  2563442   2473784  64.50%  10.894%
  8   8.133   526  529  531 rBV  1045893   1057705  27.58%   4.658%
  9   9.207   620  623  625 rBV  4199322   3835544 100.00%  16.891%
 10   9.882   679  682  684 rBV  1090829    982707  25.62%   4.328%
 
 11  10.670   748  751  753 rBV   866712   1058195  27.59%   4.660%
 12  10.785   759  761  768 rVB    32738     48098   1.25%   0.212%
 13  11.356   809  811  814 rBV2  591852    758024  19.76%   3.338%
 14  12.762   932  934  937 rBV    77826     83161   2.17%   0.366%
 15  12.945   947  950  953 rBV  2600699   2451306  63.91%  10.795%
 
 16  13.471   994  996  998 rBV    70179     58186   1.52%   0.256%
 17  13.996  1040 1042 1045 rBV   873727    774211  20.19%   3.409%
 18  15.425  1164 1167 1173 rBV   589635    725965  18.93%   3.197%
 19  15.848  1201 1204 1210 rVB    29542     51278   1.34%   0.226%
 20  16.317  1242 1245 1248 rVB2   29256     50967   1.33%   0.224%
 
 21  16.865  1290 1293 1297 rBV2   25720     59238   1.54%   0.261%
 22  17.528  1346 1351 1356 rVB    24265     66624   1.74%   0.293%
 23  18.305  1414 1419 1423 rVB5   15847     49854   1.30%   0.220%
 24  19.231  1495 1500 1506 rVB6   13314     53506   1.40%   0.236%
 
 
                        Sum of corrected areas:    22708103
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022317\
  Data File : BF093142.D                                          
  Acq On    : 24 Feb 2017  10:39
  Operator  : SJ/MA
  Sample    : I1947-01
  Misc      :  
  ALS Vial  : 38   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.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_F\DATA\BF022317\
  Data File : BF093142.D                                          
  Acq On    : 24 Feb 2017  10:39
  Operator  : SJ/MA
  Sample    : I1947-01
  Misc      :  
  ALS Vial  : 38   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.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.
---------------------------------------------------------------------
  4.99   10.37 ng         454957   1,4-Dichlorobenzene-d4      6.84

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 59
 2 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 42
 3 2-Hexanol, 2-methyl-                116 C7H16O         000625-23-0 33
 4 3-Heptanol, 4-methyl-               130 C8H18O         014979-39-6 33
 5 3-Hexanol                           102 C6H14O         000623-37-0 33

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance Scan 254 (4.990 min): BF093142.D (-252) (-)
43.0

59.1

101.1
83.151.1

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0
101.027.0 83.051.0 67.0 91.035.0

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59.0

41.0
101.029.0

50.0 73.0 86.0

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #8116: 2-Hexanol, 2-methyl-
59.0

101.0
41.031.0 83.069.015.0 51.0

4.60 4.80 5.00 5.20 5.40

m/z  43.05  100.00%

4.60 4.80 5.00 5.20 5.40

m/z  59.10   55.54%

4.60 4.80 5.00 5.20 5.40

m/z  58.00   14.70%

4.60 4.80 5.00 5.20 5.40

m/z 101.10   12.81%

4.60 4.80 5.00 5.20 5.40

m/z  41.05    9.04%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022317\
  Data File : BF093142.D                                          
  Acq On    : 24 Feb 2017  10:39
  Operator  : SJ/MA
  Sample    : I1947-01
  Misc      :  
  ALS Vial  : 38   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.60                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.60   44.80 ng        1966190   1,4-Dichlorobenzene-d4      6.84

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 12
 3 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 4 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 5 2-Cyclohexen-1-one                   96 C6H8O          000930-68-7 10

10 20 30 40 50 60 70 80 90 100 110 120 130 140

5000

m/z-->

Abundance Scan 395 (6.601 min): BF093142.D (-393) (-)
132.1

68.1

96.140.1 54.0
85.0 107.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140

5000

m/z-->

Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0

69.0
104.0

51.031.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140

5000

m/z-->

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

105.033.0 44.0
70.0

86.056.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140

5000

m/z-->

Abundance #14006: 5-Aminoindole
132.0

104.0
66.0 77.051.039.0 115.027.0 89.014.0

6.20 6.40 6.60 6.80 7.00

m/z 132.10  100.00%

6.20 6.40 6.60 6.80 7.00

m/z  68.10   50.32%

6.20 6.40 6.60 6.80 7.00

m/z  66.10   31.56%

6.20 6.40 6.60 6.80 7.00

m/z 134.10   31.41%

6.20 6.40 6.60 6.80 7.00

m/z  69.10   19.14%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022317\
  Data File : BF093142.D                                          
  Acq On    : 24 Feb 2017  10:39
  Operator  : SJ/MA
  Sample    : I1947-01
  Misc      :  
  ALS Vial  : 38   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Hexadecanoic acid, 1,1-dime...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.76    2.15 ng          83161   Chrysene-d12               14.00

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecanoic acid, 1,1-dimethyle... 312 C20H40O2       031158-91-5 72
 2 Hexadecanoic acid, butyl ester      312 C20H40O2       000111-06-8 43
 3 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2       040482-05-1 38
 4 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2       037910-65-9 38
 5 Decane, 2,2,3-trimethyl-            184 C13H28         062338-09-4 37

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

5000

m/z-->

Abundance Scan 934 (12.762 min): BF093142.D (-932) (-)
56.1

83.1 129.1 257.3213.2157.1 185.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

5000

m/z-->

Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester
56.0

29.0

129.083.0 257.0185.0 213.0 312.0157.0 281.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

5000

m/z-->

Abundance #124073: Hexadecanoic acid, butyl ester
56.0

29.0
257.0129.083.0 185.0 213.0 312.0157.0 283.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

5000

m/z-->

Abundance #12471: Cyclopentanecarboxylic acid, 2-amino-, trans-
56.0

30.0 129.0100.0

12.40 12.60 12.80 13.00

m/z  56.10  100.00%

12.40 12.60 12.80 13.00

m/z  57.10   55.95%

12.40 12.60 12.80 13.00

m/z  43.10   43.46%

12.40 12.60 12.80 13.00

m/z  41.05   37.50%

12.40 12.60 12.80 13.00

m/z  55.10   31.59%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022317\
  Data File : BF093142.D                                          
  Acq On    : 24 Feb 2017  10:39
  Operator  : SJ/MA
  Sample    : I1947-01
  Misc      :  
  ALS Vial  : 38   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.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...   4.99    10.4 ng     454957  1   6.84  877672  20.0
unknown6.60            6.60    44.8 ng    1966190  1   6.84  877672  20.0
Hexadecanoic acid...  12.76     2.1 ng      83161  5  14.00  774211  20.0
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