
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061816\
  Data File : BF088168.D                                          
  Acq On    : 19 Jun 2016   8:07
  Operator  : UM/SJ
  Sample    : H3628-13
  Misc      :  
  ALS Vial  : 47   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-BF060716.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   1.667     6    7   15 rVV    38564     62863   2.75%   0.375%
  2   1.781    15   17   45 rVB   507487    871511  38.12%   5.193%
  3   4.833   282  284  290 rBV    53212     66974   2.93%   0.399%
  4   5.279   321  323  326 rBV  1028226    996173  43.57%   5.936%
  5   6.342   414  416  418 rBV   488901    618599  27.06%   3.686%
 
  6   6.456   424  426  428 rBV  1929359   1751212  76.59%  10.434%
  7   6.684   444  446  448 rBV   614747    542695  23.74%   3.234%
  8   6.844   457  460  462 rVB  1573686   1823019  79.73%  10.862%
  9   7.256   493  496  498 rBV  1354727   1372808  60.04%   8.180%
 10   7.965   556  558  561 rBV   467128    623433  27.27%   3.715%
 
 11   8.605   613  614  616 rVB    28673     31351   1.37%   0.187%
 12   8.708   621  623  630 rBV2   23601     52734   2.31%   0.314%
 13   9.050   650  653  655 rBV  2487395   2286444 100.00%  13.624%
 14   9.450   686  688  690 rBV    38360     39805   1.74%   0.237%
 15   9.725   709  712  713 rBV   458331    593633  25.96%   3.537%
 
 16   9.748   713  714  717 rVB    25852     26676   1.17%   0.159%
 17   9.896   724  727  730 rBV    28043     49579   2.17%   0.295%
 18  10.159   748  750  752 rVB    38175     31529   1.38%   0.188%
 19  10.239   752  757  762 rVB    16686     30247   1.32%   0.180%
 20  10.376   767  769  772 rVB   249825    213090   9.32%   1.270%
 
 21  10.513   778  781  783 rBV2  838767   1060913  46.40%   6.321%
 22  10.571   785  786  789 rVV   203429    229777  10.05%   1.369%
 23  10.628   789  791  795 rVB    30704     42155   1.84%   0.251%
 24  11.199   838  841  843 rBV   614945    523965  22.92%   3.122%
 25  12.411   945  947  948 rBV    37048     35588   1.56%   0.212%
 
 26  12.571   958  961  963 rBV    19221     24719   1.08%   0.147%
 27  12.616   963  965  968 rVV2   26917     44774   1.96%   0.267%
 28  12.788   977  980  982 rBV  1457993   1863348  81.50%  11.103%
 29  13.702  1057 1060 1065 rVB    18723     29764   1.30%   0.177%
 30  13.828  1068 1071 1074 rBV   518292    481256  21.05%   2.868%
 
 31  15.211  1189 1192 1198 rBV   296712    362276  15.84%   2.159%
 
 
                        Sum of corrected areas:    16782910
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061816\
  Data File : BF088168.D                                          
  Acq On    : 19 Jun 2016   8:07
  Operator  : UM/SJ
  Sample    : H3628-13
  Misc      :  
  ALS Vial  : 47   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716.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:\HPCHEM1\BNA_F\DATA\BF061816\
  Data File : BF088168.D                                          
  Acq On    : 19 Jun 2016   8:07
  Operator  : UM/SJ
  Sample    : H3628-13
  Misc      :  
  ALS Vial  : 47   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.83    2.47 ng          66974   1,4-Dichlorobenzene-d4      6.68

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 56
 2 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 
 3 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 9 
 4 1-Propen-2-ol, acetate              100 C5H8O2         000108-22-5 9 
 5 Propane, 2-ethoxy-2-methyl-         102 C6H14O         000637-92-3 9 

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance Scan 284 (4.833 min): BF088168.D (-282) (-)
43.0

59.1

101.1

83.0

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0

101.031.0 83.0 93.0

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance #3152: 5-Hexen-2-one
43.0

55.027.015.0 83.0 98.071.063.0

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance #8344: 3-Hexanol, 4-methyl-
59.0

41.0
31.0

69.0 87.0
98.015.0 51.0

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   65.53%

4.40 4.60 4.80 5.00 5.20

m/z 101.10   24.36%

4.40 4.60 4.80 5.00 5.20

m/z  58.00   16.76%

4.40 4.60 4.80 5.00 5.20

m/z  41.10    9.40%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061816\
  Data File : BF088168.D                                          
  Acq On    : 19 Jun 2016   8:07
  Operator  : UM/SJ
  Sample    : H3628-13
  Misc      :  
  ALS Vial  : 47   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  unknown6.46                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.46   64.54 ng        1751210   1,4-Dichlorobenzene-d4      6.68

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 17
 3 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 4 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 9 
 5 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 9 
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0

5000

m/z-->

Abundance Scan 426 (6.456 min): BF088168.D (-424) (-)
132.0

68.1

96.1
40.1 54.1 85.0 115.0
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Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0

69.0
104.0

51.031.0
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m/z-->

Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0

67.0

41.0 97.0
53.0 117.0

79.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance #14491: 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

m/z 132.00  100.00%

6.20 6.40 6.60 6.80

m/z  68.10   38.19%

6.20 6.40 6.60 6.80

m/z 134.00   32.81%

6.20 6.40 6.60 6.80

m/z  66.10   24.25%

6.20 6.40 6.60 6.80

m/z  69.10   15.49%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061816\
  Data File : BF088168.D                                          
  Acq On    : 19 Jun 2016   8:07
  Operator  : UM/SJ
  Sample    : H3628-13
  Misc      :  
  ALS Vial  : 47   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Benzenesulfonamide, 2-methyl-   Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.38    7.18 ng         213090   Acenaphthene-d10            9.72

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzenesulfonamide, 2-methyl-       171 C7H9NO2S       000088-19-7 96
 2 Gluconic acid                       196 C6H12O7        000526-95-4 43
 3 4-(2-Aminoethyl)benzenesulfonamide  200 C8H12N2O2S     035303-76-5 38
 4 2,4-Octadiyne                       106 C8H10          002809-71-4 25
 5 Thiourea, methyl-                    90 C2H6N2S        000598-52-7 25
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0

5000

m/z-->

Abundance Scan 769 (10.376 min): BF088168.D (-767) (-)
90.0

106.1

65.0

137.039.1 171.0154.0121.0
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m/z-->

Abundance #39305: Benzenesulfonamide, 2-methyl-
90.0

106.0

65.0
39.0 171.0

137.0 154.0
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Abundance #58399: Gluconic acid
90.073.0

43.0

133.0
58.0 161.0115.0 179.0 196.0
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0

5000

m/z-->

Abundance #61552: 4-(2-Aminoethyl)benzenesulfonamide
30.0

90.0

63.0 107.0
154.0 200.0171.0139.0122.048.0

10.00 10.20 10.40 10.60

m/z  90.00  100.00%

10.00 10.20 10.40 10.60

m/z  91.05   71.66%

10.00 10.20 10.40 10.60

m/z 106.10   70.08%

10.00 10.20 10.40 10.60

m/z  65.00   38.97%

10.00 10.20 10.40 10.60

m/z  89.10   33.97%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061816\
  Data File : BF088168.D                                          
  Acq On    : 19 Jun 2016   8:07
  Operator  : UM/SJ
  Sample    : H3628-13
  Misc      :  
  ALS Vial  : 47   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Benzenesulfonamide, 4-methyl-   Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.57    8.77 ng         229777   Phenanthrene-d10           11.20

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzenesulfonamide, 4-methyl-       171 C7H9NO2S       000070-55-3 98
 2 N-p-toluenesulfonyl-l-threonine,... 363 C18H21NO5S     1000130-34-4 83
 3 O-p-toluenesulfonyll-N-acetylser... 315 C13H17NO6S     1000126-44-8 64
 4 Benzenemethanesulfonamide           171 C7H9NO2S       004563-33-1 47
 5 1-Hydroxytricyclo[4.3.0.0(4,9)]n... 308 C16H20O4S      201992-83-8 38
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0

5000

m/z-->

Abundance Scan 786 (10.571 min): BF088168.D (-785) (-)
91.1

65.0 171.0
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Abundance #39309: Benzenesulfonamide, 4-methyl-
91.0

171.0
65.0

39.0
139.0
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0

5000

m/z-->

Abundance #192444: N-p-toluenesulfonyl-l-threonine, benzyl ester
91.0

171.0
65.0

41.0 148.0 228.0121.0 319.0274.0200.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #156887: O-p-toluenesulfonyll-N-acetylserine, methyl ester
91.0

171.0

65.0

41.0 139.0 226.0196.0 258.0 316.0

10.20 10.40 10.60 10.80

m/z  91.10  100.00%

10.20 10.40 10.60 10.80

m/z  65.00   29.84%

10.20 10.40 10.60 10.80

m/z 171.00   29.30%

10.20 10.40 10.60 10.80

m/z 155.00   27.79%

10.20 10.40 10.60 10.80

m/z 107.05   19.64%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061816\
  Data File : BF088168.D                                          
  Acq On    : 19 Jun 2016   8:07
  Operator  : UM/SJ
  Sample    : H3628-13
  Misc      :  
  ALS Vial  : 47   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716.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|
----------------------------------------------------------------------------
2-Pentanone, 4-hy...   4.83     2.5 ng      66974  1   6.68  542695  20.0
unknown6.46            6.46    64.5 ng    1751210  1   6.68  542695  20.0
Benzenesulfonamid...  10.38     7.2 ng     213090  3   9.72  593633  20.0
Benzenesulfonamid...  10.57     8.8 ng     229777  4  11.20  523965  20.0
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