
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060116\
  Data File : BF087636.D                                          
  Acq On    :  2 Jun 2016   2:03
  Operator  : UM/SJ
  Sample    : H3349-12
  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_F\METHODS\8270-BF052316.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   4.684   268  271  287 rBV    29241    128560   2.80%   0.423%
  2   5.336   326  328  364 rBV   458681   1823583  39.67%   5.995%
  3   7.004   472  474  479 rBV   394302    837643  18.22%   2.754%
  4   7.084   479  481  500 rVB  1813863   3828524  83.28%  12.586%
  5   7.416   508  510  522 rBV   408958    800427  17.41%   2.631%
 
  6   7.656   528  531  543 rVB  1905682   3080616  67.01%  10.128%
  7   8.342   588  591  618 rBV  1859697   2917225  63.45%   9.590%
  8   9.450   686  688  708 rVB   492607    987112  21.47%   3.245%
  9  11.222   840  843  846 rBV  2840530   4597406 100.00%  15.114%
 10  11.942   903  906  917 rBV    86996    187771   4.08%   0.617%
 
 11  12.274   932  935  952 rBV   813186   1075363  23.39%   3.535%
 12  13.576  1046 1049 1064 rBV  1891698   2999371  65.24%   9.860%
 13  13.874  1073 1075 1081 rVB    42065     73724   1.60%   0.242%
 14  14.685  1144 1146 1158 rVB   548091   1031335  22.43%   3.391%
 15  15.188  1187 1190 1196 rBV    29626     61155   1.33%   0.201%
 
 16  15.668  1230 1232 1236 rBV    27440     51898   1.13%   0.171%
 17  16.777  1326 1329 1336 rBV    45168     83057   1.81%   0.273%
 18  17.040  1349 1352 1355 rBV  3213026   4263470  92.74%  14.016%
 19  18.103  1442 1445 1455 rBV2   18413     50446   1.10%   0.166%
 20  18.286  1458 1461 1468 rVV    51075    100771   2.19%   0.331%
 
 21  18.400  1470 1471 1484 rVV   379718    813375  17.69%   2.674%
 22  20.091  1617 1619 1630 rBV   267878    625490  13.61%   2.056%
 
 
                        Sum of corrected areas:    30418322
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060116\
  Data File : BF087636.D                                          
  Acq On    :  2 Jun 2016   2:03
  Operator  : UM/SJ
  Sample    : H3349-12
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316.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\BF060116\
  Data File : BF087636.D                                          
  Acq On    :  2 Jun 2016   2:03
  Operator  : UM/SJ
  Sample    : H3349-12
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\Database\NIST11.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.
---------------------------------------------------------------------
  4.68    3.21 ng         128560   1,4-Dichlorobenzene-d4      7.43

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 72
 2 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 
 3 2-Propanone, 1-(1-methylethoxy)-    116 C6H12O2        042781-12-4 9 
 4 1-Propen-2-ol, acetate              100 C5H8O2         000108-22-5 9 
 5 2-Pentanone, 5-(acetyloxy)-         144 C7H12O3        005185-97-7 9 
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5000

m/z-->

Abundance Scan 271 (4.684 min): BF087636.D (-268) (-)
43

59

101
8351

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

5000

m/z-->

Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43

59

15 10131 8337 5325
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5000

m/z-->

Abundance #4034: 2,3-Butanedione, monooxime
43

15 10130 585137 8669

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

5000

m/z-->

Abundance #8177: 2-Propanone, 1-(1-methylethoxy)-
43

5827 73
37 10183 115

4.40 4.60 4.80 5.00

m/z  43.00  100.00%

4.40 4.60 4.80 5.00

m/z  59.10   48.86%

4.40 4.60 4.80 5.00

m/z  58.10   14.19%

4.40 4.60 4.80 5.00

m/z 101.10   12.85%

4.40 4.60 4.80 5.00

m/z  41.10   11.93%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060116\
  Data File : BF087636.D                                          
  Acq On    :  2 Jun 2016   2:03
  Operator  : UM/SJ
  Sample    : H3349-12
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown7.08                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.08   95.66 ng        3828520   1,4-Dichlorobenzene-d4      7.43

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 27
 3 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 22
 4 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 12
 5 (5-Methyl-2-pyridyl)acetonitrile    132 C8H8N2         1000241-93-9 10
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5000

m/z-->

Abundance Scan 481 (7.084 min): BF087636.D (-479) (-)
132

68

9640 54 75 10447 61 87 115
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m/z-->

Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132

69
104

785131 38
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m/z-->

Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132

97

70
31 6044 7751 86 105 116
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5000

m/z-->

Abundance #14503: 1H-Benzimidazole, 2-methyl-
132

63 104905239 772815 116

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   42.53%

6.80 7.00 7.20 7.40

m/z 134.00   33.00%

6.80 7.00 7.20 7.40

m/z  66.05   30.83%

6.80 7.00 7.20 7.40

m/z  69.10   18.40%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060116\
  Data File : BF087636.D                                          
  Acq On    :  2 Jun 2016   2:03
  Operator  : UM/SJ
  Sample    : H3349-12
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Pyrrolo[1,2-a]-1,3,5-triazi...  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.78    2.04 ng          83057   Chrysene-d12               18.41

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pyrrolo[1,2-a]-1,3,5-triazine-7-... 223 C9H9N3O4       054449-89-7 90
 2 Ethanol, 2-[2-[4-(1,1,3,3-tetram... 294 C18H30O3       002315-61-9 59
 3 1H-Benzoimidazole, 5-amino-1-m-t... 223 C14H13N3       1000317-05-0 16
 4 Benzenamine, 3-(5-methyl-1H-1,3-... 223 C14H13N3       1000319-43-9 16
 5 Tetrazole, 1-(4-ethylphenyl)-5-(... 410 C25H26N6       125038-06-4 16
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5000

m/z-->

Abundance Scan 1329 (16.777 min): BF087636.D (-1326) (-)
223
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Abundance #80426: Pyrrolo[1,2-a]-1,3,5-triazine-7-carboxylic acid, 1...
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Abundance #139591: Ethanol, 2-[2-[4-(1,1,3,3-tetramethylbutyl)phenox...
223
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45 1079177 294237 27959 121 151 173187 205
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5000

m/z-->

Abundance #80178: 1H-Benzoimidazole, 5-amino-1-m-tolyl-
223

65 91 10539 195181132 167153 209

16.40 16.60 16.80 17.00

m/z 223.20  100.00%

16.40 16.60 16.80 17.00

m/z 135.10   72.73%

16.40 16.60 16.80 17.00

m/z  45.10   48.47%

16.40 16.60 16.80 17.00

m/z  57.05   30.60%

16.40 16.60 16.80 17.00

m/z  41.10   19.06%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060116\
  Data File : BF087636.D                                          
  Acq On    :  2 Jun 2016   2:03
  Operator  : UM/SJ
  Sample    : H3349-12
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Carbonic acid, isobutyl oct...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.29    2.48 ng         100771   Chrysene-d12               18.41

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Carbonic acid, isobutyl octadecy... 370 C23H46O3       1000314-61-5 90
 2 n-Tetracosanol-1                    354 C24H50O        000506-51-4 83
 3 1-Hexacosanol                       382 C26H54O        000506-52-5 74
 4 Isobutyl tetradecyl carbonate       314 C19H38O3       959275-58-2 72
 5 n-Nonadecanol-1                     284 C19H40O        001454-84-8 64
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5000

m/z-->

Abundance Scan 1461 (18.286 min): BF087636.D (-1458) (-)
43

83

111
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5000

m/z-->

Abundance #197139: Carbonic acid, isobutyl octadecyl ester
57

83
11129

253139 224168 196

50 100 150 200 250 300 350

5000

m/z-->

Abundance #186969: n-Tetracosanol-1
43

83

18 111
336140 16865 196 308238 266

50 100 150 200 250 300 350

5000

m/z-->

Abundance #203698: 1-Hexacosanol
43

83

18
111

364139 168 19665 336224 252 278 308

18.00 18.20 18.40 18.60

m/z  43.10  100.00%

18.00 18.20 18.40 18.60

m/z  57.05   94.20%

18.00 18.20 18.40 18.60

m/z  55.05   90.34%

18.00 18.20 18.40 18.60

m/z  41.05   68.08%

18.00 18.20 18.40 18.60

m/z  83.10   66.26%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060116\
  Data File : BF087636.D                                          
  Acq On    :  2 Jun 2016   2:03
  Operator  : UM/SJ
  Sample    : H3349-12
  Misc      :  
  ALS Vial  : 16   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316.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...   4.68     3.2 ng     128560  1   7.43  800427  20.0
unknown7.08            7.08    95.7 ng    3828520  1   7.43  800427  20.0
Pyrrolo[1,2-a]-1,...  16.78     2.0 ng      83057  5  18.41  813375  20.0
Carbonic acid, is...  18.29     2.5 ng     100771  5  18.41  813375  20.0
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