
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111315\
  Data File : BF082931.D                                          
  Acq On    : 14 Nov 2015   8:38
  Operator  : UM/IZ
  Sample    : G4331-01
  Misc      :  
  ALS Vial  : 37   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-BF110715.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   4.967   247  252  255 rBV   820669    913994  14.46%   2.118%
  2   5.413   289  291  294 rBV  1665833   2187726  34.62%   5.069%
  3   6.453   380  382  384 rBV  1654453   1344978  21.29%   3.116%
  4   6.579   390  393  395 rBV  4862557   4466437  70.68%  10.349%
  5   6.796   410  412  414 rBV   956815   1138994  18.03%   2.639%
 
  6   6.876   416  419  424 rBV    67373     81702   1.29%   0.189%
  7   6.956   424  426  429 rBV  3382191   4248358  67.23%   9.843%
  8   7.367   459  462  465 rBV  3371995   3499249  55.38%   8.108%
  9   7.482   467  472  475 rBV    72643    114999   1.82%   0.266%
 10   7.836   500  503  505 rBV   139789    180075   2.85%   0.417%
 
 11   8.088   523  525  529 rBV  1663184   1565987  24.78%   3.628%
 12   8.602   568  570  572 rBV    47803     68922   1.09%   0.160%
 13   8.808   585  588  589 rVB    55658     71361   1.13%   0.165%
 14   8.899   594  596  599 rBV2  100355    131338   2.08%   0.304%
 15   9.048   607  609  612 rVB   145886    132432   2.10%   0.307%
 
 16   9.173   617  620  622 rBV  6861859   6318862 100.00%  14.641%
 17   9.425   640  642  646 rBV2   69996    112933   1.79%   0.262%
 18   9.505   646  649  650 rBV   162340    176129   2.79%   0.408%
 19   9.562   653  654  657 rVB   393261    321419   5.09%   0.745%
 20   9.619   657  659  662 rBV2   60994    102718   1.63%   0.238%
 
 21   9.848   676  679  681 rBV  1788909   1734241  27.45%   4.018%
 22  10.053   694  697  699 rBV2   43379     85661   1.36%   0.198%
 23  10.259   711  715  719 rVB3  118768    204210   3.23%   0.473%
 24  10.339   719  722  723 rBV   101541    102616   1.62%   0.238%
 25  10.453   730  732  735 rBV2   55444     66715   1.06%   0.155%
 
 26  10.556   738  741  743 rVB    46910     66114   1.05%   0.153%
 27  10.636   745  748  750 rBV  3550705   3407801  53.93%   7.896%
 28  10.762   756  759  765 rVB    75191    101064   1.60%   0.234%
 29  10.854   765  767  770 rBV2   50280     69765   1.10%   0.162%
 30  11.105   787  789  792 rVB   182452    166983   2.64%   0.387%
 
 31  11.208   796  798  800 rBV   105372     92552   1.46%   0.214%
 32  11.322   806  808  811 rVB  1101384   1428211  22.60%   3.309%
 33  11.505   820  824  826 rBV    37584     67192   1.06%   0.156%
 34  11.562   826  829  833 rVV2   59544    104211   1.65%   0.241%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111315\
  Data File : BF082931.D                                          
  Acq On    : 14 Nov 2015   8:38
  Operator  : UM/IZ
  Sample    : G4331-01
  Misc      :  
  ALS Vial  : 37   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-BF110715.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  11.631   833  835  839 rVV    62172     75235   1.19%   0.174%
 
 36  11.722   842  843  846 rVB   136701    121643   1.93%   0.282%
 37  11.894   857  858  860 rVB   216581    245056   3.88%   0.568%
 38  12.168   880  882  884 rVB   131573    114499   1.81%   0.265%
 39  12.751   930  933  936 rBV2   77459    101234   1.60%   0.235%
 40  12.922   945  948  950 rBV  4614178   5207569  82.41%  12.066%
 
 41  13.825  1024 1027 1031 rBV2   76069    109932   1.74%   0.255%
 42  13.962  1036 1039 1041 rBV  1275642   1134171  17.95%   2.628%
 43  14.820  1112 1114 1116 rBV    99482    100736   1.59%   0.233%
 44  15.380  1160 1163 1166 rBV   860784   1073449  16.99%   2.487%
 
 
                        Sum of corrected areas:    43159473
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111315\
  Data File : BF082931.D                                          
  Acq On    : 14 Nov 2015   8:38
  Operator  : UM/IZ
  Sample    : G4331-01
  Misc      :  
  ALS Vial  : 37   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715.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\BF111315\
  Data File : BF082931.D                                          
  Acq On    : 14 Nov 2015   8:38
  Operator  : UM/IZ
  Sample    : G4331-01
  Misc      :  
  ALS Vial  : 37   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715.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.
---------------------------------------------------------------------
  4.97   16.05 ng         913994   1,4-Dichlorobenzene-d4      6.80

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 64
 2 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 33
 3 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 33
 4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 23
 5 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 

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

5000

m/z-->

Abundance Scan 252 (4.967 min): BF082931.D (-247) (-)
43

59

101
835337 69

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

5000

m/z-->

Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43

59

15 10131 8337 5325

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

5000

m/z-->

Abundance #8114: 3-Hexanol, 4-methyl-
59

41
31

69 87
53 9815

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

5000

m/z-->

Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59

41
10129

53 73 86

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   58.35%

4.60 4.80 5.00 5.20 5.40

m/z 101.10   18.32%

4.60 4.80 5.00 5.20 5.40

m/z  58.10   14.34%

4.60 4.80 5.00 5.20 5.40

m/z  41.05    8.85%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111315\
  Data File : BF082931.D                                          
  Acq On    : 14 Nov 2015   8:38
  Operator  : UM/IZ
  Sample    : G4331-01
  Misc      :  
  ALS Vial  : 37   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.58                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.58   78.43 ng        4466440   1,4-Dichlorobenzene-d4      6.80

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 22
 3 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 12
 4 2-Cyclohexen-1-one                   96 C6H8O          000930-68-7 10
 5 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10

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

5000

m/z-->

Abundance Scan 393 (6.579 min): BF082931.D (-390) (-)
132

68

96
40 7554 10447 8761 115

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

5000

m/z-->

Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132

69
104

785131 38

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

5000

m/z-->

Abundance #14013: 1H-Benzimidazole, 2-methyl-
132

63 104905239 772815 116

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

5000

m/z-->

Abundance #13679: 5-Fluoro-2-chloropyrimidine
132

1059733 44
70 786051 86 115

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   50.69%

6.20 6.40 6.60 6.80 7.00

m/z 134.10   34.08%

6.20 6.40 6.60 6.80 7.00

m/z  66.10   31.53%

6.20 6.40 6.60 6.80 7.00

m/z  69.10   20.26%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111315\
  Data File : BF082931.D                                          
  Acq On    : 14 Nov 2015   8:38
  Operator  : UM/IZ
  Sample    : G4331-01
  Misc      :  
  ALS Vial  : 37   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  unknown7.84                     Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.84    2.30 ng         180075   Naphthalene-d8              8.09

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 1-methyl-2-(1-methyleth... 134 C10H14         000527-84-4 46
 2 Benzene, 1,2,4,5-tetramethyl-       134 C10H14         000095-93-2 46
 3 Benzene, 1,2,3,4-tetramethyl-       134 C10H14         000488-23-3 46
 4 Benzene, 1,2,3,5-tetramethyl-       134 C10H14         000527-53-7 46
 5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14         000535-77-3 45

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

5000

m/z-->

Abundance Scan 503 (7.836 min): BF082931.D (-500) (-)
119

134

91
60 7741 51 10569 84 112 12798

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

5000

m/z-->

Abundance #14404: Benzene, 1-methyl-2-(1-methylethyl)-
119

134
91

41 77655127 10358 127

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

5000

m/z-->

Abundance #14361: Benzene, 1,2,4,5-tetramethyl-
119

134

91
39 7751 65 1032715 58 127

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

5000

m/z-->

Abundance #14353: Benzene, 1,2,3,4-tetramethyl-
119

134

917739 5127 65 10515 58 12798

7.60 7.80 8.00 8.20

m/z 119.10  100.00%

7.60 7.80 8.00 8.20

m/z 113.10   72.64%

7.60 7.80 8.00 8.20

m/z 117.10   48.29%

7.60 7.80 8.00 8.20

m/z 134.10   43.99%

7.60 7.80 8.00 8.20

m/z 131.10   28.25%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111315\
  Data File : BF082931.D                                          
  Acq On    : 14 Nov 2015   8:38
  Operator  : UM/IZ
  Sample    : G4331-01
  Misc      :  
  ALS Vial  : 37   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Naphthalene, 1,7-dimethyl-      Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.50    2.03 ng         176129   Acenaphthene-d10            9.85

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Naphthalene, 1,7-dimethyl-          156 C12H12         000575-37-1 97
 2 Naphthalene, 1,4-dimethyl-          156 C12H12         000571-58-4 97
 3 Naphthalene, 2,3-dimethyl-          156 C12H12         000581-40-8 97
 4 Naphthalene, 1,3-dimethyl-          156 C12H12         000575-41-7 96
 5 Naphthalene, 1,6-dimethyl-          156 C12H12         000575-43-9 96

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 649 (9.505 min): BF082931.D (-646) (-)
156141

115 128
766351 8939 102 174

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #27188: Naphthalene, 1,7-dimethyl-
156

141

115 1287763513928 89 102

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #27193: Naphthalene, 1,4-dimethyl-
156

141

115 1287751 89 102653927

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #27181: Naphthalene, 2,3-dimethyl-
156

141

115 12876635139 8927 10218

9.20 9.40 9.60 9.80

m/z 156.10  100.00%

9.20 9.40 9.60 9.80

m/z 141.10   86.42%

9.20 9.40 9.60 9.80

m/z 155.10   28.89%

9.20 9.40 9.60 9.80

m/z 115.10   20.62%

9.20 9.40 9.60 9.80

m/z 153.10   15.92%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111315\
  Data File : BF082931.D                                          
  Acq On    : 14 Nov 2015   8:38
  Operator  : UM/IZ
  Sample    : G4331-01
  Misc      :  
  ALS Vial  : 37   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  unknown10.26                    Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.26    2.36 ng         204210   Acenaphthene-d10            9.85

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Furan, 2-butyltetrahydro-           128 C8H16O         001004-29-1 47
 2 Propanoic acid, 2-methyl-, 2-(hy... 216 C12H24O3       074367-32-1 42
 3 Propanoic acid, 2-methyl-, 1-(1,... 286 C16H30O4       074381-40-1 42
 4 2,2,4-Trimethyl-1,3-pentanediol ... 286 C16H30O4       006846-50-0 33
 5 Butane, 1-bromo-2-methyl-           150 C5H11Br        010422-35-2 33

20 40 60 80 100 120 140 160 180 200 220 240
0

5000

m/z-->

Abundance Scan 715 (10.259 min): BF082931.D (-711) (-)
71

43

155 17056 11183 98 143127

20 40 60 80 100 120 140 160 180 200 220 240
0

5000

m/z-->

Abundance #12188: Furan, 2-butyltetrahydro-
71

43

27 57 12885 97

20 40 60 80 100 120 140 160 180 200 220 240
0

5000

m/z-->

Abundance #66732: Propanoic acid, 2-methyl-, 2-(hydroxymethyl)-1-pro...
71

43

55 83
99 127

20 40 60 80 100 120 140 160 180 200 220 240
0

5000

m/z-->

Abundance #109845: Propanoic acid, 2-methyl-, 1-(1,1-dimethylethyl)-...
71

43
56 11183 15997 173143 243

10.00 10.20 10.40 10.60

m/z  71.05  100.00%

10.00 10.20 10.40 10.60

m/z  43.05   55.37%

10.00 10.20 10.40 10.60

m/z 155.10   11.77%

10.00 10.20 10.40 10.60

m/z 149.00   11.47%

10.00 10.20 10.40 10.60

m/z  41.10   10.38%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111315\
  Data File : BF082931.D                                          
  Acq On    : 14 Nov 2015   8:38
  Operator  : UM/IZ
  Sample    : G4331-01
  Misc      :  
  ALS Vial  : 37   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  3,5-di-tert-Butyl-4-hydroxy...  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.11    2.34 ng         166983   Phenanthrene-d10           11.33

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3,5-di-tert-Butyl-4-hydroxybenza... 234 C15H22O2       001620-98-0 97
 2 2,3,5,6-Detetrahydrocyclohexanon... 234 C15H22O2       101100-38-3 91
 3 3,5-Di-tert-butylbenzoic acid       234 C15H22O2       016225-26-6 64
 4 Phenol, 2,6-bis(1,1-dimethylethy... 234 C16H26O        004130-42-1 64
 5 4-tert-Butyl-2,6-diisopropylphenol  234 C16H26O        057354-65-1 58

20 40 60 80 100 120 140 160 180 200 220 240
0

5000

m/z-->

Abundance Scan 789 (11.105 min): BF082931.D (-787) (-)
219

19157
23441 91 115 17577 159128 203147103

20 40 60 80 100 120 140 160 180 200 220 240
0

5000

m/z-->

Abundance #78584: 3,5-di-tert-Butyl-4-hydroxybenzaldehyde
219

23457 191
4118 91 159 175 20313111577 147103

20 40 60 80 100 120 140 160 180 200 220 240
0

5000

m/z-->

Abundance #78603: 2,3,5,6-Detetrahydrocyclohexanone, 2,6-di-t-butyl-...
219

234
5741

19191 11577 175128 159 203103 147

20 40 60 80 100 120 140 160 180 200 220 240
0

5000

m/z-->

Abundance #78569: 3,5-Di-tert-butylbenzoic acid
219

57
23418941 91 204105 131117 16314579 175

10.80 11.00 11.20 11.40

m/z 219.20  100.00%

10.80 11.00 11.20 11.40

m/z 191.10   30.71%

10.80 11.00 11.20 11.40

m/z  57.10   30.28%

10.80 11.00 11.20 11.40

m/z 234.20   19.38%

10.80 11.00 11.20 11.40

m/z  41.10   15.22%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111315\
  Data File : BF082931.D                                          
  Acq On    : 14 Nov 2015   8:38
  Operator  : UM/IZ
  Sample    : G4331-01
  Misc      :  
  ALS Vial  : 37   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715.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...   4.97    16.1 ng     913994  1   6.80 1138990  20.0
unknown6.58            6.58    78.4 ng    4466440  1   6.80 1138990  20.0
unknown7.84            7.84     2.3 ng     180075  2   8.09 1565990  20.0
Naphthalene, 1,7-...   9.50     2.0 ng     176129  3   9.85 1734240  20.0
unknown10.26          10.26     2.4 ng     204210  3   9.85 1734240  20.0
3,5-di-tert-Butyl...  11.11     2.3 ng     166983  4  11.33 1428210  20.0
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