
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080315\
  Data File : BF080819.D                                          
  Acq On    :  4 Aug 2015  00:37
  Operator  : TP
  Sample    : G3083-14
  Misc      :  
  ALS Vial  : 13   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-BF080315.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   4.373   198  200  203 rVB   110384    142620   1.53%   0.095%
  2   5.013   253  256  259 rBV  1280814   1321809  14.17%   0.877%
  3   6.773   408  410  412 rBV  1374119   1214993  13.02%   0.806%
  4   6.830   413  415  418 rBV  1140004   1005453  10.78%   0.667%
  5   6.990   426  429  433 rVB2 3544643   4658480  49.93%   3.089%
 
  6   7.116   437  440  442 rBV  1085669   1467070  15.73%   0.973%
  7   7.242   448  451  454 rBV  1190621   1702397  18.25%   1.129%
  8   7.345   458  460  462 rVV  2065800   2105728  22.57%   1.396%
  9   7.425   462  467  469 rVB2 4198757   7760755  83.19%   5.146%
 10   7.653   484  487  489 rBV  2593200   2340231  25.08%   1.552%
 
 11   7.870   503  506  509 rBV  3226324   4796273  51.41%   3.181%
 12   8.065   519  523  525 rBV  4993173   5456424  58.49%   3.618%
 13   8.145   525  530  532 rBV2 4555430   6030173  64.64%   3.999%
 14   8.259   537  540  543 rVB  2226236   2012085  21.57%   1.334%
 15   8.979   601  603  606 rBV  1986273   2449025  26.25%   1.624%
 
 16   9.196   618  622  624 rBV  4900135   5048826  54.12%   3.348%
 17   9.448   641  644  646 rBV  1132994    944799  10.13%   0.627%
 18   9.596   652  657  659 rBV  3834543   4404188  47.21%   2.921%
 19   9.665   659  663  665 rVB  2380416   2463631  26.41%   1.634%
 20   9.733   665  669  672 rBV  5735406   6505273  69.73%   4.314%
 
 21   9.871   678  681  682 rBV  1260051   1387226  14.87%   0.920%
 22   9.905   682  684  687 rVB  5904323   6808761  72.98%   4.515%
 23  10.076   696  699  701 rBV  4104994   3806288  40.80%   2.524%
 24  10.419   726  729  731 rVB  8505278   9324639  99.95%   6.184%
 25  10.522   736  738  741 rVV  3058392   3441253  36.89%   2.282%
 
 26  11.345   808  810  812 rBV  1177663    981964  10.53%   0.651%
 27  11.436   814  818  820 rBV  5327929   7365611  78.95%   4.884%
 28  11.916   858  860  862 rVB  2434744   2040920  21.88%   1.353%
 29  12.042   869  871  873 rVB   270386    221865   2.38%   0.147%
 30  12.156   877  881  884 rBV2   67913    114369   1.23%   0.076%
 
 31  12.694   926  928  930 rBV  1827649   1750334  18.76%   1.161%
 32  12.785   933  936  938 rBV  3152456   2831104  30.35%   1.877%
 33  12.934   946  949  951 rBV  4558560   4135093  44.32%   2.742%
 34  13.414   988  991  994 rBV  4861329   4577369  49.06%   3.035%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080315\
  Data File : BF080819.D                                          
  Acq On    :  4 Aug 2015  00:37
  Operator  : TP
  Sample    : G3083-14
  Misc      :  
  ALS Vial  : 13   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-BF080315.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  13.905  1033 1034 1035 rBV   106441    113316   1.21%   0.075%
 
 36  13.939  1035 1037 1038 rVV  1105901    991020  10.62%   0.657%
 37  13.974  1038 1040 1042 rVV2 3994155   5092204  54.58%   3.377%
 38  14.020  1042 1044 1046 rVB  5349005   6028775  64.62%   3.998%
 39  14.591  1091 1094 1096 rBV  4030799   5374794  57.61%   3.564%
 40  14.991  1126 1129 1130 rBV  1800461   2110754  22.63%   1.400%
 
 41  15.025  1130 1132 1135 rVB  3011232   3395385  36.40%   2.252%
 42  15.345  1156 1160 1162 rBV  2997313   4584004  49.14%   3.040%
 43  15.391  1162 1164 1167 rVB   496588    618640   6.63%   0.410%
 44  16.808  1279 1288 1291 rBV2 2832765   9329226 100.00%   6.187%
 45  17.174  1316 1320 1327 rBV   285742    543372   5.82%   0.360%
 
 
 
                        Sum of corrected areas:   150798519
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080315\
  Data File : BF080819.D                                          
  Acq On    :  4 Aug 2015  00:37
  Operator  : TP
  Sample    : G3083-14
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080315.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\BF080315\
  Data File : BF080819.D                                          
  Acq On    :  4 Aug 2015  00:37
  Operator  : TP
  Sample    : G3083-14
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080315.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  3-Penten-2-one, 4-methyl-       Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.37    2.84 ng         142620   1,4-Dichlorobenzene-d4      6.83

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Penten-2-one, 4-methyl-            98 C6H10O         000141-79-7 91
 2 3-Hexen-2-one                        98 C6H10O         000763-93-9 90
 3 2-Pentene, 2,4-dimethyl-             98 C7H14          000625-65-0 86
 4 2-Pentene, 3,4-dimethyl-, (E)-       98 C7H14          004914-92-5 78
 5 2-Pentene, 4,4-dimethyl-, (Z)-       98 C7H14          000762-63-0 72

10 20 30 40 50 60 70 80 90 100

5000

m/z-->

Abundance Scan 200 (4.373 min): BF080819.D (-198) (-)
55 83

43 98

5038 65 77

10 20 30 40 50 60 70 80 90 100

5000

m/z-->

Abundance #3185: 3-Penten-2-one, 4-methyl-
8355

43
98

29

37 6762 7749 89

10 20 30 40 50 60 70 80 90 100

5000

m/z-->

Abundance #3097: 3-Hexen-2-one
83

55
43

29
98

6937 49 62

10 20 30 40 50 60 70 80 90 100

5000

m/z-->

Abundance #3301: 2-Pentene, 2,4-dimethyl-
55 83

41

98
27

6715 7762

4.00 4.20 4.40 4.60

m/z  55.10  100.00%

4.00 4.20 4.40 4.60

m/z  83.10   96.31%

4.00 4.20 4.40 4.60

m/z  43.10   38.34%

4.00 4.20 4.40 4.60

m/z  98.10   32.89%

4.00 4.20 4.40 4.60

m/z  39.10   26.08%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080315\
  Data File : BF080819.D                                          
  Acq On    :  4 Aug 2015  00:37
  Operator  : TP
  Sample    : G3083-14
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080315.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.01   26.29 ng        1321810   1,4-Dichlorobenzene-d4      6.83

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 50
 2 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 36
 3 2-Hexanol, 2-methyl-                116 C7H16O         000625-23-0 33
 4 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 33
 5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 23

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance Scan 256 (5.013 min): BF080819.D (-253) (-)
43

59

101
835337 69

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43

59

10131 833725 93

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

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

41
10129

53 73 86

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #8116: 2-Hexanol, 2-methyl-
59

101
4131 836915 53

4.60 4.80 5.00 5.20 5.40

m/z  43.10  100.00%

4.60 4.80 5.00 5.20 5.40

m/z  59.10   56.15%

4.60 4.80 5.00 5.20 5.40

m/z  58.10   15.46%

4.60 4.80 5.00 5.20 5.40

m/z 101.10   14.10%

4.60 4.80 5.00 5.20 5.40

m/z  41.10    8.91%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080315\
  Data File : BF080819.D                                          
  Acq On    :  4 Aug 2015  00:37
  Operator  : TP
  Sample    : G3083-14
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080315.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  2-Cyclohexen-1-one, 4-(dime...  Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.45   13.62 ng         944799   Acenaphthene-d10            9.87

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Cyclohexen-1-one, 4-(dimethoxy... 198 C11H18O3       054710-15-5 72
 2 2-Octanol, 8,8-dimethoxy-           190 C10H22O3       312305-55-8 56
 3 Octanoic acid, 6,6-dimethoxy-, m... 218 C11H22O4       065157-89-3 50
 4 2-Cyclopentenecarboxylic acid, 5... 230 C11H18O5       1000141-74-5 40
 5 Benzene, (2,2-dimethoxyethoxy)-     182 C10H14O3       067874-68-4 40

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance Scan 644 (9.448 min): BF080819.D (-641) (-)
75

39 107 16753 91 127 139 151 19864

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #54577: 2-Cyclohexen-1-one, 4-(dimethoxymethyl)-3,4-dimethyl-
75

47

31

16712595 13810759 183 198151

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #48955: 2-Octanol, 8,8-dimethoxy-
75

45
109 1595831 12793 143 190173

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #67807: Octanoic acid, 6,6-dimethoxy-, methyl ester
75

18741 9558 123 15529 171139111 203 217

9.20 9.40 9.60 9.80

m/z  75.10  100.00%

9.20 9.40 9.60 9.80

m/z  39.10    7.68%

9.20 9.40 9.60 9.80

m/z 107.10    7.36%

9.20 9.40 9.60 9.80

m/z  47.10    7.24%

9.20 9.40 9.60 9.80

m/z 167.10    6.56%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080315\
  Data File : BF080819.D                                          
  Acq On    :  4 Aug 2015  00:37
  Operator  : TP
  Sample    : G3083-14
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080315.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  unknown12.04                    Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.04    4.52 ng         221865   Phenanthrene-d10           11.35

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Dibenzofuran, 4-methyl-             182 C13H10O        007320-53-8 40
 2 .alpha.,.alpha.-Diphenylglycine     227 C14H13NO2      003060-50-2 40
 3 3,3'-Dimethylbiphenyl               182 C14H14         000612-75-9 40
 4 2'-Methoxydihydro-2-stilbazole      213 C14H15NO       058246-69-8 38
 5 2-Nitro-5-aminobenzoic acid         182 C7H6N2O4       013280-60-9 37

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance Scan 871 (12.042 min): BF080819.D (-869) (-)
182

213

1677751 1979065 11539 152128139104

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #44116: Dibenzofuran, 4-methyl-
182

15276 916339 51 127102 13911528 165

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #74381: .alpha.,.alpha.-Diphenylglycine
182

104

77
1659051 15239 63 210139115 19427 12716

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #44173: 3,3'-Dimethylbiphenyl
182

167

15289 115766339 12851 13927 10215

11.80 12.00 12.20 12.40

m/z 182.10  100.00%

11.80 12.00 12.20 12.40

m/z 213.20   35.03%

11.80 12.00 12.20 12.40

m/z 183.10   15.43%

11.80 12.00 12.20 12.40

m/z 167.10   11.60%

11.80 12.00 12.20 12.40

m/z  77.10    8.65%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080315\
  Data File : BF080819.D                                          
  Acq On    :  4 Aug 2015  00:37
  Operator  : TP
  Sample    : G3083-14
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080315.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  9,10-Anthracenedione            Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.16    2.33 ng         114369   Phenanthrene-d10           11.35

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 9,10-Anthracenedione                208 C14H8O2        000084-65-1 99
 2 Benzo[c]cinnoline                   180 C12H8N2        000230-17-1 91
 3 Benzo[h]cinnoline                   180 C12H8N2        000230-31-9 87
 4 9H-Fluoren-9-one                    180 C13H8O         000486-25-9 86
 5 1H-Phenalen-1-one                   180 C13H8O         000548-39-0 58

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 881 (12.156 min): BF080819.D (-877) (-)
208152 180

76

50
63 126

9039 193102

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #61654: 9,10-Anthracenedione
180152 208

76

50
12663 90 10239

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #42704: Benzo[c]cinnoline
152 180

76 126
6339 10251 87 16711327 139

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #42705: Benzo[h]cinnoline
180

152

7663 126
50 90 102

11.80 12.00 12.20 12.40

m/z 208.10  100.00%

11.80 12.00 12.20 12.40

m/z 152.10   96.11%

11.80 12.00 12.20 12.40

m/z 180.10   95.29%

11.80 12.00 12.20 12.40

m/z  76.00   53.10%

11.80 12.00 12.20 12.40

m/z 151.10   46.13%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080315\
  Data File : BF080819.D                                          
  Acq On    :  4 Aug 2015  00:37
  Operator  : TP
  Sample    : G3083-14
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080315.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  3,5-Dibromopyridine             Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.69    6.87 ng        1750330   Chrysene-d12               13.99

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3,5-Dibromopyridine                 235 C5H3Br2N       000625-92-3 50
 2 2-Chloro-6-methoxyquinoline-4-ca... 237 C11H8ClNO3     020335-34-6 47
 3 Indolo[2,3-b]quinoxaline, 1-fluoro- 237 C14H8FN3       296244-71-8 35
 4 Methanone, (3-chlorophenyl)(5-cy... 320 C17H21ClN2O2   337497-71-9 28
 5 p,p-Bis(1-aziridinyl)-N-(p-tolyl... 237 C11H16N3OP     027824-40-4 25

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

5000

m/z-->

Abundance Scan 928 (12.694 min): BF080819.D (-926) (-)
237

167
139

83
20163 1181005139 151 185 213

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

5000

m/z-->

Abundance #79263: 3,5-Dibromopyridine
237

156
50

76

131
106 193 209181

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

5000

m/z-->

Abundance #80233: 2-Chloro-6-methoxyquinoline-4-carboxylic acid
237

194

166150102 1381148862 2077544 178 22228 12615

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

5000

m/z-->

Abundance #80421: Indolo[2,3-b]quinoxaline, 1-fluoro-
237

40 1199064 21076 105 18214713552 163 197 225

12.40 12.60 12.80 13.00

m/z 237.10  100.00%

12.40 12.60 12.80 13.00

m/z 239.10   63.67%

12.40 12.60 12.80 13.00

m/z 167.10   36.32%

12.40 12.60 12.80 13.00

m/z 139.10   28.35%

12.40 12.60 12.80 13.00

m/z  83.60   15.23%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080315\
  Data File : BF080819.D                                          
  Acq On    :  4 Aug 2015  00:37
  Operator  : TP
  Sample    : G3083-14
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080315.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|
----------------------------------------------------------------------------
3-Penten-2-one, 4...   4.37     2.8 ng     142620  1   6.83 1005450  20.0
2-Pentanone, 4-hy...   5.01    26.3 ng    1321810  1   6.83 1005450  20.0
2-Cyclohexen-1-on...   9.45    13.6 ng     944799  3   9.87 1387230  20.0
unknown12.04          12.04     4.5 ng     221865  4  11.35  981964  20.0
9,10-Anthracenedione  12.16     2.3 ng     114369  4  11.35  981964  20.0
3,5-Dibromopyridine   12.69     6.9 ng    1750330  5  13.99 5092200  20.0
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