
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061416\
  Data File : BF088012.D                                          
  Acq On    : 14 Jun 2016  21:56
  Operator  : UM/SJ
  Sample    : H3474-05 2X
  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-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   1.724    11   12   21 rVB   210375    361039   7.35%   1.755%
  2   1.850    21   23   69 rVB  2236336   4908904 100.00%  23.858%
  3   4.936   290  293  301 rVB    74918     94654   1.93%   0.460%
  4   5.370   328  331  333 rBV  1142010   1067625  21.75%   5.189%
  5   6.422   420  423  425 rBV   727081   1022375  20.83%   4.969%
 
  6   6.547   432  434  436 rBV  1302679   1138429  23.19%   5.533%
  7   6.776   452  454  457 rBV   586131    599540  12.21%   2.914%
  8   6.936   465  468  470 rBV  1091899    904024  18.42%   4.394%
  9   7.347   501  504  506 rBV   743279    713692  14.54%   3.469%
 10   8.068   565  567  569 rBV  1006777    837805  17.07%   4.072%
 
 11   9.142   659  661  664 rBV   920009   1252519  25.52%   6.087%
 12   9.542   694  696  698 rVB   194253    164543   3.35%   0.800%
 13   9.828   718  721  722 rVV   660032    843067  17.17%   4.097%
 14  10.605   787  789  791 rBV   552741    511031  10.41%   2.484%
 15  10.731   799  800  804 rBV    64720     98374   2.00%   0.478%
 
 16  11.176   836  839  841 rBV2   35141     71757   1.46%   0.349%
 17  11.302   848  850  854 rBV2  822943    972972  19.82%   4.729%
 18  11.382   854  857  858 rVB    57719     83448   1.70%   0.406%
 19  11.542   867  871  875 rBV5   25463     58089   1.18%   0.282%
 20  11.919   902  904  908 rVB    45721     86247   1.76%   0.419%
 
 21  12.399   944  946  948 rVB3   40135     54285   1.11%   0.264%
 22  12.514   954  956  958 rVV   371061    333737   6.80%   1.622%
 23  12.742   972  976  977 rBV2  283216    407287   8.30%   1.979%
 24  12.777   977  979  983 rVB3   34424     65098   1.33%   0.316%
 25  12.891   987  989  991 rVV  1019935   1019666  20.77%   4.956%
 
 26  13.074  1002 1005 1006 rVB    35544     56871   1.16%   0.276%
 27  13.131  1008 1010 1012 rVV2   64761     62488   1.27%   0.304%
 28  13.177  1012 1014 1018 rBV3   28869     65789   1.34%   0.320%
 29  13.428  1033 1036 1037 rBV    67886     78123   1.59%   0.380%
 30  13.474  1037 1040 1041 rBV    56883     72135   1.47%   0.351%
 
 31  13.680  1056 1058 1060 rBV2   30640     53986   1.10%   0.262%
 32  13.794  1066 1068 1072 rVB3   64675    108011   2.20%   0.525%
 33  13.931  1078 1080 1085 rBV2  586725    971729  19.80%   4.723%
 34  14.114  1094 1096 1098 rBV2   75323     84548   1.72%   0.411%

8270-BF060716.M Wed Jun 15 18:15:35 2016                                              Page: 1

Instrument :
BNA_F
ClientSampleId :
S6-B3(0-7)C

Instrument :
BNA_F
ClientSampleId :
S6-B3(0-7)C



                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061416\
  Data File : BF088012.D                                          
  Acq On    : 14 Jun 2016  21:56
  Operator  : UM/SJ
  Sample    : H3474-05 2X
  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-BF060716.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  14.422  1121 1123 1124 rBV2   79140     93783   1.91%   0.456%
 
 36  14.720  1146 1149 1153 rBV2   83157    158494   3.23%   0.770%
 37  14.948  1167 1169 1173 rVB2  126945    264802   5.39%   1.287%
 38  15.291  1197 1199 1202 rBV    84005    143191   2.92%   0.696%
 39  15.348  1202 1204 1206 rBV   445647    538713  10.97%   2.618%
 40  16.400  1294 1296 1300 rVB    84359    152918   3.12%   0.743%
 
 
 
                        Sum of corrected areas:    20575788
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061416\
  Data File : BF088012.D                                          
  Acq On    : 14 Jun 2016  21:56
  Operator  : UM/SJ
  Sample    : H3474-05 2X
  Misc      :  
  ALS Vial  : 13   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\BF061416\
  Data File : BF088012.D                                          
  Acq On    : 14 Jun 2016  21:56
  Operator  : UM/SJ
  Sample    : H3474-05 2X
  Misc      :  
  ALS Vial  : 13   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  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.94    3.16 ng          94654   1,4-Dichlorobenzene-d4      6.78

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 56
 2 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 38
 3 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 
 4 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
 5 Acetone                              58 C3H6O          000067-64-1 9 

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

5000

m/z-->

Abundance Scan 293 (4.936 min): BF088012.D (-290) (-)
43

59

101

8349

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

5000

m/z-->

Abundance #8185: 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 #8206: Acetic acid, 1,1-dimethylethyl ester
43

57

10129
15 51 7337 83 95

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

5000

m/z-->

Abundance #3158: 5-Hexen-2-one
43

552715 83 9837 7149 7763

4.60 4.80 5.00 5.20

m/z  43.10  100.00%

4.60 4.80 5.00 5.20

m/z  59.10   61.46%

4.60 4.80 5.00 5.20

m/z 101.10   24.02%

4.60 4.80 5.00 5.20

m/z  58.10   17.92%

4.60 4.80 5.00 5.20

m/z  41.10    9.84%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061416\
  Data File : BF088012.D                                          
  Acq On    : 14 Jun 2016  21:56
  Operator  : UM/SJ
  Sample    : H3474-05 2X
  Misc      :  
  ALS Vial  : 13   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  unknown6.55                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.55   37.98 ng        1138430   1,4-Dichlorobenzene-d4      6.78

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 25
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 25
 3 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 4 4-Chloro-2-fluoro-pyrimidine        132 C4H2ClFN2      051422-00-5 9 
 5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2         022291-85-6 9 

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

5000

m/z-->

Abundance Scan 434 (6.547 min): BF088012.D (-432) (-)
132

68
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40 75 1045447 61 87 115
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0

5000

m/z-->

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

69
104

785131 38
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0

5000

m/z-->

Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132

67

41 97
53 117

79
89 105 1246034

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

5000

m/z-->

Abundance #14491: 5-Aminoindole
132

104
66 775144 11527 893714 58 97

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   36.00%

6.20 6.40 6.60 6.80

m/z 134.00   33.02%

6.20 6.40 6.60 6.80

m/z  66.10   22.54%

6.20 6.40 6.60 6.80

m/z  69.10   14.02%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061416\
  Data File : BF088012.D                                          
  Acq On    : 14 Jun 2016  21:56
  Operator  : UM/SJ
  Sample    : H3474-05 2X
  Misc      :  
  ALS Vial  : 13   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  Tridecane                       Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.73    2.02 ng          98374   Phenanthrene-d10           11.30

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tridecane                           184 C13H28         000629-50-5 93
 2 Tetracosane                         338 C24H50         000646-31-1 87
 3 Heptadecane                         240 C17H36         000629-78-7 87
 4 Heneicosane                         296 C21H44         000629-94-7 87
 5 Tridecane, 1-iodo-                  310 C13H27I        035599-77-0 87

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance Scan 800 (10.731 min): BF088012.D (-799) (-)
57

85

39 113 184141 165

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance #48835: Tridecane
57
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29

113 184141

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance #175557: Tetracosane
57

85

29
113 141 169 197 338225 253 281 309

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance #94345: Heptadecane
57

85

29
113 141 240169 196

10.40 10.60 10.80 11.00

m/z  57.10  100.00%

10.40 10.60 10.80 11.00

m/z  43.10   69.92%

10.40 10.60 10.80 11.00

m/z  71.10   63.44%

10.40 10.60 10.80 11.00

m/z  85.10   40.11%

10.40 10.60 10.80 11.00

m/z  41.10   31.83%

8270-BF060716.M Wed Jun 15 18:15:39 2016                                              Page: 6

Instrument :
BNA_F
ClientSampleId :
S6-B3(0-7)C



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061416\
  Data File : BF088012.D                                          
  Acq On    : 14 Jun 2016  21:56
  Operator  : UM/SJ
  Sample    : H3474-05 2X
  Misc      :  
  ALS Vial  : 13   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  Sulfurous acid, 2-propyl te...  Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.79    2.22 ng         108011   Chrysene-d12               13.94

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Sulfurous acid, 2-propyl tetrade... 320 C17H36O3S      1000309-12-5 91
 2 1-Pentadecene                       210 C15H30         013360-61-7 89
 3 1-Octadecanesulphonyl chloride      352 C18H37ClO2S    1000342-70-4 87
 4 Hexadecane                          226 C16H34         000544-76-3 86
 5 Tritetracontane                     605 C43H88         007098-21-7 86

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

5000

m/z-->

Abundance Scan 1068 (13.794 min): BF088012.D (-1066) (-)
57

43

85

99
125 230140 215 279248155 178 199 265

20 40 60 80 100 120 140 160 180 200 220 240 260 280
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5000

m/z-->

Abundance #161094: Sulfurous acid, 2-propyl tetradecyl ester
43
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85

9929 125 197141 168 261231

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

5000

m/z-->

Abundance #69582: 1-Pentadecene
43 57 83

97

29

112126140 210182168

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

5000

m/z-->

Abundance #185101: 1-Octadecanesulphonyl chloride
5743

85

10529 119 147161 288

13.40 13.60 13.80 14.00 14.20

m/z  57.10  100.00%

13.40 13.60 13.80 14.00 14.20

m/z  43.10   69.59%

13.40 13.60 13.80 14.00 14.20

m/z  71.10   65.77%

13.40 13.60 13.80 14.00 14.20

m/z  85.10   48.41%

13.40 13.60 13.80 14.00 14.20

m/z  55.10   37.68%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061416\
  Data File : BF088012.D                                          
  Acq On    : 14 Jun 2016  21:56
  Operator  : UM/SJ
  Sample    : H3474-05 2X
  Misc      :  
  ALS Vial  : 13   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  8  Nonadecane                      Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.72    5.88 ng         158494   Perylene-d12               15.35

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Nonadecane                          268 C19H40         000629-92-5 89
 2 Heneicosane                         296 C21H44         000629-94-7 81
 3 1-Iodo-2-methylundecane             296 C12H25I        073105-67-6 81
 4 Eicosane                            282 C20H42         000112-95-8 76
 5 Tetracosane                         338 C24H50         000646-31-1 76
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0

5000

m/z-->

Abundance Scan 1149 (14.720 min): BF088012.D (-1146) (-)
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Abundance #117638: Nonadecane
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Abundance #141426: Heneicosane
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0

5000

m/z-->

Abundance #140553: 1-Iodo-2-methylundecane
57

85
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113 169 211 296

14.40 14.60 14.80 15.00

m/z  57.10  100.00%

14.40 14.60 14.80 15.00

m/z  71.10   76.39%

14.40 14.60 14.80 15.00

m/z 149.00   67.76%

14.40 14.60 14.80 15.00

m/z  85.10   64.82%

14.40 14.60 14.80 15.00

m/z  43.10   59.00%

8270-BF060716.M Wed Jun 15 18:15:41 2016                                              Page: 8

Instrument :
BNA_F
ClientSampleId :
S6-B3(0-7)C



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061416\
  Data File : BF088012.D                                          
  Acq On    : 14 Jun 2016  21:56
  Operator  : UM/SJ
  Sample    : H3474-05 2X
  Misc      :  
  ALS Vial  : 13   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  9  28-Nor-17.beta.(H)-hopane       Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.40    5.68 ng         152918   Perylene-d12               15.35

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 28-Nor-17.beta.(H)-hopane           398 C29H50         036728-72-0 81
 2 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H22O        000127-43-5 50
 3 9H-Fluorene-9-carbonitrile          191 C14H9N         001529-40-4 35
 4 Isophthalic acid, 1-phenylpropyl... 326 C20H22O4       1000344-54-8 27
 5 1,4-Benzenediol, 2-[(1,4,4a,5,6,... 314 C21H30O2       039707-55-6 27

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 1296 (16.400 min): BF088012.D (-1294) (-)
191

95

12369
14943 217 259 397331 357281169 239 307

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #211535: 28-Nor-17.beta.(H)-hopane
191

109
135

398
217163 355260 328

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #66146: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl)
191

57

149107
8129

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #53873: 9H-Fluorene-9-carbonitrile
191

1648239 62 139113

16.00 16.20 16.40 16.60 16.80

m/z 191.15  100.00%

16.00 16.20 16.40 16.60 16.80

m/z  95.10   48.74%

16.00 16.20 16.40 16.60 16.80

m/z  81.10   37.42%

16.00 16.20 16.40 16.60 16.80

m/z 123.10   28.78%

16.00 16.20 16.40 16.60 16.80

m/z  69.10   27.97%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061416\
  Data File : BF088012.D                                          
  Acq On    : 14 Jun 2016  21:56
  Operator  : UM/SJ
  Sample    : H3474-05 2X
  Misc      :  
  ALS Vial  : 13   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...   4.94     3.2 ng      94654  1   6.78  599540  20.0
unknown6.55            6.55    38.0 ng    1138430  1   6.78  599540  20.0
Tridecane             10.73     2.0 ng      98374  4  11.30  972972  20.0
Sulfurous acid, 2...  13.79     2.2 ng     108011  5  13.94  971729  20.0
Nonadecane            14.72     5.9 ng     158494  6  15.35  538713  20.0
28-Nor-17.beta.(H...  16.40     5.7 ng     152918  6  15.35  538713  20.0
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