
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010416\
  Data File : BF084263.D                                          
  Acq On    :  5 Jan 2016   4:08
  Operator  : UM/SJ
  Sample    : G4990-06
  Misc      :  
  ALS Vial  : 30   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-BF123115.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   2.167     5    7   20 rVB    68297    149270   1.75%   0.239%
  2   3.870   150  156  159 rBV   125235    194530   2.27%   0.312%
  3   5.082   259  262  268 rVB   629377    795663   9.30%   1.275%
  4   5.504   296  299  301 rBV  4467051   4459041  52.13%   7.146%
  5   6.533   386  389  391 rBV  2144357   2787911  32.59%   4.468%
 
  6   6.659   397  400  403 rBV  6294165   6422285  75.09%  10.292%
  7   6.887   418  420  422 rBV  2154443   1781031  20.82%   2.854%
  8   7.047   431  434  436 rVB  7065482   6343013  74.16%  10.165%
  9   7.459   467  470  472 rVB  5368757   5920585  69.22%   9.488%
 10   7.802   497  500  501 rBV   356877    302690   3.54%   0.485%
 
 11   7.825   501  502  505 rVV   270910    279918   3.27%   0.449%
 12   7.916   508  510  513 rBV   185175    223949   2.62%   0.359%
 13   8.179   530  533  535 rBV  2287635   2375866  27.78%   3.807%
 14   8.899   593  596  599 rBV    63572     89364   1.04%   0.143%
 15   9.253   624  627  630 rBV  8045517   8553247 100.00%  13.707%
 
 16   9.653   660  662  663 rBV   250242    300578   3.51%   0.482%
 17   9.859   678  680  684 rBV    82645    109967   1.29%   0.176%
 18   9.928   684  686  689 rVB2 2229928   2414530  28.23%   3.869%
 19  10.362   721  724  726 rBV2  212612    219119   2.56%   0.351%
 20  10.568   740  742  747 rBV2  124126    191094   2.23%   0.306%
 
 21  10.716   753  755  758 rBV2 3870836   5579044  65.23%   8.941%
 22  10.842   764  766  770 rVB   142006    254745   2.98%   0.408%
 23  10.979   775  778  779 rBV   138425    126263   1.48%   0.202%
 24  11.288   802  805  806 rBV   121051    120453   1.41%   0.193%
 25  11.414   814  816  819 rBV  2575582   2246247  26.26%   3.600%
 
 26  11.631   833  835  837 rBV   183735    192786   2.25%   0.309%
 27  12.328   894  896  899 rVB   100537    108966   1.27%   0.175%
 28  12.785   934  936  938 rBV   155395    169235   1.98%   0.271%
 29  13.002   952  955  958 rBV  5914586   6199899  72.49%   9.936%
 30  13.791  1021 1024 1026 rBV    79247    106936   1.25%   0.171%
 
 31  13.905  1031 1034 1040 rBV   236105    354307   4.14%   0.568%
 32  14.054  1044 1047 1049 rBV  1401513   1573129  18.39%   2.521%
 33  15.494  1170 1173 1175 rBV  1049957   1454379  17.00%   2.331%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010416\
  Data File : BF084263.D                                          
  Acq On    :  5 Jan 2016   4:08
  Operator  : UM/SJ
  Sample    : G4990-06
  Misc      :  
  ALS Vial  : 30   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-BF123115.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 
                        Sum of corrected areas:    62400040
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010416\
  Data File : BF084263.D                                          
  Acq On    :  5 Jan 2016   4:08
  Operator  : UM/SJ
  Sample    : G4990-06
  Misc      :  
  ALS Vial  : 30   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.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\BF010416\
  Data File : BF084263.D                                          
  Acq On    :  5 Jan 2016   4:08
  Operator  : UM/SJ
  Sample    : G4990-06
  Misc      :  
  ALS Vial  : 30   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  1,3,5-Cycloheptatriene          Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.87    2.18 ng         194530   1,4-Dichlorobenzene-d4      6.89

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1,3,5-Cycloheptatriene               92 C7H8           000544-25-2 91
 2 Toluene                              92 C7H8           000108-88-3 87
 3 2,5-Norbornadiene                    92 C7H8           000121-46-0 80
 4 Spiro[2.4]hepta-4,6-diene            92 C7H8           000765-46-8 74
 5 Cyclobutene, 2-propenylidene-        92 C7H8           052097-85-5 72

0 10 20 30 40 50 60 70 80 90 100

5000

m/z-->

Abundance Scan 156 (3.870 min): BF084263.D (-150) (-)
91

6539 5145 74 84

0 10 20 30 40 50 60 70 80 90 100

5000

m/z-->

Abundance #2418: 1,3,5-Cycloheptatriene
91

6539
5127 45 77 8515

0 10 20 30 40 50 60 70 80 90 100

5000

m/z-->

Abundance #2401: Toluene
91

39 655127 45 771 15 8557

0 10 20 30 40 50 60 70 80 90 100

5000

m/z-->

Abundance #2413: 2,5-Norbornadiene
91

66

39

5127 45 77 8560

3.60 3.80 4.00 4.20

m/z  91.10  100.00%

3.60 3.80 4.00 4.20

m/z  92.10   53.33%

3.60 3.80 4.00 4.20

m/z  65.10   11.98%

3.60 3.80 4.00 4.20

m/z  39.10   11.78%

3.60 3.80 4.00 4.20

m/z  63.00    8.26%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010416\
  Data File : BF084263.D                                          
  Acq On    :  5 Jan 2016   4:08
  Operator  : UM/SJ
  Sample    : G4990-06
  Misc      :  
  ALS Vial  : 30   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.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  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.08    8.93 ng         795663   1,4-Dichlorobenzene-d4      6.89

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 59
 2 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 33
 3 3-Hexanol, 4-ethyl-                 130 C8H18O         019780-44-0 33
 4 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 33
 5 Propane, 1-ethoxy-2-methyl-         102 C6H14O         000627-02-1 32

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance Scan 262 (5.082 min): BF084263.D (-259) (-)
43

59

101
835337 69

10 20 30 40 50 60 70 80 90 100 110

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

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 #13214: 3-Hexanol, 4-ethyl-
59

4131
70 10183

5315

4.80 5.00 5.20 5.40

m/z  43.05  100.00%

4.80 5.00 5.20 5.40

m/z  59.10   56.12%

4.80 5.00 5.20 5.40

m/z 101.10   17.79%

4.80 5.00 5.20 5.40

m/z  58.10   14.26%

4.80 5.00 5.20 5.40

m/z  41.10    9.98%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010416\
  Data File : BF084263.D                                          
  Acq On    :  5 Jan 2016   4:08
  Operator  : UM/SJ
  Sample    : G4990-06
  Misc      :  
  ALS Vial  : 30   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown6.66                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.66   72.12 ng        6422290   1,4-Dichlorobenzene-d4      6.89

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 5-Aminoindole                       132 C8H8N2         005192-03-0 27
 3 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 12
 4 (5-METHYL-2-PYRIDYL)ACETONITRILE    132 C8H8N2         1000241-93-9 10
 5 1,2,3-Trifluorobenzene              132 C6H3F3         001489-53-8 9 

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

5000

m/z-->

Abundance Scan 400 (6.659 min): BF084263.D (-397) (-)
132

68

9640 7554 10447 61 87 115

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

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

5000

m/z-->

Abundance #14006: 5-Aminoindole
132

104
66 775144 11527 893714 58 97

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

5000

m/z-->

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

1059733 44
70 786051 86 115

6.40 6.60 6.80 7.00

m/z 132.00  100.00%

6.40 6.60 6.80 7.00

m/z  68.10   47.61%

6.40 6.60 6.80 7.00

m/z 134.00   33.63%

6.40 6.60 6.80 7.00

m/z  66.10   32.05%

6.40 6.60 6.80 7.00

m/z  69.10   20.46%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010416\
  Data File : BF084263.D                                          
  Acq On    :  5 Jan 2016   4:08
  Operator  : UM/SJ
  Sample    : G4990-06
  Misc      :  
  ALS Vial  : 30   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  1-Propanol, 2-(2-hydroxypro...  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.80    2.55 ng         302690   Naphthalene-d8              8.18

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Propanol, 2-(2-hydroxypropoxy)-   134 C6H14O3        000106-62-7 83
 2 2,5,8,11,14-Pentaoxapentadecane     222 C10H22O5       000143-24-8 78
 3 Methane, diethoxy-                  104 C5H12O2        000462-95-3 78
 4 Hexaethylene glycol dimethyl ether  310 C14H30O7       001072-40-8 78
 5 2-Propanol, 1,1'-[(1-methyl-1,2-... 192 C9H20O4        001638-16-0 74

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance Scan 500 (7.802 min): BF084263.D (-497) (-)
59

43 103

72 13285

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #14599: 1-Propanol, 2-(2-hydroxypropoxy)-
59

31 10345

75 89

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #70348: 2,5,8,11,14-Pentaoxapentadecane
59

1034531
8915 13373 177147115

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #4642: Methane, diethoxy-
31 59

103

4515
75 89

7.40 7.60 7.80 8.00 8.20

m/z  59.10  100.00%

7.40 7.60 7.80 8.00 8.20

m/z  43.10   20.75%

7.40 7.60 7.80 8.00 8.20

m/z 103.10   19.63%

7.40 7.60 7.80 8.00 8.20

m/z  41.10   15.65%

7.40 7.60 7.80 8.00 8.20

m/z  45.10   14.40%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010416\
  Data File : BF084263.D                                          
  Acq On    :  5 Jan 2016   4:08
  Operator  : UM/SJ
  Sample    : G4990-06
  Misc      :  
  ALS Vial  : 30   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Heptacosane                     Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.84    2.27 ng         254745   Phenanthrene-d10           11.41

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptacosane                         380 C27H56         000593-49-7 87
 2 Eicosane                            282 C20H42         000112-95-8 87
 3 Pentadecane                         212 C15H32         000629-62-9 86
 4 Heptadecane                         240 C17H36         000629-78-7 86
 5 Hexadecane                          226 C16H34         000544-76-3 80

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 766 (10.842 min): BF084263.D (-764) (-)
57

85

112 142 169 207

50 100 150 200 250 300 350

5000

m/z-->

Abundance #151556: Heptacosane
57

85

29 113 141 169 197 225 253 380281 323 351

50 100 150 200 250 300 350

5000

m/z-->

Abundance #107652: Eicosane
57

85
29

113 141 169 282

50 100 150 200 250 300 350

5000

m/z-->

Abundance #64575: Pentadecane
57

85

29
113 141 212169

10.60 10.80 11.00 11.20

m/z  57.10  100.00%

10.60 10.80 11.00 11.20

m/z  71.10   60.59%

10.60 10.80 11.00 11.20

m/z  43.10   60.29%

10.60 10.80 11.00 11.20

m/z  85.10   32.26%

10.60 10.80 11.00 11.20

m/z  41.10   28.61%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010416\
  Data File : BF084263.D                                          
  Acq On    :  5 Jan 2016   4:08
  Operator  : UM/SJ
  Sample    : G4990-06
  Misc      :  
  ALS Vial  : 30   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Ethanol, 2-[2-[4-(1,1,3,3-t...  Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.79    2.15 ng         169235   Chrysene-d12               14.05

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Ethanol, 2-[2-[4-(1,1,3,3-tetram... 294 C18H30O3       002315-61-9 87
 2 9-Acridinecarboxylic acid           223 C14H9NO2       005336-90-3 32
 3 1H-Isoindole-1,3(2H)-dione, 2-ph... 223 C14H9NO2       000520-03-6 32
 4 Tetrazole, 1-(4-fluorophenyl)-5-... 400 C23H21FN6      125038-07-5 25
 5 2-Propen-1-one, 1-(4-aminophenyl... 223 C15H13NO       002403-30-7 14

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

5000

m/z-->

Abundance Scan 936 (12.785 min): BF084263.D (-934) (-)
223

135

45

1079177 161121 177 29420861 192

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

5000

m/z-->

Abundance #114288: Ethanol, 2-[2-[4-(1,1,3,3-tetramethylbutyl)phenox...
223

135

45 1079177 294237 27959 121 151 173187 205

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

5000

m/z-->

Abundance #71645: 9-Acridinecarboxylic acid
223

167
151 19575 8951 12536

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

5000

m/z-->

Abundance #71661: 1H-Isoindole-1,3(2H)-dione, 2-phenyl-
223

179
76

10450 15213028 19590

12.40 12.60 12.80 13.00 13.20

m/z 223.10  100.00%

12.40 12.60 12.80 13.00 13.20

m/z 135.10   69.26%

12.40 12.60 12.80 13.00 13.20

m/z  45.05   27.65%

12.40 12.60 12.80 13.00 13.20

m/z  57.10   16.37%

12.40 12.60 12.80 13.00 13.20

m/z 224.10   14.92%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010416\
  Data File : BF084263.D                                          
  Acq On    :  5 Jan 2016   4:08
  Operator  : UM/SJ
  Sample    : G4990-06
  Misc      :  
  ALS Vial  : 30   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  1-Octadecanol                   Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.91    4.50 ng         354307   Chrysene-d12               14.05

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Octadecanol                       270 C18H38O        000112-92-5 94
 2 1-Nonadecanol                       284 C19H40O        001454-84-8 91
 3 11-Tricosene                        322 C23H46         052078-56-5 91
 4 Bromoacetic acid, octadecyl ester   390 C20H39BrO2     018992-03-5 90
 5 Dichloroacetic acid, heptadecyl ... 366 C19H36Cl2O2    1000282-98-2 90

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

5000

m/z-->

Abundance Scan 1034 (13.905 min): BF084263.D (-1031) (-)
55 83

111

39 140 168 211227188 251267

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

5000

m/z-->

Abundance #100813: 1-Octadecanol
43 83

111

6727 139 224168 252196

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

5000

m/z-->

Abundance #108955: 1-Nonadecanol
43 83

111
67

27 139 238168 266196 222

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

5000

m/z-->

Abundance #129062: 11-Tricosene
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010416\
  Data File : BF084263.D                                          
  Acq On    :  5 Jan 2016   4:08
  Operator  : UM/SJ
  Sample    : G4990-06
  Misc      :  
  ALS Vial  : 30   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.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|
----------------------------------------------------------------------------
1,3,5-Cycloheptat...   3.87     2.2 ng     194530  1   6.89 1781030  20.0
2-Pentanone, 4-hy...   5.08     8.9 ng     795663  1   6.89 1781030  20.0
unknown6.66            6.66    72.1 ng    6422290  1   6.89 1781030  20.0
1-Propanol, 2-(2-...   7.80     2.5 ng     302690  2   8.18 2375870  20.0
Heptacosane           10.84     2.3 ng     254745  4  11.41 2246250  20.0
Ethanol, 2-[2-[4-...  12.79     2.1 ng     169235  5  14.05 1573130  20.0
1-Octadecanol         13.91     4.5 ng     354307  5  14.05 1573130  20.0
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