
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012615\
  Data File : BF077071.D                                          
  Acq On    : 27 Jan 2015   3:40
  Operator  : TP/IZ
  Sample    : G1159-03
  Misc      :  
  ALS Vial  : 25   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-BF011415.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   4.790   321  324  332 rBV   180641    363335   1.71%   0.737%
  2   7.179   529  533  537 rBV   198495    370873   1.75%   0.752%
  3   7.259   537  540  547 rVB   255546    411326   1.94%   0.834%
  4   8.093   609  613  616 rBV   152739    273278   1.29%   0.554%
  5   9.065   695  698  707 rVB   154330    233245   1.10%   0.473%
 
  6  13.328  1068 1071 1075 rBV   249835    419503   1.98%   0.851%
  7  16.517  1348 1350 1354 rBV   204451    300922   1.42%   0.610%
  8  17.637  1445 1448 1450 rBV   179554    218813   1.03%   0.444%
  9  18.471  1517 1521 1523 rVB  4275523   5855010  27.60%  11.875%
 10  19.386  1593 1601 1602 rBV  8633409  21214496 100.00%  43.026%
 
 11  19.420  1602 1604 1607 rVV  9320185  12861206  60.62%  26.084%
 12  19.511  1609 1612 1614 rVV  2404494   2698837  12.72%   5.474%
 13  19.569  1614 1617 1619 rVV2  124087    245000   1.15%   0.497%
 14  19.889  1643 1645 1647 rVB   460368    470466   2.22%   0.954%
 15  20.311  1680 1682 1687 rVB2  130697    230120   1.08%   0.467%
 
 16  20.437  1687 1693 1696 rBV   412960    772917   3.64%   1.568%
 17  20.494  1696 1698 1701 rBV   236174    335137   1.58%   0.680%
 18  20.677  1711 1714 1717 rVB   505689    645436   3.04%   1.309%
 19  20.952  1735 1738 1741 rVB   266873    469618   2.21%   0.952%
 20  21.146  1751 1755 1757 rBV2  237527    457837   2.16%   0.929%
 
 21  21.260  1763 1765 1768 rBV   171272    232626   1.10%   0.472%
 22  22.780  1895 1898 1901 rBV   166579    226232   1.07%   0.459%
 
 
                        Sum of corrected areas:    49306233
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012615\
  Data File : BF077071.D                                          
  Acq On    : 27 Jan 2015   3:40
  Operator  : TP/IZ
  Sample    : G1159-03
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415.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\BF012615\
  Data File : BF077071.D                                          
  Acq On    : 27 Jan 2015   3:40
  Operator  : TP/IZ
  Sample    : G1159-03
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  unknown7.26                     Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.26   30.10 ng         411326   1,4-Dichlorobenzene-d4      7.77

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 5-Aminoindole                       132 C8H8N2         005192-03-0 22
 2 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 17
 3 4-Chloro-2-fluoro-pyrimidine        132 C4H2ClFN2      051422-00-5 9 
 4 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 9 
 5 1-Methylpyrrolo[1,2-a]pyrazine      132 C8H8N2         064608-59-9 9 

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

5000

m/z-->

Abundance Scan 540 (7.259 min): BF077071.D (-537) (-)
132

68

96
40 7554 10447 61 87

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

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

5000

m/z-->

Abundance #13680: 4-Chloro-2-fluoro-pyrimidine
132

97

70

5231 6044 78 11686 105

7.00 7.20 7.40 7.60

m/z 132.00  100.00%

7.00 7.20 7.40 7.60

m/z  68.10   36.90%

7.00 7.20 7.40 7.60

m/z 134.00   31.63%

7.00 7.20 7.40 7.60

m/z  66.05   26.97%

7.00 7.20 7.40 7.60

m/z  69.05   16.91%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012615\
  Data File : BF077071.D                                          
  Acq On    : 27 Jan 2015   3:40
  Operator  : TP/IZ
  Sample    : G1159-03
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  Tridecanoic acid, methyl ester  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.47  535.16 ng        5855010   Phenanthrene-d10           17.64

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tridecanoic acid, methyl ester      228 C14H28O2       001731-88-0 91
 2 Hexadecanoic acid, methyl ester     270 C17H34O2       000112-39-0 91
 3 Pentadecanoic acid, 14-methyl-, ... 270 C17H34O2       005129-60-2 90
 4 9-Octadecenoic acid, 12-(acetylo... 354 C21H38O4       000140-03-4 87
 5 Methyl tetradecanoate               242 C15H30O2       000124-10-7 87

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

5000

m/z-->

Abundance Scan 1521 (18.471 min): BF077071.D (-1517) (-)
74

55
41 143

22712997 185171 199115 241157 270213 255

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

5000

m/z-->

Abundance #75095: Tridecanoic acid, methyl ester
74

43

57 143129 185 22888 199115 157171

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

5000

m/z-->

Abundance #100708: Hexadecanoic acid, methyl ester
74

43

29 57 143 27015 22788 129 185171 199115 241157 213

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

5000

m/z-->

Abundance #100727: Pentadecanoic acid, 14-methyl-, methyl ester
74

43

5729 14397 129 227 270185111 199171 213157 241

18.20 18.40 18.60 18.80

m/z  74.10  100.00%

18.20 18.40 18.60 18.80

m/z  87.10   77.41%

18.20 18.40 18.60 18.80

m/z  55.05   28.76%

18.20 18.40 18.60 18.80

m/z  43.05   26.87%

18.20 18.40 18.60 18.80

m/z  41.10   21.09%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012615\
  Data File : BF077071.D                                          
  Acq On    : 27 Jan 2015   3:40
  Operator  : TP/IZ
  Sample    : G1159-03
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  9,12-Octadecadienoic acid, ...  Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.39 1939.05 ng       21214500   Phenanthrene-d10           17.64

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 9,12-Octadecadienoic acid, methy... 294 C19H34O2       002566-97-4 99
 2 9,15-Octadecadienoic acid, methy... 294 C19H34O2       017309-05-6 99
 3 10,13-Octadecadienoic acid, meth... 294 C19H34O2       056554-62-2 98
 4 8,11-Octadecadienoic acid, methy... 294 C19H34O2       056599-58-7 98
 5 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H34O2       000112-63-0 98

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

5000

m/z-->

Abundance Scan 1601 (19.386 min): BF077071.D (-1593) (-)
67 81

95

41
109

123 150 263178 294220205 234

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

5000

m/z-->

Abundance #114393: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
6741

81

95

109
123 149164178 262 294

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

5000

m/z-->

Abundance #114395: 9,15-Octadecadienoic acid, methyl ester, (Z,Z)-
6741

81

95

109
294123 150164 263178 220192206 234

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

5000

m/z-->

Abundance #114381: 10,13-Octadecadienoic acid, methyl ester
67 81

41
95

109 294
123 263150164178 220192 23420626 279249

19.00 19.20 19.40 19.60 19.80

m/z  67.10  100.00%

19.00 19.20 19.40 19.60 19.80

m/z  81.05   84.55%

19.00 19.20 19.40 19.60 19.80

m/z  55.10   63.03%

19.00 19.20 19.40 19.60 19.80

m/z  95.10   58.00%

19.00 19.20 19.40 19.60 19.80

m/z  82.10   42.66%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012615\
  Data File : BF077071.D                                          
  Acq On    : 27 Jan 2015   3:40
  Operator  : TP/IZ
  Sample    : G1159-03
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  10-Octadecenoic acid, methy...  Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.42  561.83 ng       12861200   Chrysene-d12               21.15

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 10-Octadecenoic acid, methyl ester  296 C19H36O2       013481-95-3 99
 2 9-Octadecenoic acid, methyl este... 296 C19H36O2       001937-62-8 99
 3 8-Octadecenoic acid, methyl este... 296 C19H36O2       026528-50-7 99
 4 9-Octadecenoic acid, methyl ester   296 C19H36O2       002462-84-2 99
 5 8-Octadecenoic acid, methyl ester   296 C19H36O2       002345-29-1 99

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

5000

m/z-->

Abundance Scan 1604 (19.420 min): BF077071.D (-1602) (-)
55

74
97

123 26422218013839 153 207 246 296

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

5000

m/z-->

Abundance #115443: 10-Octadecenoic acid, methyl ester
55

74

9729
264

123 222180138 296153 207 246 279

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

5000

m/z-->

Abundance #115459: 9-Octadecenoic acid, methyl ester, (E)-
55

74

29 97
264

123 222180138 296153 245207 279

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

5000

m/z-->

Abundance #115456: 8-Octadecenoic acid, methyl ester, (E)-
55

26483
98

18
222123 180 29613839 153 246207 279

19.00 19.20 19.40 19.60 19.80

m/z  55.10  100.00%

19.00 19.20 19.40 19.60 19.80

m/z  69.10   73.78%

19.00 19.20 19.40 19.60 19.80

m/z  74.10   64.41%

19.00 19.20 19.40 19.60 19.80

m/z  83.10   61.72%

19.00 19.20 19.40 19.60 19.80

m/z  41.10   52.99%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012615\
  Data File : BF077071.D                                          
  Acq On    : 27 Jan 2015   3:40
  Operator  : TP/IZ
  Sample    : G1159-03
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Octadecanoic acid, methyl e...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.51  117.90 ng        2698840   Chrysene-d12               21.15

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid, methyl ester     298 C19H38O2       000112-61-8 98
 2 Tridecanoic acid, methyl ester      228 C14H28O2       001731-88-0 91
 3 Hexadecanoic acid, 15-methyl-, m... 284 C18H36O2       006929-04-0 91
 4 Methyl tetradecanoate               242 C15H30O2       000124-10-7 90
 5 Hexadecanoic acid, methyl ester     270 C17H34O2       000112-39-0 90

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

5000

m/z-->

Abundance Scan 1612 (19.511 min): BF077071.D (-1609) (-)
74

43
143

59 97 255199115 298171 227 270

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

5000

m/z-->

Abundance #116666: Octadecanoic acid, methyl ester
74

43
143

29825519959 97
11527 171 227 270

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

5000

m/z-->

Abundance #75094: Tridecanoic acid, methyl ester
74

43

59 143 18597 228115

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

5000

m/z-->

Abundance #108888: Hexadecanoic acid, 15-methyl-, methyl ester
74

43

14359 9727 199 241125 171 285226 256

19.20 19.40 19.60 19.80

m/z  74.05  100.00%

19.20 19.40 19.60 19.80

m/z  87.05   78.71%

19.20 19.40 19.60 19.80

m/z  43.10   33.80%

19.20 19.40 19.60 19.80

m/z  55.10   32.58%

19.20 19.40 19.60 19.80

m/z  41.10   22.42%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012615\
  Data File : BF077071.D                                          
  Acq On    : 27 Jan 2015   3:40
  Operator  : TP/IZ
  Sample    : G1159-03
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  9-Hexadecenoic acid, methyl...  Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.31   10.05 ng         230120   Chrysene-d12               21.15

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 9-Hexadecenoic acid, methyl este... 268 C17H32O2       001120-25-8 78
 2 Oxacyclotetradecane-2,11-dione, ... 240 C14H24O3       074685-36-2 47
 3 2-Heptadecenal                      252 C17H32O        1000143-48-6 43
 4 4-Octadecenal                       266 C18H34O        056554-98-4 38
 5 16-Hexadecanoyl hydrazide           270 C16H34N2O      002619-88-7 35

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

5000

m/z-->

Abundance Scan 1682 (20.311 min): BF077071.D (-1680) (-)
55

41 83
97

111 141 292193126 250167 207

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

5000

m/z-->

Abundance #99355: 9-Hexadecenoic acid, methyl ester, (Z)-
55

74

97

236123 194152137
17140 268

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

5000

m/z-->

Abundance #82258: Oxacyclotetradecane-2,11-dione, 13-methyl-
55

69
29 83

97

124138 180 222152 240194

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

5000

m/z-->

Abundance #89753: 2-Heptadecenal
43

83
69

97

124138 251225194166 208

20.00 20.20 20.40 20.60

m/z  55.10  100.00%

20.00 20.20 20.40 20.60

m/z  43.10   60.50%

20.00 20.20 20.40 20.60

m/z  69.10   55.22%

20.00 20.20 20.40 20.60

m/z  57.10   55.08%

20.00 20.20 20.40 20.60

m/z  41.10   52.35%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012615\
  Data File : BF077071.D                                          
  Acq On    : 27 Jan 2015   3:40
  Operator  : TP/IZ
  Sample    : G1159-03
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Eicosanoic acid, methyl ester   Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.44   33.76 ng         772917   Chrysene-d12               21.15

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosanoic acid, methyl ester       326 C21H42O2       001120-28-1 55
 2 1,6-Cyclodecadiene                  136 C10H16         007049-13-0 44
 3 Bicyclo[10.1.0]tridec-1-ene         178 C13H22         054766-91-5 43
 4 Hexadecanoic acid, 14-methyl-, m... 284 C18H36O2       002490-49-5 25
 5 Hexadecanoic acid, 15-methyl-, m... 284 C18H36O2       006929-04-0 25

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

5000

m/z-->

Abundance Scan 1693 (20.437 min): BF077071.D (-1687) (-)
55 99

74

143121 207 28339 164 227185 326255

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

5000

m/z-->

Abundance #130938: Eicosanoic acid, methyl ester
74

43

143 3269727 283199 227115 171 255

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

5000

m/z-->

Abundance #15165: 1,6-Cyclodecadiene
67

41

95
136

11525

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

5000

m/z-->

Abundance #41337: Bicyclo[10.1.0]tridec-1-ene
6741

95

121

149 178

20.20 20.40 20.60 20.80

m/z  55.10  100.00%

20.20 20.40 20.60 20.80

m/z  99.10   99.53%

20.20 20.40 20.60 20.80

m/z  43.10   83.74%

20.20 20.40 20.60 20.80

m/z  74.00   70.03%

20.20 20.40 20.60 20.80

m/z  41.10   58.93%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012615\
  Data File : BF077071.D                                          
  Acq On    : 27 Jan 2015   3:40
  Operator  : TP/IZ
  Sample    : G1159-03
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  unknown20.49                    Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.49   14.64 ng         335137   Chrysene-d12               21.15

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclohexanol, 2-methyl-3-(1-meth... 154 C10H18O        054244-81-4 38
 2 1,3-Cyclopentanedicarboxylic aci... 186 C9H14O4        002435-36-1 30
 3 1,6-Cyclodecadiene                  136 C10H16         007049-13-0 25
 4 Cyclopentene,3-methoxy-              98 C6H10O         039819-74-4 25
 5 Cyclohexanemethanol                 114 C7H14O         000100-49-2 22

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

5000

m/z-->

Abundance Scan 1698 (20.494 min): BF077071.D (-1696) (-)
55

83

41 9769 125 153
185

111 168 207221 292139

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

5000

m/z-->

Abundance #25760: Cyclohexanol, 2-methyl-3-(1-methylethenyl)-, (1.al...
83

55
41

69 12197 136

154

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

5000

m/z-->

Abundance #47293: 1,3-Cyclopentanedicarboxylic acid, dimethyl ester
67

126

1559541

27
111

18681

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

5000

m/z-->

Abundance #15167: 1,6-Cyclodecadiene
67

95

1365327
12181

20.20 20.40 20.60 20.80

m/z  55.10  100.00%

20.20 20.40 20.60 20.80

m/z  83.10   70.79%

20.20 20.40 20.60 20.80

m/z  67.05   58.29%

20.20 20.40 20.60 20.80

m/z  81.10   45.98%

20.20 20.40 20.60 20.80

m/z  41.10   42.15%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012615\
  Data File : BF077071.D                                          
  Acq On    : 27 Jan 2015   3:40
  Operator  : TP/IZ
  Sample    : G1159-03
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  unknown20.68                    Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.68   28.20 ng         645436   Chrysene-d12               21.15

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 6-Nonenal, 3,7-dimethyl-            168 C11H20O        1000132-43-9 27
 2 Cyclohexaneethanol, .beta.-methy... 140 C9H16O         007697-55-4 18
 3 2-Pentanone, 3-methylene-            98 C6H10O         004359-77-7 11
 4 Cyclopentene,1-(2-propenyl)-        108 C8H12          037689-19-3 11
 5 3,6-Nonadien-1-ol, (E,Z)-           140 C9H16O         056805-23-3 11

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

5000

m/z-->

Abundance Scan 1714 (20.677 min): BF077071.D (-1711) (-)
55

83
99

153125
18539 207168 221 239 292

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

5000

m/z-->

Abundance #34617: 6-Nonenal, 3,7-dimethyl-
55 81

99

153125 168

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

5000

m/z-->

Abundance #18076: Cyclohexaneethanol, .beta.-methylene-
67

8341
109

140

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

5000

m/z-->

Abundance #3175: 2-Pentanone, 3-methylene-
43

83
27

98

58

20.40 20.60 20.80 21.00

m/z  55.10  100.00%

20.40 20.60 20.80 21.00

m/z  83.10   68.84%

20.40 20.60 20.80 21.00

m/z  67.05   59.15%

20.40 20.60 20.80 21.00

m/z  99.10   56.89%

20.40 20.60 20.80 21.00

m/z  81.10   51.49%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012615\
  Data File : BF077071.D                                          
  Acq On    : 27 Jan 2015   3:40
  Operator  : TP/IZ
  Sample    : G1159-03
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  unknown20.95                    Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.95   20.51 ng         469618   Chrysene-d12               21.15

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 4-Hydroxybenzoxazolone              151 C7H5NO3        028955-70-6 43
 2 Cyclohexanol, 1-(4-fluorophenyl)... 278 C18H27FO       1000141-78-7 25
 3 Phenol, 2,6-dimethyl-4-nitroso-     151 C8H9NO2        013331-93-6 20
 4 Pyridine, 3-butyl-, 1-oxide         151 C9H13NO        031396-33-5 18
 5 4-Phosphatricyclo[6.1.1.0(2,6)]d... 194 C12H19P        1000151-73-5 15

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

5000

m/z-->

Abundance Scan 1738 (20.952 min): BF077071.D (-1735) (-)
81

151

55

99 135 177 23739 308277119 194 252209

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

5000

m/z-->

Abundance #23605: 4-Hydroxybenzoxazolone
15139

67

95

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

5000

m/z-->

Abundance #105232: Cyclohexanol, 1-(4-fluorophenyl)-4-hexyl-
151

123
5529 95 278207175 26077

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

5000

m/z-->

Abundance #23761: Phenol, 2,6-dimethyl-4-nitroso-
151

39 134
77 108

93

20.60 20.80 21.00 21.20

m/z  81.10  100.00%

20.60 20.80 21.00 21.20

m/z 151.05   78.22%

20.60 20.80 21.00 21.20

m/z  95.00   70.45%

20.60 20.80 21.00 21.20

m/z  55.10   52.48%

20.60 20.80 21.00 21.20

m/z  67.10   48.33%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012615\
  Data File : BF077071.D                                          
  Acq On    : 27 Jan 2015   3:40
  Operator  : TP/IZ
  Sample    : G1159-03
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  Heptadecanoic acid, 16-meth...  Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.26   10.16 ng         232626   Chrysene-d12               21.15

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid, methyl ester     298 C19H38O2       000112-61-8 91
 2 Heptadecanoic acid, 16-methyl-, ... 298 C19H38O2       005129-61-3 87
 3 Tridecanoic acid, methyl ester      228 C14H28O2       001731-88-0 87
 4 Heptadecanoic acid, methyl ester    284 C18H36O2       001731-92-6 83
 5 Pentadecanoic acid, 14-methyl-, ... 270 C17H34O2       005129-60-2 80

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

5000

m/z-->

Abundance Scan 1765 (21.260 min): BF077071.D (-1763) (-)
74

43

143
97 255227199 311121 161 180

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

5000

m/z-->

Abundance #116666: Octadecanoic acid, methyl ester
74

43
143

29825519997
11527 171 227 271

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

5000

m/z-->

Abundance #116686: Heptadecanoic acid, 16-methyl-, methyl ester
74

43 143 29897 25519918 115 171 227 279

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

5000

m/z-->

Abundance #75095: Tridecanoic acid, methyl ester
74

43

143 185 228101 125
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m/z  74.00  100.00%

21.00 21.20 21.40 21.60

m/z  87.00   75.54%
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m/z  43.10   46.95%

21.00 21.20 21.40 21.60
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012615\
  Data File : BF077071.D                                          
  Acq On    : 27 Jan 2015   3:40
  Operator  : TP/IZ
  Sample    : G1159-03
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415.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|
----------------------------------------------------------------------------
unknown7.26            7.26    30.1 ng     411326  1   7.77  273278  20.0
Tridecanoic acid,...  18.47   535.2 ng    5855010  4  17.64  218813  20.0
9,12-Octadecadien...  19.39  1939.1 ng   21214500  4  17.64  218813  20.0
10-Octadecenoic a...  19.42   561.8 ng   12861200  5  21.15  457837  20.0
Octadecanoic acid...  19.51   117.9 ng    2698840  5  21.15  457837  20.0
9-Hexadecenoic ac...  20.31    10.1 ng     230120  5  21.15  457837  20.0
Eicosanoic acid, ...  20.44    33.8 ng     772917  5  21.15  457837  20.0
unknown20.49          20.49    14.6 ng     335137  5  21.15  457837  20.0
unknown20.68          20.68    28.2 ng     645436  5  21.15  457837  20.0
unknown20.95          20.95    20.5 ng     469618  5  21.15  457837  20.0
Heptadecanoic aci...  21.26    10.2 ng     232626  5  21.15  457837  20.0
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