
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092815\
  Data File : BF081864.D                                          
  Acq On    : 29 Sep 2015   4:01
  Operator  : UM/IZ
  Sample    : G3717-03
  Misc      :  
  ALS Vial  : 24   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-BF092815.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   5.109   258  260  262 rBV   233977    304622  10.56%   1.313%
  2   5.520   293  296  311 rBV   323062    574757  19.92%   2.477%
  3   6.549   383  386  396 rBV   166277    376522  13.05%   1.623%
  4   6.697   396  399  407 rBV   741326   1227733  42.54%   5.292%
  5   6.926   417  419  431 rVV   336632    580483  20.11%   2.502%
 
  6   7.086   431  433  446 rVB  1920242   1999401  69.28%   8.618%
  7   7.497   467  469  483 rBV  1307261   1723577  59.72%   7.429%
  8   7.817   493  497  502 rBV    49508    162879   5.64%   0.702%
  9   7.966   507  510  512 rVB   263308    340611  11.80%   1.468%
 10   8.023   512  515  520 rVB4   27213     74509   2.58%   0.321%
 
 11   8.126   522  524  525 rBV    23258     31845   1.10%   0.137%
 12   8.217   530  532  542 rVV   675380    869547  30.13%   3.748%
 13   8.343   542  543  544 rVV    68178     61708   2.14%   0.266%
 14   8.366   544  545  550 rVB   158298    164300   5.69%   0.708%
 15   8.583   561  564  568 rBV5   13364     32510   1.13%   0.140%
 
 16   8.937   592  595  599 rBV3   17922     50686   1.76%   0.218%
 17   9.029   601  603  607 rVV2   19726     41589   1.44%   0.179%
 18   9.292   624  626  629 rBV  2172892   2886000 100.00%  12.439%
 19   9.406   633  636  641 rVB2  107297    215813   7.48%   0.930%
 20   9.635   653  656  659 rBV3   29684     54291   1.88%   0.234%
 
 21   9.692   659  661  664 rBV   345202    341125  11.82%   1.470%
 22   9.978   683  686  688 rBV   860013    892607  30.93%   3.847%
 23  10.126   697  699  702 rBV2   14631     31277   1.08%   0.135%
 24  10.183   702  704  706 rBV2   41082     53516   1.85%   0.231%
 25  10.400   721  723  725 rVB2   51064     58502   2.03%   0.252%
 
 26  10.446   725  727  730 rBV4   15945     35834   1.24%   0.154%
 27  10.515   732  733  735 rBV2   22771     30329   1.05%   0.131%
 28  10.766   752  755  760 rBV  1050151   1258289  43.60%   5.423%
 29  10.869   763  764  769 rVB2   68634    116136   4.02%   0.501%
 30  10.972   771  773  775 rVB2   35980     39257   1.36%   0.169%
 
 31  11.063   779  781  783 rBV2   29599     48650   1.69%   0.210%
 32  11.132   785  787  791 rBV4   22902     53433   1.85%   0.230%
 33  11.326   802  804  809 rVB3   44182    104149   3.61%   0.449%
 34  11.463   813  816  820 rBV   877223   1000142  34.65%   4.311%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092815\
  Data File : BF081864.D                                          
  Acq On    : 29 Sep 2015   4:01
  Operator  : UM/IZ
  Sample    : G3717-03
  Misc      :  
  ALS Vial  : 24   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-BF092815.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  11.703   835  837  838 rBV    34940     44073   1.53%   0.190%
 
 36  11.749   839  841  844 rVB    47585     46565   1.61%   0.201%
 37  12.001   860  863  868 rBV   996790   1205115  41.76%   5.194%
 38  12.435   899  901  902 rBV    43242     44898   1.56%   0.194%
 39  12.469   902  904  907 rVV    63906     89525   3.10%   0.386%
 40  12.526   907  909  912 rVB3   38647     52597   1.82%   0.227%
 
 41  12.686   921  923  927 rBV4   53959    146632   5.08%   0.632%
 42  12.789   929  932  938 rVV   342409    643319  22.29%   2.773%
 43  12.949   944  946  949 rVB    95027    148394   5.14%   0.640%
 44  13.052   953  955  958 rBV  2676460   2778321  96.27%  11.975%
 45  13.132   961  962  965 rBV    77715     88240   3.06%   0.380%
 
 46  13.612  1002 1004 1006 rBV    41863     49355   1.71%   0.213%
 47  13.955  1031 1034 1040 rBV   173002    291691  10.11%   1.257%
 48  14.104  1045 1047 1050 rVB   718417    844731  29.27%   3.641%
 49  14.950  1120 1121 1126 rVB    44497     63376   2.20%   0.273%
 50  15.578  1173 1176 1184 rVB   517142    728419  25.24%   3.140%
 
 51  16.104  1219 1222 1225 rBV3   22112     41601   1.44%   0.179%
 52  17.635  1352 1356 1361 rBV5   21793     57543   1.99%   0.248%
 
 
                        Sum of corrected areas:    23201024
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092815\
  Data File : BF081864.D                                          
  Acq On    : 29 Sep 2015   4:01
  Operator  : UM/IZ
  Sample    : G3717-03
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815.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\BF092815\
  Data File : BF081864.D                                          
  Acq On    : 29 Sep 2015   4:01
  Operator  : UM/IZ
  Sample    : G3717-03
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815.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  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.11   10.50 ng         304622   1,4-Dichlorobenzene-d4      6.93

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 53
 2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 23
 3 Butane, 1-ethoxy-                   102 C6H14O         000628-81-9 9 
 4 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
 5 Guanidine                            59 CH5N3          000113-00-8 9 

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

5000

m/z-->

Abundance Scan 260 (5.109 min): BF081864.D (-258) (-)
43.1

59.1

101.1

83.1

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

5000

m/z-->

Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0

15.0 101.031.0 83.0

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

5000

m/z-->

Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0

41.0

126.073.0 142.0

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

5000

m/z-->

Abundance #4330: Butane, 1-ethoxy-
59.0

31.0

73.043.0
15.0 102.087.0

4.80 5.00 5.20 5.40

m/z  43.10  100.00%

4.80 5.00 5.20 5.40

m/z  59.10   63.89%

4.80 5.00 5.20 5.40

m/z 101.10   21.72%

4.80 5.00 5.20 5.40

m/z  58.10   17.19%

4.80 5.00 5.20 5.40

m/z  41.10    8.79%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092815\
  Data File : BF081864.D                                          
  Acq On    : 29 Sep 2015   4:01
  Operator  : UM/IZ
  Sample    : G3717-03
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.70                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.70   42.30 ng        1227730   1,4-Dichlorobenzene-d4      6.93

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 38
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 17
 3 Amphetaminil                        250 C17H18N2       017590-01-1 12
 4 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 12
 5 Benzene, 1,3,5-trifluoro-           132 C6H3F3         000372-38-3 9 

40 60 80 100 120 140 160 180 200 220
0

5000

m/z-->

Abundance Scan 399 (6.697 min): BF081864.D (-396) (-)
132.0

68.1

96.1
40.0 207.1

40 60 80 100 120 140 160 180 200 220
0

5000

m/z-->

Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0

69.0
104.0

51.031.0

40 60 80 100 120 140 160 180 200 220
0

5000

m/z-->

Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0

67.0

41.0 97.0

115.0

40 60 80 100 120 140 160 180 200 220
0

5000

m/z-->

Abundance #88584: Amphetaminil
132.0

105.0
77.051.0 159.0 222.0178.0 206.0

6.40 6.60 6.80 7.00

m/z 132.00  100.00%

6.40 6.60 6.80 7.00

m/z 134.00   32.82%

6.40 6.60 6.80 7.00

m/z  68.10   31.40%

6.40 6.60 6.80 7.00

m/z  66.05   20.61%

6.40 6.60 6.80 7.00

m/z  69.10   12.37%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092815\
  Data File : BF081864.D                                          
  Acq On    : 29 Sep 2015   4:01
  Operator  : UM/IZ
  Sample    : G3717-03
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  2-Pyrimidinamine, 4,6-dimet...  Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.82    3.75 ng         162879   Naphthalene-d8              8.22

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pyrimidinamine, 4,6-dimethyl-     123 C6H9N3         000767-15-7 93
 2 4-Pyrimidinamine, 2,6-dimethyl-     123 C6H9N3         000461-98-3 68
 3 2(1H)-Pyridinone, 3,6-dimethyl-     123 C7H9NO         053428-02-7 50
 4 3,4-dimethyl-1H-pyrrole-2-carbox... 123 C7H9NO         019713-89-4 46
 5 Pyridine, 1,2,3,6-tetrahydro-1-(... 153 C9H15NO        057150-46-6 45

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 497 (7.817 min): BF081864.D (-493) (-)
123.1

43.1 96.1
67.1

207.1147.1

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #9800: 2-Pyrimidinamine, 4,6-dimethyl-
123.0

43.0 96.0
67.0

27.0
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0

5000

m/z-->

Abundance #9799: 4-Pyrimidinamine, 2,6-dimethyl-
123.0

41.0

96.0
67.015.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #9875: 2(1H)-Pyridinone, 3,6-dimethyl-
123.094.0

53.027.0 78.0

7.40 7.60 7.80 8.00 8.20

m/z 123.10  100.00%

7.40 7.60 7.80 8.00 8.20

m/z  43.10   30.69%

7.40 7.60 7.80 8.00 8.20

m/z  96.10   25.57%

7.40 7.60 7.80 8.00 8.20

m/z  95.10   24.37%

7.40 7.60 7.80 8.00 8.20

m/z  67.10   15.96%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092815\
  Data File : BF081864.D                                          
  Acq On    : 29 Sep 2015   4:01
  Operator  : UM/IZ
  Sample    : G3717-03
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Bicyclo[2.2.1]heptan-2-one,...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.97    7.83 ng         340611   Naphthalene-d8              8.22

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10H16O        021368-68-3 97
 2 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10H16O        000464-49-3 97
 3 Camphor                             152 C10H16O        000076-22-2 96
 4 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10H16O        000464-48-2 93
 5 2-Butanone, 4-(5-methyl-2-furanyl)- 152 C9H12O2        013679-56-6 43

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
0

5000

m/z-->

Abundance Scan 510 (7.966 min): BF081864.D (-507) (-)
95.1

81.0

108.141.1 55.1 69.1 152.1

137.1124.1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
0

5000

m/z-->

Abundance #24230: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (.+/-.)
95.0

81.0

108.041.0
69.0 152.055.0

28.0
137.0124.014.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
0

5000

m/z-->

Abundance #24210: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1R)-
95.0

81.0

69.0 108.041.0
152.0

55.0
27.0

137.0123.015.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
0

5000

m/z-->

Abundance #23920: Camphor
95.041.0

81.0

69.0 108.055.0
152.0

27.0
137.0121.0

7.60 7.80 8.00 8.20 8.40

m/z  95.10  100.00%

7.60 7.80 8.00 8.20 8.40

m/z  81.05   57.66%

7.60 7.80 8.00 8.20 8.40

m/z 108.10   39.21%

7.60 7.80 8.00 8.20 8.40

m/z  41.10   36.60%

7.60 7.80 8.00 8.20 8.40

m/z  55.10   32.20%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092815\
  Data File : BF081864.D                                          
  Acq On    : 29 Sep 2015   4:01
  Operator  : UM/IZ
  Sample    : G3717-03
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  unknown8.37                     Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.37    3.78 ng         164300   Naphthalene-d8              8.22

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclopropane, 2-chloro-1,1,3-tri... 118 C6H11Cl        098485-99-5 38
 2 3-Methyl-2-butenoic acid, 2-ethy... 210 C13H22O2       1000279-23-5 38
 3 Cyclopropane, 2-bromo-1,1,3-trim... 162 C6H11Br        036617-00-2 35
 4 Cyclopentane, 1,2-dimethyl-3-met... 110 C8H14          1000150-99-3 30
 5 Bicyclo[2.2.1]heptane, 2-butyl-     152 C11H20         061177-16-0 27

20 30 40 50 60 70 80 90 100 110 120 130 140 150
0

5000

m/z-->

Abundance Scan 545 (8.366 min): BF081864.D (-544) (-)
83.1

55.1
95.1

41.1
67.1 109.1

137.1 152.1123.1

20 30 40 50 60 70 80 90 100 110 120 130 140 150
0

5000

m/z-->

Abundance #8529: Cyclopropane, 2-chloro-1,1,3-trimethyl-
83.055.0

41.0

67.0

27.0
103.0

118.0

20 30 40 50 60 70 80 90 100 110 120 130 140 150
0

5000

m/z-->

Abundance #62825: 3-Methyl-2-butenoic acid, 2-ethylcyclohexyl ester
83.0

55.0
39.027.0 110.069.0

95.0

20 30 40 50 60 70 80 90 100 110 120 130 140 150
0

5000

m/z-->

Abundance #30862: Cyclopropane, 2-bromo-1,1,3-trimethyl-
83.0

55.041.0

27.0 67.0
119.0 147.0107.095.0 133.0

8.00 8.20 8.40 8.60 8.80

m/z  83.10  100.00%

8.00 8.20 8.40 8.60 8.80

m/z  55.10   67.00%

8.00 8.20 8.40 8.60 8.80

m/z  95.10   54.64%

8.00 8.20 8.40 8.60 8.80

m/z  41.10   36.28%

8.00 8.20 8.40 8.60 8.80

m/z  67.10   28.67%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092815\
  Data File : BF081864.D                                          
  Acq On    : 29 Sep 2015   4:01
  Operator  : UM/IZ
  Sample    : G3717-03
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Benzoic acid, 4-(1-methylet...  Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.41    4.84 ng         215813   Acenaphthene-d10            9.98

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzoic acid, 4-(1-methylethyl)-    164 C10H12O2       000536-66-3 76
 2 Phenol, 4-(1,1-dimethylethyl)-2-... 164 C11H16O        000098-27-1 52
 3 Phenol, 2-(1,1-dimethylethyl)-4-... 164 C11H16O        002409-55-4 49
 4 Phenol, 2-(1,1-dimethylethyl)-5-... 164 C11H16O        000088-60-8 47
 5 Phenol, 2-(1,1-dimethylethyl)-6-... 164 C11H16O        002219-82-1 46

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
0

5000

m/z-->

Abundance Scan 636 (9.406 min): BF081864.D (-633) (-)
149.1

164.1
109.1

69.141.1 131.155.1 91.1

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
0

5000

m/z-->

Abundance #31627: Benzoic acid, 4-(1-methylethyl)-
149.0

164.0
105.0 119.0

77.0 91.051.0 135.027.0 64.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
0

5000

m/z-->

Abundance #31878: Phenol, 4-(1,1-dimethylethyl)-2-methyl-
149.0

164.0
121.0

41.0 91.077.0 105.055.027.0 134.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
0

5000

m/z-->

Abundance #31876: Phenol, 2-(1,1-dimethylethyl)-4-methyl-
149.0

121.0 164.0

91.041.0 77.0 105.027.0 63.0 134.0

9.00 9.20 9.40 9.60 9.80

m/z 149.10  100.00%

9.00 9.20 9.40 9.60 9.80

m/z 164.10   39.01%

9.00 9.20 9.40 9.60 9.80

m/z 109.10   28.74%

9.00 9.20 9.40 9.60 9.80

m/z 105.05   27.47%

9.00 9.20 9.40 9.60 9.80

m/z  69.10   22.30%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092815\
  Data File : BF081864.D                                          
  Acq On    : 29 Sep 2015   4:01
  Operator  : UM/IZ
  Sample    : G3717-03
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Eicosane                        Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.87    2.32 ng         116136   Phenanthrene-d10           11.46

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 64
 2 Hexadecane                          226 C16H34         000544-76-3 64
 3 Hexadecane, 7,9-dimethyl-           254 C18H38         021164-95-4 64
 4 Tetradecane, 1-iodo-                324 C14H29I        019218-94-1 59
 5 Dodecane, 2-methyl-6-propyl-        226 C16H34         055045-08-4 59

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

5000

m/z-->

Abundance Scan 764 (10.869 min): BF081864.D (-763) (-)
57.1

85.1

113.1 210.1180.1140.1

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

5000

m/z-->

Abundance #107652: Eicosane
57.0

85.0
29.0

113.0 141.0 169.0 282.0

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

5000

m/z-->

Abundance #73964: Hexadecane
57.0

85.0
29.0

113.0 141.0 226.0169.0

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

5000

m/z-->

Abundance #91052: Hexadecane, 7,9-dimethyl-
57.0

85.0

155.0126.0
239.0183.0 211.0

10.60 10.80 11.00 11.20

m/z  57.10  100.00%

10.60 10.80 11.00 11.20

m/z  43.10   68.80%

10.60 10.80 11.00 11.20

m/z  71.10   55.56%

10.60 10.80 11.00 11.20

m/z  85.10   36.89%

10.60 10.80 11.00 11.20

m/z  41.10   31.04%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092815\
  Data File : BF081864.D                                          
  Acq On    : 29 Sep 2015   4:01
  Operator  : UM/IZ
  Sample    : G3717-03
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  Heptadecane, 2,6,10,15-tetr...  Concentration Rank 15

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.33    2.08 ng         104149   Phenanthrene-d10           11.46

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44         054833-48-6 68
 2 Heptacosane                         380 C27H56         000593-49-7 59
 3 Decane, 2,3,8-trimethyl-            184 C13H28         062238-14-6 59
 4 Dodecane, 1-iodo-                   296 C12H25I        004292-19-7 59
 5 Tetradecane                         198 C14H30         000629-59-4 59

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 804 (11.326 min): BF081864.D (-802) (-)
57.1

85.0

125.1 168.0197.1

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl-
57.0

85.0

113.0
183.0155.0 296.0239.0267.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #151556: Heptacosane
57.0

85.0

29.0 113.0 155.0183.0 225.0253.0 380.0295.0323.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #45606: Decane, 2,3,8-trimethyl-
57.0

85.0

29.0 141.0

11.00 11.20 11.40 11.60

m/z  57.10  100.00%

11.00 11.20 11.40 11.60

m/z  71.10   69.77%

11.00 11.20 11.40 11.60

m/z  43.10   60.62%

11.00 11.20 11.40 11.60

m/z  85.05   45.36%

11.00 11.20 11.40 11.60

m/z  41.10   35.37%
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MW-5-9-16-15



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092815\
  Data File : BF081864.D                                          
  Acq On    : 29 Sep 2015   4:01
  Operator  : UM/IZ
  Sample    : G3717-03
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  n-Hexadecanoic acid             Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.00   24.10 ng        1205120   Phenanthrene-d10           11.46

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 98
 2 Tridecanoic acid                    214 C13H26O2       000638-53-9 96
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 86
 4 Tetradecanoic acid                  228 C14H28O2       000544-63-8 74
 5 Dodecanoic acid                     200 C12H24O2       000143-07-7 53

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

5000

m/z-->

Abundance Scan 863 (12.001 min): BF081864.D (-860) (-)
73.043.1

129.1
97.1 213.2157.1 185.2 256.3 285.2

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

5000

m/z-->

Abundance #92228: n-Hexadecanoic acid
43.0 73.0

256.0
129.0

213.097.0
157.0 185.0

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

5000

m/z-->

Abundance #65565: Tridecanoic acid
73.0

43.0

129.0

171.0
214.097.0

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

5000

m/z-->

Abundance #83683: Pentadecanoic acid
43.0 73.0

242.0129.0
97.0 199.0

171.0150.0

11.60 11.80 12.00 12.20 12.40

m/z  73.05  100.00%

11.60 11.80 12.00 12.20 12.40

m/z  60.00   90.24%

11.60 11.80 12.00 12.20 12.40

m/z  43.10   88.89%

11.60 11.80 12.00 12.20 12.40

m/z  57.10   78.30%

11.60 11.80 12.00 12.20 12.40

m/z  55.10   71.90%
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MW-5-9-16-15



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092815\
  Data File : BF081864.D                                          
  Acq On    : 29 Sep 2015   4:01
  Operator  : UM/IZ
  Sample    : G3717-03
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  Cyclodecene, (Z)-               Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.69    2.93 ng         146632   Phenanthrene-d10           11.46

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclodecene, (Z)-                   138 C10H18         000935-31-9 81
 2 6-Tridecane                         180 C13H24         042371-66-4 68
 3 9-Octadecyne                        250 C18H34         035365-59-4 64
 4 7-Hexadecyne                        222 C16H30         074685-28-2 64
 5 7-Heptadecyne, 1-chloro-            270 C17H31Cl       056554-74-6 64

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

5000

m/z-->

Abundance Scan 923 (12.686 min): BF081864.D (-921) (-)
67.1

95.1
41.1

202.1

123.1
222.1149.1 244.2181.1

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

5000

m/z-->

Abundance #16258: Cyclodecene, (Z)-
54.0

81.0

138.0110.0

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

5000

m/z-->

Abundance #42723: 6-Tridecane
67.0

41.0 95.0

151.0123.0 180.015.0

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

5000

m/z-->

Abundance #88623: 9-Octadecyne
81.055.0

29.0
109.0

137.0
193.0166.0 250.0

12.40 12.60 12.80 13.00

m/z  67.10  100.00%

12.40 12.60 12.80 13.00

m/z  81.10   92.60%

12.40 12.60 12.80 13.00

m/z  55.10   84.83%

12.40 12.60 12.80 13.00

m/z  95.10   62.03%

12.40 12.60 12.80 13.00

m/z  54.10   51.65%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092815\
  Data File : BF081864.D                                          
  Acq On    : 29 Sep 2015   4:01
  Operator  : UM/IZ
  Sample    : G3717-03
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  Octadecanoic acid               Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.79   15.23 ng         643319   Chrysene-d12               14.10

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid                   284 C18H36O2       000057-11-4 99
 2 Tetradecanoic acid                  228 C14H28O2       000544-63-8 74
 3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H44O4       000106-11-6 72
 4 Tridecanoic acid                    214 C13H26O2       000638-53-9 72
 5 Undecanoic acid                     186 C11H22O2       000112-37-8 49

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 932 (12.789 min): BF081864.D (-929) (-)
73.043.1

129.1

241.2185.2
284.3

101.1 213.2157.1

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #108843: Octadecanoic acid
43.0 73.0

129.0

284.0185.0 241.0
101.0 157.0 213.015.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #75072: Tetradecanoic acid
73.0

43.0

129.0

185.0
228.0

101.0 157.015.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43.0

73.0

284.0
129.0

185.0 241.0213.0101.0 157.0 312.0 372.0

12.40 12.60 12.80 13.00 13.20

m/z  73.00  100.00%

12.40 12.60 12.80 13.00 13.20

m/z  43.10   98.35%

12.40 12.60 12.80 13.00 13.20

m/z  60.00   87.75%

12.40 12.60 12.80 13.00 13.20

m/z  57.10   86.83%

12.40 12.60 12.80 13.00 13.20

m/z  55.10   76.42%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092815\
  Data File : BF081864.D                                          
  Acq On    : 29 Sep 2015   4:01
  Operator  : UM/IZ
  Sample    : G3717-03
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 13  Phenol, 4,4'-(1-methylethyl...  Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.95    3.51 ng         148394   Chrysene-d12               14.10

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Phenol, 4,4'-(1-methylethylidene... 228 C15H16O2       000080-05-7 93
 2 2H,8H-Benzo[1,2-b:5,4-b']dipyran... 228 C14H12O3       000553-19-5 64
 3 2H,8H-Benzo[1,2-b:3,4-b']dipyran... 228 C14H12O3       000523-59-1 50
 4 2,2-Bis-(4-hyxroxyphenyl)-butane    242 C16H18O2       000077-40-7 50
 5 9-Propanoyl-1,2,3,4,5,6,7,8-octa... 242 C17H22O        1000255-01-4 42

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

5000

m/z-->

Abundance Scan 946 (12.949 min): BF081864.D (-944) (-)
213.1

119.1
91.155.1 169.1 255.2 279.2147.0 192.1

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

5000

m/z-->

Abundance #75160: Phenol, 4,4'-(1-methylethylidene)bis-
213.0

119.0
91.065.0 165.0

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

5000

m/z-->

Abundance #75014: 2H,8H-Benzo[1,2-b:5,4-b']dipyran-2-one, 8,8-dimethyl-
213.0

185.0
92.0 128.051.0 157.028.0

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

5000

m/z-->

Abundance #75013: 2H,8H-Benzo[1,2-b:3,4-b']dipyran-2-one, 8,8-dimethyl-
213.0

185.0
93.0 128.063.036.0 149.0

12.60 12.80 13.00 13.20

m/z 213.10  100.00%

12.60 12.80 13.00 13.20

m/z 119.10   17.19%

12.60 12.80 13.00 13.20

m/z 214.10   16.37%

12.60 12.80 13.00 13.20

m/z 228.10   15.58%

12.60 12.80 13.00 13.20

m/z  91.10    8.83%
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Instrument :
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092815\
  Data File : BF081864.D                                          
  Acq On    : 29 Sep 2015   4:01
  Operator  : UM/IZ
  Sample    : G3717-03
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 14  Alpha-(1-(2-naphthylimino)e...  Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.13    2.09 ng          88240   Chrysene-d12               14.10

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Alpha-(1-(2-naphthylimino)ethyl)... 253 C16H15NO2      1000240-01-3 50
 2 2(3H)-Oxazolethione, 4,5-diphenyl-  253 C15H11NOS      006670-13-9 50
 3 Benzimidazol-5-amine, 1-(4-ethox... 253 C15H15N3O      007104-62-3 45
 4 3,6,6-Trimethyl-1-O-tolyl-1,5,6,... 268 C17H20N2O      1000295-04-0 45
 5 1,5-Diphenyl-2H-1,2,4-triazoline... 253 C14H11N3S      005055-74-3 38

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

5000

m/z-->

Abundance Scan 962 (13.132 min): BF081864.D (-961) (-)
253.2

165.1141.1 211.1115.191.141.1 65.0 281.0187.1

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

5000

m/z-->

Abundance #90236: Alpha-(1-(2-naphthylimino)ethyl)-gamma-butyrolactone
253.0

194.0127.0 168.0 225.0

77.0 104.042.0

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

5000

m/z-->

Abundance #90184: 2(3H)-Oxazolethione, 4,5-diphenyl-
253.0

77.0

165.0105.0

51.0
127.0 194.0 224.0

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

5000

m/z-->

Abundance #90192: Benzimidazol-5-amine, 1-(4-ethoxyphenyl)-
253.0

225.0
169.044.0 196.065.0 116.0

12.80 13.00 13.20 13.40

m/z 253.20  100.00%

12.80 13.00 13.20 13.40

m/z 254.20   20.94%

12.80 13.00 13.20 13.40

m/z 165.10    9.95%

12.80 13.00 13.20 13.40

m/z 141.10    7.21%

12.80 13.00 13.20 13.40

m/z 211.10    7.16%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092815\
  Data File : BF081864.D                                          
  Acq On    : 29 Sep 2015   4:01
  Operator  : UM/IZ
  Sample    : G3717-03
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 15  5-Eicosene, (E)-                Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.96    6.91 ng         291691   Chrysene-d12               14.10

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 5-Eicosene, (E)-                    280 C20H40         074685-30-6 98
 2 3-Eicosene, (E)-                    280 C20H40         074685-33-9 95
 3 1-Nonadecanol                       284 C19H40O        001454-84-8 95
 4 9-Eicosene, (E)-                    280 C20H40         074685-29-3 94
 5 Cyclopentadecane                    210 C15H30         000295-48-7 93

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

5000

m/z-->

Abundance Scan 1034 (13.955 min): BF081864.D (-1031) (-)
57.1 83.1

111.1

139.1 176.1 248.0212.1 280.2

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

5000

m/z-->

Abundance #106398: 5-Eicosene, (E)-
55.0

83.0

111.029.0

139.0 280.0167.0 196.0 252.0223.0

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

5000

m/z-->

Abundance #106400: 3-Eicosene, (E)-
57.0

83.0

111.029.0

139.0 280.0167.0 196.0 252.0224.0

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

5000

m/z-->

Abundance #108955: 1-Nonadecanol
43.0 83.0

111.0

139.0 238.0168.0 266.0196.018.0

13.60 13.80 14.00 14.20

m/z  57.10  100.00%

13.60 13.80 14.00 14.20

m/z  55.10   83.58%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092815\
  Data File : BF081864.D                                          
  Acq On    : 29 Sep 2015   4:01
  Operator  : UM/IZ
  Sample    : G3717-03
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815.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...   5.11    10.5 ng     304622  1   6.93  580483  20.0
unknown6.70            6.70    42.3 ng    1227730  1   6.93  580483  20.0
2-Pyrimidinamine,...   7.82     3.8 ng     162879  2   8.22  869547  20.0
Bicyclo[2.2.1]hep...   7.97     7.8 ng     340611  2   8.22  869547  20.0
unknown8.37            8.37     3.8 ng     164300  2   8.22  869547  20.0
Benzoic acid, 4-(...   9.41     4.8 ng     215813  3   9.98  892607  20.0
Eicosane              10.87     2.3 ng     116136  4  11.46 1000140  20.0
Heptadecane, 2,6,...  11.33     2.1 ng     104149  4  11.46 1000140  20.0
n-Hexadecanoic acid   12.00    24.1 ng    1205120  4  11.46 1000140  20.0
Cyclodecene, (Z)-     12.69     2.9 ng     146632  4  11.46 1000140  20.0
Octadecanoic acid     12.79    15.2 ng     643319  5  14.10  844731  20.0
Phenol, 4,4'-(1-m...  12.95     3.5 ng     148394  5  14.10  844731  20.0
Alpha-(1-(2-napht...  13.13     2.1 ng      88240  5  14.10  844731  20.0
5-Eicosene, (E)-      13.96     6.9 ng     291691  5  14.10  844731  20.0
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