
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062016\
  Data File : BF088214.D                                          
  Acq On    : 21 Jun 2016  12:20
  Operator  : UM/SJ
  Sample    : H3580-29
  Misc      :  
  ALS Vial  : 43   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   1.656     5    6   14 rVV   175014    272336   9.29%   1.347%
  2   1.770    14   16   54 rVB  1418685   2932923 100.00%  14.505%
  3   4.822   281  283  294 rBB    69273    112911   3.85%   0.558%
  4   5.267   319  322  324 rBV  1336929   1715149  58.48%   8.482%
  5   6.330   412  415  417 rBV  1309126   1779920  60.69%   8.803%
 
  6   6.445   422  425  427 rBV  1353580   1770622  60.37%   8.757%
  7   6.662   443  444  447 rBV   368059    456921  15.58%   2.260%
  8   6.822   456  458  461 rBV  1581298   1371965  46.78%   6.785%
  9   7.233   492  494  497 rBV   866831    981499  33.46%   4.854%
 10   7.953   555  557  559 rBV   749515    625680  21.33%   3.094%
 
 11   9.028   649  651  654 rBV  1868338   1845772  62.93%   9.128%
 12   9.428   684  686  688 rBV   567916    458340  15.63%   2.267%
 13   9.645   703  705  707 rBV    62818     49674   1.69%   0.246%
 14   9.702   707  710  712 rBV   692655    634501  21.63%   3.138%
 15  10.136   747  748  750 rVB    74391     78063   2.66%   0.386%
 
 16  10.354   764  767  771 rBV    28083     56214   1.92%   0.278%
 17  10.491   776  779  781 rBV   759910    827187  28.20%   4.091%
 18  10.616   788  790  794 rBV    75034    126375   4.31%   0.625%
 19  11.062   827  829  830 rBV    38777     51779   1.77%   0.256%
 20  11.176   837  839  841 rBV   610246    545389  18.60%   2.697%
 
 21  11.782   890  892  897 rVB3   14877     31379   1.07%   0.155%
 22  12.171   923  926  928 rBV2   15441     32446   1.11%   0.160%
 23  12.274   933  935  937 rVB2   39312     43180   1.47%   0.214%
 24  12.388   943  945  946 rBV    63769     60864   2.08%   0.301%
 25  12.617   961  965  966 rBV2   45171     89685   3.06%   0.444%
 
 26  12.754   975  977  980 rBV  1068729   1311110  44.70%   6.484%
 27  12.994   996  998 1000 rBV2   46440     65189   2.22%   0.322%
 28  13.040  1000 1002 1005 rVV3   21578     38347   1.31%   0.190%
 29  13.131  1007 1010 1012 rBV2   22810     50110   1.71%   0.248%
 30  13.200  1014 1016 1018 rBV3   18785     30326   1.03%   0.150%
 
 31  13.245  1018 1020 1022 rBV2   19567     31677   1.08%   0.157%
 32  13.291  1022 1024 1026 rBV2   25829     35099   1.20%   0.174%
 33  13.337  1026 1028 1031 rBV    58073     76681   2.61%   0.379%
 34  13.668  1055 1057 1058 rBV    60305     61927   2.11%   0.306%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062016\
  Data File : BF088214.D                                          
  Acq On    : 21 Jun 2016  12:20
  Operator  : UM/SJ
  Sample    : H3580-29
  Misc      :  
  ALS Vial  : 43   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  13.805  1067 1069 1075 rBV   552119    587499  20.03%   2.906%
 
 36  13.977  1082 1084 1089 rBV    64967    109018   3.72%   0.539%
 37  14.285  1109 1111 1112 rBV    65300     63847   2.18%   0.316%
 38  14.583  1135 1137 1138 rBV    82655    117554   4.01%   0.581%
 39  15.188  1188 1190 1195 rVB   285033    474215  16.17%   2.345%
 40  15.577  1222 1224 1226 rBV    64896    101043   3.45%   0.500%
 
 41  16.137  1271 1273 1279 rVB2   59740    115602   3.94%   0.572%
 
 
                        Sum of corrected areas:    20220018
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062016\
  Data File : BF088214.D                                          
  Acq On    : 21 Jun 2016  12:20
  Operator  : UM/SJ
  Sample    : H3580-29
  Misc      :  
  ALS Vial  : 43   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\BF062016\
  Data File : BF088214.D                                          
  Acq On    : 21 Jun 2016  12:20
  Operator  : UM/SJ
  Sample    : H3580-29
  Misc      :  
  ALS Vial  : 43   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  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.82    4.94 ng         112911   1,4-Dichlorobenzene-d4      6.66

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 56
 2 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
 3 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 
 4 Butane, 1-ethoxy-                   102 C6H14O         000628-81-9 9 
 5 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 

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

5000

m/z-->

Abundance Scan 283 (4.822 min): BF088214.D (-281) (-)
43

59

101

83

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 #4076: Morpholine, 4-methyl-
43

10115 7127 56 8633 62 7749

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

5000

m/z-->

Abundance #3159: 5-Hexen-2-one
43

55
27 83 987137 7749 65

4.40 4.60 4.80 5.00 5.20

m/z  43.00  100.00%

4.40 4.60 4.80 5.00 5.20

m/z  59.10   63.17%

4.40 4.60 4.80 5.00 5.20

m/z 101.10   24.70%

4.40 4.60 4.80 5.00 5.20

m/z  58.10   16.75%

4.40 4.60 4.80 5.00 5.20

m/z  41.10    9.73%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062016\
  Data File : BF088214.D                                          
  Acq On    : 21 Jun 2016  12:20
  Operator  : UM/SJ
  Sample    : H3580-29
  Misc      :  
  ALS Vial  : 43   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  3-Chloro-6-fluoro-pyrazine      Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.44   77.50 ng        1770620   1,4-Dichlorobenzene-d4      6.66

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 50
 2 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 37
 3 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 33
 4 Amphetaminil                        250 C17H18N2       017590-01-1 28
 5 1H-Indazole, 7-methyl-              132 C8H8N2         1000316-00-7 25

40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 425 (6.445 min): BF088214.D (-422) (-)
132

68

96
40 54 77 10587 115

40 60 80 100 120 140 160 180
0

5000

m/z-->

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

69
104

785131

40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #52379: Tranylcypromine-propionyl
13257

74
116

98

89 189158107

40 60 80 100 120 140 160 180
0

5000

m/z-->

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

67

41 97
53 117

79
10688

6.20 6.40 6.60 6.80

m/z 132.00  100.00%

6.20 6.40 6.60 6.80

m/z 134.00   33.79%

6.20 6.40 6.60 6.80

m/z  68.10   29.11%

6.20 6.40 6.60 6.80

m/z  66.10   18.14%

6.20 6.40 6.60 6.80

m/z  96.00   12.50%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062016\
  Data File : BF088214.D                                          
  Acq On    : 21 Jun 2016  12:20
  Operator  : UM/SJ
  Sample    : H3580-29
  Misc      :  
  ALS Vial  : 43   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  Nonadecane                      Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.14    2.46 ng          78063   Acenaphthene-d10            9.70

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Nonadecane                          268 C19H40         000629-92-5 90
 2 Hexadecane                          226 C16H34         000544-76-3 87
 3 Tridecane                           184 C13H28         000629-50-5 86
 4 Tetradecane                         198 C14H30         000629-59-4 86
 5 Pentadecane                         212 C15H32         000629-62-9 78

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

5000

m/z-->

Abundance Scan 748 (10.136 min): BF088214.D (-747) (-)
57

43
71

85

99 113127

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

5000

m/z-->

Abundance #117637: Nonadecane
57

43 71

85

29 99 113127141 268155169183197

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

5000

m/z-->

Abundance #83027: Hexadecane
57

43
71

85

29 99 113127 22614115516918319714

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

5000

m/z-->

Abundance #48835: Tridecane
5743

71

85
29

99 113127 18414115515

9.80 10.00 10.20 10.40

m/z  57.10  100.00%

9.80 10.00 10.20 10.40

m/z  43.10   71.02%

9.80 10.00 10.20 10.40

m/z  71.10   61.11%

9.80 10.00 10.20 10.40

m/z  85.10   39.43%

9.80 10.00 10.20 10.40

m/z  41.10   32.37%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062016\
  Data File : BF088214.D                                          
  Acq On    : 21 Jun 2016  12:20
  Operator  : UM/SJ
  Sample    : H3580-29
  Misc      :  
  ALS Vial  : 43   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  Heptadecane                     Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.62    4.63 ng         126375   Phenanthrene-d10           11.18

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptadecane                         240 C17H36         000629-78-7 91
 2 Tetracosane                         338 C24H50         000646-31-1 91
 3 Octadecane                          254 C18H38         000593-45-3 91
 4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44         054833-48-6 91
 5 Hexadecane                          226 C16H34         000544-76-3 91

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

5000

m/z-->

Abundance Scan 790 (10.616 min): BF088214.D (-788) (-)
57

85

113 14139 169

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

5000

m/z-->

Abundance #94346: Heptadecane
57

85

29
113 141 240169 197

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 #105884: Octadecane
57

85

29 113 141 254169 197 225

10.40 10.60 10.80 11.00

m/z  57.10  100.00%

10.40 10.60 10.80 11.00

m/z  71.10   71.00%

10.40 10.60 10.80 11.00

m/z  43.10   58.16%

10.40 10.60 10.80 11.00

m/z  85.10   46.55%

10.40 10.60 10.80 11.00

m/z  41.10   25.91%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062016\
  Data File : BF088214.D                                          
  Acq On    : 21 Jun 2016  12:20
  Operator  : UM/SJ
  Sample    : H3580-29
  Misc      :  
  ALS Vial  : 43   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  Tetradecane                     Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.99    2.22 ng          65189   Chrysene-d12               13.81

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tetradecane                         198 C14H30         000629-59-4 83
 2 Octadecane                          254 C18H38         000593-45-3 78
 3 Tridecane, 7-propyl-                226 C16H34         055045-09-5 78
 4 Hexadecane, 7,9-dimethyl-           254 C18H38         021164-95-4 78
 5 Dodecane, 2-methyl-6-propyl-        226 C16H34         055045-08-4 60

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

5000

m/z-->

Abundance Scan 998 (12.994 min): BF088214.D (-996) (-)
57
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85

22099 189113126 205165 237141 254153
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m/z-->

Abundance #59882: Tetradecane
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5000

m/z-->

Abundance #105885: Octadecane
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29 99 113 127 141 155 254169 183 197 211 225 239
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0

5000

m/z-->

Abundance #83029: Tridecane, 7-propyl-
43 57

71
85

29

140
99 183113 127 154 168 197 226

12.60 12.80 13.00 13.20 13.40

m/z  57.10  100.00%

12.60 12.80 13.00 13.20 13.40

m/z  71.10   67.00%

12.60 12.80 13.00 13.20 13.40

m/z  43.10   60.64%

12.60 12.80 13.00 13.20 13.40

m/z  85.10   49.81%

12.60 12.80 13.00 13.20 13.40

m/z  41.10   28.00%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062016\
  Data File : BF088214.D                                          
  Acq On    : 21 Jun 2016  12:20
  Operator  : UM/SJ
  Sample    : H3580-29
  Misc      :  
  ALS Vial  : 43   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 10  Pentadecane                     Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.34    2.61 ng          76681   Chrysene-d12               13.81

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentadecane                         212 C15H32         000629-62-9 91
 2 Heneicosane                         296 C21H44         000629-94-7 86
 3 Nonadecane                          268 C19H40         000629-92-5 86
 4 Dodecane, 1-iodo-                   296 C12H25I        004292-19-7 80
 5 Octadecane                          254 C18H38         000593-45-3 80

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

5000

m/z-->

Abundance Scan 1028 (13.337 min): BF088214.D (-1026) (-)
57

85

41
113 141 168 248210 230 281187

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

5000

m/z-->

Abundance #71393: Pentadecane
57

85
41

113 141 21216926 184

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

5000

m/z-->

Abundance #141426: Heneicosane
57

85

41
113 141 169 296197 225 25326 268

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

5000

m/z-->

Abundance #117638: Nonadecane
57

85

41

113 141 268169 197 22526 240

13.00 13.20 13.40 13.60

m/z  57.10  100.00%

13.00 13.20 13.40 13.60

m/z  71.10   70.89%

13.00 13.20 13.40 13.60

m/z  43.10   58.95%

13.00 13.20 13.40 13.60

m/z  85.10   52.58%

13.00 13.20 13.40 13.60

m/z  55.10   24.06%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062016\
  Data File : BF088214.D                                          
  Acq On    : 21 Jun 2016  12:20
  Operator  : UM/SJ
  Sample    : H3580-29
  Misc      :  
  ALS Vial  : 43   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 12  Eicosane                        Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.98    3.71 ng         109018   Chrysene-d12               13.81

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 96
 2 Octadecane                          254 C18H38         000593-45-3 92
 3 Heneicosane                         296 C21H44         000629-94-7 90
 4 Tetradecane, 2,6,10-trimethyl-      240 C17H36         014905-56-7 81
 5 Octacosane                          394 C28H58         000630-02-4 74

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

5000

m/z-->

Abundance Scan 1084 (13.977 min): BF088214.D (-1082) (-)
57

85

41
113 244161 316141 215 268 297183

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

5000

m/z-->

Abundance #129492: Eicosane
57

8541

113 141 169 282197 225 25325

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

5000

m/z-->

Abundance #105885: Octadecane
57

85
41

113 141 254169 197 22525

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

5000

m/z-->

Abundance #141424: Heneicosane
57

85

41
113 141 169 296197 225 25314

13.60 13.80 14.00 14.20

m/z  57.10  100.00%

13.60 13.80 14.00 14.20

m/z  71.10   66.53%

13.60 13.80 14.00 14.20

m/z  43.10   53.50%

13.60 13.80 14.00 14.20

m/z  85.10   46.73%

13.60 13.80 14.00 14.20

m/z  55.10   23.57%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062016\
  Data File : BF088214.D                                          
  Acq On    : 21 Jun 2016  12:20
  Operator  : UM/SJ
  Sample    : H3580-29
  Misc      :  
  ALS Vial  : 43   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 13  Tridecane, 1-iodo-              Concentration Rank 15

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.29    2.17 ng          63847   Chrysene-d12               13.81

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tridecane, 1-iodo-                  310 C13H27I        035599-77-0 91
 2 Triacontane                         422 C30H62         000638-68-6 87
 3 Heneicosane                         296 C21H44         000629-94-7 87
 4 Docosane                            310 C22H46         000629-97-0 87
 5 Pentacosane                         352 C25H52         000629-99-2 86

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 1111 (14.285 min): BF088214.D (-1109) (-)
57

85

113 155 189 344285262223 310

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #152416: Tridecane, 1-iodo-
57

85

28
183113 155 310

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #219831: Triacontane
57

85

113 141 169 42219729 225 253 281 309 337 365 393

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #141426: Heneicosane
57

85

29 113 141 169 296197 225 253

14.00 14.20 14.40 14.60

m/z  57.10  100.00%

14.00 14.20 14.40 14.60

m/z  71.10   68.98%

14.00 14.20 14.40 14.60

m/z  43.10   58.28%

14.00 14.20 14.40 14.60

m/z  85.10   51.96%

14.00 14.20 14.40 14.60

m/z  55.10   20.39%

8270-BF060716.M Tue Jun 21 17:11:00 2016                                              Page: 11

Instrument :
BNA_F
ClientSampleId :
P8-B4(0-12)C



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062016\
  Data File : BF088214.D                                          
  Acq On    : 21 Jun 2016  12:20
  Operator  : UM/SJ
  Sample    : H3580-29
  Misc      :  
  ALS Vial  : 43   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 14  Heneicosane                     Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.58    4.96 ng         117554   Perylene-d12               15.19

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heneicosane                         296 C21H44         000629-94-7 89
 2 Eicosane, 2-methyl-                 296 C21H44         001560-84-5 81
 3 Hexacosane                          366 C26H54         000630-01-3 78
 4 Octadecane                          254 C18H38         000593-45-3 76
 5 2-methyloctacosane                  408 C29H60         1000376-72-8 76

0 50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 1137 (14.583 min): BF088214.D (-1135) (-)
57

85

253

113 141 169 197 320296 366217 274

0 50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #141426: Heneicosane
57

85

29 113 141 169 296197 225 253

0 50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #141430: Eicosane, 2-methyl-
57

85

29 253113 141 281169 197 2252

0 50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #194494: Hexacosane
57

85

11329 141 169 197 225 366253 295

14.20 14.40 14.60 14.80 15.00

m/z  57.10  100.00%

14.20 14.40 14.60 14.80 15.00

m/z  71.10   73.87%

14.20 14.40 14.60 14.80 15.00

m/z  85.10   59.57%

14.20 14.40 14.60 14.80 15.00

m/z  43.10   56.77%

14.20 14.40 14.60 14.80 15.00

m/z 253.20   32.11%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062016\
  Data File : BF088214.D                                          
  Acq On    : 21 Jun 2016  12:20
  Operator  : UM/SJ
  Sample    : H3580-29
  Misc      :  
  ALS Vial  : 43   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 15  Octacosane                      Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.58    4.26 ng         101043   Perylene-d12               15.19

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octacosane                          394 C28H58         000630-02-4 90
 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 Hexacosane                          366 C26H54         000630-01-3 83

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 1224 (15.577 min): BF088214.D (-1222) (-)
57

85

113 191 266141 334 366245211163 303 386

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #209566: Octacosane
57

85

29 113 141 169 197 225 281253 394337309 365

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #175559: Tetracosane
57

85

29 113 141 169 338197 225 253

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #94346: Heptadecane
57

85

29
113 141 240169 197

15.20 15.40 15.60 15.80

m/z  57.10  100.00%

15.20 15.40 15.60 15.80

m/z  71.10   72.32%

15.20 15.40 15.60 15.80

m/z  43.10   51.97%

15.20 15.40 15.60 15.80

m/z  85.10   51.55%

15.20 15.40 15.60 15.80

m/z  55.10   21.62%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062016\
  Data File : BF088214.D                                          
  Acq On    : 21 Jun 2016  12:20
  Operator  : UM/SJ
  Sample    : H3580-29
  Misc      :  
  ALS Vial  : 43   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 16  .beta.-iso-Methyl ionone        Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.14    4.88 ng         115602   Perylene-d12               15.19

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 .beta.-iso-Methyl ionone            206 C14H22O        1000285-40-2 76
 2 Cyclopropene, 3-bromo-1,2-diphenyl- 270 C15H11Br       029559-17-9 38
 3 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H22O        000127-43-5 38
 4 Benzene, 1,1'-[1,2-cyclohexanedi... 300 C18H20S2       1000362-19-6 38
 5 2,4,5,5,8a-Pentamethyl-6,7,8,8a-... 206 C14H22O        1000195-40-9 37

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 1273 (16.137 min): BF088214.D (-1271) (-)
191

95

69
123

16341
280 397329300218 259 376240

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #66096: .beta.-iso-Methyl ionone
191

28

135 1639569

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #118915: Cyclopropene, 3-bromo-1,2-diphenyl-
191

16595 27063 11439 139 225245

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

15.80 16.00 16.20 16.40

m/z 191.15  100.00%

15.80 16.00 16.20 16.40

m/z  95.10   56.12%

15.80 16.00 16.20 16.40

m/z  81.10   45.36%

15.80 16.00 16.20 16.40

m/z  69.10   36.94%

15.80 16.00 16.20 16.40

m/z 109.10   30.41%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062016\
  Data File : BF088214.D                                          
  Acq On    : 21 Jun 2016  12:20
  Operator  : UM/SJ
  Sample    : H3580-29
  Misc      :  
  ALS Vial  : 43   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...   4.82     4.9 ng     112911  1   6.66  456921  20.0
3-Chloro-6-fluoro...   6.44    77.5 ng    1770620  1   6.66  456921  20.0
Nonadecane            10.14     2.5 ng      78063  3   9.70  634501  20.0
Heptadecane           10.62     4.6 ng     126375  4  11.18  545389  20.0
Tetradecane           12.99     2.2 ng      65189  5  13.81  587499  20.0
Pentadecane           13.34     2.6 ng      76681  5  13.81  587499  20.0
Eicosane              13.98     3.7 ng     109018  5  13.81  587499  20.0
Tridecane, 1-iodo-    14.29     2.2 ng      63847  5  13.81  587499  20.0
Heneicosane           14.58     5.0 ng     117554  6  15.19  474215  20.0
Octacosane            15.58     4.3 ng     101043  6  15.19  474215  20.0
.beta.-iso-Methyl...  16.14     4.9 ng     115602  6  15.19  474215  20.0
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