
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\
  Data File : BF085747.D                                          
  Acq On    : 25 Mar 2016   7:32
  Operator  : UM/SJ
  Sample    : H1885-02
  Misc      :  
  ALS Vial  : 31   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-BF032416.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   5.007   235  238  251 rVB   374490    559320  15.99%   1.846%
  2   5.430   272  275  277 rBV  2713784   2972940  84.99%   9.811%
  3   5.830   308  310  313 rVB    48730     47318   1.35%   0.156%
  4   6.470   363  366  368 rBV  2639854   3136649  89.67%  10.351%
  5   6.596   374  377  379 rBV  3086105   3017240  86.25%   9.957%
 
  6   6.824   395  397  399 rBV   789649    668368  19.11%   2.206%
  7   6.984   408  411  413 rBV  2666738   2640275  75.48%   8.713%
  8   7.396   444  447  449 rBV  2085744   2236693  63.94%   7.381%
  9   7.499   453  456  462 rVB    63522     82224   2.35%   0.271%
 10   8.104   507  509  512 rBV   663342    814966  23.30%   2.689%
 
 11   9.190   601  604  606 rBV  3792588   3498116 100.00%  11.544%
 12   9.579   636  638  641 rBV   636991    569559  16.28%   1.880%
 13   9.796   655  657  659 rVB    87934     66944   1.91%   0.221%
 14   9.865   661  663  665 rVB   916011    831536  23.77%   2.744%
 15  10.299   697  701  702 rBV    79210     98540   2.82%   0.325%
 
 16  10.516   717  720  721 rBV    33329     45496   1.30%   0.150%
 17  10.653   729  732  734 rBV  1764619   1718563  49.13%   5.671%
 18  10.768   740  742  746 rVB    92342    102223   2.92%   0.337%
 19  11.213   779  781  782 rBV    54971     43357   1.24%   0.143%
 20  11.339   790  792  795 rBV2  518174    659570  18.86%   2.177%
 
 21  11.568   810  812  817 rBV   245018    327481   9.36%   1.081%
 22  11.876   835  839  844 rBV   110050    154944   4.43%   0.511%
 23  12.391   881  884  891 rBV   576744    690061  19.73%   2.277%
 24  12.551   897  898  903 rVB    33196     50885   1.45%   0.168%
 25  12.653   905  907  911 rBV2   26897     54989   1.57%   0.181%
 
 26  12.756   914  916  917 rBV    61412     90125   2.58%   0.297%
 27  12.779   917  918  925 rVB2   46304     84046   2.40%   0.277%
 28  12.928   929  931  934 rBV  2427679   2287405  65.39%   7.548%
 29  13.156   948  951  954 rBV    55904     97477   2.79%   0.322%
 30  13.374   968  970  971 rBV    77343     80458   2.30%   0.266%
 
 31  13.408   971  973  979 rVV   363741    767037  21.93%   2.531%
 32  13.499   979  981  984 rVB2   42419     70059   2.00%   0.231%
 33  13.831  1007 1010 1015 rVB   108144    169802   4.85%   0.560%
 34  13.979  1020 1023 1025 rBV   641564    676323  19.33%   2.232%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\
  Data File : BF085747.D                                          
  Acq On    : 25 Mar 2016   7:32
  Operator  : UM/SJ
  Sample    : H1885-02
  Misc      :  
  ALS Vial  : 31   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-BF032416.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  14.094  1030 1033 1036 rBV2   55446    147495   4.22%   0.487%
 
 36  15.397  1144 1147 1151 rVB   447945    578539  16.54%   1.909%
 37  16.048  1202 1204 1212 rVB2   69954    165901   4.74%   0.547%
 
 
                        Sum of corrected areas:    30302924
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\
  Data File : BF085747.D                                          
  Acq On    : 25 Mar 2016   7:32
  Operator  : UM/SJ
  Sample    : H1885-02
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416.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\BF032416\
  Data File : BF085747.D                                          
  Acq On    : 25 Mar 2016   7:32
  Operator  : UM/SJ
  Sample    : H1885-02
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416.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.
---------------------------------------------------------------------
  5.01   16.74 ng         559320   1,4-Dichlorobenzene-d4      6.82

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 50
 2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 25
 3 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
 4 Butane, 1-ethoxy-                   102 C6H14O         000628-81-9 9 
 5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2        016504-58-8 9 

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

5000

m/z-->

Abundance Scan 238 (5.007 min): BF085747.D (-235) (-)
43

59

101

8351 69

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

5000

m/z-->

Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43

59

15 10131 8351

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

5000

m/z-->

Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester
59

41

68
12650 142

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

5000

m/z-->

Abundance #3993: Morpholine, 4-methyl-
43

10115 7127 56 86

4.60 4.80 5.00 5.20 5.40

m/z  43.10  100.00%

4.60 4.80 5.00 5.20 5.40

m/z  59.10   62.61%

4.60 4.80 5.00 5.20 5.40

m/z 101.10   22.85%

4.60 4.80 5.00 5.20 5.40

m/z  58.10   16.41%

4.60 4.80 5.00 5.20 5.40

m/z  41.10    9.46%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\
  Data File : BF085747.D                                          
  Acq On    : 25 Mar 2016   7:32
  Operator  : UM/SJ
  Sample    : H1885-02
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.60                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.60   90.29 ng        3017240   1,4-Dichlorobenzene-d4      6.82

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 17
 3 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 4 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 9 
 5 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 9 

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

5000

m/z-->

Abundance Scan 377 (6.596 min): BF085747.D (-374) (-)
132

68

96
40 75 1045447 61 87 115

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

5000

m/z-->

Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132

69
104

785131 38

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

5000

m/z-->

Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132

67

41 97
53 117

79 89 105 1246034

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

5000

m/z-->

Abundance #14006: 5-Aminoindole
132

104
66 775144 11527 893714 58 97

6.20 6.40 6.60 6.80 7.00

m/z 132.10  100.00%

6.20 6.40 6.60 6.80 7.00

m/z  68.10   38.49%

6.20 6.40 6.60 6.80 7.00

m/z 134.10   33.05%

6.20 6.40 6.60 6.80 7.00

m/z  66.10   24.11%

6.20 6.40 6.60 6.80 7.00

m/z  96.10   16.19%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\
  Data File : BF085747.D                                          
  Acq On    : 25 Mar 2016   7:32
  Operator  : UM/SJ
  Sample    : H1885-02
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Hexanoic acid, 2-ethyl-         Concentration Rank 18

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.50    2.02 ng          82224   Naphthalene-d8              8.10

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexanoic acid, 2-ethyl-             144 C8H16O2        000149-57-5 90
 2 Heptanoic acid, 2-ethyl-            158 C9H18O2        003274-29-1 53
 3 1,4-Dioxane                          88 C4H8O2         000123-91-1 37
 4 Heptanoic acid, ethyl ester         158 C9H18O2        000106-30-9 36
 5 Ethanamine, N-methyl-N-nitroso-      88 C3H8N2O        010595-95-6 32

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

5000

m/z-->

Abundance Scan 456 (7.499 min): BF085747.D (-453) (-)
73

88

5741
101

116

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

5000

m/z-->

Abundance #20007: Hexanoic acid, 2-ethyl-
73 88

41
57

29 101 116
15 12965 144

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

5000

m/z-->

Abundance #28762: Heptanoic acid, 2-ethyl-
8873

101
41 55

29
158

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

5000

m/z-->

Abundance #1980: 1,4-Dioxane
28

88

58

4315
69

7.20 7.40 7.60 7.80

m/z  73.10  100.00%

7.20 7.40 7.60 7.80

m/z  88.10   77.44%

7.20 7.40 7.60 7.80

m/z  57.10   31.44%

7.20 7.40 7.60 7.80

m/z  41.10   30.74%

7.20 7.40 7.60 7.80

m/z  87.10   21.73%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\
  Data File : BF085747.D                                          
  Acq On    : 25 Mar 2016   7:32
  Operator  : UM/SJ
  Sample    : H1885-02
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Hexadecane                      Concentration Rank 16

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.30    2.37 ng          98540   Acenaphthene-d10            9.86

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecane                          226 C16H34         000544-76-3 90
 2 Heptadecane                         240 C17H36         000629-78-7 87
 3 Tetradecane                         198 C14H30         000629-59-4 87
 4 Decane, 2,3,5-trimethyl-            184 C13H28         062238-11-3 86
 5 Pentadecane                         212 C15H32         000629-62-9 86

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

5000

m/z-->

Abundance Scan 701 (10.299 min): BF085747.D (-697) (-)
57

7143
85

99
113 127 141 155

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

5000

m/z-->

Abundance #73965: Hexadecane
5743

71

85
29

99 113 127 141 155 169 183 226197

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

5000

m/z-->

Abundance #82608: Heptadecane
57

43 71
85

9929
113 127 141 240155 169 183 197 21115

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

5000

m/z-->

Abundance #55008: Tetradecane
57

43
71

85

29
99 113 198127 141 155 16915

10.00 10.20 10.40 10.60

m/z  57.10  100.00%

10.00 10.20 10.40 10.60

m/z  71.10   69.46%

10.00 10.20 10.40 10.60

m/z  43.10   66.29%

10.00 10.20 10.40 10.60

m/z  85.05   50.67%

10.00 10.20 10.40 10.60

m/z  41.10   30.90%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\
  Data File : BF085747.D                                          
  Acq On    : 25 Mar 2016   7:32
  Operator  : UM/SJ
  Sample    : H1885-02
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Tetradecane                     Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.77    3.10 ng         102223   Phenanthrene-d10           11.34

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tetradecane                         198 C14H30         000629-59-4 91
 2 Heneicosane                         296 C21H44         000629-94-7 91
 3 Eicosane                            282 C20H42         000112-95-8 91
 4 Tritetracontane                     605 C43H88         007098-21-7 90
 5 Octadecane                          254 C18H38         000593-45-3 90

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

5000

m/z-->

Abundance Scan 742 (10.768 min): BF085747.D (-740) (-)
57

85

41

113 141

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

5000

m/z-->

Abundance #55008: Tetradecane
57

85
41

113 198141 16926

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

5000

m/z-->

Abundance #115570: 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

5000

m/z-->

Abundance #107652: Eicosane
57

8541

113 141 169 282

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   69.95%

10.40 10.60 10.80 11.00

m/z  43.10   68.46%

10.40 10.60 10.80 11.00

m/z  85.10   48.14%

10.40 10.60 10.80 11.00

m/z  41.10   30.61%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\
  Data File : BF085747.D                                          
  Acq On    : 25 Mar 2016   7:32
  Operator  : UM/SJ
  Sample    : H1885-02
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  1-Tetradecene                   Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.57    9.93 ng         327481   Phenanthrene-d10           11.34

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Tetradecene                       196 C14H28         001120-36-1 98
 2 Cyclotetradecane                    196 C14H28         000295-17-0 97
 3 2-Tetradecene, (E)-                 196 C14H28         035953-53-8 97
 4 1-Hexadecanol                       242 C16H34O        036653-82-4 94
 5 9-Eicosene, (E)-                    280 C20H40         074685-29-3 94

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 812 (11.568 min): BF085747.D (-810) (-)
55 69 8343

97

111

125
139 168 196154 179

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #53618: 1-Tetradecene
43

55

69 8329
97

111
125 196140 154 168

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #53622: Cyclotetradecane
55

836941

97

29 111
125 196168139 153

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #53627: 2-Tetradecene, (E)-
55

41

6929
83

97
111 196125 140 16815315 181

11.20 11.40 11.60 11.80

m/z  55.10  100.00%

11.20 11.40 11.60 11.80

m/z  69.10   90.13%

11.20 11.40 11.60 11.80

m/z  83.10   88.04%

11.20 11.40 11.60 11.80

m/z  43.10   87.58%

11.20 11.40 11.60 11.80

m/z  57.10   79.40%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\
  Data File : BF085747.D                                          
  Acq On    : 25 Mar 2016   7:32
  Operator  : UM/SJ
  Sample    : H1885-02
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Pentadecanoic acid              Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.88    4.70 ng         154944   Phenanthrene-d10           11.34

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentadecanoic acid                  242 C15H30O2       001002-84-2 81
 2 Tridecanoic acid                    214 C13H26O2       000638-53-9 81
 3 Tetradecanoic acid                  228 C14H28O2       000544-63-8 72
 4 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 64
 5 Nonanoic acid                       158 C9H18O2        000112-05-0 38

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

5000

m/z-->

Abundance Scan 839 (11.876 min): BF085747.D (-835) (-)
736043

129

97 192115 213157 171143 256227

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

5000

m/z-->

Abundance #83686: Pentadecanoic acid
736043

129
29 87 242199143 185115 157 171101 213

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

5000

m/z-->

Abundance #65566: Tridecanoic acid
7360

43

129
17129 21411587

185101 15215 198

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

5000

m/z-->

Abundance #75071: Tetradecanoic acid
7360

43

129
29 228185

87 115 143101 171 199157 213

11.60 11.80 12.00 12.20

m/z  73.00  100.00%

11.60 11.80 12.00 12.20

m/z  60.00   82.15%

11.60 11.80 12.00 12.20

m/z  43.05   79.96%

11.60 11.80 12.00 12.20

m/z  57.10   69.86%

11.60 11.80 12.00 12.20

m/z  55.10   63.99%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\
  Data File : BF085747.D                                          
  Acq On    : 25 Mar 2016   7:32
  Operator  : UM/SJ
  Sample    : H1885-02
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  unknown12.76                    Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.76    2.67 ng          90125   Chrysene-d12               13.98

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tetradecanamide                     227 C14H29NO       000638-58-4 43
 2 Heptanamide, 4-ethyl-5-methyl-      171 C10H21NO       054789-40-1 43
 3 Hexadecanamide                      255 C16H33NO       000629-54-9 35
 4 Decanamide-                         171 C10H21NO       002319-29-1 35
 5 Octanamide                          143 C8H17NO        000629-01-6 35

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

5000

m/z-->

Abundance Scan 916 (12.756 min): BF085747.D (-914) (-)
59

72

43
257

23912997 213114 157 171143 199185 226

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

5000

m/z-->

Abundance #74438: Tetradecanamide
59

72

43
28 86 114128 184149 227100 198170

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

5000

m/z-->

Abundance #36772: Heptanamide, 4-ethyl-5-methyl-
59

72

114
43

29 100 14286 17115612815

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

5000

m/z-->

Abundance #91512: Hexadecanamide
59

72

43
25529 86 128114 212100 170 226156 184142 198 240

12.40 12.60 12.80 13.00

m/z  59.10  100.00%

12.40 12.60 12.80 13.00

m/z  72.10   52.95%

12.40 12.60 12.80 13.00

m/z  56.10   46.23%

12.40 12.60 12.80 13.00

m/z  43.10   32.94%

12.40 12.60 12.80 13.00

m/z  57.10   31.89%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\
  Data File : BF085747.D                                          
  Acq On    : 25 Mar 2016   7:32
  Operator  : UM/SJ
  Sample    : H1885-02
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  Heneicosane                     Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.16    2.88 ng          97477   Chrysene-d12               13.98

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heneicosane                         296 C21H44         000629-94-7 90
 2 Tetratriacontane                    479 C34H70         014167-59-0 87
 3 10-Methylnonadecane                 282 C20H42         056862-62-5 87
 4 Eicosane                            282 C20H42         000112-95-8 87
 5 Hexacosane                          366 C26H54         000630-01-3 87

0 50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 951 (13.156 min): BF085747.D (-948) (-)
57

85

113 141 220190165

0 50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #115570: Heneicosane
57

85

29 113 141 169 296197 225 253

0 50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #167078: Tetratriacontane
57

85

11329 141 169 197 225 311 410253 367281 337 435

0 50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #107656: 10-Methylnonadecane
57

85

154
29 113

267

12.80 13.00 13.20 13.40

m/z  57.10  100.00%

12.80 13.00 13.20 13.40

m/z  71.10   73.24%

12.80 13.00 13.20 13.40

m/z  43.10   65.73%

12.80 13.00 13.20 13.40

m/z  85.10   55.70%

12.80 13.00 13.20 13.40

m/z  41.10   29.86%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\
  Data File : BF085747.D                                          
  Acq On    : 25 Mar 2016   7:32
  Operator  : UM/SJ
  Sample    : H1885-02
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 13  4,8,12,16-Tetramethylheptad...  Concentration Rank 15

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.37    2.38 ng          80458   Chrysene-d12               13.98

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 4,8,12,16-Tetramethylheptadecan-... 324 C21H40O2       096168-15-9 64
 2 Silane, dimethyldi-2-propenyl-      140 C8H16Si        001113-12-8 52
 3 Methylphosphonic acid, fluoroanh... 238 C11H24FO2P     211192-71-1 50
 4 2-Isobutylthiazole                  141 C7H11NS        018640-74-9 49
 5 4,8,12-Trimethyltridecan-4-olide    254 C16H30O2       220904-24-5 47

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

5000

m/z-->

Abundance Scan 970 (13.374 min): BF085747.D (-968) (-)
99

43
69

126
234165 197142 180

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

5000

m/z-->

Abundance #129959: 4,8,12,16-Tetramethylheptadecan-4-olide
99

43

69 126
151 184 324254167 221 306199

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

5000

m/z-->

Abundance #17899: Silane, dimethyldi-2-propenyl-
99

59

41 83 140

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

5000

m/z-->

Abundance #80683: Methylphosphonic acid, fluoroanhydride, 1-methylno...
99

55

8329 140

13.00 13.20 13.40 13.60

m/z  99.10  100.00%

13.00 13.20 13.40 13.60

m/z  43.10   45.72%

13.00 13.20 13.40 13.60

m/z  55.10   42.92%

13.00 13.20 13.40 13.60

m/z  57.10   40.15%

13.00 13.20 13.40 13.60

m/z  69.10   38.38%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\
  Data File : BF085747.D                                          
  Acq On    : 25 Mar 2016   7:32
  Operator  : UM/SJ
  Sample    : H1885-02
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 14  9-Octadecenamide, (Z)-          Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.41   22.68 ng         767037   Chrysene-d12               13.98

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 9-Octadecenamide, (Z)-              281 C18H35NO       000301-02-0 90
 2 Undecanamide, 11-bromo-             263 C11H22BrNO     005875-26-3 64
 3 Octanamide                          143 C8H17NO        000629-01-6 64
 4 Hexadecanamide                      255 C16H33NO       000629-54-9 64
 5 Dodecanamide                        199 C12H25NO       001120-16-7 64

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

5000

m/z-->

Abundance Scan 973 (13.408 min): BF085747.D (-971) (-)
59

41

81 98 126112 140154 184 238168 198 264220 281

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

5000

m/z-->

Abundance #106874: 9-Octadecenamide, (Z)-
59

41
28183 11498 12827 264154 184170 198 220 238

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

5000

m/z-->

Abundance #95983: Undecanamide, 11-bromo-
59

41 1848627 114100 128142156 220234 263170 200 248

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

5000

m/z-->

Abundance #19501: Octanamide
59

44
8629 14310011412815

13.00 13.20 13.40 13.60 13.80

m/z  59.10  100.00%

13.00 13.20 13.40 13.60 13.80

m/z  72.10   71.03%

13.00 13.20 13.40 13.60 13.80

m/z  55.10   36.53%

13.00 13.20 13.40 13.60 13.80

m/z  41.10   28.59%

13.00 13.20 13.40 13.60 13.80

m/z  43.10   23.81%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\
  Data File : BF085747.D                                          
  Acq On    : 25 Mar 2016   7:32
  Operator  : UM/SJ
  Sample    : H1885-02
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 16  Pentafluoropropionic acid, ...  Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.83    5.02 ng         169802   Chrysene-d12               13.98

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentafluoropropionic acid, hepta... 402 C20H35F5O2     1000283-04-2 95
 2 Heptafluorobutanoic acid, heptad... 452 C21H35F7O2     1000282-97-3 94
 3 Trifluoroacetic acid, n-octadecy... 366 C20H37F3O2     079392-43-1 90
 4 Heptafluorobutyric acid, n-penta... 424 C19H31F7O2     1000216-79-3 90
 5 Heptafluorobutyric acid, n-octad... 466 C22H37F7O2     000400-57-7 90

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

5000

m/z-->

Abundance Scan 1010 (13.831 min): BF085747.D (-1007) (-)
57

8343
97

111

125
230139 200154168182 267 282215 253

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

5000

m/z-->

Abundance #156888: Pentafluoropropionic acid, heptadecyl ester
57

43 83 97

111

125
29 139 238154 210168182196 283

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

5000

m/z-->

Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester
57

43
83

97

111

12529 238169139 154 210196 283265

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

5000

m/z-->

Abundance #146922: Trifluoroacetic acid, n-octadecyl ester
43 57

83
97

111
125 252139 154168 224183 210

13.60 13.80 14.00 14.20

m/z  57.10  100.00%

13.60 13.80 14.00 14.20

m/z  83.10   80.77%

13.60 13.80 14.00 14.20

m/z  43.10   77.42%

13.60 13.80 14.00 14.20

m/z  55.10   70.35%

13.60 13.80 14.00 14.20

m/z  97.10   68.78%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\
  Data File : BF085747.D                                          
  Acq On    : 25 Mar 2016   7:32
  Operator  : UM/SJ
  Sample    : H1885-02
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 17  Hexadecanamide                  Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.09    4.36 ng         147495   Chrysene-d12               13.98

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecanamide                      255 C16H33NO       000629-54-9 64
 2 Octadecanamide                      283 C18H37NO       000124-26-5 64
 3 8-Methyl-6-nonenamide               169 C10H19NO       1000293-20-9 64
 4 Tetradecanamide                     227 C14H29NO       000638-58-4 50
 5 1,1,2-Trimethyl-1-silacyclobutane   114 C6H14Si        030681-90-4 38

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

5000

m/z-->

Abundance Scan 1033 (14.094 min): BF085747.D (-1030) (-)
59

41
81

12697 154111 224170 246 266 283193208

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

5000

m/z-->

Abundance #91513: Hexadecanamide
59

43
29 86 114128 255212100 226170142 184156 198 240

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

5000

m/z-->

Abundance #108158: Octadecanamide
59

43
29 73 128 28311498 240184142 170 254212156 198 226 26815

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

5000

m/z-->

Abundance #35400: 8-Methyl-6-nonenamide
5941

73
95

126109 152 169

13.80 14.00 14.20 14.40

m/z  59.00  100.00%

13.80 14.00 14.20 14.40

m/z  72.00   74.45%

13.80 14.00 14.20 14.40

m/z  55.10   48.99%

13.80 14.00 14.20 14.40

m/z  41.10   38.39%

13.80 14.00 14.20 14.40

m/z  43.10   36.74%

8270-BF032416.M Fri Mar 25 19:18:23 2016                                              Page: 16

Instrument :
BNA_F
ClientSampleId :
TRACK-D-GRID-14B



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\
  Data File : BF085747.D                                          
  Acq On    : 25 Mar 2016   7:32
  Operator  : UM/SJ
  Sample    : H1885-02
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 18  .beta.-iso-Methyl ionone        Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.05    5.74 ng         165901   Perylene-d12               15.40

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 .beta.-iso-Methyl ionone            206 C14H22O        1000285-40-2 64
 2 1-Cyclohexene, 1,3,3-trimethyl-2... 206 C14H22O        1000197-08-4 43
 3 6-(2-Fluoro-phenyl)-5-nitro-pipe... 238 C11H11FN2O3    1000275-16-4 38
 4 7-Hydroxy-2,5,8-quinoline trione    191 C9H5NO4        015544-54-4 38
 5 Anthracene, 9-cyclohexyltetradec... 274 C20H34         055255-70-4 27

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 1204 (16.048 min): BF085747.D (-1202) (-)
191

95
69

123
16341

327288242 355214142 309271

50 100 150 200 250 300 350

5000

m/z-->

Abundance #60190: .beta.-iso-Methyl ionone
191

28

135 1639569

50 100 150 200 250 300 350

5000

m/z-->

Abundance #60261: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylbut-1-en...
191

43
123 1499577 173 208

50 100 150 200 250 300 350

5000

m/z-->

Abundance #80627: 6-(2-Fluoro-phenyl)-5-nitro-piperidin-2-one
191

162
122

55 10275 144 23820833

15.80 16.00 16.20 16.40

m/z 191.15  100.00%

15.80 16.00 16.20 16.40

m/z  81.10   64.32%

15.80 16.00 16.20 16.40

m/z  95.10   64.32%

15.80 16.00 16.20 16.40

m/z  69.10   54.20%

15.80 16.00 16.20 16.40

m/z 177.15   40.81%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\
  Data File : BF085747.D                                          
  Acq On    : 25 Mar 2016   7:32
  Operator  : UM/SJ
  Sample    : H1885-02
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416.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...   5.01    16.7 ng     559320  1   6.82  668368  20.0
unknown6.60            6.60    90.3 ng    3017240  1   6.82  668368  20.0
Hexanoic acid, 2-...   7.50     2.0 ng      82224  2   8.10  814966  20.0
Hexadecane            10.30     2.4 ng      98540  3   9.86  831536  20.0
Tetradecane           10.77     3.1 ng     102223  4  11.34  659570  20.0
1-Tetradecene         11.57     9.9 ng     327481  4  11.34  659570  20.0
Pentadecanoic acid    11.88     4.7 ng     154944  4  11.34  659570  20.0
unknown12.76          12.76     2.7 ng      90125  5  13.98  676323  20.0
Heneicosane           13.16     2.9 ng      97477  5  13.98  676323  20.0
4,8,12,16-Tetrame...  13.37     2.4 ng      80458  5  13.98  676323  20.0
9-Octadecenamide,...  13.41    22.7 ng     767037  5  13.98  676323  20.0
Pentafluoropropio...  13.83     5.0 ng     169802  5  13.98  676323  20.0
Hexadecanamide        14.09     4.4 ng     147495  5  13.98  676323  20.0
.beta.-iso-Methyl...  16.05     5.7 ng     165901  6  15.40  578539  20.0
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