
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
  Data File : BF085561.D                                          
  Acq On    : 19 Mar 2016   8:27
  Operator  : UM/SJ
  Sample    : H1804-05
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1
 
  Integration Parameters: rteint.p
  Integrator: RTE
  Smoothing : ON                             Filtering: 5
  Sampling  : 1                               Min Area: 3 % of largest Peak
  Start Thrs: 0.2                            Max Peaks: 100
  Stop Thrs : 0                          Peak Location: TOP     
 
  If leading or trailing edge < 100 prefer < Baseline drop else tangent >
  Peak separation: 5
 
  Method    : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.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   5.064   241  243  253 rVB    51161     77872   1.89%   0.224%
  2   5.464   274  278  280 rBV  2344806   3624622  88.02%  10.420%
  3   6.493   365  368  370 rBV  2824619   3830019  93.01%  11.010%
  4   6.619   376  379  382 rBV  2936945   3385734  82.22%   9.733%
  5   6.847   397  399  402 rBV   656383    730686  17.74%   2.101%
 
  6   7.007   410  413  416 rBV  2840956   2730106  66.30%   7.848%
  7   7.419   446  449  451 rBV  2245022   2396163  58.19%   6.888%
  8   8.139   509  512  514 rBV  1068024   1043729  25.35%   3.000%
  9   9.213   603  606  609 rBV  3672133   3874446  94.09%  11.138%
 10   9.602   639  640  642 rVB   315357    369689   8.98%   1.063%
 
 11   9.888   663  665  668 rVB  1142828   1069235  25.97%   3.074%
 12  10.322   699  703  705 rBV2   93957    100604   2.44%   0.289%
 13  10.539   719  722  726 rBV    29995     52537   1.28%   0.151%
 14  10.676   731  734  737 rBV2 2006004   2620679  63.64%   7.534%
 15  10.791   743  744  751 rVB    73140    136287   3.31%   0.392%
 
 16  11.248   781  784  785 rBV    53208     62840   1.53%   0.181%
 17  11.373   793  795  797 rBV  1348234   1162774  28.24%   3.343%
 18  11.442   798  801  804 rVB2   33398     51832   1.26%   0.149%
 19  11.625   814  817  819 rBV    20246     41606   1.01%   0.120%
 20  11.899   839  841  847 rBV2  197510    286316   6.95%   0.823%
 
 21  12.151   861  863  865 rBV    82681     85211   2.07%   0.245%
 22  12.436   886  888  893 rVB2   26817     60391   1.47%   0.174%
 23  12.688   908  910  916 rBV    77707    108630   2.64%   0.312%
 24  12.962   931  934  936 rBV  4093717   4117885 100.00%  11.838%
 25  13.442   974  976  981 rBV    49712    136101   3.31%   0.391%
 
 26  13.854  1010 1012 1023 rBV   378061    747697  18.16%   2.149%
 27  14.002  1023 1025 1028 rVB   967623    995335  24.17%   2.861%
 28  14.848  1097 1099 1102 rVB    47494     48027   1.17%   0.138%
 29  15.431  1147 1150 1153 rBV   638232    746388  18.13%   2.146%
 30  15.968  1192 1197 1206 rBV3   19985     92063   2.24%   0.265%
 
 
 
                        Sum of corrected areas:    34785504
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
  Data File : BF085561.D                                          
  Acq On    : 19 Mar 2016   8:27
  Operator  : UM/SJ
  Sample    : H1804-05
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.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\BF031816\
  Data File : BF085561.D                                          
  Acq On    : 19 Mar 2016   8:27
  Operator  : UM/SJ
  Sample    : H1804-05
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.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  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.06    2.13 ng          77872   1,4-Dichlorobenzene-d4      6.85

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 56
 2 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 
 3 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2        016504-58-8 9 
 4 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 
 5 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance Scan 243 (5.064 min): BF085561.D (-241) (-)
43

59

101

8351

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43

59
10127 8337 53 67 9177

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #3955: 2,3-Butanedione, monooxime
43

101
5815 31 51 86693725

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43

101
28 59

70 84
15 53 78 95

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   58.21%

4.80 5.00 5.20 5.40

m/z 101.10   21.50%

4.80 5.00 5.20 5.40

m/z  58.10   17.51%

4.80 5.00 5.20 5.40

m/z  41.10    8.96%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
  Data File : BF085561.D                                          
  Acq On    : 19 Mar 2016   8:27
  Operator  : UM/SJ
  Sample    : H1804-05
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.62                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.62   92.67 ng        3385730   1,4-Dichlorobenzene-d4      6.85

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 3 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 9 
 4 4-Chloro-2-fluoro-pyrimidine        132 C4H2ClFN2      051422-00-5 9 
 5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2         022291-85-6 9 

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

5000

m/z-->

Abundance Scan 379 (6.619 min): BF085561.D (-376) (-)
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 #14006: 5-Aminoindole
132

104
66 775144 11527 893714 58 97

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

5000

m/z-->

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

67

41 97
53 117

79 89 105 1246034

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   41.53%

6.20 6.40 6.60 6.80 7.00

m/z 134.10   32.28%

6.20 6.40 6.60 6.80 7.00

m/z  66.10   25.96%

6.20 6.40 6.60 6.80 7.00

m/z  69.10   16.86%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
  Data File : BF085561.D                                          
  Acq On    : 19 Mar 2016   8:27
  Operator  : UM/SJ
  Sample    : H1804-05
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Eicosane                        Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.79    2.34 ng         136287   Phenanthrene-d10           11.37

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 91
 2 Heptacosane                         380 C27H56         000593-49-7 90
 3 Heptadecane                         240 C17H36         000629-78-7 86
 4 Pentadecane                         212 C15H32         000629-62-9 86
 5 Decane, 2,3,5-trimethyl-            184 C13H28         062238-11-3 78
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5000

m/z-->

Abundance Scan 744 (10.791 min): BF085561.D (-743) (-)
57
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113 141
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5000

m/z-->

Abundance #107652: Eicosane
57

85
29

113 141 169 282
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5000

m/z-->

Abundance #151556: Heptacosane
57

85

29 113 141 169 197 225 253 380281 323 351

50 100 150 200 250 300 350

5000

m/z-->

Abundance #82608: Heptadecane
57

85

29
113 141 240169 197

10.40 10.60 10.80 11.00 11.20

m/z  57.10  100.00%

10.40 10.60 10.80 11.00 11.20

m/z  43.10   77.08%

10.40 10.60 10.80 11.00 11.20

m/z  71.10   68.13%

10.40 10.60 10.80 11.00 11.20

m/z  85.10   42.89%

10.40 10.60 10.80 11.00 11.20

m/z  41.10   34.67%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
  Data File : BF085561.D                                          
  Acq On    : 19 Mar 2016   8:27
  Operator  : UM/SJ
  Sample    : H1804-05
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  n-Hexadecanoic acid             Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.90    4.92 ng         286316   Phenanthrene-d10           11.37

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 96
 2 Pentadecanoic acid                  242 C15H30O2       001002-84-2 91
 3 Tridecanoic acid                    214 C13H26O2       000638-53-9 72
 4 Tetradecanoic acid                  228 C14H28O2       000544-63-8 72
 5 Dodecane, 1,2-dibromo-              326 C12H24Br2      055334-42-4 30

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

5000

m/z-->

Abundance Scan 841 (11.899 min): BF085561.D (-839) (-)
7343 60

129
97 115 213157 171185143 199 256227

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

5000

m/z-->

Abundance #92227: n-Hexadecanoic acid
43

60 73

129 25687 115 213101 171157 185143 199 227 242

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 157171101 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

11.60 11.80 12.00 12.20

m/z  73.10  100.00%

11.60 11.80 12.00 12.20

m/z  43.10   88.76%

11.60 11.80 12.00 12.20

m/z  60.10   83.52%

11.60 11.80 12.00 12.20

m/z  57.10   72.76%

11.60 11.80 12.00 12.20

m/z  41.10   68.53%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
  Data File : BF085561.D                                          
  Acq On    : 19 Mar 2016   8:27
  Operator  : UM/SJ
  Sample    : H1804-05
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Tetradecanamide                 Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.44    2.73 ng         136101   Chrysene-d12               14.00

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tetradecanamide                     227 C14H29NO       000638-58-4 64
 2 Octanamide                          143 C8H17NO        000629-01-6 53
 3 7-Nonenamide                        155 C9H17NO        090949-53-4 50
 4 Dodecanamide                        199 C12H25NO       001120-16-7 50
 5 2-Hydroxy-2-methylundec-5-en-3-one  198 C12H22O2       1000191-46-2 38

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance Scan 976 (13.442 min): BF085561.D (-974) (-)
59

72

41

9883 126112
140 154 207

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #74437: Tetradecanamide
59

72

41
29 86 128 18411498 198142 22717015617 210

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #19501: Octanamide
59

72
44

8629 143100 114 12717

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #26840: 7-Nonenamide
59

72

44
15529 98 11286 126138

13.20 13.40 13.60 13.80

m/z  59.05  100.00%

13.20 13.40 13.60 13.80

m/z  72.05   70.59%

13.20 13.40 13.60 13.80

m/z  55.10   42.40%

13.20 13.40 13.60 13.80

m/z  41.10   31.26%

13.20 13.40 13.60 13.80

m/z  43.10   25.79%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
  Data File : BF085561.D                                          
  Acq On    : 19 Mar 2016   8:27
  Operator  : UM/SJ
  Sample    : H1804-05
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Trichloroacetic acid, penta...  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.85   15.02 ng         747697   Chrysene-d12               14.00

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Trichloroacetic acid, pentadecyl... 372 C17H31Cl3O2    074339-53-0 91
 2 1-Nonadecene                        266 C19H38         018435-45-5 91
 3 3-Eicosene, (E)-                    280 C20H40         074685-33-9 91
 4 1-Hexadecanol                       242 C16H34O        036653-82-4 90
 5 9-Eicosene, (E)-                    280 C20H40         074685-29-3 87

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

5000

m/z-->

Abundance Scan 1012 (13.854 min): BF085561.D (-1010) (-)
57 8343 97

111

125
139153168182196

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

5000

m/z-->

Abundance #148859: Trichloroacetic acid, pentadecyl ester
43 57

83
97

111
29

125
139153 182 210167

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

5000

m/z-->

Abundance #98171: 1-Nonadecene
978343 57

111

125
29

139154168 26623818219621022415

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

5000

m/z-->

Abundance #106400: 3-Eicosene, (E)-
5743

83
97

11129
125

139 280153167182196210 252224

13.60 13.80 14.00 14.20

m/z  57.05  100.00%

13.60 13.80 14.00 14.20

m/z  83.10   97.91%

13.60 13.80 14.00 14.20

m/z  55.10   94.46%

13.60 13.80 14.00 14.20

m/z  43.10   88.88%

13.60 13.80 14.00 14.20

m/z  97.10   88.87%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
  Data File : BF085561.D                                          
  Acq On    : 19 Mar 2016   8:27
  Operator  : UM/SJ
  Sample    : H1804-05
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  1-Hentetracontanol              Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.97    2.47 ng          92063   Perylene-d12               15.43

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Hentetracontanol                  593 C41H84O        040710-42-7 72
 2 1-Octadecanol                       270 C18H38O        000112-92-5 72
 3 1-Eicosanol                         298 C20H42O        000629-96-9 64
 4 1-Heneicosyl formate                340 C22H44O2       077899-03-7 64
 5 2- Chloropropionic acid, pentade... 318 C18H35ClO2     1000292-44-1 59

0 50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance Scan 1197 (15.968 min): BF085561.D (-1192) (-)
8343

162125 324
207

0 50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance #172384: 1-Hentetracontanol
57

97

18 139 181 572223 278 320 362 404 446 488518

0 50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance #100812: 1-Octadecanol
43 83

125
252168 209

0 50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance #116747: 1-Eicosanol
43

83

125
167 252

15.60 15.80 16.00 16.20

m/z  83.10  100.00%

15.60 15.80 16.00 16.20

m/z  57.10   94.50%

15.60 15.80 16.00 16.20

m/z  43.10   82.50%

15.60 15.80 16.00 16.20

m/z  97.10   74.28%

15.60 15.80 16.00 16.20

m/z  69.10   70.97%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
  Data File : BF085561.D                                          
  Acq On    : 19 Mar 2016   8:27
  Operator  : UM/SJ
  Sample    : H1804-05
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.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...   5.06     2.1 ng      77872  1   6.85  730686  20.0
unknown6.62            6.62    92.7 ng    3385730  1   6.85  730686  20.0
Eicosane              10.79     2.3 ng     136287  4  11.37 1162770  20.0
n-Hexadecanoic acid   11.90     4.9 ng     286316  4  11.37 1162770  20.0
Tetradecanamide       13.44     2.7 ng     136101  5  14.00  995335  20.0
Trichloroacetic a...  13.85    15.0 ng     747697  5  14.00  995335  20.0
1-Hentetracontanol    15.97     2.5 ng      92063  6  15.43  746388  20.0
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