
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
  Data File : BF096770.D                                          
  Acq On    : 14 Jul 2017  12:41
  Operator  : SJ/JU
  Sample    : I4159-05
  Misc      :  
  ALS Vial  : 7   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-BF071317.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
  Signal    : TIC
 
 peak  R.T. first  max last  PK   peak      corr.   corr.    % of
   #   min   scan scan scan  TY  height     area    % max.   total
 ---  ----- ----- ---- ---- ---  -------   -------  ------  -------
  1   4.822   478  482  495 rVB   237062    342726  11.41%   1.430%
  2   5.245   549  554  558 rBV  2640238   2845406  94.76%  11.875%
  3   6.281   725  730  739 rBV  2442827   3002721 100.00%  12.532%
  4   6.410   747  752  755 rBV  2718759   2811486  93.63%  11.733%
  5   6.634   787  790  794 rBV   849821    727612  24.23%   3.037%
 
  6   6.792   813  817  820 rBV  2206502   2005891  66.80%   8.371%
  7   7.198   881  886  889 rBV  1838858   1811461  60.33%   7.560%
  8   7.916  1004 1008 1012 rBV  1160567   1009430  33.62%   4.213%
  9   8.998  1187 1192 1195 rBV  2849409   2603335  86.70%  10.865%
 10   9.386  1255 1258 1262 rBV   415407    360731  12.01%   1.505%
 
 11   9.669  1301 1306 1309 rBV  1098046    971719  32.36%   4.055%
 12  10.116  1379 1382 1385 rVB    85036     63681   2.12%   0.266%
 13  10.339  1413 1420 1426 rBV    28439     51629   1.72%   0.215%
 14  10.451  1435 1439 1443 rBV  1229235   1075005  35.80%   4.486%
 15  10.586  1459 1462 1469 rBV    96817    109683   3.65%   0.458%
 
 16  11.033  1534 1538 1541 rBV2   47118     42155   1.40%   0.176%
 17  11.145  1553 1557 1560 rBV   928101    767705  25.57%   3.204%
 18  12.351  1757 1762 1767 rVB2   28122     31101   1.04%   0.130%
 19  12.727  1822 1826 1830 rBV  1641232   1514813  50.45%   6.322%
 20  13.639  1977 1981 1987 rBV   126031    145762   4.85%   0.608%
 
 21  13.768  1999 2003 2007 rBV   577901    580525  19.33%   2.423%
 22  14.274  2085 2089 2094 rBV3   26520     44810   1.49%   0.187%
 23  14.863  2187 2189 2193 rBV    35883     36013   1.20%   0.150%
 24  15.092  2225 2228 2233 rBV6   16154     32997   1.10%   0.138%
 25  15.157  2234 2239 2244 rVV   505489    609814  20.31%   2.545%
 
 26  15.210  2244 2248 2253 rVB    61554     92403   3.08%   0.386%
 27  15.598  2310 2314 2318 rBV    61361     71977   2.40%   0.300%
 28  16.045  2386 2390 2396 rVB2   51539     81415   2.71%   0.340%
 29  16.574  2476 2480 2486 rVB2   38636     69364   2.31%   0.289%
 30  17.186  2582 2584 2591 rVB5   29328     47864   1.59%   0.200%
 
 
 
                        Sum of corrected areas:    23961234
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
  Data File : BF096770.D                                          
  Acq On    : 14 Jul 2017  12:41
  Operator  : SJ/JU
  Sample    : I4159-05
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317.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\BF071417\
  Data File : BF096770.D                                          
  Acq On    : 14 Jul 2017  12:41
  Operator  : SJ/JU
  Sample    : I4159-05
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  1  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.82    9.42 ng         342726   1,4-Dichlorobenzene-d4      6.63

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 64
 2 2-Hexanol, 2-methyl-                116 C7H16O         000625-23-0 33
 3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 25
 4 1-Propen-2-ol, acetate              100 C5H8O2         000108-22-5 10
 5 3-Hydroxy-3-methyl-2-butanone       102 C5H10O2        000115-22-0 9 
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m/z-->

Abundance Scan 482 (4.822 min): BF096770.D (-478) (-)
43

59
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8351
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m/z-->

Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
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15 10131 8351
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m/z-->

Abundance #8346: 2-Hexanol, 2-methyl-
59

101
4131 836915 51
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5000

m/z-->

Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59

41

68
12650 142

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   52.18%

4.40 4.60 4.80 5.00 5.20

m/z 101.00   14.16%

4.40 4.60 4.80 5.00 5.20

m/z  58.00   13.07%

4.40 4.60 4.80 5.00 5.20

m/z  41.05    8.09%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
  Data File : BF096770.D                                          
  Acq On    : 14 Jul 2017  12:41
  Operator  : SJ/JU
  Sample    : I4159-05
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  2  unknown6.41                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.41   77.28 ng        2811490   1,4-Dichlorobenzene-d4      6.63

 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 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 5 1,3,5-Trifluorobenzene              132 C6H3F3         000372-38-3 9 
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m/z-->

Abundance Scan 752 (6.410 min): BF096770.D (-747) (-)
132
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m/z-->

Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
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785131 38
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Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132

67

41 97
53 117

79 89 105 1246034
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5000

m/z-->

Abundance #14491: 5-Aminoindole
132

104
66 775144 11527 893714 58 97

6.00 6.20 6.40 6.60 6.80

m/z 132.00  100.00%

6.00 6.20 6.40 6.60 6.80

m/z  68.10   38.33%

6.00 6.20 6.40 6.60 6.80

m/z 134.00   32.52%

6.00 6.20 6.40 6.60 6.80

m/z  66.10   24.03%

6.00 6.20 6.40 6.60 6.80

m/z  69.10   14.80%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
  Data File : BF096770.D                                          
  Acq On    : 14 Jul 2017  12:41
  Operator  : SJ/JU
  Sample    : I4159-05
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  4  Hexadecane                      Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.59    2.86 ng         109683   Phenanthrene-d10           11.15

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecane                          226 C16H34         000544-76-3 91
 2 Heneicosane                         296 C21H44         000629-94-7 90
 3 Pentadecane                         212 C15H32         000629-62-9 90
 4 Pentadecane, 7-methyl-              226 C16H34         006165-40-8 83
 5 Eicosane                            282 C20H42         000112-95-8 80
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Abundance Scan 1463 (10.592 min): BF096770.D (-1459) (-)
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Abundance #83025: Hexadecane
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Abundance #141425: Heneicosane
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m/z-->

Abundance #71393: Pentadecane
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113 141 21216926 184

10.20 10.40 10.60 10.80 11.00

m/z  57.10  100.00%

10.20 10.40 10.60 10.80 11.00

m/z  43.00   63.16%

10.20 10.40 10.60 10.80 11.00

m/z  71.10   46.45%

10.20 10.40 10.60 10.80 11.00

m/z  85.05   30.83%

10.20 10.40 10.60 10.80 11.00

m/z  41.10   27.71%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
  Data File : BF096770.D                                          
  Acq On    : 14 Jul 2017  12:41
  Operator  : SJ/JU
  Sample    : I4159-05
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  5  Trifluoroacetoxy hexadecane     Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.64    5.02 ng         145762   Chrysene-d12               13.77

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Trifluoroacetoxy hexadecane         338 C18H33F3O2     006222-03-3 95
 2 Pentafluoropropionic acid, penta... 374 C18H31F5O2     959092-08-1 93
 3 Trifluoroacetic acid, pentadecyl... 324 C17H31F3O2     959010-23-2 93
 4 Heptafluorobutyric acid, pentade... 424 C19H31F7O2     959261-23-5 93
 5 Heptafluorobutyric acid, hexadec... 438 C20H33F7O2     006385-15-5 93
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5000

m/z-->

Abundance Scan 1981 (13.639 min): BF096770.D (-1977) (-)
43

9769
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m/z-->

Abundance #175127: Trifluoroacetoxy hexadecane
57
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12529
196 269154 22479 320251
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5000

m/z-->

Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
57
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139 210182 255 356237163
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5000

m/z-->

Abundance #164113: Trifluoroacetic acid, pentadecyl ester
57

83

111

29
140 182 210 255 306237

13.40 13.60 13.80 14.00

m/z  43.05  100.00%

13.40 13.60 13.80 14.00

m/z  57.00   95.62%

13.40 13.60 13.80 14.00

m/z  55.05   90.39%

13.40 13.60 13.80 14.00

m/z  97.10   67.91%

13.40 13.60 13.80 14.00

m/z  83.05   65.05%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
  Data File : BF096770.D                                          
  Acq On    : 14 Jul 2017  12:41
  Operator  : SJ/JU
  Sample    : I4159-05
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317.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, 9-octyl-           Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.60    2.36 ng          71977   Perylene-d12               15.16

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptadecane, 9-octyl-               352 C25H52         007225-64-1 80
 2 Eicosane, 7-hexyl-                  366 C26H54         055333-99-8 78
 3 Hexacosane                          366 C26H54         000630-01-3 78
 4 Hexatriacontane                     507 C36H74         000630-06-8 72
 5 Hentriacontane                      437 C31H64         000630-04-6 72
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5000

m/z-->

Abundance Scan 2314 (15.598 min): BF096770.D (-2310) (-)
57

85

113 183139 267 31624920939 157
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5000

m/z-->

Abundance #185535: Heptadecane, 9-octyl-
57

85

113 23914139 169 197 267 294 323 352
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5000

m/z-->

Abundance #194499: Eicosane, 7-hexyl-
57

85

113 18214139 281211 252 308 337

50 100 150 200 250 300 350

5000

m/z-->

Abundance #194494: Hexacosane
57

85

11329 141 169 197 225 366253 295

15.20 15.40 15.60 15.80 16.00

m/z  57.10  100.00%

15.20 15.40 15.60 15.80 16.00

m/z  71.10   54.58%

15.20 15.40 15.60 15.80 16.00

m/z  43.05   48.01%

15.20 15.40 15.60 15.80 16.00

m/z  85.05   37.76%

15.20 15.40 15.60 15.80 16.00

m/z  55.00   25.70%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
  Data File : BF096770.D                                          
  Acq On    : 14 Jul 2017  12:41
  Operator  : SJ/JU
  Sample    : I4159-05
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  8  Octacosane                      Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.04    2.67 ng          81415   Perylene-d12               15.16

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octacosane                          394 C28H58         000630-02-4 80
 2 Eicosane, 10-methyl-                296 C21H44         054833-23-7 80
 3 Heptadecane                         240 C17H36         000629-78-7 72
 4 Tridecane, 3-methyl-                198 C14H30         006418-41-3 72
 5 Silane, trichlorooctadecyl-         386 C18H37Cl3Si    000112-04-9 64

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 2389 (16.039 min): BF096770.D (-2386) (-)
57

85

113 141 197 245177

50 100 150 200 250 300 350

5000

m/z-->

Abundance #209565: Octacosane
57

85

29 113 141 169 197 225 281253 309 337 394365

50 100 150 200 250 300 350

5000

m/z-->

Abundance #141431: Eicosane, 10-methyl-
57

85

154113
281183 211 239133

50 100 150 200 250 300 350

5000

m/z-->

Abundance #94344: Heptadecane
57

85

29 113 141 240169 197

15.80 16.00 16.20 16.40

m/z  57.10  100.00%

15.80 16.00 16.20 16.40

m/z  43.00   54.35%

15.80 16.00 16.20 16.40

m/z  71.10   53.34%

15.80 16.00 16.20 16.40

m/z  85.05   39.84%

15.80 16.00 16.20 16.40

m/z  55.00   18.28%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
  Data File : BF096770.D                                          
  Acq On    : 14 Jul 2017  12:41
  Operator  : SJ/JU
  Sample    : I4159-05
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  9  Hentriacontane                  Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.57    2.27 ng          69364   Perylene-d12               15.16

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hentriacontane                      437 C31H64         000630-04-6 83
 2 Heptacosane                         380 C27H56         000593-49-7 83
 3 Octadecane                          254 C18H38         000593-45-3 80
 4 Hexacosane                          366 C26H54         000630-01-3 80
 5 Heneicosane                         296 C21H44         000629-94-7 80

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 2479 (16.568 min): BF096770.D (-2476) (-)
57

85

113 225159183137
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5000

m/z-->

Abundance #223852: Hentriacontane
57

85

113 141 169 197 225 309253 281 337 365 437
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5000

m/z-->

Abundance #202661: Heptacosane
57

85

29 113 141 169 197 380225 253 281 309 337
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
  Data File : BF096770.D                                          
  Acq On    : 14 Jul 2017  12:41
  Operator  : SJ/JU
  Sample    : I4159-05
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317.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     9.4 ng     342726  1   6.63  727612  20.0
unknown6.41            6.41    77.3 ng    2811490  1   6.63  727612  20.0
Hexadecane            10.59     2.9 ng     109683  4  11.15  767705  20.0
Trifluoroacetoxy ...  13.64     5.0 ng     145762  5  13.77  580525  20.0
Heptadecane, 9-oc...  15.60     2.4 ng      71977  6  15.16  609814  20.0
Octacosane            16.04     2.7 ng      81415  6  15.16  609814  20.0
Hentriacontane        16.57     2.3 ng      69364  6  15.16  609814  20.0
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