
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF102319\
  Data File : BF117491.D                                          
  Acq On    : 23 Oct 2019  18:58
  Operator  : JU
  Sample    : K5485-11
  Misc      :  
  ALS Vial  : 10   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:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101819.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   5.351   552  555  568 rBV   720391    783728  75.72%   8.806%
  2   6.381   726  730  747 rBV   824142    902247  87.17%  10.138%
  3   6.504   747  751  766 rVB  1088169    933136  90.15%  10.485%
  4   6.733   786  790  799 rBV   231219    229582  22.18%   2.580%
  5   6.886   812  816  832 rBV   769844    664581  64.20%   7.467%
 
  6   7.298   882  886  904 rBV   519985    540064  52.18%   6.068%
  7   8.010  1004 1007 1020 rBV   291169    295486  28.55%   3.320%
  8   9.086  1186 1190 1193 rBV  1252982    993383  95.97%  11.162%
  9   9.169  1201 1204 1208 rVB    16667     15054   1.45%   0.169%
 10   9.480  1254 1257 1265 rBV   124598    111013  10.72%   1.247%
 
 11   9.698  1291 1294 1298 rBV    17091     14959   1.45%   0.168%
 12   9.763  1302 1305 1315 rVB   425210    357343  34.52%   4.015%
 13  10.192  1375 1378 1381 rVB    17457     14233   1.38%   0.160%
 14  10.551  1436 1439 1452 rVV   583336    581844  56.21%   6.538%
 15  10.668  1456 1459 1465 rVB    15006     19534   1.89%   0.219%
 
 16  11.110  1531 1534 1537 rBV2   13894     13615   1.32%   0.153%
 17  11.251  1554 1558 1567 rBV   331456    354162  34.22%   3.979%
 18  11.774  1644 1647 1655 rBV    53826     62875   6.07%   0.706%
 19  12.562  1776 1781 1786 rBV3    9482     15407   1.49%   0.173%
 20  12.704  1802 1805 1807 rBV2   13723     12538   1.21%   0.141%
 
 21  12.833  1822 1827 1830 rBV  1059413   1035096 100.00%  11.630%
 22  13.057  1862 1865 1869 rBV    16611     15503   1.50%   0.174%
 23  13.398  1920 1923 1926 rBV2   18865     18640   1.80%   0.209%
 24  13.727  1976 1979 1993 rBV2   95182    172693  16.68%   1.940%
 25  13.892  2003 2007 2014 rBV   245693    260950  25.21%   2.932%
 
 26  14.045  2029 2033 2035 rBV    24717     22824   2.21%   0.256%
 27  14.345  2081 2084 2087 rBV    31639     30150   2.91%   0.339%
 28  14.645  2131 2135 2137 rVB    33877     31467   3.04%   0.354%
 29  14.956  2184 2188 2193 rBV    35276     40769   3.94%   0.458%
 30  15.315  2245 2249 2263 rVB   207907    274576  26.53%   3.085%
 
 31  15.715  2313 2317 2322 rVB2   23248     33919   3.28%   0.381%
 32  15.939  2351 2355 2365 rVB7   10725     26097   2.52%   0.293%
 33  16.186  2392 2397 2401 rBV4   15762     22542   2.18%   0.253%
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                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF102319\
  Data File : BF117491.D                                          
  Acq On    : 23 Oct 2019  18:58
  Operator  : JU
  Sample    : K5485-11
  Misc      :  
  ALS Vial  : 10   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:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101819.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 
                        Sum of corrected areas:     8900010
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF102319\
  Data File : BF117491.D                                          
  Acq On    : 23 Oct 2019  18:58
  Operator  : JU
  Sample    : K5485-11
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101819.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:\SVOASRV\HPCHEM1\BNA_F\DATA\BF102319\
  Data File : BF117491.D                                          
  Acq On    : 23 Oct 2019  18:58
  Operator  : JU
  Sample    : K5485-11
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101819.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  unknown6.50                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.50   81.29 ng         933136   1,4-Dichlorobenzene-d4      6.73

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 12
 3 1,2,4-Trifluorobenzene              132 C6H3F3         000367-23-7 9 
 4 1,3,5-Trifluorobenzene              132 C6H3F3         000372-38-3 9 
 5 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 9 
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5000

m/z-->

Abundance Scan 750 (6.498 min): BF117491.D (-747) (-)
132
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9640 54 77 10587
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5000

m/z-->

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

69
104

785131
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5000

m/z-->

Abundance #52379: Tranylcypromine-propionyl
13257
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5000

m/z-->

Abundance #14396: 1,2,4-Trifluorobenzene
132

63 81

11231 10150 9272

6.20 6.40 6.60 6.80

m/z 132.00  100.00%

6.20 6.40 6.60 6.80

m/z  68.10   47.83%

6.20 6.40 6.60 6.80

m/z 134.00   30.74%

6.20 6.40 6.60 6.80

m/z  66.00   29.91%

6.20 6.40 6.60 6.80

m/z  69.05   19.75%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF102319\
  Data File : BF117491.D                                          
  Acq On    : 23 Oct 2019  18:58
  Operator  : JU
  Sample    : K5485-11
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101819.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  n-Hexadecanoic acid             Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.77    3.55 ng          62875   Phenanthrene-d10           11.25

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 96
 2 Tetradecanoic acid                  228 C14H28O2       000544-63-8 80
 3 Tridecanoic acid                    214 C13H26O2       000638-53-9 64
 4 Pentadecanoic acid                  242 C15H30O2       001002-84-2 58
 5 Decanoic acid, silver(1+) salt      278 C10H19AgO2     013126-67-5 53
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m/z-->

Abundance Scan 1646 (11.768 min): BF117491.D (-1644) (-)
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Abundance #107549: n-Hexadecanoic acid
60 7343
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Abundance #84453: Tetradecanoic acid
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5000

m/z-->

Abundance #72648: Tridecanoic acid
7360

43

129
17129 21411587

185101 15215 198

11.40 11.60 11.80 12.00

m/z  73.00  100.00%

11.40 11.60 11.80 12.00

m/z  57.00   84.75%

11.40 11.60 11.80 12.00

m/z  60.00   75.84%

11.40 11.60 11.80 12.00

m/z  43.00   70.93%

11.40 11.60 11.80 12.00

m/z  41.00   61.92%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF102319\
  Data File : BF117491.D                                          
  Acq On    : 23 Oct 2019  18:58
  Operator  : JU
  Sample    : K5485-11
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101819.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  17-Pentatriacontene             Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.73   13.24 ng         172693   Chrysene-d12               13.89

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 17-Pentatriacontene                 491 C35H70         006971-40-0 83
 2 n-Nonadecanol-1                     284 C19H40O        001454-84-8 76
 3 n-Heptadecanol-1                    256 C17H36O        001454-85-9 76
 4 1-Dodecanol, 2-octyl-               298 C20H42O        005333-42-6 74
 5 Octatriacontyl pentafluoropropio... 697 C41H77F5O2     1000351-89-1 74
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m/z-->

Abundance Scan 1979 (13.727 min): BF117491.D (-1976) (-)
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Abundance #234187: 17-Pentatriacontene
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m/z-->
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13.40 13.60 13.80 14.00

m/z  57.10  100.00%

13.40 13.60 13.80 14.00

m/z  83.00   80.36%

13.40 13.60 13.80 14.00

m/z  43.05   76.83%

13.40 13.60 13.80 14.00

m/z  71.05   71.85%

13.40 13.60 13.80 14.00

m/z  69.10   69.93%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF102319\
  Data File : BF117491.D                                          
  Acq On    : 23 Oct 2019  18:58
  Operator  : JU
  Sample    : K5485-11
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101819.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Hexacosane                      Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.34    2.31 ng          30150   Chrysene-d12               13.89

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexacosane                          366 C26H54         000630-01-3 86
 2 Octacosane                          394 C28H58         000630-02-4 86
 3 Hentriacontane                      437 C31H64         000630-04-6 86
 4 Pentacosane                         352 C25H52         000629-99-2 86
 5 Heneicosane                         296 C21H44         000629-94-7 86
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5000

m/z-->

Abundance Scan 2083 (14.339 min): BF117491.D (-2081) (-)
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5000

m/z-->

Abundance #194494: Hexacosane
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11329 141 169 197 225 366253 295
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5000

m/z-->

Abundance #209565: Octacosane
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85

29 113 141 169 197 225 281253 309 337 394365

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #223852: Hentriacontane
57

85

113 141 169 197 225 309253 281 337 365 437

14.00 14.20 14.40 14.60

m/z  57.00  100.00%

14.00 14.20 14.40 14.60

m/z  71.05   63.76%

14.00 14.20 14.40 14.60

m/z  85.10   49.52%

14.00 14.20 14.40 14.60

m/z  43.00   43.62%

14.00 14.20 14.40 14.60

m/z  55.00   37.93%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF102319\
  Data File : BF117491.D                                          
  Acq On    : 23 Oct 2019  18:58
  Operator  : JU
  Sample    : K5485-11
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101819.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Hentriacontane                  Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.64    2.29 ng          31467   Perylene-d12               15.32

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hentriacontane                      437 C31H64         000630-04-6 87
 2 Heneicosane                         296 C21H44         000629-94-7 86
 3 Hexacosane                          366 C26H54         000630-01-3 86
 4 Tetratetracontane                   619 C44H90         007098-22-8 86
 5 Heptacosane                         380 C27H56         000593-49-7 86
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Abundance Scan 2134 (14.639 min): BF117491.D (-2131) (-)
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Abundance #223852: Hentriacontane
57
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5000

m/z-->

Abundance #141426: Heneicosane
57
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29 113 141 169 296197 225 253
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5000

m/z-->

Abundance #194493: Hexacosane
57
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29 113 141 169 367197 225 253 295 323

14.40 14.60 14.80 15.00

m/z  57.05  100.00%

14.40 14.60 14.80 15.00

m/z  71.05   82.85%

14.40 14.60 14.80 15.00

m/z  85.00   61.07%

14.40 14.60 14.80 15.00

m/z  43.00   46.94%

14.40 14.60 14.80 15.00

m/z  55.00   30.56%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF102319\
  Data File : BF117491.D                                          
  Acq On    : 23 Oct 2019  18:58
  Operator  : JU
  Sample    : K5485-11
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101819.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Tetratetracontane               Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.96    2.97 ng          40769   Perylene-d12               15.32

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tetratetracontane                   619 C44H90         007098-22-8 90
 2 Hexatriacontane                     507 C36H74         000630-06-8 90
 3 Heneicosane, 11-(1-ethylpropyl)-    366 C26H54         055282-11-6 86
 4 Octacosane                          394 C28H58         000630-02-4 86
 5 Sulfurous acid, dodecyl 2-propyl... 292 C15H32O3S      1000309-12-3 86
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5000

m/z-->

Abundance Scan 2189 (14.962 min): BF117491.D (-2184) (-)
57

99
281141 207
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5000

m/z-->

Abundance #241528: Tetratetracontane
57
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141 183 225 26726 309 351 393 435 491 535 574 617
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5000

m/z-->

Abundance #235973: Hexatriacontane
57

99
141 183 225 281 323 37926 421 506463

0 50 100 150 200 250 300 350 400 450 500 550 600

5000

m/z-->

Abundance #194508: Heneicosane, 11-(1-ethylpropyl)-
43

85

127 295169 225 337

14.60 14.80 15.00 15.20

m/z  57.05  100.00%

14.60 14.80 15.00 15.20

m/z  71.05   91.91%

14.60 14.80 15.00 15.20

m/z  43.05   59.00%

14.60 14.80 15.00 15.20

m/z  85.05   53.06%

14.60 14.80 15.00 15.20

m/z  55.00   27.15%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF102319\
  Data File : BF117491.D                                          
  Acq On    : 23 Oct 2019  18:58
  Operator  : JU
  Sample    : K5485-11
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101819.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Sulfurous acid, butyl hepta...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.72    2.47 ng          33919   Perylene-d12               15.32

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Sulfurous acid, butyl heptadecyl... 376 C21H44O3S      1000309-18-4 64
 2 Undecane, 3,9-dimethyl-             184 C13H28         017301-31-4 59
 3 Sulfurous acid, pentadecyl 2-pro... 334 C18H38O3S      1000309-12-6 59
 4 Sulfurous acid, 2-propyl tridecy... 306 C16H34O3S      1000309-12-4 59
 5 Silane, trichlorooctadecyl-         386 C18H37Cl3Si    000112-04-9 53

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

5000

m/z-->

Abundance Scan 2318 (15.721 min): BF117491.D (-2313) (-)
57

85

41

127 191 208141110
281

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

5000

m/z-->

Abundance #200447: Sulfurous acid, butyl heptadecyl ester
57

85
41

111 127 239155 183 210 29126 273

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

5000

m/z-->

Abundance #48874: Undecane, 3,9-dimethyl-
57

8541

15511326 128 184

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

5000

m/z-->

Abundance #172312: Sulfurous acid, pentadecyl 2-propyl ester
43

71
85

111 12727 210155 182

15.40 15.60 15.80 16.00

m/z  57.05  100.00%

15.40 15.60 15.80 16.00

m/z  71.00   87.48%

15.40 15.60 15.80 16.00

m/z  85.10   68.59%

15.40 15.60 15.80 16.00

m/z  43.10   46.64%

15.40 15.60 15.80 16.00

m/z  40.95   33.18%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF102319\
  Data File : BF117491.D                                          
  Acq On    : 23 Oct 2019  18:58
  Operator  : JU
  Sample    : K5485-11
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101819.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|
----------------------------------------------------------------------------
unknown6.50            6.50    81.3 ng     933136  1   6.73  229582  20.0
n-Hexadecanoic acid   11.77     3.5 ng      62875  4  11.25  354162  20.0
17-Pentatriacontene   13.73    13.2 ng     172693  5  13.89  260950  20.0
Hexacosane            14.34     2.3 ng      30150  5  13.89  260950  20.0
Hentriacontane        14.64     2.3 ng      31467  6  15.32  274576  20.0
Tetratetracontane     14.96     3.0 ng      40769  6  15.32  274576  20.0
Sulfurous acid, b...  15.72     2.5 ng      33919  6  15.32  274576  20.0
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