
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM090119\
  Data File : BM022476.D                                          
  Acq On    : 01 Sep 2019  14:30
  Operator  : HP/JU
  Sample    : K4619-03
  Misc      :  
  ALS Vial  : 3   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_M\METHODS\8270-BM082919.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  12.775  1658 1664 1678 rBB   318819    474416   1.03%   0.225%
  2  15.686  2153 2159 2166 rBV   366267    547760   1.19%   0.260%
  3  17.845  2517 2526 2539 rBV   752010   1166489   2.53%   0.553%
  4  18.604  2625 2655 2665 rBV  3730867  14793092  32.08%   7.010%
  5  19.139  2737 2746 2771 rVB  1453810   2375239   5.15%   1.126%
 
  6  19.580  2816 2821 2833 rBV  1156594   1489902   3.23%   0.706%
  7  19.962  2863 2886 2896 rBV  13559932  33620055  72.90%  15.932%
  8  20.598  2987 2994 3005 rVB3  204010    588308   1.28%   0.279%
  9  20.904  3028 3046 3050 rBV  16964894  46117692 100.00%  21.855%
 10  21.156  3082 3089 3093 rBV2  357161    636060   1.38%   0.301%
 
 11  21.345  3117 3121 3129 rVB2  336787    646501   1.40%   0.306%
 12  21.668  3160 3176 3180 rBV  17314772  45816375  99.35%  21.712%
 13  21.703  3180 3182 3191 rVB   411010    515840   1.12%   0.244%
 14  22.103  3245 3250 3254 rBV2  279547    560585   1.22%   0.266%
 15  22.150  3255 3258 3266 rVB4  418002    861571   1.87%   0.408%
 
 16  22.456  3293 3310 3316 rBV  13343670  33144378  71.87%  15.707%
 17  22.950  3390 3394 3406 rVB3  179415    469320   1.02%   0.222%
 18  23.333  3444 3459 3469 rVV2 5168913  13681204  29.67%   6.483%
 19  24.062  3577 3583 3598 rVB6  201281    717427   1.56%   0.340%
 20  24.333  3617 3629 3642 rVB  2008973   5623041  12.19%   2.665%
 
 21  25.503  3815 3828 3845 rVB   865011   3116363   6.76%   1.477%
 22  26.885  4051 4063 4079 rVB2  550850   2139346   4.64%   1.014%
 23  28.527  4332 4342 4360 rVB4  387986   1918583   4.16%   0.909%
 
 
                        Sum of corrected areas:   211019547
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM090119\
  Data File : BM022476.D                                          
  Acq On    : 01 Sep 2019  14:30
  Operator  : HP/JU
  Sample    : K4619-03
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM082919.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_M\DATA\BM090119\
  Data File : BM022476.D                                          
  Acq On    : 01 Sep 2019  14:30
  Operator  : HP/JU
  Sample    : K4619-03
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM082919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  n-Hexadecanoic acid             Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.84   20.00 ng        1166490   Phenanthrene-d10           16.94

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 98
 2 Tridecanoic acid                    214 C13H26O2       000638-53-9 94
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 76
 4 Undecanoic acid                     186 C11H22O2       000112-37-8 70
 5 Dodecanoic acid                     200 C12H24O2       000143-07-7 62
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m/z-->

Abundance Scan 2525 (17.839 min): BM022476.D (-2517) (-)
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17.60 17.80 18.00 18.20

m/z  41.10  100.00%

17.60 17.80 18.00 18.20

m/z  43.05   95.11%

17.60 17.80 18.00 18.20

m/z  60.00   92.36%

17.60 17.80 18.00 18.20

m/z  73.00   90.82%

17.60 17.80 18.00 18.20

m/z  55.05   81.68%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM090119\
  Data File : BM022476.D                                          
  Acq On    : 01 Sep 2019  14:30
  Operator  : HP/JU
  Sample    : K4619-03
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM082919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  Hexacosane                      Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.60  253.63 ng       14793100   Phenanthrene-d10           16.94

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexacosane                          366 C26H54         000630-01-3 94
 2 Eicosane, 9-octyl-                  394 C28H58         013475-77-9 93
 3 Tetratetracontane                   619 C44H90         007098-22-8 91
 4 2-methyloctacosane                  408 C29H60         1000376-72-8 91
 5 Nonacosane                          408 C29H60         000630-03-5 91
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57

99
141 183 225 281 323 394364

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

5000

m/z-->

Abundance #194493: Hexacosane
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18.20 18.40 18.60 18.80 19.00

m/z  57.10  100.00%

18.20 18.40 18.60 18.80 19.00

m/z  43.10   78.19%

18.20 18.40 18.60 18.80 19.00

m/z  71.05   73.53%

18.20 18.40 18.60 18.80 19.00

m/z  85.10   55.08%

18.20 18.40 18.60 18.80 19.00

m/z  41.10   34.23%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM090119\
  Data File : BM022476.D                                          
  Acq On    : 01 Sep 2019  14:30
  Operator  : HP/JU
  Sample    : K4619-03
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM082919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  Octadecanoic acid               Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.14   74.69 ng        2375240   Chrysene-d12               21.16

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid                   284 C18H36O2       000057-11-4 99
 2 Pentadecanoic acid                  242 C15H30O2       001002-84-2 70
 3 Tetradecanoic acid                  228 C14H28O2       000544-63-8 64
 4 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 58
 5 n-Decanoic acid                     172 C10H20O2       000334-48-5 50
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Abundance Scan 2746 (19.139 min): BM022476.D (-2737) (-)
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18.80 19.00 19.20 19.40

m/z  43.05  100.00%

18.80 19.00 19.20 19.40

m/z  41.10   86.66%

18.80 19.00 19.20 19.40

m/z  73.00   83.99%

18.80 19.00 19.20 19.40

m/z  60.00   83.20%

18.80 19.00 19.20 19.40

m/z  55.05   79.15%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM090119\
  Data File : BM022476.D                                          
  Acq On    : 01 Sep 2019  14:30
  Operator  : HP/JU
  Sample    : K4619-03
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM082919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Heptadecane, 3-methyl-          Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.96 1057.13 ng       33620100   Chrysene-d12               21.16

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptadecane, 3-methyl-              254 C18H38         006418-44-6 93
 2 Tetratetracontane                   619 C44H90         007098-22-8 91
 3 Hentriacontane                      437 C31H64         000630-04-6 91
 4 Tetracosane                         338 C24H50         000646-31-1 91
 5 Eicosane                            282 C20H42         000112-95-8 91
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Abundance Scan 2886 (19.962 min): BM022476.D (-2863) (-)
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Abundance #223851: Hentriacontane
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19.60 19.80 20.00 20.20

m/z  57.05  100.00%

19.60 19.80 20.00 20.20

m/z  71.10   81.05%

19.60 19.80 20.00 20.20

m/z  85.05   65.10%

19.60 19.80 20.00 20.20

m/z  43.10   65.02%

19.60 19.80 20.00 20.20

m/z  55.10   26.73%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM090119\
  Data File : BM022476.D                                          
  Acq On    : 01 Sep 2019  14:30
  Operator  : HP/JU
  Sample    : K4619-03
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM082919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Benz[c]acridine, 5,10-dimet...  Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.60   18.50 ng         588308   Chrysene-d12               21.16

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benz[c]acridine, 5,10-dimethyl-     257 C19H15N        003518-04-5 76
 2 Dichloroacetic acid, heptadecyl ... 366 C19H36Cl2O2    1000282-98-2 38
 3 1-Octadecene                        252 C18H36         000112-88-9 35
 4 Pentafluoropropionic acid, hepta... 402 C20H35F5O2     959218-78-1 35
 5 Heptafluorobutyric acid, n-octad... 466 C22H37F7O2     000400-57-7 35
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m/z 257.20  100.00%

20.20 20.40 20.60 20.80 21.00

m/z  43.10   63.96%

20.20 20.40 20.60 20.80 21.00

m/z  57.05   56.14%

20.20 20.40 20.60 20.80 21.00

m/z  55.05   48.21%

20.20 20.40 20.60 20.80 21.00

m/z  41.00   41.45%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM090119\
  Data File : BM022476.D                                          
  Acq On    : 01 Sep 2019  14:30
  Operator  : HP/JU
  Sample    : K4619-03
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM082919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Triacontane                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.90 1450.11 ng       46117700   Chrysene-d12               21.16

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Triacontane                         422 C30H62         000638-68-6 99
 2 Heneicosane                         296 C21H44         000629-94-7 98
 3 Nonadecane, 9-methyl-               282 C20H42         013287-24-6 93
 4 Docosane, 11-decyl-                 451 C32H66         055401-55-3 91
 5 Heneicosane, 11-decyl-              437 C31H64         055320-06-4 91
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5000

m/z-->

Abundance Scan 3045 (20.898 min): BM022476.D (-3028) (-)
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Abundance #219831: Triacontane
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Abundance #129499: Nonadecane, 9-methyl-
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20.60 20.80 21.00 21.20

m/z  57.10  100.00%

20.60 20.80 21.00 21.20

m/z  71.05   81.85%

20.60 20.80 21.00 21.20

m/z  85.05   66.80%

20.60 20.80 21.00 21.20

m/z  43.10   61.47%

20.60 20.80 21.00 21.20

m/z  55.05   25.60%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM090119\
  Data File : BM022476.D                                          
  Acq On    : 01 Sep 2019  14:30
  Operator  : HP/JU
  Sample    : K4619-03
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM082919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.34   20.33 ng         646501   Chrysene-d12               21.16

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octacosane                          394 C28H58         000630-02-4 93
 2 Eicosane                            282 C20H42         000112-95-8 93
 3 Nonadecane                          268 C19H40         000629-92-5 91
 4 Heptadecane, 9-octyl-               352 C25H52         007225-64-1 90
 5 Docosane, 11-butyl-                 366 C26H54         013475-76-8 90
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m/z-->

Abundance Scan 3120 (21.339 min): BM022476.D (-3117) (-)
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Abundance #209566: Octacosane
57

85

29 113 141 169 197 225 281253 394337309 365

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #129493: Eicosane
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Abundance #117636: Nonadecane
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m/z  57.10  100.00%

21.00 21.20 21.40 21.60

m/z  43.10   95.12%

21.00 21.20 21.40 21.60

m/z  71.10   58.48%

21.00 21.20 21.40 21.60

m/z  85.10   44.37%

21.00 21.20 21.40 21.60

m/z  41.10   29.82%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM090119\
  Data File : BM022476.D                                          
  Acq On    : 01 Sep 2019  14:30
  Operator  : HP/JU
  Sample    : K4619-03
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM082919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Octadecane, 3-methyl-           Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.67 1440.63 ng       45816400   Chrysene-d12               21.16

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecane, 3-methyl-               268 C19H40         006561-44-0 93
 2 Nonadecane, 9-methyl-               282 C20H42         013287-24-6 92
 3 Tetratetracontane                   619 C44H90         007098-22-8 91
 4 Pentacosane                         352 C25H52         000629-99-2 91
 5 Hexacosane                          366 C26H54         000630-01-3 91
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Abundance Scan 3176 (21.668 min): BM022476.D (-3160) (-)
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Abundance #117650: Octadecane, 3-methyl-
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Abundance #129499: Nonadecane, 9-methyl-
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m/z  71.10   83.85%
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m/z  85.15   70.66%
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21.40 21.60 21.80 22.00

m/z  99.15   27.84%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM090119\
  Data File : BM022476.D                                          
  Acq On    : 01 Sep 2019  14:30
  Operator  : HP/JU
  Sample    : K4619-03
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM082919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  Sulfurous acid, 2-propyl te...  Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.70   16.22 ng         515840   Chrysene-d12               21.16

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Sulfurous acid, 2-propyl tetrade... 320 C17H36O3S      1000309-12-5 83
 2 Sulfurous acid, octadecyl 2-prop... 376 C21H44O3S      1000309-12-7 72
 3 Sulfurous acid, butyl heptadecyl... 376 C21H44O3S      1000309-18-4 68
 4 Tridecane, 7-hexyl-                 268 C19H40         007225-66-3 64
 5 Heptacosane, 1-chloro-              414 C27H55Cl       062016-79-9 64
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m/z-->

Abundance Scan 3181 (21.698 min): BM022476.D (-3180) (-)
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Abundance #161094: Sulfurous acid, 2-propyl tetradecyl ester
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Abundance #200449: Sulfurous acid, octadecyl 2-propyl ester
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Abundance #200447: Sulfurous acid, butyl heptadecyl ester
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21.40 21.60 21.80 22.00

m/z  57.10  100.00%

21.40 21.60 21.80 22.00

m/z  43.10   80.49%

21.40 21.60 21.80 22.00

m/z  71.10   69.86%

21.40 21.60 21.80 22.00

m/z  69.10   54.76%

21.40 21.60 21.80 22.00

m/z  55.10   47.58%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM090119\
  Data File : BM022476.D                                          
  Acq On    : 01 Sep 2019  14:30
  Operator  : HP/JU
  Sample    : K4619-03
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM082919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  Nonadecane, 2-methyl-           Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.10   17.63 ng         560585   Chrysene-d12               21.16

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Nonadecane, 2-methyl-               282 C20H42         001560-86-7 90
 2 Tetracosane, 11-decyl-              479 C34H70         055429-84-0 87
 3 2-methyloctacosane                  408 C29H60         1000376-72-8 87
 4 Tetracosane, 9-octyl-               451 C32H66         055401-54-2 87
 5 Heneicosane, 11-decyl-              437 C31H64         055320-06-4 83
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Abundance Scan 3249 (22.098 min): BM022476.D (-3245) (-)
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Abundance #215181: 2-methyloctacosane
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21.80 22.00 22.20 22.40

m/z  57.10  100.00%

21.80 22.00 22.20 22.40

m/z  43.10   95.11%

21.80 22.00 22.20 22.40

m/z  71.10   55.17%

21.80 22.00 22.20 22.40

m/z  85.10   52.72%

21.80 22.00 22.20 22.40

m/z  41.10   27.76%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM090119\
  Data File : BM022476.D                                          
  Acq On    : 01 Sep 2019  14:30
  Operator  : HP/JU
  Sample    : K4619-03
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM082919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  1-Hexadecanethiol               Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.15   27.09 ng         861571   Chrysene-d12               21.16

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Hexadecanethiol                   258 C16H34S        002917-26-2 91
 2 Sulfurous acid, octadecyl 2-prop... 376 C21H44O3S      1000309-12-7 49
 3 1-Octadecanesulphonyl chloride      352 C18H37ClO2S    1000342-70-4 49
 4 Ethanol, 2-(octadecyloxy)-          314 C20H42O2       002136-72-3 49
 5 Ethanol, 2-(hexadecyloxy)-          286 C18H38O2       002136-71-2 49
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Abundance Scan 3258 (22.150 min): BM022476.D (-3255) (-)
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Abundance #109270: 1-Hexadecanethiol
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Abundance #200449: Sulfurous acid, octadecyl 2-propyl ester
43

71

97

125 253155 224183

0 50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #185101: 1-Octadecanesulphonyl chloride
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m/z  57.10  100.00%
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m/z  43.10   87.81%

21.80 22.00 22.20 22.40

m/z  71.10   72.70%
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m/z  55.10   50.30%
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m/z  41.10   49.29%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM090119\
  Data File : BM022476.D                                          
  Acq On    : 01 Sep 2019  14:30
  Operator  : HP/JU
  Sample    : K4619-03
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM082919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  1-Iodo-2-methylundecane         Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.46   48.45 ng       33144400   Perylene-d12               23.34

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heneicosane                         296 C21H44         000629-94-7 97
 2 1-Iodo-2-methylundecane             296 C12H25I        073105-67-6 93
 3 Heptadecane, 3-methyl-              254 C18H38         006418-44-6 93
 4 Hentriacontane                      437 C31H64         000630-04-6 91
 5 Hexacosane                          366 C26H54         000630-01-3 91
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Abundance Scan 3311 (22.462 min): BM022476.D (-3293) (-)
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57

85
29

113 169 211 296

0 50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #105891: Heptadecane, 3-methyl-
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m/z  57.10  100.00%

22.20 22.40 22.60 22.80

m/z  71.05   80.80%

22.20 22.40 22.60 22.80

m/z  85.05   64.49%

22.20 22.40 22.60 22.80

m/z  43.10   61.77%

22.20 22.40 22.60 22.80

m/z  55.10   25.83%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM090119\
  Data File : BM022476.D                                          
  Acq On    : 01 Sep 2019  14:30
  Operator  : HP/JU
  Sample    : K4619-03
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM082919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 13  Heptadecane, 9-octyl-           Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 24.33    8.22 ng        5623040   Perylene-d12               23.34

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptadecane, 9-octyl-               352 C25H52         007225-64-1 94
 2 Docosane                            310 C22H46         000629-97-0 93
 3 Docosane, 11-butyl-                 366 C26H54         013475-76-8 93
 4 Hexacosane                          366 C26H54         000630-01-3 93
 5 Eicosane, 10-methyl-                296 C21H44         054833-23-7 93
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM090119\
  Data File : BM022476.D                                          
  Acq On    : 01 Sep 2019  14:30
  Operator  : HP/JU
  Sample    : K4619-03
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM082919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 14  Hexacosane, 9-octyl-            Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 25.50    4.56 ng        3116360   Perylene-d12               23.34

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexacosane, 9-octyl-                479 C34H70         055429-83-9 91
 2 Tetratetracontane                   619 C44H90         007098-22-8 91
 3 Triacontane                         422 C30H62         000638-68-6 91
 4 Heneicosane, 11-decyl-              437 C31H64         055320-06-4 90
 5 Octacosane                          394 C28H58         000630-02-4 90
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m/z  55.05   24.66%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM090119\
  Data File : BM022476.D                                          
  Acq On    : 01 Sep 2019  14:30
  Operator  : HP/JU
  Sample    : K4619-03
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM082919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 15  Heneicosane                     Concentration Rank 15

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 26.89    3.13 ng        2139350   Perylene-d12               23.34

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heneicosane                         296 C21H44         000629-94-7 96
 2 Octadecane                          254 C18H38         000593-45-3 95
 3 Tetratetracontane                   619 C44H90         007098-22-8 93
 4 Tetracosane                         338 C24H50         000646-31-1 91
 5 Octacosane                          394 C28H58         000630-02-4 91
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Abundance Scan 4064 (26.891 min): BM022476.D (-4051) (-)
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m/z  55.10   24.40%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM090119\
  Data File : BM022476.D                                          
  Acq On    : 01 Sep 2019  14:30
  Operator  : HP/JU
  Sample    : K4619-03
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM082919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 16  Eicosane                        Concentration Rank 16

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 28.53    2.80 ng        1918580   Perylene-d12               23.34

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 96
 2 Octadecane                          254 C18H38         000593-45-3 95
 3 Hexacosane                          366 C26H54         000630-01-3 81
 4 2-methyloctacosane                  408 C29H60         1000376-72-8 81
 5 Octacosane                          394 C28H58         000630-02-4 81
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Abundance #194493: Hexacosane
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m/z  85.10   54.96%
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m/z  55.10   31.35%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM090119\
  Data File : BM022476.D                                          
  Acq On    : 01 Sep 2019  14:30
  Operator  : HP/JU
  Sample    : K4619-03
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM082919.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|
----------------------------------------------------------------------------
n-Hexadecanoic acid   17.84    20.0 ng    1166490  4  16.94 1166490  20.0
Hexacosane            18.60   253.6 ng   14793100  4  16.94 1166490  20.0
Octadecanoic acid     19.14    74.7 ng    2375240  5  21.16  636060  20.0
Heptadecane, 3-me...  19.96  1057.1 ng   33620100  5  21.16  636060  20.0
Benz[c]acridine, ...  20.60    18.5 ng     588308  5  21.16  636060  20.0
Triacontane           20.90  1450.1 ng   46117700  5  21.16  636060  20.0
Octacosane            21.34    20.3 ng     646501  5  21.16  636060  20.0
Octadecane, 3-met...  21.67  1440.6 ng   45816400  5  21.16  636060  20.0
Sulfurous acid, 2...  21.70    16.2 ng     515840  5  21.16  636060  20.0
Nonadecane, 2-met...  22.10    17.6 ng     560585  5  21.16  636060  20.0
1-Hexadecanethiol     22.15    27.1 ng     861571  5  21.16  636060  20.0
1-Iodo-2-methylun...  22.46    48.5 ng   33144400  6  23.34 13681200  20.0
Heptadecane, 9-oc...  24.33     8.2 ng    5623040  6  23.34 13681200  20.0
Hexacosane, 9-octyl-  25.50     4.6 ng    3116360  6  23.34 13681200  20.0
Heneicosane           26.89     3.1 ng    2139350  6  23.34 13681200  20.0
Eicosane              28.53     2.8 ng    1918580  6  23.34 13681200  20.0
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