
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG091418\
  Data File : BG036712.D                                          
  Acq On    : 14 Sep 2018  19:21
  Operator  : JU/SJ
  Sample    : PB112835BL
  Misc      :  
  ALS Vial  : 4   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_G\METHODS\8270-BG082318.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   5.157   311  318  326 rVB    44285     66738   1.51%   0.313%
  2   5.621   389  397  409 rBV   997936   1564133  35.44%   7.330%
  3   7.207   660  667  680 rBV   978962   1681983  38.11%   7.883%
  4   7.583   723  731  739 rBV   920640   1575002  35.69%   7.381%
  5   8.047   803  810  820 rVB   191589    326255   7.39%   1.529%
 
  6   8.376   857  866  873 rVB   682409   1193161  27.04%   5.592%
  7   9.211  1000 1008 1018 rBV   588457   1015490  23.01%   4.759%
  8  10.856  1280 1288 1297 rBV   255255    459706  10.42%   2.154%
  9  13.300  1696 1704 1713 rBV  1625153   2480165  56.20%  11.623%
 10  14.675  1931 1938 1946 rBV2  423496    683154  15.48%   3.202%
 
 11  16.161  2184 2191 2212 rBV  1211950   2015772  45.67%   9.447%
 12  17.419  2398 2405 2417 rBV2  631823    973730  22.06%   4.563%
 13  20.027  2842 2849 2857 rBV  3304752   4413381 100.00%  20.684%
 14  21.678  3123 3130 3140 rBV   684407   1153839  26.14%   5.408%
 15  21.872  3158 3163 3171 rBV    52089     79866   1.81%   0.374%
 
 16  22.483  3262 3267 3272 rBV    73242    120390   2.73%   0.564%
 17  23.171  3378 3384 3393 rVB2   79230    153270   3.47%   0.718%
 18  23.976  3514 3521 3529 rBV2   59702    135210   3.06%   0.634%
 19  24.886  3666 3676 3690 rBV   394590   1187713  26.91%   5.566%
 20  26.044  3866 3873 3880 rVB6   22031     58619   1.33%   0.275%
 
 
 
                        Sum of corrected areas:    21337577
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG091418\
  Data File : BG036712.D                                          
  Acq On    : 14 Sep 2018  19:21
  Operator  : JU/SJ
  Sample    : PB112835BL
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318.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_G\DATA\BG091418\
  Data File : BG036712.D                                          
  Acq On    : 14 Sep 2018  19:21
  Operator  : JU/SJ
  Sample    : PB112835BL
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318.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.
---------------------------------------------------------------------
  5.16    4.09 ng          66738   1,4-Dichlorobenzene-d4      8.05

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 53
 2 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 36
 3 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 33
 4 2-Hexanol, 2-methyl-                116 C7H16O         000625-23-0 28
 5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 25
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0
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m/z-->

Abundance Scan 319 (5.162 min): BG036712.D (-311) (-)
43.1

101.1

252.1
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m/z-->

Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

15.0 101.0
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0

5000

m/z-->

Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0

101.029.0

20 40 60 80 100 120 140 160 180 200 220 240
0

5000

m/z-->

Abundance #8344: 3-Hexanol, 4-methyl-
59.0

31.0

87.0

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   58.23%

4.80 5.00 5.20 5.40

m/z  58.10   19.95%

4.80 5.00 5.20 5.40

m/z 101.10   18.17%

4.80 5.00 5.20 5.40

m/z  41.10    9.65%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG091418\
  Data File : BG036712.D                                          
  Acq On    : 14 Sep 2018  19:21
  Operator  : JU/SJ
  Sample    : PB112835BL
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown7.58                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.58   96.55 ng        1575000   1,4-Dichlorobenzene-d4      8.05

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 22
 3 1,3-Cyclopentanedione, 2-chloro-    132 C5H5ClO2       014203-19-1 17
 4 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 12
 5 (5-Methyl-2-pyridyl)acetonitrile    132 C8H8N2         1000241-93-9 10

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

5000

m/z-->

Abundance Scan 730 (7.577 min): BG036712.D (-723) (-)
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Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0

69.0
104.0

51.031.0
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Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0

63.0 104.090.052.039.0 77.028.015.0 116.0
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m/z-->

Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0

69.0
57.0

39.0
89.0 103.0

115.0

7.20 7.40 7.60 7.80 8.00

m/z 132.10  100.00%

7.20 7.40 7.60 7.80 8.00

m/z  68.10   48.17%

7.20 7.40 7.60 7.80 8.00

m/z  66.10   32.96%

7.20 7.40 7.60 7.80 8.00

m/z 134.10   31.31%

7.20 7.40 7.60 7.80 8.00

m/z  69.10   19.50%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG091418\
  Data File : BG036712.D                                          
  Acq On    : 14 Sep 2018  19:21
  Operator  : JU/SJ
  Sample    : PB112835BL
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Octacosane                      Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.48    2.09 ng         120390   Chrysene-d12               21.68

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octacosane                          394 C28H58         000630-02-4 90
 2 Tetracosane                         338 C24H50         000646-31-1 90
 3 Pentacosane                         352 C25H52         000629-99-2 90
 4 Hexacosane                          366 C26H54         000630-01-3 87
 5 Heptacosane                         380 C27H56         000593-49-7 87
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Abundance Scan 3266 (22.477 min): BG036712.D (-3262) (-)
57.1
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Abundance #209566: Octacosane
57.0

99.0
141.027.0 183.0 225.0 281.0 394.0337.0
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Abundance #175557: Tetracosane
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m/z-->

Abundance #185533: Pentacosane
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99.0
141.0 183.0 225.0 352.0267.027.0 309.0

22.20 22.40 22.60 22.80

m/z  57.10  100.00%

22.20 22.40 22.60 22.80

m/z  71.20   57.18%

22.20 22.40 22.60 22.80

m/z  43.10   54.15%

22.20 22.40 22.60 22.80

m/z  85.15   37.11%

22.20 22.40 22.60 22.80

m/z  55.10   19.51%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG091418\
  Data File : BG036712.D                                          
  Acq On    : 14 Sep 2018  19:21
  Operator  : JU/SJ
  Sample    : PB112835BL
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318.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  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 23.17    2.66 ng         153270   Chrysene-d12               21.68

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexacosane                          366 C26H54         000630-01-3 87
 2 Tetracosane                         338 C24H50         000646-31-1 87
 3 Hexadecane                          226 C16H34         000544-76-3 83
 4 Octadecane                          254 C18H38         000593-45-3 83
 5 Nonadecane                          268 C19H40         000629-92-5 83
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5000

m/z-->

Abundance Scan 3384 (23.171 min): BG036712.D (-3378) (-)
57.1

85.1

113.1141.1 208.1169.3 265.2 295.0 341.1
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Abundance #194493: Hexacosane
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85.0

29.0 113.0141.0169.0 367.0197.0225.0253.0 295.0323.0

50 100 150 200 250 300 350
0

5000
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Abundance #175557: Tetracosane
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85.0

29.0
113.0141.0169.0197.0 338.0225.0253.0281.0309.0
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Abundance #83023: Hexadecane
57.0

85.0

29.0
113.0141.0 226.0169.0197.0

22.80 23.00 23.20 23.40

m/z  57.10  100.00%

22.80 23.00 23.20 23.40

m/z  71.10   57.07%

22.80 23.00 23.20 23.40

m/z  43.10   56.36%

22.80 23.00 23.20 23.40

m/z  85.10   44.57%

22.80 23.00 23.20 23.40

m/z  55.10   24.06%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG091418\
  Data File : BG036712.D                                          
  Acq On    : 14 Sep 2018  19:21
  Operator  : JU/SJ
  Sample    : PB112835BL
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Eicosane                        Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 23.98    2.28 ng         135210   Perylene-d12               24.89

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 94
 2 Octacosane                          394 C28H58         000630-02-4 91
 3 Heptacosane                         380 C27H56         000593-49-7 91
 4 Tetracosane                         338 C24H50         000646-31-1 90
 5 Heneicosane                         296 C21H44         000629-94-7 87
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Abundance Scan 3522 (23.982 min): BG036712.D (-3514) (-)
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Abundance #202662: Heptacosane
57.0
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23.60 23.80 24.00 24.20

m/z  57.15  100.00%

23.60 23.80 24.00 24.20

m/z  71.20   52.17%

23.60 23.80 24.00 24.20

m/z  43.10   50.29%

23.60 23.80 24.00 24.20

m/z  85.15   42.66%

23.60 23.80 24.00 24.20

m/z  55.10   20.51%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG091418\
  Data File : BG036712.D                                          
  Acq On    : 14 Sep 2018  19:21
  Operator  : JU/SJ
  Sample    : PB112835BL
  Misc      :  
  ALS Vial  : 4   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318.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...   5.16     4.1 ng      66738  1   8.05  326255  20.0
unknown7.58            7.58    96.5 ng    1575000  1   8.05  326255  20.0
Octacosane            22.48     2.1 ng     120390  5  21.68 1153840  20.0
Hexacosane            23.17     2.7 ng     153270  5  21.68 1153840  20.0
Eicosane              23.98     2.3 ng     135210  6  24.89 1187710  20.0
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