
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
  Data File : BG040357.D                                          
  Acq On    :  4 Apr 2019  12:35
  Operator  : JU/SJ
  Sample    : K2210-03
  Misc      :  
  ALS Vial  : 31   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-BG032719.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   3.186    13   16   29 rVB2   51939     94911   2.29%   0.455%
  2   5.600   420  427  438 rBV   601752    989082  23.84%   4.741%
  3   7.198   690  699  712 rBV   454267    799873  19.28%   3.834%
  4   7.574   756  763  776 rBV   941756   1636753  39.46%   7.846%
  5   8.045   836  843  854 rBV   213104    365748   8.82%   1.753%
 
  6   8.368   891  898  907 rBV   792438   1381179  33.29%   6.621%
  7   9.220  1035 1043 1060 rBV   630258   1182623  28.51%   5.669%
  8  10.859  1315 1322 1334 rBV   259468    490838  11.83%   2.353%
  9  13.297  1730 1737 1753 rBV  1678863   2633599  63.49%  12.624%
 10  14.678  1963 1972 1982 rBV2  410501    679172  16.37%   3.256%
 
 11  16.164  2218 2225 2239 rBV  1240708   1969693  47.48%   9.442%
 12  17.422  2433 2439 2452 rVB   552205    864037  20.83%   4.142%
 13  20.025  2875 2882 2888 rBV  3062800   4148308 100.00%  19.885%
 14  21.294  3094 3098 3102 rBV3   34117     51318   1.24%   0.246%
 15  21.693  3159 3166 3175 rBV2  684024   1144748  27.60%   5.487%
 
 16  21.834  3185 3190 3197 rBV2   47355     69675   1.68%   0.334%
 17  22.445  3289 3294 3300 rVB    69504    113170   2.73%   0.542%
 18  23.139  3406 3412 3423 rVB   111534    204633   4.93%   0.981%
 19  23.944  3542 3549 3558 rBV2  112105    241378   5.82%   1.157%
 20  24.895  3704 3711 3716 rBV2   99986    258366   6.23%   1.238%
 
 21  24.972  3716 3724 3737 rVB2  392675   1146264  27.63%   5.495%
 22  26.029  3895 3904 3916 rVB4   75169    245277   5.91%   1.176%
 23  27.392  4128 4136 4150 rVB4   43427    150842   3.64%   0.723%
 
 
                        Sum of corrected areas:    20861487
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
  Data File : BG040357.D                                          
  Acq On    :  4 Apr 2019  12:35
  Operator  : JU/SJ
  Sample    : K2210-03
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719.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\BG040319\
  Data File : BG040357.D                                          
  Acq On    :  4 Apr 2019  12:35
  Operator  : JU/SJ
  Sample    : K2210-03
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  Butane, 2-methoxy-2-methyl-     Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.19    5.19 ng          94911   1,4-Dichlorobenzene-d4      8.04

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methoxy-2-methyl-         102 C6H14O         000994-05-8 72
 2 Silane, ethyltrimethyl-             102 C5H14Si        003439-38-1 28
 3 N-Ethylformamide                     73 C3H7NO         000627-45-2 9 
 4 3-Hexanol, 2-methyl-                116 C7H16O         000617-29-8 9 
 5 Methane, isothiocyanato-             73 C2H3NS         000556-61-6 7 
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0
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m/z-->

Abundance Scan 17 (3.191 min): BG040357.D (-13) (-)
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Abundance #4486: Butane, 2-methoxy-2-methyl-
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Abundance #4398: Silane, ethyltrimethyl-
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m/z-->

Abundance #734: N-Ethylformamide
30

73

5844

18
38

3.20 3.30 3.40 3.50 3.60

m/z  73.05  100.00%

3.20 3.30 3.40 3.50 3.60

m/z  43.00   46.05%

3.20 3.30 3.40 3.50 3.60

m/z  87.05   31.33%

3.20 3.30 3.40 3.50 3.60

m/z  55.00   28.11%

3.20 3.30 3.40 3.50 3.60

m/z  44.95   11.73%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
  Data File : BG040357.D                                          
  Acq On    :  4 Apr 2019  12:35
  Operator  : JU/SJ
  Sample    : K2210-03
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown7.57                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.57   89.50 ng        1636750   1,4-Dichlorobenzene-d4      8.04

 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 12
 3 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 12
 4 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 12
 5 (5-Methyl-2-pyridyl)acetonitrile    132 C8H8N2         1000241-93-9 10
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132

68

96
40 7554 10448 61 87 115

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

5000

m/z-->

Abundance #14142: 3-Chloro-6-fluoro-pyrazine
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Abundance #14144: 5-Fluoro-2-chloropyrimidine
132

1059733 44
70 786051 86 115

7.20 7.40 7.60 7.80 8.00

m/z 132.00  100.00%

7.20 7.40 7.60 7.80 8.00

m/z  68.00   44.12%

7.20 7.40 7.60 7.80 8.00

m/z 134.00   33.02%

7.20 7.40 7.60 7.80 8.00

m/z  66.00   29.36%

7.20 7.40 7.60 7.80 8.00

m/z  69.00   17.80%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
  Data File : BG040357.D                                          
  Acq On    :  4 Apr 2019  12:35
  Operator  : JU/SJ
  Sample    : K2210-03
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Heneicosane, 11-pentyl-         Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 23.14    3.58 ng         204633   Chrysene-d12               21.69

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heneicosane, 11-pentyl-             366 C26H54         014739-72-1 90
 2 Tetracosane                         338 C24H50         000646-31-1 87
 3 Heneicosane                         296 C21H44         000629-94-7 87
 4 Eicosane, 7-hexyl-                  366 C26H54         055333-99-8 86
 5 Eicosane                            282 C20H42         000112-95-8 83
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Abundance Scan 3412 (23.139 min): BG040357.D (-3406) (-)
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22.80 23.00 23.20 23.40

m/z  57.05  100.00%

22.80 23.00 23.20 23.40

m/z  71.05   57.75%

22.80 23.00 23.20 23.40

m/z  43.05   57.45%

22.80 23.00 23.20 23.40

m/z  85.05   47.38%

22.80 23.00 23.20 23.40

m/z  55.00   25.69%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
  Data File : BG040357.D                                          
  Acq On    :  4 Apr 2019  12:35
  Operator  : JU/SJ
  Sample    : K2210-03
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Pentadecane                     Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 23.94    4.21 ng         241378   Perylene-d12               24.97

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentadecane                         212 C15H32         000629-62-9 95
 2 Heneicosane                         296 C21H44         000629-94-7 91
 3 2-methyloctacosane                  408 C29H60         1000376-72-8 91
 4 Tetracosane                         338 C24H50         000646-31-1 91
 5 Tetracosane, 11-decyl-              479 C34H70         055429-84-0 91
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m/z-->

Abundance Scan 3548 (23.938 min): BG040357.D (-3542) (-)
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m/z-->

Abundance #71393: Pentadecane
57

85

29
113 141 212169
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m/z-->

Abundance #141426: Heneicosane
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29 113 141 169 296197 225 253
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0

5000

m/z-->

Abundance #215181: 2-methyloctacosane
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11329 141 169 365197 393225 267 295

23.60 23.80 24.00 24.20

m/z  57.10  100.00%

23.60 23.80 24.00 24.20

m/z  71.05   70.18%

23.60 23.80 24.00 24.20

m/z  43.05   65.83%

23.60 23.80 24.00 24.20

m/z  85.10   50.16%

23.60 23.80 24.00 24.20

m/z  55.00   25.64%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
  Data File : BG040357.D                                          
  Acq On    :  4 Apr 2019  12:35
  Operator  : JU/SJ
  Sample    : K2210-03
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  2-methyloctacosane              Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 24.90    4.51 ng         258366   Perylene-d12               24.97

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-methyloctacosane                  408 C29H60         1000376-72-8 91
 2 Heptacosane                         380 C27H56         000593-49-7 91
 3 Hexacosane                          366 C26H54         000630-01-3 91
 4 Octacosane                          394 C28H58         000630-02-4 91
 5 Pentacosane                         352 C25H52         000629-99-2 91
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Abundance Scan 3712 (24.901 min): BG040357.D (-3704) (-)
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m/z-->

Abundance #215181: 2-methyloctacosane
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11329 141 169 365197 393225 267 295
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m/z-->

Abundance #202661: Heptacosane
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29 113 141 169 197 380225 253 281 309 337
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0

5000

m/z-->

Abundance #194493: Hexacosane
57

85

29 113 141 169 367197 225 253 295 323

24.60 24.80 25.00 25.20

m/z  57.10  100.00%

24.60 24.80 25.00 25.20

m/z  71.10   58.54%

24.60 24.80 25.00 25.20

m/z  43.05   57.07%

24.60 24.80 25.00 25.20

m/z  85.05   48.27%

24.60 24.80 25.00 25.20

m/z  55.00   23.30%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
  Data File : BG040357.D                                          
  Acq On    :  4 Apr 2019  12:35
  Operator  : JU/SJ
  Sample    : K2210-03
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719.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.
---------------------------------------------------------------------
 26.03    4.28 ng         245277   Perylene-d12               24.97

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-methyloctacosane                  408 C29H60         1000376-72-8 90
 2 Tetratetracontane                   619 C44H90         007098-22-8 90
 3 Tetracosane                         338 C24H50         000646-31-1 90
 4 Octacosane                          394 C28H58         000630-02-4 90
 5 Docosane, 11-butyl-                 366 C26H54         013475-76-8 87
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0

5000

m/z-->

Abundance Scan 3904 (26.029 min): BG040357.D (-3895) (-)
57
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5000

m/z-->

Abundance #215181: 2-methyloctacosane
57

99
141 365183 225 26726 309
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5000

m/z-->

Abundance #241528: Tetratetracontane
57

97
141 183 225 26726 309 351 393 435 491 535 574 617

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

5000

m/z-->

Abundance #175557: Tetracosane
57

99
141 183 338225 26726

25.80 26.00 26.20 26.40

m/z  57.00  100.00%

25.80 26.00 26.20 26.40

m/z  71.05   64.20%

25.80 26.00 26.20 26.40

m/z  43.00   57.76%

25.80 26.00 26.20 26.40

m/z  85.05   42.58%

25.80 26.00 26.20 26.40

m/z  55.00   25.43%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
  Data File : BG040357.D                                          
  Acq On    :  4 Apr 2019  12:35
  Operator  : JU/SJ
  Sample    : K2210-03
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719.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  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 27.39    2.63 ng         150842   Perylene-d12               24.97

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octacosane                          394 C28H58         000630-02-4 83
 2 Heneicosane                         296 C21H44         000629-94-7 83
 3 Heptacosane, 1-chloro-              414 C27H55Cl       062016-79-9 80
 4 2-methyloctacosane                  408 C29H60         1000376-72-8 80
 5 Hexacosane                          366 C26H54         000630-01-3 80

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 4136 (27.392 min): BG040357.D (-4128) (-)
57

85

113 141 207169 355322251 402283 429

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #209565: Octacosane
57

85

29 113 141 169 197 225 281253 309 337 394365

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #141426: Heneicosane
57

85

29 113 141 169 296197 225 253

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #217413: Heptacosane, 1-chloro-
57

85

29 113 141 414183 211 273 343239 301 371322

27.00 27.20 27.40 27.60 27.80

m/z  57.10  100.00%

27.00 27.20 27.40 27.60 27.80

m/z  71.00   75.31%

27.00 27.20 27.40 27.60 27.80

m/z  85.10   65.57%

27.00 27.20 27.40 27.60 27.80

m/z  43.05   62.55%

27.00 27.20 27.40 27.60 27.80

m/z  55.00   23.23%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
  Data File : BG040357.D                                          
  Acq On    :  4 Apr 2019  12:35
  Operator  : JU/SJ
  Sample    : K2210-03
  Misc      :  
  ALS Vial  : 31   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719.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|
----------------------------------------------------------------------------
Butane, 2-methoxy...   3.19     5.2 ng      94911  1   8.04  365748  20.0
unknown7.57            7.57    89.5 ng    1636750  1   8.04  365748  20.0
Heneicosane, 11-p...  23.14     3.6 ng     204633  5  21.69 1144750  20.0
Pentadecane           23.94     4.2 ng     241378  6  24.97 1146260  20.0
2-methyloctacosane    24.90     4.5 ng     258366  6  24.97 1146260  20.0
Tetratetracontane     26.03     4.3 ng     245277  6  24.97 1146260  20.0
Octacosane            27.39     2.6 ng     150842  6  24.97 1146260  20.0
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