
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071717\
  Data File : BF096814.D                                          
  Acq On    : 17 Jul 2017  12:51
  Operator  : SJ/JU
  Sample    : I4159-06
  Misc      :  
  ALS Vial  : 6   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   4.781   471  475  489 rVB   290979    408810  15.16%   1.802%
  2   5.216   545  549  553 rBV  2529012   2628746  97.49%  11.589%
  3   6.257   721  726  735 rBV  2367145   2696291 100.00%  11.886%
  4   6.381   742  747  750 rBV  2782321   2593993  96.21%  11.436%
  5   6.610   782  786  789 rBV   876937    737773  27.36%   3.252%
 
  6   6.769   808  813  816 rBV  1880067   1820642  67.52%   8.026%
  7   7.175   877  882  885 rBV  1686991   1656813  61.45%   7.304%
  8   7.892   999 1004 1007 rBV  1081002    990742  36.74%   4.368%
  9   8.969  1182 1187 1190 rBV  2322874   2197743  81.51%   9.689%
 10   9.357  1250 1253 1256 rBV   343927    277087  10.28%   1.222%
 
 11   9.633  1296 1300 1304 rBV  1173077   1048081  38.87%   4.620%
 12  10.086  1374 1377 1380 rVB    78355     59430   2.20%   0.262%
 13  10.304  1407 1414 1417 rBV    25746     37243   1.38%   0.164%
 14  10.422  1429 1434 1437 rBV  1452482   1357375  50.34%   5.984%
 15  10.557  1454 1457 1463 rBV    88736    101371   3.76%   0.447%
 
 16  10.998  1526 1532 1535 rBV2   41553     43530   1.61%   0.192%
 17  11.110  1547 1551 1554 rBV  1149263    946438  35.10%   4.172%
 18  12.692  1815 1820 1823 rBV  1681837   1548353  57.43%   6.826%
 19  13.598  1970 1974 1982 rBV   223793    252722   9.37%   1.114%
 20  13.733  1992 1997 2000 rBV   643219    623655  23.13%   2.749%
 
 21  14.233  2078 2082 2087 rBV4   23584     32773   1.22%   0.144%
 22  15.104  2225 2230 2235 rVB   526237    595131  22.07%   2.624%
 23  15.580  2307 2311 2315 rBV5   18770     28927   1.07%   0.128%
 
 
                        Sum of corrected areas:    22683669
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071717\
  Data File : BF096814.D                                          
  Acq On    : 17 Jul 2017  12:51
  Operator  : SJ/JU
  Sample    : I4159-06
  Misc      :  
  ALS Vial  : 6   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\BF071717\
  Data File : BF096814.D                                          
  Acq On    : 17 Jul 2017  12:51
  Operator  : SJ/JU
  Sample    : I4159-06
  Misc      :  
  ALS Vial  : 6   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.
---------------------------------------------------------------------
  4.78   11.08 ng         408810   1,4-Dichlorobenzene-d4      6.61

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 40
 2 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 38
 3 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 33
 4 2-Hexanol, 2-methyl-                116 C7H16O         000625-23-0 33
 5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 25
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5000

m/z-->

Abundance Scan 475 (4.781 min): BF096814.D (-471) (-)
43.0

59.0

101.1
83.1

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
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15.0 101.031.0 83.0
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m/z-->

Abundance #8205: Acetic acid, 1,1-dimethylethyl ester
43.0

57.0

29.0
101.0

78.0
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5000

m/z-->

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

41.0
31.0

69.0 87.0
98.015.0 50.0

4.40 4.60 4.80 5.00 5.20

m/z  42.95  100.00%

4.40 4.60 4.80 5.00 5.20

m/z  59.00   52.26%

4.40 4.60 4.80 5.00 5.20

m/z 101.10   15.09%

4.40 4.60 4.80 5.00 5.20

m/z  58.00   13.47%

4.40 4.60 4.80 5.00 5.20

m/z  41.10    9.07%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071717\
  Data File : BF096814.D                                          
  Acq On    : 17 Jul 2017  12:51
  Operator  : SJ/JU
  Sample    : I4159-06
  Misc      :  
  ALS Vial  : 6   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  unknown6.38                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.38   70.32 ng        2593990   1,4-Dichlorobenzene-d4      6.61

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
 5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2         022291-85-6 9 
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m/z-->

Abundance Scan 747 (6.381 min): BF096814.D (-742) (-)
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Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
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51.031.0
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Abundance #14491: 5-Aminoindole
132.0

104.0
66.051.027.0 89.0
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5000

m/z-->

Abundance #52379: Tranylcypromine-propionyl
132.057.0

74.0
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98.0

189.0158.0

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   39.84%

6.00 6.20 6.40 6.60 6.80

m/z 134.00   32.98%

6.00 6.20 6.40 6.60 6.80

m/z  66.00   26.57%

6.00 6.20 6.40 6.60 6.80

m/z  69.10   15.95%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071717\
  Data File : BF096814.D                                          
  Acq On    : 17 Jul 2017  12:51
  Operator  : SJ/JU
  Sample    : I4159-06
  Misc      :  
  ALS Vial  : 6   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  Eicosane                        Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.56    2.14 ng         101371   Phenanthrene-d10           11.11

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 90
 2 Pentadecane                         212 C15H32         000629-62-9 86
 3 Hexadecane                          226 C16H34         000544-76-3 86
 4 Tetracosane                         338 C24H50         000646-31-1 80
 5 Heneicosane                         296 C21H44         000629-94-7 80
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m/z-->

Abundance Scan 1458 (10.563 min): BF096814.D (-1454) (-)
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113.1
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m/z-->

Abundance #129492: Eicosane
57.0

85.0

29.0
113.0 141.0 169.0 282.0197.0 225.0 253.0
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m/z-->

Abundance #71393: Pentadecane
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Abundance #83025: Hexadecane
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29.0
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10.20 10.40 10.60 10.80

m/z  57.00  100.00%

10.20 10.40 10.60 10.80

m/z  43.10   57.91%

10.20 10.40 10.60 10.80

m/z  71.05   50.75%

10.20 10.40 10.60 10.80

m/z  85.00   33.16%

10.20 10.40 10.60 10.80

m/z  41.05   29.13%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071717\
  Data File : BF096814.D                                          
  Acq On    : 17 Jul 2017  12:51
  Operator  : SJ/JU
  Sample    : I4159-06
  Misc      :  
  ALS Vial  : 6   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  Heptadecyl trifluoroacetate     Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.60    8.10 ng         252722   Chrysene-d12               13.73

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptadecyl trifluoroacetate         352 C19H35F3O2     1000351-87-0 94
 2 1-Heneicosanol                      312 C21H44O        015594-90-8 93
 3 5-Eicosene, (E)-                    280 C20H40         074685-30-6 91
 4 Octadecyl trifluoroacetate          366 C20H37F3O2     079392-43-1 91
 5 1-Docosene                          308 C22H44         001599-67-3 91

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

5000

m/z-->

Abundance Scan 1974 (13.598 min): BF096814.D (-1970) (-)
57.0

83.0

111.2

139.1 168.2

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

5000

m/z-->

Abundance #185169: Heptadecyl trifluoroacetate
57.0

97.0

125.029.0
154.0 283.0238.0210.0182.0 334.0
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5000

m/z-->

Abundance #155046: 1-Heneicosanol
55.0 83.0

111.0

29.0
139.0 167.0 266.0196.0 294.0238.0
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5000

m/z-->

Abundance #127769: 5-Eicosene, (E)-
55.0

83.0

111.029.0

139.0 280.0167.0 196.0 252.0223.0

13.20 13.40 13.60 13.80 14.00

m/z  57.00  100.00%

13.20 13.40 13.60 13.80 14.00

m/z  43.00   90.71%

13.20 13.40 13.60 13.80 14.00

m/z  55.05   90.67%

13.20 13.40 13.60 13.80 14.00

m/z  83.05   71.75%

13.20 13.40 13.60 13.80 14.00

m/z  97.05   63.53%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071717\
  Data File : BF096814.D                                          
  Acq On    : 17 Jul 2017  12:51
  Operator  : SJ/JU
  Sample    : I4159-06
  Misc      :  
  ALS Vial  : 6   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...   4.78    11.1 ng     408810  1   6.61  737773  20.0
unknown6.38            6.38    70.3 ng    2593990  1   6.61  737773  20.0
Eicosane              10.56     2.1 ng     101371  4  11.11  946438  20.0
Heptadecyl triflu...  13.60     8.1 ng     252722  5  13.73  623655  20.0
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