
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF091818\
  Data File : BF109122.D                                          
  Acq On    : 19 Sep 2018   3:48
  Operator  : JU/SJ
  Sample    : J4930-06
  Misc      :  
  ALS Vial  : 30   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-BF091418.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   4.901   433  436  442 rBV   145318    148720   4.42%   0.695%
  2   5.325   504  508  512 rBV  1191326   1058370  31.46%   4.947%
  3   6.348   678  682  694 rBV2  881817    771075  22.92%   3.604%
  4   6.490   702  706  709 rBV  2134339   1833266  54.50%   8.570%
  5   6.719   742  745  749 rBV   878861    692913  20.60%   3.239%
 
  6   6.878   768  772  775 rBV  2925452   2510696  74.63%  11.737%
  7   7.284   835  841  844 rBV  2138037   2022963  60.13%   9.457%
  8   8.001   959  963  967 rBV   966625    803623  23.89%   3.757%
  9   9.078  1142 1146 1150 rBV  3515511   3364058 100.00%  15.726%
 10   9.472  1209 1213 1219 rBV   213516    186245   5.54%   0.871%
 
 11   9.754  1257 1261 1264 rBV   878241    802450  23.85%   3.751%
 12  10.536  1390 1394 1406 rBV  1368700   1245205  37.01%   5.821%
 13  11.230  1508 1512 1515 rBV   839595    722583  21.48%   3.378%
 14  12.813  1776 1781 1784 rBV  3410145   3177053  94.44%  14.852%
 15  13.719  1931 1935 1948 rBV2   88711    145293   4.32%   0.679%
 
 16  13.854  1954 1958 1962 rBV  1011009    858271  25.51%   4.012%
 17  14.636  2088 2091 2096 rBV    36448     36786   1.09%   0.172%
 18  14.707  2100 2103 2107 rVV    75734     71230   2.12%   0.333%
 19  14.954  2141 2145 2149 rBV    49562     58418   1.74%   0.273%
 20  15.260  2192 2197 2202 rBV   606682    692139  20.57%   3.235%
 
 21  15.313  2202 2206 2211 rVB    55426     76071   2.26%   0.356%
 22  15.713  2270 2274 2279 rBV    45971     61920   1.84%   0.289%
 23  16.183  2349 2354 2358 rBV2   30412     52779   1.57%   0.247%
 
 
                        Sum of corrected areas:    21392127
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF091818\
  Data File : BF109122.D                                          
  Acq On    : 19 Sep 2018   3:48
  Operator  : JU/SJ
  Sample    : J4930-06
  Misc      :  
  ALS Vial  : 30   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091418.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\BF091818\
  Data File : BF109122.D                                          
  Acq On    : 19 Sep 2018   3:48
  Operator  : JU/SJ
  Sample    : J4930-06
  Misc      :  
  ALS Vial  : 30   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091418.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.
---------------------------------------------------------------------
  4.90    4.29 ng         148720   1,4-Dichlorobenzene-d4      6.72

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 64
 2 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 39
 3 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 38
 4 3-Hexanol                           102 C6H14O         000623-37-0 28
 5 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 
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m/z-->

Abundance Scan 436 (4.901 min): BF109122.D (-433) (-)
43.0
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Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0
101.027.0 83.051.0 69.0 91.0
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Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0

57.0

101.029.0
15.0 73.0 83.0
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m/z-->

Abundance #4030: 2,3-Butanedione, monooxime
43.0

101.0
58.015.0 31.0 86.069.0

4.60 4.80 5.00 5.20

m/z  43.00  100.00%

4.60 4.80 5.00 5.20

m/z  59.10   56.68%

4.60 4.80 5.00 5.20

m/z 101.10   21.77%

4.60 4.80 5.00 5.20

m/z  58.00   13.73%

4.60 4.80 5.00 5.20

m/z  41.10    9.06%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF091818\
  Data File : BF109122.D                                          
  Acq On    : 19 Sep 2018   3:48
  Operator  : JU/SJ
  Sample    : J4930-06
  Misc      :  
  ALS Vial  : 30   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091418.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.49                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.49   52.91 ng        1833270   1,4-Dichlorobenzene-d4      6.72

 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 10
 3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
 4 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 9 
 5 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 9 
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Abundance Scan 706 (6.490 min): BF109122.D (-702) (-)
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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 #52379: Tranylcypromine-propionyl
132.057.0
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189.0158.0
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Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132.0

117.0

91.0
39.0

65.0

6.20 6.40 6.60 6.80

m/z 132.00  100.00%

6.20 6.40 6.60 6.80

m/z  68.05   40.71%

6.20 6.40 6.60 6.80

m/z 134.00   33.21%

6.20 6.40 6.60 6.80

m/z  66.10   25.74%

6.20 6.40 6.60 6.80

m/z  69.10   16.24%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF091818\
  Data File : BF109122.D                                          
  Acq On    : 19 Sep 2018   3:48
  Operator  : JU/SJ
  Sample    : J4930-06
  Misc      :  
  ALS Vial  : 30   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091418.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Trichloroacetic acid, hexad...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.72    3.39 ng         145293   Chrysene-d12               13.85

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Trichloroacetic acid, hexadecyl ... 386 C18H33Cl3O2    074339-54-1 91
 2 1-Nonadecene                        266 C19H38         018435-45-5 91
 3 Trichloroacetic acid, pentadecyl... 372 C17H31Cl3O2    074339-53-0 91
 4 1-Heneicosanol                      312 C21H44O        015594-90-8 91
 5 3-Chloropropionic acid, heptadec... 346 C20H39ClO2     1000283-05-1 90
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Abundance Scan 1935 (13.719 min): BF109122.D (-1931) (-)
57.0 83.1
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Abundance #205392: Trichloroacetic acid, hexadecyl ester
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Abundance #197885: Trichloroacetic acid, pentadecyl ester
43.0

83.0

111.0

139.0 182.0 210.0

13.40 13.60 13.80 14.00

m/z  57.05  100.00%

13.40 13.60 13.80 14.00

m/z  83.10   92.86%

13.40 13.60 13.80 14.00

m/z  55.05   87.65%

13.40 13.60 13.80 14.00

m/z  43.00   86.87%

13.40 13.60 13.80 14.00

m/z  69.10   81.98%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF091818\
  Data File : BF109122.D                                          
  Acq On    : 19 Sep 2018   3:48
  Operator  : JU/SJ
  Sample    : J4930-06
  Misc      :  
  ALS Vial  : 30   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091418.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Squalene                        Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.71    2.06 ng          71230   Perylene-d12               15.26

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Squalene                            410 C30H50         000111-02-4 91
 2 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H24O        125529-10-4 86
 3 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H26O        004602-84-0 72
 4 3-Cyclohexene-1-carboxaldehyde, ... 192 C13H20O        052475-89-5 64
 5 1,5-Heptadiene, 3,3,6-trimethyl-    138 C10H18         035387-63-4 64
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m/z-->

Abundance Scan 2104 (14.713 min): BF109122.D (-2100) (-)
69.0

136.1
177.1105.1 282.0208.0
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m/z-->

Abundance #215930: Squalene
69.0

137.0107.0 191.0 341.0 410.0231.0 273.0
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5000

m/z-->

Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol
69.0

137.027.0 105.0 193.0
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5000

m/z-->

Abundance #79429: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl-
69.0

29.0
107.0

137.0 222.0179.0

14.40 14.60 14.80 15.00

m/z  69.05  100.00%

14.40 14.60 14.80 15.00

m/z  81.05   51.50%

14.40 14.60 14.80 15.00

m/z  41.05   20.91%

14.40 14.60 14.80 15.00

m/z  95.00   13.90%

14.40 14.60 14.80 15.00

m/z  68.05   11.36%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF091818\
  Data File : BF109122.D                                          
  Acq On    : 19 Sep 2018   3:48
  Operator  : JU/SJ
  Sample    : J4930-06
  Misc      :  
  ALS Vial  : 30   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091418.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Heneicosane                     Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.31    2.20 ng          76071   Perylene-d12               15.26

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heneicosane                         296 C21H44         000629-94-7 90
 2 Pentacosane                         352 C25H52         000629-99-2 90
 3 Octadecane                          254 C18H38         000593-45-3 86
 4 Heptadecane                         240 C17H36         000629-78-7 86
 5 Hexadecane                          226 C16H34         000544-76-3 86
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Abundance Scan 2206 (15.313 min): BF109122.D (-2202) (-)
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Abundance #141426: Heneicosane
57.0

85.0

29.0 113.0141.0 169.0 296.0197.0225.0253.0
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0

5000

m/z-->

Abundance #185533: Pentacosane
57.0

85.0

113.0141.029.0 169.0 211.0 239.0 352.0267.0295.0323.0
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0

5000

m/z-->

Abundance #105886: Octadecane
57.0

85.0

29.0 113.0141.0 254.0169.0197.0225.0

15.00 15.20 15.40 15.60

m/z  57.05  100.00%

15.00 15.20 15.40 15.60

m/z  71.05   75.21%

15.00 15.20 15.40 15.60

m/z  43.05   60.50%

15.00 15.20 15.40 15.60

m/z  85.10   52.99%

15.00 15.20 15.40 15.60

m/z  99.10   23.46%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF091818\
  Data File : BF109122.D                                          
  Acq On    : 19 Sep 2018   3:48
  Operator  : JU/SJ
  Sample    : J4930-06
  Misc      :  
  ALS Vial  : 30   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091418.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...   4.90     4.3 ng     148720  1   6.72  692913  20.0
unknown6.49            6.49    52.9 ng    1833270  1   6.72  692913  20.0
Trichloroacetic a...  13.72     3.4 ng     145293  5  13.85  858271  20.0
Squalene              14.71     2.1 ng      71230  6  15.26  692139  20.0
Heneicosane           15.31     2.2 ng      76071  6  15.26  692139  20.0
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