
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040618\
  Data File : BF104357.D                                          
  Acq On    :  7 Apr 2018  14:14
  Operator  : JU/SJ
  Sample    : J2255-12
  Misc      :  
  ALS Vial  : 51   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-BF040618.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   4.998   491  495  503 rVB   143231    145740   3.67%   0.626%
  2   5.404   559  564  567 rBV  1227356   1077984  27.14%   4.633%
  3   6.416   732  736  745 rVB   829622    673266  16.95%   2.894%
  4   6.569   757  762  765 rBV  2128366   2039911  51.36%   8.768%
  5   6.804   798  802  805 rBV   963826    827852  20.84%   3.558%
 
  6   6.957   824  828  832 rVB  2823601   2809283  70.74%  12.075%
  7   7.369   892  898  901 rBV  2300640   2295790  57.81%   9.868%
  8   8.087  1016 1020 1023 rVB  1357325   1096458  27.61%   4.713%
  9   9.163  1198 1203 1206 rBV  4028884   3971531 100.00%  17.070%
 10   9.551  1266 1269 1273 rBV    70178     69542   1.75%   0.299%
 
 11   9.769  1303 1306 1309 rBV    72612     59186   1.49%   0.254%
 12   9.839  1313 1318 1322 rVB2 1321625   1148841  28.93%   4.938%
 13  10.269  1388 1391 1394 rVB    76450     64472   1.62%   0.277%
 14  10.628  1447 1452 1455 rBV  1608396   1396218  35.16%   6.001%
 15  10.745  1469 1472 1481 rVB    68775     68395   1.72%   0.294%
 
 16  11.328  1567 1571 1574 rBV  1045861    882845  22.23%   3.795%
 17  12.739  1807 1811 1814 rBV   195457    152180   3.83%   0.654%
 18  12.922  1837 1842 1845 rBV  2709272   2762109  69.55%  11.872%
 19  13.445  1928 1931 1934 rBV   120909     94928   2.39%   0.408%
 20  13.816  1990 1994 2003 rBV   126111    132894   3.35%   0.571%
 
 21  13.969  2016 2020 2023 rBV   857522    762059  19.19%   3.275%
 22  15.421  2262 2267 2272 rBV   541114    688913  17.35%   2.961%
 23  16.392  2425 2432 2440 rBV4   23386     45564   1.15%   0.196%
 
 
                        Sum of corrected areas:    23265961
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040618\
  Data File : BF104357.D                                          
  Acq On    :  7 Apr 2018  14:14
  Operator  : JU/SJ
  Sample    : J2255-12
  Misc      :  
  ALS Vial  : 51   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618.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\BF040618\
  Data File : BF104357.D                                          
  Acq On    :  7 Apr 2018  14:14
  Operator  : JU/SJ
  Sample    : J2255-12
  Misc      :  
  ALS Vial  : 51   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618.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  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.00    3.52 ng         145740   1,4-Dichlorobenzene-d4      6.80

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 50
 2 2-Hexanol, 2-methyl-                116 C7H16O         000625-23-0 23
 3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 17
 4 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 
 5 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
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m/z-->

Abundance Scan 495 (4.998 min): BF104357.D (-491) (-)
43

59

101

83 207

20 40 60 80 100 120 140 160 180 200

5000
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Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
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15 10131 83
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Abundance #8358: 2-Hexanol, 2-methyl-
59

43 10131 8315 71
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5000

m/z-->

Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59

41

12673 142

4.60 4.80 5.00 5.20 5.40

m/z  43.00  100.00%

4.60 4.80 5.00 5.20 5.40

m/z  59.00   56.30%

4.60 4.80 5.00 5.20 5.40

m/z 101.00   21.31%

4.60 4.80 5.00 5.20 5.40

m/z  58.00   18.56%

4.60 4.80 5.00 5.20 5.40

m/z  41.00    8.75%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040618\
  Data File : BF104357.D                                          
  Acq On    :  7 Apr 2018  14:14
  Operator  : JU/SJ
  Sample    : J2255-12
  Misc      :  
  ALS Vial  : 51   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.57                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.57   49.28 ng        2039910   1,4-Dichlorobenzene-d4      6.80

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 17
 2 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 16
 3 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 4 4-Chloro-2-fluoro-pyrimidine        132 C4H2ClFN2      051422-00-5 9 
 5 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 9 
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Abundance Scan 762 (6.569 min): BF104357.D (-757) (-)
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Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
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Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
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Abundance #14491: 5-Aminoindole
132

104
66 775144 11527 893714 58 97

6.20 6.40 6.60 6.80 7.00

m/z 132.00  100.00%

6.20 6.40 6.60 6.80 7.00

m/z  68.10   38.27%

6.20 6.40 6.60 6.80 7.00

m/z 134.00   33.73%

6.20 6.40 6.60 6.80 7.00

m/z  66.00   23.53%

6.20 6.40 6.60 6.80 7.00

m/z  69.10   14.67%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040618\
  Data File : BF104357.D                                          
  Acq On    :  7 Apr 2018  14:14
  Operator  : JU/SJ
  Sample    : J2255-12
  Misc      :  
  ALS Vial  : 51   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Hexadecanoic acid, butyl ester  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.74    3.99 ng         152180   Chrysene-d12               13.97

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecanoic acid, butyl ester      312 C20H40O2       000111-06-8 91
 2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H40O2       031158-91-5 64
 3 Nipecotic acid                      129 C6H11NO2       000498-95-3 37
 4 Cyclobutane, 1,1-dimethyl-2-octyl-  196 C14H28         062338-30-1 35
 5 Hexadecanoic acid, 2-methylpropy... 312 C20H40O2       000110-34-9 32
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Abundance Scan 1811 (12.739 min): BF104357.D (-1807) (-)
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Abundance #154930: Hexadecanoic acid, butyl ester
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Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester
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Abundance #12841: Nipecotic acid
57

30 84
129

101
14

12.40 12.60 12.80 13.00

m/z  56.10  100.00%

12.40 12.60 12.80 13.00

m/z  57.10   58.21%

12.40 12.60 12.80 13.00

m/z  43.05   41.94%

12.40 12.60 12.80 13.00

m/z  41.10   38.72%

12.40 12.60 12.80 13.00

m/z  55.10   32.17%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040618\
  Data File : BF104357.D                                          
  Acq On    :  7 Apr 2018  14:14
  Operator  : JU/SJ
  Sample    : J2255-12
  Misc      :  
  ALS Vial  : 51   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Octadecanoic acid, butyl ester  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.45    2.49 ng          94928   Chrysene-d12               13.97

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid, butyl ester      340 C22H44O2       000123-95-5 94
 2 Butyl myristate                     284 C18H36O2       000110-36-1 80
 3 Nipecotic acid                      129 C6H11NO2       000498-95-3 50
 4 Octadecanoic acid, 2-methylpropy... 340 C22H44O2       000646-13-9 43
 5 Pentadecane, 8-methylene-           224 C16H32         055668-09-2 32
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Abundance Scan 1932 (13.451 min): BF104357.D (-1928) (-)
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Abundance #177148: Octadecanoic acid, butyl ester
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Abundance #131257: Butyl myristate
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Abundance #12841: Nipecotic acid
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13.20 13.40 13.60 13.80

m/z  56.10  100.00%

13.20 13.40 13.60 13.80

m/z  57.10   62.87%

13.20 13.40 13.60 13.80

m/z  43.00   45.80%

13.20 13.40 13.60 13.80

m/z  55.10   39.75%

13.20 13.40 13.60 13.80

m/z  41.00   39.59%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040618\
  Data File : BF104357.D                                          
  Acq On    :  7 Apr 2018  14:14
  Operator  : JU/SJ
  Sample    : J2255-12
  Misc      :  
  ALS Vial  : 51   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  1-Heptacosanol                  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.82    3.49 ng         132894   Chrysene-d12               13.97

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Heptacosanol                      396 C27H56O        002004-39-9 94
 2 n-Tetracosanol-1                    354 C24H50O        000506-51-4 94
 3 Trichloroacetic acid, hexadecyl ... 386 C18H33Cl3O2    074339-54-1 91
 4 Trichloroacetic acid, pentadecyl... 372 C17H31Cl3O2    074339-53-0 91
 5 Behenic alcohol                     326 C22H46O        000661-19-8 90
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Abundance Scan 1995 (13.821 min): BF104357.D (-1990) (-)
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Abundance #210517: 1-Heptacosanol
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Abundance #186968: n-Tetracosanol-1
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Abundance #205392: Trichloroacetic acid, hexadecyl ester
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13.60 13.80 14.00 14.20

m/z  57.10  100.00%

13.60 13.80 14.00 14.20

m/z  43.05   71.88%

13.60 13.80 14.00 14.20

m/z  83.10   64.16%

13.60 13.80 14.00 14.20

m/z  71.00   62.91%

13.60 13.80 14.00 14.20

m/z  55.05   62.80%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040618\
  Data File : BF104357.D                                          
  Acq On    :  7 Apr 2018  14:14
  Operator  : JU/SJ
  Sample    : J2255-12
  Misc      :  
  ALS Vial  : 51   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618.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...   5.00     3.5 ng     145740  1   6.80  827852  20.0
unknown6.57            6.57    49.3 ng    2039910  1   6.80  827852  20.0
Hexadecanoic acid...  12.74     4.0 ng     152180  5  13.97  762059  20.0
Octadecanoic acid...  13.45     2.5 ng      94928  5  13.97  762059  20.0
1-Heptacosanol        13.82     3.5 ng     132894  5  13.97  762059  20.0

8270-BF040618.M Mon Apr 09 06:52:34 2018                                              Page: 8

Instrument :
BNA_F
ClientSampleId :
040418-DBRI-E-U-S


