
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073016\
  Data File : BF089445.D                                          
  Acq On    : 30 Jul 2016   9:09
  Operator  : UM/SJ
  Sample    : H4215-10
  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:\HPCHEM1\BNA_F\METHODS\8270-BF072716.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   1.678     6    8   62 rVB  1038027   2508319 100.00%  18.162%
  2   4.616   262  265  280 rBV   252068    430009  17.14%   3.114%
  3   5.096   305  307  328 rBV   983010   1282581  51.13%   9.287%
  4   6.181   399  402  409 rBV  1031732   1261097  50.28%   9.131%
  5   6.284   409  411  423 rVB  1185395   1272954  50.75%   9.217%
 
  6   6.513   429  431  438 rBV2  206297    240482   9.59%   1.741%
  7   6.673   442  445  447 rBV  1122334   1045178  41.67%   7.568%
  8   7.096   479  482  484 rBV   501783    717911  28.62%   5.198%
  9   7.805   542  544  546 rBV   309944    294723  11.75%   2.134%
 10   8.879   636  638  641 rBV  1241955   1321757  52.69%   9.570%
 
 11   9.279   671  673  676 rBV   178155    154535   6.16%   1.119%
 12   9.542   694  696  699 rBV   350035    316217  12.61%   2.290%
 13   9.999   734  736  738 rBV    32872     25779   1.03%   0.187%
 14  10.330   763  765  770 rBV   724472    696183  27.75%   5.041%
 15  10.468   775  777  784 rVB    37009     45406   1.81%   0.329%
 
 16  11.016   823  825  827 rBV   316174    275992  11.00%   1.998%
 17  11.576   872  874  881 rBB    17662     25855   1.03%   0.187%
 18  12.605   961  964  966 rBV   944986   1174048  46.81%   8.501%
 19  13.508  1041 1043 1049 rVB    54076     82037   3.27%   0.594%
 20  13.634  1051 1054 1060 rBV   273210    293715  11.71%   2.127%
 
 21  14.548  1132 1134 1137 rVB    32511     33390   1.33%   0.242%
 22  14.731  1146 1150 1157 rBV7   33343    104698   4.17%   0.758%
 23  14.971  1169 1171 1174 rBV   168595    208162   8.30%   1.507%
 
 
                        Sum of corrected areas:    13811028
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073016\
  Data File : BF089445.D                                          
  Acq On    : 30 Jul 2016   9:09
  Operator  : UM/SJ
  Sample    : H4215-10
  Misc      :  
  ALS Vial  : 30   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716.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\BF073016\
  Data File : BF089445.D                                          
  Acq On    : 30 Jul 2016   9:09
  Operator  : UM/SJ
  Sample    : H4215-10
  Misc      :  
  ALS Vial  : 30   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.62   35.76 ng         430009   1,4-Dichlorobenzene-d4      6.51

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 56
 2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 23
 3 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 17
 4 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
 5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2        016504-58-8 9 
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m/z-->

Abundance Scan 265 (4.616 min): BF089445.D (-262) (-)
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Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
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Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
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Abundance #4035: 2,3-Butanedione, monooxime
43
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15 5828 8469

4.20 4.40 4.60 4.80 5.00

m/z  43.05  100.00%

4.20 4.40 4.60 4.80 5.00

m/z  59.10   62.38%

4.20 4.40 4.60 4.80 5.00

m/z 101.10   22.52%

4.20 4.40 4.60 4.80 5.00

m/z  58.10   15.02%

4.20 4.40 4.60 4.80 5.00

m/z  41.10    9.66%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073016\
  Data File : BF089445.D                                          
  Acq On    : 30 Jul 2016   9:09
  Operator  : UM/SJ
  Sample    : H4215-10
  Misc      :  
  ALS Vial  : 30   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown6.28                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.28  105.87 ng        1272950   1,4-Dichlorobenzene-d4      6.51

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 12
 3 Cyclopropanamine, 1-phenyl-         133 C9H11N         1000351-26-2 10
 4 (5-Methyl-2-pyridyl)acetonitrile    132 C8H8N2         1000241-93-9 10
 5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2       029490-19-5 9 
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Abundance Scan 411 (6.284 min): BF089445.D (-409) (-)
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Abundance #14142: 3-Chloro-6-fluoro-pyrazine
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Abundance #14144: 5-Fluoro-2-chloropyrimidine
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Abundance #14770: Cyclopropanamine, 1-phenyl-
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m/z 132.00  100.00%
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m/z  68.10   47.68%

6.00 6.20 6.40 6.60

m/z 134.00   32.24%
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m/z  66.10   30.87%

6.00 6.20 6.40 6.60

m/z  69.05   19.48%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073016\
  Data File : BF089445.D                                          
  Acq On    : 30 Jul 2016   9:09
  Operator  : UM/SJ
  Sample    : H4215-10
  Misc      :  
  ALS Vial  : 30   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Nonadecane                      Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.47    3.29 ng          45406   Phenanthrene-d10           11.02

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Nonadecane                          268 C19H40         000629-92-5 91
 2 Octacosane                          394 C28H58         000630-02-4 91
 3 Octadecane                          254 C18H38         000593-45-3 90
 4 Tetradecane                         198 C14H30         000629-59-4 90
 5 Tritetracontane                     605 C43H88         007098-21-7 90
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Abundance Scan 777 (10.468 min): BF089445.D (-775) (-)
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Abundance #209566: Octacosane
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Abundance #105884: Octadecane
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10.20 10.40 10.60 10.80

m/z  57.10  100.00%

10.20 10.40 10.60 10.80

m/z  43.10   67.96%

10.20 10.40 10.60 10.80

m/z  71.10   66.27%

10.20 10.40 10.60 10.80

m/z  85.10   51.82%

10.20 10.40 10.60 10.80

m/z  41.10   34.42%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073016\
  Data File : BF089445.D                                          
  Acq On    : 30 Jul 2016   9:09
  Operator  : UM/SJ
  Sample    : H4215-10
  Misc      :  
  ALS Vial  : 30   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Trifluoroacetoxy hexadecane     Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.51    5.59 ng          82037   Chrysene-d12               13.63

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Trifluoroacetoxy hexadecane         338 C18H33F3O2     006222-03-3 95
 2 1-Heneicosanol                      312 C21H44O        015594-90-8 95
 3 Heptafluorobutyric acid, n-tetra... 410 C18H29F7O2     007365-36-8 95
 4 Pentafluoropropionic acid, tetra... 360 C17H29F5O2     006222-06-6 94
 5 Behenic alcohol                     326 C22H46O        000661-19-8 94
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Abundance Scan 1043 (13.508 min): BF089445.D (-1041) (-)
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Abundance #175127: Trifluoroacetoxy hexadecane
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Abundance #155046: 1-Heneicosanol
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Abundance #215485: Heptafluorobutyric acid, n-tetradecyl ester
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13.20 13.40 13.60 13.80

m/z  57.10  100.00%

13.20 13.40 13.60 13.80

m/z  43.10   90.29%

13.20 13.40 13.60 13.80

m/z  83.10   90.04%

13.20 13.40 13.60 13.80

m/z  55.10   86.40%

13.20 13.40 13.60 13.80

m/z  69.10   83.40%

8270-BF072716.M Mon Aug 01 02:22:58 2016                                              Page: 6

Instrument :
BNA_F
ClientSampleId :
SB-12-COMP



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073016\
  Data File : BF089445.D                                          
  Acq On    : 30 Jul 2016   9:09
  Operator  : UM/SJ
  Sample    : H4215-10
  Misc      :  
  ALS Vial  : 30   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Z-2-Dodecenol                   Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.55    3.21 ng          33390   Perylene-d12               14.97

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Z-2-Dodecenol                       184 C12H24O        069064-36-4 86
 2 Tridecanal                          198 C13H26O        010486-19-8 86
 3 Hexadecanal                         240 C16H32O        000629-80-1 80
 4 17-Octadecenal                      266 C18H34O        056554-86-0 80
 5 Pentadecanal-                       226 C15H30O        002765-11-9 72
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Abundance Scan 1134 (14.548 min): BF089445.D (-1132) (-)
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m/z  57.10  100.00%

14.20 14.40 14.60 14.80

m/z  82.10   97.63%

14.20 14.40 14.60 14.80

m/z  43.10   92.18%

14.20 14.40 14.60 14.80

m/z  83.10   69.31%

14.20 14.40 14.60 14.80

m/z  55.10   66.44%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073016\
  Data File : BF089445.D                                          
  Acq On    : 30 Jul 2016   9:09
  Operator  : UM/SJ
  Sample    : H4215-10
  Misc      :  
  ALS Vial  : 30   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Trifluoroacetoxy hexadecane     Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.73   10.06 ng         104698   Perylene-d12               14.97

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Trifluoroacetoxy hexadecane         338 C18H33F3O2     006222-03-3 81
 2 Pentafluoropropionic acid, hexad... 388 C19H33F5O2     006222-07-7 81
 3 Pentafluoropropionic acid, penta... 374 C18H31F5O2     959092-08-1 81
 4 11-Tricosene                        322 C23H46         052078-56-5 81
 5 Heptafluorobutyric acid, pentade... 424 C19H31F7O2     959261-23-5 81
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Abundance Scan 1150 (14.731 min): BF089445.D (-1146) (-)
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Abundance #175127: Trifluoroacetoxy hexadecane
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Abundance #206447: Pentafluoropropionic acid, hexadecyl ester
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Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
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14.40 14.60 14.80 15.00

m/z  57.10  100.00%

14.40 14.60 14.80 15.00

m/z  43.10   90.93%

14.40 14.60 14.80 15.00

m/z  55.10   86.33%

14.40 14.60 14.80 15.00

m/z  97.10   85.10%

14.40 14.60 14.80 15.00

m/z  83.10   80.27%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073016\
  Data File : BF089445.D                                          
  Acq On    : 30 Jul 2016   9:09
  Operator  : UM/SJ
  Sample    : H4215-10
  Misc      :  
  ALS Vial  : 30   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716.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...   4.62    35.8 ng     430009  1   6.51  240482  20.0
unknown6.28            6.28   105.9 ng    1272950  1   6.51  240482  20.0
Nonadecane            10.47     3.3 ng      45406  4  11.02  275992  20.0
Trifluoroacetoxy ...  13.51     5.6 ng      82037  5  13.63  293715  20.0
Z-2-Dodecenol         14.55     3.2 ng      33390  6  14.97  208162  20.0
Trifluoroacetoxy ...  14.73    10.1 ng     104698  6  14.97  208162  20.0
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