
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121517\
  Data File : BF101447.D                                          
  Acq On    : 15 Dec 2017  17:12
  Operator  : SJ/JU
  Sample    : I6684-03
  Misc      :  
  ALS Vial  : 10   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-BF121417.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   5.039   498  502  526 rBV   875799   1420893  34.84%   3.778%
  2   5.439   566  570  593 rBV  3417568   3903947  95.72%  10.381%
  3   6.457   738  743  761 rBV  3150887   4078405 100.00%  10.845%
  4   6.586   761  765  768 rBV  3785992   3603925  88.37%   9.583%
  5   6.810   800  803  812 rBV  1124990   1080876  26.50%   2.874%
 
  6   6.969   826  830  846 rBV  2864055   2766401  67.83%   7.356%
  7   7.381   896  900  917 rBV  2207192   2596863  63.67%   6.905%
  8   8.098  1018 1022 1039 rBV  1298957   1473987  36.14%   3.919%
  9   9.169  1200 1204 1214 rBV  3509031   3510203  86.07%   9.334%
 10   9.239  1214 1216 1220 rVB    50160     45855   1.12%   0.122%
 
 11   9.569  1265 1272 1279 rBV   248622    292648   7.18%   0.778%
 12   9.769  1303 1306 1310 rBV    95676     80852   1.98%   0.215%
 13   9.851  1316 1320 1334 rVB2 1662087   1570411  38.51%   4.176%
 14  10.269  1388 1391 1394 rVB   148189    109187   2.68%   0.290%
 15  10.486  1423 1428 1431 rBV    49162     62153   1.52%   0.165%
 
 16  10.645  1451 1455 1469 rBV  2122174   2328501  57.09%   6.192%
 17  10.739  1469 1471 1482 rVB   129794    168577   4.13%   0.448%
 18  11.192  1545 1548 1550 rBV    73026     61541   1.51%   0.164%
 19  11.345  1570 1574 1583 rBV  1514700   1600213  39.24%   4.255%
 20  11.721  1634 1638 1641 rBV   143860    114374   2.80%   0.304%
 
 21  11.857  1657 1661 1663 rBV2   65120     66480   1.63%   0.177%
 22  12.404  1750 1754 1756 rBV3  190600    188932   4.63%   0.502%
 23  12.427  1756 1758 1766 rVB   306098    272273   6.68%   0.724%
 24  12.510  1769 1772 1776 rVB    92145     77486   1.90%   0.206%
 25  12.563  1777 1781 1786 rBV   149671    141468   3.47%   0.376%
 
 26  12.792  1814 1820 1826 rVB   161110    220945   5.42%   0.588%
 27  12.927  1838 1843 1846 rBV  3143811   3037128  74.47%   8.076%
 28  13.810  1989 1993 2006 rVB3  154558    224079   5.49%   0.596%
 29  13.945  2013 2016 2019 rBV   143476    133228   3.27%   0.354%
 30  13.992  2019 2024 2032 rVV  1140058   1200634  29.44%   3.193%
 
 31  15.039  2199 2202 2204 rBV    44407     62218   1.53%   0.165%
 32  15.062  2204 2206 2209 rVB2   83044     79682   1.95%   0.212%
 33  15.462  2270 2274 2285 rVB   721693    980000  24.03%   2.606%
 34  15.856  2339 2341 2346 rVB    40565     52703   1.29%   0.140%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121517\
  Data File : BF101447.D                                          
  Acq On    : 15 Dec 2017  17:12
  Operator  : SJ/JU
  Sample    : I6684-03
  Misc      :  
  ALS Vial  : 10   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-BF121417.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 
 
                        Sum of corrected areas:    37607068
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121517\
  Data File : BF101447.D                                          
  Acq On    : 15 Dec 2017  17:12
  Operator  : SJ/JU
  Sample    : I6684-03
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
0

500000

1000000

1500000

2000000

2500000

3000000

3500000

Time-->

Abundance TIC: BF101447.D

  5.04

  5.44
  6.46

  6.59

  6.81

  6.97

  7.38

8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
0

500000

1000000

1500000

2000000

2500000

3000000

3500000

Time-->

Abundance TIC: BF101447.D

  8.10

  9.17

  9.24
  9.57

  9.77

  9.85

 10.27
 10.49

 10.65

 10.74  11.19

 11.34

 11.72 11.86
 12.40
 12.43

 12.51 12.56 12.79

 12.93

14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
0

500000

1000000

1500000

2000000

2500000

3000000

3500000

Time-->

Abundance TIC: BF101447.D

 13.81 13.94

 13.99

 15.04 15.06

 15.46

 15.86

8270-BF121417.M Mon Dec 18 10:50:46 2017                                              Page: 3

Instrument :
BNA_F
ClientSampleId :
BU-02-121217



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121517\
  Data File : BF101447.D                                          
  Acq On    : 15 Dec 2017  17:12
  Operator  : SJ/JU
  Sample    : I6684-03
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  unknown5.04                     Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.04   26.29 ng        1420890   1,4-Dichlorobenzene-d4      6.81

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 45
 2 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 33
 3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 23
 4 1-Propen-2-ol, acetate              100 C5H8O2         000108-22-5 10
 5 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance Scan 502 (5.039 min): BF101447.D (-498) (-)
43

59

101
8351 69
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0

5000

m/z-->

Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43

59

10131 83 93
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0

5000

m/z-->

Abundance #8344: 3-Hexanol, 4-methyl-
59

41
31

69 87
9815 51

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

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

41

68
12650 142

4.80 5.00 5.20 5.40

m/z  43.00  100.00%

4.80 5.00 5.20 5.40

m/z  59.00   54.97%

4.80 5.00 5.20 5.40

m/z 101.10   17.35%

4.80 5.00 5.20 5.40

m/z  58.00   14.77%

4.80 5.00 5.20 5.40

m/z  41.05    8.98%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121517\
  Data File : BF101447.D                                          
  Acq On    : 15 Dec 2017  17:12
  Operator  : SJ/JU
  Sample    : I6684-03
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.59                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.59   66.69 ng        3603930   1,4-Dichlorobenzene-d4      6.81

 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 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 9 
 4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
 5 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 9 
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Abundance Scan 766 (6.592 min): BF101447.D (-761) (-)
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Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
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Abundance #52379: Tranylcypromine-propionyl
13257
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Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
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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   35.19%

6.20 6.40 6.60 6.80 7.00

m/z 134.00   34.51%

6.20 6.40 6.60 6.80 7.00

m/z  65.95   22.44%

6.20 6.40 6.60 6.80 7.00

m/z  69.05   13.77%

8270-BF121417.M Mon Dec 18 10:50:48 2017                                              Page: 5

Instrument :
BNA_F
ClientSampleId :
BU-02-121217



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121517\
  Data File : BF101447.D                                          
  Acq On    : 15 Dec 2017  17:12
  Operator  : SJ/JU
  Sample    : I6684-03
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Tetracosane                     Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.74    2.11 ng         168577   Phenanthrene-d10           11.35

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tetracosane                         338 C24H50         000646-31-1 90
 2 Octacosane                          394 C28H58         000630-02-4 90
 3 Pentadecane                         212 C15H32         000629-62-9 90
 4 Tetradecane                         198 C14H30         000629-59-4 87
 5 Tritetracontane                     605 C43H88         007098-21-7 83
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m/z-->

Abundance Scan 1471 (10.739 min): BF101447.D (-1469) (-)
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m/z-->

Abundance #175557: Tetracosane
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Abundance #209566: Octacosane
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5000

m/z-->

Abundance #71393: Pentadecane
57
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113 141 212169

10.40 10.60 10.80 11.00

m/z  57.05  100.00%

10.40 10.60 10.80 11.00

m/z  43.10   71.68%

10.40 10.60 10.80 11.00

m/z  71.05   60.89%

10.40 10.60 10.80 11.00

m/z  85.05   40.11%

10.40 10.60 10.80 11.00

m/z  41.05   29.64%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121517\
  Data File : BF101447.D                                          
  Acq On    : 15 Dec 2017  17:12
  Operator  : SJ/JU
  Sample    : I6684-03
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  2-Chloroethyl linoleate         Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.40    2.36 ng         188932   Phenanthrene-d10           11.35

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Chloroethyl linoleate             342 C20H35ClO2     025525-76-2 90
 2 3,4-Octadiene, 7-methyl-            124 C9H16          037050-05-8 83
 3 Bicyclo[2.2.2]octane, 2-methyl-     124 C9H16          000766-53-0 81
 4 9,12-Octadecadienoic acid, methy... 294 C19H34O2       002566-97-4 76
 5 11,14-Eicosadienoic acid, methyl... 322 C21H38O2       002463-02-7 70
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m/z-->

Abundance Scan 1753 (12.398 min): BF101447.D (-1750) (-)
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Abundance #178355: 2-Chloroethyl linoleate
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Abundance #10664: 3,4-Octadiene, 7-methyl-
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Abundance #10702: Bicyclo[2.2.2]octane, 2-methyl-
67 95
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41

12.00 12.20 12.40 12.60 12.80

m/z  67.10  100.00%

12.00 12.20 12.40 12.60 12.80

m/z  81.05   80.08%

12.00 12.20 12.40 12.60 12.80

m/z  55.00   70.16%

12.00 12.20 12.40 12.60 12.80

m/z 206.10   70.12%

12.00 12.20 12.40 12.60 12.80

m/z  41.00   58.07%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121517\
  Data File : BF101447.D                                          
  Acq On    : 15 Dec 2017  17:12
  Operator  : SJ/JU
  Sample    : I6684-03
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  trans-13-Octadecenoic acid,...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.43    3.40 ng         272273   Phenanthrene-d10           11.35

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 trans-13-Octadecenoic acid, meth... 296 C19H36O2       1000333-61-3 94
 2 10-Octadecenoic acid, methyl ester  296 C19H36O2       013481-95-3 94
 3 9-Octadecenoic acid (Z)-, methyl... 296 C19H36O2       000112-62-9 93
 4 16-Octadecenoic acid, methyl ester  296 C19H36O2       056554-49-5 91
 5 14-Octadecenoic acid, methyl ester  296 C19H36O2       056554-48-4 91
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Abundance Scan 1758 (12.427 min): BF101447.D (-1756) (-)
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Abundance #141314: trans-13-Octadecenoic acid, methyl ester
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Abundance #141285: 10-Octadecenoic acid, methyl ester
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Abundance #141302: 9-Octadecenoic acid (Z)-, methyl ester
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12.20 12.40 12.60 12.80

m/z  55.05  100.00%

12.20 12.40 12.60 12.80

m/z  41.10   63.18%

12.20 12.40 12.60 12.80

m/z  69.10   62.06%

12.20 12.40 12.60 12.80

m/z  74.00   59.46%

12.20 12.40 12.60 12.80

m/z  83.10   57.84%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121517\
  Data File : BF101447.D                                          
  Acq On    : 15 Dec 2017  17:12
  Operator  : SJ/JU
  Sample    : I6684-03
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Pentafluoropropionic acid, ...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.81    3.73 ng         224079   Chrysene-d12               13.99

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentafluoropropionic acid, hepta... 402 C20H35F5O2     959218-78-1 90
 2 Octadecyl trifluoroacetate          366 C20H37F3O2     079392-43-1 90
 3 Heptafluorobutyric acid, n-octad... 466 C22H37F7O2     000400-57-7 90
 4 n-Tetracosanol-1                    354 C24H50O        000506-51-4 87
 5 Eicosyl pentafluoropropionate       444 C23H41F5O2     1000351-80-8 87
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5000

m/z-->

Abundance Scan 1993 (13.810 min): BF101447.D (-1989) (-)
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Abundance #212865: Pentafluoropropionic acid, heptadecyl ester
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Abundance #194196: Octadecyl trifluoroacetate
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Abundance #230207: Heptafluorobutyric acid, n-octadecyl ester
57
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29 169 252224 297196 448

13.40 13.60 13.80 14.00 14.20

m/z  57.10  100.00%

13.40 13.60 13.80 14.00 14.20

m/z  43.05   81.31%

13.40 13.60 13.80 14.00 14.20

m/z  55.05   76.21%

13.40 13.60 13.80 14.00 14.20

m/z  83.10   64.50%

13.40 13.60 13.80 14.00 14.20

m/z  69.10   61.99%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121517\
  Data File : BF101447.D                                          
  Acq On    : 15 Dec 2017  17:12
  Operator  : SJ/JU
  Sample    : I6684-03
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417.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|
----------------------------------------------------------------------------
unknown5.04            5.04    26.3 ng    1420890  1   6.81 1080880  20.0
unknown6.59            6.59    66.7 ng    3603930  1   6.81 1080880  20.0
Tetracosane           10.74     2.1 ng     168577  4  11.35 1600210  20.0
2-Chloroethyl lin...  12.40     2.4 ng     188932  4  11.35 1600210  20.0
trans-13-Octadece...  12.43     3.4 ng     272273  4  11.35 1600210  20.0
Pentafluoropropio...  13.81     3.7 ng     224079  5  13.99 1200630  20.0
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