
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051215\
  Data File : BF079161.D                                          
  Acq On    : 12 May 2015  16:53
  Operator  : TP/IZ
  Sample    : G2155-11
  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-BF043015.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   1.427    19   21   24 rVB   477801    501545  11.42%   2.495%
  2   1.564    30   33   45 rVB2  146383    338427   7.70%   1.683%
  3   1.724    45   47   56 rVV2  284393    634033  14.43%   3.154%
  4   1.850    56   58   91 rVB  2361359   4393393 100.00%  21.852%
  5   5.084   339  341  346 rVB    29610     52200   1.19%   0.260%
 
  6   5.587   382  385  387 rBV   727434    995418  22.66%   4.951%
  7   6.845   493  495  498 rBV  1213263   1052936  23.97%   5.237%
  8   6.993   505  508  511 rBV  1222958   1096460  24.96%   5.454%
  9   7.279   531  533  536 rBV   416216    384756   8.76%   1.914%
 10   7.462   547  549  552 rVB   586119    791017  18.00%   3.934%
 
 11   7.976   591  594  596 rBV   537060    647945  14.75%   3.223%
 12   8.856   669  671  675 rBV   627532    570619  12.99%   2.838%
 13  10.205   786  789  791 rBV  1305885   1195882  27.22%   5.948%
 14  10.708   831  833  835 rBV    52505     46462   1.06%   0.231%
 15  11.028   859  861  864 rBV   545931    627061  14.27%   3.119%
 
 16  12.011   944  947  950 rBV   895595    856627  19.50%   4.261%
 17  12.880  1020 1023 1024 rBV   629906    664776  15.13%   3.306%
 18  12.902  1024 1025 1027 rVB   209607    194358   4.42%   0.967%
 19  12.971  1027 1031 1033 rBV    58974     62632   1.43%   0.312%
 20  14.388  1152 1155 1157 rBV   174698    218440   4.97%   1.086%
 
 21  14.663  1176 1179 1181 rBV   232384    265702   6.05%   1.322%
 22  14.868  1195 1197 1200 rBV   936600   1231893  28.04%   6.127%
 23  16.080  1300 1303 1307 rVV3   96660    197017   4.48%   0.980%
 24  16.206  1308 1314 1316 rVV   740630   1124061  25.59%   5.591%
 25  16.240  1316 1317 1322 rVB   138104    182265   4.15%   0.907%
 
 26  17.417  1418 1420 1424 rVV    34738     53559   1.22%   0.266%
 27  17.543  1428 1431 1437 rVV    91223    244040   5.55%   1.214%
 28  17.874  1458 1460 1464 rBV    56280    103094   2.35%   0.513%
 29  17.943  1464 1466 1469 rBV   104648    121866   2.77%   0.606%
 30  18.011  1469 1472 1475 rBV   625240    789617  17.97%   3.927%
 
 31  19.474  1597 1600 1605 rVB2   49233    122249   2.78%   0.608%
 32  19.634  1612 1614 1619 rBV3   21116     61822   1.41%   0.307%
 33  19.909  1635 1638 1647 rVB    55426    158502   3.61%   0.788%
 34  21.143  1742 1746 1754 rVB3   34472    124832   2.84%   0.621%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051215\
  Data File : BF079161.D                                          
  Acq On    : 12 May 2015  16:53
  Operator  : TP/IZ
  Sample    : G2155-11
  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-BF043015.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 
 
                        Sum of corrected areas:    20105506
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051215\
  Data File : BF079161.D                                          
  Acq On    : 12 May 2015  16:53
  Operator  : TP/IZ
  Sample    : G2155-11
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051215\
  Data File : BF079161.D                                          
  Acq On    : 12 May 2015  16:53
  Operator  : TP/IZ
  Sample    : G2155-11
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  1  unknown1.43                     Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  1.43   26.07 ng         501545   1,4-Dichlorobenzene-d4      7.28

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Propane, 2,2-dimethoxy-             104 C5H12O2        000077-76-9 38
 2 1-Propanol, 2-methyl-                74 C4H10O         000078-83-1 9 
 3 Propanoic acid, 2-methyl-, propy... 130 C7H14O2        000644-49-5 9 
 4 Propane, 2-methoxy-2-methyl-         88 C5H12O         001634-04-4 9 
 5 2-Hydroxy-2-methylbutyric acid      118 C5H10O3        003739-30-8 9 
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Abundance Scan 21 (1.427 min): BF079161.D (-19) (-)
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Abundance #4670: Propane, 2,2-dimethoxy-
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Abundance #837: 1-Propanol, 2-methyl-
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0
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m/z-->

Abundance #13101: Propanoic acid, 2-methyl-, propyl ester
43

71
89

27
59 10118 37 53

1.40 1.60 1.80

m/z  73.10  100.00%

1.40 1.60 1.80

m/z  43.05   50.87%

1.40 1.60 1.80

m/z  89.10   26.61%

1.40 1.60 1.80

m/z  41.05    9.61%

1.40 1.60 1.80

m/z  45.10    7.72%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051215\
  Data File : BF079161.D                                          
  Acq On    : 12 May 2015  16:53
  Operator  : TP/IZ
  Sample    : G2155-11
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  5  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.08    2.71 ng          52200   1,4-Dichlorobenzene-d4      7.28

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 56
 2 2-Propyn-1-ol, acetate               98 C5H6O2         000627-09-8 9 
 3 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 9 
 4 2-Methyl-2,3-pentanediol            118 C6H14O2        007795-80-4 9 
 5 1-Propen-2-ol, acetate              100 C5H8O2         000108-22-5 9 
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Abundance Scan 341 (5.084 min): BF079161.D (-339) (-)
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Abundance #7975: Acetic acid, 1,1-dimethylethyl ester
43
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10129
15 51 7337 83 95

4.80 5.00 5.20 5.40

m/z  43.10  100.00%

4.80 5.00 5.20 5.40

m/z  59.10   58.62%

4.80 5.00 5.20 5.40

m/z 101.10   21.34%

4.80 5.00 5.20 5.40

m/z  58.00   16.99%

4.80 5.00 5.20 5.40

m/z  41.10   11.24%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051215\
  Data File : BF079161.D                                          
  Acq On    : 12 May 2015  16:53
  Operator  : TP/IZ
  Sample    : G2155-11
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  6  unknown6.99                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.99   57.00 ng        1096460   1,4-Dichlorobenzene-d4      7.28

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 16
 3 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 4 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 5 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 9 
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m/z-->

Abundance Scan 508 (6.993 min): BF079161.D (-505) (-)
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Abundance #13677: 3-Chloro-6-fluoro-pyrazine
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6.60 6.80 7.00 7.20 7.40

m/z 132.00  100.00%

6.60 6.80 7.00 7.20 7.40

m/z  68.10   39.52%

6.60 6.80 7.00 7.20 7.40

m/z 134.00   32.46%

6.60 6.80 7.00 7.20 7.40

m/z  66.10   24.60%

6.60 6.80 7.00 7.20 7.40

m/z  69.10   15.16%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051215\
  Data File : BF079161.D                                          
  Acq On    : 12 May 2015  16:53
  Operator  : TP/IZ
  Sample    : G2155-11
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  8  Heptafluorobutanoic acid, h...  Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.08    3.51 ng         197017   Chrysene-d12               16.21

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptafluorobutanoic acid, heptad... 452 C21H35F7O2     1000282-97-3 94
 2 1-Octadecanol                       270 C18H38O        000112-92-5 93
 3 Pentafluoropropionic acid, hexad... 388 C19H33F5O2     006222-07-7 91
 4 1-Nonadecene                        266 C19H38         018435-45-5 91
 5 Trichloroacetic acid, hexadecyl ... 386 C18H33Cl3O2    074339-54-1 91
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Abundance Scan 1303 (16.080 min): BF079161.D (-1300) (-)
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Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester
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Abundance #100814: 1-Octadecanol
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Abundance #153508: Pentafluoropropionic acid, hexadecyl ester
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15.80 16.00 16.20 16.40

m/z  57.10  100.00%

15.80 16.00 16.20 16.40

m/z  43.10   90.23%

15.80 16.00 16.20 16.40

m/z  83.10   85.87%

15.80 16.00 16.20 16.40

m/z  55.10   81.09%

15.80 16.00 16.20 16.40

m/z  69.10   76.59%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051215\
  Data File : BF079161.D                                          
  Acq On    : 12 May 2015  16:53
  Operator  : TP/IZ
  Sample    : G2155-11
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 11  unknown21.14                    Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.14    3.16 ng         124832   Perylene-d12               18.01

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid, ethenyl ester    310 C20H38O2       000111-63-7 43
 2 Tridecane, 4-methyl-                198 C14H30         026730-12-1 38
 3 Undecane, 2,8-dimethyl-             184 C13H28         017301-25-6 38
 4 Hexadecane, 3-methyl-               240 C17H36         006418-43-5 38
 5 Nonane, 1-iodo-                     254 C9H19I         004282-42-2 38
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m/z  57.10  100.00%

20.80 21.00 21.20

m/z  71.10   99.10%

20.80 21.00 21.20

m/z  43.10   75.67%

20.80 21.00 21.20

m/z  55.10   46.41%

20.80 21.00 21.20

m/z  58.00   44.74%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051215\
  Data File : BF079161.D                                          
  Acq On    : 12 May 2015  16:53
  Operator  : TP/IZ
  Sample    : G2155-11
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P
 
                                                   |--Internal Standard---|
  TIC Top Hit name      RT  EstConc Units Response |#    RT     Resp  Conc|
----------------------------------------------------------------------------
unknown1.43            1.43    26.1 ng     501545  1   7.28  384756  20.0
2-Pentanone, 4-hy...   5.08     2.7 ng      52200  1   7.28  384756  20.0
unknown6.99            6.99    57.0 ng    1096460  1   7.28  384756  20.0
Heptafluorobutano...  16.08     3.5 ng     197017  5  16.21 1124060  20.0
unknown21.14          21.14     3.2 ng     124832  6  18.01  789617  20.0
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