
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071017\
  Data File : BF096617.D                                          
  Acq On    : 10 Jul 2017  22:43
  Operator  : SJ/JU
  Sample    : I4061-04
  Misc      :  
  ALS Vial  : 15   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-BF070117.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   4.875   469  474  487 rBV   330305    445235  15.92%   1.704%
  2   5.298   541  546  549 rBV  2819423   2796520 100.00%  10.704%
  3   6.328   715  721  724 rBV  2441885   2794992  99.95%  10.698%
  4   6.451   738  742  746 rBV  2568790   2714790  97.08%  10.391%
  5   6.681   778  781  785 rBV   834116    722305  25.83%   2.765%
 
  6   6.840   804  808  812 rBV  2314132   2059747  73.65%   7.884%
  7   7.245   871  877  880 rBV  1808373   1770046  63.29%   6.775%
  8   7.963   995  999 1003 rBV  1102607    973932  34.83%   3.728%
  9   9.045  1177 1183 1186 rBV  2702460   2751583  98.39%  10.532%
 10   9.433  1246 1249 1252 rBV   242439    185026   6.62%   0.708%
 
 11   9.716  1292 1297 1300 rBV  1040309    962190  34.41%   3.683%
 12   9.745  1300 1302 1306 rVB   163707    121399   4.34%   0.465%
 13   9.916  1326 1331 1335 rVB    50968     45619   1.63%   0.175%
 14  10.163  1370 1373 1375 rVB    35084     28091   1.00%   0.108%
 15  10.257  1386 1389 1392 rVB    90241     69863   2.50%   0.267%
 
 16  10.498  1425 1430 1434 rBV  1466437   1371501  49.04%   5.250%
 17  10.633  1450 1453 1460 rBV    54958     64414   2.30%   0.247%
 18  11.080  1521 1529 1533 rBV4   50859     92062   3.29%   0.352%
 19  11.192  1544 1548 1550 rBV   876367    767720  27.45%   2.939%
 20  11.216  1550 1552 1555 rVV   349463    263220   9.41%   1.008%
 
 21  11.263  1555 1560 1564 rVB    93036     95161   3.40%   0.364%
 22  11.422  1584 1587 1592 rVB    34060     36883   1.32%   0.141%
 23  11.504  1596 1601 1607 rBV5   24090     53015   1.90%   0.203%
 24  11.722  1635 1638 1643 rVB2   34684     43837   1.57%   0.168%
 25  11.804  1648 1652 1654 rBV    55842     53232   1.90%   0.204%
 
 26  12.398  1749 1753 1757 rBV   404781    334397  11.96%   1.280%
 27  12.621  1786 1791 1795 rBV2  276276    321003  11.48%   1.229%
 28  12.774  1813 1817 1821 rVB  1698676   1753365  62.70%   6.711%
 29  12.957  1845 1848 1852 rVB    48518     48223   1.72%   0.185%
 30  13.021  1857 1859 1861 rVB    47422     34250   1.22%   0.131%
 
 31  13.569  1948 1952 1955 rBV3   32321     42341   1.51%   0.162%
 32  13.680  1968 1971 1977 rVB   131564    150990   5.40%   0.578%
 33  13.821  1990 1995 1997 rBV2  743420    815438  29.16%   3.121%
 34  13.845  1997 1999 2002 rVB   119859     95359   3.41%   0.365%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071017\
  Data File : BF096617.D                                          
  Acq On    : 10 Jul 2017  22:43
  Operator  : SJ/JU
  Sample    : I4061-04
  Misc      :  
  ALS Vial  : 15   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-BF070117.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  14.674  2137 2140 2144 rVB2   54269     61613   2.20%   0.236%
 
 36  14.821  2162 2165 2174 rVB   113820    230941   8.26%   0.884%
 37  15.098  2209 2212 2218 rVB    59265     75315   2.69%   0.288%
 38  15.157  2219 2222 2227 rVB    87947     94032   3.36%   0.360%
 39  15.215  2227 2232 2239 rBV   552960    679362  24.29%   2.600%
 40  16.539  2453 2457 2462 rBV2   34156     60425   2.16%   0.231%
 
 41  17.292  2581 2585 2590 rVB8   24963     46593   1.67%   0.178%
 
 
                        Sum of corrected areas:    26126030
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071017\
  Data File : BF096617.D                                          
  Acq On    : 10 Jul 2017  22:43
  Operator  : SJ/JU
  Sample    : I4061-04
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.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\BF071017\
  Data File : BF096617.D                                          
  Acq On    : 10 Jul 2017  22:43
  Operator  : SJ/JU
  Sample    : I4061-04
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.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.
---------------------------------------------------------------------
  4.87   12.33 ng         445235   1,4-Dichlorobenzene-d4      6.68

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 50
 2 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 36
 3 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 33
 4 2-Hexanol, 2-methyl-                116 C7H16O         000625-23-0 28
 5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 25
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0

5000

m/z-->

Abundance Scan 473 (4.869 min): BF096617.D (-469) (-)
43.0

59.0

101.1
83.0

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

5000

m/z-->

Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0

15.0 101.031.0 83.0
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m/z-->

Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0

41.0
101.029.0

50.0 73.0 86.0
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0

5000

m/z-->

Abundance #8344: 3-Hexanol, 4-methyl-
59.0

41.0
31.0

69.0 87.0
98.015.0 50.0

4.60 4.80 5.00 5.20

m/z  43.00  100.00%

4.60 4.80 5.00 5.20

m/z  59.00   50.52%

4.60 4.80 5.00 5.20

m/z 101.10   14.39%

4.60 4.80 5.00 5.20

m/z  58.00   13.57%

4.60 4.80 5.00 5.20

m/z  41.10    8.75%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071017\
  Data File : BF096617.D                                          
  Acq On    : 10 Jul 2017  22:43
  Operator  : SJ/JU
  Sample    : I4061-04
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.45                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.45   75.17 ng        2714790   1,4-Dichlorobenzene-d4      6.68

 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 17
 3 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 4 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
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m/z-->

Abundance Scan 742 (6.451 min): BF096617.D (-738) (-)
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Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0

69.0
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51.031.0
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Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
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41.0 97.0
53.0 117.0

79.0
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m/z-->

Abundance #14491: 5-Aminoindole
132.0

104.0
66.0 77.051.039.0 115.027.0 89.014.0

6.20 6.40 6.60 6.80

m/z 132.00  100.00%

6.20 6.40 6.60 6.80

m/z  68.10   40.88%

6.20 6.40 6.60 6.80

m/z 134.00   32.43%

6.20 6.40 6.60 6.80

m/z  66.00   25.96%

6.20 6.40 6.60 6.80

m/z  69.10   15.76%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071017\
  Data File : BF096617.D                                          
  Acq On    : 10 Jul 2017  22:43
  Operator  : SJ/JU
  Sample    : I4061-04
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  unknown11.08                    Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.08    2.40 ng          92062   Phenanthrene-d10           11.19

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Silane, trichlorooctadecyl-         386 C18H37Cl3Si    000112-04-9 49
 2 Octadecane                          254 C18H38         000593-45-3 49
 3 Tritetracontane                     605 C43H88         007098-21-7 46
 4 Octane, 2,4,6-trimethyl-            156 C11H24         062016-37-9 46
 5 Heptadecane                         240 C17H36         000629-78-7 46
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Abundance Scan 1529 (11.080 min): BF096617.D (-1521) (-)
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Abundance #241174: Tritetracontane
57.0

111.0 169.0 225.0 281.0 337.0 393.0 463.0 519.0 575.0

10.80 11.00 11.20 11.40

m/z  57.10  100.00%

10.80 11.00 11.20 11.40

m/z  43.00   74.21%

10.80 11.00 11.20 11.40

m/z 184.00   47.57%

10.80 11.00 11.20 11.40

m/z  71.10   45.67%

10.80 11.00 11.20 11.40

m/z  85.05   35.25%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071017\
  Data File : BF096617.D                                          
  Acq On    : 10 Jul 2017  22:43
  Operator  : SJ/JU
  Sample    : I4061-04
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.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- Chloropropionic acid, pe...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.68    3.70 ng         150990   Chrysene-d12               13.82

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2- Chloropropionic acid, pentade... 318 C18H35ClO2     1000292-44-1 94
 2 Pentafluoropropionic acid, penta... 374 C18H31F5O2     959092-08-1 93
 3 Dichloroacetic acid, heptadecyl ... 366 C19H36Cl2O2    1000282-98-2 93
 4 Heptafluorobutyric acid, hexadec... 438 C20H33F7O2     006385-15-5 91
 5 Octadecyl trifluoroacetate          366 C20H37F3O2     079392-43-1 90
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m/z-->

Abundance Scan 1971 (13.680 min): BF096617.D (-1968) (-)
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Abundance #159663: 2- Chloropropionic acid, pentadecyl ester
57.0

97.0

125.029.0 182.0210.0154.0 255.0
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5000
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Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
57.0

97.0

125.029.0
210.0182.0154.0 255.0 356.0
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0
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m/z-->

Abundance #194133: Dichloroacetic acid, heptadecyl ester
57.0

97.0

29.0 125.0
238.0154.0 210.0182.0 295.0266.0

13.40 13.60 13.80 14.00

m/z  55.00  100.00%

13.40 13.60 13.80 14.00

m/z  57.10   98.57%

13.40 13.60 13.80 14.00

m/z  43.00   95.17%

13.40 13.60 13.80 14.00

m/z  83.10   68.03%

13.40 13.60 13.80 14.00

m/z  97.10   62.07%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071017\
  Data File : BF096617.D                                          
  Acq On    : 10 Jul 2017  22:43
  Operator  : SJ/JU
  Sample    : I4061-04
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.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...   4.87    12.3 ng     445235  1   6.68  722305  20.0
unknown6.45            6.45    75.2 ng    2714790  1   6.68  722305  20.0
unknown11.08          11.08     2.4 ng      92062  4  11.19  767720  20.0
2- Chloropropioni...  13.68     3.7 ng     150990  5  13.82  815438  20.0
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