
                                     LSC Area Percent Report
 
  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
  Data File : BF102367.D                                          
  Acq On    : 24 Jan 2018   2:42
  Operator  : SJ/JU
  Sample    : J1249-01
  Misc      :  
  ALS Vial  : 21   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-BF012218.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   4.916   478  481  490 rVB   100938    144052   4.82%   0.580%
  2   5.328   546  551  555 rBV  2677141   2816047  94.27%  11.333%
  3   6.363   721  727  739 rBV  2655470   2987126 100.00%  12.021%
  4   6.487   743  748  751 rBV  3011051   2901218  97.12%  11.676%
  5   6.716   783  787  796 rBV   931772    786072  26.32%   3.163%
 
  6   6.869   809  813  817 rBV  2288411   2146250  71.85%   8.637%
  7   7.281   878  883  886 rBV  1738463   1793205  60.03%   7.217%
  8   7.998  1001 1005 1008 rBV  1231548   1030844  34.51%   4.148%
  9   8.557  1096 1100 1104 rBV    59675     50651   1.70%   0.204%
 10   9.075  1183 1188 1191 rBV  3180858   2835119  94.91%  11.410%
 
 11   9.469  1251 1255 1263 rBV   362485    307658  10.30%   1.238%
 12   9.751  1299 1303 1311 rBV  1262616   1084406  36.30%   4.364%
 13  10.463  1419 1424 1431 rBV   147671    131539   4.40%   0.529%
 14  10.539  1433 1437 1447 rVB  1533417   1415140  47.37%   5.695%
 15  11.233  1551 1555 1563 rBV  1030060    942046  31.54%   3.791%
 
 16  12.639  1789 1794 1798 rBV    60544     56040   1.88%   0.226%
 17  12.822  1821 1825 1828 rBV  2012845   1768005  59.19%   7.115%
 18  13.345  1911 1914 1918 rBV    38014     35801   1.20%   0.144%
 19  13.716  1973 1977 1981 rBV   152937    163387   5.47%   0.658%
 20  13.874  1996 2004 2011 rBV   780372    761739  25.50%   3.066%
 
 21  15.298  2241 2246 2253 rBV   521384    650139  21.76%   2.616%
 22  16.198  2395 2399 2405 rBV3   24801     42185   1.41%   0.170%
 
 
                        Sum of corrected areas:    24848669
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                              LSC Report - Integrated Chromatogram

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
  Data File : BF102367.D                                          
  Acq On    : 24 Jan 2018   2:42
  Operator  : SJ/JU
  Sample    : J1249-01
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218.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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
  Data File : BF102367.D                                          
  Acq On    : 24 Jan 2018   2:42
  Operator  : SJ/JU
  Sample    : J1249-01
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218.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.
---------------------------------------------------------------------
  4.92    3.67 ng         144052   1,4-Dichlorobenzene-d4      6.72

 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, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 39
 3 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 28
 4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 23
 5 1,8-Nonanediol, 8-methyl-           174 C10H22O2       054725-73-4 23
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Abundance Scan 482 (4.922 min): BF102367.D (-478) (-)
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Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
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Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
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Abundance #8344: 3-Hexanol, 4-methyl-
59

41
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4.60 4.80 5.00 5.20

m/z  43.00  100.00%

4.60 4.80 5.00 5.20

m/z  59.05   59.11%

4.60 4.80 5.00 5.20

m/z 101.10   20.96%

4.60 4.80 5.00 5.20

m/z  58.00   15.84%

4.60 4.80 5.00 5.20

m/z  41.10    8.80%
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                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
  Data File : BF102367.D                                          
  Acq On    : 24 Jan 2018   2:42
  Operator  : SJ/JU
  Sample    : J1249-01
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.49                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.49   73.82 ng        2901220   1,4-Dichlorobenzene-d4      6.72

 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 4-Chloro-2-fluoro-pyrimidine        132 C4H2ClFN2      051422-00-5 9 
 5 4-Methylpyrrolo[1,2-a]pyrazine      132 C8H8N2         064608-60-2 9 
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Abundance #14491: 5-Aminoindole
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m/z 132.00  100.00%

6.20 6.40 6.60 6.80

m/z 134.00   34.02%

6.20 6.40 6.60 6.80

m/z  68.10   33.06%

6.20 6.40 6.60 6.80

m/z  66.00   20.30%

6.20 6.40 6.60 6.80

m/z  96.10   13.17%

8270-BF012218.M Wed Jan 24 15:05:11 2018                                              Page: 4

Instrument :
BNA_F
ClientSampleId :
AB-1(0-2)



                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
  Data File : BF102367.D                                          
  Acq On    : 24 Jan 2018   2:42
  Operator  : SJ/JU
  Sample    : J1249-01
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Benzophenone                    Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.46    2.43 ng         131539   Acenaphthene-d10            9.75

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzophenone                        182 C13H10O        000119-61-9 96
 2 Azobenzene                          182 C12H10N2       000103-33-3 64
 3 Acetophenone, 2-chloro-             154 C8H7ClO        000532-27-4 49
 4 Benzeneacetic acid, .alpha.-oxo-... 178 C10H10O3       001603-79-8 47
 5 N-Methoxy-N-methylbenzamide         165 C9H11NO2       006919-61-5 47

20 40 60 80 100 120 140 160 180
0

5000

m/z-->
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m/z 105.00  100.00%

10.20 10.40 10.60 10.80

m/z  77.00   58.83%

10.20 10.40 10.60 10.80

m/z 182.10   44.49%

10.20 10.40 10.60 10.80

m/z  51.00   25.33%

10.20 10.40 10.60 10.80

m/z  50.00    8.47%
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                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
  Data File : BF102367.D                                          
  Acq On    : 24 Jan 2018   2:42
  Operator  : SJ/JU
  Sample    : J1249-01
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  1-Heneicosanol                  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.72    4.29 ng         163387   Chrysene-d12               13.87

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Heneicosanol                      312 C21H44O        015594-90-8 95
 2 Heptadecyl heptafluorobutyrate      452 C21H35F7O2     959085-66-6 95
 3 Behenic alcohol                     326 C22H46O        000661-19-8 95
 4 Dichloroacetic acid, heptadecyl ... 366 C19H36Cl2O2    1000282-98-2 95
 5 Heptafluorobutyric acid, n-tetra... 410 C18H29F7O2     007365-36-8 94
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m/z  57.00  100.00%

13.40 13.60 13.80 14.00

m/z  55.00   81.99%

13.40 13.60 13.80 14.00

m/z  43.00   79.86%

13.40 13.60 13.80 14.00

m/z  83.00   65.26%

13.40 13.60 13.80 14.00

m/z  69.05   62.21%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
  Data File : BF102367.D                                          
  Acq On    : 24 Jan 2018   2:42
  Operator  : SJ/JU
  Sample    : J1249-01
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218.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...   4.92     3.7 ng     144052  1   6.72  786072  20.0
unknown6.49            6.49    73.8 ng    2901220  1   6.72  786072  20.0
Benzophenone          10.46     2.4 ng     131539  3   9.75 1084410  20.0
1-Heneicosanol        13.72     4.3 ng     163387  5  13.87  761739  20.0
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