
                                     LSC Area Percent Report
 
  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF090617\
  Data File : BF098287.D                                          
  Acq On    :  6 Sep 2017  22:02
  Operator  : SJ/JU
  Sample    : I5093-07
  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-BF081517.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   4.881   472  475  489 rVB   141135    181870   8.11%   0.888%
  2   5.304   543  547  562 rVB  2157410   2163884  96.52%  10.565%
  3   6.345   719  724  727 rBV  2167795   2241815 100.00%  10.945%
  4   6.469   740  745  748 rBV  2330858   2161778  96.43%  10.554%
  5   6.698   780  784  787 rBV   679187    611355  27.27%   2.985%
 
  6   6.851   806  810  813 rBV  1908617   1632717  72.83%   7.971%
  7   7.263   875  880  883 rBV  1526247   1354843  60.44%   6.615%
  8   7.981   998 1002 1005 rBV   900197    773925  34.52%   3.778%
  9   9.057  1180 1185 1188 rBV  2598010   2205653  98.39%  10.768%
 10   9.451  1248 1252 1260 rVB    97007     83280   3.71%   0.407%
 
 11   9.733  1296 1300 1304 rBV   774956    735556  32.81%   3.591%
 12  10.522  1429 1434 1442 rBV  1084768   1033959  46.12%   5.048%
 13  11.216  1548 1552 1554 rBV   674101    634459  28.30%   3.098%
 14  11.233  1554 1555 1559 rVV   124135     91279   4.07%   0.446%
 15  11.286  1559 1564 1567 rVB    45965     45173   2.02%   0.221%
 
 16  11.716  1634 1637 1639 rBV    28443     28152   1.26%   0.137%
 17  11.745  1639 1642 1645 rVB    33479     31279   1.40%   0.153%
 18  11.821  1652 1655 1658 rBV    47378     50561   2.26%   0.247%
 19  12.263  1726 1730 1733 rBV    35091     37192   1.66%   0.182%
 20  12.351  1742 1745 1749 rBV3   27057     33603   1.50%   0.164%
 
 21  12.421  1754 1757 1761 rBV   262764    222900   9.94%   1.088%
 22  12.651  1789 1796 1799 rBV   271590    275171  12.27%   1.343%
 23  12.698  1803 1804 1810 rVB3   21325     25905   1.16%   0.126%
 24  12.798  1817 1821 1824 rBV  1773951   1604471  71.57%   7.833%
 25  12.868  1829 1833 1838 rBV2   30489     54481   2.43%   0.266%
 
 26  12.957  1845 1848 1849 rBV3   25277     25795   1.15%   0.126%
 27  12.980  1849 1852 1855 rVB    42086     43257   1.93%   0.211%
 28  13.080  1866 1869 1872 rBV2   44469     47629   2.12%   0.233%
 29  13.174  1882 1885 1888 rVB    30201     26057   1.16%   0.127%
 30  13.204  1888 1890 1893 rBV    34156     27253   1.22%   0.133%
 
 31  13.486  1935 1938 1943 rVB    33877     33744   1.51%   0.165%
 32  13.592  1953 1956 1959 rBV2   30366     37348   1.67%   0.182%
 33  13.645  1963 1965 1970 rBV2   18715     30477   1.36%   0.149%
 34  13.698  1970 1974 1981 rVV3  153773    192647   8.59%   0.941%
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                                     LSC Area Percent Report
 
  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF090617\
  Data File : BF098287.D                                          
  Acq On    :  6 Sep 2017  22:02
  Operator  : SJ/JU
  Sample    : I5093-07
  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-BF081517.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  13.845  1994 1999 2002 rBV2  704079    789157  35.20%   3.853%
 
 36  13.868  2002 2003 2011 rVB   121062    107847   4.81%   0.527%
 37  14.857  2168 2171 2178 rVB   104405    175014   7.81%   0.854%
 38  14.957  2186 2188 2193 rBV4   41278     39134   1.75%   0.191%
 39  15.139  2217 2219 2225 rVB    65415     69135   3.08%   0.338%
 40  15.198  2226 2229 2233 rVB    81773     91823   4.10%   0.448%
 
 41  15.257  2235 2239 2242 rBV   373754    430888  19.22%   2.104%
 
 
                        Sum of corrected areas:    20482466
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                              LSC Report - Integrated Chromatogram

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF090617\
  Data File : BF098287.D                                          
  Acq On    :  6 Sep 2017  22:02
  Operator  : SJ/JU
  Sample    : I5093-07
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517.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\BF090617\
  Data File : BF098287.D                                          
  Acq On    :  6 Sep 2017  22:02
  Operator  : SJ/JU
  Sample    : I5093-07
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517.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.
---------------------------------------------------------------------
  4.88    5.95 ng         181870   1,4-Dichlorobenzene-d4      6.70

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 56
 2 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 53
 3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 17
 4 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 
 5 Butane                               58 C4H10          000106-97-8 9 

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

5000

m/z-->

Abundance Scan 475 (4.881 min): BF098287.D (-472) (-)
43.0

59.1

101.1

83.0

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

5000

m/z-->

Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0

101.031.0 83.0

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

5000

m/z-->

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

41.0
101.029.0

73.0 86.0

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

5000

m/z-->

Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0

41.0

126.073.0 142.0

4.60 4.80 5.00 5.20

m/z  43.00  100.00%

4.60 4.80 5.00 5.20

m/z  59.10   61.58%

4.60 4.80 5.00 5.20

m/z 101.10   23.14%

4.60 4.80 5.00 5.20

m/z  58.00   16.37%

4.60 4.80 5.00 5.20

m/z  41.10    9.32%
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                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF090617\
  Data File : BF098287.D                                          
  Acq On    :  6 Sep 2017  22:02
  Operator  : SJ/JU
  Sample    : I5093-07
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.47                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.47   70.72 ng        2161780   1,4-Dichlorobenzene-d4      6.70

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 2 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
 3 4-Methylpyrrolo[1,2-a]pyrazine      132 C8H8N2         064608-60-2 9 
 4 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 9 
 5 4-Chloro-2-fluoro-pyrimidine        132 C4H2ClFN2      051422-00-5 9 

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 745 (6.469 min): BF098287.D (-740) (-)
132.0

68.1

96.0
40.1 54.0 115.082.0

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #52379: Tranylcypromine-propionyl
132.057.0

74.0
116.0

98.0

189.0158.0

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132.0

117.0

91.0
39.0

65.0

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #14510: 4-Methylpyrrolo[1,2-a]pyrazine
132.0

104.0

78.052.0
38.0

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   44.63%

6.20 6.40 6.60 6.80

m/z 134.00   32.46%

6.20 6.40 6.60 6.80

m/z  66.00   27.70%

6.20 6.40 6.60 6.80

m/z  69.10   17.57%
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                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF090617\
  Data File : BF098287.D                                          
  Acq On    :  6 Sep 2017  22:02
  Operator  : SJ/JU
  Sample    : I5093-07
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Cyclohexadecane                 Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.70    4.88 ng         192647   Chrysene-d12               13.84

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclohexadecane                     224 C16H32         000295-65-8 99
 2 n-Nonadecanol-1                     284 C19H40O        001454-84-8 93
 3 Trifluoroacetic acid, pentadecyl... 324 C17H31F3O2     959010-23-2 93
 4 Dichloroacetic acid, heptadecyl ... 366 C19H36Cl2O2    1000282-98-2 93
 5 Heptafluorobutyric acid, pentade... 424 C19H31F7O2     959261-23-5 93

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

5000

m/z-->

Abundance Scan 1974 (13.698 min): BF098287.D (-1970) (-)
83.057.0

230.1

111.1

200.1
154.1 253.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

5000

m/z-->

Abundance #81246: Cyclohexadecane
55.0 83.0

29.0 111.0

224.0139.0 196.0167.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

5000

m/z-->

Abundance #131391: n-Nonadecanol-1
83.055.0

111.0

29.0
139.0 238.0168.0 266.0196.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

5000

m/z-->

Abundance #164113: Trifluoroacetic acid, pentadecyl ester
57.0

83.0

111.0

29.0
140.0 182.0 210.0 255.0 306.0

13.40 13.60 13.80 14.00

m/z  83.05  100.00%

13.40 13.60 13.80 14.00

m/z  57.05   99.59%

13.40 13.60 13.80 14.00

m/z  69.10   87.60%

13.40 13.60 13.80 14.00

m/z  43.10   85.30%

13.40 13.60 13.80 14.00

m/z  55.05   83.96%
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                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF090617\
  Data File : BF098287.D                                          
  Acq On    :  6 Sep 2017  22:02
  Operator  : SJ/JU
  Sample    : I5093-07
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Benzo[e]pyrene                  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.14    3.21 ng          69135   Perylene-d12               15.26

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzo[e]pyrene                      252 C20H12         000192-97-2 93
 2 Benzo[k]fluoranthene                252 C20H12         000207-08-9 90
 3 Benzo[a]pyrene                      252 C20H12         000050-32-8 90
 4 Benzo[j]fluoranthene                252 C20H12         000205-82-3 89
 5 Perylene                            252 C20H12         000198-55-0 87

40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

5000

m/z-->

Abundance Scan 2219 (15.139 min): BF098287.D (-2217) (-)
252.1

125.0
224.199.074.0 285.241.1 335.2196.1162.1

40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

5000

m/z-->

Abundance #104217: Benzo[e]pyrene
252.0

125.0
224.099.0 198.074.0 150.039.0

40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

5000

m/z-->

Abundance #104224: Benzo[k]fluoranthene
252.0

126.0
224.099.074.0 198.0

40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

5000

m/z-->

Abundance #104218: Benzo[a]pyrene
252.0

126.0
224.0100.0 198.074.0 163.039.0

14.80 15.00 15.20 15.40

m/z 252.10  100.00%

14.80 15.00 15.20 15.40

m/z 250.10   33.69%

14.80 15.00 15.20 15.40

m/z 253.10   21.94%

14.80 15.00 15.20 15.40

m/z 125.00   16.94%

14.80 15.00 15.20 15.40

m/z 126.00   13.61%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF090617\
  Data File : BF098287.D                                          
  Acq On    :  6 Sep 2017  22:02
  Operator  : SJ/JU
  Sample    : I5093-07
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517.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...   4.88     6.0 ng     181870  1   6.70  611355  20.0
unknown6.47            6.47    70.7 ng    2161780  1   6.70  611355  20.0
Cyclohexadecane       13.70     4.9 ng     192647  5  13.84  789157  20.0
Benzo[e]pyrene        15.14     3.2 ng      69135  6  15.26  430888  20.0
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