
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063017\
  Data File : BF096368.D                                          
  Acq On    :  1 Jul 2017   6:07
  Operator  : SJ/MA
  Sample    : I3947-01
  Misc      :  
  ALS Vial  : 45   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-BF062717.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   4.951   483  487  494 rBV   360596    443739  14.47%   1.576%
  2   5.375   554  559  562 rBV  3095232   2940835  95.90%  10.444%
  3   6.393   727  732  742 rVB2 2801230   3066685 100.00%  10.891%
  4   6.528   751  755  759 rBV  2864041   2760637  90.02%   9.804%
  5   6.763   791  795  798 rBV  1682681   1486775  48.48%   5.280%
 
  6   6.916   817  821  825 rBV  2007142   1762214  57.46%   6.259%
  7   7.316   884  889  892 rBV  1734688   1563259  50.98%   5.552%
  8   7.416   901  906  910 rBV    36547     40183   1.31%   0.143%
  9   7.751   957  963  965 rBV    61978     72000   2.35%   0.256%
 10   8.045  1008 1013 1016 rBV  2032297   1836305  59.88%   6.522%
 
 11   9.116  1191 1195 1199 rBV  2103980   1963321  64.02%   6.973%
 12   9.210  1206 1211 1214 rBV3   29611     34590   1.13%   0.123%
 13   9.510  1259 1262 1265 rBV   462167    349475  11.40%   1.241%
 14   9.739  1298 1301 1306 rVB    60645     48799   1.59%   0.173%
 15   9.798  1306 1311 1314 rBV  1809307   1661200  54.17%   5.900%
 
 16  10.239  1382 1386 1388 rVB    78024     55021   1.79%   0.195%
 17  10.457  1419 1423 1429 rBV2   30184     44728   1.46%   0.159%
 18  10.580  1439 1444 1447 rBV  1653644   1486163  48.46%   5.278%
 19  10.680  1457 1461 1463 rBV   129095    103152   3.36%   0.366%
 20  10.710  1463 1466 1473 rVB    82558     96602   3.15%   0.343%
 
 21  11.157  1538 1542 1545 rBV2   51942     47742   1.56%   0.170%
 22  11.275  1558 1562 1565 rBV2 1695540   1539874  50.21%   5.469%
 23  11.298  1565 1566 1569 rVV   122780     65313   2.13%   0.232%
 24  11.345  1569 1574 1577 rVB2   27073     32376   1.06%   0.115%
 25  11.810  1649 1653 1657 rBV   146363    150842   4.92%   0.536%
 
 26  12.322  1737 1740 1744 rBV5   35349     42786   1.40%   0.152%
 27  12.480  1764 1767 1770 rBV   178628    162222   5.29%   0.576%
 28  12.710  1800 1806 1809 rBV   175533    196997   6.42%   0.700%
 29  12.857  1827 1831 1835 rBV  1980361   1874650  61.13%   6.658%
 30  12.933  1840 1844 1847 rBV6   18362     36578   1.19%   0.130%
 
 31  13.757  1981 1984 1990 rBV2  142898    139467   4.55%   0.495%
 32  13.904  2005 2009 2012 rBV  1231924   1227646  40.03%   4.360%
 33  15.327  2247 2251 2256 rVB   658308    824883  26.90%   2.930%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063017\
  Data File : BF096368.D                                          
  Acq On    :  1 Jul 2017   6:07
  Operator  : SJ/MA
  Sample    : I3947-01
  Misc      :  
  ALS Vial  : 45   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-BF062717.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 
                        Sum of corrected areas:    28157059
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063017\
  Data File : BF096368.D                                          
  Acq On    :  1 Jul 2017   6:07
  Operator  : SJ/MA
  Sample    : I3947-01
  Misc      :  
  ALS Vial  : 45   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF062717.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\BF063017\
  Data File : BF096368.D                                          
  Acq On    :  1 Jul 2017   6:07
  Operator  : SJ/MA
  Sample    : I3947-01
  Misc      :  
  ALS Vial  : 45   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF062717.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.
---------------------------------------------------------------------
  4.95    5.97 ng         443739   1,4-Dichlorobenzene-d4      6.76

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 45
 2 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 42
 3 2-Hexanol, 2-methyl-                116 C7H16O         000625-23-0 28
 4 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 
 5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 9 

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

5000

m/z-->

Abundance Scan 487 (4.951 min): BF096368.D (-483) (-)
43.0

59.0

101.1
83.151.0

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

5000

m/z-->

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

59.0

101.031.0 83.0 93.0

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

5000

m/z-->

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

41.0
101.029.0

50.0 73.0 86.0

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

5000

m/z-->

Abundance #8346: 2-Hexanol, 2-methyl-
59.0

101.0
41.031.0 83.069.015.0 51.0

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   51.48%

4.60 4.80 5.00 5.20

m/z  58.00   15.03%

4.60 4.80 5.00 5.20

m/z 101.10   13.54%

4.60 4.80 5.00 5.20

m/z  41.00    8.63%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063017\
  Data File : BF096368.D                                          
  Acq On    :  1 Jul 2017   6:07
  Operator  : SJ/MA
  Sample    : I3947-01
  Misc      :  
  ALS Vial  : 45   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF062717.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.53                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.53   37.14 ng        2760640   1,4-Dichlorobenzene-d4      6.76

 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 12
 3 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 4 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 5 1-Aminoindan                        133 C9H11N         034698-41-4 9 
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0

5000

m/z-->

Abundance Scan 755 (6.528 min): BF096368.D (-751) (-)
132.0

68.1

96.040.0 54.0
85.0 107.0
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m/z-->

Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0

69.0
104.0

51.031.0
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0

5000

m/z-->

Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0

67.0

41.0 97.0
53.0 117.0

79.0

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

5000

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   40.68%

6.20 6.40 6.60 6.80

m/z 134.00   32.56%

6.20 6.40 6.60 6.80

m/z  66.00   26.77%

6.20 6.40 6.60 6.80

m/z  69.10   15.90%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063017\
  Data File : BF096368.D                                          
  Acq On    :  1 Jul 2017   6:07
  Operator  : SJ/MA
  Sample    : I3947-01
  Misc      :  
  ALS Vial  : 45   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF062717.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-Octadecene                    Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.76    2.27 ng         139467   Chrysene-d12               13.90

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Octadecene                        252 C18H36         000112-88-9 96
 2 E-7-Octadecene                      252 C18H36         1000130-92-0 93
 3 3-Octadecene, (E)-                  252 C18H36         007206-19-1 93
 4 1-Docosene                          308 C22H44         001599-67-3 93
 5 8-Heptadecene                       238 C17H34         002579-04-6 91

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 1985 (13.763 min): BF096368.D (-1981) (-)
57.0

97.1

139.0 263.2197.1 313.1 351.3 402.2233.2
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0

5000

m/z-->

Abundance #104182: 1-Octadecene
43.0

83.0

125.0
252.0168.0 210.0
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0

5000

m/z-->

Abundance #104185: E-7-Octadecene
43.0

83.0

252.0125.0
168.0 210.0
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0

5000

m/z-->

Abundance #104188: 3-Octadecene, (E)-
69.0

29.0 111.0

252.0154.0 196.0

13.40 13.60 13.80 14.00

m/z  57.05  100.00%

13.40 13.60 13.80 14.00

m/z  55.00   80.77%

13.40 13.60 13.80 14.00

m/z  43.05   80.43%

13.40 13.60 13.80 14.00

m/z  83.10   67.40%

13.40 13.60 13.80 14.00

m/z  69.05   63.55%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063017\
  Data File : BF096368.D                                          
  Acq On    :  1 Jul 2017   6:07
  Operator  : SJ/MA
  Sample    : I3947-01
  Misc      :  
  ALS Vial  : 45   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF062717.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...   4.95     6.0 ng     443739  1   6.76 1486780  20.0
unknown6.53            6.53    37.1 ng    2760640  1   6.76 1486780  20.0
1-Octadecene          13.76     2.3 ng     139467  5  13.90 1227650  20.0
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