
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF071818\
  Data File : BF107470.D                                          
  Acq On    : 18 Jul 2018  12:00
  Operator  : JU/SJ
  Sample    : J3906-04
  Misc      :  
  ALS Vial  : 8   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:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071618.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   5.231   488  492  500 rVB   362611    499454  12.29%   1.310%
  2   5.619   552  558  561 rBV  3644100   3716094  91.46%   9.749%
  3   6.613   721  727  730 rBV  3525087   4014734  98.81%  10.532%
  4   6.760   746  752  755 rBV  3956749   4042438  99.49%  10.605%
  5   6.984   786  790  795 rVB  1140676    904810  22.27%   2.374%
 
  6   7.143   812  817  820 rBV  3289681   2908256  71.58%   7.630%
  7   7.548   879  886  889 rBV  2641468   2664284  65.57%   6.990%
  8   8.266  1004 1008 1011 rBV  1254716   1060221  26.09%   2.781%
  9   9.342  1185 1191 1194 rBV  4176613   4063221 100.00%  10.660%
 10   9.442  1205 1208 1212 rVB3   57093     52790   1.30%   0.138%
 
 11   9.731  1252 1257 1261 rBV   947919    820839  20.20%   2.153%
 12  10.031  1303 1308 1311 rBV  1311607   1269939  31.25%   3.332%
 13  10.819  1437 1442 1446 rBV  2578628   2778462  68.38%   7.289%
 14  10.989  1468 1471 1474 rBV    41606     44859   1.10%   0.118%
 15  11.019  1474 1476 1480 rVB3   50294     43562   1.07%   0.114%
 
 16  11.054  1480 1482 1485 rBV3   49722     47203   1.16%   0.124%
 17  11.160  1498 1500 1504 rVB5   61932     54482   1.34%   0.143%
 18  11.525  1557 1562 1564 rBV  1417566   1399022  34.43%   3.670%
 19  11.542  1564 1565 1569 rVV   216964    160199   3.94%   0.420%
 20  11.595  1570 1574 1576 rVB2   47863     60251   1.48%   0.158%
 
 21  11.960  1633 1636 1640 rBV5   31833     47670   1.17%   0.125%
 22  12.136  1662 1666 1668 rBV4   58033     55545   1.37%   0.146%
 23  12.383  1705 1708 1713 rBV7   50274     67217   1.65%   0.176%
 24  12.542  1732 1735 1738 rBV3  105390    107354   2.64%   0.282%
 25  12.583  1738 1742 1746 rVV5   46786     76889   1.89%   0.202%
 
 26  12.736  1765 1768 1771 rVB   282635    241449   5.94%   0.633%
 27  12.966  1802 1807 1810 rBV   193255    234593   5.77%   0.615%
 28  13.107  1826 1831 1835 rBV  3617257   3532579  86.94%   9.268%
 29  13.266  1856 1858 1861 rBV3   37272     45472   1.12%   0.119%
 30  13.319  1865 1867 1870 rVB2   72410     54605   1.34%   0.143%
 
 31  13.660  1923 1925 1928 rBV3   91794     78091   1.92%   0.205%
 32  13.983  1978 1980 1986 rVB3  240298    280082   6.89%   0.735%
 33  14.166  2007 2011 2014 rBV   960515   1000739  24.63%   2.625%
 34  14.313  2033 2036 2037 rBV   144826    112132   2.76%   0.294%
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                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF071818\
  Data File : BF107470.D                                          
  Acq On    : 18 Jul 2018  12:00
  Operator  : JU/SJ
  Sample    : J3906-04
  Misc      :  
  ALS Vial  : 8   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:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071618.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  14.618  2085 2088 2090 rVB2  177019    153245   3.77%   0.402%
 
 36  14.942  2140 2143 2147 rVB   159198    151197   3.72%   0.397%
 37  15.301  2201 2204 2208 rVB3  156746    177107   4.36%   0.465%
 38  15.707  2269 2273 2281 rVB2  741181   1096788  26.99%   2.877%
 
 
                        Sum of corrected areas:    38117874
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF071818\
  Data File : BF107470.D                                          
  Acq On    : 18 Jul 2018  12:00
  Operator  : JU/SJ
  Sample    : J3906-04
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071618.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:\SVOASRV\HPCHEM1\BNA_F\DATA\BF071818\
  Data File : BF107470.D                                          
  Acq On    : 18 Jul 2018  12:00
  Operator  : JU/SJ
  Sample    : J3906-04
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071618.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.
---------------------------------------------------------------------
  5.23   11.04 ng         499454   1,4-Dichlorobenzene-d4      6.98

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 38
 2 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 32
 3 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
 4 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 
 5 Propanamide, N-ethyl-               101 C5H11NO        005129-72-6 9 
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0

5000

m/z-->

Abundance Scan 492 (5.231 min): BF107470.D (-488) (-)
43.0

101.1

206.0 392.4140.9
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0

5000

m/z-->

Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

101.0
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0

5000

m/z-->

Abundance #4035: 2,3-Butanedione, monooxime
43.0

101.0

13.0
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0

5000

m/z-->

Abundance #4076: Morpholine, 4-methyl-
43.0

101.0

13.0

4.80 5.00 5.20 5.40 5.60

m/z  43.00  100.00%

4.80 5.00 5.20 5.40 5.60

m/z  59.00   72.03%

4.80 5.00 5.20 5.40 5.60

m/z 101.10   28.83%

4.80 5.00 5.20 5.40 5.60

m/z  58.10   15.03%

4.80 5.00 5.20 5.40 5.60

m/z  40.95   11.32%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF071818\
  Data File : BF107470.D                                          
  Acq On    : 18 Jul 2018  12:00
  Operator  : JU/SJ
  Sample    : J3906-04
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071618.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.76                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.76   89.35 ng        4042440   1,4-Dichlorobenzene-d4      6.98

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1,3-Cyclopentanedione, 2-chloro-    132 C5H5ClO2       014203-19-1 35
 2 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 27
 3 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 27
 4 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 22
 5 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 22
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m/z-->

Abundance Scan 752 (6.760 min): BF107470.D (-746) (-)
132.0

68.0

261.1 535.4
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5000

m/z-->

Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0

69.0
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0

5000

m/z-->

Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0

33.0
78.0
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0

5000

m/z-->

Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0

70.0

6.40 6.60 6.80 7.00

m/z 132.00  100.00%

6.40 6.60 6.80 7.00

m/z  68.00   51.25%

6.40 6.60 6.80 7.00

m/z  66.00   36.06%

6.40 6.60 6.80 7.00

m/z 134.00   31.68%

6.40 6.60 6.80 7.00

m/z  69.10   24.69%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF071818\
  Data File : BF107470.D                                          
  Acq On    : 18 Jul 2018  12:00
  Operator  : JU/SJ
  Sample    : J3906-04
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071618.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  2-Hepten-4-one, 6-hydroxy-2...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.98    5.60 ng         280082   Chrysene-d12               14.17

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Hepten-4-one, 6-hydroxy-2-meth... 236 C15H24O2       038043-98-0 92
 2 Octadecane, 1-(ethenyloxy)-         296 C20H40O        000930-02-9 76
 3 Dotriacontyl heptafluorobutyrate    662 C36H65F7O2     1000351-84-2 74
 4 Triacontyl pentafluoropropionate    584 C33H61F5O2     1000351-80-0 68
 5 Heptafluorobutyric acid, hexadec... 438 C20H33F7O2     006385-15-5 64
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0

5000

m/z-->

Abundance Scan 1979 (13.977 min): BF107470.D (-1978) (-)
43.0

97.1

230.2154.2 306.2
409.3358.2 500.3

0 50 100 150 200 250 300 350 400 450 500 550 600 650
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Abundance #90789: 2-Hepten-4-one, 6-hydroxy-2-methyl-6-(4-methyl-3-c...
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218.0
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Abundance #141403: Octadecane, 1-(ethenyloxy)-
57.0

111.0
281.0222.0166.0
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Abundance #242399: Dotriacontyl heptafluorobutyrate
57.0

111.0

167.0 448.0 644.0222.0 278.0 334.0 390.0

13.60 13.80 14.00 14.20

m/z  43.05  100.00%

13.60 13.80 14.00 14.20

m/z  69.00   82.89%

13.60 13.80 14.00 14.20

m/z  97.10   70.62%

13.60 13.80 14.00 14.20

m/z  57.00   65.69%

13.60 13.80 14.00 14.20

m/z 111.00   63.72%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF071818\
  Data File : BF107470.D                                          
  Acq On    : 18 Jul 2018  12:00
  Operator  : JU/SJ
  Sample    : J3906-04
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071618.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  unknown14.31                    Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.31    2.24 ng         112132   Chrysene-d12               14.17

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 {[(4-chloroanilino)(imino)methyl... 211 C8H10ClN5      1000297-60-3 46
 2 Tetracosane                         338 C24H50         000646-31-1 46
 3 1-Iodoundecane                      282 C11H23I        004282-44-4 38
 4 Docosane                            310 C22H46         000629-97-0 38
 5 Pentadecane, 8-heptyl-              310 C22H46         071005-15-7 38
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0

5000

m/z-->

Abundance Scan 2036 (14.313 min): BF107470.D (-2033) (-)
57.1

99.2
211.2149.2

285.3
340.0 458.6 518.6415.2
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Abundance #70428: {[(4-chloroanilino)(imino)methyl]amino}methanimidamid
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43.0 211.0

169.0
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Abundance #175555: Tetracosane
57.0

99.0
141.0183.0225.0 338.0267.0
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5000
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Abundance #128607: 1-Iodoundecane
57.0

99.0 155.0
282.015.0 197.0

14.00 14.20 14.40 14.60

m/z  57.10  100.00%

14.00 14.20 14.40 14.60

m/z  71.05   63.98%

14.00 14.20 14.40 14.60

m/z  43.05   57.33%

14.00 14.20 14.40 14.60

m/z  85.15   56.92%

14.00 14.20 14.40 14.60

m/z  41.00   36.66%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF071818\
  Data File : BF107470.D                                          
  Acq On    : 18 Jul 2018  12:00
  Operator  : JU/SJ
  Sample    : J3906-04
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071618.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Tetracosane                     Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.62    3.06 ng         153245   Chrysene-d12               14.17

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tetracosane                         338 C24H50         000646-31-1 93
 2 Heneicosane                         296 C21H44         000629-94-7 89
 3 dl-.beta.-Ethyl-3-dimethylamino-... 203 C10H21NO3      1000298-96-2 86
 4 Octadecane                          254 C18H38         000593-45-3 86
 5 Heptadecane                         240 C17H36         000629-78-7 76

0 50 100 150 200 250 300 350 400 450 500 550
0

5000
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Abundance Scan 2088 (14.618 min): BF107470.D (-2085) (-)
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Abundance #63137: dl-.beta.-Ethyl-3-dimethylamino-3,4,6-trideoxygluc...
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116.0158.0

203.0

14.40 14.60 14.80 15.00

m/z  71.05  100.00%

14.40 14.60 14.80 15.00

m/z  57.05   96.73%

14.40 14.60 14.80 15.00

m/z  43.05   75.00%

14.40 14.60 14.80 15.00

m/z  85.10   71.26%

14.40 14.60 14.80 15.00

m/z  41.10   51.93%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF071818\
  Data File : BF107470.D                                          
  Acq On    : 18 Jul 2018  12:00
  Operator  : JU/SJ
  Sample    : J3906-04
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071618.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Disulfide, di-tert-dodecyl      Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.94    2.76 ng         151197   Perylene-d12               15.71

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Disulfide, di-tert-dodecyl          402 C24H50S2       027458-90-8 68
 2 2-methylhexacosane                  380 C27H56         1000376-72-7 64
 3 Pentacosane                         352 C25H52         000629-99-2 64
 4 Heptadecane                         240 C17H36         000629-78-7 60
 5 Nonadecane                          268 C19H40         000629-92-5 60
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m/z-->

Abundance Scan 2143 (14.942 min): BF107470.D (-2140) (-)
57.1

113.0
183.3 265.2 309.2 455.4361.0225.1 402.2 495.5
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Abundance #213038: Disulfide, di-tert-dodecyl
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99.0
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Abundance #202663: 2-methylhexacosane
57.0

99.0
141.0 337.0183.0 225.0 267.0
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Abundance #185533: Pentacosane
57.0

99.0
141.0 183.0 225.0 352.0267.0 309.0

14.60 14.80 15.00 15.20

m/z  57.10  100.00%

14.60 14.80 15.00 15.20

m/z  71.10   68.84%

14.60 14.80 15.00 15.20

m/z  84.95   44.82%

14.60 14.80 15.00 15.20

m/z  43.10   42.91%

14.60 14.80 15.00 15.20

m/z  55.00   26.68%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF071818\
  Data File : BF107470.D                                          
  Acq On    : 18 Jul 2018  12:00
  Operator  : JU/SJ
  Sample    : J3906-04
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071618.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Heptadecane                     Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.30    3.23 ng         177107   Perylene-d12               15.71

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptadecane                         240 C17H36         000629-78-7 81
 2 Tricosane                           324 C23H48         000638-67-5 74
 3 Tetradecane, 3-methyl-              212 C15H32         018435-22-8 72
 4 Nonacosane                          408 C29H60         000630-03-5 72
 5 Hexadecane, 1-iodo-                 352 C16H33I        000544-77-4 72
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF071818\
  Data File : BF107470.D                                          
  Acq On    : 18 Jul 2018  12:00
  Operator  : JU/SJ
  Sample    : J3906-04
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071618.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...   5.23    11.0 ng     499454  1   6.98  904810  20.0
unknown6.76            6.76    89.3 ng    4042440  1   6.98  904810  20.0
2-Hepten-4-one, 6...  13.98     5.6 ng     280082  5  14.17 1000740  20.0
unknown14.31          14.31     2.2 ng     112132  5  14.17 1000740  20.0
Tetracosane           14.62     3.1 ng     153245  5  14.17 1000740  20.0
Disulfide, di-ter...  14.94     2.8 ng     151197  6  15.71 1096790  20.0
Heptadecane           15.30     3.2 ng     177107  6  15.71 1096790  20.0
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