
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF110218\
  Data File : BF110420.D                                          
  Acq On    :  2 Nov 2018  19:06
  Operator  : JU/SJ
  Sample    : J5759-17 10X
  Misc      :  
  ALS Vial  : 9   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-BF102318.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   2.263    26   30   37 rVB    56260     72810   9.07%   1.027%
  2   5.569   589  592  609 rBV   225497    230817  28.75%   3.257%
  3   6.569   759  762  776 rBV   234791    256243  31.91%   3.615%
  4   6.716   784  787  795 rBV   265211    260570  32.45%   3.676%
  5   6.951   823  827  840 rBV   579190    547235  68.15%   7.721%
 
  6   7.110   850  854  865 rVB   188938    194359  24.21%   2.742%
  7   7.516   918  923  938 rBV   127345    156366  19.47%   2.206%
  8   8.239  1041 1046 1060 rBV   643320    752703  93.74%  10.620%
  9   9.310  1224 1228 1237 rBV   256668    266007  33.13%   3.753%
 10   9.704  1292 1295 1302 rVB    21229     24776   3.09%   0.350%
 
 11   9.998  1341 1345 1358 rVB   776731    802967 100.00%  11.329%
 12  10.404  1411 1414 1422 rVB    14570     13110   1.63%   0.185%
 13  10.551  1435 1439 1444 rVB     8991     11000   1.37%   0.155%
 14  10.786  1476 1479 1486 rBV    79381     84319  10.50%   1.190%
 15  10.880  1491 1495 1502 rVB4    4952      8972   1.12%   0.127%
 
 16  11.486  1594 1598 1601 rBV   711909    667356  83.11%   9.416%
 17  11.510  1601 1602 1607 rVV   140294    105118  13.09%   1.483%
 18  11.569  1609 1612 1616 rVB    21374     22647   2.82%   0.320%
 19  11.733  1632 1640 1642 rBV2    6184      9156   1.14%   0.129%
 20  11.992  1681 1684 1686 rBV    17706     15766   1.96%   0.222%
 
 21  12.022  1686 1689 1694 rVB2   22113     25696   3.20%   0.363%
 22  12.104  1700 1703 1705 rBV    24510     27581   3.43%   0.389%
 23  12.127  1705 1707 1711 rVB    15580     13614   1.70%   0.192%
 24  12.286  1730 1734 1738 rBV2   10218     12042   1.50%   0.170%
 25  12.539  1773 1777 1780 rBV2   16225     18541   2.31%   0.262%
 
 26  12.704  1801 1805 1811 rBV   138394    127623  15.89%   1.801%
 27  12.869  1829 1833 1837 rVB4   12219     15281   1.90%   0.216%
 28  12.933  1837 1844 1850 rVV   128955    155230  19.33%   2.190%
 29  12.986  1850 1853 1857 rVB3   10497     11367   1.42%   0.160%
 30  13.063  1862 1866 1871 rBV   176029    175274  21.83%   2.473%
 
 31  13.110  1871 1874 1877 rVB2   11353     11944   1.49%   0.169%
 32  13.157  1877 1882 1887 rBV4   10295     17360   2.16%   0.245%
 33  13.263  1893 1900 1904 rBV6   15847     30386   3.78%   0.429%
 34  13.327  1909 1911 1914 rBV    12273     10823   1.35%   0.153%
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                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF110218\
  Data File : BF110420.D                                          
  Acq On    :  2 Nov 2018  19:06
  Operator  : JU/SJ
  Sample    : J5759-17 10X
  Misc      :  
  ALS Vial  : 9   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-BF102318.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  13.369  1914 1918 1920 rVV2    9741     10454   1.30%   0.147%
 
 36  13.463  1929 1934 1936 rBV    14269     16346   2.04%   0.231%
 37  13.498  1936 1940 1943 rVV3   12251     18136   2.26%   0.256%
 38  13.533  1943 1946 1949 rVV    15030     13767   1.71%   0.194%
 39  13.574  1949 1953 1957 rVB5    9271     10070   1.25%   0.142%
 40  13.621  1957 1961 1966 rBV4    5665      9095   1.13%   0.128%
 
 41  13.951  2012 2017 2020 rBV4   17079     24903   3.10%   0.351%
 42  14.133  2043 2048 2051 rBV   543569    577200  71.88%   8.144%
 43  14.239  2064 2066 2068 rBV2   13776     12351   1.54%   0.174%
 44  14.263  2068 2070 2073 rVB2   17146     14468   1.80%   0.204%
 45  14.521  2109 2114 2117 rBV2   15869     22314   2.78%   0.315%
 
 46  14.568  2118 2122 2124 rVV2   17931     22056   2.75%   0.311%
 47  14.886  2172 2176 2179 rVB    33802     38295   4.77%   0.540%
 48  15.204  2226 2230 2232 rBV2   53394     74718   9.31%   1.054%
 49  15.233  2232 2235 2240 rVB2   68478     85844  10.69%   1.211%
 50  15.316  2246 2249 2253 rBV2   14064     16067   2.00%   0.227%
 
 51  15.521  2280 2284 2291 rVB2   35515     49652   6.18%   0.701%
 52  15.586  2291 2295 2299 rVV    57693     80492  10.02%   1.136%
 53  15.657  2299 2307 2320 rVB   346119    574500  71.55%   8.106%
 54  16.086  2376 2380 2386 rVB2   50273     72997   9.09%   1.030%
 55  16.615  2465 2470 2477 rVB3   36623     74871   9.32%   1.056%
 
 56  17.233  2568 2575 2582 rVB5   29473     78846   9.82%   1.112%
 57  17.692  2649 2653 2664 rVB3   14948     34969   4.35%   0.493%
 
 
                        Sum of corrected areas:     7087470
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF110218\
  Data File : BF110420.D                                          
  Acq On    :  2 Nov 2018  19:06
  Operator  : JU/SJ
  Sample    : J5759-17 10X
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318.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\BF110218\
  Data File : BF110420.D                                          
  Acq On    :  2 Nov 2018  19:06
  Operator  : JU/SJ
  Sample    : J5759-17 10X
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  Butane, 2-methoxy-2-methyl-     Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.26    2.66 ng          72810   1,4-Dichlorobenzene-d4      6.95

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methoxy-2-methyl-         102 C6H14O         000994-05-8 78
 2 2,2,4-Trimethyl-3-pentanol          130 C8H18O         005162-48-1 38
 3 2-Methyl-5-hexen-3-ol               114 C7H14O         032815-70-6 12
 4 Acetamide, N-ethyl-                  87 C4H9NO         000625-50-3 10
 5 3-Pentanol, 2,4-dimethyl-           116 C7H16O         000600-36-2 9 
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0

5000

m/z-->

Abundance Scan 29 (2.258 min): BF110420.D (-26) (-)
73.1

43.0
55.1 87.0
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0

5000

m/z-->

Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0

43.0 55.0 87.0
29.0
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0

5000

m/z-->

Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0

87.041.0 55.0

29.0

15.0 97.0
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5000

m/z-->

Abundance #7506: 2-Methyl-5-hexen-3-ol
73.0

55.0
43.0

27.0

15.0 81.0

2.20 2.30 2.40 2.50 2.60 2.70

m/z  73.10  100.00%

2.20 2.30 2.40 2.50 2.60 2.70

m/z  43.05   42.13%

2.20 2.30 2.40 2.50 2.60 2.70

m/z  55.10   31.76%

2.20 2.30 2.40 2.50 2.60 2.70

m/z  87.00   27.02%

2.20 2.30 2.40 2.50 2.60 2.70

m/z  45.00   13.97%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF110218\
  Data File : BF110420.D                                          
  Acq On    :  2 Nov 2018  19:06
  Operator  : JU/SJ
  Sample    : J5759-17 10X
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.72                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.72    9.52 ng         260570   1,4-Dichlorobenzene-d4      6.95

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 35
 2 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 12
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 4 (5-Methyl-2-pyridyl)acetonitrile    132 C8H8N2         1000241-93-9 10
 5 1-Aminoindan                        133 C9H11N         034698-41-4 9 
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m/z-->

Abundance Scan 788 (6.722 min): BF110420.D (-784) (-)
132.0
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Abundance #14142: 3-Chloro-6-fluoro-pyrazine
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51.031.0
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5000

m/z-->

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

105.033.0
70.051.0 86.0

40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #52379: Tranylcypromine-propionyl
132.057.0

74.0
116.0

98.0

189.0158.0

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   36.57%

6.40 6.60 6.80 7.00

m/z 134.00   32.34%

6.40 6.60 6.80 7.00

m/z  66.00   23.48%

6.40 6.60 6.80 7.00

m/z  69.10   13.69%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF110218\
  Data File : BF110420.D                                          
  Acq On    :  2 Nov 2018  19:06
  Operator  : JU/SJ
  Sample    : J5759-17 10X
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Pentacosane                     Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.09    2.54 ng          72997   Perylene-d12               15.66

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentacosane                         352 C25H52         000629-99-2 91
 2 Hentriacontane                      437 C31H64         000630-04-6 91
 3 Heneicosane                         296 C21H44         000629-94-7 90
 4 Docosane                            310 C22H46         000629-97-0 87
 5 Heptadecane                         240 C17H36         000629-78-7 87
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m/z-->

Abundance Scan 2381 (16.092 min): BF110420.D (-2376) (-)
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Abundance #185533: Pentacosane
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m/z-->

Abundance #141426: Heneicosane
57.0

99.0
141.0 183.0 296.0225.015.0

15.80 16.00 16.20 16.40

m/z  57.10  100.00%

15.80 16.00 16.20 16.40

m/z  71.10   67.56%

15.80 16.00 16.20 16.40

m/z  43.10   61.90%

15.80 16.00 16.20 16.40

m/z  85.05   50.95%

15.80 16.00 16.20 16.40

m/z  55.05   17.82%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF110218\
  Data File : BF110420.D                                          
  Acq On    :  2 Nov 2018  19:06
  Operator  : JU/SJ
  Sample    : J5759-17 10X
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Octacosane                      Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.62    2.61 ng          74871   Perylene-d12               15.66

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentacosane                         352 C25H52         000629-99-2 87
 2 Octacosane                          394 C28H58         000630-02-4 86
 3 Eicosane, 7-hexyl-                  366 C26H54         055333-99-8 86
 4 Octadecane, 3-ethyl-5-(2-ethylbu... 366 C26H54         055282-12-7 86
 5 Hentriacontane                      437 C31H64         000630-04-6 86
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0

5000

m/z-->

Abundance Scan 2471 (16.621 min): BF110420.D (-2465) (-)
57.1

99.0
155.1185.0 282.0
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Abundance #185533: Pentacosane
57.0

99.0
141.0 183.0 225.0 352.0267.027.0 309.0
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5000

m/z-->

Abundance #209565: Octacosane
57.0

99.0
141.027.0 183.0 225.0 281.0 337.0 394.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #194499: Eicosane, 7-hexyl-
57.0

99.0
182.0141.0 281.0211.0 252.0 322.0

16.40 16.60 16.80 17.00

m/z  57.10  100.00%

16.40 16.60 16.80 17.00

m/z  71.05   65.77%

16.40 16.60 16.80 17.00

m/z  43.10   56.63%

16.40 16.60 16.80 17.00

m/z  85.00   45.23%

16.40 16.60 16.80 17.00

m/z  41.00   28.48%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF110218\
  Data File : BF110420.D                                          
  Acq On    :  2 Nov 2018  19:06
  Operator  : JU/SJ
  Sample    : J5759-17 10X
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  unknown17.23                    Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.23    2.74 ng          78846   Perylene-d12               15.66

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Flutamide                           276 C11H11F3N2O3   013311-84-7 43
 2 Hexacosane                          366 C26H54         000630-01-3 35
 3 3,5-Dimethyldodecane                198 C14H30         107770-99-0 35
 4 Heptadecane                         240 C17H36         000629-78-7 35
 5 3-Ethyl-3-methylheptane             142 C10H22         017302-01-1 35
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m/z 276.10  100.00%
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m/z  57.00   61.74%
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m/z  85.10   31.69%

8270-BF102318.M Mon Nov 05 12:17:45 2018                                              Page: 8

Instrument :
BNA_F
ClientSampleId :
TP-5

Instrument :
BNA_F
ClientSampleId :
TP-5



                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF110218\
  Data File : BF110420.D                                          
  Acq On    :  2 Nov 2018  19:06
  Operator  : JU/SJ
  Sample    : J5759-17 10X
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318.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|
----------------------------------------------------------------------------
Butane, 2-methoxy...   2.26     2.7 ng      72810  1   6.95  547235  20.0
unknown6.72            6.72     9.5 ng     260570  1   6.95  547235  20.0
Pentacosane           16.09     2.5 ng      72997  6  15.66  574500  20.0
Octacosane            16.62     2.6 ng      74871  6  15.66  574500  20.0
unknown17.23          17.23     2.7 ng      78846  6  15.66  574500  20.0
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