
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082218\
  Data File : BF108402.D                                          
  Acq On    : 22 Aug 2018  23:54
  Operator  : JU/SJ
  Sample    : J4553-02
  Misc      :  
  ALS Vial  : 25   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-BF080818.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   2.390     3    9   18 rVB   519475    729346  13.18%   1.723%
  2   5.272   494  499  511 rBV   157426    260884   4.71%   0.616%
  3   5.637   555  561  564 rBV  4285319   4842228  87.51%  11.438%
  4   6.631   723  730  733 rBV  4142389   5237427  94.65%  12.371%
  5   6.778   749  755  758 rBV  4850087   5001505  90.39%  11.814%
 
  6   7.001   789  793  796 rBV  1306664   1049161  18.96%   2.478%
  7   7.160   815  820  823 rBV  4277452   3881233  70.14%   9.168%
  8   7.566   883  889  892 rBV  2883267   3254195  58.81%   7.687%
  9   8.284  1007 1011 1015 rBV  1429451   1257253  22.72%   2.970%
 10   9.360  1188 1194 1197 rBV  5704647   5533234 100.00%  13.070%
 
 11   9.748  1256 1260 1265 rBV   548213    427604   7.73%   1.010%
 12  10.048  1307 1311 1319 rVB  1515560   1319804  23.85%   3.117%
 13  10.842  1441 1446 1449 rBV  2898523   2618536  47.32%   6.185%
 14  11.542  1561 1565 1573 rBV  1365121   1139023  20.59%   2.690%
 15  13.130  1830 1835 1838 rBV  4265932   3768689  68.11%   8.902%
 
 16  14.077  1990 1996 2012 rBV6   46526    157062   2.84%   0.371%
 17  14.195  2012 2016 2022 rVB   948172    864583  15.63%   2.042%
 18  14.954  2142 2145 2150 rVB    48970     60328   1.09%   0.142%
 19  15.318  2203 2207 2212 rBV    51037     60506   1.09%   0.143%
 20  15.748  2273 2280 2286 rBV   566690    806655  14.58%   1.905%
 
 21  16.201  2354 2357 2363 rVB2   42602     66532   1.20%   0.157%
 
 
                        Sum of corrected areas:    42335788
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082218\
  Data File : BF108402.D                                          
  Acq On    : 22 Aug 2018  23:54
  Operator  : JU/SJ
  Sample    : J4553-02
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818.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\BF082218\
  Data File : BF108402.D                                          
  Acq On    : 22 Aug 2018  23:54
  Operator  : JU/SJ
  Sample    : J4553-02
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818.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  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.39   13.90 ng         729346   1,4-Dichlorobenzene-d4      7.00

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methoxy-2-methyl-         102 C6H14O         000994-05-8 83
 2 2,2,4-Trimethyl-3-pentanol          130 C8H18O         005162-48-1 40
 3 1,3-Dioxolane, 2-methyl-             88 C4H8O2         000497-26-7 23
 4 Pentane, 3-methoxy-                 102 C6H14O         036839-67-5 12
 5 Acetamide, N-ethyl-                  87 C4H9NO         000625-50-3 9 
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Abundance Scan 9 (2.390 min): BF108402.D (-3) (-)
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Abundance #4486: Butane, 2-methoxy-2-methyl-
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Abundance #13739: 2,2,4-Trimethyl-3-pentanol
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Abundance #2051: 1,3-Dioxolane, 2-methyl-
73.0

43.0

58.0
87.029.0

2.40 2.50 2.60 2.70 2.80

m/z  73.10  100.00%

2.40 2.50 2.60 2.70 2.80

m/z  43.10   44.83%

2.40 2.50 2.60 2.70 2.80

m/z  55.10   29.89%

2.40 2.50 2.60 2.70 2.80

m/z  87.05   26.36%

2.40 2.50 2.60 2.70 2.80

m/z  41.05   15.32%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082218\
  Data File : BF108402.D                                          
  Acq On    : 22 Aug 2018  23:54
  Operator  : JU/SJ
  Sample    : J4553-02
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.27    4.97 ng         260884   1,4-Dichlorobenzene-d4      7.00

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 64
 2 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 36
 3 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 28
 4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 25
 5 1-Propen-2-ol, acetate              100 C5H8O2         000108-22-5 10
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Abundance Scan 499 (5.272 min): BF108402.D (-494) (-)
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Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
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Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
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101.029.0
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Abundance #8205: Acetic acid, 1,1-dimethylethyl ester
43.0
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29.0
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78.0

5.00 5.20 5.40 5.60

m/z  43.05  100.00%

5.00 5.20 5.40 5.60

m/z  59.10   52.42%

5.00 5.20 5.40 5.60

m/z 101.10   16.28%

5.00 5.20 5.40 5.60

m/z  58.00   13.70%

5.00 5.20 5.40 5.60

m/z  41.10    9.21%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082218\
  Data File : BF108402.D                                          
  Acq On    : 22 Aug 2018  23:54
  Operator  : JU/SJ
  Sample    : J4553-02
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown6.78                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.78   95.34 ng        5001510   1,4-Dichlorobenzene-d4      7.00

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 16
 3 (5-Methyl-2-pyridyl)acetonitrile    132 C8H8N2         1000241-93-9 10
 4 1,3,5-Trifluorobenzene              132 C6H3F3         000372-38-3 9 
 5 4-Chloro-2-fluoro-pyrimidine        132 C4H2ClFN2      051422-00-5 9 
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Abundance Scan 755 (6.778 min): BF108402.D (-749) (-)
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Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0

69.0
104.0

51.031.0
79.0

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

5000

m/z-->

Abundance #14144: 5-Fluoro-2-chloropyrimidine
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Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile
132.0

92.0
65.0 105.039.0 77.051.027.0 117.0

6.40 6.60 6.80 7.00 7.20

m/z 132.00  100.00%

6.40 6.60 6.80 7.00 7.20

m/z  68.10   45.92%

6.40 6.60 6.80 7.00 7.20

m/z 134.00   34.58%

6.40 6.60 6.80 7.00 7.20

m/z  66.10   30.47%

6.40 6.60 6.80 7.00 7.20

m/z  69.10   18.79%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082218\
  Data File : BF108402.D                                          
  Acq On    : 22 Aug 2018  23:54
  Operator  : JU/SJ
  Sample    : J4553-02
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818.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-Octadecanol                   Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.08    3.63 ng         157062   Chrysene-d12               14.20

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Octadecanol                       270 C18H38O        000112-92-5 94
 2 n-Nonadecanol-1                     284 C19H40O        001454-84-8 91
 3 n-Heptadecanol-1                    256 C17H36O        001454-85-9 91
 4 1-Heneicosanol                      312 C21H44O        015594-90-8 91
 5 Trifluoroacetoxy hexadecane         338 C18H33F3O2     006222-03-3 91
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Abundance Scan 1996 (14.077 min): BF108402.D (-1990) (-)
57.1 83.0

111.1

139.1 165.1 207.0 303.2

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance #119524: 1-Octadecanol
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Abundance #131391: n-Nonadecanol-1
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Abundance #107662: n-Heptadecanol-1
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29.0
139.0 210.0168.0 238.0

13.80 14.00 14.20 14.40

m/z  57.10  100.00%

13.80 14.00 14.20 14.40

m/z  43.05   91.43%

13.80 14.00 14.20 14.40

m/z  83.05   89.90%

13.80 14.00 14.20 14.40

m/z  55.10   88.45%

13.80 14.00 14.20 14.40

m/z  69.10   79.88%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082218\
  Data File : BF108402.D                                          
  Acq On    : 22 Aug 2018  23:54
  Operator  : JU/SJ
  Sample    : J4553-02
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818.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...   2.39    13.9 ng     729346  1   7.00 1049160  20.0
2-Pentanone, 4-hy...   5.27     5.0 ng     260884  1   7.00 1049160  20.0
unknown6.78            6.78    95.3 ng    5001510  1   7.00 1049160  20.0
1-Octadecanol         14.08     3.6 ng     157062  5  14.20  864583  20.0
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