
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103116\
  Data File : BF090933.D                                          
  Acq On    : 31 Oct 2016  17:32
  Operator  : UM/SJ
  Sample    : H5463-06
  Misc      :  
  ALS Vial  : 13   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-BF102616.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   2.281    13   17   24 rBV2   14409     67569   1.29%   0.164%
  2   4.910   245  247  259 rBV   666981    995792  18.99%   2.416%
  3   5.344   282  285  288 rBV  3720746   4084784  77.88%   9.909%
  4   6.396   374  377  379 rBV  3867998   4513027  86.04%  10.948%
  5   6.522   385  388  390 rBV  3653446   4715513  89.90%  11.440%
 
  6   6.750   405  408  410 rBV   693273    762643  14.54%   1.850%
  7   6.899   419  421  424 rBV  2829376   3314244  63.19%   8.040%
  8   7.310   454  457  460 rBV  2218235   2593468  49.45%   6.292%
  9   8.030   518  520  523 rBV  1256701   1126691  21.48%   2.733%
 10   9.116   612  615  617 rBV  4439886   5245033 100.00%  12.724%
 
 11   9.505   647  649  652 rBV   864897    768313  14.65%   1.864%
 12   9.779   671  673  676 rBV  1181381   1244169  23.72%   3.018%
 13  10.225   710  712  714 rVB   106927     84601   1.61%   0.205%
 14  10.442   728  731  734 rBV    33415     58333   1.11%   0.142%
 15  10.579   740  743  745 rBV2 2200234   3004962  57.29%   7.290%
 
 16  10.693   752  753  760 rVB   103787    142319   2.71%   0.345%
 17  11.265   801  803  805 rBV  1461536   1257074  23.97%   3.050%
 18  12.854   939  942  944 rBV  5245759   4837211  92.22%  11.735%
 19  13.334   982  984  990 rBV2   31119     82919   1.58%   0.201%
 20  13.757  1018 1021 1031 rBV   278387    490947   9.36%   1.191%
 
 21  13.894  1031 1033 1036 rBV   971159   1073447  20.47%   2.604%
 22  15.300  1153 1156 1162 rVB   531885    758258  14.46%   1.839%
 
 
                        Sum of corrected areas:    41221317
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103116\
  Data File : BF090933.D                                          
  Acq On    : 31 Oct 2016  17:32
  Operator  : UM/SJ
  Sample    : H5463-06
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102616.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103116\
  Data File : BF090933.D                                          
  Acq On    : 31 Oct 2016  17:32
  Operator  : UM/SJ
  Sample    : H5463-06
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102616.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.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.
---------------------------------------------------------------------
  4.91   26.11 ng         995792   1,4-Dichlorobenzene-d4      6.75

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 53
 2 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 28
 3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 23
 4 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 
 5 3-Hexanol, 4-ethyl-                 130 C8H18O         019780-44-0 9 

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

5000

m/z-->

Abundance Scan 247 (4.910 min): BF090933.D (-245) (-)
43

59

101

8351 69
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5000

m/z-->

Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43

59

15 10131 8351
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5000

m/z-->

Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59

41
10129

50 73 86
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5000

m/z-->

Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester
59

41

68
12650 142

4.60 4.80 5.00 5.20

m/z  43.10  100.00%

4.60 4.80 5.00 5.20

m/z  59.10   61.60%

4.60 4.80 5.00 5.20

m/z 101.10   19.93%

4.60 4.80 5.00 5.20

m/z  58.10   15.90%

4.60 4.80 5.00 5.20

m/z  41.10    8.73%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103116\
  Data File : BF090933.D                                          
  Acq On    : 31 Oct 2016  17:32
  Operator  : UM/SJ
  Sample    : H5463-06
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102616.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  2  unknown6.52                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.52  123.66 ng        4715510   1,4-Dichlorobenzene-d4      6.75

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 25
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 17
 3 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 9 
 4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2         022291-85-6 9 
 5 1-Methylpyrrolo[1,2-a]pyrazine      132 C8H8N2         064608-59-9 9 

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

5000

m/z-->

Abundance Scan 388 (6.522 min): BF090933.D (-385) (-)
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Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
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Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132

67
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53 117

79 8961 103 110 12434
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m/z-->

Abundance #13679: 5-Fluoro-2-chloropyrimidine
132

1059733 44
70 786051 86 115

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   36.52%

6.20 6.40 6.60 6.80

m/z 134.00   34.92%

6.20 6.40 6.60 6.80

m/z  66.05   22.93%

6.20 6.40 6.60 6.80

m/z  96.10   14.66%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103116\
  Data File : BF090933.D                                          
  Acq On    : 31 Oct 2016  17:32
  Operator  : UM/SJ
  Sample    : H5463-06
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102616.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  4  Decane, 2,3,5-trimethyl-        Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.69    2.26 ng         142319   Phenanthrene-d10           11.26

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Decane, 2,3,5-trimethyl-            184 C13H28         062238-11-3 90
 2 Tridecane                           184 C13H28         000629-50-5 86
 3 Tetradecane                         198 C14H30         000629-59-4 86
 4 Heptadecane                         240 C17H36         000629-78-7 83
 5 Hexadecane                          226 C16H34         000544-76-3 78
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5000

m/z-->

Abundance Scan 753 (10.693 min): BF090933.D (-752) (-)
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Abundance #45605: Decane, 2,3,5-trimethyl-
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Abundance #45544: Tridecane
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Abundance #55009: Tetradecane
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10.40 10.60 10.80 11.00

m/z  57.10  100.00%

10.40 10.60 10.80 11.00

m/z  43.10   64.23%

10.40 10.60 10.80 11.00

m/z  71.10   60.94%

10.40 10.60 10.80 11.00

m/z  85.10   38.04%

10.40 10.60 10.80 11.00

m/z  41.10   28.72%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103116\
  Data File : BF090933.D                                          
  Acq On    : 31 Oct 2016  17:32
  Operator  : UM/SJ
  Sample    : H5463-06
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102616.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  5  Dichloroacetic acid, heptad...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.76    9.15 ng         490947   Chrysene-d12               13.89

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Dichloroacetic acid, heptadecyl ... 366 C19H36Cl2O2    1000282-98-2 95
 2 3-Eicosene, (E)-                    280 C20H40         074685-33-9 91
 3 2- Chloropropionic acid, hexadec... 332 C19H37ClO2     086711-81-1 91
 4 1-Nonadecene                        266 C19H38         018435-45-5 91
 5 9-Eicosene, (E)-                    280 C20H40         074685-29-3 91

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

5000

m/z-->

Abundance Scan 1021 (13.757 min): BF090933.D (-1018) (-)
57 83

41 111

139 168 208 281

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

5000

m/z-->

Abundance #146886: Dichloroacetic acid, heptadecyl ester
57 83

41

111

139 238210168 191 29526625
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5000

m/z-->

Abundance #106400: 3-Eicosene, (E)-
5741
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5000

m/z-->

Abundance #133740: 2- Chloropropionic acid, hexadecyl ester
57 83

111
41

196 222139 269168 332

13.40 13.60 13.80 14.00

m/z  57.10  100.00%

13.40 13.60 13.80 14.00

m/z  83.05   99.13%

13.40 13.60 13.80 14.00

m/z  97.05   88.54%

13.40 13.60 13.80 14.00

m/z  55.10   86.75%

13.40 13.60 13.80 14.00

m/z  69.10   84.52%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103116\
  Data File : BF090933.D                                          
  Acq On    : 31 Oct 2016  17:32
  Operator  : UM/SJ
  Sample    : H5463-06
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102616.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P
 
                                                   |--Internal Standard---|
  TIC Top Hit name      RT  EstConc Units Response |#    RT     Resp  Conc|
----------------------------------------------------------------------------
2-Pentanone, 4-hy...   4.91    26.1 ng     995792  1   6.75  762643  20.0
unknown6.52            6.52   123.7 ng    4715510  1   6.75  762643  20.0
Decane, 2,3,5-tri...  10.69     2.3 ng     142319  4  11.26 1257070  20.0
Dichloroacetic ac...  13.76     9.2 ng     490947  5  13.89 1073450  20.0
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