
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\Data\BF040618\
  Data File : BF104329.D                                          
  Acq On    :  7 Apr 2018   1:54
  Operator  : JU/SJ
  Sample    : J2240-01
  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:\HPCHEM1\BNA_F\METHODS\8270-BF040618.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   5.034   497  501  510 rVB   130226    185324   4.71%   0.598%
  2   5.422   561  567  570 rBV  3330963   3700642  94.15%  11.940%
  3   6.434   732  739  743 rBV2 2992790   3930750 100.00%  12.683%
  4   6.575   757  763  766 rBV  3587249   3767574  95.85%  12.156%
  5   6.804   798  802  805 rBV  1057992    814939  20.73%   2.629%
 
  6   6.963   824  829  832 rVB  3114374   2816086  71.64%   9.086%
  7   7.369   892  898  901 rBV  2219220   2356429  59.95%   7.603%
  8   8.086  1015 1020 1023 rBV  1353333   1070285  27.23%   3.453%
  9   9.163  1198 1203 1207 rBV  3492440   3650423  92.87%  11.778%
 10   9.557  1266 1270 1273 rBV   419213    324118   8.25%   1.046%
 
 11   9.775  1303 1307 1310 rVB    87523     71715   1.82%   0.231%
 12   9.845  1314 1319 1322 rVB  1163316   1091799  27.78%   3.523%
 13  10.274  1389 1392 1395 rVB   122767     94415   2.40%   0.305%
 14  10.492  1423 1429 1432 rBV    32970     42862   1.09%   0.138%
 15  10.633  1447 1453 1456 rBV  2117481   2013514  51.22%   6.497%
 
 16  10.745  1469 1472 1482 rBV   105302    111793   2.84%   0.361%
 17  11.198  1545 1549 1552 rBV2   49385     46251   1.18%   0.149%
 18  11.327  1567 1571 1575 rBV  1024269    847212  21.55%   2.734%
 19  11.857  1657 1661 1670 rBV2   77887     84152   2.14%   0.272%
 20  12.921  1837 1842 1845 rBV  2560766   2385759  60.69%   7.698%
 
 21  13.815  1990 1994 2003 rBV   103387    118793   3.02%   0.383%
 22  13.968  2016 2020 2024 rBV   907808    779881  19.84%   2.516%
 23  15.427  2263 2268 2272 rBV   569239    688778  17.52%   2.222%
 
 
                        Sum of corrected areas:    30993494
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF040618\
  Data File : BF104329.D                                          
  Acq On    :  7 Apr 2018   1:54
  Operator  : JU/SJ
  Sample    : J2240-01
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618.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\BF040618\
  Data File : BF104329.D                                          
  Acq On    :  7 Apr 2018   1:54
  Operator  : JU/SJ
  Sample    : J2240-01
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618.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.
---------------------------------------------------------------------
  5.03    4.55 ng         185324   1,4-Dichlorobenzene-d4      6.80

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 50
 2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 17
 3 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 
 4 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 
 5 Butane                               58 C4H10          000106-97-8 9 
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5000

m/z-->

Abundance Scan 500 (5.028 min): BF104329.D (-497) (-)
43
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Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43

59

15 10131 8351
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Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59

41

68
12650 142
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5000

m/z-->

Abundance #3159: 5-Hexen-2-one
43

55
27 83 987163

4.60 4.80 5.00 5.20 5.40

m/z  43.00  100.00%

4.60 4.80 5.00 5.20 5.40

m/z  59.00   52.21%

4.60 4.80 5.00 5.20 5.40

m/z 100.95   20.23%

4.60 4.80 5.00 5.20 5.40

m/z  58.00   16.62%

4.60 4.80 5.00 5.20 5.40

m/z  41.10    8.73%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF040618\
  Data File : BF104329.D                                          
  Acq On    :  7 Apr 2018   1:54
  Operator  : JU/SJ
  Sample    : J2240-01
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.57                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.57   92.46 ng        3767570   1,4-Dichlorobenzene-d4      6.80

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 3 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 9 
 4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
 5 4-Chloro-2-fluoro-pyrimidine        132 C4H2ClFN2      051422-00-5 9 
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Abundance Scan 762 (6.569 min): BF104329.D (-757) (-)
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Abundance #14142: 3-Chloro-6-fluoro-pyrazine
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Abundance #14491: 5-Aminoindole
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Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
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6.20 6.40 6.60 6.80 7.00

m/z 132.00  100.00%

6.20 6.40 6.60 6.80 7.00

m/z  68.10   42.88%

6.20 6.40 6.60 6.80 7.00

m/z 134.00   32.07%

6.20 6.40 6.60 6.80 7.00

m/z  66.00   26.93%

6.20 6.40 6.60 6.80 7.00

m/z  69.10   17.23%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF040618\
  Data File : BF104329.D                                          
  Acq On    :  7 Apr 2018   1:54
  Operator  : JU/SJ
  Sample    : J2240-01
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Tetradecane                     Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.75    2.64 ng         111793   Phenanthrene-d10           11.33

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tetradecane                         198 C14H30         000629-59-4 87
 2 Heneicosane                         296 C21H44         000629-94-7 86
 3 Pentadecane                         212 C15H32         000629-62-9 86
 4 Heptacosane                         380 C27H56         000593-49-7 72
 5 Sulfurous acid, 2-ethylhexyl iso... 278 C14H30O3S      1000309-19-0 64
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10.40 10.60 10.80 11.00

m/z  57.05  100.00%

10.40 10.60 10.80 11.00

m/z  71.05   72.94%

10.40 10.60 10.80 11.00

m/z  43.05   61.27%

10.40 10.60 10.80 11.00

m/z  85.05   43.90%

10.40 10.60 10.80 11.00

m/z  41.10   29.48%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\Data\BF040618\
  Data File : BF104329.D                                          
  Acq On    :  7 Apr 2018   1:54
  Operator  : JU/SJ
  Sample    : J2240-01
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Pentafluoropropionic acid, ...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.82    3.05 ng         118793   Chrysene-d12               13.97

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentafluoropropionic acid, tetra... 360 C17H29F5O2     006222-06-6 95
 2 1-Nonadecene                        266 C19H38         018435-45-5 94
 3 1-Heptacosanol                      396 C27H56O        002004-39-9 94
 4 Trifluoroacetoxy hexadecane         338 C18H33F3O2     006222-03-3 94
 5 Heptafluorobutyric acid, n-tetra... 410 C18H29F7O2     007365-36-8 94
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Abundance Scan 1995 (13.821 min): BF104329.D (-1990) (-)
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Abundance #190374: Pentafluoropropionic acid, tetradecyl ester
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Abundance #115906: 1-Nonadecene
9743
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154 266238182 21015
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5000
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Abundance #210517: 1-Heptacosanol
57 97
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29 153 181 378350209 236 26477 292 320

13.60 13.80 14.00 14.20

m/z  57.10  100.00%

13.60 13.80 14.00 14.20

m/z  43.05   91.68%

13.60 13.80 14.00 14.20

m/z  83.00   83.98%

13.60 13.80 14.00 14.20

m/z  97.05   79.70%

13.60 13.80 14.00 14.20

m/z  69.00   77.74%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\Data\BF040618\
  Data File : BF104329.D                                          
  Acq On    :  7 Apr 2018   1:54
  Operator  : JU/SJ
  Sample    : J2240-01
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618.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...   5.03     4.5 ng     185324  1   6.80  814939  20.0
unknown6.57            6.57    92.5 ng    3767570  1   6.80  814939  20.0
Tetradecane           10.75     2.6 ng     111793  4  11.33  847212  20.0
Pentafluoropropio...  13.82     3.0 ng     118793  5  13.97  779881  20.0
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