
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121117\
  Data File : BF101316.D                                          
  Acq On    : 12 Dec 2017   6:03
  Operator  : SJ/JU
  Sample    : I6764-06 2X
  Misc      :  
  ALS Vial  : 38   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-BF113017.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   4.410   392  395  400 rBV    12108     15912   3.42%   0.350%
  2   5.034   497  501  511 rBV   240271    255622  54.99%   5.627%
  3   5.445   568  571  583 rBV   169629    204559  44.01%   4.503%
  4   6.463   741  744  757 rBV   361193    375600  80.80%   8.268%
  5   6.598   764  767  775 rBV   372041    305318  65.68%   6.721%
 
  6   6.828   803  806  814 rBV   299747    243925  52.47%   5.370%
  7   6.986   829  833  842 rBB   341235    314467  67.65%   6.922%
  8   7.392   899  902  910 rBV   242431    214207  46.08%   4.715%
  9   8.086  1016 1020 1021 rBV    16179     12957   2.79%   0.285%
 10   8.110  1021 1024 1031 rVB   323216    297809  64.07%   6.556%
 
 11   8.522  1090 1094 1097 rBV    11799      9547   2.05%   0.210%
 12   8.692  1120 1123 1127 rVB    29207     22375   4.81%   0.493%
 13   9.122  1194 1196 1199 rVB    12337      8248   1.77%   0.182%
 14   9.186  1203 1207 1210 rBV   600164    464853 100.00%  10.233%
 15   9.257  1215 1219 1223 rBV    40531     32280   6.94%   0.711%
 
 16   9.580  1268 1274 1281 rBV    58383     59919  12.89%   1.319%
 17   9.727  1296 1299 1301 rBV3    6312      6092   1.31%   0.134%
 18   9.786  1304 1309 1313 rVV    41883     35247   7.58%   0.776%
 19   9.869  1320 1323 1327 rBV2  360945    301603  64.88%   6.639%
 20  10.110  1361 1364 1368 rVB3    9472      8851   1.90%   0.195%
 
 21  10.286  1391 1394 1397 rVB    37226     26273   5.65%   0.578%
 22  10.504  1427 1431 1434 rBV    11458     12200   2.62%   0.269%
 23  10.669  1455 1459 1463 rVB2   17190     16653   3.58%   0.367%
 24  10.763  1472 1475 1480 rBV    29427     34132   7.34%   0.751%
 25  11.210  1544 1551 1554 rBV    17115     15126   3.25%   0.333%
 
 26  11.239  1554 1556 1560 rVB2    6243      6896   1.48%   0.152%
 27  11.363  1573 1577 1585 rBV   337787    278133  59.83%   6.123%
 28  11.639  1620 1624 1627 rVB     9597      9378   2.02%   0.206%
 29  12.045  1690 1693 1696 rVB     6868      6068   1.31%   0.134%
 30  12.580  1781 1784 1786 rBV    10075      8544   1.84%   0.188%
 
 31  12.810  1818 1823 1829 rVB2   13258     14570   3.13%   0.321%
 32  12.945  1843 1846 1849 rBV   464460    369291  79.44%   8.129%
 33  13.151  1879 1881 1887 rVB5    3843      6249   1.34%   0.138%
 34  13.833  1995 1997 2007 rVB3   31458     42650   9.17%   0.939%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121117\
  Data File : BF101316.D                                          
  Acq On    : 12 Dec 2017   6:03
  Operator  : SJ/JU
  Sample    : I6764-06 2X
  Misc      :  
  ALS Vial  : 38   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-BF113017.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  14.010  2023 2027 2031 rBV   258753    263237  56.63%   5.795%
 
 36  14.451  2100 2102 2104 rBV2    9463      9676   2.08%   0.213%
 37  15.492  2274 2279 2286 rVB   159241    209663  45.10%   4.615%
 38  16.039  2370 2372 2373 rBV2   10666      8084   1.74%   0.178%
 39  16.427  2436 2438 2439 rBV2   10978      9586   2.06%   0.211%
 40  18.409  2773 2775 2778 rBV4    6878      6928   1.49%   0.153%
 
 
 
                        Sum of corrected areas:     4542728
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121117\
  Data File : BF101316.D                                          
  Acq On    : 12 Dec 2017   6:03
  Operator  : SJ/JU
  Sample    : I6764-06 2X
  Misc      :  
  ALS Vial  : 38   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF113017.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\BF121117\
  Data File : BF101316.D                                          
  Acq On    : 12 Dec 2017   6:03
  Operator  : SJ/JU
  Sample    : I6764-06 2X
  Misc      :  
  ALS Vial  : 38   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF113017.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   20.96 ng         255622   1,4-Dichlorobenzene-d4      6.83

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 56
 2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 25
 3 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 
 4 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
 5 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 9 
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Abundance Scan 500 (5.028 min): BF101316.D (-497) (-)
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Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
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Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
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Abundance #4030: 2,3-Butanedione, monooxime
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4.60 4.80 5.00 5.20 5.40

m/z  43.10  100.00%

4.60 4.80 5.00 5.20 5.40

m/z  59.10   58.15%

4.60 4.80 5.00 5.20 5.40

m/z 101.10   19.46%

4.60 4.80 5.00 5.20 5.40

m/z  58.10   14.73%

4.60 4.80 5.00 5.20 5.40

m/z  41.00    9.75%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121117\
  Data File : BF101316.D                                          
  Acq On    : 12 Dec 2017   6:03
  Operator  : SJ/JU
  Sample    : I6764-06 2X
  Misc      :  
  ALS Vial  : 38   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF113017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.60                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.60   25.03 ng         305318   1,4-Dichlorobenzene-d4      6.83

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 17
 3 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 12
 4 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 10
 5 (5-Methyl-2-pyridyl)acetonitrile    132 C8H8N2         1000241-93-9 9 
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132

68

9640 75 10454 6248 87

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

5000

m/z-->

Abundance #14142: 3-Chloro-6-fluoro-pyrazine
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Abundance #14144: 5-Fluoro-2-chloropyrimidine
132

1059733 44
70 786051 86 115

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   39.68%

6.20 6.40 6.60 6.80 7.00

m/z 134.00   32.35%

6.20 6.40 6.60 6.80 7.00

m/z  66.10   23.51%

6.20 6.40 6.60 6.80 7.00

m/z  69.10   15.20%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121117\
  Data File : BF101316.D                                          
  Acq On    : 12 Dec 2017   6:03
  Operator  : SJ/JU
  Sample    : I6764-06 2X
  Misc      :  
  ALS Vial  : 38   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF113017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Dodecane                        Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.26    2.14 ng          32280   Acenaphthene-d10            9.87

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Dodecane                            170 C12H26         000112-40-3 72
 2 Undecane                            156 C11H24         001120-21-4 72
 3 Tridecane                           184 C13H28         000629-50-5 72
 4 Hexadecane                          226 C16H34         000544-76-3 72
 5 Tetradecane                         198 C14H30         000629-59-4 64
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5743

71

8529

18499 113 127 141 155 169
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m/z  57.10  100.00%

9.00 9.20 9.40 9.60

m/z  43.05   72.21%

9.00 9.20 9.40 9.60

m/z  71.10   50.03%

9.00 9.20 9.40 9.60

m/z  41.00   38.61%

9.00 9.20 9.40 9.60

m/z  85.10   37.84%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121117\
  Data File : BF101316.D                                          
  Acq On    : 12 Dec 2017   6:03
  Operator  : SJ/JU
  Sample    : I6764-06 2X
  Misc      :  
  ALS Vial  : 38   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF113017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Octane, 2,4,6-trimethyl-        Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.79    2.34 ng          35247   Acenaphthene-d10            9.87

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octane, 2,4,6-trimethyl-            156 C11H24         062016-37-9 90
 2 Sulfurous acid, 2-ethylhexyl iso... 278 C14H30O3S      1000309-19-0 86
 3 Tetradecane                         198 C14H30         000629-59-4 80
 4 Pentadecane                         212 C15H32         000629-62-9 78
 5 Tridecane                           184 C13H28         000629-50-5 78
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Abundance Scan 1310 (9.792 min): BF101316.D (-1304) (-)
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Abundance #125661: Sulfurous acid, 2-ethylhexyl isohexyl ester
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Abundance #59881: Tetradecane
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9.40 9.60 9.80 10.00 10.20

m/z  57.10  100.00%

9.40 9.60 9.80 10.00 10.20

m/z  43.05   73.95%

9.40 9.60 9.80 10.00 10.20

m/z  71.10   54.00%

9.40 9.60 9.80 10.00 10.20

m/z  41.10   38.34%

9.40 9.60 9.80 10.00 10.20

m/z  85.10   36.76%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121117\
  Data File : BF101316.D                                          
  Acq On    : 12 Dec 2017   6:03
  Operator  : SJ/JU
  Sample    : I6764-06 2X
  Misc      :  
  ALS Vial  : 38   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF113017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Tetradecane                     Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.76    2.45 ng          34132   Phenanthrene-d10           11.36

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tetradecane                         198 C14H30         000629-59-4 80
 2 Hexadecane                          226 C16H34         000544-76-3 72
 3 Undecane, 2,6-dimethyl-             184 C13H28         017301-23-4 58
 4 3-Ethyl-3-methylheptane             142 C10H22         017302-01-1 53
 5 Heptadecane, 2,6-dimethyl-          268 C19H40         054105-67-8 53
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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  43.05   87.39%

10.40 10.60 10.80 11.00

m/z  71.10   79.17%

10.40 10.60 10.80 11.00

m/z  85.10   50.79%

10.40 10.60 10.80 11.00

m/z  41.10   48.54%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121117\
  Data File : BF101316.D                                          
  Acq On    : 12 Dec 2017   6:03
  Operator  : SJ/JU
  Sample    : I6764-06 2X
  Misc      :  
  ALS Vial  : 38   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF113017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  2- Chloropropionic acid, oc...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.83    3.24 ng          42650   Chrysene-d12               14.01

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2- Chloropropionic acid, octadec... 360 C21H41ClO2     088104-31-8 87
 2 Dichloroacetic acid, heptadecyl ... 366 C19H36Cl2O2    1000282-98-2 87
 3 1-Hexadecanesulfonyl chloride       324 C16H33ClO2S    038775-38-1 83
 4 Heptafluorobutyric acid, hexadec... 438 C20H33F7O2     006385-15-5 80
 5 1-Dodecanol, 2-octyl-, acetate      340 C22H44O2       074051-84-6 80
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Abundance Scan 1996 (13.827 min): BF101316.D (-1995) (-)
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Abundance #190678: 2- Chloropropionic acid, octadecyl ester
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Abundance #194133: Dichloroacetic acid, heptadecyl ester
57 83

111

29
139 238210168 191 295266

50 100 150 200 250 300 350
0

5000
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Abundance #164026: 1-Hexadecanesulfonyl chloride
57
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121117\
  Data File : BF101316.D                                          
  Acq On    : 12 Dec 2017   6:03
  Operator  : SJ/JU
  Sample    : I6764-06 2X
  Misc      :  
  ALS Vial  : 38   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF113017.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    21.0 ng     255622  1   6.83  243925  20.0
unknown6.60            6.60    25.0 ng     305318  1   6.83  243925  20.0
Dodecane               9.26     2.1 ng      32280  3   9.87  301603  20.0
Octane, 2,4,6-tri...   9.79     2.3 ng      35247  3   9.87  301603  20.0
Tetradecane           10.76     2.5 ng      34132  4  11.36  278133  20.0
2- Chloropropioni...  13.83     3.2 ng      42650  5  14.01  263237  20.0
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