
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120615\
  Data File : BF083531.D                                          
  Acq On    :  6 Dec 2015  19:54
  Operator  : UM/IZ
  Sample    : G4614-10
  Misc      :  
  ALS Vial  : 7   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-BF120415.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   3.573   163  165  180 rVB   708274   1605876  23.75%   2.360%
  2   4.018   201  204  219 rBV  3911096   6244446  92.36%   9.176%
  3   5.298   312  316  325 rBV  4417056   6761082 100.00%   9.936%
  4   5.424   325  327  330 rBV  3998118   6219511  91.99%   9.140%
  5   5.733   352  354  363 rBV  1004155   1230455  18.20%   1.808%
 
  6   5.950   370  373  376 rBV  3566330   4496397  66.50%   6.608%
  7   6.567   423  427  429 rBV  2649689   4231343  62.58%   6.218%
  8   6.853   447  452  458 rBV   104663    218474   3.23%   0.321%
  9   7.630   517  520  531 rBV  1187185   1654717  24.47%   2.432%
 10   9.379   669  673  676 rBV  4256133   6538491  96.71%   9.609%
 
 11  10.065   730  733  736 rBV  1541477   1938412  28.67%   2.849%
 12  10.419   761  764  775 rBV  1278525   1999889  29.58%   2.939%
 13  11.208   827  833  836 rBV2   51277    115296   1.71%   0.169%
 14  11.265   836  838  841 rVV   113369    177457   2.62%   0.261%
 15  11.631   865  870  874 rBV2   44773    127098   1.88%   0.187%
 
 16  11.711   874  877  880 rBV  2820613   4200968  62.13%   6.173%
 17  12.042   903  906  911 rBV   150038    270181   4.00%   0.397%
 18  12.362   929  934  937 rBV    29943     69947   1.03%   0.103%
 19  12.774   967  970  971 rBV   100964    123028   1.82%   0.181%
 20  12.819   971  974  976 rVV  1437279   1943247  28.74%   2.856%
 
 21  12.854   976  977  982 rVV   277494    403806   5.97%   0.593%
 22  12.956   983  986  991 rVB3   62519    139875   2.07%   0.206%
 23  13.345  1018 1020 1025 rVB2   88814    127851   1.89%   0.188%
 24  13.654  1042 1047 1049 rBV3   48703     86452   1.28%   0.127%
 25  13.699  1049 1051 1054 rVB    55004     70071   1.04%   0.103%
 
 26  13.814  1059 1061 1063 rVV2   63412     99883   1.48%   0.147%
 27  13.871  1063 1066 1072 rVB   316628    495750   7.33%   0.729%
 28  14.145  1086 1090 1094 rBV2   53800    118480   1.75%   0.174%
 29  14.214  1094 1096 1104 rVB6   21816     81000   1.20%   0.119%
 30  14.694  1136 1138 1143 rVB    47658     76592   1.13%   0.113%
 
 31  14.785  1143 1146 1151 rBV   544518    903662  13.37%   1.328%
 32  15.139  1174 1177 1184 rVV   651249   1117726  16.53%   1.643%
 33  15.299  1184 1191 1196 rVV3  178252    405248   5.99%   0.596%
 34  15.380  1196 1198 1200 rVV    74186    102911   1.52%   0.151%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120615\
  Data File : BF083531.D                                          
  Acq On    :  6 Dec 2015  19:54
  Operator  : UM/IZ
  Sample    : G4614-10
  Misc      :  
  ALS Vial  : 7   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-BF120415.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  15.460  1200 1205 1208 rVV  3725382   6163409  91.16%   9.057%
 
 36  15.540  1208 1212 1215 rVB2   31060     71719   1.06%   0.105%
 37  15.711  1225 1227 1232 rVB    52073     98878   1.46%   0.145%
 38  15.871  1239 1241 1247 rBV2   52588    158521   2.34%   0.233%
 39  16.431  1288 1290 1293 rBV2  142496    189175   2.80%   0.278%
 40  16.500  1294 1296 1298 rBV    59527     94263   1.39%   0.139%
 
 41  16.545  1298 1300 1302 rVB    68527     87458   1.29%   0.129%
 42  16.945  1333 1335 1338 rBV   394034    641257   9.48%   0.942%
 43  17.014  1338 1341 1343 rVV2 1510465   2158132  31.92%   3.171%
 44  17.060  1343 1345 1349 rVV2  190343    394711   5.84%   0.580%
 45  17.391  1371 1374 1376 rVB2  128690    170232   2.52%   0.250%
 
 46  17.665  1394 1398 1400 rBV3   33014     69609   1.03%   0.102%
 47  17.768  1404 1407 1409 rBV   126734    154328   2.28%   0.227%
 48  18.111  1435 1437 1441 rVB2   91797    126356   1.87%   0.186%
 49  18.180  1441 1443 1447 rVB    67815     77425   1.15%   0.114%
 50  18.283  1450 1452 1454 rBV   191342    337750   5.00%   0.496%
 
 51  18.443  1463 1466 1469 rBV2   68797    114187   1.69%   0.168%
 52  18.546  1473 1475 1478 rVV   134032    174463   2.58%   0.256%
 53  18.603  1478 1480 1482 rVV   194487    232743   3.44%   0.342%
 54  18.648  1482 1484 1492 rVV  1001545   1337086  19.78%   1.965%
 55  18.763  1492 1494 1497 rVB    65531     91102   1.35%   0.134%
 
 56  19.117  1522 1525 1526 rBV    54795     75103   1.11%   0.110%
 57  19.151  1526 1528 1532 rVB    48142     83067   1.23%   0.122%
 58  19.517  1558 1560 1567 rVB3   49483    112188   1.66%   0.165%
 59  19.917  1593 1595 1598 rBV    48959    103185   1.53%   0.152%
 60  20.271  1624 1626 1628 rBV    37055     77568   1.15%   0.114%
 
 61  20.317  1628 1630 1635 rVB5   35700     72174   1.07%   0.106%
 62  20.523  1644 1648 1657 rBV2   36368    115950   1.71%   0.170%
 63  21.151  1699 1703 1709 rBV4   22830     70975   1.05%   0.104%
 
 
                        Sum of corrected areas:    68048636
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120615\
  Data File : BF083531.D                                          
  Acq On    :  6 Dec 2015  19:54
  Operator  : UM/IZ
  Sample    : G4614-10
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF120415.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\BF120615\
  Data File : BF083531.D                                          
  Acq On    :  6 Dec 2015  19:54
  Operator  : UM/IZ
  Sample    : G4614-10
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF120415.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.
---------------------------------------------------------------------
  3.57   26.10 ng        1605880   1,4-Dichlorobenzene-d4      5.73

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 50
 2 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 36
 3 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 33
 4 2-Hexanol, 2-methyl-                116 C7H16O         000625-23-0 33
 5 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 

10 20 30 40 50 60 70 80 90 100 110
0

5000

m/z-->

Abundance Scan 165 (3.573 min): BF083531.D (-163) (-)
43

59

101
835337 69

10 20 30 40 50 60 70 80 90 100 110
0

5000

m/z-->

Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43

59

10131 833725 93

10 20 30 40 50 60 70 80 90 100 110
0

5000

m/z-->

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

41
10129

53 73 86
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0

5000

m/z-->

Abundance #8114: 3-Hexanol, 4-methyl-
59

41
31

69 87
53 9815

3.20 3.40 3.60 3.80 4.00

m/z  43.10  100.00%

3.20 3.40 3.60 3.80 4.00

m/z  59.10   53.87%

3.20 3.40 3.60 3.80 4.00

m/z 101.10   14.05%

3.20 3.40 3.60 3.80 4.00

m/z  58.10   13.71%

3.20 3.40 3.60 3.80 4.00

m/z  41.10    8.77%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120615\
  Data File : BF083531.D                                          
  Acq On    :  6 Dec 2015  19:54
  Operator  : UM/IZ
  Sample    : G4614-10
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF120415.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown5.42                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.42  101.09 ng        6219510   1,4-Dichlorobenzene-d4      5.73

 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 12
 3 2-Cyclohexen-1-one                   96 C6H8O          000930-68-7 11
 4 (5-METHYL-2-PYRIDYL)ACETONITRILE    132 C8H8N2         1000241-93-9 10
 5 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance Scan 327 (5.424 min): BF083531.D (-325) (-)
132

68

9640 7554 10447 61 87 115

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132

69
104

785131 38

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

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

1059733 44
70 786051 86 115

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance #2741: 2-Cyclohexen-1-one
68

39
96

27
53 6115

5.00 5.20 5.40 5.60 5.80

m/z 132.10  100.00%

5.00 5.20 5.40 5.60 5.80

m/z  68.10   56.05%

5.00 5.20 5.40 5.60 5.80

m/z  66.10   33.77%

5.00 5.20 5.40 5.60 5.80

m/z 134.10   32.80%

5.00 5.20 5.40 5.60 5.80

m/z  69.10   21.80%

8270-BF120415.M Mon Dec 07 19:15:00 2015                                              Page: 5

Instrument :
BNA_F
ClientSampleId :
S17-15.5



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120615\
  Data File : BF083531.D                                          
  Acq On    :  6 Dec 2015  19:54
  Operator  : UM/IZ
  Sample    : G4614-10
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF120415.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Hexanoic acid, 2-ethyl-         Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.85    2.64 ng         218474   Naphthalene-d8              7.63

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexanoic acid, 2-ethyl-             144 C8H16O2        000149-57-5 83
 2 Heptanoic acid, 2-ethyl-            158 C9H18O2        003274-29-1 59
 3 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H38O6       056554-54-2 53
 4 Hexanamide, 6-(heptyloxy)-          229 C13H27NO2      055191-08-7 42
 5 1,4-Dioxane                          88 C4H8O2         000123-91-1 37
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0

5000

m/z-->

Abundance Scan 452 (6.853 min): BF083531.D (-447) (-)
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41
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0

5000

m/z-->

Abundance #20004: Hexanoic acid, 2-ethyl-
88
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5000

m/z-->

Abundance #28762: Heptanoic acid, 2-ethyl-
88

41
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158

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #153016: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester
8843

69
272173 242109 135 214155 294313 355

6.60 6.80 7.00 7.20

m/z  73.10  100.00%

6.60 6.80 7.00 7.20

m/z  88.10   81.01%

6.60 6.80 7.00 7.20

m/z  41.10   42.27%

6.60 6.80 7.00 7.20

m/z  57.10   39.93%

6.60 6.80 7.00 7.20

m/z  55.10   25.35%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120615\
  Data File : BF083531.D                                          
  Acq On    :  6 Dec 2015  19:54
  Operator  : UM/IZ
  Sample    : G4614-10
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF120415.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Tetradecane                     Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.04    2.78 ng         270181   Phenanthrene-d10           12.82

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tetradecane                         198 C14H30         000629-59-4 86
 2 Dodecane, 2-methyl-6-propyl-        226 C16H34         055045-08-4 86
 3 Tetradecane, 1-iodo-                324 C14H29I        019218-94-1 80
 4 Tetracosane                         338 C24H50         000646-31-1 80
 5 Hexadecane                          226 C16H34         000544-76-3 78

20 40 60 80 100 120 140 160 180 200 220
0

5000

m/z-->

Abundance Scan 906 (12.042 min): BF083531.D (-903) (-)
57

43
71

85

99
113 127 141 183155
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m/z-->

Abundance #55008: Tetradecane
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Abundance #73991: Dodecane, 2-methyl-6-propyl-
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m/z-->

Abundance #129580: Tetradecane, 1-iodo-
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11.80 12.00 12.20 12.40

m/z  57.10  100.00%

11.80 12.00 12.20 12.40

m/z  43.10   71.76%

11.80 12.00 12.20 12.40

m/z  71.10   56.56%

11.80 12.00 12.20 12.40

m/z  85.10   36.13%

11.80 12.00 12.20 12.40

m/z  41.10   30.81%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120615\
  Data File : BF083531.D                                          
  Acq On    :  6 Dec 2015  19:54
  Operator  : UM/IZ
  Sample    : G4614-10
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF120415.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  n-Hexadecanoic acid             Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.87    5.10 ng         495750   Phenanthrene-d10           12.82

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 93
 2 Tetradecanoic acid                  228 C14H28O2       000544-63-8 80
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 74
 4 Tridecanoic acid                    214 C13H26O2       000638-53-9 64
 5 .alpha.-D-Glucopyranose, 4-O-.be... 342 C12H22O11      014641-93-1 50
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5000

m/z-->

Abundance Scan 1066 (13.871 min): BF083531.D (-1063) (-)
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Abundance #92227: n-Hexadecanoic acid
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Abundance #75072: Tetradecanoic acid
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5000
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Abundance #83683: Pentadecanoic acid
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13.60 13.80 14.00 14.20

m/z  43.10  100.00%

13.60 13.80 14.00 14.20

m/z  73.10   96.40%

13.60 13.80 14.00 14.20

m/z  60.10   84.60%

13.60 13.80 14.00 14.20

m/z  41.05   77.14%

13.60 13.80 14.00 14.20

m/z  57.10   74.81%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120615\
  Data File : BF083531.D                                          
  Acq On    :  6 Dec 2015  19:54
  Operator  : UM/IZ
  Sample    : G4614-10
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF120415.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Hexadecanoic acid, butyl ester  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.30    3.76 ng         405248   Chrysene-d12               17.01

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecanoic acid, butyl ester      312 C20H40O2       000111-06-8 87
 2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H40O2       031158-91-5 52
 3 2,4-Dipropyl-5-ethyl-1,3-dioxane    200 C12H24O2       006413-83-8 38
 4 Cyclobutane, 1-hexyl-2,3-dimethyl-  168 C12H24         055170-84-8 35
 5 Cyclobutane, 1,1-dimethyl-2-octyl-  196 C14H28         062338-30-1 35
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120615\
  Data File : BF083531.D                                          
  Acq On    :  6 Dec 2015  19:54
  Operator  : UM/IZ
  Sample    : G4614-10
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF120415.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  3-Eicosene, (E)-                Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.95    5.94 ng         641257   Chrysene-d12               17.01

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Eicosene, (E)-                    280 C20H40         074685-33-9 95
 2 5-Eicosene, (E)-                    280 C20H40         074685-30-6 91
 3 Bromoacetic acid, octadecyl ester   390 C20H39BrO2     018992-03-5 91
 4 1-Nonadecene                        266 C19H38         018435-45-5 91
 5 9-Eicosene, (E)-                    280 C20H40         074685-29-3 91
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120615\
  Data File : BF083531.D                                          
  Acq On    :  6 Dec 2015  19:54
  Operator  : UM/IZ
  Sample    : G4614-10
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF120415.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...   3.57    26.1 ng    1605880  1   5.73 1230460  20.0
unknown5.42            5.42   101.1 ng    6219510  1   5.73 1230460  20.0
Hexanoic acid, 2-...   6.85     2.6 ng     218474  2   7.63 1654720  20.0
Tetradecane           12.04     2.8 ng     270181  4  12.82 1943250  20.0
n-Hexadecanoic acid   13.87     5.1 ng     495750  4  12.82 1943250  20.0
Hexadecanoic acid...  15.30     3.8 ng     405248  5  17.01 2158130  20.0
3-Eicosene, (E)-      16.95     5.9 ng     641257  5  17.01 2158130  20.0
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