
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
  Data File : BF089224.D                                          
  Acq On    : 23 Jul 2016   8:23
  Operator  : UM/SJ
  Sample    : H4121-02
  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:\HPCHEM1\BNA_F\METHODS\8270-BF072016.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   1.712     9   11   49 rVB   423750    913704   7.18%   2.827%
  2   5.153   310  312  332 rBV9  370661    617979   4.86%   1.912%
  3   6.250   404  408  414 rBV2  873389   1392295  10.94%   4.307%
  4   6.341   414  416  431 rVB   771050   1202669   9.45%   3.721%
  5   6.582   434  437  439 rBV   221870    261574   2.06%   0.809%
 
  6   6.662   442  444  447 rBV   732442    790054   6.21%   2.444%
  7   6.730   448  450  453 rBV   920440    996475   7.83%   3.083%
  8   7.153   484  487  495 rBV   837067   1049270   8.25%   3.246%
  9   7.347   495  504  510 rVB   133090    392236   3.08%   1.213%
 10   7.793   541  543  547 rBV2   88041    128911   1.01%   0.399%
 
 11   7.862   547  549  560 rVB   392779    428065   3.36%   1.324%
 12   8.147   572  574  581 rBV  1058280   1147109   9.02%   3.549%
 13   8.947   641  644  646 rBV  1757622   1913667  15.04%   5.920%
 14   9.610   699  702  704 rBV   447771    458822   3.61%   1.419%
 15   9.862   721  724  730 rBV   164005    244744   1.92%   0.757%
 
 16  10.399   768  771  780 rBV   916771   1058295   8.32%   3.274%
 17  10.548   780  784  789 rBV   402763    713579   5.61%   2.208%
 18  11.085   828  831  835 rBV   427680    464295   3.65%   1.436%
 19  11.828   894  896  901 rVV   286925    620972   4.88%   1.921%
 20  11.908   901  903  914 rVV   548886   1285522  10.10%   3.977%
 
 21  12.159   914  925  926 rVV  3504557  12722880 100.00%  39.359%
 22  12.182   926  927  939 rVB   397497    719112   5.65%   2.225%
 23  12.674   967  970  972 rBV  1621492   1769791  13.91%   5.475%
 24  12.936   986  993 1001 rVV3  152769    406887   3.20%   1.259%
 25  13.702  1058 1060 1068 rVB   331883    372201   2.93%   1.151%
 
 26  15.051  1175 1178 1187 rVB   157800    254011   2.00%   0.786%
 
 
                        Sum of corrected areas:    32325119
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
  Data File : BF089224.D                                          
  Acq On    : 23 Jul 2016   8:23
  Operator  : UM/SJ
  Sample    : H4121-02
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016.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\BF072316\
  Data File : BF089224.D                                          
  Acq On    : 23 Jul 2016   8:23
  Operator  : UM/SJ
  Sample    : H4121-02
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.34                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.34   91.96 ng        1202670   1,4-Dichlorobenzene-d4      6.58

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 22
 2 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 16
 3 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 12
 4 (5-Methyl-2-pyridyl)acetonitrile    132 C8H8N2         1000241-93-9 10
 5 2-Cyclohexen-1-one                   96 C6H8O          000930-68-7 10
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0

5000

m/z-->

Abundance Scan 416 (6.341 min): BF089224.D (-414) (-)
132

68
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40 7554 10447 61 87

10 20 30 40 50 60 70 80 90 100 110 120 130 140
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5000

m/z-->

Abundance #14503: 1H-Benzimidazole, 2-methyl-
132

63 104905239 772815 116
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m/z-->

Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132

69
104

785131 38
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0

5000

m/z-->

Abundance #14144: 5-Fluoro-2-chloropyrimidine
132

1059733 44
70 786051 86 115

6.00 6.20 6.40 6.60

m/z 132.00  100.00%

6.00 6.20 6.40 6.60

m/z  68.10   50.94%

6.00 6.20 6.40 6.60

m/z  66.10   32.81%

6.00 6.20 6.40 6.60

m/z 134.00   31.70%

6.00 6.20 6.40 6.60

m/z  69.05   21.38%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
  Data File : BF089224.D                                          
  Acq On    : 23 Jul 2016   8:23
  Operator  : UM/SJ
  Sample    : H4121-02
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  1-Hexanol, 2-ethyl-             Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.66   60.41 ng         790054   1,4-Dichlorobenzene-d4      6.58

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Hexanol, 2-ethyl-                 130 C8H18O         000104-76-7 83
 2 1-Isobutoxy-2-ethylhexane           186 C12H26O        1000139-90-3 64
 3 2-Propyl-1-pentanol                 130 C8H18O         058175-57-8 53
 4 Heptane, 1,1'-oxybis-               214 C14H30O        000629-64-1 50
 5 Oxalic acid, isobutyl octyl ester   258 C14H26O4       1000309-37-3 47
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Abundance Scan 444 (6.662 min): BF089224.D (-442) (-)
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Abundance #50341: 1-Isobutoxy-2-ethylhexane
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Abundance #13668: 2-Propyl-1-pentanol
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6.40 6.60 6.80 7.00

m/z  57.10  100.00%

6.40 6.60 6.80 7.00

m/z  41.10   39.09%

6.40 6.60 6.80 7.00

m/z  43.05   31.11%

6.40 6.60 6.80 7.00

m/z  55.10   27.40%

6.40 6.60 6.80 7.00

m/z  56.10   20.16%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
  Data File : BF089224.D                                          
  Acq On    : 23 Jul 2016   8:23
  Operator  : UM/SJ
  Sample    : H4121-02
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Hexanoic acid, 2-ethyl-         Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.35   18.33 ng         392236   Naphthalene-d8              7.86

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexanoic acid, 2-ethyl-             144 C8H16O2        000149-57-5 90
 2 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H38O6       056554-54-2 45
 3 Heptanoic acid, 2-ethyl-            158 C9H18O2        003274-29-1 40
 4 Hexanamide, 6-(heptyloxy)-          229 C13H27NO2      055191-08-7 40
 5 1,4-Dioxane                          88 C4H8O2         000123-91-1 37
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73

41

101

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #20862: Hexanoic acid, 2-ethyl-
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Abundance #205569: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester
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m/z  73.00  100.00%

7.00 7.20 7.40 7.60

m/z  88.10   78.29%

7.00 7.20 7.40 7.60

m/z  41.10   36.60%

7.00 7.20 7.40 7.60

m/z  57.10   32.91%

7.00 7.20 7.40 7.60

m/z  87.00   22.73%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
  Data File : BF089224.D                                          
  Acq On    : 23 Jul 2016   8:23
  Operator  : UM/SJ
  Sample    : H4121-02
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Ethanol, 2-(2-butoxyethoxy)-    Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.79    6.02 ng         128911   Naphthalene-d8              7.86

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Ethanol, 2-(2-butoxyethoxy)-        162 C8H18O3        000112-34-5 90
 2 Ethanol, 1-(2-butoxyethoxy)-        162 C8H18O3        054446-78-5 83
 3 Ethylene glycol monoisobutyl ether  118 C6H14O2        004439-24-1 59
 4 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H22O4       000143-22-6 45
 5 2-Propanol, 1-(2-methylpropoxy)-    132 C7H16O2        023436-19-3 40
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Abundance Scan 543 (7.793 min): BF089224.D (-541) (-)
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Abundance #32655: Ethanol, 2-(2-butoxyethoxy)-
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Abundance #32653: Ethanol, 1-(2-butoxyethoxy)-
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Abundance #8872: Ethylene glycol monoisobutyl ether
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7.40 7.60 7.80 8.00 8.20

m/z  57.10  100.00%

7.40 7.60 7.80 8.00 8.20

m/z  45.10   92.58%

7.40 7.60 7.80 8.00 8.20

m/z  41.05   37.88%

7.40 7.60 7.80 8.00 8.20

m/z  75.10   20.10%

7.40 7.60 7.80 8.00 8.20

m/z  56.10   17.03%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
  Data File : BF089224.D                                          
  Acq On    : 23 Jul 2016   8:23
  Operator  : UM/SJ
  Sample    : H4121-02
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Benzothiazole                   Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.15   53.60 ng        1147110   Naphthalene-d8              7.86

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzothiazole                       135 C7H5NS         000095-16-9 97
 2 1,2-Benzisothiazole                 135 C7H5NS         000272-16-2 83
 3 3-Allylbenzothiazolium bromide      255 C10H10BrNS     016407-55-9 78
 4 2-Fluoro-4-cyanotoluene             135 C8H6FN         170572-49-3 72
 5 Thieno[2,3-c]pyridine               135 C7H5NS         000272-12-8 64
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7.80 8.00 8.20 8.40

m/z 135.00  100.00%

7.80 8.00 8.20 8.40

m/z 108.00   37.86%

7.80 8.00 8.20 8.40

m/z  69.00   20.38%

7.80 8.00 8.20 8.40

m/z  82.00   12.09%

7.80 8.00 8.20 8.40

m/z  63.10   10.08%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
  Data File : BF089224.D                                          
  Acq On    : 23 Jul 2016   8:23
  Operator  : UM/SJ
  Sample    : H4121-02
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Dodecanoic acid                 Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.86   10.67 ng         244744   Acenaphthene-d10            9.61

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Dodecanoic acid                     200 C12H24O2       000143-07-7 91
 2 Undecanoic acid                     186 C11H22O2       000112-37-8 64
 3 Octanoic acid                       144 C8H16O2        000124-07-2 43
 4 Nonanoic acid                       158 C9H18O2        000112-05-0 43
 5 Sulfurous acid, pentadecyl 2-pro... 334 C18H38O3S      1000309-12-6 10
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m/z-->

Abundance Scan 724 (9.862 min): BF089224.D (-721) (-)
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Abundance #61122: Dodecanoic acid
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Abundance #50052: Undecanoic acid
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Abundance #20839: Octanoic acid
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9.60 9.80 10.00 10.20

m/z  73.00  100.00%

9.60 9.80 10.00 10.20

m/z  60.00   82.29%

9.60 9.80 10.00 10.20

m/z  41.10   57.68%

9.60 9.80 10.00 10.20

m/z  43.05   54.36%

9.60 9.80 10.00 10.20

m/z  55.10   52.79%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
  Data File : BF089224.D                                          
  Acq On    : 23 Jul 2016   8:23
  Operator  : UM/SJ
  Sample    : H4121-02
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  2(3H)-Benzothiazolone           Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.55   30.74 ng         713579   Phenanthrene-d10           11.08

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2(3H)-Benzothiazolone               151 C7H5NOS        000934-34-9 95
 2 Thieno[2,3-b]pyridine-N-oxide       151 C7H5NOS        025557-50-0 43
 3 6-Methyl-7-oxo-4,7-dihydro-triaz... 151 C5H5N5O        057250-39-2 43
 4 4-Methoxyformanilide                151 C8H9NO2        005470-34-8 38
 5 5-Cyclohexyl-1-pentene              152 C11H20         005729-54-4 30
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Abundance Scan 784 (10.548 min): BF089224.D (-780) (-)
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Abundance #24729: Thieno[2,3-b]pyridine-N-oxide
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Abundance #24681: 6-Methyl-7-oxo-4,7-dihydro-triazolo(3,2-c)triazine
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10.20 10.40 10.60 10.80

m/z 151.00  100.00%

10.20 10.40 10.60 10.80

m/z  96.00   86.75%

10.20 10.40 10.60 10.80

m/z 123.00   68.32%

10.20 10.40 10.60 10.80

m/z  69.00   18.48%

10.20 10.40 10.60 10.80

m/z 122.00   13.12%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
  Data File : BF089224.D                                          
  Acq On    : 23 Jul 2016   8:23
  Operator  : UM/SJ
  Sample    : H4121-02
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  2-Mercaptobenzothiazole         Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.83   26.75 ng         620972   Phenanthrene-d10           11.08

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Mercaptobenzothiazole             167 C7H5NS2        000149-30-4 97
 2 Thioguanine                         167 C5H5N5S        000154-42-7 53
 3 5-Fluoro-2-methyl-benzothiazole     167 C8H6FNS        000399-75-7 50
 4 Benzaldehyde, 2-hydroxy-5-nitro-    167 C7H5NO4        000097-51-8 47
 5 3-Methoxythiobenzamide              167 C8H9NOS        064559-06-4 45

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 896 (11.828 min): BF089224.D (-894) (-)
167

10969 1239682 14045 58 196

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #36043: 2-Mercaptobenzothiazole
167

10969 1239683 14045 5832

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #35982: Thioguanine
167

134
43 53 68 10785 15097 123

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #36089: 5-Fluoro-2-methyl-benzothiazole
167

126

69
81 13945 57 10031 114 15215

11.60 11.80 12.00 12.20

m/z 167.00  100.00%

11.60 11.80 12.00 12.20

m/z 109.00   16.93%

11.60 11.80 12.00 12.20

m/z  69.00   16.73%

11.60 11.80 12.00 12.20

m/z 108.00   13.93%

11.60 11.80 12.00 12.20

m/z 123.00   13.48%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
  Data File : BF089224.D                                          
  Acq On    : 23 Jul 2016   8:23
  Operator  : UM/SJ
  Sample    : H4121-02
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  Phenol, 2-[(4-hydroxyphenyl...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.91   55.38 ng        1285520   Phenanthrene-d10           11.08

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Phenol, 2-[(4-hydroxyphenyl)meth... 200 C13H12O2       002467-03-0 97
 2 Phenol, 2,2'-methylenebis-          200 C13H12O2       002467-02-9 94
 3 Phenol, 4,4'-methylenebis-          200 C13H12O2       000620-92-8 68
 4 Ethyl 2-hydroxybenzyl sulfone       200 C9H12O3S       053380-27-1 49
 5 4-(2-Methoxyethyl)phenol            152 C9H12O2        056718-71-9 38

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 903 (11.908 min): BF089224.D (-901) (-)
107

200
94

77 152 18139 51 12863 165141118

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #61271: Phenol, 2-[(4-hydroxyphenyl)methyl]-
107

200

94

77 1811525539 12865 16514127 118

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #61252: Phenol, 2,2'-methylenebis-
107

200

94

18177 1525136 63 12818 165141118

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #61250: Phenol, 4,4'-methylenebis-
200

107

1839477 1525539 17165 13127 120 141

11.60 11.80 12.00 12.20

m/z 107.00  100.00%

11.60 11.80 12.00 12.20

m/z 200.05   51.20%

11.60 11.80 12.00 12.20

m/z  94.00   39.65%

11.60 11.80 12.00 12.20

m/z  77.05   20.83%

11.60 11.80 12.00 12.20

m/z 152.10   14.51%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
  Data File : BF089224.D                                          
  Acq On    : 23 Jul 2016   8:23
  Operator  : UM/SJ
  Sample    : H4121-02
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  Benzenesulfonanilide            Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.16  548.05 ng       12722900   Phenanthrene-d10           11.08

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzenesulfonanilide                233 C12H11NO2S     001678-25-7 98
 2 3-Picoline, 2-nitro-                138 C6H6N2O2       018368-73-5 47
 3 Pyridine, 2-(bromomethyl)-          171 C6H6BrN        055401-97-3 40
 4 Methanesulfanilide                  171 C7H9NO2S       001197-22-4 32
 5 N-(4-Bromophenylsulfonyl)-1H-aze... 311 C12H10BrNO2S   020646-55-3 28

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

5000

m/z-->

Abundance Scan 925 (12.159 min): BF089224.D (-914) (-)
92

77

65 233
168

51 14139
125 154109 184

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

5000

m/z-->

Abundance #88097: Benzenesulfonanilide
92

77 233
65

1685139 141
12527 154109

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

5000

m/z-->

Abundance #17148: 3-Picoline, 2-nitro-
9265

39

8051 108 138

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

5000

m/z-->

Abundance #39179: Pyridine, 2-(bromomethyl)-
92

65

8051
171

11.80 12.00 12.20 12.40

m/z  92.10  100.00%

11.80 12.00 12.20 12.40

m/z  77.05   62.28%

11.80 12.00 12.20 12.40

m/z  65.10   44.10%

11.80 12.00 12.20 12.40

m/z 233.10   39.64%

11.80 12.00 12.20 12.40

m/z 168.10   30.62%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
  Data File : BF089224.D                                          
  Acq On    : 23 Jul 2016   8:23
  Operator  : UM/SJ
  Sample    : H4121-02
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 13  Phenol, 4,4'-methylenebis-      Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.18   30.98 ng         719112   Phenanthrene-d10           11.08

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Phenol, 4,4'-methylenebis-          200 C13H12O2       000620-92-8 98
 2 Phenol, 2-[(4-hydroxyphenyl)meth... 200 C13H12O2       002467-03-0 91
 3 Phenol, 2,2'-methylenebis-          200 C13H12O2       002467-02-9 87
 4 1,3-Benzenediol, 4-(phenylmethyl)-  200 C13H12O2       002284-30-2 46
 5 Phosphine, methyldiphenyl-          200 C13H13P        001486-28-8 27

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 927 (12.182 min): BF089224.D (-926) (-)
107

200

94 18315255 12878 16539 13911867

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #61253: Phenol, 4,4'-methylenebis-
107

200

77
94 18315239 51 65 128 16514127

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #61272: Phenol, 2-[(4-hydroxyphenyl)methyl]-
107

200

94

18177 15232 55 1651276543 141

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #61249: Phenol, 2,2'-methylenebis-
107

200

94
18115277 128 165141635139 11827

11.80 12.00 12.20 12.40 12.60

m/z 107.00  100.00%

11.80 12.00 12.20 12.40 12.60

m/z 200.05   58.53%

11.80 12.00 12.20 12.40 12.60

m/z 199.10   28.72%

11.80 12.00 12.20 12.40 12.60

m/z  94.00   20.47%

11.80 12.00 12.20 12.40 12.60

m/z 183.10   15.42%

8270-BF072016.M Mon Jul 25 17:15:13 2016                                              Page: 13

Instrument :
BNA_F
ClientSampleId :
TEC-TEMP-MW



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
  Data File : BF089224.D                                          
  Acq On    : 23 Jul 2016   8:23
  Operator  : UM/SJ
  Sample    : H4121-02
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 14  unknown12.94                    Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.94   21.86 ng         406887   Chrysene-d12               13.70

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-t-Butyl-4-(adamantyl-1)benzene    268 C20H28         059974-45-7 38
 2 Indolo[2,3-a]quinolizin-4(12H)-o... 268 C17H20N2O      020156-09-6 38
 3 1H-Inden-5-ol, 2,3-dihydro-3-(4-... 268 C18H20O2       010527-11-4 38
 4 9,10-Anthracenedione, 1,8-dimeth... 268 C16H12O4       006407-55-2 27
 5 Phenol, 4-methyl-2--(4-isopropyl... 253 C17H19NO       315671-87-5 27

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

5000

m/z-->

Abundance Scan 993 (12.936 min): BF089224.D (-986) (-)
253

146
91

11741 131 26855 169 21218769 302

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

5000

m/z-->

Abundance #117671: 1-t-Butyl-4-(adamantyl-1)benzene
253

57

41
91

268
77 155128109

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

5000

m/z-->

Abundance #117455: Indolo[2,3-a]quinolizin-4(12H)-one, 1,2,3,6,7,12b...
253

268
6941 183154 239105 16812755 91 225209

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

5000

m/z-->

Abundance #117584: 1H-Inden-5-ol, 2,3-dihydro-3-(4-hydroxyphenyl)-1,...
253

159
268107

144121 2239177 238194

12.60 12.80 13.00 13.20

m/z 253.20  100.00%

12.60 12.80 13.00 13.20

m/z 146.10   54.42%

12.60 12.80 13.00 13.20

m/z 133.05   48.42%

12.60 12.80 13.00 13.20

m/z  91.10   40.22%

12.60 12.80 13.00 13.20

m/z 117.10   31.55%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
  Data File : BF089224.D                                          
  Acq On    : 23 Jul 2016   8:23
  Operator  : UM/SJ
  Sample    : H4121-02
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016.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|
----------------------------------------------------------------------------
unknown6.34            6.34    92.0 ng    1202670  1   6.58  261574  20.0
1-Hexanol, 2-ethyl-    6.66    60.4 ng     790054  1   6.58  261574  20.0
Hexanoic acid, 2-...   7.35    18.3 ng     392236  2   7.86  428065  20.0
Ethanol, 2-(2-but...   7.79     6.0 ng     128911  2   7.86  428065  20.0
Benzothiazole          8.15    53.6 ng    1147110  2   7.86  428065  20.0
Dodecanoic acid        9.86    10.7 ng     244744  3   9.61  458822  20.0
2(3H)-Benzothiazo...  10.55    30.7 ng     713579  4  11.08  464295  20.0
2-Mercaptobenzoth...  11.83    26.8 ng     620972  4  11.08  464295  20.0
Phenol, 2-[(4-hyd...  11.91    55.4 ng    1285520  4  11.08  464295  20.0
Benzenesulfonanilide  12.16   548.0 ng   12722900  4  11.08  464295  20.0
Phenol, 4,4'-meth...  12.18    31.0 ng     719112  4  11.08  464295  20.0
unknown12.94          12.94    21.9 ng     406887  5  13.70  372201  20.0
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