
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG101015\
  Data File : BG019139.D                                          
  Acq On    : 11 Oct 2015   4:48
  Operator  : UM/NP
  Sample    : G3929-14
  Misc      :  
  ALS Vial  : 24   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_G\METHODS\8270-BG101015.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   3.144    47   52   60 rBV    58022     97542   5.48%   1.084%
  2   3.214    60   64   77 rVB   211118    282025  15.84%   3.133%
  3   5.136   385  391  400 rBV    72977    104063   5.84%   1.156%
  4   5.606   464  471  482 rVB   147499    231736  13.02%   2.574%
  5   7.192   734  741  748 rBV    96771    160289   9.00%   1.781%
 
  6   7.562   796  804  816 rVB   293981    490427  27.54%   5.448%
  7   8.032   878  884  891 rBV    61928    100080   5.62%   1.112%
  8   8.355   930  939  947 rBV   262914    448929  25.21%   4.987%
  9   9.190  1073 1081 1091 rBV   257940    446017  25.05%   4.955%
 10  10.835  1353 1361 1369 rVB    92500    159147   8.94%   1.768%
 
 11  13.285  1771 1778 1790 rVB   748169   1108781  62.27%  12.318%
 12  14.107  1912 1918 1927 rBV    19056     27994   1.57%   0.311%
 13  14.660  2006 2012 2019 rVB2  189624    296842  16.67%   3.298%
 14  16.146  2259 2265 2279 rVB   673225   1011327  56.80%  11.235%
 15  16.393  2298 2307 2314 rBV3   27011     49152   2.76%   0.546%
 
 16  16.487  2318 2323 2327 rVV    89640    121972   6.85%   1.355%
 17  16.540  2327 2332 2339 rVV2   78162    161906   9.09%   1.799%
 18  16.604  2339 2343 2347 rVV2   93881    129858   7.29%   1.443%
 19  16.651  2347 2351 2356 rVV    52070     76138   4.28%   0.846%
 20  16.698  2356 2359 2361 rVV2   16773     23836   1.34%   0.265%
 
 21  16.728  2361 2364 2366 rVV    29757     43082   2.42%   0.479%
 22  16.751  2366 2368 2372 rVV    26975     34029   1.91%   0.378%
 23  16.804  2372 2377 2384 rVV4   67309    129634   7.28%   1.440%
 24  16.869  2384 2388 2393 rVV    97387    140441   7.89%   1.560%
 25  16.945  2397 2401 2409 rVB    45815     66516   3.74%   0.739%
 
 26  17.404  2473 2479 2487 rVB2  231602    346803  19.48%   3.853%
 27  18.073  2588 2593 2597 rBV3   16043     20177   1.13%   0.224%
 28  20.018  2918 2924 2931 rVB  1378162   1780494 100.00%  19.780%
 29  21.328  3143 3147 3154 rBV7   15641     32823   1.84%   0.365%
 30  21.675  3200 3206 3213 rBV   262344    429719  24.13%   4.774%
 
 31  24.901  3745 3755 3768 rVB   145965    405890  22.80%   4.509%
 32  25.071  3778 3784 3795 rVB5   15957     43688   2.45%   0.485%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG101015\
  Data File : BG019139.D                                          
  Acq On    : 11 Oct 2015   4:48
  Operator  : UM/NP
  Sample    : G3929-14
  Misc      :  
  ALS Vial  : 24   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_G\METHODS\8270-BG101015.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
                        Sum of corrected areas:     9001357
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG101015\
  Data File : BG019139.D                                          
  Acq On    : 11 Oct 2015   4:48
  Operator  : UM/NP
  Sample    : G3929-14
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG101015.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_G\DATA\BG101015\
  Data File : BG019139.D                                          
  Acq On    : 11 Oct 2015   4:48
  Operator  : UM/NP
  Sample    : G3929-14
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG101015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  Butane, 2-methoxy-2-methyl-     Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.21   56.36 ng         282025   1,4-Dichlorobenzene-d4      8.03

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methoxy-2-methyl-         102 C6H14O         000994-05-8 83
 2 2,2,4-Trimethyl-3-pentanol          130 C8H18O         005162-48-1 39
 3 2-Methyl-5-hexen-3-ol               114 C7H14O         032815-70-6 37
 4 1,3-Dioxolane, 2-methyl-             88 C4H8O2         000497-26-7 9 
 5 3-Pentanol, 2,4-dimethyl-           116 C7H16O         000600-36-2 9 

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance Scan 63 (3.208 min): BG019139.D (-60) (-)
73

43
55

87

5038 67

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance #4386: Butane, 2-methoxy-2-methyl-
73

43 55 87
29

675035 80

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance #13286: 2,2,4-Trimethyl-3-pentanol
73

8741 55

29

15 67 97

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance #7316: 2-Methyl-5-hexen-3-ol
73

55
43

27

15 38 8132

3.00 3.20 3.40 3.60

m/z  73.10  100.00%

3.00 3.20 3.40 3.60

m/z  43.10   49.04%

3.00 3.20 3.40 3.60

m/z  55.10   36.62%

3.00 3.20 3.40 3.60

m/z  87.10   27.48%

3.00 3.20 3.40 3.60

m/z  41.10   16.12%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG101015\
  Data File : BG019139.D                                          
  Acq On    : 11 Oct 2015   4:48
  Operator  : UM/NP
  Sample    : G3929-14
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG101015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.14   20.80 ng         104063   1,4-Dichlorobenzene-d4      8.03

 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, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 38
 3 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 36
 4 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 33
 5 2-Hexanol, 2-methyl-                116 C7H16O         000625-23-0 28
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0

5000

m/z-->

Abundance Scan 392 (5.141 min): BG019139.D (-385) (-)
43

59
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8351
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0

5000

m/z-->

Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
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10131 833725 93
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0

5000

m/z-->

Abundance #7975: Acetic acid, 1,1-dimethylethyl ester
43

57

10129
15 51 7337 83 95

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

4.80 5.00 5.20 5.40

m/z  43.05  100.00%

4.80 5.00 5.20 5.40

m/z  59.10   60.77%

4.80 5.00 5.20 5.40

m/z  58.10   15.82%

4.80 5.00 5.20 5.40

m/z 101.10   15.08%

4.80 5.00 5.20 5.40

m/z  41.10    9.49%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG101015\
  Data File : BG019139.D                                          
  Acq On    : 11 Oct 2015   4:48
  Operator  : UM/NP
  Sample    : G3929-14
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG101015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  unknown7.56                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.56   98.01 ng         490427   1,4-Dichlorobenzene-d4      8.03

 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 27
 3 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 27
 4 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 22
 5 1,3-Cyclopentanedione, 2-chloro-    132 C5H5ClO2       014203-19-1 17

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

5000

m/z-->

Abundance Scan 804 (7.562 min): BG019139.D (-796) (-)
132

68

9640 54 75 1036248 87
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0

5000

m/z-->

Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
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785131 38 44
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5000

m/z-->

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

1059733 44
70 786051 86 115
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0

5000

m/z-->

Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132

97

70
31 6044 7751 86 105 116

7.20 7.40 7.60 7.80

m/z 132.10  100.00%

7.20 7.40 7.60 7.80

m/z  68.10   46.98%

7.20 7.40 7.60 7.80

m/z  66.10   35.75%

7.20 7.40 7.60 7.80

m/z 134.10   32.50%

7.20 7.40 7.60 7.80

m/z  69.10   22.21%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG101015\
  Data File : BG019139.D                                          
  Acq On    : 11 Oct 2015   4:48
  Operator  : UM/NP
  Sample    : G3929-14
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG101015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  unknown16.39                    Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.39    2.83 ng          49152   Phenanthrene-d10           17.40

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Acetamidotropone                  163 C9H9NO2        006422-12-4 47
 2 Benorilate                          313 C17H15NO5      005003-48-5 47
 3 p-Sec-butylphenyl acetate           192 C12H16O2       003245-24-7 43
 4 3',4'-Acetoxylide                   163 C10H13NO       002198-54-1 40
 5 Benzenamine, 2,5-dimethyl-          121 C8H11N         000095-78-3 38
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0

5000

m/z-->

Abundance Scan 2307 (16.393 min): BG019139.D (-2298) (-)
121
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m/z-->

Abundance #31429: 2-Acetamidotropone
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9343

66 14828
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5000

m/z-->

Abundance #124394: Benorilate
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65 93 313
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0

5000

m/z-->

Abundance #50303: p-Sec-butylphenyl acetate
121

150

43 77 19210327 60

16.00 16.20 16.40 16.60 16.80

m/z 121.10  100.00%

16.00 16.20 16.40 16.60 16.80

m/z 107.10   54.17%

16.00 16.20 16.40 16.60 16.80

m/z 163.10   33.83%

16.00 16.20 16.40 16.60 16.80

m/z  41.10   15.71%

16.00 16.20 16.40 16.60 16.80

m/z 177.10   15.62%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG101015\
  Data File : BG019139.D                                          
  Acq On    : 11 Oct 2015   4:48
  Operator  : UM/NP
  Sample    : G3929-14
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG101015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Phenol, 4-(1,1,3,3-tetramet...  Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.49    7.03 ng         121972   Phenanthrene-d10           17.40

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H22O        000140-66-9 78
 2 Phenol, m-tert-butyl-               150 C10H14O        000585-34-2 78
 3 Phenol, 4-(1,1-dimethylpropyl)-     164 C11H16O        000080-46-6 78
 4 Hexestrol                           270 C18H22O2       005635-50-7 64
 5 1-n-Hexyladamantane                 220 C16H28         022458-75-9 59

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

5000

m/z-->

Abundance Scan 2324 (16.493 min): BG019139.D (-2318) (-)
135
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5000

m/z-->

Abundance #60212: Phenol, 4-(1,1,3,3-tetramethylbutyl)-
135

41 1075729 2069177 11918 149 191163
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5000
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Abundance #22642: Phenol, m-tert-butyl-
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107 150
41 957765 11927 53
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0

5000

m/z-->

Abundance #31857: Phenol, 4-(1,1-dimethylpropyl)-
135

107

16441 9577 1495527 1196615

16.20 16.40 16.60 16.80

m/z 135.10  100.00%

16.20 16.40 16.60 16.80

m/z 107.05   16.61%

16.20 16.40 16.60 16.80

m/z 136.10    9.63%

16.20 16.40 16.60 16.80

m/z 121.10    7.86%

16.20 16.40 16.60 16.80

m/z  41.10    7.70%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG101015\
  Data File : BG019139.D                                          
  Acq On    : 11 Oct 2015   4:48
  Operator  : UM/NP
  Sample    : G3929-14
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG101015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  unknown16.54                    Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.54    9.34 ng         161906   Phenanthrene-d10           17.40

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Acetamide, N-(2-methylphenyl)-      149 C9H11NO        000120-66-1 46
 2 Acetamide, N-(4-methylphenyl)-      149 C9H11NO        000103-89-9 43
 3 Acetamide, N-(3-methylphenyl)-      149 C9H11NO        000537-92-8 42
 4 Ethanone, 2-(1-methylethoxy)-1,2... 254 C17H18O2       006652-28-4 38
 5 4-Methyl-2-tert-octylphenol         220 C15H24O        004979-46-8 38

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

5000

m/z-->

Abundance Scan 2332 (16.540 min): BG019139.D (-2327) (-)
107 149

121

19155 7741 13491 220
66
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0

5000

m/z-->

Abundance #22575: Acetamide, N-(2-methylphenyl)-
107

149
43

77 9115 6527 13454 120
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0

5000

m/z-->

Abundance #22576: Acetamide, N-(4-methylphenyl)-
107

149

43
77

916515 27 54 132120

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

5000

m/z-->

Abundance #22583: Acetamide, N-(3-methylphenyl)-
107

149

43
77 9165

16.20 16.40 16.60 16.80

m/z 107.10  100.00%

16.20 16.40 16.60 16.80

m/z 149.10   97.07%

16.20 16.40 16.60 16.80

m/z 121.10   67.32%

16.20 16.40 16.60 16.80

m/z 191.20   26.40%

16.20 16.40 16.60 16.80

m/z  55.10   24.01%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG101015\
  Data File : BG019139.D                                          
  Acq On    : 11 Oct 2015   4:48
  Operator  : UM/NP
  Sample    : G3929-14
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG101015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  Phenol, p-tert-butyl-           Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.60    7.49 ng         129858   Phenanthrene-d10           17.40

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Phenol, p-tert-butyl-               150 C10H14O        000098-54-4 64
 2 Phenol, m-tert-butyl-               150 C10H14O        000585-34-2 52
 3 Phenol, 4-(1,1-dimethylpropyl)-     164 C11H16O        000080-46-6 50
 4 Phenol, 4,4'-(1,2-diethyl-1,2-et... 270 C18H22O2       000084-16-2 47
 5 Benzeneacetonitrile, 4-fluoro-      135 C8H6FN         000459-22-3 43

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

5000

m/z-->

Abundance Scan 2342 (16.599 min): BG019139.D (-2339) (-)
135121107 149

5541
77 19191

22066 161

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

5000

m/z-->

Abundance #22637: Phenol, p-tert-butyl-
135

107
150

41 957765 11927 5315

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

5000

m/z-->

Abundance #22640: Phenol, m-tert-butyl-
135

107 150

9541 776527 53 11915

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

5000

m/z-->

Abundance #31859: Phenol, 4-(1,1-dimethylpropyl)-
135

107

164957741 14911965532715

16.20 16.40 16.60 16.80 17.00

m/z 135.10  100.00%

16.20 16.40 16.60 16.80 17.00

m/z 121.10   99.02%

16.20 16.40 16.60 16.80 17.00

m/z 107.10   86.16%

16.20 16.40 16.60 16.80 17.00

m/z 149.10   84.77%

16.20 16.40 16.60 16.80 17.00

m/z  55.10   27.00%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG101015\
  Data File : BG019139.D                                          
  Acq On    : 11 Oct 2015   4:48
  Operator  : UM/NP
  Sample    : G3929-14
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG101015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  unknown16.65                    Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.65    4.39 ng          76138   Phenanthrene-d10           17.40

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Adamantane, 1,3-dimethyl-           164 C12H20         000702-79-4 35
 2 1-(2,6-Dimethyl-4-propoxyphenyl)... 220 C14H20O2       1000190-22-3 35
 3 4-Methyl-2-tert-octylphenol         220 C15H24O        004979-46-8 30
 4 2-Methyl-2-(4'-methoxyphenyl)pen... 206 C13H18O2       185700-49-6 27
 5 Phenol, 2-(1-methylpropyl)-         150 C10H14O        000089-72-5 27

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

5000

m/z-->

Abundance Scan 2351 (16.651 min): BG019139.D (-2347) (-)
149121

107

55 19141 77 13491 22066

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

5000

m/z-->

Abundance #31980: Adamantane, 1,3-dimethyl-
149

93
41 107

27 7955 16467
12115 135

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

5000

m/z-->

Abundance #69353: 1-(2,6-Dimethyl-4-propoxyphenyl)propan-1-one
149 191

121
22077 914129 57 103 161 177132

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

5000

m/z-->

Abundance #69524: 4-Methyl-2-tert-octylphenol
149

121
41 57

9177 220133107 161

16.40 16.60 16.80 17.00

m/z 149.10  100.00%

16.40 16.60 16.80 17.00

m/z 121.10   82.82%

16.40 16.60 16.80 17.00

m/z 107.10   69.91%

16.40 16.60 16.80 17.00

m/z  55.10   20.82%

16.40 16.60 16.80 17.00

m/z 191.15   15.34%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG101015\
  Data File : BG019139.D                                          
  Acq On    : 11 Oct 2015   4:48
  Operator  : UM/NP
  Sample    : G3929-14
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG101015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  Adenine                         Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.73    2.48 ng          43082   Phenanthrene-d10           17.40

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Adenine                             135 C5H5N5         000073-24-5 56
 2 1-Adamantanecarboxylic acid, 2-a... 314 C21H30O2       1000282-94-3 50
 3 1-n-Pentyladamantane                206 C15H26         050782-11-1 40
 4 Silane, trichloro(2-tricyclo[3.3... 296 C12H19Cl3Si    037843-11-1 40
 5 Butanenitrile, 2-(1-adamantyl)-3... 217 C15H23N        1000266-44-6 40

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance Scan 2364 (16.728 min): BG019139.D (-2361) (-)
135

9141 10763

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance #14883: Adenine
28

135

10854
81

12

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance #125181: 1-Adamantanecarboxylic acid, 2-adamantyl ester
135

9267 11941 181 270151 296 314

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance #60294: 1-n-Pentyladamantane
135

7955 107 206

16.40 16.60 16.80 17.00

m/z 135.10  100.00%

16.40 16.60 16.80 17.00

m/z 136.10   10.16%

16.40 16.60 16.80 17.00

m/z  91.10    5.84%

16.40 16.60 16.80 17.00

m/z  41.10    5.12%

16.40 16.60 16.80 17.00

m/z  95.00    4.90%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG101015\
  Data File : BG019139.D                                          
  Acq On    : 11 Oct 2015   4:48
  Operator  : UM/NP
  Sample    : G3929-14
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG101015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  2-Methyl-4-hydroxybenzoxazole   Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.80    7.48 ng         129634   Phenanthrene-d10           17.40

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Methyl-4-hydroxybenzoxazole       149 C8H7NO2        051110-60-2 59
 2 Acetamide, N-(3-methylphenyl)-      149 C9H11NO        000537-92-8 58
 3 1-Methyl-3-ethyladamantane          178 C13H22         001687-34-9 43
 4 N,N,2,4-Tetramethylaniline  #       149 C10H15N        000769-53-9 38
 5 Phenol, 2-methyl-4-(1,1,3,3-tetr... 220 C15H24O        002219-84-3 38

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 2376 (16.798 min): BG019139.D (-2372) (-)
107 149

121

17755
7741 1349165 163

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #22487: 2-Methyl-4-hydroxybenzoxazole
149

107

5243 79
27 12065 94 135

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #22574: Acetamide, N-(3-methylphenyl)-
107

149
43

77 916515 5227 120 132

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #41336: 1-Methyl-3-ethyladamantane
149

93
1077955 16367 121 178135

16.40 16.60 16.80 17.00 17.20

m/z 107.10  100.00%

16.40 16.60 16.80 17.00 17.20

m/z 149.10   98.86%

16.40 16.60 16.80 17.00 17.20

m/z 121.10   58.23%

16.40 16.60 16.80 17.00 17.20

m/z 177.10   24.68%

16.40 16.60 16.80 17.00 17.20

m/z  55.10   20.64%

8270-BG101015.M Mon Oct 12 20:18:15 2015                                              Page: 13

Instrument :
BNA_G
ClientSampleId :
MW-09

Instrument :
BNA_G
ClientSampleId :
MW-09

Instrument :
BNA_G
ClientSampleId :
MW-09



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG101015\
  Data File : BG019139.D                                          
  Acq On    : 11 Oct 2015   4:48
  Operator  : UM/NP
  Sample    : G3929-14
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG101015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 13  Phenol, 4-(1,1-dimethylprop...  Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.87    8.10 ng         140441   Phenanthrene-d10           17.40

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Phenol, 4-(1,1-dimethylpropyl)-     164 C11H16O        000080-46-6 78
 2 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H22O        000140-66-9 78
 3 Carbamic acid, N-[1,1-bis(triflu... 413 C19H25F6NO2    296242-69-8 72
 4 Phenol, 2-methyl-5-(1-methylethyl)- 150 C10H14O        000499-75-2 64
 5 Benzoic acid, 4-(bromomethyl)-      214 C8H7BrO2       006232-88-8 64

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance Scan 2388 (16.869 min): BG019139.D (-2384) (-)
135

107
41 9165 220

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance #31859: Phenol, 4-(1,1-dimethylpropyl)-
135

107

164774115 57

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance #60212: Phenol, 4-(1,1,3,3-tetramethylbutyl)-
135

41 10757 2069118 75 163

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance #158927: Carbamic acid, N-[1,1-bis(trifluoromethyl)ethyl]-...
135

107
9141 57 206188161 23124774 281 300

16.60 16.80 17.00 17.20

m/z 135.10  100.00%

16.60 16.80 17.00 17.20

m/z 107.10   17.98%

16.60 16.80 17.00 17.20

m/z 136.10   10.86%

16.60 16.80 17.00 17.20

m/z  41.10   10.55%

16.60 16.80 17.00 17.20

m/z  91.10    6.07%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG101015\
  Data File : BG019139.D                                          
  Acq On    : 11 Oct 2015   4:48
  Operator  : UM/NP
  Sample    : G3929-14
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG101015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 14  5H-PYRROLO(3,2-D)PYRIMIDINE...  Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.95    3.84 ng          66516   Phenanthrene-d10           17.40

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 5H-PYRROLO(3,2-D)PYRIMIDINE-2,4-... 149 C6H7N5         1000244-21-4 72
 2 2-Methyl-4-hydroxybenzoxazole       149 C8H7NO2        051110-60-2 64
 3 Phenol, 2-methyl-4-(1,1,3,3-tetr... 220 C15H24O        002219-84-3 53
 4 Pyridine-3-carboxamide, 4-dimeth... 277 C14H13F2N3O    1000266-41-1 40
 5 Benzo[1,3]dioxole-5-carboxylic a... 362 C16H14N2O6S    1000296-89-7 38

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

5000

m/z-->

Abundance Scan 2402 (16.951 min): BG019139.D (-2397) (-)
149

107

55 12143 77 91 133 177 220

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

5000

m/z-->

Abundance #22438: 5H-PYRROLO(3,2-D)PYRIMIDINE-2,4-DIAMINE
149

107

13253 80 12128 944217 68

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

5000

m/z-->

Abundance #22487: 2-Methyl-4-hydroxybenzoxazole
149

107

5239 79
27 12065 94 135

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

5000

m/z-->

Abundance #69544: Phenol, 2-methyl-4-(1,1,3,3-tetramethylbutyl)-
149

12141 57 9177 109 133 220163 191 207

16.60 16.80 17.00 17.20

m/z 149.10  100.00%

16.60 16.80 17.00 17.20

m/z 107.10   54.15%

16.60 16.80 17.00 17.20

m/z  55.10   14.81%

16.60 16.80 17.00 17.20

m/z 121.10   11.39%

16.60 16.80 17.00 17.20

m/z 150.10    8.78%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG101015\
  Data File : BG019139.D                                          
  Acq On    : 11 Oct 2015   4:48
  Operator  : UM/NP
  Sample    : G3929-14
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG101015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 15  unknown25.07                    Concentration Rank 15

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 25.07    2.15 ng          43688   Perylene-d12               24.90

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 4-Isothiazolecarboxylic acid, 3,... 263 C9H13NO2S3     037572-39-7 38
 2 Quinoline-4-carboxylic acid, 2-(... 263 C17H13NO2      020389-04-2 30
 3 4-Isothiazolecarboxylic acid, 3,... 263 C9H13NO2S3     037572-40-0 30
 4 1H-Indole, 2-(2'-tetrahhydrofury... 263 C18H17NO       163064-85-5 30
 5 3,4-Dihydrocoumarin, 4,4,5,7,8-p... 263 C14H17NO4      040662-17-7 27

40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance Scan 3784 (25.071 min): BG019139.D (-3778) (-)
263

321

281204
165

23224810287 13143 150 180
69

40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #96308: 4-Isothiazolecarboxylic acid, 3,5-bis(methylthio)-...
263

203

221
45 128 17576 103 157

40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #96219: Quinoline-4-carboxylic acid, 2-(3-methylphenyl)-
263

219

44 204
10975 91 132 189149165 24860

40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #96307: 4-Isothiazolecarboxylic acid, 3,5-bis(methylthio)-...
263

203

47 76 128103 170 221

24.80 25.00 25.20 25.40

m/z 263.00  100.00%

24.80 25.00 25.20 25.40

m/z 321.10   62.55%

24.80 25.00 25.20 25.40

m/z 281.10   43.24%

24.80 25.00 25.20 25.40

m/z 204.10   41.78%

24.80 25.00 25.20 25.40

m/z 165.10   27.28%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG101015\
  Data File : BG019139.D                                          
  Acq On    : 11 Oct 2015   4:48
  Operator  : UM/NP
  Sample    : G3929-14
  Misc      :  
  ALS Vial  : 24   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG101015.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|
----------------------------------------------------------------------------
Butane, 2-methoxy...   3.21    56.4 ng     282025  1   8.03  100080  20.0
2-Pentanone, 4-hy...   5.14    20.8 ng     104063  1   8.03  100080  20.0
unknown7.56            7.56    98.0 ng     490427  1   8.03  100080  20.0
unknown16.39          16.39     2.8 ng      49152  4  17.40  346803  20.0
Phenol, 4-(1,1,3,...  16.49     7.0 ng     121972  4  17.40  346803  20.0
unknown16.54          16.54     9.3 ng     161906  4  17.40  346803  20.0
Phenol, p-tert-bu...  16.60     7.5 ng     129858  4  17.40  346803  20.0
unknown16.65          16.65     4.4 ng      76138  4  17.40  346803  20.0
Adenine               16.73     2.5 ng      43082  4  17.40  346803  20.0
2-Methyl-4-hydrox...  16.80     7.5 ng     129634  4  17.40  346803  20.0
Phenol, 4-(1,1-di...  16.87     8.1 ng     140441  4  17.40  346803  20.0
5H-PYRROLO(3,2-D)...  16.95     3.8 ng      66516  4  17.40  346803  20.0
unknown25.07          25.07     2.1 ng      43688  6  24.90  405890  20.0
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