
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050515\
  Data File : BF078946.D                                          
  Acq On    :  5 May 2015  17:56
  Operator  : TP/IZ
  Sample    : G2032-06
  Misc      :  
  ALS Vial  : 18   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-BF043015.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   1.518    26   29   31 rVB  4891470   6021795 100.00%  20.487%
  2   1.655    38   41   44 rVB   186060    330627   5.49%   1.125%
  3   1.770    50   51   55 rBV   277728    382189   6.35%   1.300%
  4   1.838    55   57   61 rVV   226306    295090   4.90%   1.004%
  5   1.907    61   63   84 rVV  1315885   2963192  49.21%  10.081%
 
  6   2.158    84   85   93 rVB    35425     69729   1.16%   0.237%
  7   5.164   346  348  355 rVB   184782    250253   4.16%   0.851%
  8   5.656   388  391  393 rBV  1434260   1654931  27.48%   5.630%
  9   6.902   498  500  503 rBV  1749467   1624773  26.98%   5.528%
 10   7.062   512  514  517 rBV  1751063   1747588  29.02%   5.946%
 
 11   7.359   537  540  542 rBV   444733    431944   7.17%   1.470%
 12   7.542   553  556  559 rVB  1462032   1294872  21.50%   4.405%
 13   8.045   597  600  602 rBV  1262945   1087470  18.06%   3.700%
 14   8.582   643  647  649 rBV    60720    104021   1.73%   0.354%
 15   8.936   675  678  680 rBV   491541    583545   9.69%   1.985%
 
 16  10.273   793  795  798 rBV  1575507   1690629  28.08%   5.752%
 17  10.776   837  839  842 rBV    73558     75617   1.26%   0.257%
 18  11.108   866  868  871 rBV   724995    675043  11.21%   2.297%
 19  11.451   895  898  901 rBV    65365     81895   1.36%   0.279%
 20  12.091   951  954  956 rBV  1115781   1282313  21.29%   4.363%
 
 21  12.959  1027 1030 1031 rBV   500701    697858  11.59%   2.374%
 22  13.668  1090 1092 1102 rBV   175237    246447   4.09%   0.838%
 23  13.851  1106 1108 1115 rVB    55781     79147   1.31%   0.269%
 24  14.537  1166 1168 1172 rVB3  227857    347740   5.77%   1.183%
 25  14.651  1176 1178 1184 rBV5   30567     68146   1.13%   0.232%
 
 26  14.811  1190 1192 1195 rBV   632279    725686  12.05%   2.469%
 27  14.868  1195 1197 1199 rVV    51423     66756   1.11%   0.227%
 28  14.948  1201 1204 1207 rVV  2090788   2084982  34.62%   7.094%
 29  16.125  1304 1307 1315 rBV   131087    260152   4.32%   0.885%
 30  16.251  1315 1318 1320 rBV   690859    847865  14.08%   2.885%
 
 31  16.937  1376 1378 1383 rBV2   34663     65028   1.08%   0.221%
 32  17.726  1445 1447 1451 rBV2   29957     61493   1.02%   0.209%
 33  18.000  1468 1471 1474 rBV   656985    840146  13.95%   2.858%
 34  18.754  1535 1537 1545 rVB3   47341    114828   1.91%   0.391%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050515\
  Data File : BF078946.D                                          
  Acq On    :  5 May 2015  17:56
  Operator  : TP/IZ
  Sample    : G2032-06
  Misc      :  
  ALS Vial  : 18   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-BF043015.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  19.200  1573 1576 1580 rVB2   57018    103001   1.71%   0.350%
 
 36  20.160  1656 1660 1666 rVB5   48632    135789   2.25%   0.462%
 
 
                        Sum of corrected areas:    29392580
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050515\
  Data File : BF078946.D                                          
  Acq On    :  5 May 2015  17:56
  Operator  : TP/IZ
  Sample    : G2032-06
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.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\BF050515\
  Data File : BF078946.D                                          
  Acq On    :  5 May 2015  17:56
  Operator  : TP/IZ
  Sample    : G2032-06
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  unknown1.52                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  1.52  278.82 ng        6021800   1,4-Dichlorobenzene-d4      7.36

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Propane, 2,2-dimethoxy-             104 C5H12O2        000077-76-9 38
 2 Pentane, 3-methoxy-                 102 C6H14O         036839-67-5 17
 3 N-Ethylformamide                     73 C3H7NO         000627-45-2 9 
 4 Propane, 2-methoxy-2-methyl-         88 C5H12O         001634-04-4 9 
 5 2-Hydroxy-2-methylbutyric acid      118 C5H10O3        003739-30-8 9 

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance Scan 29 (1.518 min): BF078946.D (-26) (-)
73

43

89

5537

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance #4670: Propane, 2,2-dimethoxy-
73

43

89
31

573725

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance #4342: Pentane, 3-methoxy-
73

45

29 5539 10167

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance #719: N-Ethylformamide
7330

58
44

15 38 51

1.40 1.60 1.80

m/z  73.10  100.00%

1.40 1.60 1.80

m/z  43.10   48.94%

1.40 1.60 1.80

m/z  89.10   31.20%

1.40 1.60 1.80

m/z  41.05    9.93%

1.40 1.60 1.80

m/z  45.10    7.70%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050515\
  Data File : BF078946.D                                          
  Acq On    :  5 May 2015  17:56
  Operator  : TP/IZ
  Sample    : G2032-06
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Butane, 2-methoxy-2-methyl-     Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  1.84   13.66 ng         295090   1,4-Dichlorobenzene-d4      7.36

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methoxy-2-methyl-         102 C6H14O         000994-05-8 86
 2 Silane, tetramethyl-                 88 C4H12Si        000075-76-3 43
 3 2,2,4-Trimethyl-3-pentanol          130 C8H18O         005162-48-1 40
 4 Pentane, 3-methoxy-                 102 C6H14O         036839-67-5 17
 5 Acetamide, N-ethyl-                  87 C4H9NO         000625-50-3 9 

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

5000

m/z-->

Abundance Scan 57 (1.838 min): BF078946.D (-55) (-)
73

43 55 87

36

0 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

6735 80

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

5000

m/z-->

Abundance #1966: Silane, tetramethyl-
73

432915 53 59 88662 36

0 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

1.60 1.80 2.00 2.20

m/z  73.10  100.00%

1.60 1.80 2.00 2.20

m/z  43.10   27.71%

1.60 1.80 2.00 2.20

m/z  55.05   27.48%

1.60 1.80 2.00 2.20

m/z  87.10   26.31%

1.60 1.80 2.00 2.20

m/z  41.10   12.75%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050515\
  Data File : BF078946.D                                          
  Acq On    :  5 May 2015  17:56
  Operator  : TP/IZ
  Sample    : G2032-06
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  unknown2.16                     Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.16    3.23 ng          69729   1,4-Dichlorobenzene-d4      7.36

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentanal                             86 C5H10O         000110-62-3 39
 2 1,3-Propanediamine, N-methyl-        88 C4H12N2        006291-84-5 9 
 3 Butanal, 3-methyl-                   86 C5H10O         000590-86-3 7 
 4 Ethene, methoxy-                     58 C3H6O          000107-25-5 5 
 5 Butanal, 3-hydroxy-                  88 C4H8O2         000107-89-1 5 

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
0

5000

m/z-->

Abundance Scan 85 (2.158 min): BF078946.D (-84) (-)
44

41
58

5538 5147 86

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
0

5000

m/z-->

Abundance #1678: Pentanal
44

58
29

41

55 867167

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
0

5000

m/z-->

Abundance #1952: 1,3-Propanediamine, N-methyl-
44

7130

57
411518 27 6854 8836

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
0

5000

m/z-->

Abundance #1714: Butanal, 3-methyl-
4441

29

58

15 71
3826 865318 684932 61 83

1.80 2.00 2.20 2.40

m/z  44.05  100.00%

1.80 2.00 2.20 2.40

m/z  41.05   41.80%

1.80 2.00 2.20 2.40

m/z  58.00   34.57%

1.80 2.00 2.20 2.40

m/z  57.10   33.10%

1.80 2.00 2.20 2.40

m/z  43.05   26.73%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050515\
  Data File : BF078946.D                                          
  Acq On    :  5 May 2015  17:56
  Operator  : TP/IZ
  Sample    : G2032-06
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.16   11.59 ng         250253   1,4-Dichlorobenzene-d4      7.36

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 50
 2 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 25
 3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 17
 4 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 
 5 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 

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

5000

m/z-->

Abundance Scan 348 (5.164 min): BF078946.D (-346) (-)
43

59

101

8351

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

5000

m/z-->

Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43

59

15 10131 8351

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

5000

m/z-->

Abundance #3955: 2,3-Butanedione, monooxime
43

101
5815 31 8669

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

5000

m/z-->

Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester
59

41

68
12650 142

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   54.80%

4.80 5.00 5.20 5.40

m/z 101.10   19.10%

4.80 5.00 5.20 5.40

m/z  58.10   17.00%

4.80 5.00 5.20 5.40

m/z  41.10    8.70%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050515\
  Data File : BF078946.D                                          
  Acq On    :  5 May 2015  17:56
  Operator  : TP/IZ
  Sample    : G2032-06
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  unknown7.06                     Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.06   80.92 ng        1747590   1,4-Dichlorobenzene-d4      7.36

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 35
 2 5-Aminoindole                       132 C8H8N2         005192-03-0 10
 3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
 4 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 9 
 5 4-Chloro-2-fluoro-pyrimidine        132 C4H2ClFN2      051422-00-5 9 

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

5000

m/z-->

Abundance Scan 514 (7.062 min): BF078946.D (-512) (-)
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 #14006: 5-Aminoindole
132

104
66 775144 11527 893714 58 97

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

5000

m/z-->

Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132

117

91
39 51 65 77 10527 58 9884 125

6.80 7.00 7.20 7.40

m/z 132.00  100.00%

6.80 7.00 7.20 7.40

m/z  68.10   44.47%

6.80 7.00 7.20 7.40

m/z 134.00   32.18%

6.80 7.00 7.20 7.40

m/z  66.10   28.73%

6.80 7.00 7.20 7.40

m/z  69.10   17.49%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050515\
  Data File : BF078946.D                                          
  Acq On    :  5 May 2015  17:56
  Operator  : TP/IZ
  Sample    : G2032-06
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  Pentadecanoic acid              Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.67    7.06 ng         246447   Phenanthrene-d10           12.96

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentadecanoic acid                  242 C15H30O2       001002-84-2 74
 2 Tetradecanoic acid                  228 C14H28O2       000544-63-8 72
 3 Tridecanoic acid                    214 C13H26O2       000638-53-9 68
 4 5-Acetoxypentadecane                270 C17H34O2       1000245-62-3 14
 5 Tetradecane                         198 C14H30         000629-59-4 11

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

5000

m/z-->

Abundance Scan 1092 (13.668 min): BF078946.D (-1090) (-)
7343 60

129
97

213115 157 171 185 256143 199 227

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

5000

m/z-->

Abundance #83686: Pentadecanoic acid
736043

129
29 87 242199143 185115 157 171101

213

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

5000

m/z-->

Abundance #75071: Tetradecanoic acid
7360

43

129
29 228185

87 11599 143 171 199157 213

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

5000

m/z-->

Abundance #65562: Tridecanoic acid
7360

43

29
129

21417111587
185101 143 157 197

13.40 13.60 13.80 14.00

m/z  73.05  100.00%

13.40 13.60 13.80 14.00

m/z  43.05   94.70%

13.40 13.60 13.80 14.00

m/z  60.00   89.05%

13.40 13.60 13.80 14.00

m/z  57.10   76.53%

13.40 13.60 13.80 14.00

m/z  55.10   74.90%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050515\
  Data File : BF078946.D                                          
  Acq On    :  5 May 2015  17:56
  Operator  : TP/IZ
  Sample    : G2032-06
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.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-Mercaptobenzothiazole         Concentration Rank 18

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.85    2.27 ng          79147   Phenanthrene-d10           12.96

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Mercaptobenzothiazole             167 C7H5NS2        000149-30-4 96
 2 Thioguanine                         167 C5H5N5S        000154-42-7 59
 3 5-Fluoro-2-methyl-benzothiazole     167 C8H6FNS        000399-75-7 53
 4 3-Methoxythiobenzamide              167 C8H9NOS        064559-06-4 53
 5 5-Fluoro-2-methylphenyl isothioc... 167 C8H6FNS        175205-39-7 40

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 1108 (13.851 min): BF078946.D (-1106) (-)
167

13510869 1239145 58 79 207

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #34081: 2-Mercaptobenzothiazole
167

10969 1239683 14045 5832

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #34016: Thioguanine
167

134
43

68 10785 15054 123

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #34115: 5-Fluoro-2-methyl-benzothiazole
167

126

69
81 13945 57 10031 114 15215

13.60 13.80 14.00 14.20

m/z 167.00  100.00%

13.60 13.80 14.00 14.20

m/z 135.00   18.11%

13.60 13.80 14.00 14.20

m/z 108.00   16.78%

13.60 13.80 14.00 14.20

m/z 109.00   16.49%

13.60 13.80 14.00 14.20

m/z  69.00   13.94%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050515\
  Data File : BF078946.D                                          
  Acq On    :  5 May 2015  17:56
  Operator  : TP/IZ
  Sample    : G2032-06
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 13  1,4-Benzenediamine, N-(1-me...  Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.54    9.97 ng         347740   Phenanthrene-d10           12.96

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1,4-Benzenediamine, N-(1-methyle... 226 C15H18N2       000101-72-4 99
 2 5(10H)-Pyrido[3,4-b]quinolone, 7... 226 C13H10N2O2     1000256-99-5 81
 3 Beta-carboline, 6-methoxy-1,2-di... 226 C14H14N2O      154505-42-7 58
 4 1,1'-Biphenyl, 3-(1,1-dimethylet... 226 C16H18O        055059-21-7 49
 5 9H-Purine, 6-chloro-9-(trimethyl... 226 C8H11ClN4Si    032865-86-4 49

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

5000

m/z-->

Abundance Scan 1168 (14.537 min): BF078946.D (-1166) (-)
211

226

183

16777 1186451 91 154139104 25638 196

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

5000

m/z-->

Abundance #73892: 1,4-Benzenediamine, N-(1-methylethyl)-N'-phenyl-
211

226

183

16710511877 15451 91 1396427 196

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

5000

m/z-->

Abundance #73556: 5(10H)-Pyrido[3,4-b]quinolone, 7-methoxy-
226

211

183
155113 1976350 77 128100 169141

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

5000

m/z-->

Abundance #73709: Beta-carboline, 6-methoxy-1,2-dimethyl-
211 226

183
113 16814042 9163 77 154127 197

14.20 14.40 14.60 14.80

m/z 211.10  100.00%

14.20 14.40 14.60 14.80

m/z 226.20   70.65%

14.20 14.40 14.60 14.80

m/z 183.10   46.32%

14.20 14.40 14.60 14.80

m/z 167.10   21.53%

14.20 14.40 14.60 14.80

m/z 169.10   19.48%
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Instrument :
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050515\
  Data File : BF078946.D                                          
  Acq On    :  5 May 2015  17:56
  Operator  : TP/IZ
  Sample    : G2032-06
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 14  Phenol, 4,4'-(1-methylethyl...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.81   17.12 ng         725686   Chrysene-d12               16.25

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Phenol, 4,4'-(1-methylethylidene... 228 C15H16O2       000080-05-7 97
 2 2H,8H-Benzo[1,2-b:3,4-b']dipyran... 228 C14H12O3       000523-59-1 53
 3 Carbamic acid, [1,1'-biphenyl]-3... 213 C13H11NO2      055030-29-0 49
 4 Carbanilic acid, p-phenyl-          213 C13H11NO2      004474-53-7 49
 5 1,4-Puran, 5,6-dihydro-3-[3-indo... 213 C14H15NO       1000128-72-9 40

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

5000

m/z-->

Abundance Scan 1192 (14.811 min): BF078946.D (-1190) (-)
213

119
22891

65 1077739 135 165152 19751 181

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

5000

m/z-->

Abundance #75157: Phenol, 4,4'-(1-methylethylidene)bis-
213

228119
9165 107 135 1657739 197152 1815127

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

5000

m/z-->

Abundance #75015: 2H,8H-Benzo[1,2-b:3,4-b']dipyran-2-one, 8,8-dimethyl-
213

185 228
12863 7751 10189 199

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

5000

m/z-->

Abundance #64994: Carbamic acid, [1,1'-biphenyl]-3-yl-
213

168

51 7765 13998 115 196128

14.40 14.60 14.80 15.00 15.20

m/z 213.10  100.00%

14.40 14.60 14.80 15.00 15.20

m/z 119.05   26.48%

14.40 14.60 14.80 15.00 15.20

m/z 214.10   16.45%

14.40 14.60 14.80 15.00 15.20

m/z 228.10   15.69%

14.40 14.60 14.80 15.00 15.20

m/z  91.05   14.82%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050515\
  Data File : BF078946.D                                          
  Acq On    :  5 May 2015  17:56
  Operator  : TP/IZ
  Sample    : G2032-06
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 15  Pentafluoropropionic acid, ...  Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.13    6.14 ng         260152   Chrysene-d12               16.25

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentafluoropropionic acid, hepta... 402 C20H35F5O2     1000283-04-2 91
 2 Ethanol, 2-(tetradecyloxy)-         258 C16H34O2       002136-70-1 91
 3 17-Pentatriacontene                 491 C35H70         006971-40-0 91
 4 2- Chloropropionic acid, hexadec... 332 C19H37ClO2     086711-81-1 90
 5 2- Chloropropionic acid, octadec... 360 C21H41ClO2     088104-31-8 90

0 50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance Scan 1307 (16.125 min): BF078946.D (-1304) (-)
57

83

111

139 168 209 281

0 50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #156888: Pentafluoropropionic acid, heptadecyl ester
57

83

111

29 139 238210168 283

0 50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #93396: Ethanol, 2-(tetradecyloxy)-
57

83

11129
196168139 227 258

0 50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #168066: 17-Pentatriacontene
43

83

111
139 167 196 224 267 490462292 321

15.80 16.00 16.20 16.40

m/z  57.10  100.00%

15.80 16.00 16.20 16.40

m/z  43.10   88.58%

15.80 16.00 16.20 16.40

m/z  55.10   81.36%

15.80 16.00 16.20 16.40

m/z  83.10   75.65%

15.80 16.00 16.20 16.40

m/z  97.05   65.66%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050515\
  Data File : BF078946.D                                          
  Acq On    :  5 May 2015  17:56
  Operator  : TP/IZ
  Sample    : G2032-06
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 16  unknown18.75                    Concentration Rank 15

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.75    2.73 ng         114828   Perylene-d12               18.00

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2,4,5,5,8a-Pentamethyl-6,7,8,8a-... 206 C14H22O        1000195-40-9 43
 2 5-(1-Isopropenyl-4,5-dimethylbic... 332 C22H36O2       1000195-69-8 38
 3 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H22O        000127-43-5 27
 4 3,7-Diisopropyl-5-methyl-1,2(4H)... 192 C12H20N2       088829-71-4 25
 5 2-Propenamide, N-(4-methoxyphenyl)- 177 C10H11NO2      007766-37-2 18

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 1537 (18.754 min): BF078946.D (-1535) (-)
191

81
123

55
163

99 217 355
267145

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #60238: 2,4,5,5,8a-Pentamethyl-6,7,8,8a-tetrahydro-5H-chromen
191

14943 123
9169 173

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #133940: 5-(1-Isopropenyl-4,5-dimethylbicyclo[4.3.0]nonan-...
191

95 13543

69

161 257229 332117 289

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #60237: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl)
191

57

29
14993 121

17375

18.40 18.60 18.80 19.00

m/z 191.15  100.00%

18.40 18.60 18.80 19.00

m/z  81.10   60.00%

18.40 18.60 18.80 19.00

m/z 177.15   55.73%

18.40 18.60 18.80 19.00

m/z  95.10   55.13%

18.40 18.60 18.80 19.00

m/z 123.10   53.37%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050515\
  Data File : BF078946.D                                          
  Acq On    :  5 May 2015  17:56
  Operator  : TP/IZ
  Sample    : G2032-06
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 17  unknown19.20                    Concentration Rank 16

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.20    2.45 ng         103001   Perylene-d12               18.00

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2H-1,2,3-Triazole-4-carboxaldehy... 191 C9H6FN3O       051306-43-5 46
 2 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H22O        000127-43-5 38
 3 1-Cyclohexene, 1,3,3-trimethyl-2... 206 C14H22O        1000197-08-4 38
 4 Anthracene, 9-dodecyltetradecahy... 360 C26H48         055401-75-7 38
 5 2,4,5,5,8a-Pentamethyl-6,7,8,8a-... 206 C14H22O        1000195-40-9 35

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

5000

m/z-->

Abundance Scan 1576 (19.200 min): BF078946.D (-1573) (-)
191

95
81

12310967 137 163
41 177 206 267281

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

5000

m/z-->

Abundance #49991: 2H-1,2,3-Triazole-4-carboxaldehyde, 2-(2-fluorophe...
191

109

82

136
57

162

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

5000

m/z-->

Abundance #60237: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl)
191

57

29
14993 12110777 177135 20643 16315

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

5000

m/z-->

Abundance #60261: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylbut-1-en...
191

43
123 149 20610791 1637729 57 177

18.80 19.00 19.20 19.40 19.60

m/z 191.15  100.00%

18.80 19.00 19.20 19.40 19.60

m/z  95.10   48.46%

18.80 19.00 19.20 19.40 19.60

m/z  81.10   40.27%

18.80 19.00 19.20 19.40 19.60

m/z  69.10   37.59%

18.80 19.00 19.20 19.40 19.60

m/z 123.10   29.96%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050515\
  Data File : BF078946.D                                          
  Acq On    :  5 May 2015  17:56
  Operator  : TP/IZ
  Sample    : G2032-06
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 18  unknown20.16                    Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.16    3.23 ng         135789   Perylene-d12               18.00

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H50O        000986-19-6 46
 2 Stigmastan-3-en-6-ol                414 C29H50O        1000214-19-7 12
 3 .beta.-Sitosterol acetate           456 C31H52O2       000915-05-9 10
 4 3-Hydroxypyridine monoacetate       137 C7H7NO2        017747-43-2 9 
 5 2-Hepten-6-one, 5-phenyl-, (Z)-     188 C13H16O        040931-42-8 9 

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance Scan 1660 (20.160 min): BF078946.D (-1656) (-)
43

145105
81

213 303255 329173 414
381

282

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #159295: Cholest-5-ene, 3-ethoxy-, (3.beta.)-
43

36881 107
145 329 414213 247173 275 301

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #159287: Stigmastan-3-en-6-ol
43

9569 399123 359
161 213 255191 331290

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #165053: .beta.-Sitosterol acetate
43

81
396107 147

215 255173 288 354 456315 428

19.80 20.00 20.20 20.40

m/z  43.10  100.00%

19.80 20.00 20.20 20.40

m/z 145.10   49.92%

19.80 20.00 20.20 20.40

m/z  57.10   48.03%

19.80 20.00 20.20 20.40

m/z 105.00   45.57%

19.80 20.00 20.20 20.40

m/z  95.10   43.91%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050515\
  Data File : BF078946.D                                          
  Acq On    :  5 May 2015  17:56
  Operator  : TP/IZ
  Sample    : G2032-06
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.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|
----------------------------------------------------------------------------
unknown1.52            1.52   278.8 ng    6021800  1   7.36  431944  20.0
Butane, 2-methoxy...   1.84    13.7 ng     295090  1   7.36  431944  20.0
unknown2.16            2.16     3.2 ng      69729  1   7.36  431944  20.0
2-Pentanone, 4-hy...   5.16    11.6 ng     250253  1   7.36  431944  20.0
unknown7.06            7.06    80.9 ng    1747590  1   7.36  431944  20.0
Pentadecanoic acid    13.67     7.1 ng     246447  4  12.96  697858  20.0
2-Mercaptobenzoth...  13.85     2.3 ng      79147  4  12.96  697858  20.0
1,4-Benzenediamin...  14.54    10.0 ng     347740  4  12.96  697858  20.0
Phenol, 4,4'-(1-m...  14.81    17.1 ng     725686  5  16.25  847865  20.0
Pentafluoropropio...  16.13     6.1 ng     260152  5  16.25  847865  20.0
unknown18.75          18.75     2.7 ng     114828  6  18.00  840146  20.0
unknown19.20          19.20     2.5 ng     103001  6  18.00  840146  20.0
unknown20.16          20.16     3.2 ng     135789  6  18.00  840146  20.0
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