
                                     LSC Area Percent Report
 
  Data Path : U:\HPCHEM1\BNA_F\DATA\BF012518\
  Data File : BF102439.D                                          
  Acq On    : 25 Jan 2018  22:25
  Operator  : SJ/JU
  Sample    : J1256-04
  Misc      :  
  ALS Vial  : 10   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-BF012218.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   2.775   110  117  122 rBV2   26355     59157   2.25%   0.281%
  2   3.246   184  197  204 rBV    84502    212993   8.08%   1.012%
  3   3.410   212  225  232 rVB2   95804    214486   8.14%   1.019%
  4   3.940   306  315  321 rVB    69837    120229   4.56%   0.571%
  5   4.910   477  480  486 rVB    59634     77819   2.95%   0.370%
 
  6   5.328   546  551  564 rBV  2564385   2518602  95.59%  11.967%
  7   6.363   722  727  739 rBV  2502585   2634903 100.00%  12.520%
  8   6.487   744  748  751 rBV  2839103   2600851  98.71%  12.358%
  9   6.716   783  787  792 rBV   932736    747887  28.38%   3.554%
 10   6.869   809  813  817 rBV  2082320   1993514  75.66%   9.472%
 
 11   7.281   879  883  887 rBV  1531176   1530945  58.10%   7.274%
 12   7.998  1002 1005 1013 rVB  1131772    898970  34.12%   4.272%
 13   9.075  1184 1188 1191 rBV  2868541   2456327  93.22%  11.672%
 14   9.151  1198 1201 1203 rBV    78036     69451   2.64%   0.330%
 15   9.181  1203 1206 1211 rVB   133608    129645   4.92%   0.616%
 
 16   9.469  1250 1255 1259 rBV   490975    420180  15.95%   1.997%
 17   9.610  1277 1279 1284 rBV4   48176     66893   2.54%   0.318%
 18   9.657  1284 1287 1289 rBV    74001     57383   2.18%   0.273%
 19   9.681  1289 1291 1296 rBV   107234     90790   3.45%   0.431%
 20   9.728  1296 1299 1300 rBV3   43553     52904   2.01%   0.251%
 
 21   9.751  1300 1303 1307 rVV2  968285    816193  30.98%   3.878%
 22   9.910  1327 1330 1333 rBV4   35642     57391   2.18%   0.273%
 23  10.004  1343 1346 1349 rBV3   52481     67775   2.57%   0.322%
 24  10.151  1368 1371 1373 rBV3   85559     80023   3.04%   0.380%
 25  10.180  1373 1376 1378 rVV   115159     90165   3.42%   0.428%
 
 26  10.398  1411 1413 1418 rVB    94597     93083   3.53%   0.442%
 27  10.545  1434 1438 1443 rBV  1163231   1111806  42.20%   5.283%
 28  10.598  1445 1447 1454 rVV   112331    189646   7.20%   0.901%
 29  10.663  1454 1458 1465 rVV   265982    395541  15.01%   1.879%
 30  11.104  1531 1533 1535 rBV   120272     97091   3.68%   0.461%
 
 31  11.133  1535 1538 1543 rVV   343408    352227  13.37%   1.674%
 32  11.239  1553 1556 1558 rBV   830168    740625  28.11%   3.519%
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                                     LSC Area Percent Report
 
  Data Path : U:\HPCHEM1\BNA_F\DATA\BF012518\
  Data File : BF102439.D                                          
  Acq On    : 25 Jan 2018  22:25
  Operator  : SJ/JU
  Sample    : J1256-04
  Misc      :  
  ALS Vial  : 10   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-BF012218.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
                        Sum of corrected areas:    21045495
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                              LSC Report - Integrated Chromatogram

  Data Path : U:\HPCHEM1\BNA_F\DATA\BF012518\
  Data File : BF102439.D                                          
  Acq On    : 25 Jan 2018  22:25
  Operator  : SJ/JU
  Sample    : J1256-04
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218.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 : U:\HPCHEM1\BNA_F\DATA\BF012518\
  Data File : BF102439.D                                          
  Acq On    : 25 Jan 2018  22:25
  Operator  : SJ/JU
  Sample    : J1256-04
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  Pentane, 2,3,4-trimethyl-       Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.25    5.70 ng         212993   1,4-Dichlorobenzene-d4      6.72

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentane, 2,3,4-trimethyl-           114 C8H18          000565-75-3 90
 2 Pentane, 3-ethyl-                   100 C7H16          000617-78-7 83
 3 Hexane, 2,3-dimethyl-               114 C8H18          000584-94-1 40
 4 Propanoic acid, 2-methyl-, 2-eth... 286 C16H30O4       074367-30-9 38
 5 Pentane, 2-nitro-                   117 C5H11NO2       004609-89-6 37

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

5000

m/z-->

Abundance Scan 198 (3.252 min): BF102439.D (-184) (-)
43.0

71.1

55.0

83.0

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

5000

m/z-->

Abundance #7654: Pentane, 2,3,4-trimethyl-
43.0

71.0

55.027.0
15.0 83.0 114.0

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

5000

m/z-->

Abundance #3975: Pentane, 3-ethyl-
43.0

71.0

55.029.0
100.085.015.0

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

5000

m/z-->

Abundance #7643: Hexane, 2,3-dimethyl-
43.0

70.0

27.0 55.0

15.0 114.085.0 99.02.0

3.00 3.20 3.40 3.60

m/z  43.05  100.00%

3.00 3.20 3.40 3.60

m/z  71.10   58.37%

3.00 3.20 3.40 3.60

m/z  70.10   38.88%

3.00 3.20 3.40 3.60

m/z  41.00   26.70%

3.00 3.20 3.40 3.60

m/z  55.00   21.99%
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                                 Library Search Compound Report

  Data Path : U:\HPCHEM1\BNA_F\DATA\BF012518\
  Data File : BF102439.D                                          
  Acq On    : 25 Jan 2018  22:25
  Operator  : SJ/JU
  Sample    : J1256-04
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  Pentane, 2,3,3-trimethyl-       Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.41    5.74 ng         214486   1,4-Dichlorobenzene-d4      6.72

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentane, 2,3,3-trimethyl-           114 C8H18          000560-21-4 83
 2 Heptane, 3,3,4-trimethyl-           142 C10H22         020278-87-9 59
 3 Heptane, 3,4-dimethyl-              128 C9H20          000922-28-1 50
 4 Pentane, 2,3,4-trimethyl-           114 C8H18          000565-75-3 45
 5 Hexane, 3,3-dimethyl-               114 C8H18          000563-16-6 45

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

5000

m/z-->

Abundance Scan 225 (3.410 min): BF102439.D (-212) (-)
43.0

71.157.0

85.1

99.0

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

5000

m/z-->

Abundance #7653: Pentane, 2,3,3-trimethyl-
43.0

71.0
57.0

85.0
27.0

99.015.02.0 113.0

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

5000

m/z-->

Abundance #19203: Heptane, 3,3,4-trimethyl-
43.0 71.0

57.0

29.0
113.085.0 127.097.0

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

5000

m/z-->

Abundance #12691: Heptane, 3,4-dimethyl-
43.0

57.0

70.0
29.0

85.0 99.0 128.0

3.00 3.20 3.40 3.60 3.80

m/z  43.05  100.00%

3.00 3.20 3.40 3.60 3.80

m/z  71.10   47.18%

3.00 3.20 3.40 3.60 3.80

m/z  57.05   45.99%

3.00 3.20 3.40 3.60 3.80

m/z  70.10   32.24%

3.00 3.20 3.40 3.60 3.80

m/z  41.00   30.40%
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                                 Library Search Compound Report

  Data Path : U:\HPCHEM1\BNA_F\DATA\BF012518\
  Data File : BF102439.D                                          
  Acq On    : 25 Jan 2018  22:25
  Operator  : SJ/JU
  Sample    : J1256-04
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  Hexane, 2,2,4-trimethyl-        Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.94    3.22 ng         120229   1,4-Dichlorobenzene-d4      6.72

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexane, 2,2,4-trimethyl-            128 C9H20          016747-26-5 72
 2 Hexane, 2,2,5-trimethyl-            128 C9H20          003522-94-9 64
 3 Oxalic acid, isobutyl heptyl ester  244 C13H24O4       1000309-37-2 50
 4 Heptane, 2,2-dimethyl-              128 C9H20          001071-26-7 47
 5 Pentane, 2,2,4,4-tetramethyl-       128 C9H20          001070-87-7 47

20 30 40 50 60 70 80 90 100 110 120 130 140 150

5000

m/z-->

Abundance Scan 315 (3.940 min): BF102439.D (-306) (-)
57.1

41.0
71.1

97.1 113.082.9

20 30 40 50 60 70 80 90 100 110 120 130 140 150

5000

m/z-->

Abundance #12720: Hexane, 2,2,4-trimethyl-
57.0

41.029.0
71.0

113.083.0 95.0 128.0

20 30 40 50 60 70 80 90 100 110 120 130 140 150

5000

m/z-->

Abundance #12722: Hexane, 2,2,5-trimethyl-
57.0

41.0
71.029.0

113.085.0 95.0 127.0

20 30 40 50 60 70 80 90 100 110 120 130 140 150

5000

m/z-->

Abundance #97057: Oxalic acid, isobutyl heptyl ester
57.0

41.0
29.0

70.0 98.0 143.083.0

3.60 3.80 4.00 4.20

m/z  57.10  100.00%

3.60 3.80 4.00 4.20

m/z  56.00   35.04%

3.60 3.80 4.00 4.20

m/z  41.00   26.82%

3.60 3.80 4.00 4.20

m/z  71.10   18.61%

3.60 3.80 4.00 4.20

m/z  43.10   16.31%
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                                 Library Search Compound Report

  Data Path : U:\HPCHEM1\BNA_F\DATA\BF012518\
  Data File : BF102439.D                                          
  Acq On    : 25 Jan 2018  22:25
  Operator  : SJ/JU
  Sample    : J1256-04
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.91    2.08 ng          77819   1,4-Dichlorobenzene-d4      6.72

 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 45
 3 Guanidine                            59 CH5N3          000113-00-8 40
 4 3-Hexanol                           102 C6H14O         000623-37-0 33
 5 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 28

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance Scan 480 (4.910 min): BF102439.D (-477) (-)
43.0

59.0

101.0

80.9

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0

101.031.0 83.0 93.0

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0

57.0

101.029.0
15.0 73.0 83.0

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #258: Guanidine
59.043.0

28.0

4.60 4.80 5.00 5.20

m/z  43.00  100.00%

4.60 4.80 5.00 5.20

m/z  59.05   58.11%

4.60 4.80 5.00 5.20

m/z 101.00   19.02%

4.60 4.80 5.00 5.20

m/z  58.00   12.87%

4.60 4.80 5.00 5.20

m/z  41.00    5.14%
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                                 Library Search Compound Report

  Data Path : U:\HPCHEM1\BNA_F\DATA\BF012518\
  Data File : BF102439.D                                          
  Acq On    : 25 Jan 2018  22:25
  Operator  : SJ/JU
  Sample    : J1256-04
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  unknown6.49                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.49   69.55 ng        2600850   1,4-Dichlorobenzene-d4      6.72

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 12
 2 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 3 4-Chloro-2-fluoro-pyrimidine        132 C4H2ClFN2      051422-00-5 9 
 4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2         022291-85-6 9 
 5 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 9 

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

5000

m/z-->

Abundance Scan 749 (6.492 min): BF102439.D (-744) (-)
132.0

68.0

96.0
40.0 281.0

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

5000

m/z-->

Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0

67.0

41.0 97.0

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

5000

m/z-->

Abundance #14491: 5-Aminoindole
132.0

104.0
66.0

44.014.0

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

5000

m/z-->

Abundance #14145: 4-Chloro-2-fluoro-pyrimidine
132.0

97.0

70.0

31.0

6.20 6.40 6.60 6.80

m/z 132.00  100.00%

6.20 6.40 6.60 6.80

m/z  68.05   33.75%

6.20 6.40 6.60 6.80

m/z 134.00   33.42%

6.20 6.40 6.60 6.80

m/z  66.00   21.56%

6.20 6.40 6.60 6.80

m/z  96.00   13.57%
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                                 Library Search Compound Report

  Data Path : U:\HPCHEM1\BNA_F\DATA\BF012518\
  Data File : BF102439.D                                          
  Acq On    : 25 Jan 2018  22:25
  Operator  : SJ/JU
  Sample    : J1256-04
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Phenol, 4-(1,1-dimethylprop...  Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.18    3.18 ng         129645   Acenaphthene-d10            9.75

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Phenol, 4-(1,1-dimethylpropyl)-     164 C11H16O        000080-46-6 97
 2 Phenol, m-tert-butyl-               150 C10H14O        000585-34-2 87
 3 Phenol, p-tert-butyl-               150 C10H14O        000098-54-4 80
 4 Hexestrol                           270 C18H22O2       000084-16-2 59
 5 Hexestrol, O-trifluoroacetyl-       366 C20H21F3O3     1000365-31-7 59

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance Scan 1206 (9.181 min): BF102439.D (-1203) (-)
135.1

107.1

77.0 164.141.1 58.0 92.1 194.0

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #33622: Phenol, 4-(1,1-dimethylpropyl)-
135.0

107.0

164.041.0 77.0
92.062.0

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #23717: Phenol, m-tert-butyl-
135.0

107.0 150.0
41.0

77.0
92.056.0

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #23712: Phenol, p-tert-butyl-
135.0

107.0
150.0

41.0 91.065.015.0

8.80 9.00 9.20 9.40 9.60

m/z 135.05  100.00%

8.80 9.00 9.20 9.40 9.60

m/z 107.10   37.48%

8.80 9.00 9.20 9.40 9.60

m/z  95.00   10.53%

8.80 9.00 9.20 9.40 9.60

m/z 136.10    9.66%

8.80 9.00 9.20 9.40 9.60

m/z  77.00    8.81%
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                                 Library Search Compound Report

  Data Path : U:\HPCHEM1\BNA_F\DATA\BF012518\
  Data File : BF102439.D                                          
  Acq On    : 25 Jan 2018  22:25
  Operator  : SJ/JU
  Sample    : J1256-04
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Nonadecane                      Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.68    2.22 ng          90790   Acenaphthene-d10            9.75

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Nonadecane                          268 C19H40         000629-92-5 78
 2 Tetradecane                         198 C14H30         000629-59-4 78
 3 Dodecane                            170 C12H26         000112-40-3 72
 4 Sulfurous acid, 2-ethylhexyl hex... 278 C14H30O3S      1000309-20-2 59
 5 Decane, 2,4-dimethyl-               170 C12H26         002801-84-5 59

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

5000

m/z-->

Abundance Scan 1291 (9.681 min): BF102439.D (-1289) (-)
57.0

85.0

113.0 140.1 166.0 205.2

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

5000

m/z-->

Abundance #117637: Nonadecane
57.0

85.0

29.0
113.0 141.0 268.0169.0 197.0

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

5000

m/z-->

Abundance #59882: Tetradecane
57.0

85.0

29.0

198.0113.0 141.0 169.0

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

5000

m/z-->

Abundance #38318: Dodecane
57.0

85.0
29.0

170.0113.0 141.0

9.40 9.60 9.80 10.00

m/z  57.05  100.00%

9.40 9.60 9.80 10.00

m/z  43.10   69.00%

9.40 9.60 9.80 10.00

m/z  71.10   55.53%

9.40 9.60 9.80 10.00

m/z  85.05   36.40%

9.40 9.60 9.80 10.00

m/z  41.05   30.66%
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Instrument :
BNA_F
ClientSampleId :
DB-OF-E-W-(NW4-8)



                                 Library Search Compound Report

  Data Path : U:\HPCHEM1\BNA_F\DATA\BF012518\
  Data File : BF102439.D                                          
  Acq On    : 25 Jan 2018  22:25
  Operator  : SJ/JU
  Sample    : J1256-04
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  Tetradecane                     Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.18    2.21 ng          90165   Acenaphthene-d10            9.75

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tetradecane                         198 C14H30         000629-59-4 83
 2 Hexadecane                          226 C16H34         000544-76-3 80
 3 Dodecane, 2-methyl-6-propyl-        226 C16H34         055045-08-4 80
 4 Decane, 2,4,6-trimethyl-            184 C13H28         062108-27-4 78
 5 Tridecane                           184 C13H28         000629-50-5 64

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

5000

m/z-->

Abundance Scan 1376 (10.180 min): BF102439.D (-1373) (-)
57.1

85.1

113.139.0 187.1162.1 204.2135.1

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #59880: Tetradecane
57.0

85.0

29.0

113.0 198.0141.0 169.0

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #83025: Hexadecane
57.0

85.0
29.0

113.0 141.0 169.0 226.0197.0

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #83051: Dodecane, 2-methyl-6-propyl-
57.0

85.0

140.0 182.039.0 113.0 226.0205.0

9.80 10.00 10.20 10.40

m/z  57.10  100.00%

9.80 10.00 10.20 10.40

m/z  43.10   69.22%

9.80 10.00 10.20 10.40

m/z  71.10   57.35%

9.80 10.00 10.20 10.40

m/z  85.10   40.75%

9.80 10.00 10.20 10.40

m/z  41.10   35.17%
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Instrument :
BNA_F
ClientSampleId :
DB-OF-E-W-(NW4-8)



                                 Library Search Compound Report

  Data Path : U:\HPCHEM1\BNA_F\DATA\BF012518\
  Data File : BF102439.D                                          
  Acq On    : 25 Jan 2018  22:25
  Operator  : SJ/JU
  Sample    : J1256-04
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  Undecane, 5-ethyl-              Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.40    2.28 ng          93083   Acenaphthene-d10            9.75

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Undecane, 5-ethyl-                  184 C13H28         017453-94-0 59
 2 Heneicosane                         296 C21H44         000629-94-7 59
 3 Decane, 6-ethyl-2-methyl-           184 C13H28         062108-21-8 59
 4 Octane, 3,6-dimethyl-               142 C10H22         015869-94-0 58
 5 Tetradecane                         198 C14H30         000629-59-4 53

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

5000

m/z-->

Abundance Scan 1413 (10.398 min): BF102439.D (-1411) (-)
57.1

85.1
113.1 155.1 219.2183.1

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

5000

m/z-->

Abundance #48841: Undecane, 5-ethyl-
57.0

85.029.0

155.0126.0

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

5000

m/z-->

Abundance #141426: Heneicosane
57.0

85.0

29.0 113.0 141.0 169.0 296.0197.0 225.0 253.0

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

5000

m/z-->

Abundance #48909: Decane, 6-ethyl-2-methyl-
57.0

85.0

141.0113.0

10.00 10.20 10.40 10.60 10.80

m/z  57.10  100.00%

10.00 10.20 10.40 10.60 10.80

m/z  71.10   44.46%

10.00 10.20 10.40 10.60 10.80

m/z  43.10   43.33%

10.00 10.20 10.40 10.60 10.80

m/z  85.10   20.60%

10.00 10.20 10.40 10.60 10.80

m/z  41.05   18.58%
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Instrument :
BNA_F
ClientSampleId :
DB-OF-E-W-(NW4-8)



                                 Library Search Compound Report

  Data Path : U:\HPCHEM1\BNA_F\DATA\BF012518\
  Data File : BF102439.D                                          
  Acq On    : 25 Jan 2018  22:25
  Operator  : SJ/JU
  Sample    : J1256-04
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218.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-bis(1,1-dimethy...  Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.60    5.12 ng         189646   Phenanthrene-d10           11.24

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Phenol, 2,4-bis(1,1-dimethylprop... 234 C16H26O        000120-95-6 94
 2 Succinic acid, 3,5-dimethylpheny... 340 C21H24O4       1000360-73-3 64
 3 2-Isobenzazol, 1,3-dioxo-2-methy... 205 C10H7NO4       114252-71-0 64
 4 7-Phenylisoquinoline                205 C15H11N        070125-65-4 59
 5 2,3a-Dimethyl-2,3,3a,5,6,8,9,10-... 206 C13H22N2       1000305-46-6 53

50 100 150 200 250 300

5000

m/z-->

Abundance Scan 1447 (10.598 min): BF102439.D (-1445) (-)
205.2

43.1 71.1 177.2 234.2107.1 148.1

50 100 150 200 250 300

5000

m/z-->

Abundance #89223: Phenol, 2,4-bis(1,1-dimethylpropyl)-
205.0

43.0 71.0 177.0 234.0115.0 147.015.0

50 100 150 200 250 300

5000

m/z-->

Abundance #177008: Succinic acid, 3,5-dimethylphenyl 4-isopropylphen...
205.0

121.055.0
177.091.0 149.0 340.027.0

50 100 150 200 250 300

5000

m/z-->

Abundance #65026: 2-Isobenzazol, 1,3-dioxo-2-methyl-5,6-methylenedioxy-
205.0

161.0
120.062.0 88.0

10.20 10.40 10.60 10.80 11.00

m/z 205.20  100.00%

10.20 10.40 10.60 10.80 11.00

m/z 206.20   14.75%

10.20 10.40 10.60 10.80 11.00

m/z  43.10   13.10%

10.20 10.40 10.60 10.80 11.00

m/z  71.10    8.33%

10.20 10.40 10.60 10.80 11.00

m/z 177.15    7.25%
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Instrument :
BNA_F
ClientSampleId :
DB-OF-E-W-(NW4-8)



                                 Library Search Compound Report

  Data Path : U:\HPCHEM1\BNA_F\DATA\BF012518\
  Data File : BF102439.D                                          
  Acq On    : 25 Jan 2018  22:25
  Operator  : SJ/JU
  Sample    : J1256-04
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  Hexadecane, 2,6,10,14-tetra...  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.66   10.68 ng         395541   Phenanthrene-d10           11.24

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecane, 2,6,10,14-tetramethyl-  282 C20H42         000638-36-8 90
 2 Dodecane, 2,7,10-trimethyl-         212 C15H32         074645-98-0 87
 3 Heptane, 2,6-dimethyl-              128 C9H20          001072-05-5 83
 4 Tridecane, 2-methyl-                198 C14H30         001560-96-9 80
 5 Undecane, 3,8-dimethyl-             184 C13H28         017301-30-3 80

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

5000

m/z-->

Abundance Scan 1458 (10.663 min): BF102439.D (-1454) (-)
57.1

85.1

113.1
183.2141.1 244.3214.2

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

5000

m/z-->

Abundance #129509: Hexadecane, 2,6,10,14-tetramethyl-
57.0

85.0

29.0 113.0 183.0141.0 253.0 282.0225.0

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

5000

m/z-->

Abundance #71407: Dodecane, 2,7,10-trimethyl-
57.0

85.029.0
113.0 183.0141.0

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

5000

m/z-->

Abundance #12692: Heptane, 2,6-dimethyl-
43.0

71.0

113.0

10.40 10.60 10.80 11.00

m/z  57.10  100.00%

10.40 10.60 10.80 11.00

m/z  71.10   75.29%

10.40 10.60 10.80 11.00

m/z  43.10   61.52%

10.40 10.60 10.80 11.00

m/z  85.10   31.40%

10.40 10.60 10.80 11.00

m/z  41.10   25.85%
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Instrument :
BNA_F
ClientSampleId :
DB-OF-E-W-(NW4-8)



                                 Library Search Compound Report

  Data Path : U:\HPCHEM1\BNA_F\DATA\BF012518\
  Data File : BF102439.D                                          
  Acq On    : 25 Jan 2018  22:25
  Operator  : SJ/JU
  Sample    : J1256-04
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 13  Heptadecane                     Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.10    2.62 ng          97091   Phenanthrene-d10           11.24

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptadecane                         240 C17H36         000629-78-7 87
 2 Octadecane                          254 C18H38         000593-45-3 87
 3 Eicosane, 10-methyl-                296 C21H44         054833-23-7 86
 4 Octacosane                          394 C28H58         000630-02-4 86
 5 Tetratetracontane                   619 C44H90         007098-22-8 86

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

5000

m/z-->

Abundance Scan 1532 (11.098 min): BF102439.D (-1531) (-)
57.1

85.1

111.1 182.1141.1 215.2 262.2240.1

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

5000

m/z-->

Abundance #94345: Heptadecane
57.0

85.0

29.0
113.0 141.0 240.0169.0 196.0

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

5000

m/z-->

Abundance #105886: Octadecane
57.0

85.0

29.0 113.0 141.0 254.0169.0 197.0 225.0

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

5000

m/z-->

Abundance #141431: Eicosane, 10-methyl-
57.0

85.0

154.0113.0
281.0183.0 211.0 239.0

10.80 11.00 11.20 11.40

m/z  57.10  100.00%

10.80 11.00 11.20 11.40

m/z  43.10   77.43%

10.80 11.00 11.20 11.40

m/z  71.10   51.41%

10.80 11.00 11.20 11.40

m/z  85.10   44.51%

10.80 11.00 11.20 11.40

m/z  41.10   35.30%
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Instrument :
BNA_F
ClientSampleId :
DB-OF-E-W-(NW4-8)



                                 Library Search Compound Report

  Data Path : U:\HPCHEM1\BNA_F\DATA\BF012518\
  Data File : BF102439.D                                          
  Acq On    : 25 Jan 2018  22:25
  Operator  : SJ/JU
  Sample    : J1256-04
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 14  Bacchotricuneatin c             Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.13    9.51 ng         352227   Phenanthrene-d10           11.24

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Bacchotricuneatin c                 342 C20H22O5       066563-30-2 92
 2 Hexadecane                          226 C16H34         000544-76-3 90
 3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44         054833-48-6 87
 4 Eicosane                            282 C20H42         000112-95-8 86
 5 Dodecane, 3-methyl-                 184 C13H28         017312-57-1 86

50 100 150 200 250 300
0

5000

m/z-->

Abundance Scan 1537 (11.127 min): BF102439.D (-1535) (-)
57.1

85.1

113.1 184.0141.1 229.2 264.1

50 100 150 200 250 300

5000

m/z-->

Abundance #178298: Bacchotricuneatin c
71.0 112.0

139.0 191.0 245.0217.0 342.0312.0

50 100 150 200 250 300

5000

m/z-->

Abundance #83026: Hexadecane
57.0

85.0

113.029.0 226.0141.0 169.0 197.0

50 100 150 200 250 300

5000

m/z-->

Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0

85.0

113.0 141.0 183.0 211.0 296.0239.0 267.0

10.80 11.00 11.20 11.40

m/z  57.10  100.00%

10.80 11.00 11.20 11.40

m/z  71.10   69.28%

10.80 11.00 11.20 11.40

m/z  43.10   50.68%

10.80 11.00 11.20 11.40

m/z  85.10   38.91%

10.80 11.00 11.20 11.40

m/z  41.10   26.07%
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Instrument :
BNA_F
ClientSampleId :
DB-OF-E-W-(NW4-8)



                          Tentatively Identified Compound (LSC) summary
 
  Data Path : U:\HPCHEM1\BNA_F\DATA\BF012518\
  Data File : BF102439.D                                          
  Acq On    : 25 Jan 2018  22:25
  Operator  : SJ/JU
  Sample    : J1256-04
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218.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|
----------------------------------------------------------------------------
Pentane, 2,3,4-tr...   3.25     5.7 ng     212993  1   6.72  747887  20.0
Pentane, 2,3,3-tr...   3.41     5.7 ng     214486  1   6.72  747887  20.0
Hexane, 2,2,4-tri...   3.94     3.2 ng     120229  1   6.72  747887  20.0
2-Pentanone, 4-hy...   4.91     2.1 ng      77819  1   6.72  747887  20.0
unknown6.49            6.49    69.5 ng    2600850  1   6.72  747887  20.0
Phenol, 4-(1,1-di...   9.18     3.2 ng     129645  3   9.75  816193  20.0
Nonadecane             9.68     2.2 ng      90790  3   9.75  816193  20.0
Tetradecane           10.18     2.2 ng      90165  3   9.75  816193  20.0
Undecane, 5-ethyl-    10.40     2.3 ng      93083  3   9.75  816193  20.0
Phenol, 2,4-bis(1...  10.60     5.1 ng     189646  4  11.24  740625  20.0
Hexadecane, 2,6,1...  10.66    10.7 ng     395541  4  11.24  740625  20.0
Heptadecane           11.10     2.6 ng      97091  4  11.24  740625  20.0
Bacchotricuneatin c   11.13     9.5 ng     352227  4  11.24  740625  20.0
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Instrument :
BNA_F
ClientSampleId :
DB-OF-E-W-(NW4-8)


