
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022317\
  Data File : BF093140.D                                          
  Acq On    : 24 Feb 2017   9:44
  Operator  : SJ/MA
  Sample    : I1939-01
  Misc      :  
  ALS Vial  : 36   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-BF013017.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   4.990   252  254  262 rBV   255951    426437  11.53%   1.851%
  2   5.436   291  293  302 rVB   708772   1047504  28.33%   4.548%
  3   6.476   382  384  393 rBV   678159    738357  19.97%   3.206%
  4   6.602   393  395  398 rBV  1813425   1904853  51.51%   8.270%
  5   6.842   413  416  418 rBV   947223    896593  24.25%   3.892%
 
  6   7.002   427  430  432 rBV  2378838   2936071  79.40%  12.747%
  7   7.413   463  466  468 rBV  2489379   2456091  66.42%  10.663%
  8   8.133   526  529  531 rBV  1221098   1105820  29.90%   4.801%
  9   9.208   620  623  625 rBV  4038196   3698019 100.00%  16.055%
 10   9.596   655  657  660 rBV2   47636     55983   1.51%   0.243%
 
 11   9.882   679  682  684 rBV  1163125   1033047  27.94%   4.485%
 12  10.671   748  751  753 rBV   851796   1015051  27.45%   4.407%
 13  10.785   759  761  764 rBV    44057     61118   1.65%   0.265%
 14  11.356   809  811  814 rBV2  688513    786102  21.26%   3.413%
 15  12.762   932  934  937 rBV    69690     63302   1.71%   0.275%
 
 16  12.945   947  950  952 rBV  2752189   2486895  67.25%  10.797%
 17  13.471   994  996  998 rBV    48539     44291   1.20%   0.192%
 18  13.997  1039 1042 1045 rBV   905689    825552  22.32%   3.584%
 19  15.083  1134 1137 1139 rBV    34862     49919   1.35%   0.217%
 20  15.425  1164 1167 1173 rVB   621164    804813  21.76%   3.494%
 
 21  15.848  1201 1204 1209 rBV    69531    111433   3.01%   0.484%
 22  16.317  1242 1245 1251 rVB    70690    128324   3.47%   0.557%
 23  16.866  1290 1293 1299 rVB    47906    107978   2.92%   0.469%
 24  17.517  1346 1350 1355 rBV    42984    105437   2.85%   0.458%
 25  18.294  1414 1418 1426 rBV2   26264     79982   2.16%   0.347%
 
 26  19.220  1495 1499 1508 rVB3   19585     65070   1.76%   0.282%
 
 
                        Sum of corrected areas:    23034042
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022317\
  Data File : BF093140.D                                          
  Acq On    : 24 Feb 2017   9:44
  Operator  : SJ/MA
  Sample    : I1939-01
  Misc      :  
  ALS Vial  : 36   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.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\BF022317\
  Data File : BF093140.D                                          
  Acq On    : 24 Feb 2017   9:44
  Operator  : SJ/MA
  Sample    : I1939-01
  Misc      :  
  ALS Vial  : 36   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.99    9.51 ng         426437   1,4-Dichlorobenzene-d4      6.84

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 59
 2 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 42
 3 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 33
 4 3-Octanol                           130 C8H18O         000589-98-0 33
 5 3-Heptanol, 4-methyl-               130 C8H18O         014979-39-6 33

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance Scan 254 (4.990 min): BF093140.D (-252) (-)
43.0

59.1

101.1
83.151.0

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0
101.027.0 83.051.0 67.0 91.035.0

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59.0

41.0
101.029.0

50.0 73.0 86.0

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #8114: 3-Hexanol, 4-methyl-
59.0

41.0
31.0

69.0 87.0
98.015.0 51.0

4.60 4.80 5.00 5.20 5.40

m/z  43.05  100.00%

4.60 4.80 5.00 5.20 5.40

m/z  59.10   53.38%

4.60 4.80 5.00 5.20 5.40

m/z  58.00   13.97%

4.60 4.80 5.00 5.20 5.40

m/z 101.10   12.03%

4.60 4.80 5.00 5.20 5.40

m/z  41.10    8.47%

8270-BF013017.M Fri Feb 24 14:53:54 2017                                              Page: 3

Instrument :
BNA_F
ClientSampleId :
021717-PRRT-E-D-M



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022317\
  Data File : BF093140.D                                          
  Acq On    : 24 Feb 2017   9:44
  Operator  : SJ/MA
  Sample    : I1939-01
  Misc      :  
  ALS Vial  : 36   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.60                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.60   42.49 ng        1904850   1,4-Dichlorobenzene-d4      6.84

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 5-Aminoindole                       132 C8H8N2         005192-03-0 27
 2 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 12
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 4 Benzene, 1,3,5-trifluoro-           132 C6H3F3         000372-38-3 9 
 5 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 9 

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance Scan 395 (6.602 min): BF093140.D (-393) (-)
132.1

68.1

96.140.1
115.1

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #14006: 5-Aminoindole
132.0

104.0
66.051.027.0 89.0

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0

105.033.0
70.051.0 86.0

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #48639: Tranylcypromine-propionyl
132.057.0

74.0
116.0

98.0

189.0158.0

6.20 6.40 6.60 6.80 7.00

m/z 132.10  100.00%

6.20 6.40 6.60 6.80 7.00

m/z  68.10   49.65%

6.20 6.40 6.60 6.80 7.00

m/z  66.10   32.03%

6.20 6.40 6.60 6.80 7.00

m/z 134.10   31.10%

6.20 6.40 6.60 6.80 7.00

m/z  69.10   19.37%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022317\
  Data File : BF093140.D                                          
  Acq On    : 24 Feb 2017   9:44
  Operator  : SJ/MA
  Sample    : I1939-01
  Misc      :  
  ALS Vial  : 36   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Eicosane                        Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.85    2.77 ng         111433   Perylene-d12               15.43

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 90
 2 Pentadecane, 8-heptyl-              310 C22H46         071005-15-7 90
 3 Heptadecane                         240 C17H36         000629-78-7 87
 4 Heptacosane                         380 C27H56         000593-49-7 86
 5 Octadecane                          254 C18H38         000593-45-3 86

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

5000

m/z-->

Abundance Scan 1204 (15.848 min): BF093140.D (-1201) (-)
57.1

85.1

113.2 141.2 169.1 282.1205.1

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

5000

m/z-->

Abundance #107651: Eicosane
57.0

85.0

29.0
113.0 141.0 169.0 282.0197.0 225.0 253.0

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

5000

m/z-->

Abundance #123100: Pentadecane, 8-heptyl-
57.0

85.0

29.0
113.0 210.0141.0 169.0 239.0 266.0 309.0

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

5000

m/z-->

Abundance #82606: Heptadecane
57.0

85.0

29.0 113.0 141.0 240.0169.0 197.0

15.60 15.80 16.00 16.20

m/z  57.10  100.00%

15.60 15.80 16.00 16.20

m/z  71.05   58.88%

15.60 15.80 16.00 16.20

m/z  43.05   53.46%

15.60 15.80 16.00 16.20

m/z  85.10   44.18%

15.60 15.80 16.00 16.20

m/z  55.05   19.81%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022317\
  Data File : BF093140.D                                          
  Acq On    : 24 Feb 2017   9:44
  Operator  : SJ/MA
  Sample    : I1939-01
  Misc      :  
  ALS Vial  : 36   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Heneicosane                     Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.32    3.19 ng         128324   Perylene-d12               15.43

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heneicosane                         296 C21H44         000629-94-7 91
 2 Tetratriacontane                    479 C34H70         014167-59-0 91
 3 Octacosane                          394 C28H58         000630-02-4 91
 4 Tetratetracontane                   619 C44H90         007098-22-8 91
 5 Triacontane                         422 C30H62         000638-68-6 90

0 50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 1245 (16.317 min): BF093140.D (-1242) (-)
57.1

99.1
141.2 193.0

0 50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #115570: Heneicosane
57.0

99.0
141.0 183.0 296.0225.015.0

0 50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #167078: Tetratriacontane
57.0

99.0
141.0 183.0 225.0 311.0 410.0267.015.0 367.0

0 50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #155177: Octacosane
57.0

99.0
141.0 183.0 225.0 281.0 337.0 394.0

16.00 16.20 16.40 16.60

m/z  57.10  100.00%

16.00 16.20 16.40 16.60

m/z  71.10   60.75%

16.00 16.20 16.40 16.60

m/z  43.10   54.51%

16.00 16.20 16.40 16.60

m/z  85.10   44.63%

16.00 16.20 16.40 16.60

m/z  55.05   21.18%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022317\
  Data File : BF093140.D                                          
  Acq On    : 24 Feb 2017   9:44
  Operator  : SJ/MA
  Sample    : I1939-01
  Misc      :  
  ALS Vial  : 36   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Heptadecane, 9-octyl-           Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.52    2.62 ng         105437   Perylene-d12               15.43

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptadecane, 9-octyl-               352 C25H52         007225-64-1 87
 2 Triacontane                         422 C30H62         000638-68-6 80
 3 Pentadecane, 8-heptyl-              310 C22H46         071005-15-7 80
 4 Nonacosane                          408 C29H60         000630-03-5 80
 5 Octacosane                          394 C28H58         000630-02-4 80

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 1350 (17.517 min): BF093140.D (-1346) (-)
57.0

99.1
141.1 193.1 281.1

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #142113: Heptadecane, 9-octyl-
57.0

99.0 239.0141.0 183.0 281.0 323.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #160628: Triacontane
57.0

99.0
141.0 183.0 422.0225.0 267.0 309.0 351.026.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #123100: Pentadecane, 8-heptyl-
57.0

99.0 210.0141.026.0 176.0 252.0 309.0

17.20 17.40 17.60 17.80

m/z  57.05  100.00%

17.20 17.40 17.60 17.80

m/z  71.10   63.66%

17.20 17.40 17.60 17.80

m/z  43.10   53.68%

17.20 17.40 17.60 17.80

m/z  85.10   48.87%

17.20 17.40 17.60 17.80

m/z  55.05   22.35%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022317\
  Data File : BF093140.D                                          
  Acq On    : 24 Feb 2017   9:44
  Operator  : SJ/MA
  Sample    : I1939-01
  Misc      :  
  ALS Vial  : 36   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P
 
                                                   |--Internal Standard---|
  TIC Top Hit name      RT  EstConc Units Response |#    RT     Resp  Conc|
----------------------------------------------------------------------------
2-Pentanone, 4-hy...   4.99     9.5 ng     426437  1   6.84  896593  20.0
unknown6.60            6.60    42.5 ng    1904850  1   6.84  896593  20.0
Eicosane              15.85     2.8 ng     111433  6  15.43  804813  20.0
Heneicosane           16.32     3.2 ng     128324  6  15.43  804813  20.0
Heptadecane, 9-oc...  17.52     2.6 ng     105437  6  15.43  804813  20.0
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