
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040617\
  Data File : BF094246.D                                          
  Acq On    :  7 Apr 2017   1:52
  Operator  : SJ/MA
  Sample    : I2527-01
  Misc      :  
  ALS Vial  : 28   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-BF032217.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   3.993   351  358  361 rBV  1894515   2415094  49.75%   7.373%
  2   4.375   419  423  433 rBV  1049698   1022717  21.07%   3.122%
  3   5.446   601  605  613 rBV  1107023   1102895  22.72%   3.367%
  4   5.593   625  630  633 rBV  2478490   2401333  49.47%   7.331%
  5   5.851   669  674  678 rBV  1033556    959884  19.77%   2.930%
 
  6   6.028   699  704  708 rBV  2954300   3018821  62.19%   9.216%
  7   6.498   778  784  787 rBV  2143486   2592036  53.40%   7.913%
  8   7.351   924  929  933 rBV  1387191   1337128  27.55%   4.082%
  9   8.681  1148 1155 1158 rBV  4341404   4854318 100.00%  14.819%
 10   9.169  1235 1238 1243 rBV    56468     56843   1.17%   0.174%
 
 11   9.492  1285 1293 1303 rVB2 1412951   1485135  30.59%   4.534%
 12  10.463  1453 1458 1469 rBV  1324302   1322488  27.24%   4.037%
 13  10.610  1479 1483 1488 rBV    64879     64973   1.34%   0.198%
 14  10.669  1488 1493 1496 rBV    68697     76500   1.58%   0.234%
 15  11.316  1598 1603 1607 rBV  1412851   1373818  28.30%   4.194%
 
 16  12.980  1881 1886 1892 rBV  1788290   1826998  37.64%   5.577%
 17  13.298  1934 1940 1944 rBV2 3562962   4279151  88.15%  13.063%
 18  14.463  2133 2138 2147 rBV6   30790     71580   1.47%   0.219%
 19  14.563  2151 2155 2159 rBV   932298    972433  20.03%   2.969%
 20  15.957  2389 2392 2397 rVB    43074     49672   1.02%   0.152%
 
 21  16.192  2427 2432 2439 rBV   674614    785127  16.17%   2.397%
 22  16.315  2448 2453 2459 rBV2   76051    129740   2.67%   0.396%
 23  16.709  2515 2520 2525 rBV    75648    112394   2.32%   0.343%
 24  17.162  2592 2597 2603 rBV    71845    122406   2.52%   0.374%
 25  17.686  2680 2686 2695 rBV3   56756    124647   2.57%   0.381%
 
 26  18.298  2784 2790 2800 rVB5   48454    118342   2.44%   0.361%
 27  19.027  2907 2914 2923 rVB4   28985     81180   1.67%   0.248%
 
 
                        Sum of corrected areas:    32757653
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040617\
  Data File : BF094246.D                                          
  Acq On    :  7 Apr 2017   1:52
  Operator  : SJ/MA
  Sample    : I2527-01
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217.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\BF040617\
  Data File : BF094246.D                                          
  Acq On    :  7 Apr 2017   1:52
  Operator  : SJ/MA
  Sample    : I2527-01
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217.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  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.99   50.32 ng        2415090   1,4-Dichlorobenzene-d4      5.85

 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, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 25
 3 Butane, 1-ethoxy-                   102 C6H14O         000628-81-9 9 
 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

5000

m/z-->

Abundance Scan 358 (3.993 min): BF094246.D (-351) (-)
43.0

59.1

101.1

83.171.0

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

5000

m/z-->

Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0

15.0 101.031.0 83.0

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

5000

m/z-->

Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0

41.0

126.073.0 142.0

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

5000

m/z-->

Abundance #4330: Butane, 1-ethoxy-
59.0

31.0

73.043.0
15.0 102.087.0

3.60 3.80 4.00 4.20 4.40

m/z  43.00  100.00%

3.60 3.80 4.00 4.20 4.40

m/z  59.10   59.07%

3.60 3.80 4.00 4.20 4.40

m/z 101.10   22.10%

3.60 3.80 4.00 4.20 4.40

m/z  58.10   15.95%

3.60 3.80 4.00 4.20 4.40

m/z  41.10    9.40%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040617\
  Data File : BF094246.D                                          
  Acq On    :  7 Apr 2017   1:52
  Operator  : SJ/MA
  Sample    : I2527-01
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown5.59                     Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.59   50.03 ng        2401330   1,4-Dichlorobenzene-d4      5.85

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 16
 3 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 4 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 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

5000

m/z-->

Abundance Scan 630 (5.593 min): BF094246.D (-625) (-)
132.0

68.1

96.1
40.1 54.0 85.0 106.9

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

5000

m/z-->

Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0

69.0
104.0

51.031.0

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

5000

m/z-->

Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0

67.0

41.0 97.0
53.0 117.0

79.0

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

5000

m/z-->

Abundance #14006: 5-Aminoindole
132.0

104.0
66.0 77.051.039.0 115.027.0 89.014.0

5.20 5.40 5.60 5.80 6.00

m/z 132.00  100.00%

5.20 5.40 5.60 5.80 6.00

m/z  68.10   39.23%

5.20 5.40 5.60 5.80 6.00

m/z 134.00   32.67%

5.20 5.40 5.60 5.80 6.00

m/z  66.00   23.89%

5.20 5.40 5.60 5.80 6.00

m/z  69.10   15.13%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040617\
  Data File : BF094246.D                                          
  Acq On    :  7 Apr 2017   1:52
  Operator  : SJ/MA
  Sample    : I2527-01
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217.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  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.32    3.30 ng         129740   Perylene-d12               16.19

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 93
 2 Triacontane                         422 C30H62         000638-68-6 83
 3 Heptadecane, 9-octyl-               352 C25H52         007225-64-1 83
 4 Pentadecane, 8-heptyl-              310 C22H46         071005-15-7 83
 5 Heneicosane                         296 C21H44         000629-94-7 83

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 2454 (16.321 min): BF094246.D (-2448) (-)
57.1

272.1

99.2 167.1135.5
208.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #107653: Eicosane
57.0

99.0 282.0141.0 183.0 225.026.0

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 #142113: Heptadecane, 9-octyl-
57.0

99.0 239.0141.0 183.0 281.0 323.0

16.00 16.20 16.40 16.60

m/z  57.10  100.00%

16.00 16.20 16.40 16.60

m/z  71.05   65.14%

16.00 16.20 16.40 16.60

m/z  85.05   52.70%

16.00 16.20 16.40 16.60

m/z  43.10   51.05%

16.00 16.20 16.40 16.60

m/z 272.10   32.32%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040617\
  Data File : BF094246.D                                          
  Acq On    :  7 Apr 2017   1:52
  Operator  : SJ/MA
  Sample    : I2527-01
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Octacosane                      Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.71    2.86 ng         112394   Perylene-d12               16.19

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octacosane                          394 C28H58         000630-02-4 91
 2 Heneicosane                         296 C21H44         000629-94-7 91
 3 Tetratriacontane                    479 C34H70         014167-59-0 91
 4 Pentacosane                         352 C25H52         000629-99-2 91
 5 Octadecane, 3-ethyl-5-(2-ethylbu... 366 C26H54         055282-12-7 90

0 50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 2520 (16.709 min): BF094246.D (-2515) (-)
57.0

99.1
141.1 183.1 281.0

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

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

16.40 16.60 16.80 17.00

m/z  57.05  100.00%

16.40 16.60 16.80 17.00

m/z  71.05   79.73%

16.40 16.60 16.80 17.00

m/z  43.10   66.09%

16.40 16.60 16.80 17.00

m/z  85.05   58.00%

16.40 16.60 16.80 17.00

m/z  55.00   28.09%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040617\
  Data File : BF094246.D                                          
  Acq On    :  7 Apr 2017   1:52
  Operator  : SJ/MA
  Sample    : I2527-01
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Tetratriacontane                Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.16    3.12 ng         122406   Perylene-d12               16.19

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tetratriacontane                    479 C34H70         014167-59-0 91
 2 Heptadecane, 9-octyl-               352 C25H52         007225-64-1 91
 3 Heptacosane                         380 C27H56         000593-49-7 91
 4 Heneicosane                         296 C21H44         000629-94-7 91
 5 Octacosane                          394 C28H58         000630-02-4 91

0 50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 2597 (17.162 min): BF094246.D (-2592) (-)
57.1

99.1
141.1 183.1 281.0

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 #142113: Heptadecane, 9-octyl-
57.0

99.0 239.0141.0 183.0 281.0 323.0

0 50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #151555: Heptacosane
57.0

99.0
141.0 183.0 380.0225.0 267.0 309.015.0

16.80 17.00 17.20 17.40

m/z  57.10  100.00%

16.80 17.00 17.20 17.40

m/z  71.05   79.63%

16.80 17.00 17.20 17.40

m/z  43.10   65.35%

16.80 17.00 17.20 17.40

m/z  85.05   60.56%

16.80 17.00 17.20 17.40

m/z  55.10   27.76%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040617\
  Data File : BF094246.D                                          
  Acq On    :  7 Apr 2017   1:52
  Operator  : SJ/MA
  Sample    : I2527-01
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Heptadecane, 9-octyl-           Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.30    3.01 ng         118342   Perylene-d12               16.19

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptadecane, 9-octyl-               352 C25H52         007225-64-1 72
 2 Nonacosane                          408 C29H60         000630-03-5 72
 3 Octacosane                          394 C28H58         000630-02-4 72
 4 Triacontane                         422 C30H62         000638-68-6 72
 5 Pentadecane, 8-heptyl-              310 C22H46         071005-15-7 64

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 2790 (18.298 min): BF094246.D (-2784) (-)
57.1

99.1
141.2 208.0 281.0

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 #158131: Nonacosane
57.0

99.0
141.0 183.027.0 225.0 267.0 408.0309.0 351.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #155178: Octacosane
57.0

99.0
141.027.0 183.0 225.0 281.0 394.0337.0

18.00 18.20 18.40 18.60

m/z  57.10  100.00%

18.00 18.20 18.40 18.60

m/z  71.10   74.23%

18.00 18.20 18.40 18.60

m/z  43.10   55.47%

18.00 18.20 18.40 18.60

m/z  85.05   48.60%

18.00 18.20 18.40 18.60

m/z  99.10   23.34%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040617\
  Data File : BF094246.D                                          
  Acq On    :  7 Apr 2017   1:52
  Operator  : SJ/MA
  Sample    : I2527-01
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  Tetratetracontane               Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.03    2.07 ng          81180   Perylene-d12               16.19

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tetratetracontane                   619 C44H90         007098-22-8 90
 2 Tetratriacontane                    479 C34H70         014167-59-0 86
 3 Octacosane                          394 C28H58         000630-02-4 86
 4 Heneicosane                         296 C21H44         000629-94-7 80
 5 Pentacosane                         352 C25H52         000629-99-2 80

0 50 100 150 200 250 300 350 400 450 500 550 600

5000

m/z-->

Abundance Scan 2915 (19.033 min): BF094246.D (-2907) (-)
57.0

113.1

193.0

0 50 100 150 200 250 300 350 400 450 500 550 600

5000

m/z-->

Abundance #172959: Tetratetracontane
57.0

113.0
169.0 253.0 309.0 618.0379.0 477.0 533.0

0 50 100 150 200 250 300 350 400 450 500 550 600

5000

m/z-->

Abundance #167078: Tetratriacontane
57.0

113.0
169.0 225.0 311.0 410.0

0 50 100 150 200 250 300 350 400 450 500 550 600

5000

m/z-->

Abundance #155177: Octacosane
57.0

113.0
169.0 225.0 281.0 337.0 394.0

18.80 19.00 19.20 19.40

m/z  57.00  100.00%

18.80 19.00 19.20 19.40

m/z  71.00   75.71%

18.80 19.00 19.20 19.40

m/z  43.10   61.13%

18.80 19.00 19.20 19.40

m/z  85.10   53.30%

18.80 19.00 19.20 19.40

m/z  99.10   22.00%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040617\
  Data File : BF094246.D                                          
  Acq On    :  7 Apr 2017   1:52
  Operator  : SJ/MA
  Sample    : I2527-01
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217.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...   3.99    50.3 ng    2415090  1   5.85  959884  20.0
unknown5.59            5.59    50.0 ng    2401330  1   5.85  959884  20.0
Eicosane              16.32     3.3 ng     129740  6  16.19  785127  20.0
Octacosane            16.71     2.9 ng     112394  6  16.19  785127  20.0
Tetratriacontane      17.16     3.1 ng     122406  6  16.19  785127  20.0
Heptadecane, 9-oc...  18.30     3.0 ng     118342  6  16.19  785127  20.0
Tetratetracontane     19.03     2.1 ng      81180  6  16.19  785127  20.0
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