
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042517\
  Data File : BF094606.D                                          
  Acq On    : 25 Apr 2017  15:47
  Operator  : SJ/MA
  Sample    : I2811-01
  Misc      :  
  ALS Vial  : 11   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-BF041717.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   3.913   332  336  347 rBV   348700    448803  10.83%   1.278%
  2   4.301   397  402  415 rBV  3502863   3853692  92.97%  10.971%
  3   5.384   580  586  599 rBV  3172825   4145274 100.00%  11.802%
  4   5.507   602  607  610 rBV  3894845   3970783  95.79%  11.305%
  5   5.748   645  648  652 rBV   865525    781237  18.85%   2.224%
 
  6   5.931   674  679  682 rBV  3206899   3127614  75.45%   8.904%
  7   6.407   754  760  763 rBV  2322213   2522164  60.84%   7.181%
  8   7.242   898  902  905 rBV  1131034   1016140  24.51%   2.893%
  9   7.272   905  907  910 rVB    64939     52999   1.28%   0.151%
 10   8.013  1027 1033 1036 rBV    72376     64979   1.57%   0.185%
 
 11   8.572  1123 1128 1131 rBV  3929264   4043759  97.55%  11.512%
 12   8.707  1148 1151 1156 rVB    66575     57621   1.39%   0.164%
 13   9.066  1208 1212 1216 rBV   280966    265612   6.41%   0.756%
 14   9.377  1259 1265 1269 rBV2 1035849   1059383  25.56%   3.016%
 15   9.977  1364 1367 1371 rBV    88016     82658   1.99%   0.235%
 
 16  10.248  1409 1413 1417 rBV    37655     43638   1.05%   0.124%
 17  10.354  1426 1431 1443 rBV  1734261   1938059  46.75%   5.518%
 18  10.560  1463 1466 1468 rBV   114023    111364   2.69%   0.317%
 19  11.113  1556 1560 1563 rBV    93062     88131   2.13%   0.251%
 20  11.201  1570 1575 1577 rBV   784878    821090  19.81%   2.338%
 
 21  11.224  1577 1579 1583 rVB   277182    242935   5.86%   0.692%
 22  11.289  1583 1590 1594 rBV    66714     70093   1.69%   0.200%
 23  11.642  1647 1650 1655 rVB    68746     67844   1.64%   0.193%
 24  11.824  1677 1681 1683 rBV    42747     45425   1.10%   0.129%
 25  11.854  1683 1686 1691 rVB    53111     64310   1.55%   0.183%
 
 26  11.936  1697 1700 1701 rBV    62836     54132   1.31%   0.154%
 27  11.954  1701 1703 1706 rVB    61458     53952   1.30%   0.154%
 28  12.148  1733 1736 1739 rBV    47604     47782   1.15%   0.136%
 29  12.501  1793 1796 1799 rBV3   40942     52373   1.26%   0.149%
 30  12.624  1815 1817 1821 rVB    52333     57390   1.38%   0.163%
 
 31  12.689  1824 1828 1832 rVV   336004    330449   7.97%   0.941%
 32  12.960  1870 1874 1879 rVB   311940    333993   8.06%   0.951%
 33  13.183  1906 1912 1915 rBV  2421163   2865381  69.12%   8.158%
 34  13.530  1969 1971 1974 rVB2   54135     45739   1.10%   0.130%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042517\
  Data File : BF094606.D                                          
  Acq On    : 25 Apr 2017  15:47
  Operator  : SJ/MA
  Sample    : I2811-01
  Misc      :  
  ALS Vial  : 11   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-BF041717.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  13.954  2040 2043 2046 rVB2   60534     61468   1.48%   0.175%
 
 36  14.360  2107 2112 2116 rBV4   84638    152887   3.69%   0.435%
 37  14.448  2122 2127 2130 rBV2  793697    938718  22.65%   2.673%
 38  14.477  2130 2132 2135 rVB   120709    122845   2.96%   0.350%
 39  15.130  2241 2243 2247 rVB    94051     97564   2.35%   0.278%
 40  15.848  2363 2365 2371 rBV2  121684    163425   3.94%   0.465%
 
 41  16.077  2401 2404 2417 rVB   571231    761265  18.36%   2.167%
 
 
                        Sum of corrected areas:    35124970
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042517\
  Data File : BF094606.D                                          
  Acq On    : 25 Apr 2017  15:47
  Operator  : SJ/MA
  Sample    : I2811-01
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717.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 : Z:\HPCHEM1\BNA_F\DATA\BF042517\
  Data File : BF094606.D                                          
  Acq On    : 25 Apr 2017  15:47
  Operator  : SJ/MA
  Sample    : I2811-01
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST11.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.
---------------------------------------------------------------------
  3.91   11.49 ng         448803   1,4-Dichlorobenzene-d4      5.75

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 56
 2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 17
 3 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
 4 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 
 5 Butane, 1-ethoxy-                   102 C6H14O         000628-81-9 9 

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

5000

m/z-->

Abundance Scan 335 (3.907 min): BF094606.D (-332) (-)
43.0

59.1

101.0
83.0

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

5000

m/z-->

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

59.0

101.031.0 83.0
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m/z-->

Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0

41.0

126.073.0 142.0
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0

5000

m/z-->

Abundance #4076: Morpholine, 4-methyl-
43.0

101.015.0 71.027.0 56.0 86.0

3.60 3.80 4.00 4.20

m/z  42.95  100.00%

3.60 3.80 4.00 4.20

m/z  59.10   59.66%

3.60 3.80 4.00 4.20

m/z 101.00   18.72%

3.60 3.80 4.00 4.20

m/z  58.00   14.86%

3.60 3.80 4.00 4.20

m/z  41.10    8.38%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042517\
  Data File : BF094606.D                                          
  Acq On    : 25 Apr 2017  15:47
  Operator  : SJ/MA
  Sample    : I2811-01
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown5.51                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.51  101.65 ng        3970780   1,4-Dichlorobenzene-d4      5.75

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 16
 2 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 3 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 10
 4 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2         022291-85-6 9 
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0

5000

m/z-->

Abundance Scan 607 (5.507 min): BF094606.D (-602) (-)
131.9

68.1

96.0
40.1 54.0 85.0 115.0
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0

5000

m/z-->

Abundance #14409: (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
0

5000

m/z-->

Abundance #14491: 5-Aminoindole
132.0

104.0
66.0 77.051.039.0 115.027.0 89.014.0

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

5000

m/z-->

Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0

63.0 104.090.052.039.0 77.028.015.0 116.0

5.20 5.40 5.60 5.80

m/z 131.95  100.00%

5.20 5.40 5.60 5.80

m/z  68.10   40.17%

5.20 5.40 5.60 5.80

m/z 134.00   32.99%

5.20 5.40 5.60 5.80

m/z  66.00   24.27%

5.20 5.40 5.60 5.80

m/z  69.05   15.59%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042517\
  Data File : BF094606.D                                          
  Acq On    : 25 Apr 2017  15:47
  Operator  : SJ/MA
  Sample    : I2811-01
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Tetracosane                     Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.56    2.71 ng         111364   Phenanthrene-d10           11.20

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tetracosane                         338 C24H50         000646-31-1 91
 2 Octadecane                          254 C18H38         000593-45-3 91
 3 Hexadecane                          226 C16H34         000544-76-3 91
 4 Heptacosane                         380 C27H56         000593-49-7 91
 5 Tridecane, 1-iodo-                  310 C13H27I        035599-77-0 90

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
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5000

m/z-->

Abundance Scan 1466 (10.560 min): BF094606.D (-1463) (-)
57.0

85.1

113.1 141.0 183.1
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m/z-->

Abundance #175557: Tetracosane
57.0

85.0

29.0
113.0 141.0 169.0 197.0 338.0225.0 253.0 281.0 309.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
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m/z-->

Abundance #105884: Octadecane
57.0

85.0

29.0 113.0 141.0 254.0169.0 197.0 225.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance #83023: Hexadecane
57.0

85.0

29.0
113.0 141.0 226.0169.0 197.0

10.20 10.40 10.60 10.80

m/z  57.05  100.00%

10.20 10.40 10.60 10.80

m/z  43.10   74.22%

10.20 10.40 10.60 10.80

m/z  71.10   68.09%

10.20 10.40 10.60 10.80

m/z  85.10   45.34%

10.20 10.40 10.60 10.80

m/z  41.05   37.78%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042517\
  Data File : BF094606.D                                          
  Acq On    : 25 Apr 2017  15:47
  Operator  : SJ/MA
  Sample    : I2811-01
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Heneicosane                     Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.11    2.15 ng          88131   Phenanthrene-d10           11.20

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heneicosane                         296 C21H44         000629-94-7 91
 2 Heptadecane                         240 C17H36         000629-78-7 91
 3 Tetracosane                         338 C24H50         000646-31-1 91
 4 Octadecane                          254 C18H38         000593-45-3 91
 5 Hexadecane                          226 C16H34         000544-76-3 87
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0

5000

m/z-->

Abundance Scan 1560 (11.113 min): BF094606.D (-1556) (-)
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113.2 141.0 181.0
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0

5000

m/z-->

Abundance #141425: Heneicosane
57.0

85.0

29.0
113.0 141.0 169.0 296.0197.0 225.0 253.0
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5000

m/z-->

Abundance #94345: Heptadecane
57.0

85.0

29.0
113.0 141.0 240.0169.0196.0

50 100 150 200 250 300
0

5000

m/z-->

Abundance #175557: Tetracosane
57.0

85.0

29.0
113.0 141.0 169.0 197.0 338.0225.0 253.0 281.0 309.0

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   72.52%

10.80 11.00 11.20 11.40

m/z  71.05   63.85%

10.80 11.00 11.20 11.40

m/z  85.05   46.98%

10.80 11.00 11.20 11.40

m/z  41.10   31.77%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042517\
  Data File : BF094606.D                                          
  Acq On    : 25 Apr 2017  15:47
  Operator  : SJ/MA
  Sample    : I2811-01
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Ethanol, 2-(dodecyloxy)-        Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.36    3.26 ng         152887   Chrysene-d12               14.45

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Ethanol, 2-(dodecyloxy)-            230 C14H30O2       004536-30-5 90
 2 Tritetracontane                     605 C43H88         007098-21-7 90
 3 Hexadecane, 1-chloro-               260 C16H33Cl       004860-03-1 87
 4 E-15-Heptadecenal                   252 C17H32O        1000130-97-9 83
 5 Tridecane                           184 C13H28         000629-50-5 64

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

5000

m/z-->

Abundance Scan 2112 (14.360 min): BF094606.D (-2107) (-)
57.1

111.1
182.2 248.1 306.2
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m/z-->

Abundance #86142: Ethanol, 2-(dodecyloxy)-
57.0

111.0
199.0
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0

5000

m/z-->

Abundance #241174: Tritetracontane
57.0

111.0 169.0 225.0 281.0 337.0 393.0 463.0 519.0 575.0

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

5000

m/z-->

Abundance #110907: Hexadecane, 1-chloro-
57.0

105.0 260.0161.0

14.00 14.20 14.40 14.60

m/z  57.10  100.00%

14.00 14.20 14.40 14.60

m/z  43.10   69.38%

14.00 14.20 14.40 14.60

m/z  71.10   67.52%

14.00 14.20 14.40 14.60

m/z  85.10   49.50%

14.00 14.20 14.40 14.60

m/z  55.05   33.75%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042517\
  Data File : BF094606.D                                          
  Acq On    : 25 Apr 2017  15:47
  Operator  : SJ/MA
  Sample    : I2811-01
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717.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|
----------------------------------------------------------------------------
2-Pentanone, 4-hy...   3.91    11.5 ng     448803  1   5.75  781237  20.0
unknown5.51            5.51   101.7 ng    3970780  1   5.75  781237  20.0
Tetracosane           10.56     2.7 ng     111364  4  11.20  821090  20.0
Heneicosane           11.11     2.1 ng      88131  4  11.20  821090  20.0
Ethanol, 2-(dodec...  14.36     3.3 ng     152887  5  14.45  938718  20.0
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