
                                     LSC Area Percent Report
 
  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF110517\
  Data File : BF100232.D                                          
  Acq On    :  5 Nov 2017  18:59
  Operator  : SJ/JU
  Sample    : I6285-01
  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-BF102317.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   4.981   489  492  519 rVB    98327    171832  13.32%   1.479%
  2   5.393   560  562  589 rBV   645189   1131206  87.71%   9.736%
  3   5.651   603  606  615 rVB    11628     18613   1.44%   0.160%
  4   6.416   733  736  754 rBV   786564   1140070  88.40%   9.812%
  5   6.540   754  757  777 rVB  1218856   1289661 100.00%  11.100%
 
  6   6.763   792  795  805 rBV   497952    452370  35.08%   3.893%
  7   6.916   818  821  837 rBV   997521    924572  71.69%   7.957%
  8   7.334   889  892  915 rBV   581796    676866  52.48%   5.826%
  9   8.045  1010 1013 1029 rBV   615647    596962  46.29%   5.138%
 10   9.116  1191 1195 1209 rBV  1138909   1064621  82.55%   9.163%
 
 11   9.516  1261 1263 1275 rBB    52331     50041   3.88%   0.431%
 12   9.792  1307 1310 1325 rBB2  600541    561543  43.54%   4.833%
 13  10.592  1443 1446 1459 rBV   524061    522725  40.53%   4.499%
 14  11.286  1561 1564 1575 rVB   487679    453016  35.13%   3.899%
 15  11.798  1649 1651 1661 rVB2   52488     58271   4.52%   0.502%
 
 16  12.586  1782 1785 1789 rBV3   16769     20844   1.62%   0.179%
 17  12.863  1828 1832 1836 rBV   955025    759185  58.87%   6.534%
 18  13.710  1971 1976 1978 rBV    14115     16193   1.26%   0.139%
 19  13.739  1978 1981 1988 rVB    43190     48640   3.77%   0.419%
 20  13.880  2002 2005 2009 rVB    23968     20070   1.56%   0.173%
 
 21  13.939  2012 2015 2022 rBV   509509    489306  37.94%   4.211%
 22  14.657  2134 2137 2142 rVB5   20772     23252   1.80%   0.200%
 23  14.980  2188 2192 2195 rBV    46215     51169   3.97%   0.440%
 24  15.339  2248 2253 2258 rBV    70278     84184   6.53%   0.725%
 25  15.398  2258 2263 2271 rVV   319580    428978  33.26%   3.692%
 
 26  15.751  2318 2323 2327 rBV    77328    111495   8.65%   0.960%
 27  16.221  2398 2403 2409 rVB2   71404    123086   9.54%   1.059%
 28  16.504  2447 2451 2458 rVB8   16672     31997   2.48%   0.275%
 29  16.780  2492 2498 2504 rVB3   50004     98139   7.61%   0.845%
 30  17.280  2576 2583 2589 rBV9   20398     52133   4.04%   0.449%
 
 31  17.427  2603 2608 2618 rVB2   34223     80371   6.23%   0.692%
 32  18.092  2716 2721 2726 rBV8    8787     16189   1.26%   0.139%
 33  18.203  2738 2740 2746 rVB6   13673     21821   1.69%   0.188%
 34  18.274  2749 2752 2760 rVB7   14232     29548   2.29%   0.254%
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                                     LSC Area Percent Report
 
  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF110517\
  Data File : BF100232.D                                          
  Acq On    :  5 Nov 2017  18:59
  Operator  : SJ/JU
  Sample    : I6285-01
  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-BF102317.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 
 
                        Sum of corrected areas:    11618969
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                              LSC Report - Integrated Chromatogram

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF110517\
  Data File : BF100232.D                                          
  Acq On    :  5 Nov 2017  18:59
  Operator  : SJ/JU
  Sample    : I6285-01
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317.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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF110517\
  Data File : BF100232.D                                          
  Acq On    :  5 Nov 2017  18:59
  Operator  : SJ/JU
  Sample    : I6285-01
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317.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.
---------------------------------------------------------------------
  4.98    7.60 ng         171832   1,4-Dichlorobenzene-d4      6.76

 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 Butane, 1-ethoxy-                   102 C6H14O         000628-81-9 9 
 4 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
 5 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 
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0

5000

m/z-->

Abundance Scan 492 (4.981 min): BF100232.D (-489) (-)
43.0

59.1

101.1

83.0
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m/z-->

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

59.0

101.031.0 83.0
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5000

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 #4425: Butane, 1-ethoxy-
59.0

31.0

43.0 73.0
15.0 102.087.0

4.60 4.80 5.00 5.20 5.40

m/z  43.00  100.00%

4.60 4.80 5.00 5.20 5.40

m/z  59.10   60.75%

4.60 4.80 5.00 5.20 5.40

m/z 101.10   24.84%

4.60 4.80 5.00 5.20 5.40

m/z  58.00   16.37%

4.60 4.80 5.00 5.20 5.40

m/z  41.10    8.76%
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                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF110517\
  Data File : BF100232.D                                          
  Acq On    :  5 Nov 2017  18:59
  Operator  : SJ/JU
  Sample    : I6285-01
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.54                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.54   57.02 ng        1289660   1,4-Dichlorobenzene-d4      6.76

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 38
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 25
 3 Amphetaminil                        250 C17H18N2       017590-01-1 12
 4 1H-Indazole, 7-methyl-              132 C8H8N2         1000316-00-7 10
 5 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 9 
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Abundance Scan 757 (6.540 min): BF100232.D (-754) (-)
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Abundance #14142: 3-Chloro-6-fluoro-pyrazine
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Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0

67.0

41.0 97.0
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m/z-->

Abundance #102556: Amphetaminil
132.0

105.0
77.051.0 159.0 222.0178.0 206.0

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   33.66%

6.20 6.40 6.60 6.80

m/z 134.00   32.34%

6.20 6.40 6.60 6.80

m/z  66.00   19.73%

6.20 6.40 6.60 6.80

m/z  96.00   13.32%
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                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF110517\
  Data File : BF100232.D                                          
  Acq On    :  5 Nov 2017  18:59
  Operator  : SJ/JU
  Sample    : I6285-01
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  n-Hexadecanoic acid             Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.80    2.57 ng          58271   Phenanthrene-d10           11.29

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 98
 2 Tetradecanoic acid                  228 C14H28O2       000544-63-8 72
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 68
 4 Dodecanoic acid                     200 C12H24O2       000143-07-7 64
 5 Tridecanoic acid                    214 C13H26O2       000638-53-9 64
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5000

m/z-->

Abundance Scan 1651 (11.798 min): BF100232.D (-1649) (-)
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Abundance #107549: n-Hexadecanoic acid
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110.040.0
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Abundance #84453: Tetradecanoic acid
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Abundance #95851: Pentadecanoic acid
73.043.0

129.0

97.0 199.0 242.0
157.0

15.0 177.0

11.40 11.60 11.80 12.00 12.20

m/z  73.00  100.00%

11.40 11.60 11.80 12.00 12.20

m/z  60.00   87.29%

11.40 11.60 11.80 12.00 12.20

m/z  57.10   84.80%

11.40 11.60 11.80 12.00 12.20

m/z  43.05   74.10%

11.40 11.60 11.80 12.00 12.20

m/z  55.05   57.96%
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                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF110517\
  Data File : BF100232.D                                          
  Acq On    :  5 Nov 2017  18:59
  Operator  : SJ/JU
  Sample    : I6285-01
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Heneicosane                     Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.34    3.92 ng          84184   Perylene-d12               15.40

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heneicosane                         296 C21H44         000629-94-7 91
 2 Heptadecane                         240 C17H36         000629-78-7 90
 3 2-methyloctacosane                  408 C29H60         1000376-72-8 90
 4 Heptadecane, 9-octyl-               352 C25H52         007225-64-1 90
 5 Hexacosane                          366 C26H54         000630-01-3 87
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Abundance Scan 2253 (15.339 min): BF100232.D (-2248) (-)
57.0

99.1

155.2 225.1 267.2

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #141426: Heneicosane
57.0

99.0
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Abundance #94346: Heptadecane
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Abundance #215181: 2-methyloctacosane
57.0

99.0
141.0 365.0183.027.0 225.0 267.0 309.0

15.00 15.20 15.40 15.60

m/z  57.05  100.00%

15.00 15.20 15.40 15.60

m/z  71.05   78.95%

15.00 15.20 15.40 15.60

m/z  43.05   56.55%

15.00 15.20 15.40 15.60

m/z  85.10   55.66%

15.00 15.20 15.40 15.60

m/z  99.10   25.73%
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                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF110517\
  Data File : BF100232.D                                          
  Acq On    :  5 Nov 2017  18:59
  Operator  : SJ/JU
  Sample    : I6285-01
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Octacosane                      Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.75    5.20 ng         111495   Perylene-d12               15.40

 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 Pentacosane                         352 C25H52         000629-99-2 91
 4 Tridecanol, 2-ethyl-2-methyl-       242 C16H34O        1000115-66-1 91
 5 Heptadecane, 9-octyl-               352 C25H52         007225-64-1 91
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Abundance Scan 2323 (15.751 min): BF100232.D (-2318) (-)
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Abundance #209565: Octacosane
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99.0
141.027.0 183.0 225.0 281.0 337.0 394.0
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Abundance #141426: Heneicosane
57.0

99.0
141.027.0 183.0 296.0225.0 266.0
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5000

m/z-->

Abundance #185533: Pentacosane
57.0

99.0
141.0 183.0 225.0 352.0267.027.0 309.0

15.40 15.60 15.80 16.00

m/z  57.10  100.00%

15.40 15.60 15.80 16.00

m/z  71.05   77.39%

15.40 15.60 15.80 16.00

m/z  43.10   54.04%

15.40 15.60 15.80 16.00

m/z  85.05   53.51%

15.40 15.60 15.80 16.00

m/z  99.10   20.05%
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                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF110517\
  Data File : BF100232.D                                          
  Acq On    :  5 Nov 2017  18:59
  Operator  : SJ/JU
  Sample    : I6285-01
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Pentacosane                     Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.22    5.74 ng         123086   Perylene-d12               15.40

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentacosane                         352 C25H52         000629-99-2 91
 2 Hexacosane                          366 C26H54         000630-01-3 91
 3 Octacosane                          394 C28H58         000630-02-4 91
 4 Heneicosane                         296 C21H44         000629-94-7 91
 5 Triacontane                         422 C30H62         000638-68-6 91
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5000

m/z-->

Abundance Scan 2403 (16.221 min): BF100232.D (-2398) (-)
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99.0
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Abundance #185533: Pentacosane
57.0

99.0
141.0 183.0 225.0 352.0267.027.0 309.0
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5000

m/z-->

Abundance #194493: Hexacosane
57.0

99.0
141.0 183.0 367.0225.0 267.0 309.0
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5000

m/z-->

Abundance #209566: Octacosane
57.0

99.0
141.027.0 183.0 225.0 281.0 394.0337.0

16.00 16.20 16.40 16.60

m/z  57.05  100.00%

16.00 16.20 16.40 16.60

m/z  71.05   76.23%

16.00 16.20 16.40 16.60

m/z  85.10   58.18%

16.00 16.20 16.40 16.60

m/z  43.05   52.83%

16.00 16.20 16.40 16.60

m/z  55.05   22.26%
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                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF110517\
  Data File : BF100232.D                                          
  Acq On    :  5 Nov 2017  18:59
  Operator  : SJ/JU
  Sample    : I6285-01
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  unknown17.28                    Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.28    2.43 ng          52133   Perylene-d12               15.40

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Ledene oxide-(II)                   220 C15H24O        1000159-36-7 12
 2 1H-Cyclopenta[a]phenanthrene-16-... 398 C24H34N2O3     1000337-25-3 12
 3 5-Pyrimidinamine, 2-chloro-4-eth... 173 C6H8ClN3O      054484-70-7 11
 4 2,3,4-Trifluorobenzamide            175 C7H4F3NO       207919-09-3 9 
 5 1,4-Bis[methyl(tetramethylene)si... 286 C14H30O2Si2    1000216-99-8 9 
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                                 Library Search Compound Report

  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF110517\
  Data File : BF100232.D                                          
  Acq On    :  5 Nov 2017  18:59
  Operator  : SJ/JU
  Sample    : I6285-01
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  Eicosane                        Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.43    3.75 ng          80371   Perylene-d12               15.40

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 93
 2 Hentriacontane                      437 C31H64         000630-04-6 86
 3 Octadecane                          254 C18H38         000593-45-3 80
 4 2-methyloctacosane                  408 C29H60         1000376-72-8 80
 5 Hexadecane                          226 C16H34         000544-76-3 72
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF110517\
  Data File : BF100232.D                                          
  Acq On    :  5 Nov 2017  18:59
  Operator  : SJ/JU
  Sample    : I6285-01
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317.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...   4.98     7.6 ng     171832  1   6.76  452370  20.0
unknown6.54            6.54    57.0 ng    1289660  1   6.76  452370  20.0
n-Hexadecanoic acid   11.80     2.6 ng      58271  4  11.29  453016  20.0
Heneicosane           15.34     3.9 ng      84184  6  15.40  428978  20.0
Octacosane            15.75     5.2 ng     111495  6  15.40  428978  20.0
Pentacosane           16.22     5.7 ng     123086  6  15.40  428978  20.0
unknown17.28          17.28     2.4 ng      52133  6  15.40  428978  20.0
Eicosane              17.43     3.8 ng      80371  6  15.40  428978  20.0
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