
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010716\
  Data File : BF084318.D                                          
  Acq On    :  8 Jan 2016  00:38
  Operator  : SJ/UM
  Sample    : H1028-08
  Misc      :  
  ALS Vial  : 13   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-BF123115.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   5.058   257  260  267 rVB  1523500   2365406  29.09%   3.250%
  2   5.481   294  297  299 rBV  7206640   7781336  95.71%  10.693%
  3   6.510   384  387  390 rVB  5748531   7799131  95.93%  10.717%
  4   6.636   395  398  401 rBV  6232527   7615342  93.67%  10.465%
  5   6.864   416  418  421 rVB  1921108   1565152  19.25%   2.151%
 
  6   7.024   429  432  434 rBV  6777850   5930257  72.94%   8.149%
  7   7.436   465  468  470 rBV  5133135   5501699  67.67%   7.560%
  8   8.156   528  531  533 rBV  2145216   2125213  26.14%   2.920%
  9   9.230   622  625  628 rBV  8407741   8130234 100.00%  11.172%
 10   9.619   657  659  662 rBV   719345    996888  12.26%   1.370%
 
 11   9.905   682  684  687 rVB  2502886   2241242  27.57%   3.080%
 12  10.339   718  722  724 rBV2  141070    151851   1.87%   0.209%
 13  10.556   738  741  745 rBV    51679    100396   1.23%   0.138%
 14  10.693   750  753  756 rBV2 4464129   5493453  67.57%   7.549%
 15  10.808   762  763  770 rVB   156929    297524   3.66%   0.409%
 
 16  11.265   801  803  804 rBV   135467    142646   1.75%   0.196%
 17  11.390   812  814  816 rBV  2563993   2244977  27.61%   3.085%
 18  11.448   816  819  823 rVB    40792     85201   1.05%   0.117%
 19  12.979   950  953  956 rBV  7267529   7480527  92.01%  10.280%
 20  13.882  1029 1032 1042 rBV   267641    492491   6.06%   0.677%
 
 21  14.019  1042 1044 1047 rBV2 1620408   1847216  22.72%   2.538%
 22  15.448  1167 1169 1172 rBV   916076   1392662  17.13%   1.914%
 23  16.134  1224 1229 1240 rVB   121823    495827   6.10%   0.681%
 24  16.968  1298 1302 1309 rBV    44277     96503   1.19%   0.133%
 25  17.643  1357 1361 1365 rBV    46390    116682   1.44%   0.160%
 
 26  18.431  1425 1430 1437 rBV    47663    147972   1.82%   0.203%
 27  19.380  1508 1513 1519 rBV2   38103    132795   1.63%   0.182%
 
 
                        Sum of corrected areas:    72770623
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010716\
  Data File : BF084318.D                                          
  Acq On    :  8 Jan 2016  00:38
  Operator  : SJ/UM
  Sample    : H1028-08
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.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\BF010716\
  Data File : BF084318.D                                          
  Acq On    :  8 Jan 2016  00:38
  Operator  : SJ/UM
  Sample    : H1028-08
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.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.
---------------------------------------------------------------------
  5.06   30.23 ng        2365410   1,4-Dichlorobenzene-d4      6.86

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 53
 2 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 39
 3 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 33
 4 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 33
 5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 25
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0

5000

m/z-->

Abundance Scan 260 (5.058 min): BF084318.D (-257) (-)
43

59

101

83 207
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0

5000

m/z-->

Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43

59

15 10131 83
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m/z-->

Abundance #7975: Acetic acid, 1,1-dimethylethyl ester
43

57

10129
15 73 85
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0

5000

m/z-->

Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59

41
10129

73 86

4.80 5.00 5.20 5.40

m/z  43.10  100.00%

4.80 5.00 5.20 5.40

m/z  59.10   58.88%

4.80 5.00 5.20 5.40

m/z 101.10   18.86%

4.80 5.00 5.20 5.40

m/z  58.10   15.08%

4.80 5.00 5.20 5.40

m/z  41.10    8.79%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010716\
  Data File : BF084318.D                                          
  Acq On    :  8 Jan 2016  00:38
  Operator  : SJ/UM
  Sample    : H1028-08
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.64                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.64   97.31 ng        7615340   1,4-Dichlorobenzene-d4      6.86

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 22
 3 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 12
 4 (5-METHYL-2-PYRIDYL)ACETONITRILE    132 C8H8N2         1000241-93-9 10
 5 Benzene, 1,3,5-trifluoro-           132 C6H3F3         000372-38-3 9 
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0

5000

m/z-->

Abundance Scan 398 (6.636 min): BF084318.D (-395) (-)
132
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Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132

69
104

785131 38
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m/z-->

Abundance #14013: 1H-Benzimidazole, 2-methyl-
132

63 104905239 772815 116
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0

5000

m/z-->

Abundance #13679: 5-Fluoro-2-chloropyrimidine
132

1059733 44
70 786051 86 115

6.40 6.60 6.80 7.00

m/z 132.00  100.00%

6.40 6.60 6.80 7.00

m/z  68.10   47.74%

6.40 6.60 6.80 7.00

m/z 134.00   33.75%

6.40 6.60 6.80 7.00

m/z  66.10   32.21%

6.40 6.60 6.80 7.00

m/z  69.10   20.09%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010716\
  Data File : BF084318.D                                          
  Acq On    :  8 Jan 2016  00:38
  Operator  : SJ/UM
  Sample    : H1028-08
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Hexadecane                      Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.81    2.65 ng         297524   Phenanthrene-d10           11.39

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecane                          226 C16H34         000544-76-3 91
 2 Tridecane, 1-iodo-                  310 C13H27I        035599-77-0 90
 3 Eicosane, 10-methyl-                296 C21H44         054833-23-7 90
 4 Eicosane                            282 C20H42         000112-95-8 90
 5 Pentadecane                         212 C15H32         000629-62-9 83
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0

5000

m/z-->

Abundance Scan 763 (10.808 min): BF084318.D (-762) (-)
57

8541
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m/z-->

Abundance #73965: Hexadecane
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Abundance #122578: Tridecane, 1-iodo-
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Abundance #115575: Eicosane, 10-methyl-
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10.40 10.60 10.80 11.00 11.20

m/z  57.10  100.00%

10.40 10.60 10.80 11.00 11.20

m/z  43.10   73.51%

10.40 10.60 10.80 11.00 11.20

m/z  71.10   48.03%

10.40 10.60 10.80 11.00 11.20

m/z  85.10   31.18%

10.40 10.60 10.80 11.00 11.20

m/z  41.10   29.39%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010716\
  Data File : BF084318.D                                          
  Acq On    :  8 Jan 2016  00:38
  Operator  : SJ/UM
  Sample    : H1028-08
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  1-Docosene                      Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.88    5.33 ng         492491   Chrysene-d12               14.02

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Docosene                          308 C22H44         001599-67-3 91
 2 9-Eicosene, (E)-                    280 C20H40         074685-29-3 90
 3 Trichloroacetic acid, hexadecyl ... 386 C18H33Cl3O2    074339-54-1 90
 4 5-Eicosene, (E)-                    280 C20H40         074685-30-6 87
 5 17-Pentatriacontene                 491 C35H70         006971-40-0 86

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

5000

m/z-->

Abundance Scan 1032 (13.882 min): BF084318.D (-1029) (-)
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5000

m/z-->

Abundance #121981: 1-Docosene
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153168 30814
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5000

m/z-->

Abundance #106399: 9-Eicosene, (E)-
57 83

41
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139 280154 18119625 252223
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0

5000

m/z-->

Abundance #152927: Trichloroacetic acid, hexadecyl ester
43

69
97

12527
153 196168 224

13.60 13.80 14.00 14.20

m/z  57.10  100.00%

13.60 13.80 14.00 14.20

m/z  43.05   90.63%

13.60 13.80 14.00 14.20

m/z  55.10   82.97%

13.60 13.80 14.00 14.20

m/z  83.05   75.11%

13.60 13.80 14.00 14.20

m/z  97.10   74.70%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010716\
  Data File : BF084318.D                                          
  Acq On    :  8 Jan 2016  00:38
  Operator  : SJ/UM
  Sample    : H1028-08
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Dibenzylidene 4,4'-biphenyl...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.13    7.12 ng         495827   Perylene-d12               15.46

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Dibenzylidene 4,4'-biphenylenedi... 360 C26H20N2       006311-48-4 91
 2 Benzaldehyde, 4-hydroxy-3,5-dime... 360 C18H20N2O6     014414-32-5 49
 3 1,10-Phenanthroline, 2,9-dimethy... 360 C26H20N2       004733-39-5 47
 4 N,N'-di-2-Naphthyl-p-phenylenedi... 360 C26H20N2       000093-46-9 46
 5 1,3,2-Dioxaborolane, bis(spiro[4... 360 C20H13BO6      1000150-23-7 43
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5000

m/z-->

Abundance Scan 1229 (16.134 min): BF084318.D (-1224) (-)
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Abundance #145066: Dibenzylidene 4,4'-biphenylenediamine
360
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Abundance #144793: Benzaldehyde, 4-hydroxy-3,5-dimethoxy-, [(4-hydro...
360

207
33218067 12339 15393 257 285 31415 225
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5000
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Abundance #145069: 1,10-Phenanthroline, 2,9-dimethyl-4,7-diphenyl-
360

1801587744 283138115 214 316 34224025896

15.80 16.00 16.20 16.40

m/z 360.20  100.00%

15.80 16.00 16.20 16.40

m/z 152.05   46.20%

15.80 16.00 16.20 16.40

m/z 361.15   28.91%

15.80 16.00 16.20 16.40

m/z 359.15   26.45%

15.80 16.00 16.20 16.40

m/z 179.10   23.57%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010716\
  Data File : BF084318.D                                          
  Acq On    :  8 Jan 2016  00:38
  Operator  : SJ/UM
  Sample    : H1028-08
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Eicosane                        Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.43    2.13 ng         147972   Perylene-d12               15.46

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 94
 2 Tetratriacontane                    479 C34H70         014167-59-0 90
 3 Octacosane                          394 C28H58         000630-02-4 87
 4 Pentacosane                         352 C25H52         000629-99-2 83
 5 Tetratetracontane                   619 C44H90         007098-22-8 80

0 50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 1430 (18.431 min): BF084318.D (-1425) (-)
57

85

113 155 282221193

0 50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #107655: Eicosane
57

85

11329 141 169 282197 225 253

0 50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #167078: Tetratriacontane
57

85

11329 141 169 197 225 311 410253 367281 337 435

0 50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #155177: Octacosane
57

85

29 113 141 169 197 225 281253 309 337 394365

18.20 18.40 18.60 18.80

m/z  57.05  100.00%

18.20 18.40 18.60 18.80

m/z  71.10   65.27%

18.20 18.40 18.60 18.80

m/z  43.10   61.03%

18.20 18.40 18.60 18.80

m/z  85.10   54.74%

18.20 18.40 18.60 18.80

m/z  97.10   24.41%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010716\
  Data File : BF084318.D                                          
  Acq On    :  8 Jan 2016  00:38
  Operator  : SJ/UM
  Sample    : H1028-08
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.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...   5.06    30.2 ng    2365410  1   6.86 1565150  20.0
unknown6.64            6.64    97.3 ng    7615340  1   6.86 1565150  20.0
Hexadecane            10.81     2.6 ng     297524  4  11.39 2244980  20.0
1-Docosene            13.88     5.3 ng     492491  5  14.02 1847220  20.0
Dibenzylidene 4,4...  16.13     7.1 ng     495827  6  15.46 1392660  20.0
Eicosane              18.43     2.1 ng     147972  6  15.46 1392660  20.0
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