
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072618\
  Data File : BF107709.D                                          
  Acq On    : 26 Jul 2018  19:32
  Operator  : JU/SJ
  Sample    : J4095-13
  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:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018.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   5.195   482  486  495 rBV   277280    394826  11.13%   1.171%
  2   5.595   551  554  575 rBV  1403059   2622630  73.96%   7.777%
  3   6.595   721  724  744 rBV  1601163   3014504  85.01%   8.939%
  4   6.736   744  748  774 rVB  2297319   3264472  92.06%   9.680%
  5   6.960   783  786  804 rVB   599469    943407  26.60%   2.798%
 
  6   7.113   809  812  840 rVB  1984768   2436044  68.70%   7.224%
  7   7.525   878  882  906 rBV  1286213   2034071  57.36%   6.032%
  8   7.678   906  908  918 rVB2   29832     45846   1.29%   0.136%
  9   8.242  1000 1004 1023 rBV  1026741   1396600  39.38%   4.141%
 10   9.313  1182 1186 1202 rBV  3153715   3546162 100.00%  10.516%
 
 11   9.707  1249 1253 1265 rBV   217102    236368   6.67%   0.701%
 12  10.001  1299 1303 1322 rVB  1490857   1560151  44.00%   4.626%
 13  10.383  1364 1368 1371 rBV2   32091     43342   1.22%   0.129%
 14  10.795  1434 1438 1451 rBV  1985809   2459490  69.36%   7.293%
 15  10.883  1451 1453 1459 rVB3   32997     54270   1.53%   0.161%
 
 16  11.495  1553 1557 1569 rBV2 1348618   1844016  52.00%   5.468%
 17  11.760  1597 1602 1605 rBV4   31962     41011   1.16%   0.122%
 18  12.001  1639 1643 1646 rBV   173573    197838   5.58%   0.587%
 19  12.113  1659 1662 1664 rBV3   39828     37527   1.06%   0.111%
 20  12.171  1669 1672 1675 rBV2   30494     36769   1.04%   0.109%
 
 21  12.324  1695 1698 1703 rBV6   30398     53633   1.51%   0.159%
 22  12.448  1716 1719 1721 rBV2   38712     39277   1.11%   0.116%
 23  12.554  1734 1737 1740 rBV3   48609     54922   1.55%   0.163%
 24  12.713  1758 1764 1768 rBV   334687    423892  11.95%   1.257%
 25  12.871  1788 1791 1794 rVB   150331    114243   3.22%   0.339%
 
 26  12.942  1798 1803 1810 rVV   269546    404330  11.40%   1.199%
 27  13.077  1822 1826 1833 rBV  2815037   2746500  77.45%   8.144%
 28  13.283  1859 1861 1864 rVB    78254     71679   2.02%   0.213%
 29  13.313  1864 1866 1873 rBV3   42805     70129   1.98%   0.208%
 30  13.407  1880 1882 1892 rVB3   54428    102380   2.89%   0.304%
 
 31  13.624  1917 1919 1922 rBV2   53334     57876   1.63%   0.172%
 32  13.954  1972 1975 1978 rBV3  167625    177339   5.00%   0.526%
 33  14.142  2003 2007 2011 rBV   917139   1145645  32.31%   3.397%
 34  14.748  2107 2110 2114 rVB   186043    191473   5.40%   0.568%
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                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072618\
  Data File : BF107709.D                                          
  Acq On    : 26 Jul 2018  19:32
  Operator  : JU/SJ
  Sample    : J4095-13
  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:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  14.895  2133 2135 2141 rVB2   99867    109904   3.10%   0.326%
 
 36  15.218  2187 2190 2193 rBV    95808    144515   4.08%   0.429%
 37  15.607  2253 2256 2261 rBV   100155    148687   4.19%   0.441%
 38  15.677  2261 2268 2282 rVB   724728   1337874  37.73%   3.967%
 39  16.112  2339 2342 2347 rVB    75259    119104   3.36%   0.353%
 
 
                        Sum of corrected areas:    33722746
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072618\
  Data File : BF107709.D                                          
  Acq On    : 26 Jul 2018  19:32
  Operator  : JU/SJ
  Sample    : J4095-13
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018.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:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072618\
  Data File : BF107709.D                                          
  Acq On    : 26 Jul 2018  19:32
  Operator  : JU/SJ
  Sample    : J4095-13
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018.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.
---------------------------------------------------------------------
  5.20    8.37 ng         394826   1,4-Dichlorobenzene-d4      6.96

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 45
 2 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 42
 3 2-Hexanol, 2-methyl-                116 C7H16O         000625-23-0 40
 4 3-Octanol                           130 C8H18O         000589-98-0 33
 5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 25

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

5000

m/z-->

Abundance Scan 487 (5.201 min): BF107709.D (-482) (-)
43

59

101

8353

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

5000

m/z-->

Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43

59
10127 8337 53 67 9177

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

5000

m/z-->

Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59

41
10129

53 73 86

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

5000

m/z-->

Abundance #8346: 2-Hexanol, 2-methyl-
59

101
4131 836915 53

4.80 5.00 5.20 5.40 5.60

m/z  43.00  100.00%

4.80 5.00 5.20 5.40 5.60

m/z  59.00   62.10%

4.80 5.00 5.20 5.40 5.60

m/z 101.00   19.89%

4.80 5.00 5.20 5.40 5.60

m/z  58.00   17.11%

4.80 5.00 5.20 5.40 5.60

m/z  41.00    8.65%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072618\
  Data File : BF107709.D                                          
  Acq On    : 26 Jul 2018  19:32
  Operator  : JU/SJ
  Sample    : J4095-13
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.74                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.74   69.21 ng        3264470   1,4-Dichlorobenzene-d4      6.96

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 35
 2 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 35
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 12
 4 1,3,5-Trifluorobenzene              132 C6H3F3         000372-38-3 9 
 5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
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Abundance Scan 749 (6.742 min): BF107709.D (-744) (-)
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Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
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m/z-->

Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132

69
104

785131
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0

5000

m/z-->

Abundance #52379: Tranylcypromine-propionyl
13257

74
116

98

89 189158107

6.40 6.60 6.80 7.00

m/z 132.00  100.00%

6.40 6.60 6.80 7.00

m/z  68.00   34.00%

6.40 6.60 6.80 7.00

m/z 134.00   32.89%

6.40 6.60 6.80 7.00

m/z  66.00   23.07%

6.40 6.60 6.80 7.00

m/z  96.00   13.86%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072618\
  Data File : BF107709.D                                          
  Acq On    : 26 Jul 2018  19:32
  Operator  : JU/SJ
  Sample    : J4095-13
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018.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  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.00    2.15 ng         197838   Phenanthrene-d10           11.49

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 98
 2 Pentadecanoic acid                  242 C15H30O2       001002-84-2 70
 3 Tetradecanoic acid                  228 C14H28O2       000544-63-8 62
 4 Tridecanoic acid                    214 C13H26O2       000638-53-9 60
 5 n-Decanoic acid                     172 C10H20O2       000334-48-5 49
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0

5000

m/z-->

Abundance Scan 1643 (12.001 min): BF107709.D (-1639) (-)
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Abundance #107549: n-Hexadecanoic acid
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97 115 213 256157 171185143 199 227241
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Abundance #95851: Pentadecanoic acid
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0
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Abundance #84453: Tetradecanoic acid
7360
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11.60 11.80 12.00 12.20 12.40

m/z  43.00  100.00%

11.60 11.80 12.00 12.20 12.40

m/z  60.00   99.40%

11.60 11.80 12.00 12.20 12.40

m/z  73.00   95.40%

11.60 11.80 12.00 12.20 12.40

m/z  55.00   76.93%

11.60 11.80 12.00 12.20 12.40

m/z  57.00   73.91%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072618\
  Data File : BF107709.D                                          
  Acq On    : 26 Jul 2018  19:32
  Operator  : JU/SJ
  Sample    : J4095-13
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.95    3.10 ng         177339   Chrysene-d12               14.14

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Octadecene                        252 C18H36         000112-88-9 96
 2 1-Hexadecanesulfonyl chloride       324 C16H33ClO2S    038775-38-1 91
 3 Oxalic acid, hexadecyl propyl ester 356 C21H40O4       1000309-26-9 91
 4 17-Pentatriacontene                 491 C35H70         006971-40-0 91
 5 Trichloroacetic acid, tetradecyl... 358 C16H29Cl3O2    074339-52-9 81
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0

5000

m/z-->

Abundance Scan 1974 (13.948 min): BF107709.D (-1972) (-)
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Abundance #104184: 1-Octadecene
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Abundance #164026: 1-Hexadecanesulfonyl chloride
57
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139 224196 271167 253 307289 323
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0

5000

m/z-->

Abundance #187989: Oxalic acid, hexadecyl propyl ester
43

71
97

269
27 125 196154 224 312251

13.60 13.80 14.00 14.20

m/z  57.00  100.00%

13.60 13.80 14.00 14.20

m/z  55.00   56.07%

13.60 13.80 14.00 14.20

m/z  43.00   53.95%

13.60 13.80 14.00 14.20

m/z 226.10   48.93%

13.60 13.80 14.00 14.20

m/z  97.10   44.33%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072618\
  Data File : BF107709.D                                          
  Acq On    : 26 Jul 2018  19:32
  Operator  : JU/SJ
  Sample    : J4095-13
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  1,4-Benzenedicarboxylic aci...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.75    3.34 ng         191473   Chrysene-d12               14.14

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1,4-Benzenedicarboxylic acid, bi... 390 C24H38O4       006422-86-2 72
 2 1,3-Benzenedicarboxylic acid, bi... 390 C24H38O4       000137-89-3 52
 3 Isophthalic acid, 3-methylbut-2-... 348 C21H32O4       1000344-72-4 50
 4 Terephthalic acid, di(4-octyl) e... 390 C24H38O4       1000323-74-2 43
 5 Terephthalic acid, monochloride,... 296 C16H21ClO3     1000324-22-9 35
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Abundance Scan 2110 (14.748 min): BF107709.D (-2107) (-)
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Abundance #207813: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl) este
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Abundance #207811: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl) este
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Abundance #182849: Isophthalic acid, 3-methylbut-2-yl octyl ester
261

16770
237104 13343 280 304

14.40 14.60 14.80 15.00

m/z  70.10  100.00%

14.40 14.60 14.80 15.00

m/z 149.00   67.67%

14.40 14.60 14.80 15.00

m/z  57.00   53.86%

14.40 14.60 14.80 15.00

m/z 261.15   53.18%

14.40 14.60 14.80 15.00

m/z 112.05   43.08%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072618\
  Data File : BF107709.D                                          
  Acq On    : 26 Jul 2018  19:32
  Operator  : JU/SJ
  Sample    : J4095-13
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018.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...   5.20     8.4 ng     394826  1   6.96  943407  20.0
unknown6.74            6.74    69.2 ng    3264470  1   6.96  943407  20.0
n-Hexadecanoic acid   12.00     2.1 ng     197838  4  11.49 1844020  20.0
1-Octadecene          13.95     3.1 ng     177339  5  14.14 1145650  20.0
1,4-Benzenedicarb...  14.75     3.3 ng     191473  5  14.14 1145650  20.0
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