
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF121018\
  Data File : BF111262.D                                          
  Acq On    : 11 Dec 2018  00:26
  Operator  : JU/SJ
  Sample    : J6234-01 5X
  Misc      :  
  ALS Vial  : 20   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-BF120818.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   4.440   395  400  408 rVB5   24139     42455   1.11%   0.119%
  2   4.987   490  493  497 rVB   114745    106143   2.77%   0.298%
  3   5.216   526  532  535 rBV    43519     49828   1.30%   0.140%
  4   5.404   561  564  575 rVB  2501058   2373846  61.84%   6.668%
  5   5.722   614  618  621 rBV   122453    114770   2.99%   0.322%
 
  6   6.063   673  676  682 rVB2   47704     51616   1.34%   0.145%
  7   6.422   733  737  746 rBV  2788340   2544187  66.28%   7.147%
  8   6.563   758  761  771 rVB  2658870   2455058  63.96%   6.896%
  9   6.645   773  775  778 rVB    52360     46284   1.21%   0.130%
 10   6.798   798  801  805 rBV  3425386   3090012  80.50%   8.680%
 
 11   6.957   824  828  831 rBV  2338827   1864789  48.58%   5.238%
 12   7.357   889  896  903 rBV  1608267   1489879  38.81%   4.185%
 13   7.410   903  905  909 rVB    58865     45309   1.18%   0.127%
 14   7.957   994  998 1002 rBV2   31285     43209   1.13%   0.121%
 15   8.081  1015 1019 1023 rBV  4223855   3838687 100.00%  10.783%
 
 16   8.157  1030 1032 1040 rVB3   44579     58314   1.52%   0.164%
 17   8.639  1109 1114 1118 rBV7   27717     41338   1.08%   0.116%
 18   8.686  1118 1122 1124 rBV2   40808     40703   1.06%   0.114%
 19   9.157  1198 1202 1209 rBV  2722306   2131897  55.54%   5.988%
 20   9.251  1215 1218 1221 rVB3   54779     52723   1.37%   0.148%
 
 21   9.551  1266 1269 1271 rBV   179206    140231   3.65%   0.394%
 22   9.839  1312 1318 1322 rBV  2792559   2549667  66.42%   7.162%
 23   9.869  1322 1323 1332 rVB8   48467     52632   1.37%   0.148%
 24  10.616  1447 1450 1456 rBV   779954    761312  19.83%   2.139%
 25  10.663  1456 1458 1465 rVB    58650     66614   1.74%   0.187%
 
 26  10.963  1501 1509 1512 rBV10   37521     92418   2.41%   0.260%
 27  11.063  1522 1526 1533 rVB   284420    320655   8.35%   0.901%
 28  11.322  1566 1570 1572 rBV  2591228   2371145  61.77%   6.661%
 29  11.339  1572 1573 1577 rVV   399225    318836   8.31%   0.896%
 30  11.392  1580 1582 1585 rVB    83807     69965   1.82%   0.197%
 
 31  11.851  1657 1660 1664 rBV   235410    215573   5.62%   0.606%
 32  11.916  1665 1671 1676 rVV3   89503    185245   4.83%   0.520%
 33  12.133  1706 1708 1715 rVB8   40420     43321   1.13%   0.122%
 34  12.369  1746 1748 1751 rBV2   41546     41748   1.09%   0.117%
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                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF121018\
  Data File : BF111262.D                                          
  Acq On    : 11 Dec 2018  00:26
  Operator  : JU/SJ
  Sample    : J6234-01 5X
  Misc      :  
  ALS Vial  : 20   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-BF120818.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  12.527  1772 1775 1779 rBV   521832    450357  11.73%   1.265%
 
 36  12.580  1782 1784 1789 rVB6   49408     56790   1.48%   0.160%
 37  12.639  1791 1794 1798 rBV3  113012    138208   3.60%   0.388%
 38  12.692  1800 1803 1808 rVB4   93937    120239   3.13%   0.338%
 39  12.757  1809 1814 1817 rBV   458624    463604  12.08%   1.302%
 40  12.904  1836 1839 1845 rBV  1531804   1349750  35.16%   3.791%
 
 41  12.974  1849 1851 1857 rVV6   76671    118997   3.10%   0.334%
 42  13.151  1879 1881 1885 rVB2   92955     75978   1.98%   0.213%
 43  13.192  1885 1888 1891 rBV3   80748     92425   2.41%   0.260%
 44  13.957  2013 2018 2021 rBV  2190072   2208598  57.54%   6.204%
 45  13.980  2021 2022 2025 rVB   199477    112402   2.93%   0.316%
 
 46  14.904  2176 2179 2181 rBV3  267425    338275   8.81%   0.950%
 47  15.398  2259 2263 2267 rVB  1015895   1126748  29.35%   3.165%
 48  17.080  2545 2549 2550 rBV3  272388    408760  10.65%   1.148%
 49  17.221  2572 2573 2574 rBV   204367    140525   3.66%   0.395%
 50  18.939  2860 2865 2870 rBV8  235269    687803  17.92%   1.932%
 
 
 
                        Sum of corrected areas:    35599868
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF121018\
  Data File : BF111262.D                                          
  Acq On    : 11 Dec 2018  00:26
  Operator  : JU/SJ
  Sample    : J6234-01 5X
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120818.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\BF121018\
  Data File : BF111262.D                                          
  Acq On    : 11 Dec 2018  00:26
  Operator  : JU/SJ
  Sample    : J6234-01 5X
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  unknown6.56                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.56   15.89 ng        2455060   1,4-Dichlorobenzene-d4      6.80

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 1,3,5-Trifluorobenzene              132 C6H3F3         000372-38-3 9 
 3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
 4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2         022291-85-6 9 
 5 1-Methylpyrrolo[1,2-a]pyrazine      132 C8H8N2         064608-59-9 9 

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

5000

m/z-->

Abundance Scan 760 (6.557 min): BF111262.D (-758) (-)
132.0

68.0

96.040.0 54.0 106.078.0

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

5000

m/z-->

Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0

69.0
104.0

51.031.0
79.0

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

5000

m/z-->

Abundance #14395: 1,3,5-Trifluorobenzene
132.0

81.063.0
112.0101.031.0 50.0

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

5000

m/z-->

Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132.0

117.0

91.0
39.0 51.0 65.0 77.0 105.027.0

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   49.86%

6.20 6.40 6.60 6.80

m/z  66.05   30.44%

6.20 6.40 6.60 6.80

m/z 134.00   30.38%

6.20 6.40 6.60 6.80

m/z  69.10   19.34%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF121018\
  Data File : BF111262.D                                          
  Acq On    : 11 Dec 2018  00:26
  Operator  : JU/SJ
  Sample    : J6234-01 5X
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  2-Propenoic acid, 2-methyl-...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.06    2.70 ng         320655   Phenanthrene-d10           11.32

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Propenoic acid, 2-methyl-, dec... 226 C14H26O2       003179-47-3 91
 2 n-Dodecyl methacrylate              254 C16H30O2       000142-90-5 91
 3 7-Tetradecene, (Z)-                 196 C14H28         041446-60-0 51
 4 7-Tetradecene, (E)-                 196 C14H28         041446-63-3 51
 5 Cyclododecane                       168 C12H24         000294-62-2 42

20 40 60 80 100 120 140 160 180 200 220
0

5000

m/z-->

Abundance Scan 1526 (11.063 min): BF111262.D (-1522) (-)
69.041.1

87.1

111.1
196.1168.2140.1 217.2

20 40 60 80 100 120 140 160 180 200 220
0

5000

m/z-->

Abundance #82816: 2-Propenoic acid, 2-methyl-, decyl ester
69.0 87.0

41.0

111.0 140.0

183.0165.0 227.015.0 208.0

20 40 60 80 100 120 140 160 180 200 220
0

5000

m/z-->

Abundance #105675: n-Dodecyl methacrylate
41.0

69.0

87.0

111.0
168.0140.0

20 40 60 80 100 120 140 160 180 200 220
0

5000

m/z-->

Abundance #58290: 7-Tetradecene, (Z)-
55.0

83.0

29.0

111.0 196.0140.0 168.0

10.80 11.00 11.20 11.40

m/z  69.00  100.00%

10.80 11.00 11.20 11.40

m/z  41.10   92.47%

10.80 11.00 11.20 11.40

m/z  87.10   78.59%

10.80 11.00 11.20 11.40

m/z  55.10   50.76%

10.80 11.00 11.20 11.40

m/z  43.05   47.15%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF121018\
  Data File : BF111262.D                                          
  Acq On    : 11 Dec 2018  00:26
  Operator  : JU/SJ
  Sample    : J6234-01 5X
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  unknown14.90                    Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.90    6.00 ng         338275   Perylene-d12               15.40

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Fumaric acid, 2-methylallyl tetr... 366 C22H38O4       1000330-55-3 45
 2 1-Hexacosene                        364 C26H52         018835-33-1 42
 3 Octadecane, 1-(ethenyloxy)-         296 C20H40O        000930-02-9 38
 4 Tetradecanoic acid, 2-hydroxy-, ... 258 C15H30O3       056009-40-6 38
 5 Oxirane, tetradecyl-                240 C16H32O        007320-37-8 30

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

5000

m/z-->

Abundance Scan 2178 (14.898 min): BF111262.D (-2176) (-)
69.1

207.1
119.1

281.1
165.1 325.1

413.3370.3 546.3469.5
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m/z-->

Abundance #194370: Fumaric acid, 2-methylallyl tetradecyl ester
55.0 97.0

171.0

225.0 295.0 366.0
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m/z-->

Abundance #193365: 1-Hexacosene
57.0

111.0

364.0
153.0

195.0237.0280.0322.0
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0

5000

m/z-->

Abundance #141403: Octadecane, 1-(ethenyloxy)-
57.0

111.0
281.0222.0154.015.0

14.60 14.80 15.00 15.20

m/z  69.10  100.00%

14.60 14.80 15.00 15.20

m/z  57.10   89.76%

14.60 14.80 15.00 15.20

m/z  43.10   75.00%

14.60 14.80 15.00 15.20

m/z  97.10   73.24%

14.60 14.80 15.00 15.20

m/z  71.10   71.59%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF121018\
  Data File : BF111262.D                                          
  Acq On    : 11 Dec 2018  00:26
  Operator  : JU/SJ
  Sample    : J6234-01 5X
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Urs-20-en-16-ol, (16.beta.,...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.08    7.26 ng         408760   Perylene-d12               15.40

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Urs-20-en-16-ol, (16.beta.,18.al... 426 C30H50O        066394-74-9 59
 2 7-Isopropyl-10-methyl-1-oxo-1,5-... 304 C14H24O3S2     1000189-33-1 55
 3 Cholestan-3-ol, 2-methylene-, (3... 400 C28H48O        022599-96-8 52
 4 Anthracene, 9-dodecyltetradecahy... 360 C26H48         055401-75-7 46
 5 (1R,2R,8S,8Ar)-8-hydroxy-1-(2-hy... 254 C16H30O2       1000298-98-6 45

50 100 150 200 250 300 350 400 450 500
0

5000

m/z-->

Abundance Scan 2549 (17.080 min): BF111262.D (-2545) (-)
57.1

191.2
109.1

151.1 239.1 298.1 374.2415.3 475.4 522.1

50 100 150 200 250 300 350 400 450 500
0

5000

m/z-->

Abundance #221217: Urs-20-en-16-ol, (16.beta.,18.alpha.,19.alpha.)-
191.0

426.0

272.0

50 100 150 200 250 300 350 400 450 500
0

5000

m/z-->

Abundance #147575: 7-Isopropyl-10-methyl-1-oxo-1,5-dithia-spiro[5.5]...
81.0

41.0 137.0

304.0
243.0199.0

50 100 150 200 250 300 350 400 450 500
0

5000

m/z-->

Abundance #212414: Cholestan-3-ol, 2-methylene-, (3.beta.,5.alpha.)-
69.0

109.0

161.0 400.0203.0245.0 315.0

16.80 17.00 17.20 17.40

m/z  57.10  100.00%

16.80 17.00 17.20 17.40

m/z  95.10   84.48%

16.80 17.00 17.20 17.40

m/z  81.10   75.25%

16.80 17.00 17.20 17.40

m/z  55.10   63.23%

16.80 17.00 17.20 17.40

m/z  69.10   56.30%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF121018\
  Data File : BF111262.D                                          
  Acq On    : 11 Dec 2018  00:26
  Operator  : JU/SJ
  Sample    : J6234-01 5X
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  4-Methyl-E-9-octadecene         Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.94   12.21 ng         687803   Perylene-d12               15.40

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 4-Methyl-E-9-octadecene             266 C19H38         1000130-87-1 78
 2 Octadecanenitrile                   265 C18H35N        000638-65-3 60
 3 5-Eicosene, (E)-                    280 C20H40         074685-30-6 53
 4 10-Heneicosene (c,t)                294 C21H42         095008-11-0 53
 5 2,4-Hexadiene, 1,1-diethoxy-, (E... 170 C10H18O2       094088-28-5 49

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

5000

m/z-->

Abundance Scan 2865 (18.939 min): BF111262.D (-2860) (-)
57.1

123.1

207.1
165.1 281.1 386.4329.1 438.3 510.4

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

5000

m/z-->

Abundance #115911: 4-Methyl-E-9-octadecene
43.0

97.0 266.0

139.0 210.0

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

5000

m/z-->

Abundance #114919: Octadecanenitrile
57.0

110.0

222.0
152.0

265.0

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

5000

m/z-->

Abundance #127769: 5-Eicosene, (E)-
55.0

97.0

139.0 280.0182.0223.0

18.50 18.60 18.70 18.80 18.90

m/z  57.10  100.00%

18.50 18.60 18.70 18.80 18.90

m/z  43.10   98.79%

18.50 18.60 18.70 18.80 18.90

m/z  97.10   86.34%

18.50 18.60 18.70 18.80 18.90

m/z  69.10   79.31%

18.50 18.60 18.70 18.80 18.90

m/z  83.10   75.21%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF121018\
  Data File : BF111262.D                                          
  Acq On    : 11 Dec 2018  00:26
  Operator  : JU/SJ
  Sample    : J6234-01 5X
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120818.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|
----------------------------------------------------------------------------
unknown6.56            6.56    15.9 ng    2455060  1   6.80 3090010  20.0
2-Propenoic acid,...  11.06     2.7 ng     320655  4  11.32 2371150  20.0
unknown14.90          14.90     6.0 ng     338275  6  15.40 1126750  20.0
Urs-20-en-16-ol, ...  17.08     7.3 ng     408760  6  15.40 1126750  20.0
4-Methyl-E-9-octa...  18.94    12.2 ng     687803  6  15.40 1126750  20.0
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