
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062918\
  Data File : BF106970.D                                          
  Acq On    : 29 Jun 2018  13:59
  Operator  : JU/SJ
  Sample    : J3709-05
  Misc      :  
  ALS Vial  : 10   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-BF061918.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  500 rBB   129235    158505  10.47%   0.969%
  2   5.595   550  554  565 rBV  1453840   1362269  89.98%   8.328%
  3   6.225   659  661  664 rBV    21865     17535   1.16%   0.107%
  4   6.595   720  724  731 rBV  1288508   1414218  93.41%   8.646%
  5   6.731   743  747  750 rBV  1612295   1432404  94.61%   8.757%
 
  6   6.954   781  785  788 rBV   473565    411322  27.17%   2.515%
  7   7.107   807  811  815 rVB  1307554   1139810  75.29%   6.968%
  8   7.519   876  881  884 rBV   975001    904701  59.76%   5.531%
  9   8.236   999 1003 1015 rBV   575918    520502  34.38%   3.182%
 10   9.307  1181 1185 1188 rBV  1703586   1513971 100.00%   9.256%
 
 11   9.701  1248 1252 1257 rBV   183275    155927  10.30%   0.953%
 12   9.901  1281 1286 1288 rBV2   31061     32378   2.14%   0.198%
 13   9.995  1298 1302 1308 rBV   645876    585894  38.70%   3.582%
 14  10.101  1317 1320 1323 rVB    38207     27417   1.81%   0.168%
 15  10.401  1369 1371 1374 rVB    49777     33883   2.24%   0.207%
 
 16  10.454  1378 1380 1384 rVB    21301     17551   1.16%   0.107%
 17  10.619  1403 1408 1411 rBV    13588     17729   1.17%   0.108%
 18  10.742  1426 1429 1433 rBV4   12673     18597   1.23%   0.114%
 19  10.789  1433 1437 1440 rBV  1086712    967748  63.92%   5.916%
 20  10.872  1448 1451 1460 rVB3   38930     53157   3.51%   0.325%
 
 21  11.001  1468 1473 1475 rBV2   20957     24358   1.61%   0.149%
 22  11.324  1525 1528 1530 rBV    21877     18170   1.20%   0.111%
 23  11.489  1552 1556 1558 rBV   577653    548457  36.23%   3.353%
 24  11.513  1558 1560 1563 rVB2   65795     60581   4.00%   0.370%
 25  11.671  1584 1587 1593 rBV3   14158     17690   1.17%   0.108%
 
 26  12.495  1724 1727 1731 rBV    21088     21181   1.40%   0.129%
 27  12.548  1732 1736 1738 rVB4   28359     29639   1.96%   0.181%
 28  12.707  1759 1763 1766 rBV   120559    114871   7.59%   0.702%
 29  12.936  1799 1802 1807 rVB   111088    110024   7.27%   0.673%
 30  13.071  1820 1825 1828 rBV  1358334   1292828  85.39%   7.904%
 
 31  13.260  1855 1857 1863 rVB4   22064     32772   2.16%   0.200%
 32  13.495  1895 1897 1901 rVB3   60306     55109   3.64%   0.337%
 33  13.565  1906 1909 1912 rVB    51166     48679   3.22%   0.298%
 34  13.618  1915 1918 1919 rBV2   20513     20457   1.35%   0.125%
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                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062918\
  Data File : BF106970.D                                          
  Acq On    : 29 Jun 2018  13:59
  Operator  : JU/SJ
  Sample    : J3709-05
  Misc      :  
  ALS Vial  : 10   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-BF061918.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  13.948  1971 1974 1978 rBV3  106838    135465   8.95%   0.828%
 
 36  14.142  2002 2007 2010 rBV   597288    616080  40.69%   3.766%
 37  14.165  2010 2011 2014 rVV    63643     51977   3.43%   0.318%
 38  14.242  2018 2024 2032 rVB5  118861    333134  22.00%   2.037%
 39  14.407  2050 2052 2054 rVB2   30624     25993   1.72%   0.159%
 40  14.601  2080 2085 2091 rBV2  116158    163281  10.78%   0.998%
 
 41  14.901  2134 2136 2140 rVB2   45717     50720   3.35%   0.310%
 42  15.065  2162 2164 2167 rVB3   37154     34961   2.31%   0.214%
 43  15.230  2189 2192 2194 rBV    58494     65412   4.32%   0.400%
 44  15.265  2195 2198 2202 rVB2  147290    168025  11.10%   1.027%
 45  15.554  2244 2247 2252 rVB    69001     82782   5.47%   0.506%
 
 46  15.689  2266 2270 2274 rVB   307091    349233  23.07%   2.135%
 47  16.189  2351 2355 2361 rBV2   71802    133252   8.80%   0.815%
 48  16.430  2393 2396 2408 rVB   103842    202050  13.35%   1.235%
 49  17.565  2585 2589 2602 rVB5  107731    271161  17.91%   1.658%
 50  17.842  2632 2636 2646 rVB5   59028    140480   9.28%   0.859%
 
 51  18.453  2736 2740 2753 rVB10   91267    285382  18.85%   1.745%
 52  18.942  2821 2823 2828 rVB4   40734     67674   4.47%   0.414%
 
 
                        Sum of corrected areas:    16357396
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062918\
  Data File : BF106970.D                                          
  Acq On    : 29 Jun 2018  13:59
  Operator  : JU/SJ
  Sample    : J3709-05
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.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\BF062918\
  Data File : BF106970.D                                          
  Acq On    : 29 Jun 2018  13:59
  Operator  : JU/SJ
  Sample    : J3709-05
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.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  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.20    7.71 ng         158505   1,4-Dichlorobenzene-d4      6.95

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 56
 2 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 
 3 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 
 4 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
 5 2-Hexanol, 2-methyl-                116 C7H16O         000625-23-0 9 
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Abundance Scan 487 (5.201 min): BF106970.D (-482) (-)
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Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0

101.031.0 83.0 93.0
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Abundance #3152: 5-Hexen-2-one
43.0

55.027.015.0 83.0 98.071.0
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m/z-->

Abundance #4030: 2,3-Butanedione, monooxime
43.0

101.0
58.015.0 31.0 86.069.0

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   61.49%

4.80 5.00 5.20 5.40 5.60

m/z 101.10   21.61%

4.80 5.00 5.20 5.40 5.60

m/z  58.00   16.56%

4.80 5.00 5.20 5.40 5.60

m/z  41.00    9.19%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062918\
  Data File : BF106970.D                                          
  Acq On    : 29 Jun 2018  13:59
  Operator  : JU/SJ
  Sample    : J3709-05
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.73                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.73   69.65 ng        1432400   1,4-Dichlorobenzene-d4      6.95

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 16
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 12
 3 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 9 
 4 4-Methylpyrrolo[1,2-a]pyrazine      132 C8H8N2         064608-60-2 9 
 5 4-Chloro-2-fluoro-pyrimidine        132 C4H2ClFN2      051422-00-5 9 
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m/z-->

Abundance Scan 747 (6.731 min): BF106970.D (-743) (-)
132.0
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Abundance #14142: 3-Chloro-6-fluoro-pyrazine
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69.0
104.0

51.031.0
79.0
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Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0

67.0

41.0 97.0
53.0 117.0

79.0
107.0
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0

5000
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Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0

97.0

70.0
31.0 60.044.0 86.0 116.0

6.40 6.60 6.80 7.00

m/z 132.00  100.00%

6.40 6.60 6.80 7.00

m/z  68.05   39.26%

6.40 6.60 6.80 7.00

m/z 134.00   33.12%

6.40 6.60 6.80 7.00

m/z  66.00   23.77%

6.40 6.60 6.80 7.00

m/z  69.10   15.76%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062918\
  Data File : BF106970.D                                          
  Acq On    : 29 Jun 2018  13:59
  Operator  : JU/SJ
  Sample    : J3709-05
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Cyclohexadecane                 Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.95    4.40 ng         135465   Chrysene-d12               14.14

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclohexadecane                     224 C16H32         000295-65-8 96
 2 Tricosyl pentafluoropropionate      486 C26H47F5O2     1000351-81-0 90
 3 Ethanol, 2-(tetradecyloxy)-         258 C16H34O2       002136-70-1 90
 4 Tricosyl trifluoroacetate           436 C25H47F3O2     1000351-75-1 90
 5 Docosyl pentafluoropropionate       472 C25H45F5O2     1000351-80-9 90
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Abundance Scan 1974 (13.948 min): BF106970.D (-1971) (-)
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Abundance #81246: Cyclohexadecane
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224.0139.0 181.0
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Abundance #233557: Tricosyl pentafluoropropionate
57.0

97.0

139.0 322.0 468.0181.0 367.0224.0 264.0
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0

5000

m/z-->

Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57.0

97.0

196.018.0 139.0 258.0

13.60 13.80 14.00 14.20

m/z  57.05  100.00%

13.60 13.80 14.00 14.20

m/z  43.05   73.97%

13.60 13.80 14.00 14.20

m/z  55.00   62.36%

13.60 13.80 14.00 14.20

m/z  83.10   60.33%

13.60 13.80 14.00 14.20

m/z  71.10   58.57%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062918\
  Data File : BF106970.D                                          
  Acq On    : 29 Jun 2018  13:59
  Operator  : JU/SJ
  Sample    : J3709-05
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  5-Bromo-4-oxo-4,5,6,7-tetra...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.24   10.81 ng         333134   Chrysene-d12               14.14

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 5-Bromo-4-oxo-4,5,6,7-tetrahydro... 216 C6H5BrN2O2     300574-36-1 90
 2 1-Methyl-4-(1-methylethenyl)-3-[... 344 C25H44         1000370-41-3 56
 3 Methyl Camphorsulfonates            246 C11H18O4S      046471-67-4 55
 4 Bicyclo[3.1.1]heptan-3-one, 2-(b... 192 C13H20O        1000163-96-1 49
 5 1,1,6-trimethyl-3-methylene-2-(3... 452 C33H56         1000373-94-5 45
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Abundance Scan 2024 (14.242 min): BF106970.D (-2018) (-)
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55.0 95.0

247.0

135.0

191.0 344.0301.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #98475: Methyl Camphorsulfonates
109.0

151.0

41.0

79.0

246.0
189.0

14.00 14.20 14.40 14.60
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m/z 109.10   83.18%

14.00 14.20 14.40 14.60
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062918\
  Data File : BF106970.D                                          
  Acq On    : 29 Jun 2018  13:59
  Operator  : JU/SJ
  Sample    : J3709-05
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  2- Chloropropionic acid, oc...  Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.60    5.30 ng         163281   Chrysene-d12               14.14

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2- Chloropropionic acid, octadec... 360 C21H41ClO2     088104-31-8 94
 2 1-Heneicosanol                      312 C21H44O        015594-90-8 93
 3 n-Nonadecanol-1                     284 C19H40O        001454-84-8 93
 4 Trifluoroacetoxy hexadecane         338 C18H33F3O2     006222-03-3 93
 5 n-Tetracosanol-1                    354 C24H50O        000506-51-4 93
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m/z-->

Abundance Scan 2085 (14.601 min): BF106970.D (-2080) (-)
57.1 97.0

139.1 182.1 262.1215.0 323.1 397.2293.2 355.1

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #190678: 2- Chloropropionic acid, octadecyl ester
57.0

97.0

250.0139.027.0 297.0182.0 360.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #155046: 1-Heneicosanol
55.0

97.0

139.0 266.0182.0 224.019.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #131391: n-Nonadecanol-1
83.0

43.0

125.0

238.0168.0 208.0

14.20 14.40 14.60 14.80 15.00

m/z  57.10  100.00%

14.20 14.40 14.60 14.80 15.00

m/z  83.10   91.44%

14.20 14.40 14.60 14.80 15.00

m/z  55.00   90.15%

14.20 14.40 14.60 14.80 15.00

m/z  43.00   87.92%

14.20 14.40 14.60 14.80 15.00

m/z  97.05   82.55%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062918\
  Data File : BF106970.D                                          
  Acq On    : 29 Jun 2018  13:59
  Operator  : JU/SJ
  Sample    : J3709-05
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Oxirane, heptadecyl-            Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.07    2.00 ng          34961   Perylene-d12               15.69

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Oxirane, heptadecyl-                282 C19H38O        067860-04-2 74
 2 Octadecanal                         268 C18H36O        000638-66-4 72
 3 Oxirane, hexadecyl-                 268 C18H36O        007390-81-0 72
 4 16-Heptadecenal                     252 C17H32O        1000144-57-9 62
 5 cis-11,12-Epoxytetradecen-1-ol      270 C16H30O3       1000130-82-5 60

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 2165 (15.071 min): BF106970.D (-2162) (-)
57.1

95.1

258.1
123.1 291.1159.9 212.1 327.2 356.2

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #129467: Oxirane, heptadecyl-
82.043.0

110.0
138.0 264.0236.0166.0194.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #117605: Octadecanal
43.0 82.0

110.0
250.0138.0 222.0194.0166.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #117617: Oxirane, hexadecyl-
82.043.0

109.0
138.0 250.0208.0166.0

14.80 15.00 15.20 15.40

m/z  57.10  100.00%

14.80 15.00 15.20 15.40

m/z  43.00   85.53%

14.80 15.00 15.20 15.40

m/z  82.05   85.48%

14.80 15.00 15.20 15.40

m/z  95.10   63.46%

14.80 15.00 15.20 15.40

m/z  68.00   59.20%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062918\
  Data File : BF106970.D                                          
  Acq On    : 29 Jun 2018  13:59
  Operator  : JU/SJ
  Sample    : J3709-05
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Benzo[k]fluoranthene            Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.55    4.74 ng          82782   Perylene-d12               15.69

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzo[k]fluoranthene                252 C20H12         000207-08-9 78
 2 Benzo[e]pyrene                      252 C20H12         000192-97-2 78
 3 Benz[e]acephenanthrylene            252 C20H12         000205-99-2 78
 4 Perylene                            252 C20H12         000198-55-0 60
 5 Benzo[a]pyrene                      252 C20H12         000050-32-8 60

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 2246 (15.548 min): BF106970.D (-2244) (-)
252.1

137.1
402.4177.1

57.0
341.1301.1223.192.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #104226: Benzo[k]fluoranthene
252.0

126.0

223.084.0 174.051.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #104217: Benzo[e]pyrene
252.0

125.0
223.083.0 174.050.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #104227: Benz[e]acephenanthrylene
252.0

126.0
223.087.0 174.039.0

15.20 15.40 15.60 15.80

m/z 252.10  100.00%

15.20 15.40 15.60 15.80

m/z 137.10   46.79%

15.20 15.40 15.60 15.80

m/z 402.35   31.94%

15.20 15.40 15.60 15.80

m/z 250.05   27.58%

15.20 15.40 15.60 15.80

m/z 177.10   27.23%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062918\
  Data File : BF106970.D                                          
  Acq On    : 29 Jun 2018  13:59
  Operator  : JU/SJ
  Sample    : J3709-05
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  unknown16.19                    Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.19    7.63 ng         133252   Perylene-d12               15.69

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclohexane, octyl-                 196 C14H28         001795-15-9 30
 2 Heptylcyclohexane                   182 C13H26         005617-41-4 30
 3 Docosyl heptafluorobutyrate         522 C26H45F7O2     1000351-83-1 25
 4 Glutamic acid, N-tiglyl-, dimeth... 257 C12H19NO5      1000153-21-0 25
 5 Hexatriacontyl trifluoroacetate     619 C38H73F3O2     1000351-88-6 18

50 100 150 200 250 300 350 400 450 500
0

5000

m/z-->

Abundance Scan 2355 (16.189 min): BF106970.D (-2351) (-)
83.1

43.0

157.1
297.4

255.2198.1 341.1

50 100 150 200 250 300 350 400 450 500
0

5000

m/z-->

Abundance #58301: Cyclohexane, octyl-
83.0

41.0

196.0125.0

50 100 150 200 250 300 350 400 450 500
0

5000

m/z-->

Abundance #47280: Heptylcyclohexane
83.0

41.0

182.0

50 100 150 200 250 300 350 400 450 500
0

5000

m/z-->

Abundance #237282: Docosyl heptafluorobutyrate
57.0

97.0

139.0 308.0 504.0181.0 353.0224.0 265.0

15.80 16.00 16.20 16.40 16.60

m/z  83.10  100.00%

15.80 16.00 16.20 16.40 16.60

m/z  97.05   72.57%

15.80 16.00 16.20 16.40 16.60

m/z  57.00   68.99%

15.80 16.00 16.20 16.40 16.60

m/z  69.10   50.05%

15.80 16.00 16.20 16.40 16.60

m/z  43.05   48.77%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062918\
  Data File : BF106970.D                                          
  Acq On    : 29 Jun 2018  13:59
  Operator  : JU/SJ
  Sample    : J3709-05
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  Vitamin E                       Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.43   11.57 ng         202050   Perylene-d12               15.69

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Vitamin E                           430 C29H50O2       000059-02-9 87
 2 (+)-.gamma.-Tocopherol, O-methyl-   430 C29H50O2       1000374-72-2 83
 3 dl-.alpha.-Tocopherol               430 C29H50O2       010191-41-0 80
 4 .alpha.-Tocopherol-.beta.-D-mann... 592 C35H60O7       1000156-68-2 64
 5 9H-Fluorene, 9-bromo-               244 C13H9Br        001940-57-4 38

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 2396 (16.430 min): BF106970.D (-2393) (-)
165.1

430.4

205.143.1 91.0 396.3131.1 260.2 315.2 355.1

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #222346: Vitamin E
165.0

430.0

43.0 205.0121.081.0 288.0 344.0246.0 386.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #222360: (+)-.gamma.-Tocopherol, O-methyl-
165.0

430.0

43.0 205.0
121.079.0 288.0 344.0247.0 387.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #222354: dl-.alpha.-Tocopherol
165.0 430.0

43.0

205.0121.081.0 302.0 344.0

16.20 16.40 16.60 16.80

m/z 165.10  100.00%

16.20 16.40 16.60 16.80

m/z 430.35   37.07%

16.20 16.40 16.60 16.80

m/z 164.10   31.27%

16.20 16.40 16.60 16.80

m/z 205.10   10.87%

16.20 16.40 16.60 16.80

m/z 166.10   10.61%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062918\
  Data File : BF106970.D                                          
  Acq On    : 29 Jun 2018  13:59
  Operator  : JU/SJ
  Sample    : J3709-05
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  unknown17.57                    Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.57   15.53 ng         271161   Perylene-d12               15.69

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-(4a,8-Dimethyl-6-oxo-1,2,3,4,4... 234 C15H22O2       1000190-21-8 47
 2 6-Isopropenyl-4,8a-dimethyl-4a,5... 218 C15H22O        086917-79-5 46
 3 Sesquirosefuran                     218 C15H22O        039007-93-7 38
 4 Cycloprop[7,8]ergost-22-en-3-one... 410 C29H46O        053755-18-3 37
 5 Anthracene, 9-cyclohexyltetradec... 274 C20H34         055255-70-4 25

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 2590 (17.571 min): BF106970.D (-2585) (-)
95.1

218.2
55.0 395.4125.1 175.1

342.1258.2 293.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #89138: 2-(4a,8-Dimethyl-6-oxo-1,2,3,4,4a,5,6,8a-octahydro...
95.041.0 191.0

134.0

234.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #75932: 6-Isopropenyl-4,8a-dimethyl-4a,5,6,7,8,8a-hexahydr...
95.0

218.041.0

134.0 175.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #75886: Sesquirosefuran
69.0 123.0

218.0175.0

17.20 17.40 17.60 17.80

m/z  95.10  100.00%

17.20 17.40 17.60 17.80

m/z 107.10   63.23%

17.20 17.40 17.60 17.80

m/z 121.10   58.95%

17.20 17.40 17.60 17.80

m/z 123.10   49.68%

17.20 17.40 17.60 17.80

m/z  69.10   49.10%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062918\
  Data File : BF106970.D                                          
  Acq On    : 29 Jun 2018  13:59
  Operator  : JU/SJ
  Sample    : J3709-05
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  Pregn-5-en-3-ol, 21-bromo-2...  Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.84    8.05 ng         140480   Perylene-d12               15.69

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pregn-5-en-3-ol, 21-bromo-20-met... 394 C22H35BrO      055103-80-5 92
 2 .gamma.-Sitosterol                  414 C29H50O        000083-47-6 70
 3 .beta.-Sitosterol                   414 C29H50O        000083-46-5 35
 4 5-O-Tolylcarbamoyl-3H-imidazole-... 273 C14H15N3O3     313251-31-9 11
 5 Norflurazon                         303 C12H9ClF3N3O   027314-13-2 10

0 50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 2636 (17.842 min): BF106970.D (-2632) (-)
107.157.0 145.1

329.3
255.2213.1 396.3

289.1
179.1

0 50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #209356: Pregn-5-en-3-ol, 21-bromo-20-methyl-, (3.beta.)-
107.0 394.041.0 283.0145.0

361.0
213.0

178.0 315.0
246.074.0

0 50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #217434: .gamma.-Sitosterol
43.0

81.0
414.0145.0

303.0213.0
255.0 381.0178.0

342.0113.0

0 50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #217433: .beta.-Sitosterol
43.0

81.0
145.0 414.0

213.0 329.0255.0178.0 381.0289.0113.0

17.60 17.80 18.00 18.20

m/z 107.10  100.00%

17.60 17.80 18.00 18.20

m/z  57.00   85.78%

17.60 17.80 18.00 18.20

m/z 145.10   85.64%

17.60 17.80 18.00 18.20

m/z  91.05   68.45%

17.60 17.80 18.00 18.20

m/z 329.30   64.84%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062918\
  Data File : BF106970.D                                          
  Acq On    : 29 Jun 2018  13:59
  Operator  : JU/SJ
  Sample    : J3709-05
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 13  unknown18.45                    Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.45   16.34 ng         285382   Perylene-d12               15.69

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentenoic acid, 5-(decahydro-5... 304 C20H32O2       024470-48-2 27
 2 2-Ethylidenehydrazono-3-methyl-2... 205 C10H11N3S      1000147-60-5 20
 3 2H-Isoquinolin-1-one, 6,7-dimeth... 205 C11H11NO3      1000305-07-9 15
 4 6.beta.Bicyclo[4.3.0]nonane, 5.b... 332 C15H25I        1000195-85-9 14
 5 9-Borabicyclo[3.3.1]nonane, 9-pi... 205 C13H24BN       022516-42-3 11

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 2739 (18.447 min): BF106970.D (-2736) (-)
205.295.1

55.0

133.1

246.1 313.2
424.4279.0166.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #148268: 2-Pentenoic acid, 5-(decahydro-5,5,8a-trimethyl-2...
81.0

121.0
43.0

245.0

189.0 289.0153.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #65000: 2-Ethylidenehydrazono-3-methyl-2,3-dihydrobenzothi...
205.0

163.0
109.0

69.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #65044: 2H-Isoquinolin-1-one, 6,7-dimethoxy-
205.0

160.0

119.0
63.0

18.20 18.40 18.60 18.80

m/z 205.20  100.00%

18.20 18.40 18.60 18.80

m/z  95.10   89.51%

18.20 18.40 18.60 18.80

m/z 109.10   79.28%

18.20 18.40 18.60 18.80

m/z  55.05   77.77%

18.20 18.40 18.60 18.80

m/z 107.10   75.93%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062918\
  Data File : BF106970.D                                          
  Acq On    : 29 Jun 2018  13:59
  Operator  : JU/SJ
  Sample    : J3709-05
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 14  unknown18.94                    Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.94    3.88 ng          67674   Perylene-d12               15.69

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Androst-4-en-3-one, 17-hydroxy-,... 288 C19H28O2       000604-39-7 35
 2 Aspidospermidin-3-ol, 1-acetyl-1... 370 C22H30N2O3     054725-60-9 27
 3 Androstan-3,11,17-triol, (3.alph... 308 C19H32O3       004484-95-1 27
 4 1,3-Benzenediol, 5-hexyl-           194 C12H18O2       005465-20-3 14
 5 1,5-Dioxaspiro[5.5]undec-3-en-2-... 278 C17H26O3       1000155-15-1 14
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062918\
  Data File : BF106970.D                                          
  Acq On    : 29 Jun 2018  13:59
  Operator  : JU/SJ
  Sample    : J3709-05
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.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     7.7 ng     158505  1   6.95  411322  20.0
unknown6.73            6.73    69.7 ng    1432400  1   6.95  411322  20.0
Cyclohexadecane       13.95     4.4 ng     135465  5  14.14  616080  20.0
5-Bromo-4-oxo-4,5...  14.24    10.8 ng     333134  5  14.14  616080  20.0
2- Chloropropioni...  14.60     5.3 ng     163281  5  14.14  616080  20.0
Oxirane, heptadecyl-  15.07     2.0 ng      34961  6  15.69  349233  20.0
Benzo[k]fluoranthene  15.55     4.7 ng      82782  6  15.69  349233  20.0
unknown16.19          16.19     7.6 ng     133252  6  15.69  349233  20.0
Vitamin E             16.43    11.6 ng     202050  6  15.69  349233  20.0
unknown17.57          17.57    15.5 ng     271161  6  15.69  349233  20.0
Pregn-5-en-3-ol, ...  17.84     8.1 ng     140480  6  15.69  349233  20.0
unknown18.45          18.45    16.3 ng     285382  6  15.69  349233  20.0
unknown18.94          18.94     3.9 ng      67674  6  15.69  349233  20.0
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