
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031918\
  Data File : BF103776.D                                          
  Acq On    : 20 Mar 2018  00:32
  Operator  : JU/SJ
  Sample    : J1971-07
  Misc      :  
  ALS Vial  : 19   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-BF031518.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   2.334    34   42   52 rVB   149219    208712   5.54%   0.650%
  2   5.228   528  534  544 rVB   157416    210051   5.58%   0.654%
  3   5.604   592  598  601 rBV  3433931   3731097  99.10%  11.621%
  4   5.922   648  652  661 rVB    64278     59093   1.57%   0.184%
  5   6.598   761  767  770 rBV  3278079   3765126 100.00%  11.727%
 
  6   6.745   787  792  795 rBV  3715040   3762787  99.94%  11.720%
  7   6.975   827  831  834 rBV   994312    830138  22.05%   2.586%
  8   7.128   853  857  861 rBV  2910251   2894525  76.88%   9.016%
  9   7.534   921  926  929 rBV  2201753   2408225  63.96%   7.501%
 10   8.251  1044 1048 1052 rBV  1132319   1053938  27.99%   3.283%
 
 11   9.328  1226 1231 1234 rBV  3568985   3138389  83.35%   9.775%
 12   9.716  1292 1297 1300 rBV   310428    237577   6.31%   0.740%
 13   9.927  1329 1333 1336 rBV   107004     80380   2.13%   0.250%
 14  10.010  1343 1347 1351 rBV  1111746   1036089  27.52%   3.227%
 15  10.427  1416 1418 1421 rVB   128625     90985   2.42%   0.283%
 
 16  10.804  1478 1482 1485 rBV  2104608   1956527  51.96%   6.094%
 17  10.904  1496 1499 1504 rVB    99917     98307   2.61%   0.306%
 18  11.351  1571 1575 1578 rBV    56793     48192   1.28%   0.150%
 19  11.504  1597 1601 1604 rBV  1047599    875342  23.25%   2.726%
 20  12.016  1684 1688 1697 rBV2  147928    154414   4.10%   0.481%
 
 21  13.092  1867 1871 1874 rBV  2750949   2520783  66.95%   7.851%
 22  13.974  2018 2021 2030 rBV   438241    408341  10.85%   1.272%
 23  14.157  2048 2052 2055 rBV   987765    852934  22.65%   2.657%
 24  14.621  2127 2131 2135 rBV2   85863     94572   2.51%   0.295%
 25  14.921  2178 2182 2192 rBV   466596    535580  14.22%   1.668%
 
 26  15.015  2196 2198 2202 rVB    37623     40210   1.07%   0.125%
 27  15.698  2308 2314 2321 rBV   590004    754373  20.04%   2.350%
 28  16.221  2399 2403 2411 rBV5   57220     99873   2.65%   0.311%
 29  17.451  2608 2612 2621 rVB5   37801     80164   2.13%   0.250%
 30  17.892  2680 2687 2695 rBV5   29021     79076   2.10%   0.246%
 
 
 
                        Sum of corrected areas:    32105800
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031918\
  Data File : BF103776.D                                          
  Acq On    : 20 Mar 2018  00:32
  Operator  : JU/SJ
  Sample    : J1971-07
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518.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:\HPCHEM1\BNA_F\DATA\BF031918\
  Data File : BF103776.D                                          
  Acq On    : 20 Mar 2018  00:32
  Operator  : JU/SJ
  Sample    : J1971-07
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  Butane, 2-methoxy-2-methyl-     Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.33    5.03 ng         208712   1,4-Dichlorobenzene-d4      6.97

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methoxy-2-methyl-         102 C6H14O         000994-05-8 78
 2 2,2,4-Trimethyl-3-pentanol          130 C8H18O         005162-48-1 39
 3 Pentane, 3-methoxy-                 102 C6H14O         036839-67-5 23
 4 3-Hexanol, 2-methyl-                116 C7H16O         000617-29-8 17
 5 Acetamide, N-ethyl-                  87 C4H9NO         000625-50-3 12
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Abundance #4436: Pentane, 3-methoxy-
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m/z  73.10  100.00%

2.20 2.40 2.60
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031918\
  Data File : BF103776.D                                          
  Acq On    : 20 Mar 2018  00:32
  Operator  : JU/SJ
  Sample    : J1971-07
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.23    5.06 ng         210051   1,4-Dichlorobenzene-d4      6.97

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 64
 2 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 25
 3 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
 4 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 
 5 Butane, 1-ethoxy-                   102 C6H14O         000628-81-9 9 
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Abundance #4076: Morpholine, 4-methyl-
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m/z  43.00  100.00%
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m/z  59.00   59.10%
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m/z 101.00   21.67%

4.80 5.00 5.20 5.40 5.60

m/z  58.00   15.75%

4.80 5.00 5.20 5.40 5.60

m/z  41.00    8.70%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031918\
  Data File : BF103776.D                                          
  Acq On    : 20 Mar 2018  00:32
  Operator  : JU/SJ
  Sample    : J1971-07
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown6.75                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.75   90.65 ng        3762790   1,4-Dichlorobenzene-d4      6.97

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 16
 2 4-Chloro-2-fluoro-pyrimidine        132 C4H2ClFN2      051422-00-5 9 
 3 1-Methylpyrrolo[1,2-a]pyrazine      132 C8H8N2         064608-59-9 9 
 4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2         022291-85-6 9 
 5 1,3,5-Trifluorobenzene              132 C6H3F3         000372-38-3 9 
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Abundance #14509: 1-Methylpyrrolo[1,2-a]pyrazine
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6.40 6.60 6.80 7.00

m/z 132.00  100.00%

6.40 6.60 6.80 7.00

m/z 134.00   34.74%

6.40 6.60 6.80 7.00

m/z  68.00   31.75%

6.40 6.60 6.80 7.00

m/z  66.00   19.88%

6.40 6.60 6.80 7.00

m/z  96.00   13.16%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031918\
  Data File : BF103776.D                                          
  Acq On    : 20 Mar 2018  00:32
  Operator  : JU/SJ
  Sample    : J1971-07
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Octacosane                      Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.90    2.25 ng          98307   Phenanthrene-d10           11.50

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octacosane                          394 C28H58         000630-02-4 91
 2 Tetradecane                         198 C14H30         000629-59-4 90
 3 Sulfurous acid, 2-propyl tetrade... 320 C17H36O3S      1000309-12-5 90
 4 Pentadecane                         212 C15H32         000629-62-9 90
 5 Dodecane, 2-methyl-6-propyl-        226 C16H34         055045-08-4 90
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Abundance #161094: Sulfurous acid, 2-propyl tetradecyl ester
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m/z  57.05  100.00%
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m/z  71.05   69.48%
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m/z  43.00   68.93%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031918\
  Data File : BF103776.D                                          
  Acq On    : 20 Mar 2018  00:32
  Operator  : JU/SJ
  Sample    : J1971-07
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  n-Hexadecanoic acid             Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.02    3.53 ng         154414   Phenanthrene-d10           11.50

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 99
 2 Tridecanoic acid                    214 C13H26O2       000638-53-9 90
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 87
 4 Tetradecanoic acid                  228 C14H28O2       000544-63-8 86
 5 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS        029926-41-8 43
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Abundance #95851: Pentadecanoic acid
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m/z  73.00  100.00%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031918\
  Data File : BF103776.D                                          
  Acq On    : 20 Mar 2018  00:32
  Operator  : JU/SJ
  Sample    : J1971-07
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  5-Eicosene, (E)-                Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.97    9.57 ng         408341   Chrysene-d12               14.16

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 5-Eicosene, (E)-                    280 C20H40         074685-30-6 99
 2 1-Heneicosanol                      312 C21H44O        015594-90-8 95
 3 n-Tetracosanol-1                    354 C24H50O        000506-51-4 95
 4 n-Nonadecanol-1                     284 C19H40O        001454-84-8 95
 5 2- Chloropropionic acid, octadec... 360 C21H41ClO2     088104-31-8 94
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Abundance Scan 2020 (13.968 min): BF103776.D (-2018) (-)
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Abundance #127769: 5-Eicosene, (E)-
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Abundance #155046: 1-Heneicosanol
55 83

111

29
139 167 266196 294238

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance #186968: n-Tetracosanol-1
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031918\
  Data File : BF103776.D                                          
  Acq On    : 20 Mar 2018  00:32
  Operator  : JU/SJ
  Sample    : J1971-07
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Heptadecyl heptafluorobutyrate  Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.62    2.22 ng          94572   Chrysene-d12               14.16

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptadecyl heptafluorobutyrate      452 C21H35F7O2     959085-66-6 95
 2 2- Chloropropionic acid, octadec... 360 C21H41ClO2     088104-31-8 94
 3 Nonadecyl trifluoroacetate          380 C21H39F3O2     1000351-76-3 94
 4 Heptafluorobutyric acid, pentade... 424 C19H31F7O2     959261-23-5 93
 5 1-Heptacosanol                      396 C27H56O        002004-39-9 93
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Abundance #190678: 2- Chloropropionic acid, octadecyl ester
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031918\
  Data File : BF103776.D                                          
  Acq On    : 20 Mar 2018  00:32
  Operator  : JU/SJ
  Sample    : J1971-07
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  9-Octadecenamide, (Z)-          Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.92   12.56 ng         535580   Chrysene-d12               14.16

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 9-Octadecenamide, (Z)-              281 C18H35NO       000301-02-0 91
 2 13-Docosenamide, (Z)-               337 C22H43NO       000112-84-5 90
 3 Tetradecanamide                     227 C14H29NO       000638-58-4 86
 4 Decanamide-                         171 C10H21NO       002319-29-1 59
 5 Dodecanamide                        199 C12H25NO       001120-16-7 59
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031918\
  Data File : BF103776.D                                          
  Acq On    : 20 Mar 2018  00:32
  Operator  : JU/SJ
  Sample    : J1971-07
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  Carbonic acid, hexadecyl 2,...  Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.22    2.65 ng          99873   Perylene-d12               15.70

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Carbonic acid, hexadecyl 2,2,2-t... 416 C19H35Cl3O3    1000314-56-2 91
 2 Dichloroacetic acid, heptadecyl ... 366 C19H36Cl2O2    1000282-98-2 90
 3 1-Heneicosanol                      312 C21H44O        015594-90-8 87
 4 Behenic alcohol                     326 C22H46O        000661-19-8 70
 5 Octatriacontyl pentafluoropropio... 697 C41H77F5O2     1000351-89-1 64
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031918\
  Data File : BF103776.D                                          
  Acq On    : 20 Mar 2018  00:32
  Operator  : JU/SJ
  Sample    : J1971-07
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  unknown17.45                    Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.45    2.13 ng          80164   Perylene-d12               15.70

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Trifluoromethylbenzamideoxime     204 C8H7F3N2O      040067-80-9 18
 2 Pyrimidin-2(1H)-thione, 3,4-dihy... 204 C11H12N2S      030570-19-5 14
 3 3-Methoxy-5-methylsulfanyl-isoth... 204 C6H8N2O2S2     1000274-69-9 14
 4 4-Trifluoromethylbenzamidoxime      204 C8H7F3N2O      022179-86-8 14
 5 Naphthalene, 1,2,3,5,6,7,8,8a-oc... 204 C15H24         004630-07-3 11

40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance Scan 2612 (17.451 min): BF103776.D (-2608) (-)
55 204

71

12199 269157 301187136 231 249 316

40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #64827: 3-Trifluoromethylbenzamideoxime
204

187

172
145

69 9551 125

40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #63897: Pyrimidin-2(1H)-thione, 3,4-dihydro-6-methyl-4-phenyl
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031918\
  Data File : BF103776.D                                          
  Acq On    : 20 Mar 2018  00:32
  Operator  : JU/SJ
  Sample    : J1971-07
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  unknown17.89                    Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.89    2.10 ng          79076   Perylene-d12               15.70

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 d-Norandrostane (5.alpha.,14.alp... 246 C18H30         1000281-13-8 11
 2 Anthranilic acid, N-(o-fluorophe... 231 C13H10FNO2     000054-58-0 10
 3 Oxazole-4-carboxylic acid, 5-(4-... 231 C13H13NO3      1000261-06-2 10
 4 4,4,6-Trimethyl-2-(N-methylpheny... 232 C14H20N2O      053004-36-7 10
 5 Andrographolide                     350 C20H30O5       005508-58-7 10
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031918\
  Data File : BF103776.D                                          
  Acq On    : 20 Mar 2018  00:32
  Operator  : JU/SJ
  Sample    : J1971-07
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518.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|
----------------------------------------------------------------------------
Butane, 2-methoxy...   2.33     5.0 ng     208712  1   6.97  830138  20.0
2-Pentanone, 4-hy...   5.23     5.1 ng     210051  1   6.97  830138  20.0
unknown6.75            6.75    90.7 ng    3762790  1   6.97  830138  20.0
Octacosane            10.90     2.3 ng      98307  4  11.50  875342  20.0
n-Hexadecanoic acid   12.02     3.5 ng     154414  4  11.50  875342  20.0
5-Eicosene, (E)-      13.97     9.6 ng     408341  5  14.16  852934  20.0
Heptadecyl heptaf...  14.62     2.2 ng      94572  5  14.16  852934  20.0
9-Octadecenamide,...  14.92    12.6 ng     535580  5  14.16  852934  20.0
Carbonic acid, he...  16.22     2.6 ng      99873  6  15.70  754373  20.0
unknown17.45          17.45     2.1 ng      80164  6  15.70  754373  20.0
unknown17.89          17.89     2.1 ng      79076  6  15.70  754373  20.0
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