
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF083018\
  Data File : BF108662.D                                          
  Acq On    : 31 Aug 2018   1:16
  Operator  : JU/SJ
  Sample    : J4700-02
  Misc      :  
  ALS Vial  : 23   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-BF083018.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   5.672   560  567  568 rBV2   48824     91292   2.55%   0.497%
  2   6.660   730  735  751 rBV    83813    317410   8.86%   1.728%
  3   6.772   751  754  782 rVV   631728   1367402  38.19%   7.444%
  4   7.001   790  793  815 rVB   218994    508911  14.21%   2.770%
  5   7.154   815  819  843 rBV  1688225   2201744  61.49%  11.985%
 
  6   7.566   885  889  912 rBV  1028568   1830737  51.13%   9.966%
  7   8.284  1007 1011 1040 rBV   333246    647670  18.09%   3.526%
  8   9.354  1189 1193 1218 rBV  3122296   3580869 100.00%  19.493%
  9   9.742  1256 1259 1275 rBV   155606    223208   6.23%   1.215%
 10  10.042  1306 1310 1326 rBV   547680    684715  19.12%   3.727%
 
 11  10.695  1418 1421 1427 rBV    75846     68859   1.92%   0.375%
 12  10.836  1441 1445 1470 rBV   830630   1283032  35.83%   6.984%
 13  11.536  1561 1564 1581 rBV   474128    678487  18.95%   3.693%
 14  13.119  1829 1833 1849 rBV  2806319   2960869  82.69%  16.118%
 15  14.030  1983 1988 2002 rBV3   49671    128249   3.58%   0.698%
 
 16  14.189  2012 2015 2026 rBV   680635    792565  22.13%   4.314%
 17  15.019  2152 2156 2160 rVB    81343     84340   2.36%   0.459%
 18  15.295  2199 2203 2207 rBV    33956     36586   1.02%   0.199%
 19  15.707  2268 2273 2275 rBV    38821     51989   1.45%   0.283%
 20  15.748  2275 2280 2293 rVB   382863    612013  17.09%   3.332%
 
 21  16.171  2347 2352 2357 rVB    47289     80158   2.24%   0.436%
 22  16.718  2440 2445 2451 rVB3   41517     73810   2.06%   0.402%
 23  17.365  2549 2555 2563 rVB3   29531     65454   1.83%   0.356%
 
 
                        Sum of corrected areas:    18370369
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF083018\
  Data File : BF108662.D                                          
  Acq On    : 31 Aug 2018   1:16
  Operator  : JU/SJ
  Sample    : J4700-02
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083018.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\BF083018\
  Data File : BF108662.D                                          
  Acq On    : 31 Aug 2018   1:16
  Operator  : JU/SJ
  Sample    : J4700-02
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083018.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  unknown6.77                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.77   53.74 ng        1367400   1,4-Dichlorobenzene-d4      7.01

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 12
 2 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
 5 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 9 
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Abundance Scan 754 (6.772 min): BF108662.D (-751) (-)
132.0
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96.140.0
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Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0

105.033.0
70.051.0 86.0
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Abundance #14491: 5-Aminoindole
132.0

104.0
66.051.027.0 89.0
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Abundance #52379: Tranylcypromine-propionyl
132.057.0

74.0
116.0

98.0

189.0158.0

6.40 6.60 6.80 7.00 7.20

m/z 132.00  100.00%

6.40 6.60 6.80 7.00 7.20

m/z  68.05   43.75%

6.40 6.60 6.80 7.00 7.20

m/z 134.00   31.80%

6.40 6.60 6.80 7.00 7.20

m/z  66.05   28.96%

6.40 6.60 6.80 7.00 7.20

m/z  69.10   17.50%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF083018\
  Data File : BF108662.D                                          
  Acq On    : 31 Aug 2018   1:16
  Operator  : JU/SJ
  Sample    : J4700-02
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083018.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  Triethyl citrate                Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.70    2.01 ng          68859   Acenaphthene-d10           10.04

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Triethyl citrate                    276 C12H20O7       000077-93-0 91
 2 Ethylmalonic acid dipropyl ester    216 C11H20O4       001113-91-3 64
 3 3-Chloro2-fluorobenzoic acid, 4-... 370 C21H32ClFO2    1000338-64-7 40
 4 3-Chloro2-fluorobenzoic acid, 6-... 370 C21H32ClFO2    1000338-64-9 40
 5 3-Chloro2-fluorobenzoic acid, 5-... 384 C22H34ClFO2    1000338-65-2 33
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Abundance Scan 1422 (10.701 min): BF108662.D (-1418) (-)
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Abundance #123850: Triethyl citrate
157.0

29.0
115.0

203.0
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Abundance #73862: Ethylmalonic acid dipropyl ester
157.0

115.043.0

87.0
188.0
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Abundance #196758: 3-Chloro2-fluorobenzoic acid, 4-tetradecyl ester
157.0

196.0
97.0 129.069.043.0 229.0

10.40 10.60 10.80 11.00

m/z 157.10  100.00%

10.40 10.60 10.80 11.00

m/z 115.00   31.35%

10.40 10.60 10.80 11.00

m/z  43.00   17.25%

10.40 10.60 10.80 11.00

m/z 203.10    9.06%

10.40 10.60 10.80 11.00

m/z 111.00    8.12%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF083018\
  Data File : BF108662.D                                          
  Acq On    : 31 Aug 2018   1:16
  Operator  : JU/SJ
  Sample    : J4700-02
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083018.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  1-Eicosanol                     Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.03    3.24 ng         128249   Chrysene-d12               14.19

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Eicosanol                         298 C20H42O        000629-96-9 91
 2 Acetic acid, chloro-, hexadecyl ... 318 C18H35ClO2     052132-58-8 91
 3 Carbonic acid, hexadecyl 2,2,2-t... 416 C19H35Cl3O3    1000314-56-2 91
 4 Carbonic acid, octadecyl 2,2,2-t... 444 C21H39Cl3O3    1000314-56-3 91
 5 1-Nonadecene                        266 C19H38         018435-45-5 91
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Abundance Scan 1988 (14.030 min): BF108662.D (-1983) (-)
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Abundance #143256: 1-Eicosanol
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Abundance #159656: Acetic acid, chloro-, hexadecyl ester
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20 40 60 80 100 120 140 160 180 200 220 240 260 280
0

5000

m/z-->

Abundance #217748: Carbonic acid, hexadecyl 2,2,2-trichloroethyl ester
83.055.0

111.0

29.0 133.0 196.0 224.0154.0

13.80 14.00 14.20 14.40

m/z  55.00  100.00%

13.80 14.00 14.20 14.40

m/z  57.05   92.50%

13.80 14.00 14.20 14.40

m/z  43.10   81.42%

13.80 14.00 14.20 14.40

m/z  83.10   76.95%

13.80 14.00 14.20 14.40

m/z  69.10   72.27%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF083018\
  Data File : BF108662.D                                          
  Acq On    : 31 Aug 2018   1:16
  Operator  : JU/SJ
  Sample    : J4700-02
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083018.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Squalene                        Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.02    2.76 ng          84340   Perylene-d12               15.75

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Squalene                            410 C30H50         000111-02-4 91
 2 Supraene                            410 C30H50         007683-64-9 87
 3 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24         062951-96-6 72
 4 2,6,10-Dodecatrien-1-ol, 3,7,11-... 264 C17H28O2       004128-17-0 59
 5 Methanone, dicyclopropyl-           110 C7H10O         001121-37-5 47
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m/z-->

Abundance Scan 2156 (15.019 min): BF108662.D (-2152) (-)
69.1
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177.1 266.9208.1
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Abundance #215930: Squalene
69.0

137.0107.0 191.0 341.0 410.0231.0 273.0
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m/z-->

Abundance #215928: Supraene
69.0

137.0
107.029.0 191.0 341.0 410.0231.0 273.0
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0

5000

m/z-->

Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (Z)-
69.0

29.0 123.0
177.0

14.80 15.00 15.20 15.40

m/z  69.10  100.00%

14.80 15.00 15.20 15.40

m/z  81.05   50.73%

14.80 15.00 15.20 15.40

m/z  41.10   26.38%

14.80 15.00 15.20 15.40

m/z  95.05   15.59%

14.80 15.00 15.20 15.40

m/z  68.10   12.23%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF083018\
  Data File : BF108662.D                                          
  Acq On    : 31 Aug 2018   1:16
  Operator  : JU/SJ
  Sample    : J4700-02
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083018.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Eicosane                        Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.17    2.62 ng          80158   Perylene-d12               15.75

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 95
 2 Pentacosane                         352 C25H52         000629-99-2 91
 3 Heneicosane                         296 C21H44         000629-94-7 91
 4 Octacosane                          394 C28H58         000630-02-4 91
 5 Triacontane                         422 C30H62         000638-68-6 90
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Abundance Scan 2352 (16.171 min): BF108662.D (-2347) (-)
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Abundance #129491: Eicosane
57.0

85.0

29.0

113.0 282.0141.0 169.0197.0225.0253.0
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5000

m/z-->

Abundance #185533: Pentacosane
57.0

85.0

113.0141.029.0 169.0 211.0 239.0 352.0267.0295.0323.0
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0
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m/z-->

Abundance #141426: Heneicosane
57.0

85.0

29.0 113.0141.0 169.0 296.0197.0225.0253.0

15.80 16.00 16.20 16.40

m/z  57.10  100.00%

15.80 16.00 16.20 16.40

m/z  43.10   67.73%

15.80 16.00 16.20 16.40

m/z  71.10   62.96%

15.80 16.00 16.20 16.40

m/z  85.05   46.76%

15.80 16.00 16.20 16.40

m/z  55.10   22.93%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF083018\
  Data File : BF108662.D                                          
  Acq On    : 31 Aug 2018   1:16
  Operator  : JU/SJ
  Sample    : J4700-02
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083018.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Octacosane                      Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.72    2.41 ng          73810   Perylene-d12               15.75

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octacosane                          394 C28H58         000630-02-4 91
 2 Tetratetracontane                   619 C44H90         007098-22-8 91
 3 Heneicosane                         296 C21H44         000629-94-7 90
 4 Docosane                            310 C22H46         000629-97-0 90
 5 Hexatriacontane                     507 C36H74         000630-06-8 87
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5000

m/z-->

Abundance Scan 2445 (16.718 min): BF108662.D (-2440) (-)
57.1

113.1 169.1 267.0
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5000

m/z-->

Abundance #209565: Octacosane
57.0

113.0
169.0 225.0 281.0 337.0 394.0
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0

5000

m/z-->

Abundance #241528: Tetratetracontane
57.0

113.0 169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0
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0

5000

m/z-->

Abundance #141426: Heneicosane
57.0

113.0
169.0 296.0225.0

16.40 16.60 16.80 17.00

m/z  57.10  100.00%

16.40 16.60 16.80 17.00

m/z  43.10   72.78%

16.40 16.60 16.80 17.00

m/z  71.05   62.45%

16.40 16.60 16.80 17.00

m/z  85.10   44.28%

16.40 16.60 16.80 17.00

m/z  55.10   21.60%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF083018\
  Data File : BF108662.D                                          
  Acq On    : 31 Aug 2018   1:16
  Operator  : JU/SJ
  Sample    : J4700-02
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083018.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Heptacosane                     Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.37    2.14 ng          65454   Perylene-d12               15.75

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptacosane                         380 C27H56         000593-49-7 74
 2 Hexatriacontane                     507 C36H74         000630-06-8 72
 3 Hentriacontane                      437 C31H64         000630-04-6 72
 4 Hexacosane                          366 C26H54         000630-01-3 72
 5 Pentacosane                         352 C25H52         000629-99-2 72

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

5000

m/z-->

Abundance Scan 2556 (17.371 min): BF108662.D (-2549) (-)
57.1

99.1
141.0 191.1

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

5000

m/z-->

Abundance #202661: Heptacosane
57.0

99.0
141.0 183.0 380.0225.0 267.0 309.015.0

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

5000

m/z-->

Abundance #235973: Hexatriacontane
57.0

99.0
141.0 183.0 225.0 281.0 323.0 379.0 421.018.0 506.0463.0

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

5000

m/z-->

Abundance #223851: Hentriacontane
57.0

99.0
141.0 183.0 225.0 267.0 309.0 351.0 436.0393.0

17.00 17.20 17.40 17.60

m/z  57.10  100.00%

17.00 17.20 17.40 17.60

m/z  43.10   59.96%

17.00 17.20 17.40 17.60

m/z  71.05   46.59%

17.00 17.20 17.40 17.60

m/z  85.10   37.19%

17.00 17.20 17.40 17.60

m/z  99.10   19.66%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF083018\
  Data File : BF108662.D                                          
  Acq On    : 31 Aug 2018   1:16
  Operator  : JU/SJ
  Sample    : J4700-02
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083018.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|
----------------------------------------------------------------------------
unknown6.77            6.77    53.7 ng    1367400  1   7.01  508911  20.0
Triethyl citrate      10.70     2.0 ng      68859  3  10.04  684715  20.0
1-Eicosanol           14.03     3.2 ng     128249  5  14.19  792565  20.0
Squalene              15.02     2.8 ng      84340  6  15.75  612013  20.0
Eicosane              16.17     2.6 ng      80158  6  15.75  612013  20.0
Octacosane            16.72     2.4 ng      73810  6  15.75  612013  20.0
Heptacosane           17.37     2.1 ng      65454  6  15.75  612013  20.0
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