
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG102618\
  Data File : BG037587.D                                          
  Acq On    : 26 Oct 2018  19:10
  Operator  : JU/SJ
  Sample    : J5649-10
  Misc      :  
  ALS Vial  : 9   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_G\METHODS\8270-BG101818.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   3.766    77   81   92 rBV    41944     72304   1.85%   0.327%
  2   5.182   316  322  329 rBV    51944     87082   2.23%   0.393%
  3   5.641   393  400  411 rBV   997053   1655950  42.33%   7.478%
  4   7.245   663  673  688 rBV  1071716   2059611  52.65%   9.301%
  5   7.627   730  738  748 rBV   993523   1750167  44.74%   7.903%
 
  6   8.102   810  819  832 rVB   162363    288325   7.37%   1.302%
  7   8.426   866  874  885 rVB   698248   1231213  31.47%   5.560%
  8   9.278  1011 1019 1030 rBV   616868   1148079  29.35%   5.184%
  9  10.923  1291 1299 1309 rVB   235313    439768  11.24%   1.986%
 10  13.355  1704 1713 1725 rBV  1714654   2758514  70.51%  12.457%
 
 11  14.178  1846 1853 1860 rBV   255359    378409   9.67%   1.709%
 12  14.736  1939 1948 1956 rBV2  410161    681829  17.43%   3.079%
 13  16.222  2193 2201 2218 rBV  1391321   2226620  56.92%  10.055%
 14  17.480  2407 2415 2424 rBV   583454    896093  22.91%   4.047%
 15  18.338  2556 2561 2569 rBV    92345    149402   3.82%   0.675%
 
 16  19.601  2771 2776 2782 rBV3   39980     66243   1.69%   0.299%
 17  20.083  2851 2858 2868 rBV  2808397   3912107 100.00%  17.666%
 18  21.369  3072 3077 3091 rBV3   70777    159180   4.07%   0.719%
 19  21.763  3137 3144 3154 rBV2  542495    924097  23.62%   4.173%
 20  22.538  3271 3276 3281 rBV2   27000     48298   1.23%   0.218%
 
 21  23.255  3393 3398 3405 rVB    37091     74815   1.91%   0.338%
 22  24.084  3533 3539 3549 rVB2   38137     87321   2.23%   0.394%
 23  25.100  3697 3712 3727 rBV2  270156    954068  24.39%   4.308%
 24  26.234  3897 3905 3918 rVB4   27157     95001   2.43%   0.429%
 
 
                        Sum of corrected areas:    22144496
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG102618\
  Data File : BG037587.D                                          
  Acq On    : 26 Oct 2018  19:10
  Operator  : JU/SJ
  Sample    : J5649-10
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818.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_G\DATA\BG102618\
  Data File : BG037587.D                                          
  Acq On    : 26 Oct 2018  19:10
  Operator  : JU/SJ
  Sample    : J5649-10
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  (S)-(+)-1,2-Propanediol         Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.77    5.02 ng          72304   1,4-Dichlorobenzene-d4      8.10

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 (S)-(+)-1,2-Propanediol              76 C3H8O2         004254-15-3 64
 2 1-Butene, 4-methoxy                  86 C5H10O         004696-30-4 50
 3 Propylene Glycol                     76 C3H8O2         000057-55-6 9 
 4 2-Hexanol, 3-methyl-                116 C7H16O         002313-65-7 9 
 5 Butanenitrile, 2-(methoxymethoxy)   129 C6H11NO2       1000196-86-5 9 

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90

5000

m/z-->

Abundance Scan 82 (3.772 min): BG037587.D (-77) (-)
45.0

60.939.0 85.950.9 67.0

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90

5000

m/z-->

Abundance #946: (S)-(+)-1,2-Propanediol
45.0

31.0 61.019.0 39.0 55.0 75.0

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90

5000

m/z-->

Abundance #1748: 1-Butene, 4-methoxy
45.0

29.0 39.0 56.0 85.071.0

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90

5000

m/z-->

Abundance #938: Propylene Glycol
45.0

29.0 61.019.0 39.0 55.0 76.0

3.40 3.60 3.80 4.00 4.20

m/z  45.00  100.00%

3.40 3.60 3.80 4.00 4.20

m/z  43.00   18.47%

3.40 3.60 3.80 4.00 4.20

m/z  44.00    5.79%

3.40 3.60 3.80 4.00 4.20

m/z  60.90    4.77%

3.40 3.60 3.80 4.00 4.20

m/z  41.95    3.01%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG102618\
  Data File : BG037587.D                                          
  Acq On    : 26 Oct 2018  19:10
  Operator  : JU/SJ
  Sample    : J5649-10
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818.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  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.18    6.04 ng          87082   1,4-Dichlorobenzene-d4      8.10

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 59
 2 2-Hexanol, 2-methyl-                116 C7H16O         000625-23-0 38
 3 Acetone                              58 C3H6O          000067-64-1 12
 4 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 10
 5 Butane, 1-ethoxy-                   102 C6H14O         000628-81-9 9 

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

5000

m/z-->

Abundance Scan 322 (5.182 min): BG037587.D (-316) (-)
43.0

59.0

101.0
83.0

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

5000

m/z-->

Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0

15.0 101.031.0 83.0

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

5000

m/z-->

Abundance #8346: 2-Hexanol, 2-methyl-
59.0

101.0
41.031.0 83.069.015.0 50.0

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

5000

m/z-->

Abundance #214: Acetone
43.0

15.0
58.0

27.0
2.0

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   56.38%

4.80 5.00 5.20 5.40 5.60

m/z  58.00   17.18%

4.80 5.00 5.20 5.40 5.60

m/z 101.00   16.33%

4.80 5.00 5.20 5.40 5.60

m/z  40.95    8.41%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG102618\
  Data File : BG037587.D                                          
  Acq On    : 26 Oct 2018  19:10
  Operator  : JU/SJ
  Sample    : J5649-10
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown7.63                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.63  121.40 ng        1750170   1,4-Dichlorobenzene-d4      8.10

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 16
 3 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 12
 4 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 12
 5 5-Aminoindole                       132 C8H8N2         005192-03-0 12

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

5000

m/z-->

Abundance Scan 739 (7.632 min): BG037587.D (-730) (-)
131.9

68.0

96.0
40.0 54.0 78.0 106.0

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

5000

m/z-->

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

69.0
104.0

51.031.0
79.0

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

5000

m/z-->

Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0

105.033.0 44.0
70.060.0 80.0 115.0

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

5000

m/z-->

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

7.20 7.40 7.60 7.80 8.00

m/z 131.90  100.00%

7.20 7.40 7.60 7.80 8.00

m/z  68.00   42.98%

7.20 7.40 7.60 7.80 8.00

m/z 133.90   34.09%

7.20 7.40 7.60 7.80 8.00

m/z  66.00   27.58%

7.20 7.40 7.60 7.80 8.00

m/z  69.00   15.77%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG102618\
  Data File : BG037587.D                                          
  Acq On    : 26 Oct 2018  19:10
  Operator  : JU/SJ
  Sample    : J5649-10
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  n-Hexadecanoic acid             Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.34    3.33 ng         149402   Phenanthrene-d10           17.48

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 99
 2 Tetradecanoic acid                  228 C14H28O2       000544-63-8 93
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 81
 4 Tridecanoic acid                    214 C13H26O2       000638-53-9 72
 5 n-Decanoic acid                     172 C10H20O2       000334-48-5 53

20 40 60 80 100 120 140 160 180 200 220 240 260

5000

m/z-->

Abundance Scan 2561 (18.338 min): BG037587.D (-2556) (-)
73.043.0

129.0
97.0 213.0157.0 185.0 256.1

20 40 60 80 100 120 140 160 180 200 220 240 260

5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
60.0

129.0

83.0
213.0 256.0157.0 185.0

110.040.0

20 40 60 80 100 120 140 160 180 200 220 240 260

5000

m/z-->

Abundance #84452: Tetradecanoic acid
73.0

43.0

129.0

185.0
97.0 228.0

157.0 209.015.0

20 40 60 80 100 120 140 160 180 200 220 240 260

5000

m/z-->

Abundance #95851: Pentadecanoic acid
73.043.0

129.0

97.0 199.0 242.0
157.0

15.0 177.0

18.00 18.20 18.40 18.60

m/z  72.95  100.00%

18.00 18.20 18.40 18.60

m/z  60.00   90.50%

18.00 18.20 18.40 18.60

m/z  43.00   84.47%

18.00 18.20 18.40 18.60

m/z  55.00   72.93%

18.00 18.20 18.40 18.60

m/z  57.00   72.32%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG102618\
  Data File : BG037587.D                                          
  Acq On    : 26 Oct 2018  19:10
  Operator  : JU/SJ
  Sample    : J5649-10
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Eicosyl pentafluoropropionate   Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.37    3.45 ng         159180   Chrysene-d12               21.76

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosyl pentafluoropropionate       444 C23H41F5O2     1000351-80-8 91
 2 Eicosyl heptafluorobutyrate         494 C24H41F7O2     1000351-83-5 91
 3 Octacosanol                         410 C28H58O        000557-61-9 90
 4 17-Pentatriacontene                 491 C35H70         006971-40-0 87
 5 Ethanol, 2-(tetradecyloxy)-         258 C16H34O2       002136-70-1 81

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance Scan 3077 (21.369 min): BG037587.D (-3072) (-)
57.0

97.1

139.0 210.0 248.9

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #225763: Eicosyl pentafluoropropionate
57.0

97.0

139.0 280.0 426.0325.0182.0 224.0

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #234498: Eicosyl heptafluorobutyrate
57.0

97.0

139.0 280.0 476.0182.0 325.0224.0

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #215904: Octacosanol
57.0

97.0

139.0
181.0 392.0222.0 292.0 334.0

21.00 21.20 21.40 21.60

m/z  57.00  100.00%

21.00 21.20 21.40 21.60

m/z  43.05   69.31%

21.00 21.20 21.40 21.60

m/z  55.00   66.10%

21.00 21.20 21.40 21.60

m/z  97.10   57.60%

21.00 21.20 21.40 21.60

m/z  83.00   52.79%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG102618\
  Data File : BG037587.D                                          
  Acq On    : 26 Oct 2018  19:10
  Operator  : JU/SJ
  Sample    : J5649-10
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818.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|
----------------------------------------------------------------------------
(S)-(+)-1,2-Propa...   3.77     5.0 ng      72304  1   8.10  288325  20.0
2-Pentanone, 4-hy...   5.18     6.0 ng      87082  1   8.10  288325  20.0
unknown7.63            7.63   121.4 ng    1750170  1   8.10  288325  20.0
n-Hexadecanoic acid   18.34     3.3 ng     149402  4  17.48  896093  20.0
Eicosyl pentafluo...  21.37     3.5 ng     159180  5  21.76  924097  20.0
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