
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN110918\
  Data File : BN003495.D                                          
  Acq On    : 10 Nov 2018  04:44
  Operator  : MJ/SJ
  Sample    : J5881-04
  Misc      :  
  ALS Vial  : 25   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_N\METHODS\8270-BN102418.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   3.029     3    7   22 rVB   344799    418806   7.39%   1.510%
  2   4.958   330  335  344 rVB    52234     70530   1.24%   0.254%
  3   5.411   406  412  424 rVB   543912    764936  13.50%   2.758%
  4   6.999   675  682  696 rBV2  333878    583863  10.30%   2.105%
  5   7.375   739  746  755 rBV  1036213   1596472  28.17%   5.757%
 
  6   7.846   819  826  833 rBV   330365    506207   8.93%   1.825%
  7   8.169   873  881  889 rVB  1426881   2317445  40.90%   8.357%
  8   9.016  1017 1025 1034 rBV  1141939   1832814  32.34%   6.609%
  9  10.646  1295 1302 1311 rVB   494637    799554  14.11%   2.883%
 10  13.104  1713 1720 1730 rBV  3488285   5116808  90.29%  18.451%
 
 11  13.934  1856 1861 1867 rVB    73459     95284   1.68%   0.344%
 12  14.481  1948 1954 1962 rBV2  752641   1149496  20.28%   4.145%
 13  15.969  2201 2207 2218 rBV  1787067   2470947  43.60%   8.910%
 14  17.228  2414 2421 2427 rBV   968943   1337919  23.61%   4.824%
 15  18.098  2564 2569 2580 rBV2  107363    152516   2.69%   0.550%
 
 16  19.375  2780 2786 2797 rBV    93037    136239   2.40%   0.491%
 17  19.845  2860 2866 2871 rBV  4527626   5666800 100.00%  20.434%
 18  21.404  3125 3131 3136 rBV  1031054   1220102  21.53%   4.400%
 19  22.451  3305 3309 3313 rBV    57389     71805   1.27%   0.259%
 20  22.969  3393 3397 3404 rVB    71896    102506   1.81%   0.370%
 
 21  23.557  3492 3497 3504 rVB    70170    112206   1.98%   0.405%
 22  23.716  3517 3524 3535 rVB2  594193   1121298  19.79%   4.043%
 23  24.227  3606 3611 3620 rVB2   44287     87490   1.54%   0.315%
 
 
                        Sum of corrected areas:    27732043
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN110918\
  Data File : BN003495.D                                          
  Acq On    : 10 Nov 2018  04:44
  Operator  : MJ/SJ
  Sample    : J5881-04
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-BN102418.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_N\DATA\BN110918\
  Data File : BN003495.D                                          
  Acq On    : 10 Nov 2018  04:44
  Operator  : MJ/SJ
  Sample    : J5881-04
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-BN102418.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  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.03   16.55 ng         418806   1,4-Dichlorobenzene-d4      7.85

 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 N-Ethylformamide                     73 C3H7NO         000627-45-2 9 
 5 Acetamide, N-ethyl-                  87 C4H9NO         000625-50-3 9 

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

5000

m/z-->

Abundance Scan 7 (3.029 min): BN003495.D (-3) (-)
73.1

43.0
87.155.0

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

5000

m/z-->

Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0

43.0 55.0 87.0
29.0
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0

5000

m/z-->

Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0

87.0

55.041.0

29.0
97.0 112.0 129.0

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

5000

m/z-->

Abundance #4436: Pentane, 3-methoxy-
73.0

45.0

29.0 55.0 101.0

3.10 3.20 3.30 3.40

m/z  73.10  100.00%

3.10 3.20 3.30 3.40

m/z  43.00   32.96%

3.10 3.20 3.30 3.40

m/z  87.10   25.89%

3.10 3.20 3.30 3.40

m/z  55.00   23.91%

3.10 3.20 3.30 3.40

m/z  71.10   10.61%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN110918\
  Data File : BN003495.D                                          
  Acq On    : 10 Nov 2018  04:44
  Operator  : MJ/SJ
  Sample    : J5881-04
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-BN102418.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  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.96    2.79 ng          70530   1,4-Dichlorobenzene-d4      7.85

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 50
 2 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 25
 3 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 25
 4 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 
 5 2-Propanone, 1-cyclopropyl-          98 C6H10O         004160-75-2 9 

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

5000

m/z-->

Abundance Scan 335 (4.958 min): BN003495.D (-330) (-)
43.0

59.0

101.0

83.0

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

5000

m/z-->

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

59.0

15.0 101.031.0 83.0

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

5000

m/z-->

Abundance #8344: 3-Hexanol, 4-methyl-
59.0

41.0
31.0

69.0 87.0
98.015.0 50.0

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

5000

m/z-->

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

101.0
58.015.0 31.0 86.069.0

4.60 4.80 5.00 5.20

m/z  43.00  100.00%

4.60 4.80 5.00 5.20

m/z  59.00   59.97%

4.60 4.80 5.00 5.20

m/z 101.00   23.52%

4.60 4.80 5.00 5.20

m/z  58.00   17.28%

4.60 4.80 5.00 5.20

m/z  41.00    9.09%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN110918\
  Data File : BN003495.D                                          
  Acq On    : 10 Nov 2018  04:44
  Operator  : MJ/SJ
  Sample    : J5881-04
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-BN102418.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown7.38                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.38   63.08 ng        1596470   1,4-Dichlorobenzene-d4      7.85

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 38
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 35
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 12
 4 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 5 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 9 

40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 747 (7.381 min): BN003495.D (-739) (-)
132.0

68.1

96.0
40.0 54.0

40 60 80 100 120 140 160 180
0

5000

m/z-->

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

69.0
104.0

51.031.0

40 60 80 100 120 140 160 180
0

5000

m/z-->

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

67.0

41.0 97.0
117.0

81.054.0

40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #52379: Tranylcypromine-propionyl
132.057.0

74.0
116.0

98.0

189.0158.0

7.00 7.20 7.40 7.60 7.80

m/z 132.00  100.00%

7.00 7.20 7.40 7.60 7.80

m/z  68.10   34.42%

7.00 7.20 7.40 7.60 7.80

m/z 134.00   33.18%

7.00 7.20 7.40 7.60 7.80

m/z  66.00   21.82%

7.00 7.20 7.40 7.60 7.80

m/z  96.00   13.81%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN110918\
  Data File : BN003495.D                                          
  Acq On    : 10 Nov 2018  04:44
  Operator  : MJ/SJ
  Sample    : J5881-04
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-BN102418.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  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.10    2.28 ng         152516   Phenanthrene-d10           17.23

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 99
 2 Pentadecanoic acid                  242 C15H30O2       001002-84-2 87
 3 Tridecanoic acid                    214 C13H26O2       000638-53-9 80
 4 Oxalic acid, allyl octadecyl ester  382 C23H42O4       1000309-24-5 20
 5 1-Decanol, 2-hexyl-                 242 C16H34O        002425-77-6 18

20 40 60 80 100 120 140 160 180 200 220 240 260
0

5000

m/z-->

Abundance Scan 2569 (18.098 min): BN003495.D (-2564) (-)
73.0

43.0

129.1
213.297.1 157.1 185.1 256.2

20 40 60 80 100 120 140 160 180 200 220 240 260
0

5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
60.0

129.0

83.0
213.0 256.0157.0 185.0

102.040.0

20 40 60 80 100 120 140 160 180 200 220 240 260
0

5000

m/z-->

Abundance #95851: Pentadecanoic acid
73.043.0

129.0

97.0 199.0 242.0
157.0

15.0 177.0 223.0

20 40 60 80 100 120 140 160 180 200 220 240 260
0

5000

m/z-->

Abundance #72648: Tridecanoic acid
73.0

43.0

129.0
171.0 214.0

98.0
18.0 149.0

17.80 18.00 18.20 18.40

m/z  73.00  100.00%

17.80 18.00 18.20 18.40

m/z  43.00   79.28%

17.80 18.00 18.20 18.40

m/z  60.00   75.80%

17.80 18.00 18.20 18.40

m/z  57.10   64.76%

17.80 18.00 18.20 18.40

m/z  55.00   62.26%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN110918\
  Data File : BN003495.D                                          
  Acq On    : 10 Nov 2018  04:44
  Operator  : MJ/SJ
  Sample    : J5881-04
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-BN102418.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Octadecanoic acid               Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.37    2.23 ng         136239   Chrysene-d12               21.40

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid                   284 C18H36O2       000057-11-4 96
 2 Pentadecanoic acid                  242 C15H30O2       001002-84-2 90
 3 Tetradecanoic acid                  228 C14H28O2       000544-63-8 80
 4 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 64
 5 n-Decanoic acid                     172 C10H20O2       000334-48-5 49
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0

5000

m/z-->

Abundance Scan 2785 (19.369 min): BN003495.D (-2780) (-)
73.043.0

129.0
97.1 185.1 241.1 284.2

208.0
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m/z-->

Abundance #131261: Octadecanoic acid
73.043.0

129.0

97.0
185.0 241.0 284.0

207.0157.0
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0

5000

m/z-->

Abundance #95851: Pentadecanoic acid
73.043.0

129.0

97.0 199.0 242.0
157.0

15.0

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

5000

m/z-->

Abundance #84453: Tetradecanoic acid
73.0

43.0

129.0
228.0185.0

97.0
157.0

19.00 19.20 19.40 19.60

m/z  73.00  100.00%

19.00 19.20 19.40 19.60

m/z  43.00   85.35%

19.00 19.20 19.40 19.60

m/z  57.00   77.01%

19.00 19.20 19.40 19.60

m/z  60.00   75.84%

19.00 19.20 19.40 19.60

m/z  55.00   67.46%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN110918\
  Data File : BN003495.D                                          
  Acq On    : 10 Nov 2018  04:44
  Operator  : MJ/SJ
  Sample    : J5881-04
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-BN102418.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 23.56    2.00 ng         112206   Perylene-d12               23.72

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptacosane                         380 C27H56         000593-49-7 91
 2 Tetracosane                         338 C24H50         000646-31-1 91
 3 Docosane, 11-decyl-                 451 C32H66         055401-55-3 91
 4 Tetratetracontane                   619 C44H90         007098-22-8 91
 5 Triacontane                         422 C30H62         000638-68-6 91

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 3498 (23.563 min): BN003495.D (-3492) (-)
57.0

99.1
141.1 207.0 281.0176.9 248.9 355.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #202661: Heptacosane
57.0

99.0
141.027.0 183.0 380.0225.0 267.0 309.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #175559: Tetracosane
57.0

99.0
141.027.0 338.0183.0 225.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #227195: Docosane, 11-decyl-
57.0

99.0
309.0141.0 183.0 225.0 267.0 350.0380.0

23.20 23.40 23.60 23.80

m/z  57.00  100.00%

23.20 23.40 23.60 23.80

m/z  71.10   76.57%

23.20 23.40 23.60 23.80

m/z  85.10   56.53%

23.20 23.40 23.60 23.80

m/z  43.05   56.50%

23.20 23.40 23.60 23.80

m/z  55.00   25.56%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN110918\
  Data File : BN003495.D                                          
  Acq On    : 10 Nov 2018  04:44
  Operator  : MJ/SJ
  Sample    : J5881-04
  Misc      :  
  ALS Vial  : 25   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-BN102418.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...   3.03    16.6 ng     418806  1   7.85  506207  20.0
2-Pentanone, 4-hy...   4.96     2.8 ng      70530  1   7.85  506207  20.0
unknown7.38            7.38    63.1 ng    1596470  1   7.85  506207  20.0
n-Hexadecanoic acid   18.10     2.3 ng     152516  4  17.23 1337920  20.0
Octadecanoic acid     19.37     2.2 ng     136239  5  21.40 1220100  20.0
Heptacosane           23.56     2.0 ng     112206  6  23.72 1121300  20.0
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