
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG091318\
  Data File : BG036687.D                                          
  Acq On    : 13 Sep 2018  17:59
  Operator  : JU/SJ
  Sample    : J4875-11
  Misc      :  
  ALS Vial  : 3   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-BG082318.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   5.156   313  318  326 rVB2   39905     65537   1.30%   0.325%
  2   5.620   391  397  411 rBV   340259    540067  10.68%   2.681%
  3   7.201   659  666  682 rBV   227764    418313   8.27%   2.076%
  4   7.583   723  731  739 rBV   592268   1019711  20.16%   5.061%
  5   8.053   803  811  817 rBV   202612    340796   6.74%   1.692%
 
  6   8.376   858  866  874 rBV   754673   1309646  25.90%   6.500%
  7   9.210  1000 1008 1023 rBV   708275   1270162  25.12%   6.304%
  8  10.855  1279 1288 1298 rBV   270480    490826   9.71%   2.436%
  9  13.299  1697 1704 1716 rBV  1872870   2988565  59.10%  14.834%
 10  14.122  1837 1844 1853 rBV   173606    252626   5.00%   1.254%
 
 11  14.674  1931 1938 1948 rVB2  457638    741006  14.65%   3.678%
 12  16.161  2183 2191 2206 rBV  1031663   1564220  30.93%   7.764%
 13  17.418  2399 2405 2415 rBV2  619991    964380  19.07%   4.787%
 14  20.027  2842 2849 2863 rBV  3656312   5057181 100.00%  25.101%
 15  20.820  2981 2984 2988 rBV    49633     59584   1.18%   0.296%
 
 16  21.331  3066 3071 3075 rBV    62457     88263   1.75%   0.438%
 17  21.684  3124 3131 3150 rVB   598210   1082222  21.40%   5.372%
 18  21.878  3159 3164 3170 rBV    76818    107682   2.13%   0.534%
 19  22.483  3260 3267 3273 rBV2   70694    119238   2.36%   0.592%
 20  23.170  3379 3384 3397 rVB    65397    130075   2.57%   0.646%
 
 21  23.364  3410 3417 3426 rVB   174421    327131   6.47%   1.624%
 22  23.975  3514 3521 3528 rBV2   52503    106209   2.10%   0.527%
 23  24.892  3666 3677 3691 rBV2  279784    965397  19.09%   4.792%
 24  26.043  3864 3873 3881 rBV5   27657     85162   1.68%   0.423%
 25  27.389  4093 4102 4109 rBV7   15812     53067   1.05%   0.263%
 
 
 
                        Sum of corrected areas:    20147066
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG091318\
  Data File : BG036687.D                                          
  Acq On    : 13 Sep 2018  17:59
  Operator  : JU/SJ
  Sample    : J4875-11
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318.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\BG091318\
  Data File : BG036687.D                                          
  Acq On    : 13 Sep 2018  17:59
  Operator  : JU/SJ
  Sample    : J4875-11
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318.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  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.16    3.85 ng          65537   1,4-Dichlorobenzene-d4      8.05

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 53
 2 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 36
 3 4-Penten-2-one, 4-methyl-            98 C6H10O         003744-02-3 9 
 4 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 
 5 2-Nonanone                          142 C9H18O         000821-55-6 9 

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 319 (5.162 min): BG036687.D (-313) (-)
43.1

59.1

101.1
83.1 207.2

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

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

59.0

15.0 101.0
83.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0

59.0

101.0
15.0 83.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #3236: 4-Penten-2-one, 4-methyl-
43.0

83.0 99.0

4.80 5.00 5.20 5.40

m/z  43.10  100.00%

4.80 5.00 5.20 5.40

m/z  59.10   56.31%

4.80 5.00 5.20 5.40

m/z  58.10   18.07%

4.80 5.00 5.20 5.40

m/z 101.10   16.45%

4.80 5.00 5.20 5.40

m/z  41.10   10.61%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG091318\
  Data File : BG036687.D                                          
  Acq On    : 13 Sep 2018  17:59
  Operator  : JU/SJ
  Sample    : J4875-11
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown7.58                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.58   59.84 ng        1019710   1,4-Dichlorobenzene-d4      8.05

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 16
 2 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 3 (5-Methyl-2-pyridyl)acetonitrile    132 C8H8N2         1000241-93-9 10
 4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
 5 Benzene, 1-ethenyl-3,5-dimethyl-    132 C10H12         005379-20-4 9 

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 731 (7.583 min): BG036687.D (-723) (-)
132.1

68.1

96.140.1 54.1

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

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

105.033.0
70.051.0 86.0

20 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

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile
132.0

92.0
65.0

39.0 106.0

7.20 7.40 7.60 7.80 8.00

m/z 132.10  100.00%

7.20 7.40 7.60 7.80 8.00

m/z  68.10   44.45%

7.20 7.40 7.60 7.80 8.00

m/z 134.10   32.82%

7.20 7.40 7.60 7.80 8.00

m/z  66.10   31.09%

7.20 7.40 7.60 7.80 8.00

m/z  69.10   18.29%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG091318\
  Data File : BG036687.D                                          
  Acq On    : 13 Sep 2018  17:59
  Operator  : JU/SJ
  Sample    : J4875-11
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Tetratetracontane               Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.48    2.20 ng         119238   Chrysene-d12               21.68

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tetratetracontane                   619 C44H90         007098-22-8 90
 2 Heptacosane                         380 C27H56         000593-49-7 83
 3 Docosane                            310 C22H46         000629-97-0 80
 4 Eicosane                            282 C20H42         000112-95-8 80
 5 Heneicosane                         296 C21H44         000629-94-7 72

0 50 100 150 200 250 300 350 400 450 500 550 600
0

5000

m/z-->

Abundance Scan 3267 (22.483 min): BG036687.D (-3260) (-)
57.1

113.1 169.2 253.2 309.3

0 50 100 150 200 250 300 350 400 450 500 550 600
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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m/z-->

Abundance #202662: Heptacosane
57.0

113.0 169.0 225.0 380.0281.0
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0

5000

m/z-->

Abundance #153222: Docosane
57.0

113.0 169.0 310.0225.0

22.20 22.40 22.60 22.80

m/z  57.10  100.00%

22.20 22.40 22.60 22.80

m/z  71.10   59.06%

22.20 22.40 22.60 22.80

m/z  43.05   54.11%

22.20 22.40 22.60 22.80

m/z  85.10   40.94%

22.20 22.40 22.60 22.80

m/z  41.10   21.33%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG091318\
  Data File : BG036687.D                                          
  Acq On    : 13 Sep 2018  17:59
  Operator  : JU/SJ
  Sample    : J4875-11
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Nonadecane                      Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 23.17    2.40 ng         130075   Chrysene-d12               21.68

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Nonadecane                          268 C19H40         000629-92-5 93
 2 Octacosane                          394 C28H58         000630-02-4 87
 3 Hexadecane, 2-methyl-               240 C17H36         001560-92-5 83
 4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44         054833-48-6 83
 5 Heptadecane                         240 C17H36         000629-78-7 80

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 3384 (23.170 min): BG036687.D (-3379) (-)
57.0

99.1
141.2 209.1 268.1 341.1

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #117637: Nonadecane
57.0

99.0
27.0 141.0 268.0183.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #209566: Octacosane
57.0

99.0
141.027.0 183.0 225.0 281.0 394.0337.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #94354: Hexadecane, 2-methyl-
57.0

99.0 197.0
141.0 240.0

22.80 23.00 23.20 23.40

m/z  57.05  100.00%

22.80 23.00 23.20 23.40

m/z  43.15   61.82%

22.80 23.00 23.20 23.40

m/z  71.10   53.25%

22.80 23.00 23.20 23.40

m/z  85.10   43.30%

22.80 23.00 23.20 23.40

m/z  55.10   25.53%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG091318\
  Data File : BG036687.D                                          
  Acq On    : 13 Sep 2018  17:59
  Operator  : JU/SJ
  Sample    : J4875-11
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Supraene                        Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 23.36    6.78 ng         327131   Perylene-d12               24.89

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Supraene                            410 C30H50         007683-64-9 91
 2 Squalene                            410 C30H50         000111-02-4 91
 3 4,9,13,17-Tetramethyl-4,8,12,16-... 316 C22H36O        056882-09-8 83
 4 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H24O        125529-10-4 80
 5 (.+/-.)-Lavandulol, pentafluorop... 300 C13H17F5O2     1000352-63-1 64

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 3416 (23.358 min): BG036687.D (-3410) (-)
69.1

137.2107.139.0 175.1 341.4231.1 273.2
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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

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #215930: Squalene
69.0

137.0107.0 191.0 341.0 410.0231.0 273.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #158394: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetraenal
69.0

137.0
107.029.0 192.0 247.0 316.0

23.00 23.20 23.40 23.60

m/z  69.10  100.00%

23.00 23.20 23.40 23.60

m/z  81.05   45.60%

23.00 23.20 23.40 23.60

m/z  41.10   24.70%

23.00 23.20 23.40 23.60

m/z  68.20   11.91%

23.00 23.20 23.40 23.60

m/z  95.10   11.84%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG091318\
  Data File : BG036687.D                                          
  Acq On    : 13 Sep 2018  17:59
  Operator  : JU/SJ
  Sample    : J4875-11
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Hexacosane                      Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 23.98    2.20 ng         106209   Perylene-d12               24.89

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tetratetracontane                   619 C44H90         007098-22-8 87
 2 Hexacosane                          366 C26H54         000630-01-3 87
 3 Heptadecane                         240 C17H36         000629-78-7 87
 4 Octadecane                          254 C18H38         000593-45-3 87
 5 10-Methylnonadecane                 282 C20H42         056862-62-5 87

0 50 100 150 200 250 300 350 400 450 500 550 600
0

5000

m/z-->

Abundance Scan 3522 (23.981 min): BG036687.D (-3514) (-)
57.1

207.1113.2 283.1 356.1

0 50 100 150 200 250 300 350 400 450 500 550 600
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

0 50 100 150 200 250 300 350 400 450 500 550 600
0

5000

m/z-->

Abundance #194493: Hexacosane
57.0

113.0
169.0 367.0225.0 295.0

0 50 100 150 200 250 300 350 400 450 500 550 600
0

5000

m/z-->

Abundance #94345: Heptadecane
57.0

113.0 240.0169.0

23.60 23.80 24.00 24.20

m/z  57.10  100.00%

23.60 23.80 24.00 24.20

m/z  43.10   62.66%

23.60 23.80 24.00 24.20

m/z  71.15   61.22%

23.60 23.80 24.00 24.20

m/z  85.05   38.42%

23.60 23.80 24.00 24.20

m/z  41.10   21.64%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG091318\
  Data File : BG036687.D                                          
  Acq On    : 13 Sep 2018  17:59
  Operator  : JU/SJ
  Sample    : J4875-11
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318.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...   5.16     3.9 ng      65537  1   8.05  340796  20.0
unknown7.58            7.58    59.8 ng    1019710  1   8.05  340796  20.0
Tetratetracontane     22.48     2.2 ng     119238  5  21.68 1082220  20.0
Nonadecane            23.17     2.4 ng     130075  5  21.68 1082220  20.0
Supraene              23.36     6.8 ng     327131  6  24.89  965397  20.0
Hexacosane            23.98     2.2 ng     106209  6  24.89  965397  20.0
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