
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN110918\
  Data File : BN003493.D                                          
  Acq On    : 10 Nov 2018  03:34
  Operator  : MJ/SJ
  Sample    : J5881-02
  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_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   3.028     3    7   23 rVB   356643    425297   7.59%   1.495%
  2   5.411   406  412  420 rBV   509916    714592  12.75%   2.512%
  3   6.999   675  682  694 rBV2  303688    597058  10.65%   2.099%
  4   7.375   739  746  756 rBV  1065043   1608940  28.71%   5.655%
  5   7.846   819  826  832 rBV   346607    531415   9.48%   1.868%
 
  6   8.169   873  881  888 rBV  1510746   2403385  42.88%   8.447%
  7   9.016  1017 1025 1034 rBV  1178529   1889009  33.70%   6.639%
  8  10.646  1295 1302 1311 rVB   510270    831524  14.84%   2.923%
  9  13.104  1713 1720 1726 rBV  3538028   5168495  92.21%  18.166%
 10  13.934  1855 1861 1867 rVB    97066    124390   2.22%   0.437%
 
 11  14.481  1948 1954 1962 rBV2  775740   1188948  21.21%   4.179%
 12  15.969  2201 2207 2218 rBV  1768528   2504843  44.69%   8.804%
 13  17.228  2414 2421 2427 rBV  1014524   1393137  24.86%   4.897%
 14  18.098  2563 2569 2580 rBV   137507    199651   3.56%   0.702%
 15  19.375  2782 2786 2794 rBV    52668     71989   1.28%   0.253%
 
 16  19.845  2860 2866 2871 rBV  4579320   5604929 100.00%  19.700%
 17  21.098  3074 3079 3091 rBV    81931    137977   2.46%   0.485%
 18  21.404  3125 3131 3138 rBV  1079163   1285516  22.94%   4.518%
 19  22.451  3305 3309 3316 rVB    44968     58645   1.05%   0.206%
 20  22.586  3327 3332 3339 rBV   249464    315663   5.63%   1.109%
 
 21  22.974  3394 3398 3404 rVB    49250     73586   1.31%   0.259%
 22  23.563  3493 3498 3506 rVB    46272     79853   1.42%   0.281%
 23  23.715  3517 3524 3534 rVB2  625902   1183539  21.12%   4.160%
 24  24.233  3607 3612 3620 rVB    32165     59175   1.06%   0.208%
 
 
                        Sum of corrected areas:    28451556
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN110918\
  Data File : BN003493.D                                          
  Acq On    : 10 Nov 2018  03:34
  Operator  : MJ/SJ
  Sample    : J5881-02
  Misc      :  
  ALS Vial  : 23   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 : BN003493.D                                          
  Acq On    : 10 Nov 2018  03:34
  Operator  : MJ/SJ
  Sample    : J5881-02
  Misc      :  
  ALS Vial  : 23   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   16.01 ng         425297   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 83
 2 2,2,4-Trimethyl-3-pentanol          130 C8H18O         005162-48-1 39
 3 Pentane, 3-methoxy-                 102 C6H14O         036839-67-5 23
 4 1,3-Dioxolane, 2-methyl-             88 C4H8O2         000497-26-7 9 
 5 Acetamide, N-ethyl-                  87 C4H9NO         000625-50-3 9 
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m/z-->

Abundance Scan 7 (3.028 min): BN003493.D (-3) (-)
73.1

43.0
87.155.0
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m/z-->

Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0

55.043.0
87.0
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m/z-->

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

87.0

55.041.0
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97.0 112.0 129.0
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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   33.48%

3.10 3.20 3.30 3.40

m/z  87.10   25.74%

3.10 3.20 3.30 3.40

m/z  55.00   24.54%

3.10 3.20 3.30 3.40

m/z  41.00   10.77%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN110918\
  Data File : BN003493.D                                          
  Acq On    : 10 Nov 2018  03:34
  Operator  : MJ/SJ
  Sample    : J5881-02
  Misc      :  
  ALS Vial  : 23   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  unknown7.38                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.38   60.55 ng        1608940   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 17
 3 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 4 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 9 
 5 4-Chloro-2-fluoro-pyrimidine        132 C4H2ClFN2      051422-00-5 9 
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m/z-->

Abundance Scan 747 (7.381 min): BN003493.D (-739) (-)
132.0

68.1

96.0
40.0 54.0 84.9
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m/z-->

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

69.0
104.0

51.031.0
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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
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m/z-->

Abundance #14491: 5-Aminoindole
132.0

104.0
66.0 77.051.039.0 115.027.0 89.014.0

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   34.27%

7.00 7.20 7.40 7.60 7.80

m/z 134.00   32.86%

7.00 7.20 7.40 7.60 7.80

m/z  66.00   21.70%

7.00 7.20 7.40 7.60 7.80

m/z  96.00   13.48%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN110918\
  Data File : BN003493.D                                          
  Acq On    : 10 Nov 2018  03:34
  Operator  : MJ/SJ
  Sample    : J5881-02
  Misc      :  
  ALS Vial  : 23   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  4  n-Hexadecanoic acid             Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.10    2.87 ng         199651   Phenanthrene-d10           17.23

 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 93
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 90
 4 Tetradecanoic acid                  228 C14H28O2       000544-63-8 80
 5 n-Decanoic acid                     172 C10H20O2       000334-48-5 76
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m/z-->

Abundance Scan 2569 (18.098 min): BN003493.D (-2563) (-)
73.043.0
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213.197.1

185.1157.1 256.2
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Abundance #107549: n-Hexadecanoic acid
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213.0 256.0157.0 185.0

110.040.0

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

5000

m/z-->

Abundance #72647: Tridecanoic acid
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129.0
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m/z-->

Abundance #95851: Pentadecanoic acid
73.043.0

129.0

97.0 199.0 242.0
157.0

15.0 177.0

17.80 18.00 18.20 18.40

m/z  73.00  100.00%

17.80 18.00 18.20 18.40

m/z  60.00   85.13%

17.80 18.00 18.20 18.40

m/z  43.00   83.62%

17.80 18.00 18.20 18.40

m/z  57.10   71.90%

17.80 18.00 18.20 18.40

m/z  55.00   68.05%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN110918\
  Data File : BN003493.D                                          
  Acq On    : 10 Nov 2018  03:34
  Operator  : MJ/SJ
  Sample    : J5881-02
  Misc      :  
  ALS Vial  : 23   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  Heptafluorobutyric acid, pe...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.10    2.15 ng         137977   Chrysene-d12               21.40

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptafluorobutyric acid, pentade... 424 C19H31F7O2     959261-23-5 95
 2 Pentafluoropropionic acid, penta... 374 C18H31F5O2     959092-08-1 95
 3 Trifluoroacetic acid, pentadecyl... 324 C17H31F3O2     959010-23-2 95
 4 Trifluoroacetoxy hexadecane         338 C18H33F3O2     006222-03-3 95
 5 Heptadecyl heptafluorobutyrate      452 C21H35F7O2     959085-66-6 94

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 3079 (21.098 min): BN003493.D (-3074) (-)
57.1 97.1

139.1 176.9209.0 283.0
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0
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m/z-->

Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
57.0

97.0

169.0
210.0138.0 255.0 406.026.0
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0
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m/z-->

Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
57.0

97.0

139.0 210.0 255.0 356.026.0 177.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #164113: Trifluoroacetic acid, pentadecyl ester
57.0

97.0

140.0 182.0 255.0 306.026.0

20.80 21.00 21.20 21.40

m/z  57.10  100.00%

20.80 21.00 21.20 21.40

m/z  55.00   88.32%

20.80 21.00 21.20 21.40

m/z  83.10   87.39%

20.80 21.00 21.20 21.40

m/z  43.00   82.15%

20.80 21.00 21.20 21.40

m/z  97.10   81.92%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN110918\
  Data File : BN003493.D                                          
  Acq On    : 10 Nov 2018  03:34
  Operator  : MJ/SJ
  Sample    : J5881-02
  Misc      :  
  ALS Vial  : 23   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  Squalene                        Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.59    5.33 ng         315663   Perylene-d12               23.72

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Squalene                            410 C30H50         000111-02-4 94
 2 Supraene                            410 C30H50         007683-64-9 91
 3 5,9,13-Pentadecatrien-2-one, 6,1... 262 C18H30O        001117-52-8 59
 4 4-Methyl-1,5-Heptadiene             110 C8H14          000998-94-7 52
 5 Cyclopropanecarboxylic acid, 3-m... 176 C11H12O2       1000307-52-1 43
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Abundance Scan 3333 (22.592 min): BN003493.D (-3327) (-)
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107.0 189.1 341.3281.1231.1
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Abundance #215932: Squalene
69.0

137.0107.0 175.0 341.0231.0 273.0
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0

5000

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 #112642: 5,9,13-Pentadecatrien-2-one, 6,10,14-trimethyl-, ...
69.0

107.0
137.0 178.0 262.0219.0

22.20 22.40 22.60 22.80 23.00

m/z  69.05  100.00%

22.20 22.40 22.60 22.80 23.00

m/z  81.05   52.76%

22.20 22.40 22.60 22.80 23.00

m/z  41.00   21.70%

22.20 22.40 22.60 22.80 23.00

m/z  95.10   15.27%

22.20 22.40 22.60 22.80 23.00

m/z 137.10   13.40%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN110918\
  Data File : BN003493.D                                          
  Acq On    : 10 Nov 2018  03:34
  Operator  : MJ/SJ
  Sample    : J5881-02
  Misc      :  
  ALS Vial  : 23   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    16.0 ng     425297  1   7.85  531415  20.0
unknown7.38            7.38    60.5 ng    1608940  1   7.85  531415  20.0
n-Hexadecanoic acid   18.10     2.9 ng     199651  4  17.23 1393140  20.0
Heptafluorobutyri...  21.10     2.1 ng     137977  5  21.40 1285520  20.0
Squalene              22.59     5.3 ng     315663  6  23.72 1183540  20.0
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