
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG040918\
  Data File : BG033676.D                                          
  Acq On    :  9 Apr 2018  12:15
  Operator  : SJ/JU
  Sample    : J2236-04
  Misc      :  
  ALS Vial  : 5   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:\HPCHEM1\BNA_G\METHODS\8270-BG031918.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   3.475    26   32   43 rBV   155825    339084  10.37%   2.102%
  2   3.569    43   48   59 rVB   132623    232021   7.10%   1.438%
  3   5.767   417  422  429 rBV    21830     38020   1.16%   0.236%
  4   6.284   503  510  522 rBV   226823    479100  14.65%   2.970%
  5   7.970   789  797  816 rBV   136896    353828  10.82%   2.193%
 
  6   8.369   857  865  884 rBV   501825   1059066  32.39%   6.565%
  7   8.857   942  948  961 rBV   116135    267230   8.17%   1.657%
  8   9.192   997 1005 1027 rBV   503782   1018884  31.16%   6.316%
  9  10.056  1145 1152 1167 rBV   396353    872294  26.68%   5.408%
 10  11.742  1430 1439 1451 rBV   181927    394849  12.08%   2.448%
 
 11  14.104  1834 1841 1859 rBV  1272353   2158403  66.01%  13.380%
 12  14.897  1970 1976 1984 rBV    57839     91856   2.81%   0.569%
 13  15.297  2040 2044 2053 rVB2   43883     67051   2.05%   0.416%
 14  15.473  2067 2074 2083 rBV2  354131    614331  18.79%   3.808%
 15  16.237  2200 2204 2209 rVB    56612     76485   2.34%   0.474%
 
 16  16.948  2317 2325 2340 rBV  1051865   1742033  53.28%  10.799%
 17  17.095  2345 2350 2358 rVB    51245     85208   2.61%   0.528%
 18  18.205  2532 2539 2547 rBV   461041    807781  24.70%   5.008%
 19  19.004  2670 2675 2686 rBV2   99846    168216   5.14%   1.043%
 20  20.232  2880 2884 2892 rBV5   39408     79001   2.42%   0.490%
 
 21  20.726  2962 2968 2980 rBV  2462739   3269710 100.00%  20.270%
 22  22.071  3192 3197 3205 rBV3   54180    107671   3.29%   0.667%
 23  22.547  3271 3278 3289 rBV2  446588    904336  27.66%   5.606%
 24  26.313  3904 3919 3934 rBV2  253193    904626  27.67%   5.608%
 
 
                        Sum of corrected areas:    16131084
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG040918\
  Data File : BG033676.D                                          
  Acq On    :  9 Apr 2018  12:15
  Operator  : SJ/JU
  Sample    : J2236-04
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918.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:\HPCHEM1\BNA_G\DATA\BG040918\
  Data File : BG033676.D                                          
  Acq On    :  9 Apr 2018  12:15
  Operator  : SJ/JU
  Sample    : J2236-04
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  Butane, 2-methoxy-2-methyl-     Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.57   17.36 ng         232021   1,4-Dichlorobenzene-d4      8.86

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methoxy-2-methyl-         102 C6H14O         000994-05-8 74
 2 1,3-Dioxolane, 2-methyl-             88 C4H8O2         000497-26-7 25
 3 Silane, tetramethyl-                 88 C4H12Si        000075-76-3 16
 4 N-Ethylformamide                     73 C3H7NO         000627-45-2 9 
 5 2-Methyl-5-hexen-3-ol               114 C7H14O         032815-70-6 9 

0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95

5000

m/z-->

Abundance Scan 48 (3.569 min): BG033676.D (-43) (-)
73

43
8755

39 59 695147

0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95

5000

m/z-->

Abundance #4486: Butane, 2-methoxy-2-methyl-
73

43 55 87
29 39 5933 6950 80

0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95

5000

m/z-->

Abundance #2051: 1,3-Dioxolane, 2-methyl-
73

43

58
8729

0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95

5000

m/z-->

Abundance #1996: Silane, tetramethyl-
73

43
2915 53 59 8847 653924 33 69 772 81

3.40 3.60 3.80 4.00

m/z  72.95  100.00%

3.40 3.60 3.80 4.00

m/z  43.00   41.57%

3.40 3.60 3.80 4.00

m/z  87.00   29.71%

3.40 3.60 3.80 4.00

m/z  55.00   25.39%

3.40 3.60 3.80 4.00

m/z  45.00   11.84%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG040918\
  Data File : BG033676.D                                          
  Acq On    :  9 Apr 2018  12:15
  Operator  : SJ/JU
  Sample    : J2236-04
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.77    2.85 ng          38020   1,4-Dichlorobenzene-d4      8.86

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 40
 2 2-hydroxy-2-methyl-4-heptanone      144 C8H16O2        054862-91-8 38
 3 Butanedioic acid, diazo-, dimeth... 172 C6H8N2O4       055514-36-8 25
 4 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 
 5 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 9 

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 423 (5.773 min): BG033676.D (-417) (-)
43

101
43836573

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43

101
67

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #20926: 2-hydroxy-2-methyl-4-heptanone
43

71

129
101

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #40019: Butanedioic acid, diazo-, dimethyl ester
59

103

26 172
141

5.40 5.60 5.80 6.00 6.20

m/z  42.95  100.00%

5.40 5.60 5.80 6.00 6.20

m/z  59.00   60.94%

5.40 5.60 5.80 6.00 6.20

m/z 101.00   17.63%

5.40 5.60 5.80 6.00 6.20

m/z  58.00   15.61%

5.40 5.60 5.80 6.00 6.20

m/z  41.00    6.78%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG040918\
  Data File : BG033676.D                                          
  Acq On    :  9 Apr 2018  12:15
  Operator  : SJ/JU
  Sample    : J2236-04
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  unknown8.37                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.37   79.26 ng        1059070   1,4-Dichlorobenzene-d4      8.86

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 22
 3 (5-Methyl-2-pyridyl)acetonitrile    132 C8H8N2         1000241-93-9 22
 4 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 16
 5 2-Cyclohexen-1-one                   96 C6H8O          000930-68-7 10

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

5000

m/z-->

Abundance Scan 865 (8.369 min): BG033676.D (-857) (-)
132

68

9640
115 320162

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

5000

m/z-->

Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132

69
104

5131

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

5000

m/z-->

Abundance #14503: 1H-Benzimidazole, 2-methyl-
132

63 1043915 79

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

5000

m/z-->

Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile
132

92
65

39 115

8.00 8.20 8.40 8.60 8.80

m/z 132.00  100.00%

8.00 8.20 8.40 8.60 8.80

m/z  68.00   50.61%

8.00 8.20 8.40 8.60 8.80

m/z  66.00   34.51%

8.00 8.20 8.40 8.60 8.80

m/z 134.00   31.53%

8.00 8.20 8.40 8.60 8.80

m/z  69.00   22.16%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG040918\
  Data File : BG033676.D                                          
  Acq On    :  9 Apr 2018  12:15
  Operator  : SJ/JU
  Sample    : J2236-04
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  1-Iodo-2-methylundecane         Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.30    2.18 ng          67051   Acenaphthene-d10           15.47

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Iodo-2-methylundecane             296 C12H25I        073105-67-6 80
 2 Heptacosane                         380 C27H56         000593-49-7 72
 3 Eicosane                            282 C20H42         000112-95-8 72
 4 Tridecane                           184 C13H28         000629-50-5 72
 5 Hexadecane                          226 C16H34         000544-76-3 59

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance Scan 2045 (15.303 min): BG033676.D (-2040) (-)
57

85

127 169 208 453249

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #140553: 1-Iodo-2-methylundecane
57

85
29

113 169 211 296

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #202662: Heptacosane
57

85

29 113 141 169 197 225 253 380281 323 351

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #129492: Eicosane
57

85

29
113 141 169 282197 225 253

15.00 15.20 15.40 15.60

m/z  57.05  100.00%

15.00 15.20 15.40 15.60

m/z  43.00   97.85%

15.00 15.20 15.40 15.60

m/z  71.00   54.28%

15.00 15.20 15.40 15.60

m/z  41.00   40.17%

15.00 15.20 15.40 15.60

m/z  85.05   39.36%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG040918\
  Data File : BG033676.D                                          
  Acq On    :  9 Apr 2018  12:15
  Operator  : SJ/JU
  Sample    : J2236-04
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Hexadecane                      Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.24    2.49 ng          76485   Acenaphthene-d10           15.47

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecane                          226 C16H34         000544-76-3 91
 2 Pentadecane                         212 C15H32         000629-62-9 80
 3 Octacosane                          394 C28H58         000630-02-4 80
 4 Dodecane, 2-methyl-6-propyl-        226 C16H34         055045-08-4 72
 5 Tetratetracontane                   619 C44H90         007098-22-8 72

0 50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance Scan 2205 (16.243 min): BG033676.D (-2200) (-)
57

85

149113 493207 267

0 50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #83025: Hexadecane
57

85
29

113 141 169 226197

0 50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #71393: Pentadecane
57

85

29
113 141 212169

0 50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #209566: Octacosane
57

85

29 113 141 169 197 225 281253 394337309 365

16.00 16.20 16.40 16.60

m/z  57.00  100.00%

16.00 16.20 16.40 16.60

m/z  43.00   61.26%

16.00 16.20 16.40 16.60

m/z  71.05   46.88%

16.00 16.20 16.40 16.60

m/z  84.95   35.14%

16.00 16.20 16.40 16.60

m/z  41.00   30.86%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG040918\
  Data File : BG033676.D                                          
  Acq On    :  9 Apr 2018  12:15
  Operator  : SJ/JU
  Sample    : J2236-04
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Dodecane, 2-methyl-6-propyl-    Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.09    2.11 ng          85208   Phenanthrene-d10           18.20

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Dodecane, 2-methyl-6-propyl-        226 C16H34         055045-08-4 80
 2 Tetradecane                         198 C14H30         000629-59-4 80
 3 Hexadecane                          226 C16H34         000544-76-3 72
 4 Tridecane                           184 C13H28         000629-50-5 72
 5 Octane, 3,5-dimethyl-               142 C10H22         015869-93-9 70

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

5000

m/z-->

Abundance Scan 2349 (17.089 min): BG033676.D (-2345) (-)
57

8541

113 183 224160139 328

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

5000

m/z-->

Abundance #83051: Dodecane, 2-methyl-6-propyl-
57

85
41

140 182113 166 226205

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

5000

m/z-->

Abundance #59882: Tetradecane
57

41 85

198113 141 16925

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

5000

m/z-->

Abundance #83024: Hexadecane
57

41 85

113 141 226169

16.80 17.00 17.20 17.40

m/z  57.05  100.00%

16.80 17.00 17.20 17.40

m/z  43.05   90.89%

16.80 17.00 17.20 17.40

m/z  71.00   51.49%

16.80 17.00 17.20 17.40

m/z  85.10   35.71%

16.80 17.00 17.20 17.40

m/z  41.00   35.38%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG040918\
  Data File : BG033676.D                                          
  Acq On    :  9 Apr 2018  12:15
  Operator  : SJ/JU
  Sample    : J2236-04
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  n-Hexadecanoic acid             Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.00    4.16 ng         168216   Phenanthrene-d10           18.20

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 94
 2 Tridecanoic acid                    214 C13H26O2       000638-53-9 89
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 78
 4 Dodecanoic acid                     200 C12H24O2       000143-07-7 64
 5 n-Decanoic acid                     172 C10H20O2       000334-48-5 42

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 2674 (18.998 min): BG033676.D (-2670) (-)
57

12985
185157 213 25639 110 290 357

50 100 150 200 250 300 350

5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
6043

129

83
213 256157 185101

50 100 150 200 250 300 350

5000

m/z-->

Abundance #72646: Tridecanoic acid
73

43

129
21417197

152 197

50 100 150 200 250 300 350

5000

m/z-->

Abundance #95855: Pentadecanoic acid
7343

129

24219997
157

18026 225

18.60 18.80 19.00 19.20 19.40

m/z  57.00  100.00%

18.60 18.80 19.00 19.20 19.40

m/z  43.05   94.67%

18.60 18.80 19.00 19.20 19.40

m/z  73.00   94.32%

18.60 18.80 19.00 19.20 19.40

m/z  55.00   76.44%

18.60 18.80 19.00 19.20 19.40

m/z  59.95   73.08%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG040918\
  Data File : BG033676.D                                          
  Acq On    :  9 Apr 2018  12:15
  Operator  : SJ/JU
  Sample    : J2236-04
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  Cetene                          Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.07    2.38 ng         107671   Chrysene-d12               22.55

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cetene                              224 C16H32         000629-73-2 90
 2 Acetic acid, chloro-, hexadecyl ... 318 C18H35ClO2     052132-58-8 87
 3 1-Heneicosyl formate                340 C22H44O2       077899-03-7 87
 4 Trichloroacetic acid, tetradecyl... 358 C16H29Cl3O2    074339-52-9 87
 5 Trichloroacetic acid, pentadecyl... 372 C17H31Cl3O2    074339-53-0 87

50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance Scan 3197 (22.071 min): BG033676.D (-3192) (-)
55

97

125 208161 355265 502241 399
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG040918\
  Data File : BG033676.D                                          
  Acq On    :  9 Apr 2018  12:15
  Operator  : SJ/JU
  Sample    : J2236-04
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918.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...   3.57    17.4 ng     232021  1   8.86  267230  20.0
2-Pentanone, 4-hy...   5.77     2.9 ng      38020  1   8.86  267230  20.0
unknown8.37            8.37    79.3 ng    1059070  1   8.86  267230  20.0
1-Iodo-2-methylun...  15.30     2.2 ng      67051  3  15.47  614331  20.0
Hexadecane            16.24     2.5 ng      76485  3  15.47  614331  20.0
Dodecane, 2-methy...  17.09     2.1 ng      85208  4  18.20  807781  20.0
n-Hexadecanoic acid   19.00     4.2 ng     168216  4  18.20  807781  20.0
Cetene                22.07     2.4 ng     107671  5  22.55  904336  20.0
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