
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081117\
  Data File : BF097610.D                                          
  Acq On    : 11 Aug 2017  23:30
  Operator  : SJ/JU
  Sample    : I4631-08
  Misc      :  
  ALS Vial  : 13   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_F\METHODS\8270-BF081117.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   4.757   517  522  540 rBV    32585     97528   3.24%   0.433%
  2   5.422   631  635  666 rBV   726106   1638696  54.38%   7.271%
  3   7.069   911  915  927 rBV   426961    931132  30.90%   4.132%
  4   7.163   927  931  953 rVB  1688299   2772081  91.99%  12.300%
  5   7.510   985  990 1002 rBV   410964    578128  19.18%   2.565%
 
  6   7.745  1025 1030 1052 rBV  1560080   2201954  73.07%   9.770%
  7   8.422  1139 1145 1161 rBV  1283350   1868710  62.01%   8.292%
  8   9.139  1262 1267 1274 rBV2   20822     30699   1.02%   0.136%
  9   9.534  1330 1334 1348 rBV   610843    850607  28.23%   3.774%
 10  10.857  1550 1559 1563 rBV2   37776     66062   2.19%   0.293%
 
 11  11.322  1631 1638 1647 rVB  2177909   3013536 100.00%  13.371%
 12  11.539  1668 1675 1679 rBV5   22811     46295   1.54%   0.205%
 13  12.010  1751 1755 1759 rBV2   88984    118124   3.92%   0.524%
 14  12.363  1809 1815 1820 rBV2  762095   1026851  34.07%   4.556%
 15  12.916  1905 1909 1912 rBV4   45860     60581   2.01%   0.269%
 
 16  13.216  1957 1960 1965 rVB    43334     55457   1.84%   0.246%
 17  13.351  1979 1983 1989 rBV    46236     78251   2.60%   0.347%
 18  13.663  2030 2036 2046 rBV  1261434   1916139  63.58%   8.502%
 19  13.992  2089 2092 2098 rVB4   54106     99676   3.31%   0.442%
 20  14.057  2098 2103 2106 rBV7   25936     52359   1.74%   0.232%
 
 21  14.198  2124 2127 2131 rVB4   37357     48023   1.59%   0.213%
 22  14.763  2218 2223 2231 rVB2  658846    863306  28.65%   3.831%
 23  14.957  2254 2256 2259 rBV2   34802     35467   1.18%   0.157%
 24  15.780  2392 2396 2401 rVB3  179872    244177   8.10%   1.083%
 25  15.945  2417 2424 2428 rBV6   56453    121114   4.02%   0.537%
 
 26  16.021  2435 2437 2438 rBV2   42319     38731   1.29%   0.172%
 27  16.874  2578 2582 2588 rBV   147577    215145   7.14%   0.955%
 28  17.127  2619 2625 2628 rBV  1660515   2245575  74.52%   9.964%
 29  18.374  2834 2837 2845 rVB    70259    101196   3.36%   0.449%
 30  18.462  2848 2852 2857 rVB   524199    594641  19.73%   2.639%
 
 31  20.133  3131 3136 3141 rVB   434409    526823  17.48%   2.338%
 
 
                        Sum of corrected areas:    22537064
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081117\
  Data File : BF097610.D                                          
  Acq On    : 11 Aug 2017  23:30
  Operator  : SJ/JU
  Sample    : I4631-08
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00
0

500000

1000000

1500000

2000000

Time-->

Abundance TIC: BF097610.D

  4.76

  5.42

  7.07

  7.16

  7.51

  7.75

  8.42

  9.14

9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
0

500000

1000000

1500000

2000000

Time-->

Abundance TIC: BF097610.D

  9.53

 10.86

 11.32

 11.54
 12.01

 12.36

 12.92 13.22 13.35

 13.66

 13.99 14.06 14.20

 14.76

 14.96

 15.78
 15.94 16.02

17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00
0

500000

1000000

1500000

2000000

Time-->

Abundance TIC: BF097610.D

 16.87

 17.13

 18.37

 18.46
 20.13

8270-BF081117.M Mon Aug 14 15:31:23 2017                                              Page: 2

Instrument :
BNA_F
ClientSampleId :
VE-2-1

Instrument :
BNA_F
ClientSampleId :
VE-2-1

Instrument :
BNA_F
ClientSampleId :
VE-2-1



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081117\
  Data File : BF097610.D                                          
  Acq On    : 11 Aug 2017  23:30
  Operator  : SJ/JU
  Sample    : I4631-08
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081117.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  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.76    3.37 ng          97528   1,4-Dichlorobenzene-d4      7.51

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 78
 2 1-Propen-2-ol, acetate              100 C5H8O2         000108-22-5 9 
 3 2-Propanone, 1-(1-methylethoxy)-    116 C6H12O2        042781-12-4 9 
 4 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 9 
 5 Diacetamide                         101 C4H7NO2        000625-77-4 7 

10 20 30 40 50 60 70 80 90 100 110 120
0

5000

m/z-->

Abundance Scan 522 (4.757 min): BF097610.D (-517) (-)
43.0

59.0

101.1
83.0

10 20 30 40 50 60 70 80 90 100 110 120
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 90 100 110 120
0

5000

m/z-->

Abundance #3686: 1-Propen-2-ol, acetate
43.0

58.0
72.015.0 100.027.0

10 20 30 40 50 60 70 80 90 100 110 120
0

5000

m/z-->

Abundance #8177: 2-Propanone, 1-(1-methylethoxy)-
43.0

58.027.0 73.0
101.083.0 115.0

4.40 4.60 4.80 5.00

m/z  43.00  100.00%

4.40 4.60 4.80 5.00

m/z  59.00   45.26%

4.40 4.60 4.80 5.00

m/z  58.00   14.88%

4.40 4.60 4.80 5.00

m/z 101.10   13.84%

4.40 4.60 4.80 5.00

m/z  41.10    8.32%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081117\
  Data File : BF097610.D                                          
  Acq On    : 11 Aug 2017  23:30
  Operator  : SJ/JU
  Sample    : I4631-08
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown7.16                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.16   95.90 ng        2772080   1,4-Dichlorobenzene-d4      7.51

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 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 930 (7.157 min): BF097610.D (-927) (-)
132.0

68.1

96.140.0

20 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

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #14491: 5-Aminoindole
132.0

104.0
66.051.027.0 89.0

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

6.80 7.00 7.20 7.40

m/z 132.00  100.00%

6.80 7.00 7.20 7.40

m/z  68.10   42.35%

6.80 7.00 7.20 7.40

m/z 134.00   31.88%

6.80 7.00 7.20 7.40

m/z  66.00   27.76%

6.80 7.00 7.20 7.40

m/z  69.10   16.71%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081117\
  Data File : BF097610.D                                          
  Acq On    : 11 Aug 2017  23:30
  Operator  : SJ/JU
  Sample    : I4631-08
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  3-Methyl-4-(methoxycarbonyl...  Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.99    2.31 ng          99676   Phenanthrene-d10           14.76

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Methyl-4-(methoxycarbonyl)hexa... 184 C9H12O4        1000104-10-8 91
 2 Heptane, 3,4-dimethyl-              128 C9H20          000922-28-1 43
 3 Octadecane, 1-iodo-                 380 C18H37I        000629-93-6 38
 4 Hexadecane                          226 C16H34         000544-76-3 38
 5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H30O3S      1000309-20-2 38

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

5000

m/z-->

Abundance Scan 2092 (13.992 min): BF097610.D (-2089) (-)
57.1

85.0
153.1

186.1113.1 207.0134.0

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

5000

m/z-->

Abundance #49280: 3-Methyl-4-(methoxycarbonyl)hexa-2,4-dienoic acid
57.0

81.0
125.0

184.0

152.0

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

5000

m/z-->

Abundance #12682: Heptane, 3,4-dimethyl-
43.0

70.0

99.0
128.015.0

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

5000

m/z-->

Abundance #202264: Octadecane, 1-iodo-
57.0

85.0

29.0

113.0 155.0 253.0183.0 211.0

13.60 13.80 14.00 14.20 14.40

m/z  57.10  100.00%

13.60 13.80 14.00 14.20 14.40

m/z  43.00   63.22%

13.60 13.80 14.00 14.20 14.40

m/z  71.10   48.19%

13.60 13.80 14.00 14.20 14.40

m/z  41.00   33.72%

13.60 13.80 14.00 14.20 14.40

m/z  55.00   24.25%

8270-BF081117.M Mon Aug 14 15:31:24 2017                                              Page: 5

Instrument :
BNA_F
ClientSampleId :
VE-2-1

Instrument :
BNA_F
ClientSampleId :
VE-2-1

Instrument :
BNA_F
ClientSampleId :
VE-2-1



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081117\
  Data File : BF097610.D                                          
  Acq On    : 11 Aug 2017  23:30
  Operator  : SJ/JU
  Sample    : I4631-08
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Tridecanoic acid                Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.78    5.66 ng         244177   Phenanthrene-d10           14.76

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tridecanoic acid                    214 C13H26O2       000638-53-9 90
 2 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 87
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 80
 4 Undecanoic acid                     186 C11H22O2       000112-37-8 64
 5 n-Decanoic acid                     172 C10H20O2       000334-48-5 58

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

5000

m/z-->

Abundance Scan 2396 (15.780 min): BF097610.D (-2392) (-)
43.0 73.0

129.1
97.0 213.2

171.1 256.3194.0152.1

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

5000

m/z-->

Abundance #72643: Tridecanoic acid
73.043.0

129.0

171.0
97.0 214.0

152.015.0

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

110.040.0

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

5000

m/z-->

Abundance #95854: Pentadecanoic acid
43.0 73.0

242.0129.0
97.0 199.0

171.0152.0

15.40 15.60 15.80 16.00

m/z  43.05  100.00%

15.40 15.60 15.80 16.00

m/z  60.00   95.49%

15.40 15.60 15.80 16.00

m/z  72.95   89.34%

15.40 15.60 15.80 16.00

m/z  57.05   83.42%

15.40 15.60 15.80 16.00

m/z  41.05   72.34%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081117\
  Data File : BF097610.D                                          
  Acq On    : 11 Aug 2017  23:30
  Operator  : SJ/JU
  Sample    : I4631-08
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  unknown15.94                    Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.94    2.81 ng         121114   Phenanthrene-d10           14.76

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Phlorobutyrophenone                 196 C10H12O4       002437-62-9 46
 2 1-Butanone, 1-(2,4,5-trihydroxyp... 196 C10H12O4       001421-63-2 46
 3 4-Methyl-1-(2-thienyl)-1,3-penta... 196 C10H12O2S      030984-27-1 46
 4 Cyclohexene, 1-(trimethylsilylox... 196 C11H20OSi      078828-42-9 41
 5 Pentamethylmelamine                 196 C8H16N6        035832-09-8 38

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

5000

m/z-->

Abundance Scan 2423 (15.939 min): BF097610.D (-2417) (-)
196.1

153.0

43.0

69.0 116.097.1 218.1177.1 246.2

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

5000

m/z-->

Abundance #57612: Phlorobutyrophenone
153.0

196.0

69.041.0 126.097.0 177.0

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

5000

m/z-->

Abundance #57663: 1-Butanone, 1-(2,4,5-trihydroxyphenyl)-
153.0

196.0

107.055.0 79.018.0 126.0 177.0

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

5000

m/z-->

Abundance #57590: 4-Methyl-1-(2-thienyl)-1,3-pentanedione
153.0

111.0

69.0
196.0

43.0
91.015.0 134.0

15.60 15.80 16.00 16.20

m/z 196.10  100.00%

15.60 15.80 16.00 16.20

m/z 153.00   74.28%

15.60 15.80 16.00 16.20

m/z  43.00   54.47%

15.60 15.80 16.00 16.20

m/z 152.10   36.22%

15.60 15.80 16.00 16.20

m/z 181.05   35.91%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081117\
  Data File : BF097610.D                                          
  Acq On    : 11 Aug 2017  23:30
  Operator  : SJ/JU
  Sample    : I4631-08
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Octadecanoic acid               Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.87    7.24 ng         215145   Chrysene-d12               18.46

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid                   284 C18H36O2       000057-11-4 93
 2 Nonadecanoic acid                   298 C19H38O2       000646-30-0 93
 3 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 90
 4 Tetradecanoic acid                  228 C14H28O2       000544-63-8 90
 5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H44O4       000106-11-6 83

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance Scan 2581 (16.868 min): BF097610.D (-2578) (-)
43.0

73.0

129.197.1
185.1 284.2241.2159.1 213.1

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance #131261: Octadecanoic acid
73.043.0

129.0

97.0
185.0 241.0 284.0

207.0157.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance #143132: Nonadecanoic acid
43.0

73.0

298.0

129.097.0 255.0185.0 213.0157.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
0

5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
60.0

129.0

83.0
213.0 256.0157.0 185.0

107.0

16.60 16.80 17.00 17.20

m/z  43.05  100.00%

16.60 16.80 17.00 17.20

m/z  60.00   82.48%

16.60 16.80 17.00 17.20

m/z  57.05   80.68%

16.60 16.80 17.00 17.20

m/z  55.00   78.12%

16.60 16.80 17.00 17.20

m/z  73.00   69.96%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081117\
  Data File : BF097610.D                                          
  Acq On    : 11 Aug 2017  23:30
  Operator  : SJ/JU
  Sample    : I4631-08
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  1-Octadecene                    Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.37    3.40 ng         101196   Chrysene-d12               18.46

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Octadecene                        252 C18H36         000112-88-9 87
 2 E-15-Heptadecenal                   252 C17H32O        1000130-97-9 83
 3 1-Octadecanol                       270 C18H38O        000112-92-5 83
 4 13-Tetradecen-1-ol acetate          254 C16H30O2       056221-91-1 74
 5 Heptadecyl trifluoroacetate         352 C19H35F3O2     1000351-87-0 74
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081117\
  Data File : BF097610.D                                          
  Acq On    : 11 Aug 2017  23:30
  Operator  : SJ/JU
  Sample    : I4631-08
  Misc      :  
  ALS Vial  : 13   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081117.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...   4.76     3.4 ng      97528  1   7.51  578128  20.0
unknown7.16            7.16    95.9 ng    2772080  1   7.51  578128  20.0
3-Methyl-4-(metho...  13.99     2.3 ng      99676  4  14.76  863306  20.0
Tridecanoic acid      15.78     5.7 ng     244177  4  14.76  863306  20.0
unknown15.94          15.94     2.8 ng     121114  4  14.76  863306  20.0
Octadecanoic acid     16.87     7.2 ng     215145  5  18.46  594641  20.0
1-Octadecene          18.37     3.4 ng     101196  5  18.46  594641  20.0
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