
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052215\
  Data File : BG017269.D                                          
  Acq On    : 23 May 2015   6:47
  Operator  : TP/IZ
  Sample    : G2255-15
  Misc      :  
  ALS Vial  : 26   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-BG051315.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   2.771     9   14   23 rBV2   62082    128330   3.04%   1.384%
  2   2.853    23   28   46 rVB   257110    405729   9.61%   4.376%
  3   3.088    62   68   86 rVB  2393994   4223839 100.00%  45.553%
  4   3.423   118  125  135 rBV2   19811     54451   1.29%   0.587%
  5   7.213   761  770  779 rBV   410481    698658  16.54%   7.535%
 
  6   7.618   833  839  844 rBV   124724    202777   4.80%   2.187%
  7   7.683   844  850  856 rVV2  154991    268130   6.35%   2.892%
  8   8.000   898  904  911 rBV    36919     57792   1.37%   0.623%
  9   8.840  1041 1047 1054 rBV    38103     61236   1.45%   0.660%
 10  10.473  1318 1325 1332 rBV   192706    318203   7.53%   3.432%
 
 11  12.947  1739 1746 1754 rBV    89506    137658   3.26%   1.485%
 12  14.334  1974 1982 1990 rBV2  261507    407748   9.65%   4.397%
 13  15.826  2231 2236 2245 rVB3   46938     69900   1.65%   0.754%
 14  17.078  2443 2449 2460 rBV2  337123    482442  11.42%   5.203%
 15  17.976  2596 2602 2611 rBV2   42132     65359   1.55%   0.705%
 
 16  19.410  2839 2846 2853 rBV   113714    130264   3.08%   1.405%
 17  19.710  2892 2897 2905 rBV   253855    305878   7.24%   3.299%
 18  20.456  3020 3024 3028 rBV   110922    115680   2.74%   1.248%
 19  21.261  3156 3161 3169 rVV   440460    584817  13.85%   6.307%
 20  23.511  3537 3544 3552 rBV2  278485    553500  13.10%   5.969%
 
 
 
                        Sum of corrected areas:     9272391
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052215\
  Data File : BG017269.D                                          
  Acq On    : 23 May 2015   6:47
  Operator  : TP/IZ
  Sample    : G2255-15
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052215\
  Data File : BG017269.D                                          
  Acq On    : 23 May 2015   6:47
  Operator  : TP/IZ
  Sample    : G2255-15
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  2  Butane, 2-methoxy-2-methyl-     Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.85   30.26 ng         405729   1,4-Dichlorobenzene-d4      7.68

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methoxy-2-methyl-         102 C6H14O         000994-05-8 78
 2 Silane, tetramethyl-                 88 C4H12Si        000075-76-3 25
 3 1,3-Dioxolane, 2-methyl-             88 C4H8O2         000497-26-7 25
 4 N-Ethylformamide                     73 C3H7NO         000627-45-2 9 
 5 2-Methyl-5-hexen-3-ol               114 C7H14O         032815-70-6 9 

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

5000

m/z-->

Abundance Scan 27 (2.847 min): BG017269.D (-23) (-)
73

43
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59 281207220
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5000

m/z-->

Abundance #4386: Butane, 2-methoxy-2-methyl-
73

43 87
29

59
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5000

m/z-->

Abundance #1968: Silane, tetramethyl-
73

45
29 59 88
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0

5000

m/z-->

Abundance #2022: 1,3-Dioxolane, 2-methyl-
73

43

58
8729

2.80 2.90 3.00 3.10 3.20 3.30

m/z  73.10  100.00%

2.80 2.90 3.00 3.10 3.20 3.30

m/z  43.00   47.23%

2.80 2.90 3.00 3.10 3.20 3.30

m/z  55.10   27.85%

2.80 2.90 3.00 3.10 3.20 3.30

m/z  87.10   26.20%

2.80 2.90 3.00 3.10 3.20 3.30

m/z  41.05   16.10%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052215\
  Data File : BG017269.D                                          
  Acq On    : 23 May 2015   6:47
  Operator  : TP/IZ
  Sample    : G2255-15
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  4  Chloroiodomethane               Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.42    4.06 ng          54451   1,4-Dichlorobenzene-d4      7.68

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Chloroiodomethane                   176 CH2ClI         000593-71-5 91
 2 2H-1-Benzopyran-2-one, 8-methoxy-   176 C10H8O3        002445-81-0 9 
 3 Ethane, 2-chloro-1-(chloromethox... 182 C3H3Cl2F3O     000428-92-2 9 
 4 4,5-Dichloro-1,3-dioxolan-2-one     156 C3H2Cl2O3      003967-55-3 9 
 5 Methylene Chloride                   84 CH2Cl2         000075-09-2 9 
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Abundance Scan 125 (3.423 min): BG017269.D (-118) (-)
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Abundance #40443: Chloroiodomethane
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Abundance #39683: 2H-1-Benzopyran-2-one, 8-methoxy-
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105 13377

148
6338 89 120 16127
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0

5000

m/z-->

Abundance #44220: Ethane, 2-chloro-1-(chloromethoxy)-1,1,2-trifluoro-
49

67 117 147

83
31 133 18195 16314

3.00 3.20 3.40 3.60 3.80

m/z 175.90  100.00%

3.00 3.20 3.40 3.60 3.80

m/z  49.00   93.75%

3.00 3.20 3.40 3.60 3.80

m/z 126.90   75.01%

3.00 3.20 3.40 3.60 3.80

m/z  51.00   43.51%

3.00 3.20 3.40 3.60 3.80

m/z 140.90   36.10%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052215\
  Data File : BG017269.D                                          
  Acq On    : 23 May 2015   6:47
  Operator  : TP/IZ
  Sample    : G2255-15
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  5  2-Octen-1-ol, 7-ethoxy-3,7-...  Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.21   52.11 ng         698658   1,4-Dichlorobenzene-d4      7.68

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Octen-1-ol, 7-ethoxy-3,7-dimet... 200 C12H24O2       1000132-19-5 53
 2 2-Oxazolidone                        87 C3H5NO2        000497-25-6 52
 3 Dimethyl(ethenyl)silyloxycyclohe... 184 C10H20OSi      1000278-80-9 50
 4 3-Hexanol, 5-methyl-                116 C7H16O         000623-55-2 50
 5 Acetamide, N-ethyl-                  87 C4H9NO         000625-50-3 46
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5000

m/z-->

Abundance Scan 770 (7.213 min): BG017269.D (-761) (-)
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Abundance #56119: 2-Octen-1-ol, 7-ethoxy-3,7-dimethyl-, (E)-
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Abundance #1820: 2-Oxazolidone
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Abundance #45149: Dimethyl(ethenyl)silyloxycyclohexane
87

75
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41
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6.80 7.00 7.20 7.40 7.60

m/z  87.10  100.00%

6.80 7.00 7.20 7.40 7.60

m/z  43.00   59.86%

6.80 7.00 7.20 7.40 7.60

m/z  59.10   57.16%

6.80 7.00 7.20 7.40 7.60

m/z  41.10   49.00%

6.80 7.00 7.20 7.40 7.60

m/z  69.10   34.38%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052215\
  Data File : BG017269.D                                          
  Acq On    : 23 May 2015   6:47
  Operator  : TP/IZ
  Sample    : G2255-15
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  6  unknown7.62                     Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.62   15.13 ng         202777   1,4-Dichlorobenzene-d4      7.68

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Butenoic acid, 4-nitrophenyl e... 207 C10H9NO4       014617-88-0 32
 2 Zinc, bis(3-methyl-2-butenyl)-      202 C10H18Zn       066094-28-8 32
 3 2-Butene, 1-bromo-3-methyl-         148 C5H9Br         000870-63-3 32
 4 1-Pentene, 2,3-dimethyl-             98 C7H14          003404-72-6 25
 5 1,2,4-Triazole, 3-trifluromethyl... 197 C5H6F3N3S      054770-35-3 17

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

5000

m/z-->

Abundance Scan 839 (7.618 min): BG017269.D (-833) (-)
41 69 105

55
197127

25423290 155

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

5000

m/z-->

Abundance #60685: 2-Butenoic acid, 4-nitrophenyl ester, (E)-
6941

28

20793 109122 139 160

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

5000

m/z-->

Abundance #57056: Zinc, bis(3-methyl-2-butenyl)-
41 69

27 54

20213485 105

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

5000

m/z-->

Abundance #21959: 2-Butene, 1-bromo-3-methyl-
41

69

27
54 15014 82 119 13395

7.20 7.40 7.60 7.80 8.00

m/z  41.10  100.00%

7.20 7.40 7.60 7.80 8.00

m/z  69.10   94.21%

7.20 7.40 7.60 7.80 8.00

m/z 105.00   85.53%

7.20 7.40 7.60 7.80 8.00

m/z  39.10   34.50%

7.20 7.40 7.60 7.80 8.00

m/z  70.10   33.90%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052215\
  Data File : BG017269.D                                          
  Acq On    : 23 May 2015   6:47
  Operator  : TP/IZ
  Sample    : G2255-15
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  8  n-Hexadecanoic acid             Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.98    2.71 ng          65359   Phenanthrene-d10           17.08

 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 50
 3 Dodecanoic acid                     200 C12H24O2       000143-07-7 50
 4 Tetradecanoic acid                  228 C14H28O2       000544-63-8 49
 5 Pentadecanoic acid                  242 C15H30O2       001002-84-2 47

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

5000

m/z-->

Abundance Scan 2603 (17.982 min): BG017269.D (-2596) (-)
7343 60
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m/z-->

Abundance #92227: n-Hexadecanoic acid
43

60 73

129 25687 115 213101 171157 185143 199 227 242
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5000

m/z-->

Abundance #65566: Tridecanoic acid
7360

43

129
17129 21411587

185101 15215 198

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

5000

m/z-->

Abundance #56046: Dodecanoic acid
60 73

43

129
157

29 11587 101 143 171 200
18515

17.60 17.80 18.00 18.20

m/z  73.00  100.00%

17.60 17.80 18.00 18.20

m/z  43.05   99.65%

17.60 17.80 18.00 18.20

m/z  60.00   85.99%

17.60 17.80 18.00 18.20

m/z  57.05   80.73%

17.60 17.80 18.00 18.20

m/z  41.05   73.14%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052215\
  Data File : BG017269.D                                          
  Acq On    : 23 May 2015   6:47
  Operator  : TP/IZ
  Sample    : G2255-15
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  9  Hexadecanoic acid, butyl ester  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.41    4.45 ng         130264   Chrysene-d12               21.27

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecanoic acid, butyl ester      312 C20H40O2       000111-06-8 98
 2 Hexadecanoic acid, 2-methylpropy... 312 C20H40O2       000110-34-9 93
 3 Hexadecanoic acid, 1,1-dimethyle... 312 C20H40O2       031158-91-5 64
 4 2,4-Dipropyl-5-ethyl-1,3-dioxane    200 C12H24O2       006413-83-8 37
 5 Cyclobutane, 1,1-dimethyl-2-octyl-  196 C14H28         062338-30-1 35

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

5000

m/z-->

Abundance Scan 2846 (19.410 min): BG017269.D (-2839) (-)
56

25773 23912997 21339 185 312157113

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

5000

m/z-->

Abundance #124073: Hexadecanoic acid, butyl ester
56

29 73
257129 239101 185 213 312157 283

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

5000

m/z-->

Abundance #124097: Hexadecanoic acid, 2-methylpropyl ester
57

41 239 257
73

12998 213157 31218511318 282

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

5000

m/z-->

Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester
56

29 73

129 25797 239185 213 312157113 281

19.00 19.20 19.40 19.60 19.80

m/z  56.10  100.00%

19.00 19.20 19.40 19.60 19.80

m/z  57.05   56.87%

19.00 19.20 19.40 19.60 19.80

m/z  41.00   48.04%

19.00 19.20 19.40 19.60 19.80

m/z  43.05   45.86%

19.00 19.20 19.40 19.60 19.80

m/z  55.10   39.18%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052215\
  Data File : BG017269.D                                          
  Acq On    : 23 May 2015   6:47
  Operator  : TP/IZ
  Sample    : G2255-15
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number 10  Octadecanoic acid, butyl ester  Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.46    3.96 ng         115680   Chrysene-d12               21.27

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid, butyl ester      340 C22H44O2       000123-95-5 94
 2 Octadecanoic acid, 2-methylpropy... 340 C22H44O2       000646-13-9 94
 3 n-Butyl myristate                   284 C18H36O2       000110-36-1 58
 4 Octadecanoic acid                   284 C18H36O2       000057-11-4 35
 5 Docosanoic acid                     340 C22H44O2       000112-85-6 35

50 100 150 200 250 300
0

5000

m/z-->

Abundance Scan 3025 (20.462 min): BG017269.D (-3020) (-)
56

285
129 26783 101 34024119139 171153 222

50 100 150 200 250 300
0

5000

m/z-->

Abundance #137335: Octadecanoic acid, butyl ester
56

285 340
73 267129

18597 24139 153 213 311

50 100 150 200 250 300
0

5000

m/z-->

Abundance #137350: Octadecanoic acid, 2-methylpropyl ester
57

29 285
26783 129 340185111 241157 213 310

50 100 150 200 250 300
0

5000

m/z-->

Abundance #108844: n-Butyl myristate
56

229
73 211129 28418510139 157 255

20.20 20.40 20.60 20.80

m/z  56.10  100.00%

20.20 20.40 20.60 20.80

m/z  57.10   63.55%

20.20 20.40 20.60 20.80

m/z  43.05   56.29%

20.20 20.40 20.60 20.80

m/z  41.05   52.28%

20.20 20.40 20.60 20.80

m/z  55.05   39.77%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052215\
  Data File : BG017269.D                                          
  Acq On    : 23 May 2015   6:47
  Operator  : TP/IZ
  Sample    : G2255-15
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P
 
                                                   |--Internal Standard---|
  TIC Top Hit name      RT  EstConc Units Response |#    RT     Resp  Conc|
----------------------------------------------------------------------------
Butane, 2-methoxy...   2.85    30.3 ng     405729  1   7.68  268130  20.0
Chloroiodomethane      3.42     4.1 ng      54451  1   7.68  268130  20.0
2-Octen-1-ol, 7-e...   7.21    52.1 ng     698658  1   7.68  268130  20.0
unknown7.62            7.62    15.1 ng     202777  1   7.68  268130  20.0
n-Hexadecanoic acid   17.98     2.7 ng      65359  4  17.08  482442  20.0
Hexadecanoic acid...  19.41     4.5 ng     130264  5  21.27  584817  20.0
Octadecanoic acid...  20.46     4.0 ng     115680  5  21.27  584817  20.0
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