
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091615\
  Data File : BF081659.D                                          
  Acq On    : 16 Sep 2015  21:04
  Operator  : UM/IZ
  Sample    : G3654-03
  Misc      :  
  ALS Vial  : 17   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-BF090115.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   1.440     8    9   15 rBV   273692    707624  17.78%   3.062%
  2   1.531    15   17   59 rVB  1153318   3980264 100.00%  17.222%
  3   4.480   270  275  293 rBV   339447   1031097  25.91%   4.461%
  4   5.349   347  351  373 rBV   954900   1802327  45.28%   7.798%
  5   7.612   544  549  553 rBV   912448   1836018  46.13%   7.944%
 
  6   7.703   553  557  560 rVB  1085239   1829072  45.95%   7.914%
  7   8.183   596  599  608 rVB   210578    331177   8.32%   1.433%
  8   8.515   624  628  631 rBV   780730   1327837  33.36%   5.745%
  9   9.486   708  713  716 rBV   620909   1166802  29.31%   5.048%
 10  11.086   849  853  854 rBV   240373    428031  10.75%   1.852%
 
 11  11.132   854  857  861 rVB   334137    555946  13.97%   2.405%
 12  12.778   998 1001 1007 rBB    75291    132031   3.32%   0.571%
 13  12.995  1016 1020 1025 rBB    57667     99532   2.50%   0.431%
 14  13.727  1079 1084 1087 rBV   960518   1919039  48.21%   8.303%
 15  14.778  1173 1176 1181 rVB   178732    289903   7.28%   1.254%
 
 16  15.212  1210 1214 1218 rBV   272955    456316  11.46%   1.974%
 17  16.515  1326 1328 1333 rVB    22152     42170   1.06%   0.182%
 18  17.121  1376 1381 1384 rBV   713727   1301871  32.71%   5.633%
 19  18.721  1516 1521 1523 rBV   255713    481635  12.10%   2.084%
 20  18.767  1523 1525 1528 rVV    95500    148504   3.73%   0.643%
 
 21  19.681  1602 1605 1616 rBV2   40423     95924   2.41%   0.415%
 22  20.470  1671 1674 1686 rVB    67918    137329   3.45%   0.594%
 23  21.739  1781 1785 1790 rBV    56316     81927   2.06%   0.354%
 24  21.876  1794 1797 1805 rBV2   25238     45941   1.15%   0.199%
 25  22.082  1812 1815 1818 rBV  1297466   1867493  46.92%   8.080%
 
 26  23.328  1921 1924 1925 rBV   146199    227985   5.73%   0.986%
 27  23.350  1925 1926 1928 rVV   401225    419700  10.54%   1.816%
 28  24.791  2050 2052 2055 rBV   303261    310931   7.81%   1.345%
 29  25.225  2089 2090 2097 rVB2   27052     57738   1.45%   0.250%
 
 
                        Sum of corrected areas:    23112164
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091615\
  Data File : BF081659.D                                          
  Acq On    : 16 Sep 2015  21:04
  Operator  : UM/IZ
  Sample    : G3654-03
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

1.50 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 9.50 10.00
0

200000

400000

600000

800000

1000000

1200000

Time-->

Abundance TIC: BF081659.D

  1.44

  1.53

  4.48

  5.35
  7.61

  7.70

  8.18

  8.51

  9.49

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 17.00 17.50 18.00 18.50
0

200000

400000

600000

800000

1000000

1200000

Time-->

Abundance TIC: BF081659.D

 11.09

 11.13

 12.78 13.00

 13.73

 14.78
 15.21

 16.52

 17.12

 18.72

 18.77

19.50 20.00 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50
0

200000

400000

600000

800000

1000000

1200000

Time-->

Abundance TIC: BF081659.D

 19.68  20.47  21.74 21.88

 22.08

 23.33

 23.35
 24.79

 25.22

8270-BF090115.M Thu Sep 17 14:09:40 2015 S                                            Page: 2

Instrument :
BNA_F
ClientSampleId :
MGP203(27-29)



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091615\
  Data File : BF081659.D                                          
  Acq On    : 16 Sep 2015  21:04
  Operator  : UM/IZ
  Sample    : G3654-03
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.48   62.27 ng        1031100   1,4-Dichlorobenzene-d4      8.18

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 50
 2 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 33
 3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 25
 4 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 17
 5 1-Propen-2-ol, acetate              100 C5H8O2         000108-22-5 10

10 20 30 40 50 60 70 80 90 100 110 120 130 140

5000

m/z-->

Abundance Scan 275 (4.480 min): BF081659.D (-270) (-)
43

59

101
8350

10 20 30 40 50 60 70 80 90 100 110 120 130 140

5000

m/z-->

Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43

59

10131 83 93

10 20 30 40 50 60 70 80 90 100 110 120 130 140

5000

m/z-->

Abundance #8114: 3-Hexanol, 4-methyl-
59

41
31

69 87
9815 51

10 20 30 40 50 60 70 80 90 100 110 120 130 140

5000

m/z-->

Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester
59

41

68
12650 142

4.20 4.40 4.60 4.80

m/z  43.10  100.00%

4.20 4.40 4.60 4.80

m/z  59.10   54.30%

4.20 4.40 4.60 4.80

m/z 101.10   13.97%

4.20 4.40 4.60 4.80

m/z  58.10   13.79%

4.20 4.40 4.60 4.80

m/z  41.10    9.03%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091615\
  Data File : BF081659.D                                          
  Acq On    : 16 Sep 2015  21:04
  Operator  : UM/IZ
  Sample    : G3654-03
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  unknown7.70                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.70  110.46 ng        1829070   1,4-Dichlorobenzene-d4      8.18

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 27
 3 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 25
 4 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 12
 5 5-Aminoindole                       132 C8H8N2         005192-03-0 10

10 20 30 40 50 60 70 80 90 100 110 120 130 140

5000

m/z-->

Abundance Scan 557 (7.703 min): BF081659.D (-553) (-)
132

68

9640 54 75 10447 61 87

10 20 30 40 50 60 70 80 90 100 110 120 130 140

5000

m/z-->

Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132

69
104

785131 38

10 20 30 40 50 60 70 80 90 100 110 120 130 140

5000

m/z-->

Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132

97

70
31 6044 7751 86 105 116

10 20 30 40 50 60 70 80 90 100 110 120 130 140

5000

m/z-->

Abundance #14013: 1H-Benzimidazole, 2-methyl-
132

63 104905239 772815 116

7.40 7.60 7.80 8.00

m/z 132.10  100.00%

7.40 7.60 7.80 8.00

m/z  68.10   49.37%

7.40 7.60 7.80 8.00

m/z  66.10   33.99%

7.40 7.60 7.80 8.00

m/z 134.10   32.50%

7.40 7.60 7.80 8.00

m/z  69.10   19.82%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091615\
  Data File : BF081659.D                                          
  Acq On    : 16 Sep 2015  21:04
  Operator  : UM/IZ
  Sample    : G3654-03
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Benzocycloheptatriene           Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.00    4.65 ng          99532   Naphthalene-d8             11.09

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzocycloheptatriene               142 C11H10         000264-09-5 91
 2 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10         004453-90-1 91
 3 Naphthalene, 1-methyl-              142 C11H10         000090-12-0 91
 4 Naphthalene, 2-methyl-              142 C11H10         000091-57-6 90
 5 1H-Indene, 1-ethylidene-            142 C11H10         002471-83-2 64

20 30 40 50 60 70 80 90 100 110 120 130 140 150

5000

m/z-->

Abundance Scan 1020 (12.995 min): BF081659.D (-1016) (-)
142

115

63 895139 71

20 30 40 50 60 70 80 90 100 110 120 130 140 150

5000

m/z-->

Abundance #18494: Benzocycloheptatriene
141

115

63 89
74 102 128

20 30 40 50 60 70 80 90 100 110 120 130 140 150

5000

m/z-->

Abundance #18504: 1,4-Methanonaphthalene, 1,4-dihydro-
141

115

6339 8951 70 7727 102 126

20 30 40 50 60 70 80 90 100 110 120 130 140 150

5000

m/z-->

Abundance #18495: Naphthalene, 1-methyl-
142

115

63 7139 51 89 12627 98

12.60 12.80 13.00 13.20 13.40

m/z 142.10  100.00%

12.60 12.80 13.00 13.20 13.40

m/z 141.10   88.38%

12.60 12.80 13.00 13.20 13.40

m/z 115.10   43.60%

12.60 12.80 13.00 13.20 13.40

m/z 139.10   11.59%

12.60 12.80 13.00 13.20 13.40

m/z 143.10   11.19%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091615\
  Data File : BF081659.D                                          
  Acq On    : 16 Sep 2015  21:04
  Operator  : UM/IZ
  Sample    : G3654-03
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  1-Heptadecanamine               Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.68    3.98 ng          95924   Phenanthrene-d10           18.72

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Heptadecanamine                   255 C17H37N        004200-95-7 53
 2 (S)-(+)-5-Methyl-1-heptanol         130 C8H18O         057803-73-3 38
 3 Cyclopentane, butyl-                126 C9H18          002040-95-1 38
 4 Cyclopropane, 1,1,2,3-tetramethyl-   98 C7H14          074752-93-5 35
 5 Isooctanol                          130 C8H18O         026952-21-6 35

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

5000

m/z-->

Abundance Scan 1605 (19.681 min): BF081659.D (-1602) (-)
55

41

69 83

97

111

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

5000

m/z-->

Abundance #91550: 1-Heptadecanamine
30

43 57 8671 100 255114 142128 156 170 226198212184 240

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

5000

m/z-->

Abundance #13290: (S)-(+)-5-Methyl-1-heptanol
55

83

70
41

9727 111

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

5000

m/z-->

Abundance #11174: Cyclopentane, butyl-
6941

55

83
9727

11114

19.40 19.60 19.80 20.00

m/z  55.10  100.00%

19.40 19.60 19.80 20.00

m/z  43.10   90.71%

19.40 19.60 19.80 20.00

m/z  41.10   78.52%

19.40 19.60 19.80 20.00

m/z  57.10   78.19%

19.40 19.60 19.80 20.00

m/z  69.10   57.93%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091615\
  Data File : BF081659.D                                          
  Acq On    : 16 Sep 2015  21:04
  Operator  : UM/IZ
  Sample    : G3654-03
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Undecanoic acid                 Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.47    5.70 ng         137329   Phenanthrene-d10           18.72

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Undecanoic acid                     186 C11H22O2       000112-37-8 72
 2 n-Decanoic acid                     172 C10H20O2       000334-48-5 53
 3 11-Bromoundecanoic acid             264 C11H21BrO2     002834-05-1 53
 4 Dodecanoic acid                     200 C12H24O2       000143-07-7 53
 5 Heptanoic acid                      130 C7H14O2        000111-14-8 43

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

5000

m/z-->

Abundance Scan 1674 (20.470 min): BF081659.D (-1671) (-)
43 60

73

129
97 115 213171185157

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

5000

m/z-->

Abundance #46616: Undecanoic acid
60 73

41

27 12914387
115101 157 186

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

5000

m/z-->

Abundance #37189: n-Decanoic acid
60 73

41
129

27 87 115 172143101 157

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

5000

m/z-->

Abundance #96380: 11-Bromoundecanoic acid
60 73

41

18527
12997 115 167 207149 221 26423714

20.20 20.40 20.60 20.80

m/z  43.10  100.00%

20.20 20.40 20.60 20.80

m/z  60.00   91.18%

20.20 20.40 20.60 20.80

m/z  55.10   83.48%

20.20 20.40 20.60 20.80

m/z  73.10   77.16%

20.20 20.40 20.60 20.80

m/z  41.10   76.10%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091615\
  Data File : BF081659.D                                          
  Acq On    : 16 Sep 2015  21:04
  Operator  : UM/IZ
  Sample    : G3654-03
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  Butyraldehyde, semicarbazone    Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.88    2.19 ng          45941   Chrysene-d12               23.35

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Undecanoic acid                     186 C11H22O2       000112-37-8 59
 2 Butyraldehyde, semicarbazone        129 C5H11N3O       013183-21-6 58
 3 n-Capric acid isopropyl ester       214 C13H26O2       002311-59-3 53
 4 Tridecanoic acid                    214 C13H26O2       000638-53-9 53
 5 n-Decanoic acid                     172 C10H20O2       000334-48-5 53

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance Scan 1797 (21.876 min): BF081659.D (-1794) (-)
43

60
73

1299785
185 220115

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #46617: Undecanoic acid
60 73

43

29
12985 143

18611597 157 169

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #12388: Butyraldehyde, semicarbazone
60

43 71

129
10186

114

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #65595: n-Capric acid isopropyl ester
43

27 60

73 102 155129 17387 115 143 199 214

21.60 21.80 22.00 22.20

m/z  43.10  100.00%

21.60 21.80 22.00 22.20

m/z  60.00   82.29%

21.60 21.80 22.00 22.20

m/z  57.10   75.10%

21.60 21.80 22.00 22.20

m/z  55.05   72.79%

21.60 21.80 22.00 22.20

m/z  41.10   71.29%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091615\
  Data File : BF081659.D                                          
  Acq On    : 16 Sep 2015  21:04
  Operator  : UM/IZ
  Sample    : G3654-03
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  2- Chloropropionic acid, he...  Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 25.22    3.71 ng          57738   Perylene-d12               24.79

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2- Chloropropionic acid, hexadec... 332 C19H37ClO2     086711-81-1 87
 2 Dichloroacetic acid, heptadecyl ... 366 C19H36Cl2O2    1000282-98-2 86
 3 2- Chloropropionic acid, pentade... 318 C18H35ClO2     1000292-44-1 86
 4 1-Docosene                          308 C22H44         001599-67-3 86
 5 Trichloroacetic acid, tridecyl e... 344 C15H27Cl3O2    074339-51-8 80

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

5000

m/z-->

Abundance Scan 2090 (25.225 min): BF081659.D (-2089) (-)
57

83
41

111

281133 208

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

5000

m/z-->

Abundance #133740: 2- Chloropropionic acid, hexadecyl ester
57 83

111
41

196 222139 269168 332

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

5000

m/z-->

Abundance #146886: Dichloroacetic acid, heptadecyl ester
57 83

41

111

139 238210168 191 29526625

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

5000

m/z-->

Abundance #127053: 2- Chloropropionic acid, pentadecyl ester
57 83

41 111

182140 210 255166

25.00 25.20 25.40 25.60

m/z  57.10  100.00%

25.00 25.20 25.40 25.60

m/z  43.10   98.71%

25.00 25.20 25.40 25.60

m/z  55.10   87.43%

25.00 25.20 25.40 25.60

m/z  69.10   53.74%

25.00 25.20 25.40 25.60

m/z  83.05   52.20%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091615\
  Data File : BF081659.D                                          
  Acq On    : 16 Sep 2015  21:04
  Operator  : UM/IZ
  Sample    : G3654-03
  Misc      :  
  ALS Vial  : 17   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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|
----------------------------------------------------------------------------
2-Pentanone, 4-hy...   4.48    62.3 ng    1031100  1   8.18  331177  20.0
unknown7.70            7.70   110.5 ng    1829070  1   8.18  331177  20.0
Benzocycloheptatr...  13.00     4.7 ng      99532  2  11.09  428031  20.0
1-Heptadecanamine     19.68     4.0 ng      95924  4  18.72  481635  20.0
Undecanoic acid       20.47     5.7 ng     137329  4  18.72  481635  20.0
Butyraldehyde, se...  21.88     2.2 ng      45941  5  23.35  419700  20.0
2- Chloropropioni...  25.22     3.7 ng      57738  6  24.79  310931  20.0
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