
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063015\
  Data File : BF080262.D                                          
  Acq On    :  1 Jul 2015   7:24
  Operator  : TP/IZ
  Sample    : G2838-11
  Misc      :  
  ALS Vial  : 30   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-BF061715.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   5.498   208  211  216 rVB   254036    250662  15.21%   1.893%
  2   5.898   243  246  248 rBV  1261619   1184557  71.87%   8.946%
  3   6.299   278  281  283 rVB    19421     19822   1.20%   0.150%
  4   6.893   330  333  335 rBV  1499508   1230204  74.64%   9.290%
  5   7.053   345  347  349 rBV  1545398   1264643  76.73%   9.550%
 
  6   7.281   366  367  370 rVB   186977    202226  12.27%   1.527%
  7   7.441   379  381  384 rVB   980977    924209  56.07%   6.980%
  8   7.842   414  416  418 rBV   960898    761806  46.22%   5.753%
  9   8.573   478  480  483 rBV   312632    285259  17.31%   2.154%
 10   9.647   572  574  577 rBV  1147311   1390893  84.38%  10.504%
 
 11  10.036   607  608  611 rBV   105901    120237   7.29%   0.908%
 12  10.207   621  623  626 rBV    41383     34110   2.07%   0.258%
 13  10.345   633  635  637 rBV   350448    332625  20.18%   2.512%
 14  10.756   668  671  673 rBV    13176     16872   1.02%   0.127%
 15  11.145   703  705  707 rBV   973854    941777  57.14%   7.112%
 
 16  11.236   711  713  719 rVB    24697     31731   1.93%   0.240%
 17  11.865   765  768  769 rBV   435060    373926  22.69%   2.824%
 18  11.888   769  770  772 rVV    57981     47539   2.88%   0.359%
 19  11.945   772  775  777 rVV    29017     29688   1.80%   0.224%
 20  12.036   779  783  785 rBV2   11881     19100   1.16%   0.144%
 
 21  12.436   816  818  820 rBV2   12186     18614   1.13%   0.141%
 22  12.528   823  826  829 rVB    16226     29431   1.79%   0.222%
 23  13.191   882  884  887 rBV   130839    119207   7.23%   0.900%
 24  13.465   904  908  910 rBV    98754    134540   8.16%   1.016%
 25  13.625   919  922  924 rBV  1610979   1648274 100.00%  12.448%
 
 26  13.854   935  942  944 rBV    23190     46491   2.82%   0.351%
 27  14.768  1019 1022 1029 rVB2   59244    122569   7.44%   0.926%
 28  14.974  1037 1040 1042 rBV2  411548    528171  32.04%   3.989%
 29  15.511  1085 1087 1089 rVB    15359     19414   1.18%   0.147%
 30  15.648  1097 1099 1101 rBV3   18149     25143   1.53%   0.190%
 
 31  16.059  1132 1135 1137 rBV2   34613     45500   2.76%   0.344%
 32  16.197  1145 1147 1150 rBV    52677     81545   4.95%   0.616%
 33  16.414  1163 1166 1172 rBV    60242    176329  10.70%   1.332%
 34  16.551  1176 1178 1181 rVB    22980     32289   1.96%   0.244%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063015\
  Data File : BF080262.D                                          
  Acq On    :  1 Jul 2015   7:24
  Operator  : TP/IZ
  Sample    : G2838-11
  Misc      :  
  ALS Vial  : 30   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-BF061715.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  16.791  1197 1199 1203 rBV    44117     65499   3.97%   0.495%
 
 36  16.871  1203 1206 1208 rBV    55942     80910   4.91%   0.611%
 37  16.951  1210 1213 1216 rBV   296762    421499  25.57%   3.183%
 38  17.865  1291 1293 1302 rVB9   14202     46892   2.84%   0.354%
 39  18.803  1371 1375 1381 rVB2   27772     72114   4.38%   0.545%
 40  19.351  1419 1423 1427 rBV    24494     65352   3.96%   0.494%
 
 
 
                        Sum of corrected areas:    13241669
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063015\
  Data File : BF080262.D                                          
  Acq On    :  1 Jul 2015   7:24
  Operator  : TP/IZ
  Sample    : G2838-11
  Misc      :  
  ALS Vial  : 30   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715.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_F\DATA\BF063015\
  Data File : BF080262.D                                          
  Acq On    :  1 Jul 2015   7:24
  Operator  : TP/IZ
  Sample    : G2838-11
  Misc      :  
  ALS Vial  : 30   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.50   24.79 ng         250662   1,4-Dichlorobenzene-d4      7.28

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 59
 2 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 39
 3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 32
 4 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
 5 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 

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

5000

m/z-->

Abundance Scan 211 (5.498 min): BF080262.D (-208) (-)
43

59

101
8351

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

5000

m/z-->

Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43

59

15 10131 8351

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

5000

m/z-->

Abundance #7975: Acetic acid, 1,1-dimethylethyl ester
43

57

10129
15 73 83

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

5.20 5.40 5.60 5.80

m/z  43.05  100.00%

5.20 5.40 5.60 5.80

m/z  59.10   59.05%

5.20 5.40 5.60 5.80

m/z 101.10   18.46%

5.20 5.40 5.60 5.80

m/z  58.10   15.93%

5.20 5.40 5.60 5.80

m/z  41.10    9.45%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063015\
  Data File : BF080262.D                                          
  Acq On    :  1 Jul 2015   7:24
  Operator  : TP/IZ
  Sample    : G2838-11
  Misc      :  
  ALS Vial  : 30   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown7.05                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.05  125.07 ng        1264640   1,4-Dichlorobenzene-d4      7.28

 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 Benzene, 1,3,5-trifluoro-           132 C6H3F3         000372-38-3 9 
 5 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 9 

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance Scan 347 (7.053 min): BF080262.D (-345) (-)
132

68

96
40 54 78 106

20 40 60 80 100 120 140 160 180

5000

m/z-->

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

69
104

5131
79

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #14006: 5-Aminoindole
132

104
66 775139 11527 8914

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #48639: Tranylcypromine-propionyl
13257

74
116

98

189158

6.80 7.00 7.20 7.40

m/z 132.10  100.00%

6.80 7.00 7.20 7.40

m/z  68.10   42.33%

6.80 7.00 7.20 7.40

m/z 134.10   32.66%

6.80 7.00 7.20 7.40

m/z  66.10   26.64%

6.80 7.00 7.20 7.40

m/z  69.10   16.27%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063015\
  Data File : BF080262.D                                          
  Acq On    :  1 Jul 2015   7:24
  Operator  : TP/IZ
  Sample    : G2838-11
  Misc      :  
  ALS Vial  : 30   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Trichloroacetic acid, hexad...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.77    4.64 ng         122569   Chrysene-d12               14.97

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Trichloroacetic acid, hexadecyl ... 386 C18H33Cl3O2    074339-54-1 93
 2 Heptafluorobutanoic acid, heptad... 452 C21H35F7O2     1000282-97-3 92
 3 Heptafluorobutyric acid, n-octad... 466 C22H37F7O2     000400-57-7 70
 4 11-Tricosene                        322 C23H46         052078-56-5 70
 5 Trichloroacetic acid, tetradecyl... 358 C16H29Cl3O2    074339-52-9 70

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

5000

m/z-->

Abundance Scan 1022 (14.768 min): BF080262.D (-1019) (-)
5743

83
97

230
111

202125139153 281

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

5000

m/z-->

Abundance #152927: Trichloroacetic acid, hexadecyl ester
43 57

83
97

111
29

125
139153 196167181 224

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

5000

m/z-->

Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester
57

43
83

97

111

12529 238169139 154 210196 283265

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

5000

m/z-->

Abundance #165992: Heptafluorobutyric acid, n-octadecyl ester
43 57

83
97

111
125 252169140154 224195 210

14.40 14.60 14.80 15.00

m/z  57.10  100.00%

14.40 14.60 14.80 15.00

m/z  43.10   82.64%

14.40 14.60 14.80 15.00

m/z  55.10   76.16%

14.40 14.60 14.80 15.00

m/z  83.05   73.02%

14.40 14.60 14.80 15.00

m/z  69.10   66.97%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063015\
  Data File : BF080262.D                                          
  Acq On    :  1 Jul 2015   7:24
  Operator  : TP/IZ
  Sample    : G2838-11
  Misc      :  
  ALS Vial  : 30   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Hexadecanamide                  Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.06    2.16 ng          45500   Perylene-d12               16.95

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecanamide                      255 C16H33NO       000629-54-9 53
 2 Tetradecanamide                     227 C14H29NO       000638-58-4 50
 3 9-Octadecenamide, (Z)-              281 C18H35NO       000301-02-0 50
 4 Pentadecanamide, 15-bromo-          319 C15H30BrNO     1000163-86-1 38
 5 Cyclohexanecarboxamide              127 C7H13NO        001122-56-1 35

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

5000

m/z-->

Abundance Scan 1135 (16.059 min): BF080262.D (-1132) (-)
59

41

83
24297 214128 151112 257 282178193

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

5000

m/z-->

Abundance #91513: Hexadecanamide
59

43
29 86 114128 255212100 226170142 184156 198 240

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

5000

m/z-->

Abundance #74437: Tetradecanamide
59

41
86 12827 184114 198100 142 227170156

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

5000

m/z-->

Abundance #106877: 9-Octadecenamide, (Z)-
59

41
1261129883 281140154 264238184198168 222

15.80 16.00 16.20 16.40

m/z  59.10  100.00%

15.80 16.00 16.20 16.40

m/z  72.00   78.20%

15.80 16.00 16.20 16.40

m/z  55.10   71.27%

15.80 16.00 16.20 16.40

m/z  41.10   44.18%

15.80 16.00 16.20 16.40

m/z  43.10   42.63%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063015\
  Data File : BF080262.D                                          
  Acq On    :  1 Jul 2015   7:24
  Operator  : TP/IZ
  Sample    : G2838-11
  Misc      :  
  ALS Vial  : 30   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Squalene                        Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.20    3.87 ng          81545   Perylene-d12               16.95

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Squalene                            410 C30H50         007683-64-9 74
 2 2,6,10,14,18,22-Tetracosahexaene... 410 C30H50         000111-02-4 72
 3 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H28O        066408-55-7 64
 4 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24         062951-96-6 64
 5 4,9,13,17-Tetramethyl-4,8,12,16-... 316 C22H36O        056882-09-8 64

0 50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 1147 (16.197 min): BF080262.D (-1145) (-)
69

41
95 137 253161 203 302281

0 50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #158503: Squalene
69

41
13795

191 341163 410217 273 367299245116

0 50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #158521: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23...
69

41

95 137
191161 341231 36715 273 410299

0 50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #87347: 4,8,12-Tetradecatrienal, 5,9,13-trimethyl-
69

41

13693
248161 205115

15.80 16.00 16.20 16.40 16.60

m/z  69.10  100.00%

15.80 16.00 16.20 16.40 16.60

m/z  81.10   50.61%

15.80 16.00 16.20 16.40 16.60

m/z  41.10   25.39%

15.80 16.00 16.20 16.40 16.60

m/z  68.10   13.69%

15.80 16.00 16.20 16.40 16.60

m/z  95.10   12.61%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063015\
  Data File : BF080262.D                                          
  Acq On    :  1 Jul 2015   7:24
  Operator  : TP/IZ
  Sample    : G2838-11
  Misc      :  
  ALS Vial  : 30   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Perylene                        Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.79    3.11 ng          65499   Perylene-d12               16.95

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Perylene                            252 C20H12         000198-55-0 97
 2 Benzo[e]pyrene                      252 C20H12         000192-97-2 96
 3 Benzo[k]fluoranthene                252 C20H12         000207-08-9 96
 4 Benz[e]acephenanthrylene            252 C20H12         000205-99-2 94
 5 Benzo[j]fluoranthene                252 C20H12         000205-82-3 93

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

5000

m/z-->

Abundance Scan 1199 (16.791 min): BF080262.D (-1197) (-)
252

125
2249981 283159 189175 20941 55

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

5000

m/z-->

Abundance #89813: Perylene
252

125

2249983 20015017 62 17439

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

5000

m/z-->

Abundance #89816: Benzo[e]pyrene
252

125
224111 20083 17463 14639

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

5000

m/z-->

Abundance #89823: Benzo[k]fluoranthene
252

126
112 22487 200

16.40 16.60 16.80 17.00 17.20

m/z 252.10  100.00%

16.40 16.60 16.80 17.00 17.20

m/z 250.10   30.64%

16.40 16.60 16.80 17.00 17.20

m/z 253.10   23.34%

16.40 16.60 16.80 17.00 17.20

m/z 125.10   15.30%

16.40 16.60 16.80 17.00 17.20

m/z 126.10   14.89%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063015\
  Data File : BF080262.D                                          
  Acq On    :  1 Jul 2015   7:24
  Operator  : TP/IZ
  Sample    : G2838-11
  Misc      :  
  ALS Vial  : 30   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  unknown17.87                    Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.87    2.23 ng          46892   Perylene-d12               16.95

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Phenylamino-5,6(4H)dihydro-1,3... 192 C10H12N2S      1000147-35-4 18
 2 2-Phenyliminoperhydro-1,3-thiazine  192 C10H12N2S      1000138-91-3 14
 3 2H-Indeno[1,2-b]furan-2-one, 3,3... 206 C13H18O2       1000196-74-3 10
 4 5-Amino-2-thiocyanoacetophenone     192 C9H8N2OS       014428-51-4 10
 5 1H-Pyrrolo[3,4-c]pyridine-1,3,(2... 191 C9H9N3O2       298688-32-1 10
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Abundance #50071: 2-Phenylamino-5,6(4H)dihydro-1,3-thiazine
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Abundance #50067: 2-Phenyliminoperhydro-1,3-thiazine
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Abundance #60153: 2H-Indeno[1,2-b]furan-2-one, 3,3a,4,5,6,7,8,8b-oct...
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063015\
  Data File : BF080262.D                                          
  Acq On    :  1 Jul 2015   7:24
  Operator  : TP/IZ
  Sample    : G2838-11
  Misc      :  
  ALS Vial  : 30   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715.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...   5.50    24.8 ng     250662  1   7.28  202226  20.0
unknown7.05            7.05   125.1 ng    1264640  1   7.28  202226  20.0
Trichloroacetic a...  14.77     4.6 ng     122569  5  14.97  528171  20.0
Hexadecanamide        16.06     2.2 ng      45500  6  16.95  421499  20.0
Squalene              16.20     3.9 ng      81545  6  16.95  421499  20.0
Perylene              16.79     3.1 ng      65499  6  16.95  421499  20.0
unknown17.87          17.87     2.2 ng      46892  6  16.95  421499  20.0
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