
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052717\
  Data File : BM010291.D                                          
  Acq On    : 28 May 2017  00:32
  Operator  : SJ/MA
  Sample    : I3162-09
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1
 
  Integration Parameters: LSCINT.P
  Integrator: RTE
  Smoothing : OFF                            Filtering: 5
  Sampling  : 1                               Min Area: 1 % 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_M\METHODS\SOM-EPA-BM052717.M
  Title     : SVOA CALIBRATION
 
  Signal    : TIC
 
 peak  R.T. first  max last  PK   peak      corr.   corr.    % of
   #   min   scan scan scan  TY  height     area    % max.   total
 ---  ----- ----- ---- ---- ---  -------   -------  ------  -------
  1   7.116   676  685  696 rBV  1229342   2124810  18.24%   1.846%
  2   7.269   705  711  722 rBV   922491   1425656  12.24%   1.239%
  3   7.469   738  745  758 rVB  1420042   2275986  19.54%   1.978%
  4   7.928   816  823  833 rBV  1746641   2724334  23.39%   2.367%
  5   8.651   937  946  964 rBV  1628043   2726648  23.41%   2.369%
 
  6   9.116  1015 1025 1033 rBV  1229277   2036232  17.48%   1.769%
  7   9.828  1138 1146 1156 rBV  1107746   1858530  15.96%   1.615%
  8  10.357  1229 1236 1248 rBV  1769119   3080024  26.45%   2.676%
  9  10.733  1292 1300 1308 rBV  2018109   3380504  29.03%   2.937%
 10  10.898  1322 1328 1340 rBV   683207   1362792  11.70%   1.184%
 
 11  13.974  1845 1851 1856 rBV  3369868   4678642  40.17%   4.066%
 12  14.021  1856 1859 1866 rVB  1205191   1604789  13.78%   1.394%
 13  14.263  1893 1900 1908 rBV  3514060   5068378  43.52%   4.404%
 14  14.392  1919 1922 1927 rVB2   96244    123350   1.06%   0.107%
 15  14.563  1941 1951 1961 rBV2 2939490   4506237  38.69%   3.916%
 
 16  14.804  1982 1992 2004 rBV  1169734   2103004  18.06%   1.827%
 17  15.345  2080 2084 2087 rVB2  113143    121568   1.04%   0.106%
 18  15.551  2113 2119 2128 rBV  4381673   6502935  55.84%   5.651%
 19  15.674  2135 2140 2146 rBV  1533525   2015915  17.31%   1.752%
 20  16.204  2226 2230 2245 rVB   151437    303836   2.61%   0.264%
 
 21  17.162  2387 2393 2397 rBV9   91770    167565   1.44%   0.146%
 22  17.309  2411 2418 2427 rVB  4003381   5626343  48.31%   4.889%
 23  17.409  2429 2435 2446 rVV2 4910998   7228154  62.06%   6.281%
 24  17.921  2518 2522 2526 rBV   125226    164252   1.41%   0.143%
 25  18.039  2537 2542 2549 rBV7  139640    287233   2.47%   0.250%
 
 26  18.103  2549 2553 2557 rVB6  114748    135042   1.16%   0.117%
 27  18.156  2557 2562 2568 rBV  1099535   1544212  13.26%   1.342%
 28  18.462  2609 2614 2622 rVB3  418970    666366   5.72%   0.579%
 29  19.056  2711 2715 2718 rBV5  133794    225615   1.94%   0.196%
 30  19.092  2718 2721 2724 rVV2  372071    451868   3.88%   0.393%
 
 31  19.127  2724 2727 2732 rVB2  306940    385932   3.31%   0.335%
 32  19.321  2756 2760 2761 rBV3  104876    145452   1.25%   0.126%
 33  19.427  2774 2778 2790 rBV3  456222    782412   6.72%   0.680%
 34  19.692  2817 2823 2830 rBV  7236942   9567781  82.15%   8.314%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052717\
  Data File : BM010291.D                                          
  Acq On    : 28 May 2017  00:32
  Operator  : SJ/MA
  Sample    : I3162-09
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1
 
  Integration Parameters: LSCINT.P
  Integrator: RTE
  Smoothing : OFF                            Filtering: 5
  Sampling  : 1                               Min Area: 1 % 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_M\METHODS\SOM-EPA-BM052717.M
  Title     : SVOA CALIBRATION
 
 35  20.162  2900 2903 2909 rBV4  192639    234168   2.01%   0.203%
 
 36  20.509  2958 2962 2964 rBV5  179728    311860   2.68%   0.271%
 37  21.115  3062 3065 3067 rBV   548263    614421   5.28%   0.534%
 38  21.468  3121 3125 3132 rVB  6780841   8140516  69.90%   7.074%
 39  21.991  3211 3214 3218 rVB   739677    824028   7.08%   0.716%
 40  22.715  3335 3337 3346 rVB5  700217    922527   7.92%   0.802%
 
 41  22.985  3380 3383 3388 rVB   729949    995955   8.55%   0.865%
 42  23.668  3493 3499 3508 rVB2 6261566  11646181 100.00%  10.120%
 43  23.821  3519 3525 3534 rVB  4221871   8395812  72.09%   7.296%
 44  27.397  4126 4133 4141 rVB3 2063165   5593150  48.03%   4.860%
 
 
                        Sum of corrected areas:   115081015
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052717\
  Data File : BM010291.D                                          
  Acq On    : 28 May 2017  00:32
  Operator  : SJ/MA
  Sample    : I3162-09
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM052717.M
  Quant Title  : SVOA 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_M\DATA\BM052717\
  Data File : BM010291.D                                          
  Acq On    : 28 May 2017  00:32
  Operator  : SJ/MA
  Sample    : I3162-09
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM052717.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  1  n-Hexadecanoic acid             Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.16    5.49 ng/ul     1544210   Phenanthrene-d10           17.31

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 95
 2 Tetradecanoic acid                  228 C14H28O2       000544-63-8 86
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 72
 4 Undecanoic acid                     186 C11H22O2       000112-37-8 68
 5 n-Decanoic acid                     172 C10H20O2       000334-48-5 60

0 50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance Scan 2563 (18.162 min): BM010291.D (-2557) (-)
73.1

129.1 213.2

256.3171.2

500.8401.4342.0297.6 460.9

0 50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
60.0

129.0

213.0 256.0171.0

0 50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #84453: Tetradecanoic acid
73.0

129.0
29.0 228.0185.0

0 50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #95851: Pentadecanoic acid
73.0

129.0

29.0
199.0 242.0

17.80 18.00 18.20 18.40

m/z  73.10  100.00%

17.80 18.00 18.20 18.40

m/z  60.05   68.48%

17.80 18.00 18.20 18.40

m/z  55.10   54.71%

17.80 18.00 18.20 18.40

m/z  41.10   54.49%

17.80 18.00 18.20 18.40

m/z  43.10   53.56%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052717\
  Data File : BM010291.D                                          
  Acq On    : 28 May 2017  00:32
  Operator  : SJ/MA
  Sample    : I3162-09
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM052717.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  2  1-Cyclohexene-1-carboxaldeh...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.46    2.37 ng/ul      666366   Phenanthrene-d10           17.31

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Cyclohexene-1-carboxaldehyde, ... 152 C10H16O        000432-25-7 72
 2 photocitral B                       152 C10H16O        006040-45-5 49
 3 5,9,13-Pentadecatrien-2-one, 6,1... 262 C18H30O        001117-52-8 49
 4 1,5,9-Decatriene, 2,3,5,8-tetram... 192 C14H24         230646-72-7 47
 5 Cyclopentanecarboxylic acid, 3-m... 262 C17H26O2       074793-59-2 46
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0

5000

m/z-->

Abundance Scan 2614 (18.462 min): BM010291.D (-2609) (-)
69.1

123.1

191.2

243.2
285.2 357.1 417.0 508.4468.6
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5000

m/z-->

Abundance #25296: 1-Cyclohexene-1-carboxaldehyde, 2,6,6-trimethyl-
41.0 137.0

81.0
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5000

m/z-->

Abundance #25079: photocitral B
81.0 123.0

41.0

50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #112642: 5,9,13-Pentadecatrien-2-one, 6,10,14-trimethyl-, ...
69.0

107.0
178.0 262.0219.0

18.20 18.40 18.60 18.80

m/z  69.10  100.00%

18.20 18.40 18.60 18.80

m/z  55.10   85.97%

18.20 18.40 18.60 18.80

m/z  81.05   85.47%

18.20 18.40 18.60 18.80

m/z 123.10   71.81%

18.20 18.40 18.60 18.80

m/z  95.10   70.41%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052717\
  Data File : BM010291.D                                          
  Acq On    : 28 May 2017  00:32
  Operator  : SJ/MA
  Sample    : I3162-09
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM052717.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  3  Octadecane, 1-iodo-             Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.99    2.02 ng/ul      824028   Chrysene-d12               21.47

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecane, 1-iodo-                 380 C18H37I        000629-93-6 90
 2 Hentriacontane                      437 C31H64         000630-04-6 87
 3 2-methyloctacosane                  408 C29H60         1000376-72-8 87
 4 Heneicosane                         296 C21H44         000629-94-7 83
 5 Tetracosane                         338 C24H50         000646-31-1 83

50 100 150 200 250 300 350 400 450 500 550
0

5000

m/z-->

Abundance Scan 3214 (21.991 min): BM010291.D (-3211) (-)
71.1

113.1
281.1155.2 429.1211.2 328.9372.2 537.9478.2

50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance #202263: Octadecane, 1-iodo-
57.0

253.099.0
141.0183.0 380.0

50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance #223851: Hentriacontane
57.0

99.0
141.0183.0225.0267.0309.0351.0 436.0393.0

50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance #215181: 2-methyloctacosane
57.0

99.0
141.0 365.0183.0225.0267.0309.0

21.60 21.80 22.00 22.20 22.40

m/z  71.10  100.00%

21.60 21.80 22.00 22.20 22.40

m/z  57.10   89.07%

21.60 21.80 22.00 22.20 22.40

m/z  85.10   67.28%

21.60 21.80 22.00 22.20 22.40

m/z  43.15   54.40%

21.60 21.80 22.00 22.20 22.40

m/z  41.10   31.26%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052717\
  Data File : BM010291.D                                          
  Acq On    : 28 May 2017  00:32
  Operator  : SJ/MA
  Sample    : I3162-09
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM052717.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  4  Oxirane, heptadecyl-            Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.71    2.20 ng/ul      922527   Perylene-d12               23.82

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Oxirane, heptadecyl-                282 C19H38O        067860-04-2 86
 2 1-Eicosyne                          278 C20H38         000765-27-5 86
 3 1,15-Hexadecadiene                  222 C16H30         021964-51-2 83
 4 Tetradecanal                        212 C14H28O        000124-25-4 78
 5 Z-2-Octadecen-1-ol                  268 C18H36O        1000131-11-0 68
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5000

m/z-->

Abundance Scan 3336 (22.709 min): BM010291.D (-3335) (-)
82.1

41.1
281.1

147.1 221.1
342.3

387.3 475.1431.1 516.5
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5000

m/z-->

Abundance #129467: Oxirane, heptadecyl-
82.0

41.0

124.0
264.0166.0 222.0
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5000

m/z-->

Abundance #126190: 1-Eicosyne
82.0

41.0

123.0 277.0166.0207.0

50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #79558: 1,15-Hexadecadiene
55.0

96.0

138.0 222.0180.0

22.40 22.60 22.80 23.00

m/z  82.10  100.00%

22.40 22.60 22.80 23.00

m/z  83.10   86.31%

22.40 22.60 22.80 23.00

m/z  57.10   63.75%

22.40 22.60 22.80 23.00

m/z  69.10   63.58%

22.40 22.60 22.80 23.00

m/z  43.10   62.60%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052717\
  Data File : BM010291.D                                          
  Acq On    : 28 May 2017  00:32
  Operator  : SJ/MA
  Sample    : I3162-09
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM052717.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  5  (DEL) Alkane: Straight-Chai...  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.99    2.37 ng/ul      995955   Perylene-d12               23.82

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 93
 2 Heneicosane                         296 C21H44         000629-94-7 90
 3 Eicosane                            282 C20H42         000112-95-8 89
 4 Tetratetracontane                   619 C44H90         007098-22-8 81
 5 Hexadecane, 3-methyl-               240 C17H36         006418-43-5 76
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5000

m/z-->

Abundance Scan 3384 (22.991 min): BM010291.D (-3380) (-)
71.1

113.1
192.0 355.2269.1 401.1 475.1 535.1312.2
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5000

m/z-->

Abundance #129492: Eicosane
57.0

99.0
141.0 282.0183.0225.0
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5000

m/z-->

Abundance #141425: Heneicosane
57.0

99.0
141.0183.0 296.0225.015.0
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5000

m/z-->

Abundance #129490: Eicosane
57.0

99.0
141.0 282.0183.0225.0

22.60 22.80 23.00 23.20 23.40

m/z  71.10  100.00%

22.60 22.80 23.00 23.20 23.40

m/z  57.10   82.98%

22.60 22.80 23.00 23.20 23.40

m/z  85.10   78.52%

22.60 22.80 23.00 23.20 23.40

m/z  43.15   46.15%

22.60 22.80 23.00 23.20 23.40

m/z  99.20   26.98%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052717\
  Data File : BM010291.D                                          
  Acq On    : 28 May 2017  00:32
  Operator  : SJ/MA
  Sample    : I3162-09
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM052717.M
  Quant Title  : SVOA CALIBRATION

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

*********************************************************************
Peak Number  6  unknown-01                      Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 27.40   13.32 ng/ul     5593150   Perylene-d12               23.82

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Lup-20(29)-en-3-one                 424 C30H48O        001617-70-5 49
 2 4,4,6a,6b,8a,11,11,14b-Octamethy... 424 C30H48O        1000194-62-4 46
 3 3a-Methyl-3,3a-dihydropyrrolo[3,... 218 C11H10N2OS     017163-68-7 38
 4 3-Amino-5-piperonyl-1,2,4-triazole  218 C10H10N4O2     014730-92-8 25
 5 1-Hydroxymethyl-5,8,9-endo-10-ex... 236 C16H28O        1000140-32-9 22

0 50 100 150 200 250 300 350 400 450 500 550
0

5000

m/z-->

Abundance Scan 4134 (27.403 min): BM010291.D (-4126) (-)
205.2

109.1

55.1

161.1 409.4355.2257.3 490.0299.1 535.9

0 50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance #220485: Lup-20(29)-en-3-one
205.0

109.0
424.0

55.0
313.0161.0

368.0257.0

0 50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance #220502: 4,4,6a,6b,8a,11,11,14b-Octamethyl-1,4,4a,5,6,6a,6...
218.0

55.0

135.0
424.0273.0176.0 315.0 367.0

0 50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance #75415: 3a-Methyl-3,3a-dihydropyrrolo[3,2-b][1,4]benzothia...
203.0

160.0

39.0

116.0

27.00 27.20 27.40 27.60 27.80

m/z 205.20  100.00%

27.00 27.20 27.40 27.60 27.80

m/z 203.20   84.25%

27.00 27.20 27.40 27.60 27.80

m/z 218.20   83.46%

27.00 27.20 27.40 27.60 27.80

m/z 109.10   55.87%

27.00 27.20 27.40 27.60 27.80

m/z  95.10   54.69%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052717\
  Data File : BM010291.D                                          
  Acq On    : 28 May 2017  00:32
  Operator  : SJ/MA
  Sample    : I3162-09
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM052717.M
  Quant Title  : SVOA 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|
----------------------------------------------------------------------------
n-Hexadecanoic acid   18.16     5.5 ng/ul  1544210  4  17.31 5626340  20.0
1-Cyclohexene-1-c...  18.46     2.4 ng/ul   666366  4  17.31 5626340  20.0
Octadecane, 1-iodo-   21.99     2.0 ng/ul   824028  5  21.47 8140520  20.0
Oxirane, heptadecyl-  22.71     2.2 ng/ul   922527  6  23.82 8395810  20.0
(DEL) Alkane: Str...  22.99     2.4 ng/ul   995955  6  23.82 8395810  20.0
unknown-01            27.40    13.3 ng/ul  5593150  6  23.82 8395810  20.0
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