
                                     LSC Area Percent Report
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN100119\
  Data File : VN058458.D                                          
  Acq On    :  1 Oct 2019  12:34
  Operator  : JC/SP
  Sample    : K5107-01
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 9   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:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N092719W.M
  Title     : SW846 8260
 
  Signal    : TIC
 
 peak  R.T. first  max last  PK   peak      corr.   corr.    % of
   #   min   scan scan scan  TY  height     area    % max.   total
 ---  ----- ----- ---- ---- ---  -------   -------  ------  -------
  1   1.799     3    8   25 rVB   213307    268358  11.65%   1.223%
  2   1.999    59   70   80 rBV    58326     77521   3.37%   0.353%
  3   2.163   108  121  136 rVB   100213    157222   6.83%   0.717%
  4   2.790   301  316  332 rBV   337165    677767  29.42%   3.090%
  5   3.124   405  420  444 rVB5   55704    148806   6.46%   0.678%
 
  6   3.548   536  552  568 rBV2   54607    130091   5.65%   0.593%
  7   3.789   606  627  644 rBV8   10518     36465   1.58%   0.166%
  8   4.040   687  705  728 rBV    65177    187470   8.14%   0.855%
  9   4.516   834  853  855 rBV2   14864     34092   1.48%   0.155%
 10   5.024   990 1011 1012 rBV3   28851     52519   2.28%   0.239%
 
 11   5.355  1098 1114 1129 rBV7    7426     25865   1.12%   0.118%
 12   5.918  1267 1289 1311 rVB4   33882    120641   5.24%   0.550%
 13   6.050  1313 1330 1344 rBV6   18580     55265   2.40%   0.252%
 14   6.355  1409 1425 1442 rBV5   19417     58876   2.56%   0.268%
 15   6.609  1479 1504 1521 rBV2   92566    297459  12.91%   1.356%
 
 16   6.690  1521 1529 1548 rVB3   18518     50050   2.17%   0.228%
 17   7.375  1725 1742 1762 rVB3   44895    115426   5.01%   0.526%
 18   7.577  1782 1805 1815 rBV   284030    709020  30.78%   3.232%
 19   7.651  1816 1828 1851 rVB   574335   1384435  60.10%   6.311%
 20   8.024  1924 1944 1966 rBV3  807220   2131146  92.52%   9.715%
 
 21   8.574  2098 2115 2142 rBV   807912   1753998  76.15%   7.996%
 22   8.854  2194 2202 2215 rVB2   19133     39968   1.74%   0.182%
 23   9.069  2264 2269 2286 rVB8   14841     28898   1.25%   0.132%
 24   9.609  2420 2437 2447 rBV3   35374     67597   2.93%   0.308%
 25   9.963  2535 2547 2561 rBV4   30733     56398   2.45%   0.257%
 
 26  10.085  2567 2585 2597 rBV  1244677   2303431 100.00%  10.500%
 27  10.153  2597 2606 2631 rVB   174723    336538  14.61%   1.534%
 28  11.410  2982 2997 3015 rBV  1087417   1900827  82.52%   8.665%
 29  11.513  3017 3029 3047 rVV   635255   1065427  46.25%   4.857%
 30  11.622  3047 3063 3083 rVB   612702   1197784  52.00%   5.460%
 
 31  11.950  3147 3165 3182 rBV   286998    482030  20.93%   2.197%
 32  12.252  3244 3259 3270 rBV    61791    103764   4.50%   0.473%
 33  12.406  3292 3307 3331 rBV   820120   1383709  60.07%   6.308%
 34  12.596  3356 3366 3376 rBV    45763     74229   3.22%   0.338%
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                                     LSC Area Percent Report
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN100119\
  Data File : VN058458.D                                          
  Acq On    :  1 Oct 2019  12:34
  Operator  : JC/SP
  Sample    : K5107-01
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 9   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:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N092719W.M
  Title     : SW846 8260
 
 35  12.661  3376 3386 3392 rVV   142697    237790  10.32%   1.084%
 
 36  12.693  3393 3396 3403 rVV    95410    124262   5.39%   0.566%
 37  12.738  3403 3410 3431 rVB2  113481    184437   8.01%   0.841%
 38  12.898  3446 3460 3478 rBV   182780    301548  13.09%   1.375%
 39  13.046  3492 3506 3520 rBV   480458    769572  33.41%   3.508%
 40  13.349  3588 3600 3622 rBV2  930659   1842384  79.98%   8.398%
 
 41  13.551  3645 3663 3672 rBV   270864    466567  20.26%   2.127%
 42  13.812  3734 3744 3749 rBV2   14848     24179   1.05%   0.110%
 43  13.895  3761 3770 3781 rVB    26786     43957   1.91%   0.200%
 44  14.001  3795 3803 3815 rVB2   50506     82361   3.58%   0.375%
 45  14.220  3860 3871 3877 rBV2   18805     32069   1.39%   0.146%
 
 46  14.255  3877 3882 3892 rVB2   25906     37465   1.63%   0.171%
 47  14.487  3944 3954 3964 rVB3   22209     35331   1.53%   0.161%
 48  14.603  3975 3990 4002 rBV2   58491    104003   4.52%   0.474%
 49  15.136  4143 4156 4167 rBV2   78800    138261   6.00%   0.630%
 
 
                        Sum of corrected areas:    21937278
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN100119\
  Data File : VN058458.D                                          
  Acq On    :  1 Oct 2019  12:34
  Operator  : JC/SP
  Sample    : K5107-01
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N092719W.M
  Quant Title  : SW846 8260

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

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN100119\
  Data File : VN058458.D                                          
  Acq On    :  1 Oct 2019  12:34
  Operator  : JC/SP
  Sample    : K5107-01
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N092719W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  1  Ethane, 1,1-difluoro-           Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  1.80    9.69 ug/l       268358   Pentafluorobenzene          7.65

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Ethane, 1,1-difluoro-                66 C2H4F2         000075-37-6 91
 2 2-p-Nitrobenzoyl-1,3,5-tribenzyl... 569 C33H31NO8      1000129-85-6 9 
 3 Difluorochloromethane                86 CHClF2         000075-45-6 4 
 4 Methanesulfinic acid                 80 CH4O2S         017696-73-0 4 
 5 Propane, 2,2-difluoro-               80 C3H6F2         000420-45-1 4 
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0

5000

m/z-->

Abundance Scan 8 (1.799 min): VN058458.D (-3) (-)
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Abundance #364: Ethane, 1,1-difluoro-
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Abundance #240068: 2-p-Nitrobenzoyl-1,3,5-tribenzyl-.alpha.-d-ribose
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Abundance #1838: Difluorochloromethane
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1.90 2.00 2.10 2.20

m/z  51.00  100.00%

1.90 2.00 2.10 2.20

m/z  65.00   56.28%

1.90 2.00 2.10 2.20

m/z  47.00   25.24%

1.90 2.00 2.10 2.20

m/z  45.00   19.21%

1.90 2.00 2.10 2.20

m/z  44.00    8.39%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN100119\
  Data File : VN058458.D                                          
  Acq On    :  1 Oct 2019  12:34
  Operator  : JC/SP
  Sample    : K5107-01
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N092719W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  2  Butane                          Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.16    5.68 ug/l       157222   Pentafluorobenzene          7.65

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane                               58 C4H10          000106-97-8 64
 2 Isobutane                            58 C4H10          000075-28-5 5 
 3 Propane, 2-nitro-                    89 C3H7NO2        000079-46-9 4 
 4 Allyl acetate                       100 C5H8O2         000591-87-7 4 
 5 Acetone                              58 C3H6O          000067-64-1 4 
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Abundance Scan 120 (2.159 min): VN058458.D (-108) (-)
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m/z  43.05  100.00%

2.00 2.20 2.40 2.60

m/z  41.05   37.72%

2.00 2.20 2.40 2.60

m/z  39.00   17.54%

2.00 2.20 2.40 2.60

m/z  42.05   13.06%

2.00 2.20 2.40 2.60

m/z  58.10   12.66%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN100119\
  Data File : VN058458.D                                          
  Acq On    :  1 Oct 2019  12:34
  Operator  : JC/SP
  Sample    : K5107-01
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N092719W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  3  Butane, 2-methyl-               Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.79   24.48 ug/l       677767   Pentafluorobenzene          7.65

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methyl-                    72 C5H12          000078-78-4 91
 2 3-Buten-1-ol                         72 C4H8O          000627-27-0 47
 3 Pentane                              72 C5H12          000109-66-0 36
 4 2(3H)-Furanone, dihydro-4-methyl-   100 C5H8O2         001679-49-8 33
 5 Propane, 2-methyl-1-nitro-          103 C4H9NO2        000625-74-1 10
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5000

m/z-->

Abundance Scan 316 (2.790 min): VN058458.D (-301) (-)
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Abundance #706: Pentane
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2.40 2.60 2.80 3.00 3.20

m/z  43.05  100.00%

2.40 2.60 2.80 3.00 3.20

m/z  41.05   91.87%

2.40 2.60 2.80 3.00 3.20

m/z  42.10   89.25%

2.40 2.60 2.80 3.00 3.20

m/z  57.10   68.56%

2.40 2.60 2.80 3.00 3.20

m/z  38.95   36.03%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN100119\
  Data File : VN058458.D                                          
  Acq On    :  1 Oct 2019  12:34
  Operator  : JC/SP
  Sample    : K5107-01
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N092719W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  4  Pentane                         Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.12    5.37 ug/l       148806   Pentafluorobenzene          7.65

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentane                              72 C5H12          000109-66-0 86
 2 Butane, 2-methyl-                    72 C5H12          000078-78-4 64
 3 Cyclobutane, methyl-                 70 C5H10          000598-61-8 46
 4 Pentane, 2,3,4-trimethyl-           114 C8H18          000565-75-3 23
 5 Isobutyl nitrite                    103 C4H9NO2        000542-56-3 12
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Abundance Scan 419 (3.121 min): VN058458.D (-405) (-)
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43

57

3929
7253502615 62 67

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
0

5000

m/z-->

Abundance #572: Cyclobutane, methyl-
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2.80 3.00 3.20 3.40

m/z  43.05  100.00%

2.80 3.00 3.20 3.40

m/z  41.05   58.95%

2.80 3.00 3.20 3.40

m/z  42.10   57.74%

2.80 3.00 3.20 3.40

m/z  39.00   25.85%

2.80 3.00 3.20 3.40

m/z  55.00   18.33%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN100119\
  Data File : VN058458.D                                          
  Acq On    :  1 Oct 2019  12:34
  Operator  : JC/SP
  Sample    : K5107-01
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N092719W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  5  Cyclopentane, methyl-           Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.61   10.74 ug/l       297459   Pentafluorobenzene          7.65

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclopentane, methyl-                84 C6H12          000096-37-7 91
 2 Cyclohexane                          84 C6H12          000110-82-7 87
 3 1-Pentene, 2-methyl-                 84 C6H12          000763-29-1 80
 4 Propane, 2-cyclopropyl-              84 C6H12          003638-35-5 72
 5 Cyclobutane, ethyl-                  84 C6H12          004806-61-5 64
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Abundance Scan 1504 (6.609 min): VN058458.D (-1479) (-)
56

41
69

8451 6537 7961

0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
0

5000

m/z-->

Abundance #1494: Cyclopentane, methyl-
56

41
69

28 84
5115 6537 77

0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
0

5000

m/z-->

Abundance #1457: Cyclohexane
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Abundance #1488: 1-Pentene, 2-methyl-
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6.20 6.40 6.60 6.80 7.00

m/z  56.10  100.00%

6.20 6.40 6.60 6.80 7.00

m/z  41.00   56.81%

6.20 6.40 6.60 6.80 7.00

m/z  69.10   46.35%

6.20 6.40 6.60 6.80 7.00

m/z  39.00   29.94%

6.20 6.40 6.60 6.80 7.00

m/z  55.00   27.60%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN100119\
  Data File : VN058458.D                                          
  Acq On    :  1 Oct 2019  12:34
  Operator  : JC/SP
  Sample    : K5107-01
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N092719W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  6  Benzene, 1-ethyl-2-methyl-      Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.66    6.45 ug/l       237790   1,4-Dichlorobenzene-d4     13.35

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 1-ethyl-2-methyl-          120 C9H12          000611-14-3 95
 2 Benzene, 1-ethyl-3-methyl-          120 C9H12          000620-14-4 95
 3 Benzene, 1-ethyl-4-methyl-          120 C9H12          000622-96-8 94
 4 Benzene, 1,2,3-trimethyl-           120 C9H12          000526-73-8 91
 5 Mesitylene                          120 C9H12          000108-67-8 91
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Abundance Scan 3386 (12.661 min): VN058458.D (-3376) (-)
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Abundance #9423: Benzene, 1-ethyl-3-methyl-
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Abundance #9429: Benzene, 1-ethyl-4-methyl-
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12.40 12.60 12.80 13.00

m/z 105.05  100.00%

12.40 12.60 12.80 13.00

m/z 120.10   29.34%

12.40 12.60 12.80 13.00

m/z  91.05   12.94%

12.40 12.60 12.80 13.00

m/z  76.95   12.08%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN100119\
  Data File : VN058458.D                                          
  Acq On    :  1 Oct 2019  12:34
  Operator  : JC/SP
  Sample    : K5107-01
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N092719W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  8  Indane                          Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.55   12.66 ug/l       466567   1,4-Dichlorobenzene-d4     13.35

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Indane                              118 C9H10          000496-11-7 95
 2 7-Methylenecycloocta-1,3,5-triene   118 C9H10          002570-13-0 72
 3 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10          1000191-13-7 72
 4 Benzene, 1-ethenyl-4-methyl-        118 C9H10          000622-97-9 72
 5 Deltacyclene                        118 C9H10          007785-10-6 68
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN100119\
  Data File : VN058458.D                                          
  Acq On    :  1 Oct 2019  12:34
  Operator  : JC/SP
  Sample    : K5107-01
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 9   Sample Multiplier: 1
 
  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N092719W.M
  Quant Title  : SW846 8260
 
  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P
 
                                                   |--Internal Standard---|
  TIC Top Hit name      RT  EstConc Units Response |#    RT     Resp  Conc|
----------------------------------------------------------------------------
Ethane, 1,1-diflu...   1.80     9.7 ug/l   268358  1   7.65 1384440  50.0
Butane                 2.16     5.7 ug/l   157222  1   7.65 1384440  50.0
Butane, 2-methyl-      2.79    24.5 ug/l   677767  1   7.65 1384440  50.0
Pentane                3.12     5.4 ug/l   148806  1   7.65 1384440  50.0
Cyclopentane, met...   6.61    10.7 ug/l   297459  1   7.65 1384440  50.0
Benzene, 1-ethyl-...  12.66     6.5 ug/l   237790  4  13.35 1842380  50.0
Indane                13.55    12.7 ug/l   466567  4  13.35 1842380  50.0
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