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UNITS:KCAL

 SPECIES    HF(298)  S(298)     CP300   CP400   CP500   CP600   CP800   CP1000  CP1500  DATE  REF           ELEMENTS 

*H           52.10    27.39     4.97    4.97    4.97    4.97    4.97    4.97    4.97          120186   H   1     0     0     0 G 0

 H2            .00    31.21     6.90    6.96    7.00    7.02    7.07    7.21    7.73          121286   H   2     0     0     0 G 0

 HE            .00    30.12     4.97    4.97    4.97    4.97    4.97    4.97    4.97          120186   HE  1     0     0     0 g 0

 C          171.31    37.76     4.98    4.98    4.97    4.97    4.97    4.97    4.97          121086   C   1     0     0     0 G 0

 CH         142.01    43.72     6.95    7.00    7.05    7.11    7.37    7.78    8.75          121286   C   1 H   1     0     0 G 0

 CH2        102.68    45.12     7.94    8.30    8.66    9.02    9.72   10.39   11.85   S CBS-Q07/01    C   1 H   2     0     0 G 0

 HCH         94.59    46.12     8.20    8.54    8.88    9.21    9.85   10.44   11.73   T CBS-Q07/01    C   1 H   2     0     0 G 0

 CH3         35.41    46.40     9.30   10.06   10.82   11.55   12.93   14.15   16.33   CBS-Q 07/01     C   1 H   3     0     0 G 0

 CH4        -17.90    44.47     8.43    9.84   11.14   12.41   15.00   17.25   20.63          121286   C   1 H   4     0     0 G 0

 O           59.56    38.47     5.23    5.14    5.08    5.05    5.02    5.00    4.98          120186   O   1     0     0     0 G 0

 OH           9.32    43.88     7.15    7.10    7.07    7.06    7.13    7.33    7.87          121286   O   1 H   1     0     0 G 0

 H2O        -57.80    45.10     8.00    8.23    8.44    8.67    9.22    9.87   11.26           20387   H   2 O   1     0     0 G 0

 C2         200.24    47.64    10.27    9.49    8.94    8.60    8.45    8.62    8.93          121286   C   2     0     0     0 G 0

 C2H        136.03    50.17     9.21    9.79   10.31   10.78   11.56   12.14   12.96   CBS-Q 07/01     C   2 H   1     0     0 G 0

 C2H2        54.19    48.66    11.32   12.47   13.39   14.15   15.32   16.21   17.94   HR11/99BLYP00   C   2 H   2     0     0 G 0

 C2H3        71.60    55.90    10.47   12.37   13.99   15.37   17.57   19.20   21.86   CBS-Q 07/01     C   2 H   3     0     0 G 0

 C2H4        12.54    52.38    10.23   12.79   14.94   16.83   20.05   22.51   26.22          121286   C   2 H   4     0     0 G 0

 CO         -26.42    47.21     6.95    7.03    7.14    7.27    7.61    7.95    8.41          121286   C   1 O   1     0     0 G 0

 N2            .00    45.77     6.95    7.01    7.08    7.19    7.50    7.83    8.32          121286   N   2     0     0     0 G 0

 C2H5        29.30    59.38    12.36   14.88   17.19   19.29   22.88   25.72   30.21   CBS-Q 07/01     C   2 H   5     0     0 G 1

 HCO         10.40    53.66     8.24    8.78    9.28    9.77   10.74   11.52   12.56          121286   H   1 C   1 O   1     0 G 0

 C2H6       -20.04    54.73    12.58   15.69   18.62   21.30   25.82   29.30   34.61          121686   C   2 H   6     0     0 G 0

 CH2O       -27.70    52.25     8.40    9.50   10.50   11.47   13.36   14.88   16.97          121286   C   1 H   2 O   1     0 G 0

 CH3O         3.90    54.61     9.08   10.79   12.43   13.98   16.63   18.60   21.51          121686   C   1 H   3 O   1     0 G 0

 CH2OH       -4.10    58.88    11.32   12.94   14.38   15.62   17.54   18.79   20.95          120186   H   3 C   1 O   1     0 G 0

 CH3OH      -48.06    57.28    10.51   12.40   14.25   16.01   19.07   21.40   25.02          121686   C   1 H   4 O   1     0 G 0

 O2            .00    49.01     7.01    7.22    7.44    7.65    8.07    8.35    8.72          121386   O   2     0     0     0 G 0

 HO2          2.50    54.73     8.34    8.95    9.49    9.97   10.78   11.39   12.45           20387   H   1 O   2     0     0 G 0

 H2O2       -32.53    55.66    10.41   11.44   12.34   13.11   14.29   15.21   16.85          120186   H   2 O   2     0     0 G 0

 C3H2       129.59    62.99    15.94   17.36   18.47   19.34   20.58   21.45   23.16   CBS-Q 07/01     C   3 H   2     0     0 G 0

 H2CCCH      82.12    61.61    15.62   17.74   19.49   20.94   23.16   24.79   27.57   CBS-Q 07/01     C   3 H   3     0     0 G 0

 C3H4CY      68.72    57.87    12.22   15.71   18.65   21.12   24.94   27.67   31.82   CBS-Q 07/01     C   3 H   4     0     0 G 0

 C3H4        43.89    57.86    13.79   16.81   19.40   21.61   25.12   27.72   31.81   CBS-Q 07/01     C   3 H   4     0     0 G 0

 C3H4P       43.65    58.85    14.18   16.95   19.37   21.48   24.90   27.51   31.68   CBS-Q 07/01     C   3 H   4     0     0 G 0

*AR            .00    36.98     4.97    4.97    4.97    4.97    4.97    4.97    4.97          120186   AR  1     0     0     0 G 0

 C2O         68.51    55.68    10.31   11.09   11.72   12.24   13.06   13.66   14.64          121286   C   2 O   1     0     0 G 0

 C3H5        40.85    62.04    15.61   19.35   22.49   25.13   29.23   32.20   36.76   CBS-Q 07/01     C   3 H   5     0     0 G 1

 HCCO        42.45    60.74    12.65   13.47   14.23   14.92   16.07   16.83   17.98           32387   H   1 C   2 O   1     0 G 0

 C3H6         5.43    63.59    15.24   19.05   22.44   25.46   30.46   34.30   40.23   CBS-Q 07/01     C   3 H   6     0     0 G 1

 CH2CO      -12.40    57.79    12.43   14.17   15.67   16.91   18.79   20.24   22.44          121686   C   2 H   2 O   1     0 G 0

 HCCOH       20.43    58.71    13.22   14.78   16.16   17.35   19.15   20.30   22.29           32387   H   2 C   2 O   1     0 G 0

 NC3H7       24.64    69.35    17.40   21.61   25.32   28.58   33.93   38.02   44.44   CBS-Q 07/01     C   3 H   7     0     0 G 2

 IC3H7       21.83    68.75    16.35   20.35   24.02   27.34   32.99   37.40   44.12   CBS-Q 07/01     C   3 H   7     0     0 G 2

 CH2CHO       6.00    64.01    13.18   15.15   16.96   18.60   21.30   23.34   26.35          120186   O   1 H   3 C   2     0 G 0

 CH3CO       -5.40    63.75    12.42   14.44   16.33   18.06   20.94   23.07   26.19          120186   C   2 H   3 O   1     0 G 0

 C3H8       -24.82    64.57    17.67   22.49   26.86   30.74   37.01   41.73   48.83          120186   C   3 H   8     0     0 G 0

 CH3CHO     -39.51    63.05    13.25   15.87   18.31   20.52   24.17   26.88   30.87          120186   C   2 O   1 H   4     0 G 0

 CO2        -94.06    51.08     8.91    9.86   10.65   11.31   12.32   12.99   13.93          121286   C   1 O   2     0     0 G 0

 CH3OCH2      5.60    67.75    14.97   17.93   20.64   23.08   27.22   30.44   35.21   3/ 7/ 1 THERM   C   2 H   5 O   1     0 G 2

 CH3OCH3    -43.72    64.36    15.21   18.82   22.12   25.13   30.28   34.35   40.46          103190   C   2 H   6 O   1     0 G 0

 C4H        155.09    60.90    14.10   15.37   16.56   17.66   19.59   21.15   23.44          121686   C   4 H   1     0     0 G 0

 C4H2       111.71    59.79    17.74   20.03   21.85   23.24   25.10   26.61   28.96          121686   C   4 H   2     0     0 G 0

 HCCHCCH    129.89    69.07    18.02   20.82   23.29   25.41   28.56   30.46   33.46           82489   C   4 H   3     0     0 G 0

 H2CCCCH    111.33    72.96    20.24   22.43   24.44   26.23   29.10   30.93   33.68           82489   C   4 H   3     0     0 G 0

 C4H4        69.15    67.35    17.32   20.61   23.62   26.30   30.53   33.20   37.25           82489   C   4 H   4     0     0 G 0

 CH2CHCHCH   86.10    73.08    19.38   23.47   27.21   30.54   35.76   38.89   43.16           82489   C   4 H   5     0     0 G 0

 CH2CHCCH2   74.15    75.33    19.49   23.12   26.47   29.48   34.32   37.37   41.84           82489   C   4 H   5     0     0 G 0

 HCCCO       62.66    66.35    14.82   16.87   18.49   19.76   21.49   22.52   23.86   4/23/ 1 THERM   C   3 H   1 O   1     0 G 1

 C4H6-1      39.78    69.48    19.52   23.77   27.49   30.74   36.07   40.15   46.53   4/30/ 1 THERM   C   4 H   6     0     0 G 1

 C4H612      39.34    69.72    19.30   23.66   27.46   30.75   36.04   39.99   45.59   Burcat A 8/83   C   4 H   6     0     0 G 0

 C4H613      26.05    66.51    19.11   24.32   28.50   31.86   36.85   40.52   46.33   Burcat A 8/83   C   4 H   6     0     0 G 0

 HCCCHO      24.55    64.54    15.33   18.10   20.38   22.24   24.94   26.65   28.67   4/23/ 1 THERM   C   3 H   2 O   1     0 G 1

 I-C4H7      30.24    70.74    20.02   25.37   29.91   33.77   39.84   44.27   51.11  Burcat20008/83   C   4 H   7     0     0 G 0

 CH2CHCO     17.30    64.42    15.00   17.89   20.49   22.73   26.10   28.63   32.35   Burcat T05/99   C   3 H   3 O   1     0 G 0

 CHCHCHO     40.10    65.57    15.89   19.06   21.73   23.97   27.39   29.73   32.87   Therm/Burcat    C   3 H   3 O   1     0 G 1

 C4H8         -.13    73.57    20.50   25.92   30.78   35.05   41.82   46.85   55.09          120386   C   4 H   8     0     0 G 0

 CH2CHCHO   -17.80    64.50    16.08   19.62   22.89   25.71   29.91   33.00   37.43   Burcat T05/99   C   3 H   4 O   1     0 G 0

 C2H5CO      -8.61    73.62    18.27   21.52   24.95   28.28   33.92   37.66   45.67   Burcat T 9/92   C   3 H   5 O   1     0 G 0

 C2H5CHO    -45.90    72.78    19.36   23.04   26.94   30.70   37.11   42.15   50.42   Burcat T 9/92   C   3 H   6 O   1     0 G 0

 CH3COCH3   -51.90    70.66    17.81   21.78   25.69   29.21   34.63   38.76   44.84   Burcat T 5/92   C   3 H   6 O   1     0 G 0

 C5H2(L)    165.25    63.70    19.90   23.26   25.97   28.07   30.84   32.81   35.39           20587   C   5 H   2     0     0 G 0

 C5H3       166.77    67.33    17.04   21.74   25.59   28.60   32.48   35.15   38.73  CYCLIC  Burc00   C   5 H   3     0     0 G 0

 C5H3(L)    144.02    70.55    20.98   24.38   27.03   29.16   32.47   34.90   38.52  HCCCCCH2Burc00   C   5 H   3     0     0 G 0

 C5H4       131.81    66.83    17.60   22.64   27.00   30.53   35.25   38.60   43.20  CYCLICBurcat00   C   5 H   4     0     0 G 0

 C5H4(L)    106.10    72.03    20.82   25.08   28.52   31.30   35.41   38.48   43.02  CH2CCHCCHBur00   H   4 C   5     0     0 G 0

 C5H5        62.57    64.84    19.51   25.22   29.82   33.51   38.86   42.44   47.91   HR 6/01BLYP00   C   5 H   5     0     0 G 0

 C5H4H       97.32    67.59    18.28   24.06   28.79   32.65   38.35   42.20   47.84   HR 10/00 BLYP   C   5 H   5     0     0 G 0

 C5H5(L)     97.11    73.41    21.91   27.14   31.38   34.80   39.81   43.15   48.14          BURCAT   C   5 H   5     0     0 G 0

 C5H6        33.20    65.87    18.74   25.19   30.49   34.85   41.36   45.82   52.40   HR11/99BLYP00   C   5 H   6     0     0 G 0

 H2C4O       54.60    66.44    17.27   19.62   21.79   23.73   26.81   28.73   31.51          120189   H   2 C   4 O   1     0 G 0

 C6H        213.17    74.12    22.14   25.22   27.67   29.53   31.81   33.27   35.88          121686   C   6 H   1     0     0 G 0

 C6H2       169.68    70.94    24.63   27.76   30.26   32.18   34.76   36.81   39.90          121686   C   6 H   2     0     0 G 0

 C6H3       158.46    76.31    24.27   28.01   31.14   33.69   37.35   40.04   43.91           20387   C   6 H   3     0     0 G 0

 BENZYNE    103.39    68.03    19.59   25.38   30.09   33.90   39.47   43.17   48.51   HR12/99BLYP00   C   6 H   4     0     0 G 0

 C6H4       123.00    76.80    24.67   30.02   34.40   37.84   42.32   45.06   49.30          BURCAT   C   6 H   4     0     0 G 0

 C6H5        81.01    68.00    19.90   26.50   31.89   36.26   42.69   46.99   53.22  HR 4/99 BLYP00   C   6 H   5     0     0 G 0

 C6H5(L)    140.60    84.28    26.90   31.87   36.27   40.04   45.65   48.93   53.93           82489   C   6 H   5     0     0 G 0

 C6H6        19.82    64.58    20.23   27.45   33.40   38.28   45.54   50.49   57.71  HR 4/99 BLYP00   C   6 H   6     0     0 G 0

 C6H6F       50.59    67.83    34.56   36.83   38.94   40.89   44.36   47.29   61.52           20387   C   6 H   6     0     0 G 0

 C6H7        49.35    72.56    22.90   30.54   36.82   41.98   49.68   54.96   62.82   HR 6/99 BLYP    C   6 H   7     0     0 G 0

 C6H813      25.41    72.50    22.74   30.88   37.73   43.48   52.30   58.48   67.44     121494THERM   C   6 H   8     0     0 G 0

 C6H814      26.05    70.82    22.70   30.71   37.48   43.19   52.03   58.28   67.36     121494THERM   C   6 H   8     0     0 G 0

 C5H5CH3     24.38    74.16    28.07   35.72   41.88   46.85   54.29   59.98   67.74     Burcat10/94   C   6 H   8     0     0 G 0

 C5H4O       13.20    69.76    20.38   26.15   30.80   34.53   39.91   43.45   48.62  10/00BURCBLYP    C   5 H   4 O   1     0 G 0

 C5H5O       42.94    72.74    20.63   27.19   32.57   36.97   43.45   47.76   53.72  ZHONG/BOZ1998    C   5 H   5 O   1     0 G 0

 C5H4OH      15.90    74.09    23.05   29.40   34.44   38.41   43.98   47.53   52.85  ALZUETA 2000     C   5 H   5 O   1     0 G 0

 C6H5CH     110.58    75.80    24.56   32.53   38.94   44.07   51.45   56.25   63.16   T CBSRAD7/01    C   7 H   6     0     0 G 1

 C7H7        50.31    76.75    26.23   34.03   40.82   46.46   54.49   60.22   68.23     Burcat08/90   C   7 H   7     0     0 G 0

 C7H8        11.95    76.53    24.84   33.10   40.59   46.92   55.94   62.44   71.57    BurcatL 6/87   C   7 H   8     0     0 G 0

 C6H5O       13.00    73.15    23.53   30.63   36.40   41.08   47.90   52.42   58.87   HR 6/99 BLYP    C   6 H   5 O   1     0 G 0

 C6H4OH      32.90    70.91    22.37   28.97   34.45   38.98   45.80   50.49   57.38          MOPAC    C   6 H   5 O   1     0 G 0

 C6H5OH     -23.03    73.93    25.20   32.83   38.98   43.93   51.14   56.03   63.44   HR 6/99 BLYP    C   6 H   6 O   1     0 G 1

 C6H6OH      10.29    81.34    26.03   34.37   41.21   46.75   54.83   60.37   68.54         MOPACRS   C   6 H   7 O   1     0 G 0

 A1C2H*2    135.37    82.29    29.05   36.16   41.93   46.59   53.39   57.91   64.48  HR 6/99 BLYP00   C   8 H   5     0     0 G 0

 C8H6        73.28    81.64    29.81   37.48   43.74   48.84   56.37   61.46   69.04  HR 4/99 BLYP00   C   8 H   6     0     0 G 0

 C6H5CHCH    96.46    83.00    30.51   39.08   46.00   51.59   59.79   65.40   73.97  HR 4/99 BLYP     C   8 H   7     0     0 G 1

 C8H7*2      95.24    82.68    29.32   38.12   45.24   51.00   59.45   65.21   73.90   HR12/99 BLYP    C   8 H   7     0     0 G 1

 C8H8        35.11    83.58    29.72   39.21   46.91   53.15   62.37   68.71   78.42   HR 8/99 BLYP    C   8 H   8     0     0 G 1

 C6H5CO      26.10    84.90    25.73   32.70   38.60   43.57   51.16   56.38   63.44  therm/Marinov    C   7 H   5 O   1     0 g 1

 C8H10        7.10    86.21    30.71   41.08   49.85   57.21   68.52   76.35   87.33          EBG92    C   8 H  10     0     0 G 0

 C6H5CHO     -8.79    80.31    26.85   35.03   41.86   47.44   55.52   60.94   68.53     Burcat 3/86   C   7 H   6 O   1     0 G 0

 C6H3O2      27.53    78.61    25.85   31.70   36.48   40.37   46.04   49.77   54.92  HR BLYP-THERM    C   6 H   3 O   2     0 G 0

 C6H5CH2OH  -24.00    79.01    27.78   36.80   44.90   51.69   61.11   67.83   77.15     Burcat 7/87   C   7 H   8 O   1     0 G 0

 C7H8O      -23.90    87.41    28.13   37.00   44.55   50.94   60.84   67.76   77.42          EBG92    C   7 H   8 O   1     0 G 0

 C6H5OCH3   -17.10    84.01    29.71   38.94   46.54   52.77   62.06   68.38   77.45   6/16/ 1 THERM   C   7 H   8 O   1     0 G 2

 OC6H4O2    -22.40    80.20    26.27   33.02   38.51   42.96   49.46   53.74   59.76   HR 10/00BLYP    C   6 H   4 O   2     0 G 0

 PC6H4O2    -29.65    76.79    26.17   32.91   38.40   42.86   49.37   53.67   59.69   HR 10/00BLYP    C   6 H   4 O   2     0 G 0

 INDENE*     65.01    79.30    30.27   40.29   48.38   54.87   64.25   70.42   79.38   HR11/99BLYP00   C   9 H   7     0     0 G 0

 C6H5C3H2   112.93    94.28    30.93   39.56   46.90   53.11   62.76   69.56   79.03   1/17/ 0 THERM   C   9 H   7     0     0 G 1

 INDENE      39.10    80.88    30.57   41.07   49.67   56.67   67.01   73.95   83.96   HR11/99BLYP00   C   9 H   8     0     0 G 0

 C6H3O3     -41.61    88.06    27.48   33.76   38.96   43.25   49.65   53.99   60.04   HR AM1 7/99     C   6 H   3 O   3     0 G 0

 A2T1       118.00    83.14    31.92   41.67   49.60   56.02   65.36   71.50   80.10   HR12/99 BLYP    C  10 H   6     0     0 G 0

 A2T2       120.58    81.88    32.08   41.80   49.71   56.11   65.45   71.58   80.16   HR12/99BLYP00   C  10 H   6     0     0 G 0

 C10H7*1     96.95    83.16    32.29   42.91   51.54   58.52   68.67   75.36   84.84  TB 1/99 BLYP00   C  10 H   7     0     0 G 0

 C10H7*2     97.20    83.07    32.35   42.97   51.59   58.56   68.71   75.39   84.87  TB 1/99 BLYP00   C  10 H   7     0     0 G 0

 C10H8       35.99    80.40    32.66   43.93   53.14   60.61   71.59   78.90   89.36   HR11/99BLYP00   C  10 H   8     0     0 G 0

 A2CH2-1     61.45    89.43    38.51   50.96   60.98   69.01   80.63   88.39   99.96  HR 6/99 BLYP     C  11 H   9     0     0 G 1

 A2CH2-2     61.67    89.45    38.70   51.13   61.13   69.12   80.70   88.43  100.01  HR 6/99 BLYP     C  11 H   9     0     0 G 1

 A2CH3-1     27.93    90.42    38.79   51.35   61.73   70.28   83.09   91.82  104.28   HR 6/99 BLYP    C  11 H  10     0     0 G 1

 A2CH3-2     27.75    92.64    39.06   51.57   61.90   70.40   83.13   91.82  104.29   HR 6/99 BLYP    C  11 H  10     0     0 G 1

 C10H7O-1    22.35    88.12    35.59   46.79   55.86   63.17   73.78   80.72   90.49   HR 6/99 BLYP    C  10 H   7 O   1     0 G 0

 C10H7O-2    25.97    88.14    35.79   46.96   56.01   63.31   73.90   80.82   90.54   HR 6/99 BLYP    C  10 H   7 O   1     0 G 0

 C10H7OH-1   -7.36    91.08    37.81   49.37   58.71   66.23   77.16   84.44   95.09   HR 6/99 BLYP    C  10 H   8 O   1     0 G 1

 C10H7OH-2   -7.15    88.77    37.45   49.20   58.64   66.21   77.14   84.39   95.09   HR 6/99 BLYP    C  10 H   8 O   1     0 G 1

 A2R5T      166.75    87.59    36.98   48.15   57.19   64.46   74.96   81.77   91.21   HR11/99 BLYP    C  12 H   6     0     0 G 0

 A2C2H-1*2  150.92    94.23    40.77   52.04   61.16   68.49   79.10   86.06   96.04   HR 6/99BLYP00   C  12 H   7     0     0 G 0

 A2C2H-2*1  150.65    95.36    41.01   52.23   61.30   68.60   79.15   86.09   96.04   HR 6/99BLYP00   C  12 H   7     0     0 G 0

 A2C2H-2*3  150.87    95.08    41.01   52.24   61.33   68.66   79.27   86.24   96.14   HR 6/99 BLYP    C  12 H   7     0     0 G 0

 A2R5*1     126.74    87.96    37.03   49.18   59.01   66.90   78.27   85.65   95.94  TB 1/99 BLYP     C  12 H   7     0     0 G 0

 A2R5*3     122.49    87.53    36.87   49.52   59.77   68.00   79.77   87.19   96.74  TB 1/99 BLYP     C  12 H   7     0     0 G 0

 A2R5*4     122.75    88.01    37.25   49.43   59.25   67.13   78.45   85.77   96.00  TB 1/99 BLYP     C  12 H   7     0     0 G 0

 A2R5*5     123.22    88.07    37.09   49.28   59.12   67.01   78.36   85.72   95.98  TB 1/99 BLYP     C  12 H   7     0     0 G 0

 A2C2H-1     88.73    94.63    41.35   53.26   62.93   70.76   82.16   89.71  100.58   HR 6/99BLYP00   C  12 H   8     0     0 G 0

 A2C2H-2     88.58    93.60    41.44   53.33   62.98   70.78   82.14   89.68  100.58   HR 6/99BLYP00   C  12 H   8     0     0 G 0

 A2R5        61.71    86.62    37.50   50.37   60.81   69.22   81.39   89.36  100.56   HR11/99BLYP00   C  12 H   8     0     0 G 0

 BIPHEN     100.49    87.77    37.81   50.54   60.88   69.23   81.35   89.31  100.52  HR 4/99 BLYP00   C  12 H   8     0     0 G 0

 A2VINP     110.47    96.11    41.95   54.87   65.27   73.62   85.71   93.77  105.68   HR 7/99 BLYP    C  12 H   9     0     0 G 1

 C12H9      103.56    95.60    40.03   53.26   63.95   72.55   85.04   93.35  105.44  HR 4/99 BLYP00   C  12 H   9     0     0 G 1

 HA2R5       68.09    89.31    39.38   52.72   63.56   72.32   85.08   93.50  105.47  HR 4/99 BLYP     C  12 H   9     0     0 G 0

 BIPHENH    121.31    92.03    39.74   53.10   63.94   72.68   85.35   93.68  105.52  HR 4/99 BLYP00   C  12 H   9     0     0 G 0

 A2C2H3-2    50.26    96.09    41.99   55.42   66.36   75.23   88.29   97.11  110.07   HR 8/99 BLYP    C  12 H  10     0     0 G 1

 C12H10      43.50    93.27    40.45   54.24   65.46   74.55   87.90   96.88  109.93   HR11/99BLYP00   C  12 H  10     0     0 G 1

 A2R5H2      37.40    89.44    39.32   53.18   64.54   73.82   87.52   96.72  109.88  HR 4/99 BLYP     C  12 H  10     0     0 G 0

 FLUORENE    41.83    92.52    42.03   56.61   68.53   78.23   92.49  101.98  115.43   HR11/99 BLYP    C  13 H  10     0     0 G 0

 BENZYLB*   100.04   110.31    43.03   57.45   69.38   79.21   93.90  103.85  117.92   5/ 7/97 THERM   C  13 H  11     0     0 G 2

 BENZYLB     38.48   106.44    43.89   59.06   71.61   81.92   97.31  107.70  122.41   5/ 7/97 THERM   C  13 H  12     0     0 G 2

 C6H5OC6H5   12.43   104.37    41.40   54.97   66.25   75.59   89.66   99.30  113.07   6/22/ 1 THERM   C  12 H  10 O   1     0 G 1

 A2R5YN1*2  177.58    98.45    45.09   58.06   68.48   76.80   88.69   96.35  107.15   HR 7/99 BLYP    C  14 H   7     0     0 G 0

 A2R5YN3*4  175.86    99.47    45.94   58.75   69.03   77.24   88.97   96.53  107.22   HR 11/99BLYP    C  14 H   7     0     0 G 0

 A2R5YN4*3  176.56    98.83    45.44   58.34   68.72   77.01   88.86   96.50  107.21   HR 11/99BLYP    C  14 H   7     0     0 G 0

 A2R5YN4*5  177.20    99.74    45.62   58.46   68.79   77.05   88.87   96.49  107.20   HR 11/99BLYP    C  14 H   7     0     0 G 0

 A2R5YN5*4  175.78    99.18    45.54   58.40   68.76   77.04   88.91   96.55  107.23   HR 7/99 BLYP    C  14 H   7     0     0 G 0

 A2R5YNE1   111.72    98.35    45.72   59.27   70.21   79.00   91.68   99.95  111.68   HR 7/99 BLYP    C  14 H   8     0     0 G 0

 A2R5YNE3   113.77    99.87    46.17   59.67   70.57   79.31   91.89  100.09  111.77   HR 7/99 BLYP    C  14 H   8     0     0 G 0

 A2R5YNE4   114.65    99.42    46.14   59.71   70.64   79.38   91.94  100.12  111.80   HR 7/99 BLYP    C  14 H   8     0     0 G 0

 A2R5YNE5   113.76    98.42    45.92   59.47   70.39   79.15   91.77  100.00  111.71   HR 7/99 BLYP    C  14 H   8     0     0 G 0

 A2R5R5     100.27    86.17    40.73   55.62   67.66   77.32   91.15   99.92  111.47   HR10/99 BLYP    C  14 H   8     0     0 G 0

 A3*1       109.20    96.61    44.36   59.03   70.93   80.53   94.45  103.57  116.40   HR 6/99BLYP00   C  14 H   9     0     0 G 0

 A3*2       109.59    96.46    44.51   59.08   70.94   80.53   94.50  103.66  116.42   HR 6/99 BLYP    C  14 H   9     0     0 G 0

 A3*3       109.38    96.58    44.51   59.14   71.01   80.58   94.48  103.59  116.39   HR 6/99 BLYP    C  14 H   9     0     0 G 0

 A3*4       107.24    96.44    44.41   59.10   71.02   80.63   94.57  103.69  116.46   HR 6/99BLYP00   C  14 H   9     0     0 G 0

 A3*9       109.23    96.52    44.26   58.91   70.82   80.43   94.40  103.56  116.37   HR 6/99 BLYP    C  14 H   9     0     0 G 0

 A3L*1      116.16    96.58    44.72   59.32   71.19   80.77   94.70  103.81  116.52   HR 6/99 BLYP    C  14 H   9     0     0 G 0

 A3L*2      116.42    96.53    44.78   59.41   71.28   80.84   94.69  103.76  116.49   HR 6/99 BLYP    C  14 H   9     0     0 G 0

 A3L*9      116.31    95.36    44.56   59.22   71.10   80.69   94.58  103.68  116.46   HR 6/99 BLYP    C  14 H   9     0     0 G 0

 A3          48.09    95.25    44.70   60.03   72.52   82.64   97.42  107.19  120.95   HR11/99BLYP00   C  14 H  10     0     0 G 0

 A3L         55.18    93.87    45.07   60.36   72.80   82.88   97.59  107.30  121.02   HR 6/99 BLYP    C  14 H  10     0     0 G 0

 A3CH2       79.72   104.90    52.46   65.92   77.66   87.85  104.12  115.83  131.65   5/ 3/97 THERM   C  15 H  11     0     0 G 1

 A3CH2R      51.08    64.75    52.41   65.71   77.22   87.12  102.73  113.75  128.26   4/17/97 THERM   C  15 H  10     0     0 G 0

 A3CH3       42.01   106.50    52.89   66.61   78.67   89.21  106.23  118.66  135.78   5/ 3/97 THERM   C  15 H  12     0     0 G 1

 A3C2H-1*P  162.95   109.81    52.69   67.85   80.19   90.17  104.69  114.23  127.53   HR BLYP-THERM   C  16 H   9     0     0 G 0

 A3C2H-2*S  160.90   110.47    52.85   67.98   80.28   90.23  104.71  114.26  127.71   HR BLYP-THERM   C  16 H   9     0     0 G 0

 A3LC2H-1P  169.41   109.42    52.88   68.04   80.36   90.32  104.84  114.38  127.77   HR BLYP-THERM   C  16 H   9     0     0 G 0

 A3LC2H-2S  167.73   109.81    53.04   68.18   80.46   90.37  104.78  114.27  127.78   HR BLYP-THERM   C  16 H   9     0     0 G 0

 A3LC2H-2P  169.24   109.81    53.04   68.18   80.46   90.37  104.78  114.27  127.78   HR BLYP-THERM   C  16 H   9     0     0 G 0

 A3C2H-1    101.39   108.68    53.58   69.54   82.47   92.90  108.04  117.99  132.18   HR 6/99 BLYP    C  16 H  10     0     0 G 0

 A3C2H-2    100.85   109.35    53.79   69.68   82.56   92.94  108.03  117.98  132.21   HR 7/99 BLYP    C  16 H  10     0     0 G 0

 A3LC2H-1   107.85   108.30    53.81   69.71   82.62   93.03  108.16  118.12  132.27   HR 7/99 BLYP    C  16 H  10     0     0 G 0

 A3LC2H-2   107.68   108.69    53.85   69.80   82.71   93.11  108.19  118.12  132.29   HR 7/99 BLYP    C  16 H  10     0     0 G 0

 A21C6H4    106.96   104.90    50.71   67.29   80.76   91.63  107.42  117.75  132.19   HR04/00 BLYP    C  16 H  10     0     0 G 0

 A22C6H4    109.25   102.40    50.26   66.97   80.53   91.48  107.34  117.71  132.17   HR12/99 BLYP    C  16 H  10     0     0 G 0

 FLTHN*1    130.81   100.76    48.98   65.16   78.26   88.80  104.02  113.89  127.50   HR 7/99 BLYP    C  16 H   9     0     0 G 0

 FLTHN*3    131.33   100.78    48.90   65.11   78.24   88.80  104.03  113.91  127.53   HR 7/99 BLYP    C  16 H   9     0     0 G 0

 FLTHN*7    130.74   100.96    48.91   65.12   78.24   88.79  104.00  113.86  127.51   HR 7/99 BLYP    C  16 H   9     0     0 G 0

 A3R5*7     137.96   101.05    49.28   65.51   78.61   89.12  104.24  114.00  127.55  HR 11/99 BLYP    C  16 H   9     0     0 G 0

 A3R5*10    137.00   101.01    49.23   65.46   78.58   89.12  104.28  114.07  127.59  HR 11/99 BLYP    C  16 H   9     0     0 G 0

 A3LR5*S    142.84   106.30    49.53   64.73   77.25   87.52  102.75  112.95  127.08   MM300-THERM     C  16 H   9     0     0 G 0

 PYRENE*1   115.25    99.06    48.83   65.01   78.12   88.68  103.95  113.86  127.49   HR11/99 BLYP    C  16 H   9     0     0 G 0

 PYRENE*2   115.16    97.80    49.10   65.27   78.36   88.89  104.07  113.92  127.56   HR11/99 BLYP    C  16 H   9     0     0 G 0

 PYRENE*4   115.06    99.21    48.99   65.14   78.22   88.76  103.97  113.85  127.47   HR11/99 BLYP    C  16 H   9     0     0 G 0

 A2C6H5-2    59.39   108.59    52.93   70.67   85.11   96.82  113.94  125.35  141.62   HR 8/99 BLYP    C  16 H  12     0     0 G 1

 FLTHN       69.79    99.34    49.29   66.11   79.79   90.85  106.93  117.45  132.05  HR 4/99 BLYP     C  16 H  10     0     0 G 0

 A3R5        76.94   101.12    49.65   66.47   80.13   91.15  107.13  117.57  132.08  HR 4/99 BLYP     C  16 H  10     0     0 G 0

 A3LR5       75.23   101.23    49.69   66.54   80.21   91.23  107.20  117.63  132.14   HR04/00 BLYP    C  16 H  10     0     0 G 0

 PYRENE      53.95    96.46    49.34   66.13   79.80   90.85  106.93  117.46  132.06   HR11/99 BLYP    C  16 H  10     0     0 G 0

 C17H12      58.01    81.91    57.95   75.33   89.72  101.58  119.20  130.95  146.95   4/17/97 THERM   C  17 H  12     0     0 G 0

 BENZNAP*P  116.24   123.37    57.08   74.24   88.69  100.81  119.32  132.08  149.77   5/ 7/97 THERM   C  17 H  13     0     0 G 2

 BENZNAP     54.69   122.25    57.87   75.83   90.92  103.54  122.73  135.92  154.27   5/ 7/97 THERM   C  17 H  14     0     0 G 2

 CPCDPYR*S  147.32   106.10    53.72   70.38   84.07   95.26  111.81  122.85  138.09    MM300-THERM    C  18 H   9     0     0 G 0

 PYC2H-1*P  170.76   111.83    58.39   73.03   85.53   96.16  112.68  124.21  139.55   6/18/99 THERM   C  18 H   9     0     0 G 0

 PYC2H-2*S  169.26   111.83    58.39   73.03   85.53   96.16  112.68  124.21  139.55   6/18/99 THERM   C  18 H   9     0     0 G 0

 PYC2H-4*S  169.26   111.83    58.39   73.03   85.53   96.16  112.68  124.21  139.55   6/18/99 THERM   C  18 H   9     0     0 G 0

 CPCDFLT*S  170.19   106.98    54.33   71.02   84.70   95.85  112.27  123.17  138.25    MM300-THERM    C  18 H   9     0     0 G 0

 BGHIF-     154.41   107.11    53.34   70.08   83.82   95.03  111.58  122.65  138.02  10/14/93 MM3CP   C  18 H   9     0     0 G 0

 CPCDPYR     87.27   104.98    54.54   71.99   86.30   97.99  115.22  126.69  142.60    CJP MM300      C  18 H  10     0     0 G 0

 PYC2H-1    109.20   110.71    59.32   74.67   87.75   98.84  116.02  128.01  144.15   6/18/99 THERM   C  18 H  10     0     0 G 0

 PYC2H-2    109.20   109.33    59.32   74.67   87.75   98.84  116.02  128.01  144.15   6/18/99 THERM   C  18 H  10     0     0 G 0

 PYC2H-4    109.20   110.71    59.32   74.67   87.75   98.84  116.02  128.01  144.15   6/18/99 THERM   C  18 H  10     0     0 G 0

 CPCDFLTH   110.13   105.86    55.14   72.63   86.94   98.58  115.68  127.01  142.76    CJP MM300      C  18 H  10     0     0 G 0

 BGHIF       94.41   106.01    54.22   71.74   86.09   97.79  115.03  126.53  142.52  10/07/93 MM395   C  18 H  10     0     0 G 0

 A4*1       128.26   112.97    56.76   74.17   88.60  100.50  118.33  130.44  147.41    MM300-THERM    C  18 H  11     0     0 G 0

 A4*4       128.26   112.97    56.76   74.17   88.60  100.50  118.33  130.44  147.41    MM300-THERM    C  18 H  11     0     0 G 0

 A4*12      126.26   112.97    56.76   74.17   88.60  100.50  118.33  130.44  147.41    MM300-THERM    C  18 H  11     0     0 G 0

 A4L*S      135.80   112.57    56.85   74.29   88.73  100.63  118.45  130.53  147.47    MM300-THERM    C  18 H  11     0     0 G 0

 CHRYSEN*1  126.68   112.32    56.84   74.20   88.59  100.47  118.28  130.39  147.37    MM300-THERM    C  18 H  11     0     0 G 0

 CHRYSEN*4  126.68   112.32    56.84   74.20   88.59  100.47  118.28  130.39  147.37    MM300-THERM    C  18 H  11     0     0 G 0

 CHRYSEN*5  126.68   112.32    56.84   74.20   88.59  100.47  118.28  130.39  147.37    MM300-THERM    C  18 H  11     0     0 G 0

 A4          68.21   111.85    57.58   75.81   90.88  103.28  121.79  134.31  151.94    CJP MM300      C  18 H  12     0     0 G 0

 A4L         75.75   108.70    57.67   75.93   91.01  103.41  121.90  134.40  152.00    CJP MM300      C  18 H  12     0     0 G 0

 CHRYSEN     66.63   111.20    57.66   75.83   90.86  103.24  121.73  134.26  151.90    CJP MM300      C  18 H  12     0     0 G 0

 BGHIFR*S   185.12   109.30    55.30   74.29   89.82  102.44  120.88  132.92  149.08   7/ 5/97 THERM   C  20 H   9     0     0 G 0

 COR-       179.92   110.11    58.50   76.59   91.40  103.45  121.15  132.90  149.11  10/14/93 MM3CP   C  20 H   9     0     0 G 0

 BGHIFR     125.06   106.80    56.10   75.89   92.05  105.17  124.29  136.76  153.58   7/ 5/97 THERM   C  20 H  10     0     0 G 0

 COR        119.91   105.81    59.36   78.22   93.63  106.16  124.56  136.76  153.60  10/07/93 MM395   C  20 H  10     0     0 G 0

 DCPCDFG    118.47   108.49    59.59   78.52   93.99  106.56  124.94  137.05  153.73    CJP MM300      C  20 H  10     0     0 G 0

 BAPYR*S    135.39   115.73    61.06   79.90   95.49  108.32  127.48  140.41  158.35    MM300-THERM    C  20 H  11     0     0 G 0

 BEPYREN*S  133.18   115.45    61.03   79.85   95.43  108.26  127.42  140.35  158.30    MM300-THERM    C  20 H  11     0     0 G 0

 PERYLEN*S  138.36   115.02    61.12   79.94   95.51  108.33  127.47  140.39  158.32    MM300-THERM    C  20 H  11     0     0 G 0

 BBFLUOR*S  144.16   116.94    61.48   80.41   96.03  108.86  127.92  140.74  158.52    MM300-THERM    C  20 H  11     0     0 G 0

 BAPYR       75.34   114.61    61.87   81.54   97.77  111.10  130.93  144.28  162.88    CJP MM300      C  20 H  12     0     0 G 0

 BEPYREN     73.13   114.33    61.86   81.50   97.72  111.05  130.88  144.23  162.83    CJP MM300      C  20 H  12     0     0 G 0

 PERYLEN     78.31   113.90    61.94   81.58   97.79  111.11  130.92  144.26  162.85    CJP MM300      C  20 H  12     0     0 G 0

 BBFLUOR     84.11   115.82    62.29   82.05   98.32  111.64  131.38  144.61  163.05    CJP MM300      C  20 H  12     0     0 G 0

 BKFLUOR     86.05   114.30    62.29   82.09   98.38  111.71  131.45  144.66  163.08   CJP MM300       C  20 H  12     0     0 G 0

 COR1-      213.82   115.11    63.91   83.48   99.41  112.31  131.11  143.45  160.30  10/14/93 MM3CP   C  22 H   9     0     0 G 0

 COR1       155.81   113.91    64.80   85.09  101.62  114.99  134.49  147.28  164.79  10/07/93 MM395   C  22 H  10     0     0 G 0

 ANTHAN*S   134.46   116.69    70.58   87.95  103.07  116.15  136.90  151.66  171.15   4/19/97 THERM   C  22 H  11     0     0 G 0

 BGHIPE*S1  132.26   116.69    70.58   87.95  103.07  116.15  136.90  151.66  171.15   4/19/97 THERM   C  22 H  11     0     0 G 0

 ANTHAN      74.41   112.82    70.54   89.03  105.01  118.73  140.35  155.66  176.04   4/19/97 THERM   C  22 H  12     0     0 G 0

 BGHIPER     72.21   115.57    70.54   89.03  105.01  118.73  140.35  155.66  176.04   4/19/97 THERM   C  22 H  12     0     0 G 0

 INPYR       91.51   114.07    64.82   85.64  103.13  117.75  139.98  155.21  175.62   5/ 2/97 THERM   C  22 H  12     0     0 G 0

 COR2-      246.12   120.11    69.23   90.23  107.28  121.03  140.95  153.93  171.49  10/14/93 MM3CP   C  24 H   9     0     0 G 0

 COR2       188.02   119.01    70.11   91.85  109.49  123.72  144.33  157.76  175.98  10/07/93 MM395   C  24 H  10     0     0 G 0

 C24H12      85.43    91.49    77.49   97.98  115.48  130.30  153.17  168.88  188.92  11/23/99 THERM   C  24 H  12     0     0 G 0

 CORONEN     77.41   114.23    72.17   93.97  112.15  127.26  150.13  165.89  188.04   4/25/97 THERM   C  24 H  12     0     0 G 0

 CPBPER     112.59   125.39    70.56   92.11  110.31  125.60  149.00  165.14  186.68   5/ 3/97 THERM   C  24 H  12     0     0 G 0

 C24H14      82.11   131.83    77.37   98.43  116.55  132.05  156.33  173.46  196.41  11/ 8/99 THERM   C  24 H  14     0     0 G 0

 COR3-      277.72   125.11    74.79   96.97  115.07  129.72  150.94  164.56  182.33  10/14/93 MM3CP   C  26 H   9     0     0 G 0

 COR3       219.72   124.01    75.73   98.61  117.29  132.41  154.32  168.40  186.81  10/07/93 MM395   C  26 H  10     0     0 G 0

 COR4-      308.63   130.21    80.12  103.73  122.95  138.46  160.82  175.07  193.49  10/14/93 MM3CP   C  28 H   9     0     0 G 0

 COR4       250.52   129.11    81.04  105.38  125.19  141.18  164.23  178.93  197.98  10/07/93 MM395   C  28 H  10     0     0 G 0

 HB         277.32   130.91    86.40  112.12  133.01  149.84  174.02  189.36  209.15  10/07/93 MM395   C  30 H  10     0     0 G 0

