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Thermodynamic Investigation on Methane of Hydrogen 1
sotope Exchange
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(1 Chemistry Department of Sichuan University, Chengdu 610065, Chi
na;
2 China Academy of Engineering Physics, Mianyang 621900, China)

Abstract The standard enthalpy, standard entropy, standard Gibbs free
energies and equilibrium constants of reactions concerned in meth
ane of hydrogen isotope exchange were calculated with the density fu
nctional theory (DFT) using B3’ exchange and Lee Yang Parr's
correlation functional (B3LYP) with 6 31G **  basis set. The te
mperature is the key factor which affects the reaction thermodynamic
s. The higher temperature is propitious for the methane of hydrogen is

otope exchange, however, the more carbon deposit is produced if the t
emperature is too high. A suitable reaction temperature is prerequisite

for obtaining a higher yield.
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