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umerical Simulation

PdH Bulk Vacancy: One H Atom

Total Energy = -24901 eV










Numerical Simulation

PdH Surface Vacancy: Two H Atoms

Total Energy = -18492 eV to -18493 eV
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Numerical Simulation

Total Energy vs. Hydrogen Loading Ratio
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Numerical Simulation

Enthalpy vs. Hydrogen Loading Ratio
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Numerical Simulation

Entropy vs. Hydrogen Loading Ratio
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