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Molecule:
+ Center of mass
+ Rotational state

+ Vibrational state

Electronic structure

Density functional theory
+ Choice of density functional

+ Computational parameters

\+ Convergence tests

Surface atoms:
+ Temperature
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( Dynamical simulations

Many trajectories
+ Reaction outcome

+ Analysis of reaction dynamics
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Surface construction

Computed parameters:
+ Bulk lattice constant

+ Interlayer distances

Jhermal lattice expansion




