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Plasma Catalysis Ru(0001) catalyst lowers the energy
barrier for splitting of N, Making rates account for vibrational energy by
giving each state its own rate constant [1]
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Quasi-Classical Quantum vs Classical
Trajectories Quantum mechanics Is too slow.
Classical MD lacks quantization, tunneling etc.
Middle ground: Classical energy of incoming molecule 1s quantized
e Quasi-Classical: Initial with quantum mechanical eigenenergies.
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e Classical molecular dynamics
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