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RuO4 a) Fig. 1: Helmholtz free energy profile of the redox

reaction, RuO,; + HyO + e~ — [RuO3(OH)2)?".
The symbols, £ and 0, denote the reaction co-
oH),-  ordinates w.r.t. the water dissociation and the

electron transfer, respectively. The overall re-
state  action free energy is calculated to be -0.65 eV,

in good agreement with the experimental value

(-0.59 eV). Owing to the lower activation free

RUO3(OH)]2 - . . _.
Ea:) ﬁfigoﬂfﬂ. 3 Reduced energy, the reaction pathway via RuO?1 is more

-bipyramidal] state

favourable than that through [RuO3(OH)s]™.
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The calculations were done on the supercomputers (Hitachi SR11K) at NIMS and ISSP, The Uni-
versity of Tokyo.



