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Fig. 1. (a) The crystal structure of hexagonal
BaVOs;Hx and (b) the most stable
configuration of BasVeOisH2 determined by
first principles calculations.
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Fig. 2. (a) The most stable O*/H
configuration of Ba,ScHO;. Equatorial H-
models (b) and (c¢) are 0.5 and 0.9 eV per
formula unit higher than the model (a),
respectively.
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