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Tablel. Geometrical parameters of MOH * H,O (M=Li, Na, K)

Ryior //'/ '\ \RMO2 for equilibrium(EQ) and transition(TS) structures [ A].
o1 / / " The barrier heights between them are also shown [kJ/mol].
‘ 0O 02 EQ TS

o / ROIH;"‘O"RozH* O M Li_ Na K Li_ Na K
H H* H Ryor 1.686 2.037 2.368 1.803 2.101 2.433
O w0 = Ruior — Ruion Ryvox 1934 2222 2519 1.802 2.101 2.433
S o= Ro1ts— Roppi» Romp+ 1.654 1.515 1.490 1.225 1.222 1.224
Fig.1 Schematic illustration R+ 1.014 1.044 1.056 1.223 1.222 1.224
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of MOH -H,O cluster
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Fig.2. One-dimensional distributions of Jmo (M=Li, Na, K)
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