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Fig.1 Hydrogen-bonded cluster systems
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Tablel The optimized parameters of the X-H(D) O type hydrogen

bonds. The values of X-D*O type hydrogen bonds are shown in the

parenthesis.

X=0 X=N X=C

R (mono) 0.9637(0.9576) 1.0205(1.0144) 1.1059(1.0993)

Ry 0.9701(0.9634) 1.0232(1.0168) 1.1054(1.0987)

A¥[mA] 6.4(5.8) 2.7(2.4) -0.5(-0.6)

Ro[A] 1.994(2.008) 2.294(2.308) 2.760(2.787)

Ra[A] 2.961(2.969) 3.304(3.312) 3.866(3.885)

* Ar defined as R-Rimono) R, R,

" Aa defined as o-Clmono) X_H-l;; ------- O
N~ B
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