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Fig.1 Hydrogen-bonded cluster systems
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Table.1 The optimized parameters, the exponent values(a), and the
calculated el ectronic charge densities determined by Mulliken population

MC_MO analysis of the C-H(D) O type hydrogen bonds. The values of C-D O
Tablel type hydrogen bonds are shown in the parenthesis.
ACW EW MW
Ruchoymone 1.0785(1.0722)  1.0979(1.0915)  1.1059(1.0993)
(@) Rycnoy 1.0845(1.0776)  1.0981(1.0915)  1.1054(1.0987)
AF[m ] 6.0(5.4) 0.2(0.0) -0.5(-0.6)
Raoy. ol 1 2.208(2.222) 2.539(2.554) 2.760(2.787)
AcW Rac.ol | 3.293(3.300) 3.636(3.645) 3.866(3.885)
C-H(D) AT G mono) 23.52(34.73) 24.57(36.19) 24.71(36.38)
6.0(5.4mA 23.98(35.35) 24.79(36.50) 24.51(36.15)
Ad® -0.46(-0.62) -0.22(-0.31) -0.20(-0.23)
C-H(D)
EW" H(D)(mono) -0.777(-0.785)  -0.875(-0.878) -0.870(-0.874)
H(D) -0.723(-0.726)  -0.930(-0.929) -0.894(-0.893)

& Ar defined as Rj_'Rl(mono)

C-H b Aq defined as ot-0mono)
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