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Figure 1. Examples of the hydrogen-bonding patterns 
represented by dDaDDAdAaA. The number in circle 
corresponds to the MOH value. 
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Figure 3. (A1) Temperature dependence of the uncoupled 
OH stretching band in 7250 – 6900 cm−1 region (A2) that 
in 3700 – 3100 cm−1 region for the H2O / D2O mixture. (B) 
∆A spectra calculated from the IR spectra displayed in 
(A2). 

Figure 2. (a) Relationship between the νOH 
wavenumbers and rOH for water clusters. 
(b) The hydrogen-bonding energy of the 
hydrogen-bonding pattern with MOH, 
∆E(MOH), plotted against the MOH index. 
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