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Figure 1. Optimized structures of acetic acid- and formic acid- dimer
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Table 1. Optimized geometric parameters with MC-HF and MC-DFT of acetic acid dimer

Roul ) Riol ) Roo( )

Isotopomer Bond Type MC-HF MC-DFT MC-HF MC-DFT MC-HF MC-DFT

HH OHO 0.995 1.034 1.709 1.529 2.703 2.563

HD OHO 0.995 1.031 1.710 1.537 2.708 2.568

HD ODO 0.986 1.022 1724 1.550 2.704 2572

DD 0]b]6) 0.984 1.016 1.747 1.587 2.729 2.603
(L=H or D)

Table H D RoL
MC-MO

RLo Roo H+ D+

Ubbelohde H+ D+

H
Tolstoy [3]
HIV-1 Protease
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