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Exploration of innovative HBV inhibitors based on a bidirectional approach using
structure prediction and in vitro assay systems
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In this study, we proposed a molecular model of the reverse transcriptase
(RT) domain of hepatitis B virus (HBV) polymerase and attempted to find compounds with high binding
affinity to RT by structure-based in silico screening. The obtained hit compounds were evaluated for
their inhibitory effects by an in vitro assay system using highly purified RT, and we succeeded in
identifying compounds that showed inhibitory effects. Furthermore, we predicted the binding site by
docking simulation, examined the compound combination, and found that additive and synergistic
inhibitory effects were obtained by combining the compounds.
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