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Free energy evaluation of drug absorption on Hepatitis B virus capsid
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[ Abstract ]
Hepatitis B virus (HBV) causes liver disease, and drugs for HBV such as entecavir can render
the virus inactive. A new and more effective drug is required for HBV treatment to prevent
HBYV recurrence. For this purpose, researchers have made an effort to understand the
fundamental mechanism of drug. For example, they confirmed the entecavir inhibits reverse
transcription. On the other hand, molecular understanding for drug and HBV has been
developed less. In this work, computer simulation is used to explore the mechanism of how
drug interacts with HBV capsid. Using the free energy evaluation, we explore a possible
mechanism of efficient drug adsorption into the HBV capsid. Counterion treatment in a
charged drug is important for efficiency and accuracy. We will report the results on the day.
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Table 1. Free energy of each process calculated in liver cell environment

AGy  AGgryrp AGyy  AGsx  AGox  AGig

[kJ/mol] 3449 + 4 1774 264 367 470 574
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