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When hepatitis B virus(HBV) conduct the planting process into normal liver cell, hepatitis B virus surface PubMed

antigen(HBsAQ) plays an important role during this process, but its crystal structure information has not
been reported in the Protein Data Bank. In order to make further research about the structure and
function of HBsAg, we constructed the three dimensional structure of HBsAg Presl2 using biology
information homology model methods, and explored the mechanism as an important antiviral target at
the molecular level by molecular simulation method. The results showed that the three dimensional
structure of HBsAg consist the conformational Pres1 and the linear Pres2, three a-helixes and some loop
region consist the whole structure, at the same time, some amino residues in the N-terminal of Presl
make a cleft which forms the potential active site domain. The electrostatic analysis confirmed that, the
N-terminal potential active site possess bigger electrostatic distribution and may have the ability to
interact with recipient cell protein, this study will provide useful information for the design of anti-HBV
drug molecules.
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