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interactions and recognition. This approach involves two main problems: how to search complex
binding modes and how to screen out near-native structures. In conformation searching, it is very
important but difficult to treat molecular flexibility. To solve this problem, many new methods have
been proposed in recent years. Aiming at near-native structure screening, three kinds of strategies
have been proposed: use of binding site information, clustering of similar structures, evaluating
structures by scoring functions. In this article, combining recent studies of our group, we reviewed the
progress on these two problems and gave a prospect for this field in the future.
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