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The purposed of this study is to contribute to the subjects of (1) constructing the
electronic structure and chemical bonding of the host materials, and (2) entering into the
detailed description of the intercalate complex. This study is especially focus on the
charge state of Li and the magnitude of covalency around a Li atom when it intercalates
the hosts and how the chemical bondings in various layered compound are modified by the
Li-intercalation. In this investigation, we calculated the electronic structure of layered
compound using DV-Xa molecular orbital method?.
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