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Part V ¥ E ¥ %3¥i (Density Functional Theory)

I. Whatis DFT

II. Calculations for simple solids

II1. Nuts and bolts of DFT calculations
IV. Ab Initio Molecular Dynamics
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1. 2 F /1% (QM—Quantum Mechanics)
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L. Langmulr M. Planck M. Cune H.A. Lorentz, A. Einstein, P. Langevin, C.E. Guye, C.T.R. Wllson O.W. Richardson.
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2. 2 TFHF(QC — Quantum Chemistry)

#14£(1901-1994, Linus Carl Pauling)
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Good theoretical models provide guidance for experimental
researchers and save them time. Fukui's and Hoffmann's theories
are milestones in the development of our understanding of the
course of chemical reactions. T
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for studies of G-protein-coupled receptors
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