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Cu-3d orbitals. The excess holes polarize the spin system through this effect,
thereby interacting among themselves through this polarization. Binding en-
ergy between two holes is calculated from the ground state energy of some
finite size systems. The interaction is attractive in some parameter region
where 2 holes make a singlet pair.
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12. A Temperature Shift Method in Canonical Molecular Dynamics
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We propose a method for obtaining the average values of physical quan-
tities at temperatures different from the assumed value from a simulation
calculation of the canstant temperature molecular dynamics (MD) with a
fixed temperature. The method is developed on the basis of Nosé’s canonical
MD. The present method is numerically tested in a simulation on a 13-atom
Lennard-Jones cluster.
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