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HEiEER (EX) Development of a new scheme of energy-band calculation on the basis
of the extended constrained-search theory
MERERE
WO HE (HIGUCHI MASAHIKO)
SR - IBEER - AT
MEEES : 10292202

WFGERR R O (Fn30) -
AR TIE, Frex DREEZ Lo HER SRR > BREHEGR (LT ECS HEm) | Z5RMHES
BT R72 ELEIRICHE TE DI EILE S E -, BRI, £9, BTMHEBEETRT
:ﬁ%%m%ﬁﬁﬂwﬂﬁﬁﬁ(ﬁaf) BT S TXIEENESE R oREE L, £
DOEIMEEEEFRIC L VR LZ, F7=. ECS %%@mf@%ﬁmﬁ%f%é% W%
fbL7z, ZOAENETEEERGICHEAT 5 Z & TR ST, \CARFSE T ECS Pk
FERNCIRTF T 2 FHR~ A TE 2 RICHIRE LT,

WFFERCR O (330 -

In this study, we have advanced the development of our extended constrained—search
theory (ECS theory) toward a new scheme of the energy—band calculation that is applicable
to various systems including strongly—correlated electron systems. More specifically,
we first have proposed the pair density functional theory that can reproduce the diagonal
elements of the second-order reduced density matrix (pair density), and confirmed its
validity successfully through numerical calculations. We also have generalized the ECS
theory so that one can apply the ECS theory to finite—temperature systems. The validity
of the generalization has been confirmed by applying it to superconducting
systems.  Furthermore, the ECS theory has been extended so as to describe the
time—dependent phenomena.
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