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W R OMEE (23C) : By means of a TDDFT dynamics simulation, we have clarified that
a molecular heterojunction of a = -conjugated dendrimer, composed of oligo-phenylene-
vinylene antenna and Zn-phthalocyanine core, and a Ceo molecule exhibits light-harvesting
charge separation behavior. We have also studied the relationship between geometrical and
electronic structures of 1D peanut-shaped fullerene polymers, shown the spontaneous
encapsulation of linear molecules into carbon nanotubes, and performed simulations of
chemical reactions and calculations of photoabsorption spectra.
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All-electron Mixed Basis Hartree-Fock
Calculation Code”, The 5™ Conference of
Asian  Consortium  on  Computational
Materials Science (ACCMSS5) (Hanoi, Sep.
7-11,2009) Abstract P-7.

Kaoru Ohno, “Lattice Monte Carlo method
as a powerful tool”, The 5™ Conference of
Asian Consortium on Computational Mate-
rials Science (ACCMS5) (Hanoi, Sep. 7-11, 2009)
[Short Course Program] Abstract 4. Invited
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. Kaoru Ohno and Yasunobu Kodama,
“Charge Separation Dynamics at Molecular
Heterojunction of Ceo and
Zn-Phthalocyanine”, The Fifth Conference of
Asian  Consortium  on  Computational
Materials Science (ACCMSS5) (Hanoi, Sep.
7-11, 2009) Abstract O11-2. Invited

Yoshifumi Noguchi, Kaoru Ohno, Igor
Solovyev, and Taizo Sasaki, “Spin-Polarized
all-electron GW + T-Matrix Calculation for
Single and Double Quasiparticle Energies of
Al Clusters”, The Fifth Conference of Asian
Consortium on Computational Materials
Science (ACCMSS5) (Hanoi, Sep. 7-11, 2009)
Abstract O1-1.
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