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molecular orbitals of TTM-TTP

origin of quasi-degeneracy

ab initio calculation . .
(restricted open-shell HF) virtual fragment MOs
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model construction and parameter evaluation

two—orbital model derived from M.Tsuchiizu, Y.Omori, Y.Suzumura, M.-L.Bonnet, V.Robert,
S.Ishibashi, and H.Seo, J. Phys. Soc. Jpn. 80 (2011) 013703

configuration-interaction (Cl) ab initio calculation
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transformation into the fragment MO picture

inter-fragment Coulomb repulsions

model on the fragment MO basis 3] 0o1]
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intra-molecular charge ordering with spin gap



weak-coupling analysis

scattering processes near Fermi energy RG analysis 93 1D half-filled EHM
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Summary

we have analyzed the intramolecular charge ordering in (TTM-TTP)I3
from the configuration-interaction (Cl) ab initio calculation.

- characteristics of MOs

- two-orbital system
- effective two-orbital Hubbard model from CI ab initio calculation
- transform into the fragment picture

- we propose the two-leg ladder model

- analysis of the model

- strong coupling & weak coupling analysis
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