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Antiferromagnetic coupling of transition metal spins across pyrimidine and pyrazine bridges in
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26 Chemical Equilibrium Models for the S<sub>3</sub> State of the Oxygen-Evolving Complex of
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30 Many-electron hyperpolarizability density analysis: Application to the dissociation processof
one-dimensionalH2s. Physical Review A, 1997, 55, 1503-1513. 2.5 76
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Alignment, flustration and tunneling of spins in mesoscopic molecular magnets. Theoretical
Chemistry Accounts, 1999, 102, 328-345.

1.4 68

34
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Possible mechanisms of water splitting reaction based on proton and electron release pathways
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the spin vector model. Chemical Physics Letters, 1989, 164, 210-216. 2.6 63
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55 Mechanisms of the reactions of singlet molecular oxygen with olefins. Chemical Physics Letters, 1973,
22, 466-470. 2.6 51

56 Interrelationships between the effective for the H3 radical. Chemical Physics Letters, 1977, 46, 360-365. 2.6 51

57
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126 Recent Development of Multireference Density Functional Theory. Chemistry Letters, 2006, 35, 242-247. 1.3 25



9

Kizashi Yamaguchi

# Article IF Citations

127
Geometric and electronic structures of the synthetic Mn<sub>4</sub>CaO<sub>4</sub> model
compound mimicking the photosynthetic oxygen-evolving complex. Physical Chemistry Chemical
Physics, 2016, 18, 11330-11340.

2.8 25

128 Ab initio unrestricted Hartree-Fock (UHF) andUHF-natural orbitalCI studies of ozone. International
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135 Local magnetic structure due to inhomogeneity of interaction inS=12antiferromagnetic chains.
Physical Review B, 2000, 61, 4033-4040. 3.2 23

136 Unique Structural and Electronic Features of Perferrylâ€“Oxo Oxidant in Cytochrome P450. Journal of
Physical Chemistry B, 2011, 115, 10730-10738. 2.6 23

137
Large-Scale QM/MM Calculations of Hydrogen Bonding Networks for Proton Transfer and Water Inlet
Channels for Water Oxidationâ€”Theoretical System Models of the Oxygen-Evolving Complex of
Photosystem II. Advances in Quantum Chemistry, 2015, 70, 325-413.

0.8 23

138 Synthesis and Characterization of Novel Inclusion Complexes between Microporous Molybdenum(II)
Dicarboxylates and Organic Polymers. Macromolecules, 2000, 33, 6222-6227. 4.8 22

139 6-Oxophenalenoxyl derivatives covalently linked to TTF moieties: synthesis, ESR/ENDOR measurements,
and DFT calculations. Tetrahedron Letters, 2001, 42, 7991-7995. 1.4 22
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