
Kizashi Yamaguchi

List of Publications by Year
in descending order

Source: https://exaly.com/author-pdf/4507837/publications.pdf

Version: 2024-02-01

433

papers

12,834

citations

52

h-index

34076

95

g-index

38368

433

all docs

433

docs citations

433

times ranked

5952

citing authors



Kizashi Yamaguchi

2

# Article IF Citations

1
Relative energies among proton-shifted S2 isomers in the photosystem II revealed by DLPNO coupled
cluster and hybrid DFT calculations. Proton transfer coupled spin transitions of the CaMn4Ox
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oxidation in oxygen evolving complex of photosystem II. Molecular Physics, 2020, 118, e1725168. 0.8 2

14
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Theoretical and computational investigations of geometrical, electronic and spin structures of the
CaMn 4 O X (Xâ€‰=â€‰5, 6) cluster in the Kok cycle S i (iâ€‰=â€‰0â€“3) of oxygen evolving complex of photosystem II.
Physiologia Plantarum, 2019, 166, 44-59.

2.6 14

25 UNO DMRG CAS CI calculations of binuclear manganese complex Mn(IV) 2 O 2 (NHCHCO 2 ) 4 : Scope and
applicability of Heisenberg model. Journal of Computational Chemistry, 2019, 40, 333-341. 1.5 16

26
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Concerted bond switching mechanism coupled with one-electron transfer for the oxygen-oxygen
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Theoretical Elucidation of Geometrical Structures of the CaMn4O5 Cluster in Oxygen Evolving
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29 Theory of chemical bonds in metalloenzymes XXI. Possible mechanisms of water oxidation in oxygen
evolving complex of photosystem II. Molecular Physics, 2018, 116, 717-745. 0.8 33
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Theoretical modelling of biomolecular systems I. Large-scale QM/MM calculations of
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87 Singletâ€“triplet energy gap for trimethylenemethane, oxyallyl diradical, and related species: single- and
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International Journal of Quantum Chemistry, 2009, 109, 3632-3640. 1.0 5
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Extended Hartreeâ€“Fock theory of chemical reactions. IX. Diradical and perepoxide mechanisms for
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Hybrid-DFT Study on Electronic Structures of the Active Site of Sweet Potato Purple Acid
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129 Density functional study of manganese dimer. International Journal of Quantum Chemistry, 2007, 107,
3178-3190. 1.0 21

130
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133 Theoretical Calculations of Magnetic Interactions in Frustrated Antiferromagnetic Cluster.
Molecular Crystals and Liquid Crystals, 2006, 455, 135-141. 0.4 1

134 Recent Development of Multireference Density Functional Theory. Chemistry Letters, 2006, 35, 242-247. 0.7 25

135 The Nature of Effective Exchange Interactions. , 2006, , 201-228. 3

136 N-band Hubbard models. III. Boson-fermion and interaction-boson models for
high-Tcsuperconductivity. International Journal of Quantum Chemistry, 2006, 106, 1052-1075. 1.0 4

137 CASSCF version of density functional theory. International Journal of Quantum Chemistry, 2006, 106,
3325-3333. 1.0 18

138 Multireference density functional theory with orbital-dependent correlation corrections.
International Journal of Quantum Chemistry, 2006, 106, 3312-3324. 1.0 33

139 Theory of chemical bonds in metalloenzymes V: Hybrid-DFT studies of the inorganic [8Feâ€“7S] core.
International Journal of Quantum Chemistry, 2006, 106, 3288-3302. 1.0 28

140 Resonating broken-symmetry approach to biradicals and polyradicals. International Journal of
Quantum Chemistry, 2006, 106, 3303-3311. 1.0 20

141 Hybrid-density functional study of magnetism and ligand control in Ni9 complexes. Chemical Physics
Letters, 2006, 421, 483-487. 1.2 19

142 A general algorithm for calculation of Heisenberg exchange integrals J in multispin systems. Chemical
Physics Letters, 2006, 432, 343-347. 1.2 268

143 The electronic structure and magnetic property of Î¼-hydroxo bridged manganese porphyrin dimer.
European Physical Journal D, 2006, 38, 193-197. 0.6 4

144 Theoretical studies on dissociation of metalâ€“carbon bond in Cobalamin: Formulation and
calculation. Polyhedron, 2005, 24, 2745-2750. 1.0 1
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145 Theoretical studies on magnetic interactions and charge-dope effects in one-dimensional Ni5 and Ni7
complexes. Polyhedron, 2005, 24, 2751-2757. 1.0 15

146 Theoretical studies on ferrimagnetic behavior of TCNE and manganese porphyrin dimer. Polyhedron,
2005, 24, 2720-2725. 1.0 14

147 Theoretical study on the magnetic interactions of active site in hemerythrin. Polyhedron, 2005, 24,
2701-2707. 1.0 14

148 Theoretical studies on magnetic interactions between Ni(II) ions in urease. Polyhedron, 2005, 24,
2778-2783. 1.0 6
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2005, 24, 2767-2777. 1.0 58

150 Fractional occupation number approaches for CAS (2,2) systems based on second-order density.
International Journal of Quantum Chemistry, 2005, 101, 658-665. 1.0 2

151 Spin-orbit coupling of spin-frustrated systems. International Journal of Quantum Chemistry, 2005, 102,
80-89. 1.0 7

152
Hyperpolarizability density analysis of the enhancement of second hyperpolarizability of ?-conjugated
oligomers by intermolecular interaction. International Journal of Quantum Chemistry, 2005, 102,
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1.0 20

153 Determination of the Hubbard model parameters by using the unrestricted Hartree-Fock solutions,
and improvement of their energies. International Journal of Quantum Chemistry, 2005, 103, 73-81. 1.0 0

154 Search for the ground states of Ising spin clusters by using the genetic algorithms. International
Journal of Quantum Chemistry, 2005, 105, 645-654. 1.0 5

155 Quantum spin correction scheme for ab initio spin-unrestricted solutions: Multiple bonds case.
International Journal of Quantum Chemistry, 2005, 105, 605-614. 1.0 26

156 Possibilities of molecule-based spintoronics of DNA wires, sheets, and related materials. International
Journal of Quantum Chemistry, 2005, 105, 655-671. 1.0 9

157 Chemical bonding, less screening, and Hund's rule revisited. International Journal of Quantum
Chemistry, 2005, 105, 687-700. 1.0 9

158 Quantum dynamics in high-spin molecules, spin dendrimers, and spin lattices. International Journal of
Quantum Chemistry, 2005, 105, 615-627. 1.0 11

159 Theory of chemical bonds in metalloenzymes II: Hybrid-DFT studies in iron-sulfur clusters.
International Journal of Quantum Chemistry, 2005, 105, 628-644. 1.0 25

160 Theoretical Study on Open-Shell Nonlinear Optical Systems. Materials Research Society Symposia
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161 AB INITIO STUDY ON NONLINEAR OPTICAL PROPERTIES FOR SMALL DENDRITIC MOLECULES. Journal of
Nonlinear Optical Physics and Materials, 2004, 13, 417-422. 1.1 0
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THEORETICAL STUDY ON THE SECOND HYPERPOLARIZABILITY (Î³) OF A HOMOGENEOUS MOLECULE IN THE
BOND DISSOCIATION PROCESS: ENHANCEMENT OF Î³ IN THE INTERMEDIATE CORRELATION REGIME. Journal of
Nonlinear Optical Physics and Materials, 2004, 13, 411-416.
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163 Formulation of unrestricted and restricted Hartree-Fock-Bogoliubov equations. International
Journal of Quantum Chemistry, 2004, 96, 10-16. 1.0 8

164 Approximate on-top pair density into one-body functions for CAS-DFT. International Journal of
Quantum Chemistry, 2004, 96, 463-473. 1.0 28

165 Quantum-phase dynamics of molecular systems interacting with a two-mode squeezed vacuum field:
Detuning effects. International Journal of Quantum Chemistry, 2004, 99, 421-430. 1.0 2

166
The electronic structure and magnetic property of metal-oxo, porphyrin manganese-oxo, and
?-oxo-bridged manganese porphyrin dimer. International Journal of Quantum Chemistry, 2004, 100,
943-956.

1.0 42

167
Theoretical studies on effective exchange integrals using spin correlation function analysis and
magnetic effective density functional (MEDF) method. International Journal of Quantum Chemistry,
2004, 100, 927-936.

1.0 3

168 Theory of chemical bonds in metalloenzymes I: Analytical and hybrid-DFT studies on oxo and hydroxo
diiron cores. International Journal of Quantum Chemistry, 2004, 100, 887-906. 1.0 49

169 Theoretical studies on magnetic interaction in one-dimensional spin chains of hydrogen atoms (Hn)
and copper bromide (CunBrm). International Journal of Quantum Chemistry, 2004, 100, 907-917. 1.0 9

170 J-model for magnetism and superconductivity of triangular, kagome, and related spin lattice systems.
International Journal of Quantum Chemistry, 2004, 100, 1179-1196. 1.0 8
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Ab Initio Extended Density Functional Theory for Strongly Correlated Electron Systems: Fundamental
Aspects of the Broken-Symmetry Approach and Possible Applications for Molecular Material Design.
Bulletin of the Chemical Society of Japan, 2004, 77, 1269-1286.
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172 Density functional study of tetrahedral manganese clusters. Polyhedron, 2003, 22, 2013-2017. 1.0 31

173 Hybrid DFT study of electronic structure on quasi-one-dimensional halogen-bridged binuclear metal
complexes (MMX). Polyhedron, 2003, 22, 2027-2038. 1.0 20

174 Theoretical studies of molecule-based magnetic conductors. Polyhedron, 2003, 22, 2077-2090. 1.0 8

175 Fractional occupation numbers and spin density functional calculations of degenerate systems.
International Journal of Quantum Chemistry, 2003, 93, 317-323. 1.0 11

176 Generalized spin density functional study of radical reactions. International Journal of Quantum
Chemistry, 2003, 91, 376-383. 1.0 18

177
N-band Hubbard models II: Cooperative mechanisms of electron-phonon, electron correlation, and
many-band effects toward high-Tc superconductors. International Journal of Quantum Chemistry,
2003, 92, 47-70.

1.0 11

178 One- and two-exciton migration dynamics of a dendritic molecular aggregate. International Journal
of Quantum Chemistry, 2003, 95, 472-478. 1.0 4

179 Monte Carlo Wave Function (MCWF) approach to dissipative quantum systems interacting with a
single-mode quantized field. International Journal of Quantum Chemistry, 2003, 95, 461-471. 1.0 3

180 Spin correlation functions by generalized spin orbital density functional and multireference
approaches. International Journal of Quantum Chemistry, 2003, 95, 512-520. 1.0 16
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181 Utility of chemical indices for transition structures of pericyclic reactions: Case study of the cope
rearrangement. International Journal of Quantum Chemistry, 2003, 95, 532-545. 1.0 9

182 Preparation and Magnetic Properties of Mn(hfac)2-Complexes of 2-(5-Pyrimidinyl)- and
2-(3-Pyridyl)-Substituted Nitronyl Nitroxides. Inorganic Chemistry, 2003, 42, 3221-3228. 1.9 41

183
Theoretical calculations of effective exchange integrals by spin projected and unprojected
broken-symmetry methods. I. Cluster models of K2NiF4-type solids. Journal of Chemical Physics, 2003,
118, 9747-9761.

1.2 27

184
Monte Carlo wave-function approach to the quantum-phase dynamics of a dissipative molecular
system interacting with a single-mode amplitude-squeezed field. Journal of Chemical Physics, 2003, 119,
12106-12118.

1.2 5

185 Ab initiostudy for static hyperpolarizabilities of several donor-Ï€-acceptor molecules. Molecular
Physics, 2003, 101, 309-314. 0.8 3

186 Polarizabilities and Hyperpolarizabilities of Dendritic Systems. Advances in Multi-photon Processes
and Spectroscopy, 2003, , 3-146. 0.6 2

187 SECOND HYPERPOLARIZABILITIES OF MOLECULAR AGGREGATES: INTERMOLECULAR ORBITAL-INTERACTION
AND SPIN-CONFIGURATION EFFECTS. , 2003, , . 0

188 THEORETICAL STUDY OF EXCITONâ€“EXCITON CORRELATION EFFECT ON EXCITON MIGRATION IN MOLECULAR
AGGREGATE. , 2003, , . 0

189 NONLINEAR OPTICAL PROPERTIES OF SEVERAL Ï€-CONJUGATED SYSTEMS INCLUDING NITROGEN ATOMS. ,
2003, , . 0

190 Intermolecular-interaction effects on quantum-phase dynamics of dimer systems interacting with a
two-mode squeezed vacuum field. Journal of Chemical Physics, 2002, 117, 9671-9687. 1.2 6

191 Theoretical Studies on Magnetic Interactions of Aligned Tetrametal System by Using Hybrid Density
Functional Method. Molecular Crystals and Liquid Crystals, 2002, 376, 347-352. 0.4 1

192 MULTIBAND SUPERCONDUCTIVITY. International Journal of Modern Physics B, 2002, 16, 3419-3428. 1.0 17

193 NONLINEAR OPTICAL PROPERTIES OF SEVERAL Ï€-CONJUGATED SYSTEMS INCLUDING NITROGEN ATOMS.
International Journal of Nanoscience, 2002, 01, 651-655. 0.4 0

194
Theoretical Studies on Magnetic Interactions of Aligned Tetrametal Systems by Using Magnetic
Effective Density Functional (MEDF) Method. Molecular Crystals and Liquid Crystals, 2002, 379,
525-530.
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195 THEORETICAL STUDY OF EXCITONâ€“EXCITON CORRELATION EFFECT ON EXCITON MIGRATION IN MOLECULAR
AGGREGATE. International Journal of Nanoscience, 2002, 01, 713-717. 0.4 0

196 Field-induced Superconductivity. Molecular Crystals and Liquid Crystals, 2002, 379, 495-500. 0.4 0

197 Estimation of Transfer Matrix of AgO System. Molecular Crystals and Liquid Crystals, 2002, 379,
519-524. 0.4 0

198 Theoretical Studies with Ï€-Râ€¢ Cluster Models for Pure Organomagnetic Conductors. Molecular
Crystals and Liquid Crystals, 2002, 379, 483-488. 0.4 3
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199 Theoretical Studies on Magnetic Couplings of M-Ï€ Conjugated Systems via Pyrimidine Coupler.
Molecular Crystals and Liquid Crystals, 2002, 379, 531-536. 0.4 1

200 Molecular Dynamics Simulation of Metal Oxides Including Ag. Molecular Crystals and Liquid Crystals,
2002, 379, 501-506. 0.4 0

201 Theoretical Studies on the Electronic States of Hole-Doped Copper Oxides. Molecular Crystals and
Liquid Crystals, 2002, 379, 507-512. 0.4 4

202 Theoretical Studies on Ï€- d Magnetic Interactions Between BETS Donor and Transition Metal Halides in
Îº-BETS 2 MX 4 Crystals. Molecular Crystals and Liquid Crystals, 2002, 379, 489-494. 0.4 1

203 Theoretical Studies on SDW and CDW States of Cu and Ag Oxides under the Periodic Boundary
Condition. Molecular Crystals and Liquid Crystals, 2002, 379, 513-518. 0.4 0

204 Theoretical investigation of magnetic parameters in two-dimensional sheets of pure organic BEDT-TTF
and BETS molecules by usingab initioMO and DFT methods. Molecular Physics, 2002, 100, 2641-2652. 0.8 14

205 Quantum-phase dynamics of dimer systems interacting with a two-mode squeezed coherent field.
Journal of Chemical Physics, 2002, 116, 10069-10082. 1.2 11

206
Extended Hartreeâ€”Fock (EHF) theory of chemical reactions VI: hybrid DFT and post-Hartreeâ€”Fock
approaches for concerted and non-concerted transition structures of the Dielsâ€”Alder reaction.
Molecular Physics, 2002, 100, 717-727.
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207 Theoretical Study on the Magnetic Interaction for Manganese Oxides. Molecular Crystals and Liquid
Crystals, 2002, 376, 335-340. 0.4 4

208 Instability of a system and its estimation in terms of the hybrid density functional theory method: a
magnetic effective density functional (MEDF) approach. Molecular Physics, 2002, 100, 1829-1838. 0.8 26

209
Antiferromagnetic coupling of transition metal spins across pyrimidine and pyrazine bridges in
dinuclear manganese(ii), cobalt(ii), nickel(ii) and copper(ii) 1,1,1,5,5,5-hexafluoropentane-2,4-dionate
complexes. Dalton Transactions RSC, 2002, , 3177-3186.
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210 Theoretical Studies on Magnetic Properties of TCNQ Organic Crystals with Ab initio and DFT Methods.
Molecular Crystals and Liquid Crystals, 2002, 376, 411-416. 0.4 0

211 Generalized Spin Orbital Density Functional Study of Multicenter Metal Systems. Molecular Crystals
and Liquid Crystals, 2002, 379, 537-542. 0.4 2

212 Quantum electrodynamical density-matrix functional theory and group theoretical consideration of
its solution. International Journal of Quantum Chemistry, 2002, 90, 273-281. 1.0 4

213
Analytical and ab initio studies of effective exchange interactions, polyradical character, unpaired
electron density, and information entropy in radical clusters (R)N: Allyl radical cluster (N=2-10) and
hydrogen radical cluster (N=50). International Journal of Quantum Chemistry, 2002, 90, 370-385.

1.0 122

214 Spin-mediated superconductivity in cuprates, organic conductors and Ï€â€“d conjugated systems.
Coordination Chemistry Reviews, 2002, 226, 235-249. 9.5 24

215 CAS-DFT based on odd-electron density and radical density. Chemical Physics Letters, 2002, 366, 321-328. 1.2 56

216
Theoretical Study on Near-Resonant Third-Order Nonlinear Optical Properties (Î³) of Dendritic
Molecular Aggregates: Intermolecular-Interaction and Relaxation Effects on Î³. Molecular Crystals and
Liquid Crystals, 2001, 371, 261-264.
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217
Theoretical investigation on the magnetic interaction of the tetrathiafulvaleneâ€“nitronyl nitroxide
stacking model: possibility of organic magnetic metals and magnetic superconductors. Polyhedron,
2001, 20, 1169-1176.

1.0 19

218 Theoretical study of the magnetic interaction for Mâ€“Oâ€“M type metal oxides. Comparison of
broken-symmetry approaches. Polyhedron, 2001, 20, 1177-1184. 1.0 60

219 6-Oxophenalenoxyl derivatives covalently linked to TTF moieties: synthesis, ESR/ENDOR measurements,
and DFT calculations. Tetrahedron Letters, 2001, 42, 7991-7995. 0.7 22

220 Analysis of difference two-electron density matrix between two states of magnetic molecules.
International Journal of Quantum Chemistry, 2001, 85, 204-213. 1.0 4

221 QED-SCF, MCSCF, and coupled-cluster methods in quantum chemistry. International Journal of
Quantum Chemistry, 2001, 85, 272-280. 1.0 8

222 Generalized spin orbital GW theory for spin-frustrated and spin-degenerate systems. International
Journal of Quantum Chemistry, 2001, 84, 369-374. 1.0 7

223 Theoretical study on quantum dynamics of bose system interacting with photon field. International
Journal of Quantum Chemistry, 2001, 84, 401-408. 1.0 0

224
EHF theory of chemical reactions V. Nature of manganese-oxygen bonds by hybrid density functional
theory (DFT) and coupled-cluster (CC) methods. International Journal of Quantum Chemistry, 2001, 85,
34-43.

1.0 37

225
Quantum-phase and information-entropy dynamics of dimers interacting with a single-mode coherent
field: The difference between one- and two-exciton models. International Journal of Quantum
Chemistry, 2001, 84, 530-545.

1.0 1

226 Generalized spin orbital calculations of spin-frustrated molecules. International Journal of Quantum
Chemistry, 2001, 84, 546-551. 1.0 14

227 Improvement of the hybrid density functional method from the viewpoint of effective exchange
integrals. International Journal of Quantum Chemistry, 2001, 84, 592-600. 1.0 36

228 Electronic structure calculation by monte carlo diagonalization method. International Journal of
Quantum Chemistry, 2001, 84, 601-606. 1.0 1

229 Third-order nonlinear optical properties of dendritic molecular aggregates: Effects of fractal
architecture. International Journal of Quantum Chemistry, 2001, 84, 649-659. 1.0 3

230 Noncollinear spin density functional theory for spin-frustrated and spin-degenerate systems.
International Journal of Quantum Chemistry, 2001, 84, 670-676. 1.0 20

231 Theoretical studies on field-induced superconductivity in molecular crystals. International Journal
of Quantum Chemistry, 2001, 85, 608-618. 1.0 9

232 Possibilities of molecular magnetic metals and highTc superconductors in field effect transistor
configurations. International Journal of Quantum Chemistry, 2001, 85, 619-635. 1.0 10

233
Generalized spin density functional theory for noncollinear molecular magnetism II?Influence of
gradient correction and self-interaction correction. International Journal of Quantum Chemistry,
2001, 85, 421-431.

1.0 20

234 Theoretical studies on the magnetic interaction and reversible dioxygen binding of the active site in
hemocyanin. Chemical Physics Letters, 2001, 335, 395-403. 1.2 38
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235 Exciton Migration Dynamics of D58-like Dendritic Molecular Aggregate. Molecular Crystals and Liquid
Crystals, 2001, 371, 345-348. 0.3 2

236
Theoretical Study on the Polarizabilities of Two-Dimensionally-Grown Dendritic Molecular
Aggregates: The Artichitecture- and Size-Dependency. Molecular Crystals and Liquid Crystals, 2001, 371,
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237 Third-order nonlinear optical properties of fractal- and nonfractal-structured oligomers modeled
after dendron parts in Cayley-tree-type dendrimers. Journal of Chemical Physics, 2001, 115, 6780-6784. 1.2 10

238 Size-dependency of polarizabilities of fractal- and nonfractal-structured oligomers modeled after
dendron parts in Cayley-tree-type dendrimers. Journal of Chemical Physics, 2001, 115, 1052-1059. 1.2 18

239 Theoretical studies on magnetic behavior in clusters by the genetic algorithms. International Journal
of Quantum Chemistry, 2000, 80, 646-656. 1.0 4

240 Generalized spin density functional theory for noncollinear molecular magnetism. International
Journal of Quantum Chemistry, 2000, 80, 664-671. 1.0 44

241
Density functional and post-Hartree-Fock studies on effective exchange interaction ofd-?-d conjugated
systems involvingm-phenylene-type bridge. International Journal of Quantum Chemistry, 2000, 80,
681-691.
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242 MP2, Tamm-Dancoff, and RPA methods based on the generalized HF solution. International Journal of
Quantum Chemistry, 2000, 80, 701-707. 1.0 17

243 Theoretical studies on superconducting and other phases: Triplet superconductivity, ferromagnetism,
and ferromagnetic metal. International Journal of Quantum Chemistry, 2000, 80, 721-732. 1.0 15

244 Theoretical study on dependency of conductivity on structure of the proton- and electron-coupled
system. International Journal of Quantum Chemistry, 2000, 80, 882-891. 1.0 6

245
A novel inclusion complex between molybdenum(II) fumarate and poly(ethylene glycol): first
supramolecule formation between a microporous complex and an organic polymer. Polymers for
Advanced Technologies, 2000, 11, 840-844.
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246 Ab initio computations of effective exchange integrals for Hâ€“H, Hâ€“Heâ€“H and Mn2O2 complex:
comparison of broken-symmetry approaches. Chemical Physics Letters, 2000, 319, 223-230. 1.2 675

247
Theoretical studies on effective spin interactions, spin alignments and macroscopic spin tunneling in
polynuclear manganese and related complexes and their mesoscopic clusters. Coordination Chemistry
Reviews, 2000, 198, 265-295.
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248 Theoretical Study of the Antiferromagnetic Model Clusters for K<sub>2</sub>MX<sub>4</sub> Type
Solids. Molecular Crystals and Liquid Crystals, 2000, 343, 133-138. 0.3 16

249 Polarizabilities of Dendritic Molecular Aggregates: Contribution of Exciton Generation. Molecular
Crystals and Liquid Crystals, 2000, 342, 303-308. 0.3 0

250 Theoretical Study on Magnetic Interactions of Mn-Ï€ Conjugated System. Molecular Crystals and
Liquid Crystals, 2000, 342, 291-296. 0.3 0

251 Theoretical Studies on Quantum Tunneling of Spins in Cluster of Clusters. Molecular Crystals and
Liquid Crystals, 2000, 342, 279-284. 0.3 0

252 Exciton Condensate in Model Dendrimers. Molecular Crystals and Liquid Crystals, 2000, 342, 273-278. 0.3 2
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253 Local magnetic structure due to inhomogeneity of interaction inS=12antiferromagnetic chains.
Physical Review B, 2000, 61, 4033-4040. 1.1 23

254 Density functional study of intramolecular ferromagnetic interaction throughm-phenylene coupling
unit (I): UBLYP, UB3LYP, and UHF calculations. Journal of Chemical Physics, 2000, 113, 4035-4051. 1.2 105

255 Theoretical Study on Necessary Conditions for Reversible Photoinduced Magnetization: Cobalt-Iron
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Chemical Physics, 2000, 113, 11237-11244. 1.2 31
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259 Quantum-phase and information-entropy dynamics of a two-state molecular system interacting with
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Molecular Crystals and Liquid Crystals, 2000, 341, 369-376.
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q
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264 Theoretical Studies on Radical Spin Arrangements in the Cavity of Nanoporous Complexes. Molecular
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265 Generalized Spin-Density Functional Calculation for the Spin Frustrated Systems. Molecular Crystals
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266 Ab Initio Molecular Orbital Study on Thermal and Photochemical Reactions of 3-Furyl, 3-Pyrryl, and
3-Thienyl Fulgies. Molecular Crystals and Liquid Crystals, 2000, 345, 81-88. 0.3 6
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Molecular Crystals and Liquid Crystals, 2000, 342, 285-290. 0.3 3
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Functional Method. Molecular Crystals and Liquid Crystals, 2000, 343, 145-150. 0.3 4
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Frequency-dependent second hyperpolarizabilities in the time-dependent restricted open-shell
Hartreeâ€“Fock theory: Application to the Li, Na, K, and N atoms. Journal of Chemical Physics, 2000, 112,
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278 Theoretical Studies of Intra- and Inter- Magnetic Interactions in TMAO(1,3,5,7 - Tetramethyl - 2, 6-) Tj ET
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287 Numerical coupled Liouville approach: Application to second hyperpolarizability of molecular
aggregate. International Journal of Quantum Chemistry, 1999, 71, 295-306. 1.0 3
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