
LIST OF PUBLICATIONS
Department of Theoretical Studies

Y. SUGITA, A. KITAO and Y. OKAMOTO, “Multidimensional Replica-Exchange Method for Free-Energy
Calculations,” J. Chem. Phys. 113, 6042 (2000). 
Y. SUGITA and Y. OKAMOTO, “Replica-Exchange Multicanonical Algorithm and Multicanonical Replica-
Exchange Method for Simulating Systems with Rough Energy Landscape,” Chem. Phys. Lett. 329, 261 (2000). 
A. MITSUTAKE, M. KINOSHITA, Y. OKAMOTO and F. HIRATA, “Multicanonical Algorithm Combined
with the RISM Theory for Simulating Peptides in Aqueous Solution,” Chem. Phys. Lett. 329, 295 (2000). 
A. MITSUTAKE and Y. OKAMOTO, “Replica-Exchange Simulated Tempering Method for Simulations of
Frustrated Systems,” Chem. Phys. Lett. 332, 131 (2000).
Y. ISHIKAWA, Y. SUGITA, T. NISHIKAWA and Y. OKAMOTO, “Ab Initio Replica-Exchange Monte Carlo
Method for Cluster Studies,” Chem. Phys. Lett. 333, 199 (2001).
T. OKABE, M. KAWATA, Y. OKAMOTO and M. MIKAMI, “Replica-Exchange Monte Carlo Method for the
Isobaric-Isothermal Ensemble,” Chem. Phys. Lett. 335, 435 (2001).
M. KINOSHITA, Y. OKAMOTO and F. HIRATA, “Solvent Effects on Conformational Stability of Peptides:
RISM Analyses,” J. Mol. Liq. 90, 195 (2001).
T. YODA, M. SAITO, M. ARAI, K. HORII, K. TSUMOTO, M. MATSUSHIMA, I. KUMAGAI and K.
KUWAJIMA, “Folding-Unfolding of Goat α-Lactalbumin Studied by Stopped-Flow Circular Dichroism and
Molecular Dynamics Simulations,” Proteins: Struct., Funct., Genet. 42, 49 (2001).

K. NOBUSADA, H. NAKAMURA, Y. LIN and B. RAMACHANDRAN, “Quantum Reaction Dynamics of
O(3P) + HCl on a New ab initio Potential Energy Surface,” J. Chem. Phys. 113, 1018 (2000).
K. NAGAYA, Y. TERANISHI and H. NAKAMURA, “Laser Control of Molecular Photodissociation with Use of
the Complete Reflection Phenomenon,” J. Chem. Phys. 113, 6197 (2000).
Y. LIN, B. RAMACHANDRAN, K. NOBUSADA and H. NAKAMURA, “Quantum-Classical Correspondence
in the O(3P) + HCl and Cl(2P)+OH Reactions for Total Angular Momentum J = 0,” J. Chem. Phys. 114, 1549
(2001).
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