guoooobooooog

godoouoouong1eesd 100 1e0000O

A-l) 000000000000 OO

A-2) 00000

a)

ggbobooobobobooooboboboooon

bhyOOOOOOOODODOODOOOooODoooOod

c)

ggboboooboobobobobobog

d000000000000O0

A3)000000D0000DOO

a)

goooboooobobooooboooboooobobobobbobooobobobobboboobo
gooboooboboboboooboboboooboobobobooooooLoboobobobobobobag
goooboooooboooboboobobobob-0o0obobobbooobobobboobobOobbLOoDbOg
gobobobooboboboboobooooooobobobboboobobobooooobLobobooba
ggoobooobooooboboboobobobobobooobobobobboobobboobobbobooooD
gooooboobobooooooobooooooboboboboboboboboobobbooboooo
goooboRrRSMOOOOooooooooooooobooobooobbOUobOooLobDOoUbbobbDobLbboo
gogoboooooooooboboboboboboobooboboboooboobobbobobbob oo
goboooboboboobooootboboooobboobooobobobobobobobobobobog
gooogbogbooboboboobbobooboboobobobobobobon

goobooooooooooboboboobobobobobboboboobobobobobobobobo
gooobodgbobooobobooooobobuoobobobobobooboboooboboboboobag
ggooboobooboboboobobobobobobbobobobobobbobobobobobobLOoD
gooobooboobooobooboobooboobooobbbobboobooobbooooonD rRISMO
gbooobboobooobobooobooobooouAQPZD OO OODOODOUUDLDODULDUDODLO
gobooboobooboboobobobooooboboobobboobooboboboboobobobog
goooooboooboooboobbooooobbooooboobbobobbooboobobbog

OR18QUOODOODUOUODOOOOOU00O00O0OUOUDOODODOODODDODOOOOODODODDOO Chem. Phys. Lett. 449,

196 (2007) 0 0 O O

bhyOOOODODOOUOOOoOoOOoOOOOOOO0O0Ooooooooooooooooooooooooooooogod

goooooooooboboboboboboooboobobooLoobbobooobobobobboobag
goooboobooboobobobooboobbobooboboboboboboobobobboobobobobg
goobogoboooobooobbobooobboobboobboooobobboboobbooobog
goobgoobooboooobobobobobobooobooboboobobooboobobobbooobooo
goooboooboooooboobooboobobobobobobbbooobobbobobobuobbag

B oooooog



B-1)

00o0oboooboOooobobobooooboooooDooobDobO0oDoo0o RISMOODOOODOODOODO
0000000000000 000000000GIu1ssd Glu3ssd 00000000000 DO000O00O0On
000b00oo0oobooobDbo0ooOoooboooooDoDooDoobOob0o0boboOooobOobOooDOoDoo
00000000000 OJ. Am. Chem. Soc. (Communication) O 0 0 0 O

gooo

A. E. KOBRYN and F. HIRATA, “Statistical-Mechanical Theory of Ultrasonic Absorption in Molecular Liquids,” J. Chem.
Phys. 126, 044504 (2 pages) (2007).

T.IMAI, R.HIRAOKA, A. KOVALENKO and F. HIRATA, “Locating Missing Water Molecules in Protein Cavities by the
Three-Dimensional Reference Interaction Site Model Theory of Molecular Solvation,” Proteins: Sruct., Funct., Bioinf. 66,
804-813 (2007).

Y.IKUTA,Y. MARUYAMA, M. MATSUGAMI and F. HIRATA, “Probing Cations Recognized by a Crown Ether with the
3D-RISM Theory,” Chem. Phys. Lett. 433, 403-408 (2007).

A. TANIMURA, A. KOVALENKO and F. HIRATA, “Structure of Electrolyte Solutions Sorbed in Carbon Nanospaces,
Studied by the Replica RISM Theory,” Langmuir 23, 1507-1517 (2007).

T.YAMAZAKI,T.IMAI,F. HIRATA and A. KOVALENK O, “Theoretical Study of the Cosolvent Effect on the Pratial Molar
Volume Change of Staphylococcal Nuclease Associated with Pressure Denaturation,” J. Phys. Chem. B 111, 1206-1212
(2007).

N. YOSHIDA, S. PHONPHANPHANEE and F. HIRATA, “Selective lon-Binding by Protein Probed with the Statistical
Mechanical Integral Equation Theory,” J. Phys. Chem. B 111, 4588-4595 (2007).

Y. IKUTA,Y. MARUYAMA, F. HIRATA and S. TOM ODA, “Theoretical Study of Solvent Effect on Diastereo Selectivity
in Protonation of Methyl 3-Fluorobutanoate Anion by Ethanol: Application of the 3D-RISM Theory,” THEOCHEM 811,
183-190 (2007).

T.IMAI,S.OHYAMA,A. KOVALENKO and F. HIRATA, “Theoretical Study of the Partial Molar Volume Change Associated
with Pressure-Induced Structural Transition of Ubiquitin,” Protein Sci. 16, 1927-1933 (2007).

T.IMAI, H. HARANO, M. KINOSHITA and A. KOVALENKO, “A Theoretical Analysis on Changes in Thermodynamic
Quantities upon Protein Folding: Essential Role of Hydration,” J. Chem. Phys. 126, 225102 (9 pages) (2007).

T.IMAI, R. HIRAOKA, T. SETO, A. KOVALENKO and F. HIRATA, “Three-Dimensional Distribution Function Theory
for the Prediction of Protein-Ligand Binding Sites and Affinities: Application to the Binding of Noble Gases to Hen Egg-White
Lysozyme in Aqueous Solution,” J. Phys. Chem. B 111, 11585 (2007).

T.MIYATA and F. HIRATA, “Combination of Molecular Dynamics Method and 3d-RISM Theory for Conformational Sampling
of Large Flexible Molecules in Solution,” J. Comptut. Chem. 10.1002/jcc. 20844.

S.PHONPHANPHANEE, N. YOSHIDA and F. HIRATA, “A Statistical Mechanics Study on Equilibrium Water Distribution
in the Channel of Aquaporin,” Chem. Phys. Lett. 449, 196-201 (2007).

S.-H.CHONG, M.AICHELE,H.MEYER, M. FUCHSand J. BASCHNAGEL, “Structural and Conformational Dynamics
of Supercooled Polymer Melts: Insights from First-Principles Theory and Simulations,” Phys. Rev. E 76, 051806 (22 pages)
(2007).

oooooooosy



B-3)

B-4)

B-6)

B-7)

T.MIYATA, “Reference Interaction Site Model Study on the Anomeric Equilibrium of D-Glucose in Aqueous Solution,” Cond.
Matt. Phys. 10, 433-439 (2007).

N. YOSHIDA, “Analytical Free Energy Gradient for the Molecular Ornstein-Zernike Self-Consistent-Field Method,” Cond.
Matt. Phys. 10, 363-372 (2007).

Y. MARUYAMA, M. MATSUGAMI and Y. IKUTA, “Probing Cations Recognized by a Crown Ether with the 3D-RISM
Theory. 1. 18-Crown-6 Ether,” Cond. Matt. Phys. 10, 315-322 (2007).

goood
F. HIRATA, “Condensed Matter Physics (Ukrane),” volume 10, number 3 & 4 (2007). (special issues dedicated to the 60t

anniversary of Fumio Hirata)

goog

ODO00QpO0oOo0DOO0bO0ObO0ooboobDObObOOONAREGIOOOOOO 2007, 0@ ODOOOOONO20070 20.
O000PRISM: today & FuturelD RISM O 0000000, 0000000000000 ,20070 30.
gogoopooobobooboobodbobpuoboobogboobobooobbooo,,bbboobLbobbobboooUa
0hobo@oooboobooogbooooooooboooo, 20070 30.

F. HIRATA, “Molecular Recognition Realized by the 3D-RISM Theory,” 60th Birthday lecture tour in USA, UC San Diego,
Univ. Houston, Texas University Rutgers University, Austin (U.S.A.) April 2007.
ggoopooobobobooooboboooguoouobboooboobbo0dpooDobobobobL, oo oy,
20070 1000.

F.HIRATA, “Molecular Recognition Realized by the Statistical Mechanics Theory,” 9th International Symposium on Polymers
for Advanced Technologies (PAT2007), Shanghai (China), October 2007.

F. HIRATA, “A grand challenge application for the next-generation supercomputer in the soft nano-science,” First French-
Japanese Workshop “Petascale Applications, Algorithms and Programming(PAAP),” RIKEN (Tokyo), November 2007.
O000@3D-RISMOOODOOODOOOOO The application of 3D-RISM theory to biomolecule D0 00000000
0o0@ooooOobOoboooboooobobbUooboOoARZOOOODODODOODO ODDhOoOobbObObDDOOoOoo
oooooooooboopOmobooobobDb,obog, 20070 70.

ooooo
0000,00000000 (2000).
0000,00000000 (2002).

gobooboodan
gooobooa

0000oOooooooogg (2004-).
gooooon

Phys. Chem. Commun., Advisary Board.

Theoretical and Computational Chemistry, 0 0 0 O .

13800000000



Condensed Matter Physics, Editorial Board.
J. Chem. Phys., Editorial Board (2007-2010).
goo
0000000000000 00000000O00000000I 00O (2003-2007).
0J00000D00o0ODOO00bO000000I 00000000000 000000000000000OI 00O (2006-).

B-8) J0OOOOOOO

gooooboOooooooo,0bo@oobooboooooooooboogro 230 -70 250.

B-10)0 00000

©)

00000MO0DMOO000000000000-0000000000000000 (19970 -19990 ).
00000MO0000000000000000000000000000000000 (19990 -20010 ).
0000(A)J0000000000000000000000000000000000000000 (19990 —2001
0).

0000 @Q000000000000000000000 (20000 200300 ).
00000MO0DMOOONN0ON0000000000000000000Andriy Kovalenko (20010 —20040 ).
00000MO0MOOD0000000000000000 (20030 —20070 ).

0000 (0000000000000 000000000000000000000000000000 (20050 -
200700).

gbooooooaobd
gooboooobobbomoboooooomoboboooooogoooooooboooooooboooboono
goooooooooboooooooomooooooobboooooooooooooobooboooooooong
goobooooooobboooooooobobbobobobobooooooooooobooooooomooo
gooooobooobbooboooooooobooobboobooooobboboboooLmmooooooo
goboboobomoooomobbobooboboobooo bbb oobbooboboooDbobo
goooooobooooobooobbboboooooboboobooboobbobobobooobooboooobboooooon
Moo moboooooooooooboboobobobboooobooboooboboobbobooobo
gooooobobooobobooobobobooboooooboboooobboooboboooooobobbooboboooo
goobobobobooobooboobooooooboooboobboboobooooboboooobobobobobooboboo
gooooboboooobooooboboooobooobooboooboooboobooOobbooobobOobOobOobo
gooobooboobooboooooboobooboooboboboog p-RISMOOODOOODOOODOOOOODOO
goobooboobobooobbooooooooooooobobooooooooobooobboboboobobobooa
gobooooooboboobobbboooooobooobooobooooooobobobooboobobobobboobboo
O000o0O00oc0oooo0oooooo0o0ooOooooooogo p-RIsM/RISMOOOOOOOOOOOOOOOO
gooooooooo

ooooooooi1s9





