ogoooobbogodad

guoooobbogogad

A-l) 00000000000 000

A-2) 00000
) 00000000000000000000000000
) 00000000 000000000000
000000000000000000000
d 0000000000000

A3) 000000000000

a) 000000000000000000000000000000000000000000000000000
0000000000000000@MO00MO0000000000MO0000000000N0Noooooo
0000000000000000MRISM-SCFO I O000000MOON000N00OINO0N0ONON0non
00oo0000000Doo
()0O0D00D00000000000000000000000000000000000000000000000
[MO0MO00M00000000000000000000000000000000000000000000
0000000000000000000000000000000RISMOO0000000MRISM-TCO MO0
0 0 000 O OOJ. Phys. Chem. 99, 10526 (1995)]0 O CKoborid 0 D 0000000000 MJM O 00000000
00000000000000000000000000IN,N-deimethylanilingd DMAI 0 000000000000
0000000000000000000000000000000000([J.Am. Chem. Soc. 123, 9722 (2001)](0 O
0 0O0RISM-SCFO OORISM-TCOOO 000000000 00000000000 00DMADDOOOOO0O0OOO
0000000000000000000000MO00000000000000000C[J. Chem. Phys. 119, 2753
(2003)0 0 0]
() DO0D0000D0000000000000000000000000000000000000000000
0D0000000000000000M00MO000000000000000MO000000000000
000000MO0MO0O00000000000000000 0000000 QMMMIRISM-SCFOOOOO0O
000000000000 00000000MO00000000M 0000000000000 0ooonoooo
000000000000M00000MO00000000000000000000000000000000
0000000000000 000000000000000000000O[T. Yamazaki, H. Sato and F. Hirata, J.
Chem. Phys. 119, 6663 (2003)].0 0 000 (D 000000000 0000000000000 0000000
0MO0000000MO000000000000000000000000000000000000000000
000000000 0000000MO000000000000000000000000000000000000
0oooo

b) 0000000000000 0000DN00000000N000000DN000mMO0N0N0oNoooonoo

gbobobooboobgoet



000000000000000000000@MO000000000000000000mMO000MmMO0
00000000000 MO00MO00000000000000000000@MO0000MO000mo
00MO00000000000000000000000000000000000000000MMO0000
000000000000000000

()0 0DO0O00D000D00000000SSSVO 00000 0000000000RISMO 0000000000000
000000M0O000000000000000 00000 CSite-site Smoluchowski-Vlasoid SSSV 00 0 00 [T
000000000 [J. Chem. Phys. 96,4619 (1992)] 000000 0000000000000 O0000000[J. Mol. Lig.
65/66, 15 (1995)]I0 00000 0 0000000000000 0000000000000000000000000
000000000 [J. Chem. Phys. 110, 11423 (1999)] D0 0 0 0000000 M O0000000000000000
00000000000000SSSVOIIODO0MO0000000000000000000000000000
00 O C]J. Chem. Phys. 118, 2279 (2003)0 0 O ]

(000000000 0000000000000000000000000000000000000000000
00000000O000000000MO00000000000000000000000000000000000
0000000000000 000MO0MO000000000000000000000000000000
00MO0000000000000000000000000000000000000M 000000000000
00000000MO000000000000000000000000000@MO0MO0000000000
00000000000000000000000000000000000000000000000000000
0000000000000 O00000000000000000000000MRISMOOO0O000000000O
00000000MO0000000000000000000000000000@MO0000000000000
0000000000000000000000000000000000J.Mol.LigDO0O00]

) 000000000000000000000000000000000000000000000000000
00000000000000000000000000000MO0000000MO0000000000
00MO00000000MO000O0000000000000000000000000000000MmMO
0000000000000000000MO0000000000000000000000000000
000000000000 O000000000000000@MO000000000000000Onomon
000000MO000000000000000000000000000000000000000000
00@MOO000000MO000000000000000000000000000000MRISMOOMmMO
00000000@MO00000000000000000000000000000000000000MMO00
00000000000000000000000000000000000000000000000000
000000000000
()00DDD0000000000000D0000000000000000000000000000RISMOO00O
00MO000000MmMPMVIDOOOOOO0MPMCIDOOOODOO0O000MOO0O0O0200000000000
0000DMOMO000000000@MO000000000000000000000000000000000
000000000@MO0000M0O0000000000000000000000000000000@MO0000
00000000000 00000MO00000000000000MO00000000000000N0nng
0D0000000000000MO000000000000000000000000000000000000000
00000O0000000000000000000000000000000M0000000000000000

b00bo0boboobooon



d)

00000000000 0000000000000000000000000000C00mMO0RISMOOOO 00
0MO00000000000000000000000@MO000MO00000000000MO0000PMVE
00000O00PMVOOOOOOOOOOOMOOOOPMCOOOOOOOOPMCOOOOOOOOOMODOO
0000O0O0PMCOODOODOO000OODOOOOOJ. Chem. Phys. 119, 5623 (2003)0 0 0 ]
00000000000000

(hReplica-RISM 0 000000 0000000000000 O0000000000MO0O000000000000
00000000000000000000MO000000001000 00010000 0000000000000
000000MO0000000000000000000000000000000MO0MO0000MMACIOn
0D0000000000mMPYDCIOOOOO0O0O0O0000000000000OPYVDCO 000000000000
00000MO0MO000MO0MO0000000Replica-RISMOOOO0OO0MOOOOOOO0O0000
000000000000 MO0000000000000000OChem. Phys. Lett. 378, 638 (2003)0 0 0 ]
()00000000000000000000000000000000000000000000000MMO00
000MO00000000000@MO0000000000000000000000000000000mMO0000
000000000000000000000@M0000@MO00000000MO0MO00000000000
00000000000M0O000MO00000000000000000000000000000000000
000000000000000000000000M0000000000000000000000000000
0000000@MO0000000000000000000000000000@M 00000000000 CLovettD
MoulBuff 000 WertheimD 000D 0000000000 MLMBWO DM 00000000000000000
00MO000000000000MO000000000000000MO000000000000000000
000000000000000000000000000000000000000000M0000000000
000000000000000000000000000000@MO000M0000000000000000000
0000000 MM 000000000 @MO000000000000@MO000000000000000000000
0000000000000000J. Chem Physd 00 0]

(il 00000000000000000000000000000000000000000@O0000MO000
000000000M00000000@M00MOI000000000MO0@MI0000000000000000
000000 MO0MO0000000000000000000MO00000MO00MO0000000000
00000000000000000000MO0O00000000M0000000000000000000000000
00000000000000000000000@O0MO00000000MINO0000@MO00000000000
0000000000000000000000000000000000000000000000000MM 0
000000000000000MO00MO00000000000000000000000000000 MmO
000000000 00000MO00000000000000000000MmMOMRISMOO00000000000
0000000000000000000000000000M00MO000000000000000000000
000000000000 MO000000MO000000000000
0000000000000000000000000000000M00000000000MO000000(Mm
000000000000 00000000000000000MO000000000000000000000000
000MO000000000000000MO00000000000000000000000000000000
D0MO0000000000000000000000000MO000000000000000000000

gbobobooboobgoos



000000 oOooDmboobobD00ob0ooDooooooo0D@M o000 oooobooooboOo0oooDgn
0oooooboobo0booooDooDooobmooo0ooooooOoboooombobm@oboooOooog
O xr = (x=1)ywater + xxButanol (D OO0 OO0 0000000000000 DODOOOOO0OO000ODOO0O0O0O0OOO
J0o0Moooooboooobobobobooob o000 obod@booDoooooooo
000000000 oD mo0boboooobob00D o000 moooboooobobDoboOon
Jojomoboooooboooomoooooobooob0ogb oo OO0 oo Do ooDom@moog
OomooDoboooooooboboDoooDooooObb0oo0 o000 oDob o0 moOoDbooDobo
000b0oooobobo0booboooD@mooDomobbo0boobooooDoboobboooobboo b oo
000000 D0OD0OOOI. Theor. Comput. Chem. 2, 193-203 (2003)0 0 O ]

B-1) 0000
T. SUMI and F. HIRATA, “A Density-Functional Theory for Polymer Liquids Based on Interaction Site Model,” J. Chem.
Phys. 118, 24312442 (2003).
K.NISHIYAMA, F. HIRATA and T. OKADA, “ Solute-Structure Dependence of Solvation Dynamics Studied by Reference
Interaction-Site Model Theory,” J. Chem. Phys. 118, 2279 (2003).
T. YAMAGUCHI, S. -H. CHONG and F. HIRATA, “Dielectric Relaxation Spectrum of Water Studied by the Site-Site
Generalized Langevin/modified Mode-Coupling Theory,” Mol. Phys. 101, 1211-1220 (2003).
T.YAMAGUCHI, S. -H. CHONG and F. HIRATA, “Theoretical Study on the Molecular Motion of Liquid Water under
High Pressure,” J. Chem. Phys. 119, 1021 (2003).
T.IMAI and F. HIRATA, “Partial Molar Volume and Compressibility of a Molecule with Internal Degrees of Freedom,” J.
Chem. Phys. 119, 5623-5631 (2003).
H.SATO, Y. KOBORI, S. TERO-KUBOTA and F. HIRATA, “Theoretical Study on Electronic and Solvent Reorganization
Associated with a Charging Process of Organic Compounds: |. Molecular and Atomic Level Description of Solvent
Reorganization,” J. Chem. Phys. 119, 2753-2760 (2003).
|.OMELYAN,A. KOVALENKO and F. HIRATA, “Compressibility of tert-Butyl Alcohol-Water Mixture: the RISM Theory,”
J. Theor. Comput. Chem. 2, 193-203 (2003).
A.SETHIA, E. R.BITTNER and F. HIRATA, “Interplay between the Repulsive and Attractive Interaction and the Spacial
Dimesionality of an Excess Electronin a Simple Fluid,” J. Theor. Comput. Chem. 2, 129-138 (2003).
A. TANIMURA,A. KOVALENKO and F. HIRATA, “Molecular Theory of an Electrochemica Double Layer in aNanoporous
Carbon Supercapacitor,” Chem. Phys. Lett. 378, 638-646 (2003).
T.YAMAZAKI,H. SATO and F. HIRATA, “A Quantum Solute-Solvent I nteraction Using Spectral Representation Technique

Applied to the Electronic Structure Theory in Solution,” J. Chem. Phys. 119, 66636670 (2003).

B-3) 00000

F. HIRATA, “Molecular Theory of Solvation,” Kluwer-Springer Academic (2003).

ooooooboooooooo



B-4)

B-6)

B-7)

©)

goog

F. HIRATA and A. KOVALENKO, “Gas-Liquid Equilibrium and Electric Double Layer in Carbonaerogel,” 0 240000
goooooooooooooooo,0oo, 20030 100

F. HIRATA and A. KOVALENKO, “Phase Behavior of Solutions Confined in Nanoporous Media,” 10th Japan-Korea Joint
Symposium on Theoretical and Computational Chemistry, Pohang, January 2003.

F. HIRATA, “Biomolecul e solvation described by the RISM Theory,” 225th ACS meeting “Biological Application of Implicit
Solvent Models,” New Orleans, March 2003.

F. HIRATA, “Stability of gas-liquid and liquid-liquid interface,” International Bunsen-Discussion “Dynamics of Molecular
Phenomenain Supercritical Fluids,” Tutzing (Germany), September 2003.

A.KOVALENKO, I.OMELIAN and F. HIRATA, “Statistical Mechanics of Gas-Liquid and Liquid-Liquid Interfaces,” O
gdooooobooboboooooo,dno, 20030900,
0oDopooooooooboodoboobob 0L 0omMmooboobDo00bOo0oDbobbomMmobooOoonoo
ooogoo,2003090.
00D00opoooooOoo0boooooooDoboo0b 000D 00000000 0D0bLhMWMoOooooOoD
gooogoo, 200301100,

ooooo
0000,00000000 (2001).
0000,00000000 (2002).

gooodoood
goooomo
00000O0ooogo (199%4-).
goooood
Phys. Chem. Commun., Advisary Board.

Theoretical and Computational Chemistry, 0 0 00 O .

gogoogooboon

goooobogoboooooooboooooboooboorISMOODOOOOobOOoOboob oo oo™ o
gooboooboogoboobbooombooooomooogboobgo bbb oo oo o
gooooboboooophooboooo@moobomooooogohDooooboooboo oo o
gooobobobooobobomboboooooooobbbooob oo oL OO DLW O
goobooomooooooooohbh@ooobobobobooooobbDoo oo Mo g
goooooobobobobgoobhomobb™@obobooboobooooboooboboboooDboobbob D
gooopooobboogmooomoob oo bbb ooooW o og
gooboooobbgooogoooooboooo oo bbb oo bW o
gmoboooobbogmobhhooob oo Db Do b oo m

gboobobooobooobooooes



ghbo@moooboobobobobomobooomoboooooboooboobo oo b oD Lo
goodd
00@Mo0o00000oooo00000@mMRISM+KHOO M OOOOMOOODOOOO0 vanderWaalsO OO0 O
J000o0oooDoooDODoooooood MaxwelOOOOOOOOODODOODOOODOO0MMODODOOO0OO
gbooboobooob bbb ooobobboooooboob oo oo oboooo bbomm
gmooobbbooboomoboopoooobooboboooboobDooDoboLD o@D oo
oboooboomoooomoooooooo
goobmobooooboobooboooboobbobgbobo o@D oo bbobooooDoboUgo
goboooboogimoomoooobboooboobobooobopoboooob b oobooooo b o
goobomoboooooboooob oo om0t obob o o
goboomo@ooooooobooooibobgb oo oo oo bbb oo oooLD b o
gbooobobobboobooboooobooobooobb bbb oboWoboobbboo

e ooboobooooon



