3200 gdooon

gogooboooboodd

goduobobodgOozo001d 40100000

A-lYooooOooooopooooo

A-2y0oooo
00000000 0oooooooooood
byOOOooooooooooooooo
cl000dC0000dOoooOooUOOUooo

A0 0 000oooooooon

0 0000000000000 0000000D0D0O0000O000OoDLDo0ooDoOoOoOoOoDDODODODODOO00g
goooodoboboodobbooobbobooboooboobbboobobbobboon o
00000000 000D0D0000o0oD0oO0O0O00O0O000000000IPR OO Isolated! pentagoniruled 0 0 0O O
gooobodobobobobobobboouoodbLoboobDooLoboboboobbbobobobon o
gooodooooboooboboodoooooooobpbbbbbobbbbooolUU DU R L DD
gooobobooboooboobobooobobobDbobboboboUdbobobobobobboboo o
gogoboooooboboobboobooboobLDoboboob0oboboobobobobobbobobo
gooooobdobobobobobbobOobobOoboboboobobobUUbobobbobob O
gooboboobooboboboobobbobobUobobUboboboobDbooboobobobLOoD

bhyOOoooUoOooDooooOooOoO0o0ooooDoooo00o00oo0oooo0o0o0ooooooooooooooODoOO
goooboobdobouoobdbdoboobobobLobooobodbOobU0oboobobooboboboog
gooobodoobooboobooboooboobboobobbdbobDboodbDboob bbb boobbobb o
goooooooobon

0000000000000 00ooooo00oo00Doo00ooo0oooDoooooDooooDog
gooogooobooobobobuooboooobooobDobobobooboboboboboboboobLUub o
goooodbobobobobooboboboboobooobobo0oboodDoboobobooog
goooo0ooob0o0o0obOobO0ooobObU0ob0DbO0o0OOoUOUOO0bUOoOOOobOoUoOoDbOoOobDbDOoOO MP2
0 second-orderlMglleriPlessetlperturbation0 O 0 0 00000000000 DOOO0OO0OOO0OODODOOOOOOO
gooboboobOobOobobobOooOoboDobboooooMPODUOOOODODODODODODODO
gooooobuoooboobogobbooobobDboboobbbodbbbbbbboob b o
MPp20 0000000000 OOO0OO0ODO0ODODOUODOODOODODOUODODUOUODOUObOObDUOODObO
gooooooogn

gboboboooooogoios



B-1) 0000
K. ISHIMURA, P. PULAY and S. NAGASE, “A New Parallel Algorithm of MP2 Energy Calculations,” J. Comput. Chem.
27, 407-413 (2006).
Y. SUGIYAMA, T. SASAMORI, Y. HOSOI, Y. FURUKAWA, N. TAKAGI, S. NAGASE and N. TOKITOH, “Synthesis
and Properties of a New Kinetically Stabilized Digermyne: New Insights for a Germanium Analogue of an Alkyne,” J. Am.
Chem. Soc. 128, 1023-1031 (2006).
Z.SLANINA,F.UHLIK, S.-L.LEE and S. NAGASE, “Computational Modelling for the Clustering Degree in the Saturated
Steam and the Water-Containing Complexes in the Atmosphere,” J. Quant. Spectrosc. Radiat. Transfer 97, 415-423 (2006).
Z. SLANINA, F. UHLIK, S. -L. LEE, L. ADAMOWICZ and S. NAGASE, “Enhancement of Fullerene Stabilities from
Excited Electronic States,” Comput. Lett. 1, 313-321 (2006).
M.YAMADA, T.WAKAHARA,Y.LIAN, T.TSUCHIYA, T.AKASAKA, M.WAELCHLI,N.MIZOROGI, S.NAGASE
and K. M. KADISH, “Analysis of Lanthanide-Induced NMR Chemical Shifts of the Ce@Cg, Anion,” J. Am. Chem. Soc. 128,
1400-1401 (2006).
M.YAMADA, T. WAKAHARA, T. NAKAHODO, T. TSUCHIYA, Y. MAEDA, T. AKASAKA, K.YOZA, E. HORN, N.
MIZOROGI and S. NAGASE, “Synthesis and Structural Characterization of Endohedral Pyrrolidinodimetallofullene: La,@
Cgo(CH)oNTrt,” J. Am. Chem. Soc. 128, 1402-1403 (2006).
Z.SLANINA,Z.CHEN,P.V.R.SCHLEYER, F.UHLIK, X.LU and S. NAGASE, “La,@C; and Sc,@C,: Computational
Characterizations,” J. Phys. Chem. A 110, 2231-2234 (2006).
J. KOBAYASHI, K. GOTO, T. KAWASHIMA, M. W. SCHMIDT and S. NAGASE, “Reactivity of 1-Hydro-5-
Carbaphosphatrane Based on Tautomerization between Pentavalent Phosphorane and Trivalent Cyclic Phosphonite,” Chem.
Eur. J. 12, 3811-3820 (2006).
J. LU, D. WANG, S. NAGASE, M. NI, X. ZHANG, Y. MAEDA, T. WAKAHARA, T. NAKAHODO, T. TSUCHI YA, T.
AKASAKA,Z.GAO,D.YU,H.YE,Y.ZHOU and W. N. MEI, “Evolution of the Electronic Properties of Metallic Single-
Walled Nanotubes with the Degree of CCI, Covalent Functionalization,” J. Phys. Chem. B 110, 5655-5658 (2006).
Z. SLANINA and S. NAGASE, “Stability Computations for Ba@Cy4 Isomers,” Chem. Phys. Lett. 422, 133-136 (2006).
Z.SLANINA,F.UHLIK,K.ISHIMURA and S. NAGASE, “Computations of the Energetics of CgoF3s IsSomers,” Fullerenes,
Nanotubes, Carbon Nanostruct. 14, 57-65 (2006).
G. FRENKING, A. KRAPP, S. NAGASE, N. TAKAGI and A. SEKIGUCHI, “Comment on Disproving a Silicon Analog
of an Alkyne with the Aid of Topological Analyses of the Electronic Structure and Ab Initio Molecular Dynamics Calculations,
ChemPhysChem 7, 799-800 (2006).
J. LU, S NAGASE, X. ZHANG, D. WANG, M. NI, Y. MAEDA, T. WAKAHARA, T. NAKAHODO, T. TSUCHI YA, T.
AKASAKA,Z.GAO,D.YU,H.YE,W.N.MEI andY.ZHOU, “Selective Interaction of Larger or Charge-Transfer Aromatic
Molecules with Metallic Single-Wall Carbon Nanotubes: Critical Role of the Molecular Size and Orientation,” J. Am. Chem.
Soc. 128, 5114-5118 (2006).
Z.SLANINA,S.-L.LEE,F. UHLIK,L.ADAMOWICZ and S. NAGASE, “Excited Electronic States and Relative Stabilities
of Cgg Isomers,” Int. J. Quantum Chem. 106, 2222-2228 (2006).

o0 bobooooooooon



Y. MATSUNAGA, Y. MAEDA, T. WAKAHARA, T. TSUCHIYA, M. O. ISHITSUKA, T. AKASAKA, N. MIZOROGI,
K. KOBAYASHI, S. NAGASE and K. M. KADISH, “NMR Study of La@Cg, (Ad) Anion,” ITE Lett. Batt. New Tech. Med.
7, 43-49 (2006).

L.FENG, T.TSUCHIYA, T.WAKAHARA, T.NAKAHODO, Q. PIAO,Y. MAEDA, T. AKASAKA, T.KATO, K.YOZA,
E.HORN, N. MIZOROGI and S. NAGASE, “Synthesis and Characterization of a Bisadduct of La@Cg,,” J. Am. Chem. Soc.
128, 5990-5991 (2006).

Y. IIDUKA, T. WAKAHARA, K. NAKAJIMA, T. TSUCHIYA, T. NAKAHODO, Y. MAEDA, T. AKASAKA, N.
MIZOROGI and S. NAGASE, “13C NMR Spectroscopic Study of Scandium Dimetallofullerene, Sc,@Cgs Vs. Sc,C,@Cs,”
Chem. Commun. 2057-2059 (2006).

Z.SLANINA, P.PULAY and S. NAGASE, “H,, Ne, and N, Energies of Encapsulation into Cgy Evaluated with the MPWB1K
Functional,” J. Chem. Theory Comput. 2, 782-785 (2006).

T.TSUCHIYA,K.SATO,H.KURIHARA, T WAKAHARA, T.NAKAHODO, Y. MAEDA, T.AKASAKA, K. OHKUBO,
S. FUKUZUMI, T. KATO, N. MIZOROGI, K. KOBAYASHI and S. NAGASE, “Host-Guest Complexation of Endohedral
Metallofullerene with Azacrown Ether and Its Application,” J. Am. Chem. Soc. 128, 6699-6703 (2006).

M.SAITO, M. SHIMOSAWA, M.YOSHIOKA, K.ISHIMURA and S. NAGASE, “Synthesis of Stannaindenyl Anions and
a Dianion,” Organometallics 25, 2967-2971 (2006).

L.FENG, T.WAKAHARA, T.NAKAHODO, T. TSUCHI YA, Q. PIAO, Y. MAEDA, Y. LIAN, T.AKASAKA, E. HORN,
K.YOZA, T.KATO, N. MIZOROGI and S. NAGASE, “The Bingel Monoadducts of La@Cg,: Synthesis, Characterization,
and Electrochemistry,” Chem. Eur. J. 12, 5578-5586 (2006).

K. IWANAGA, J. KOBAYASHI, T. KAWASHIMA, N. TAKAGI and S. NAGASE, “Syntheses, Structures, and Reactions
of Heptacoordinate Trihalogermanes Bearing a Triarylmethyl-Type Tetradentate Ligand,” Organometallics 25, 3388-3393
(2006).

L.LAI,W.SONG, J. LU, Z. GAO, S. NAGASE, M. NI, W. N. MEI, J. LIU, D. YU and H. YE, “Structural and Electronic
Properties of Fluorinated Boron Nitride Nanotubes,” J. Phys. Chem. B 110, 14092-14097 (2006).
T.WAKAHARA,Y.IIDUKA, O.IKENAGA, T.NAKAHODO, A. SAKURABA, T.TSUCHI YA,Y.MAEDA, M. KAKO,
T.AKASAKA,K.YOZA,E.HORN, N. MIZOROGI and S. NAGASE, “Characterization of the Bis-Silylated Endofullerene
ScsN@Cgp,” J. Am. Chem. Soc. 128, 9919-9925 (2006).

M. SAITO, M. SHIMOSAWA, M. YOSHIOKA, K. ISHIMURA and S. NAGASE, “Synthesis and Characterization of
Dimetallostannafluorenes,” Chem. Lett. 940-941 (2006).

S. -I. IWAMATSU, C. M. STANISKY, R. J. CROSS, M. SAUNDERS, N. MIZOROGI, S. NAGASE and S. MURATA,
“Carbon Monoxide inside an Open-Cage Fullerene,” Angew. Chem., Int. Ed. 45, 5337-5340 (2006).
T.TSUCHIYA,H.KURIHARA, K. SATO, T.WAKAHARA, T.AKASAKA, T.SHIMIZU,N. KAMIGATA,N. MIZOROGI
and S. NAGASE, “Supramolecular Complexes of La@Cg, with Unsaturated Thiacrown Ethers,” Chem. Commun. 3585-3587
(2006).

T.ADACHI, S. MATSUKAWA, M. NAKAMOTO, K. KAJIYAMA, S.KOJIMA,Y.YAMAMOTO, K.-Y.AKIBA, S.RE
and S. NAGASE, “Experimental Determination of the ny — 6#p_o Interaction Energy of O-Equatorial C-Apical Phosphoranes

Bearing a Primary Amino Group,” Inorg. Chem. 45, 7269-7277 (2006).

gbobooooooobogobaiaor



Y. MAEDA, Y. SATO, M. KAKO, T. WAKAHARA, T.AKASAKA, J. LU, S. NAGASE, Y. KOBORI, T. HASEGAWA,
K.MOTOMIYA,K.TOHJI,A. KASUYA, D.WANG, D.YU, Z. GAO, R. HAN and H. YE, “Preparation of Single-Walled
Carbon Nanotubes—Organosilicon Hybrids and Their Enhanced Field Emission Properties,” Chem. Mater. 18, 4205-4208
(2006).

Y. MAEDA, M. KANDA, M. HASHIMOTO, T. HASEGAWA, S. KIMURA, Y. LIAN, T. WAKAHARA, T.AKASAKA,
S.KAZAOUI,N.MINAMI, T.OKAZAKI,Y.HAYAMIZU, K.HATA, J. LU and S. NAGASE, “Dispersion and Separation
of Small-Diameter Single-Walled Carbon Nanotubes,” J. Am. Chem. Soc. 128, 12239-12242 (2006).

T.SASAMORI, E.MIEDA,N.NAGAHORA, K. SATO, D. SHIOMI, T.TAKUI,Y.HOSOI, Y. FURUKAWA, N. TAKAGI,
S. NAGASE and N. TOKITOH, “One-Electron Reduction of Kinetically Stabilized Dipnictenes: Synthesis of Dipnictene
Anion Radicals,” J. Am. Chem. Soc. 128, 12582-12588 (2006).

N. MIZOROGI and S. NAGASE, “Do Eu@Cg; and Gd@Cg, Have an Anomalous Endohedral Structure?” Chem. Phys. Lett.
431, 110-112 (2006).

T. WAKAHARA, H. NIKAWA, T. KIKUCHI, T. NAKAHODO, G. M. A. RAHMAN, T. TSUCHIYA, Y. MAEDA T.
AKASAKA, K.YOZA, E.HORN, K. YAMAMOTO, N. MIZOROGI, Z. SLANINA and S. NAGASE, “La@C7, Having
a Non-IPR Carbon Cage,” J. Am. Chem. Soc. 128, 14228-14229 (2006).

T.TSUCHIYA,K.SATO,H. KURIHARA, T.WAKAHARA,Y.MAEDA, T.AKASAKA, K. OHKUBO, S. FUKUZUMI,
T.KATO and S. NAGASE, “Spin-Site Exchange System Constructed from Endohedral Metallofullerenes and Organic Donors,
J. Am. Chem. Soc. 128, 14418-14419 (2006).

T. TSUCHIYA, T. WAKAHARA, Y. LIAN, Y. MAEDA, T. AKASAKA, T. KATO, N. MIZOROGI and S. NAGASE,
“Selective Extraction and Purification of Endohedral Metallofullerene from Carbon Soot,” J. Phys. Chem. B 110, 22517-22520
(2006).

Z.SLANINA, F. UHLIK and S. NAGASE, “Computed Structures of Two Known Yb@C-,4 Isomers,” J. Phys. Chem. A 110,
1286012863 (2006).

B-2) 0000000 0DOOoooO
Z.SLANINA, F.UHLIK and S. NAGASE, “Computations on Ba@74 and Yb@C-,4,” NANOTECH 2006—Technical Proceedings
of the 2006 NSTI Nanotechnology Conference and Trade Show, Nano Science and Technology Institute, Cambridge, MA, pp.
657-660 (2006).
Z. SLANINA, F. UHLIK, S. -L. LEE, L. ADAMOWICZ and S. NAGASE, “Fullerenic Systems for Nanoscience:
Computational Screening Illustrated on X@Cy4 Metallofullerenes,” EUROPEAN NANO SYSTEMS 2006—Proceedings of the
ENS 2006 Conference, Paris, pp. 450-455 (2006).

B-3)0Odoong

OO00oO00ooooooOo0Oo@pOOOoooooooounoOoonons,51-56 (2006).
OO0O0o00oo0pooooooOonooooguoOOonniag, 230-235 (2006).

o8 noboooooooogon



B-4) 0000
S. NAGASE, “Interesting Bonding and Structures in Large Molecules,” XI1™ International Congress of Quantum Chemistry
(1CQC), Kyoto (Japan), May 2006.
S. NAGASE and N. TAKAGI, “Effects of Bulky Groups on the Triple Bonding in RE=ER (E = Si, Ge, Sn) and the Short
Ga-Ga Distance in Na;[RGaGaR],” Core-to-Core Symposium on Main Group Element Chemistry, Tokyo (Japan), August
2006.
gooopooooooooooDbOgoobooboo0bobood00o0o0bD00bOoOnD, oo Jj20060 901

B-7)0DO0O0OO0O0O00O0O

gooooooo
WATOC (World Association of Theoretically Oriented Chemists) Scientific Board.
APACTCC (Asian Pacific Conference on Theoretical & Computational Chemistry) Scientific Board.
gooooooooobooooo.
gooooooooooooooog.

ooooooo
Korea-JapanlJoint!Symposiumlon.Theoreticalland]Computational’ChemistrylD O 0 O O .
ThelFirstlAsianIPacificiConferencelonITheoreticall&IComputational’Chemistry 0 O O O O .

0oboooooobooooog
gooobooooooooooobooo.
ooboooooooboooooboobobooog.
goodooboobooooooboooo.

goooooo
Slicon Chemistry, Subject Editor.

J. Comput. Chem., Editorial Advisory Board.
Mol. Phys., Editorial Board.

Theochem, Editorial Board.

B-8) 000000 OOoaon
00o0o00oooooD0Modob0obobb0o0oonoonooed 60 1601 .
0000000ooooomoo0@Mmboo0o0ooboonr0e 70 18-2000 .
0o0o00ooooooobooooboboboo 20020 1100 -

0000 TARAOOOO JOOODOO 20020 10 -
Xi’an Jiaotong University (China), [0 O O O 20050 100 -1

B-10)0COd00O0O

00D00(B)I00D000000000000000000000000000000000000000 019950
-199700 ).

gboboboooooobogoieg



o)

o000 OO0OO0000O0O0000DO0000000goOOODn997d -199900).

000000 @IDO0OO0O0OO000000000000DOOQ000O0(29970 -199900 ).
000000000000 000000000000D0C0DOOOOO0Onae9en -20010).

o000 oooo00o0000oC0bOO0000000ooo00oOoOOOio020 -20030 ).
000D000@IO0O00O0O00DO0000000000000ODO00O00000O0OO0OON20030 -20050).
000000 @@AI0ODOO0000000000O00000o00oooDooOogooooi20060 -20090).

gbooooooobo
goboooooboboboooobobobboboboobobbo oo oo ooooobobuooo
goooboboboooooooobooooooboboooobooooobobboooboobbbobooobbobooob o
goobboooooboboobobooobooboooboob oo oobooo oo
gooboooooooboobobobooobboobooboboobobobbboboobbobooooboobobbobboOOoo
goooboobboooooobobooboooooobgobobboDooooboboooobbboobooob o
goboobobooobobooooobobooooooobogooDooobbobooob oo D ooobLo
goboobboobooboooobbooooooooooboobooobbooobbobDob oo bbboD O
goboobooooboobooboobbobooooooobo0bbooooboboooobbooobobooobo
goooooogbboboboobooooobobbbboboooooobobobooooboooooo

nopoboboooooooon



oo000O0O0oOoOoooon
0000000000000 19810 80 1600 20060 30 3100°°

A-)Y) 0000000000000 0Doooooo

A-2)00000d
0 00oooooo
bhyoooooooooooo
00o0ooooooooooono
dioooooooooooo

A3 00000000 OoOooo

0000000000000 00D0OD0O000O00Zhu-NakamuraDdZNOOOOODODODOOOODODODODOOOOO
bO0OMarcusOODOOOO0OOO0O00oDOObOO0OO0ODLODOOODOOOOZNDODODODOOODODODLDODOO
gooobobdoobooobobooboboboboooobobobobobobobo

bhyOoooooooooooooOOooOOoOoOoOooooOoOoOoOooooooooo0ooooooooooopoooooo
pgoogoboobobooboooboboooboboboobobboboboboobobooboboboooo
goooboogood

000000000 0ooooooo000oooooooDoooO00000000o0o0oo0oooooooooog
gboooooboboooo

didoo00000ff0ofoogdoooooooooooooo00ooooooooooooooooooOood
sogboooooooooooboobooon

B-1)I 0000
H.YAMADA, K.YOKOYAMA, Y. TERANISHI,A. SUGITA, T. SHIRAI, M.AOYAMA,Y.AKAHANE, N. INOUE, H.
UEDA, K. YAMAKAWA, A. YOKOYAMA, M. KAWASAKI and H. NAKAMURA, “Selective Transition to the Closely-
Lying States Cs (7D3/2) and Cs (7Dsj2) by Femtosecond Laser Pulses,” Phys.Rev. A 72, 063404 (5 pages) (2005).
H.TAMURA, S.NANBU, T.ISHIDA and H. NAKAM URA, “Ab Initio Nonadiabatic Quantum Dynamics of Cyclohexadiene/
Hexatriene Ultrafast Photoisomerization,” J. Chem. Phys. 124, 084313 (13 pages) (2006).
P. OLOYEDE, G. V. MIL'NIKQV and H. NAKAMURA, “Generalized Trajectory Surface Hopping (TSH) Method Based
on the Zhu-Nakamura Theory,” J. Chem. Phys. 124, 144110 (2006).
G.V.MIL'NIKQV, T. ISHIDA and H. NAKAMURA, “Tunneling Splitting of Energy Level and Rotational Constants in the
Vinyl Radical C,H3,” J. Phys. Chem. A 110, 5430-5435 (2006).
S. NANBU, T. ISHIDA and H. NAKAMURA, “Atomic Hydrogen Transmission through Five-Membered Carbon Ring by
the Mechanism of Nonadiabatic Tunneling,” Chem. Phys. 324, 721-732 (2006).
H. TAMURA, S. NANBU, T. ISHIDA and H. NAKAMURA, “Laser Control of Reactions of Photo-Switching Functional

Molecules,” J. Chem. Phys. 125, 034307 (10 pages) (2006).

gboboboooooobogobim



Y. ZHAO, W. LIANG and H. NAKAMURA, “Semiclassical Treatment of Thermally Activated Electron Transfer in the
Intermediate to Strong Electronic Coupling Regime Under the Fast Dielectric Relaxation,” J. Phys. Chem. A 110, 8204-8212
(2006).

Y.ZHAO and H. NAKAMURA, “Electron Transfer Rate Uniformly Valid from Nonadiabatic to Adiabatic Regime Based on
the Zhu-Nakamura Theory,” J. Theor. Comput. Chem. 5, 1 (2006).

H.ZHANG, S.C.SMITH, S.NANBU and H. NAKAMURA, “HOCI Ro-Vibrational Bound-State Calculations for Nonzero
Total Angular Momentum,” J. Phys. Chem. A 110, 5468-5474 (2006).

A. ISHKHANYAN and H. NAKAMURA, “Strong-Coupling Limit in Cold-Molecule Formation via Photoassociation or
Feshbach Resonance through Nikitin Exponential Resonance Crossing,” Phys. Rev. A 74, 063414 (9 pages) (2006).
A.ISHKHANYAN, J. JAVANAINEN and H. NAKAMURA, “Landau-Zener Transition in Photoassociation of Cold Atoms:
Strong Interaction Limit,” J. Phys. A 39, 14887 (2006).

H. NAKAMURA, “Dynamics of Nonadiabatic Chemical Reactions,” J. Phys. Chem. A 110, 10929-10946 (2006).

B-4)0O000O
H. NAKAMURA, “Nonadiabatic Molecular Dynamics and Molecular Functions,” 2" Int. Conf. on Current Developments in
Atomic, Molecular and Optical Physics with Applications, Delhi (India), March 2006.
H. NAKAMURAI OOOOODOOOODODO—CO00000DDOODO0OOOOgNAREGIDOOOOOODODODOOO
O000oooobmoooonoo 20060 40.
H. NAKAMURAD OO OOOooooboo—aooobooooboouoboooboboonbooobob o
000D 20060 801.
H. NAKAMURA, “Comprehension and Control of Chemical Dynamics,” Inter. Conf. Quantum Chemistry, Kyoto, May
2006.
H.NAKAMURA, “WKB Theory of Tunneling Splitting in Polyatomic Molecules,” Int. Conf. Low Temp. Chem., Chernogolovka,
August-September 2006.

B-6)00000
00000000 05(2000).

B-7yoOooooooood

gooooooo
000000000 O(1981-1994).

goooooo
ICPCEACH 00000000 0IDOMOOOoOOon,dooonaer).
ICPEACH 0000000000 MM 0000 O7(1991,11993).
ICPEAC OO00 M O0O0OOO,00C0O0donaes).
AISAMPOOO0OCOOODOODOOOOODOODOODAdvisorylcommittee 00 O O [(1997,/2002).
Pacifichem(2000C 0 O O OO O O O [(2000).

1120 000000000000



Workshop on Nonadiabatic Transitions in Quantum Mechanics. Internat. Advisory Committee Member (Moscow-
Chernogolovka, August 2003).
Organizing Committee Member of 12-th ICPEAC (2006).
gobpogobooboooooda
00000000 0(1991-1995,11998-2002,12002-]).
gobooogo
Computer Physics Communication, Specialist editor (1986.10- ).
J. Chem. Phys., Member of Editorial Board (2003-2005).
Journal of Theoretical and Computational Chemistry, Executive editor (2001- ).
Int. Rev. Phys. Chem., Member of Editorial Board (2005- ).
Journal of Physical Chemistry, Member of Advisory Board (2007- ).
Chemical Physics Letters, Member of Advisory Editorial Board (2007- ).
gbooooouoobboooboo
00000000000 O (1999-2001).
000000 O1(1998-2000,12001-2003).
00000000 DO(2003-2005).
goo
00000000000000000000000D0D0DD0O0000 (2002-2003).
0000000000D0000O0 00 0OL(2003-2005).
J000000O000O0oO0doDooOOO0OOO0OdOdoddoi0038-2005).
00000000000000000000000000d0D0O01(2003-2005).
0000000000000 0DD D DON2004-D).
000000000000 0000I004-0).
00000000000 2004-0).
0000000 D0O0O00oooi2o04-D.

B-10)0 00000
OO00000@Zhu-Nakamura OO OO OO0O000000CO0O00O0O0O00OO 0020030 -20050).
ooOoO@epooioicodo00o0oo0obo0noooogooooiaeeso -20000 ).
O000@WIOOoOOOOoOo0o0oo0000o0ogooOon99en -20010 ).
ooooO@epUooooobooc0oooo0ooooooooogooOnio01d -20030).

ob20040 401000000000

gbobobooobooobogois



godoougouoodz2o0040 6010000

A-)Y) 00000000 O00DO000ooO

A-2) 00000
0000000000000 0000DODOOO0000oDoOO
hyooOooODoDOoOoOoODOoOooooooDboooDOo

A3 00 0000D0000DOO

0000000000000 DOCOO00000DOO000000DOOODODOO0000000D0ooooOooOooDoDoOOn
goooobooobooooooooboooboooooobooboobobooobobOooobbDobbboooboo
gopoooooooooboooobooooobooogboobooboobbOOoobbOobobooobboOoobobooo
gooobooobobooboooobooobooobooooooobOooobOooboobobDOooboobbDOooDbo
gooooboooooboooboobooooooooooboooooobboob oo boooboobooo
gooooooboooboobobobobooboboboboooboob0oobobobobobobbooLbo
goooooooooobooboooooooooooooooobbo0obooobbboobboobbogDo
goooooobooobooboobobOooooboobooobooobOobbOoboobbboobobboobDboUDbo
gooooooooobooobooobobooogoboooobooobbooobooobboobbobbDOoboDbOo
goooooobooobooooobooooooboboobobooboobbOobbDoobbDobbooooDbo
goooobooobooobooboboobooboboboobooooboboboooboobDobDobobbooboboo
goooooooobooooboogoooboooooobooooobOoobboooboooobbooboo
gooooogoboobobooooboooboooboobboooobogbbbboobobbooobDoobOoLooo
goobooooooooooboboooboooooobboboooobboooboobbobo0obDobboobbDUobo
goboooboobobooboobooobooboooobooboobbooboobbooobboUbboobboUUo
gooobooooooboobooooboboooboooobbooboboobboooooboDboo

hyooooooooOoOoooooooooooOooooooooDOOoOOoOooOODObDOOoOoOooooDDODODOOd
gobooboobooooooooooooobooobobobOoboobooobOoobobOooboobUboUuDbo
gobooboooobooobooobobooobooboooo0obooooobooob oo boobDboboo
goooooooobooobobooboooboobboooboobooboooob oo ooDbOoo
goooobooooobbooboboooboboooboooooooboooobbDobbooboobDbooogDbo
goooo Au-SO0O0O0OO0O0DOOO0ODOOO0ODODODOO0ODOODbOODOOOObODOO0OODbDObDObOOOODO
gobooboooooboboooobooo

B-4)0O000O
goobpoOOoooobobooooooobobobogobooooooobobooOo oo g o060 90 .

1140 000000000000



B-7yOOOOOoOOoOoooOo

gooooood
00000000000 0000 00000 00(2003-2004).
J0000O0ODO0O0O0OO0OC0ODOO0O0OD0O0ODOdDOn2005-2006).
ooooooo
J00o0oD0ODOO0O00o0o0O00odoi2001).
0000000000000 DON2005).
000000000000 DO0OD0OI(2005-2006).

B-8) DOOOOOoOOoDoO

ob0000000ob0b00000 20030 80-20050 30.
oo0b0O000ooO0O00O0b0b0b0bO00,i20040 80-20060 30.
oooooboooboboobobobooogg 2006 60 -

B-10)0COd00O0O

o)

0000 (ApO00000000000000000000000000000000 50000120000 -20020).
0000 (Cp000000000000000000000000000000000000I(20050 -).
000000PO000000000000000000000000000000 00020080 -).
000000000000 O DYNAMI2000REACTIVEIANDINONIREACTIVEIQUANTUMIDYNAMICSIO OO 01
(200000 ).
0000000000000P000000000000000000000000 0000020010 -20020 ).
000000000@000000000000000000000000000Q00 0020020 -20040 ).

gboobooooooo
goooobooobboooooopobobboboboobboobooobooob oo oooDbbobooD O
goooboooooboobbooooboboooobobooboobooobbobooboooobooooonobooboo
gooobooboboobooooooooooboobooooboooboboboobbooboboboooooooooooo
gooooobooobobobbobbooboobooboooboobobooobpooboobobboooobobbOoDbOoo
goooooooooobooooooooooobooobbbooooobbooooooboboooooooDoo
gooooooooooooooobobobooooooooooooobooboocoooooooobbobooooDo
gooooboobooooobooboobobooobbobbooooooooooobobobobobobooOoooo
goooooboomooboboboooooobbooooobboboboobbobooooobobobobobooobpooo
goobbooooobooooomoooooooob oo oooboobbboobbbboboboooogo
gboboopboooooooooobooooboooooboobboboboboooobooobobbboooboobo
ooooooobooooboobbooooboobooooo

gbobobooobooogois



guoooobooooog

Uo0doouoouong1eesy 100 1e0000

A-)Y)00D0O0000o0ooooogo

A-2)00000
00000000000 0ooooooooooogooon
bYyOOOOOOOOOOOoooooooooo
c0doopooo0o00oooooobooooo
0000000000000

A-3000000000000

0 000000000000000000RISMOOOO00000000000000000000000000
0000000000000000000000000000000000000000 NatOK'OCa*O0O000
000000 RSMOOOOOOOOOOOOOOOOOOO0O

! 0000000000000 QD 0000000000 000000000000 Kuroki-YutaniDOOODOO
000000000000000000000A92DO000 Na*tOODDOODOO Cat*000000Q86D/AI2D [
000 ca*0000000000000000000000000RISMOOOOOOOOO0O0O0OO0O0000O
000000000000 000000000000000000000000000 Q8sD00000000
000D0O0A92D 0 Q86D/A2D D000 0000000000000 NN000NN0N00000000000 Nat
00 Cca*00000000000000000000000

! 000000000000000000000000000000000000000000000000000
0000000000000000000000000000000000000000000000000000
0 J. Am. Chem. Soc. 128, 12042 (2006) 0 0 0 O

bOOOO0DDO00O0O0000D0000000000000000000000000000000000000
Omstein-ZemikeD 0Z0 0 0 0000000000000 MDOOO0O0O0ODO0000000O0000000OOO
000000000000000@MO00000000000000000000000000000000000
0000000000zZO0OOO0O00O0000000000000000000000000000000000
00000000000 0000000000000000000000000000000000000000
00000000000000OI000 DIChandler 0 HIAndersen D 0000 RISMOOOODO00O0O0O0O0O00O
000000000000000000I000 FHiratal P/Rossky 0 000000000000 0000000
000000000000000000000000000000000000000000000000000
000000000000000000000000000000000000000000000000000
0000000000000000

! 0000000000000000000000RISMOOOO0O000000000000000000000
00000000000000000000000000000000000000 RISMOOOOOOO RISM
00000000000000000000000000000000RISMOOO0000O0O000000000O

le0 0 0b0000oooooon



000000000 0oOoOoooO samoilovO O OOO0DO0O0O0O0O0O0OO0OO0O00O00OO FrankO0OO WenODODO
goooobooooooooooboooobbooboooobboobobObooboooboobOoooDOobo
goboooooooboo

B-1)I0 00O
R.ISHIZUKA and F. HIRATA, “Conformational Equilibria in Liquids Consisting of Small Chain Molecules,” Chem. Phys.
Lett. 420, 135-139 (2006).
N. YOSHIDA and F. HIRATA, “A New Method to Determine Electrostatic Potential Around a Macromolecule in Solution
from Molecular Wave Function,” J. Comput. Chem. 27, 453-462 (2006).
N.YOSHIDA,R.ISHIZUKA, H. SATO and F. HIRATA, “Ab Initio Theoretical Study of Temperature and Density Dependence
of Molecular and Thermodynamic Properties of Water in the Entire Fluid Region: Autoionization Processes,” J. Phys. Chem.
110, 8451-8458 (2006).
A.E.KOBRYN, T. YAMAGUCHI and F. HIRATA, “Study of Anomalous Mobility of Polar Molecular Solutions by Means
of the Site-Site Memory Equation Formalism,” J. Mal. Lig. 125, 14-21 (2006).
T.IMAI,A. KOVALENKO and F. HIRATA, “Hydration Structure and Thermodynamics of Protein Studied by the 3D-RISM
Theory,” J. Mol. Smulation 32, 817-824 (2006).
T.IMAI, H.ISOGAI, T. SETO, A. KOVALENKO and F. HIRATA, “Theoretical Study of Volume Changes Accompanying
Xenon-Lysozyme Binding: Implication for Molecular Mechanism of Pressure Reversal of Anesthesia,” J. Phys. Chem. B 110,
12149-12154 (2006).
T. IMAI, Y. HARANO, M. KINOSHITA, A. KOVALENKO and F. HIRATA, “A Theoretical Analysis on Hydration
Thermodynamics of Proteins,” J. Chem. Phys. 125, 024911 (7 pages) (2006).
J.Y.LEE,N.YOSHIDA and F. HIRATA, “Conformational Equilibrium of 1,2-Dichloroethane in Water: Comparison of PCM
and RISM-MP2 Methods,” J. Phys. Chem. 110, 16018-16025 (2006).
N.YOSHIDA, S.PHONGPHANPHANEE, Y. MARUYAMA, T. IMAI and F. HIRATA, “Selective lon-Binding by Protein
Probed with the 3D-RISM Theory,” J. Am. Chem. Soc. (communication) 128, 12042-12043 (2006).

B-4) 0000
F. HIRATA, “Water Molecules Confined in a Cavity of Protein Detected by the 3D-RISM Theory,” JSPS Core-to-Core Program
Seminar, “Pressure, hydration, and dynamics toward a new dynamic view of protein,” Okinawa, January 2006.
F. HIRATA, “Relaxation and Dynamics in Liquids,” Sokendai Asian Winter School, Okazaki, Feburary 2006.
oooopoooo0oOobobbOoOo0o00oooooooooDoDOommoboOoo0bODbOo0bO0DOo0oobooOoOon
goooooob0omboooooo oo 060 30.
Joo00opooOooooboooooDoom o000 mDoooobooboooon
goooooonoo 20060 300.
gooo@p3p-RISMODOO0OO0O0OODOO0O00000O0O00O0000O0O0O00000O0O000O0DODMOOOODOOO0
000000 breakthrough O OO OO0 OO O 120060 50.

goboboooooobooobiry



F.HIRATA, “Recognition of Substrates by Protein in Solution: The First Step toward Enzymatic Reactions,” ICQC2006 Satelite
Symposium “Reactions in Solution and Biological Systems,” Kyoto, May 2006.
ggboombooddnoo-obigdm oo oo oo bbb oobobDobbo oo b o
ooooooooo, oo 060 70.

gogboopooobobobogpooboooogoL oo b 0oL obLboboobOo -
O0o0O 20060 801.
ggoopgoobboobobobobooboowbh oo THzOO D OOoD oo oLDQQoooaoa
2000601 901 .

N.YOSHIDA, S. PHONPHANPNANEE and F. HIRATA, “Selective ion binding by human lysozyme studied by the statistical
mechanical integral equation theory,” International Conference of Computational Methods in Sciences and Engineering (ICCMSE)

2006, Chania (Greece), October-November 2006.

B-6) 00000
0000, 0000000oi2001).
0000, 00000000I0002).

B-7)OOOOODOOOO
gooobooa
0000000 0ODOooRoos-n).
gooooon
Phys. Chem. Commun., Advisary Board.
Theoretical and Computational Chemistry, [0 0 0 O .

B-10) 0000000000000
00000MO0@OOO0000000000000000000000000000(19970 -19990 ).
00000MmMO0NO000000000000000000000000000000 0019990 -20010 ).
000000000000 000000000000000000000000000C00000 0119990 -2001
0).

0000 BQ00000000000000000Q000 020000 20030 ).
00000MO0M@OO000ON000000000000000000CAndriylKovalenkol(20010 -200400 ).
000MO0M@OOO00000000000000000520030 -20070 ).
00000000000000000MO000000000000000 M 000 020030 -20070 ).

0000 (B) 000000000000 D000000NON0N000000000000000000000020050
-20070).

1o oboooooooogon



o)

gboobooooooo
goobobooooboooboooboboobooboobboobooooboooobbb bbb o g
goooooooooboobbooboooobbb oo oo ooooDoDo
gobooooooooooboobobooboobobDooohmooobbobboocooooobobomogo
gopoboooboooooooobobbboobobobooobobboboobbobobbobooboobobo
gobobooooboobooooboboobooboooboboooboooobpoooobobobbooboboboooooo
goooboooobboobooobobobooboboobob o rRISMOOODOODODDODODOODOODODOOODO
gbooboobboobobbooooooooo@m oo oo Db Xooogbboobooo
goooooooobooobooooooboboooboooboboooooooobooooooobooobobobooobobooooo
goooooboooooobooooobbobobooooooooobhboboooobbboobOboooo oo
gooooboobpoooooooobbobooobooobobooboooooboboboOboooobDobooobDobob o
gooooobooobboboooobooooboooobmwooboboo@oobboooooooLobbooooboo
goobbooobooboooboobooboooooooooobooboobooboboboboobobbooooobooog
gooooooooooooboopoooooooob oo bbb oo ombooboooooonog
gooboooobobooooooobooobomoooopb oo bbb oooo@mobboooooboo
gooooobooboooobbbooobooooob oo oot ooboooogo b
goobooobooooobboooomomubooboboooo oo mobboobooooooo oo oo
gooborRisSMOOOOOOoOOoOobbOOOoOoOoOooOooboobobOoboobDboboobobbOobobobobbboboobo
gooobobooobobmbooombbooooooboo
goobooboboobooogooobooooooooooooboobbboooogobbboboooooopboboDbo
gooooooooo

gboboboooooobogoie



odoougouoond19een 20 10000

A1) 000000000

A-2)00000
000 1/4000000000000DODO00000O0OOO
hOoOOoOoOoooooooooOoOoOooooooooooooooooon
000 140000 000060000000 DODODODODODOOOOOOO
did0d0o00o0dooooooooooooogooooogooo

A3 00 0000D0000DOO

000 140000000000 (EDO-TTR),PFe0 000 (0110)000000CODOOOOOO0O0OOOO0ODODODO
gooooooboobooooobobobooobooboboooooboboobDobDobboobDoDo
(02000000 (OIO)DOODOOOOO00OODODODDODODODOOOOOO00OOODOOOOOOOOOODDOOO
goobooooboooooobboooboooobbboooboobbooboboobboobDooobDobobooo
goooooopooooDoOoDbDOOoOoOg(@o0)0DO000pooOoOODODODOODO000OO0DDODOODOODOODOOd
joo0d0o0oooooogoooooooOoO00ogoo@oyooooogoboooooooooooDooood
gobooooboooboobooboooboooboobbooobboobOoobboooobboUobLDDoO

byooODO 1200000000000 K-TCNQUOOOOOOOODOODODOOOOOOoOooooooooooooo
gooooogoboobooooboobooboooboooooboboobbooobooboobboboobboobDbo
gooboboooooooooobooboooboboobooboboboobooboDoooboobobOboobbDbOOoDbOoo
goboooooooboooboooooboooobooboobobooobDoboobobDbOoobDoboobDoo
gooooboooboooboooobooooboogobboooooooboooboooobooboboobboUbbDDOboo
goboooooboboooooobooobooooo

000 140000000 0000600 BEDT-TTFOOOODODOODOOOOOOODODODOODOODOOOOO
goooooboobobooooboooooboooobooobbooboobobooobobbobobULobooo
gooooboobooobooboobooobooooboobooboooboogboobobobboOoobOoobDbooooDbDboo
c006000000DOODOO000ODDODODOOO0O00O0ODOODOODODOOODOOUODOODODOOODOOOODO
gboooboooboooooobbooooboobooobooobobooobDob oo oobobobooboDo
goooobooobooooboboobooooooooooobobOoboob0UbUoDboboboDODO
gooooooooooboooboobobbooobooboobooobboobboooboobbooobooo

did000Do000O0O0000O000O00oO00ooOo00ooo0ooO0ooooDooOoOoDUOoDOoOO0OoDoOoODOd
gobooobooboobobooooobooboooboobooooooooooobobboobDobobboUobDboo
gooooboboobobooboobooboboooboobooooboobboobobDobboboobobobo
goooobooooobobooooboooboobooobooooobooobbOobooogoboobobboooDbo
gobooooooobooboooobobobooobb

o000 0b0000oooooon



B-1)I0 00O

K. YONEMITSU and K. NASU, “Theory of Photoinduced Phase Transitions,” J. Phys. Soc. Jpn. 75, 011008 (8 pages)
(2006).

K. YONEMITSU, “Interchain Coupling Effects on Photoinduced Phase Transitions between Neutral and lonic Phases in an
Extended Hubbard Model with Alternating Potentials and an Electron-Lattice Coupling,” Phys. Rev. B 73, 155120 (7 pages)
(2006).

N. MAESHIMA, K. OKUNISHI, K. OKAMOTO, T. SAKAI and K. YONEMITSU, “Possibility of Field-Induced
Incommensurate Order in a Quasi-One-Dimensional Frustrated Spin System,” J. Phys.: Condens. Matter 18, 4819-4826
(2006).

N. MAESHIMA and K. YONEMITSU, “Dynamics of Photoexcited States in One-Dimensional Dimerized Mott Insulators,”
Phys. Rev. B 74, 155105 (11 pages) (2006).

B-2) 0 0000000000000
B. HULSEN, F. X. BRONOLD, H. FEHSKE and K. YONEMITSU, “Phase Diagram of the Excitonic Insulator,” Physica
B 378-380, 267-268 (2006).
K.YONEMITSU, “Interchain-Coupling Effects on Photoinduced Neutral-lonic Transition Dynamics in Mixed-Stack Charge-
Transfer Complexes,” J. Low Temp. Phys. 142, 499-502 (2006).

B-4) 0000
0o0o0o0poooooooooooooOoD0Coomobo0oobbo000booooDoooDomoogon
J000oooogooono 20060 30.

K.YONEMITSU and N. MAESHIMA, “Correlated Charge Transport through Mott-Insulator-Metal Interfaces,” International
Conference on Science and Technology of Synthetic Metals (ICSM2006), Dublin (Ireland), July 2006.

0000 pOoooooobooobO0o0ooooo0oooo0oooDbooobooooDooDDoooooooo
JoooooooDMmooooooooboooboooooobboboooDboooooo Jj20060 90 .
K.YONEMITSU, “Photoinduced Phase Transition Dynamics Depending on Correlations in Quasi-One-Dimensional Organic
Systems,” Universite de Rennes 1, Rennes (France), October 2006.

Y.YAMASHITA and K. YONEMITSU, “Quantum Paraelectricity near the Neutral-lonic Critical Point,” Universite de Rennes
1, Rennes (France), October 2006.

S. MIYASHITA and K. YONEMITSU, “Cooperative Effects of Electron Correlations and Lattice Distortions on Charge
Ordering in 1/4-Filled-Band Organic Salt, 6-(BEDT-TTF),RbZn(SCN),,” Universite de Rennes 1, Rennes (France), October
2006.
go0oopoDooobo00oooooooo0ooobooooboboooooUoooObooboooooDoooo
0o00oo0oooooo,/ooooono 20060 120.

gbobobooobooobogobi2:



B-7)DOOODOOOODOO

gooooooo
000000000000 D0(1996-97,198-2000).
000000000000 002000-01).
00000000000 000DO000000 D000 L(2003-04).
gooooon
0000000,/00007(1998-99).
Journal of the Physical Society of Japan, [0 O O O [(2006-0).

B-10)0C0OO0O0O

o)

00000MO000@O00000000000000000000,000000000000001(19970).
0000 (AN D0000000000000000000000000000 0119980 -19990 ).

0000 (CPO000000000000000000,0000000000000000 0120000 -20020 ).
0000 (CPO000000000000000000000000020030 20060 ).
00000MO000NO00000000000000000000000000000 00000120030 -2007
0).
00000O00MMNAREGIDOO0D0NOOCO0D0000000000000000000000 000002003
0 -20050 ).
0000000MO0000000000@O0000000000000000000(20060 -20070).

gbooooooobo
goooboobooooooooooboboooooooooob oo bbb obobooD oo
goooooboooooboboboobooooobobDooobbobbobobobboOboboooboooobboboo
gobooooooobbobooboobobbooooooboooobooobboboooooobobbobobobobObooUoo
gooooooooboboooobboooboboobobooooooooobooobboooboobboobobbobo
gooobobooooboooboboooboooobboboooboboobobobboobobobDobobbobooboooDo
gobooooboooobooboooboobooobbooooo oo obooobobobDOooo
goobooooobooobooobooobobooooooooooooooobobbbobooOboogboooo g
gooooboooooooooobooooobooobboboboooooboboonooooobooooo

1220 000000000000



	3-2　理論分子科学研究系
	分子基礎理論第一研究部門
	永瀬　茂（教授）

	分子基礎理論第二研究部門
	中村宏樹（教授（兼）
	信定克幸（助教授）

	分子基礎理論第三研究部門
	平田文男（教授）
	米満賢治（助教授）





