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States: Algorithms and Applications,” IMS, Okazaki, January 2016.

T. YANALI, “Computational quantum chemistry with an efficient many-electron theory: Theory and applications,” Pure and
Applied Chemistry International Conference (PACCON2016), BITEC, Bangkok (Thailand), February 2016.

T. YANAL “Advanced multireference theory based on density matrix renormalization group: theory and applications,” Theory
Seminar of Chemistry Department, Northwestern University, Evanston (U.S.A.), March 2016.

T. YANAL “Recent progress in multireference dynamic correlation methods based on density matrix renormalization group,”
The 251t ACS meeting, San Diego (U.S.A.), March 2016.

WH 5, [FEATHIRED ARBH LD LIRS IRES S I E R R |, 55 1 ORFHE b7y v R oA, Fv
YISAT FHRAR (RFa ) —2 7 L3R, 5UER, 2016 4F 5 7.

T. YANALI “CASPT2 theory with DMRG reference wavefunction,” The 8 Molecular Quantum Mechanics, Uppsala (Sweden),
June—July 2016.

T. YANAL, “Molecular electronic structure theory based on ab initio density matrix renormalization group,” Tensor Networks
and Quantum Many-Body Problems (TNQMP2016), ISSP, University of Tokyo, Kashiwa, July 2016.

T. YANAL “Molecular electronic structure theory based on ab initio density matrix renormalization group,” Theory Seminar
of Chemistry Department, University of Michigan, Ann Arbor (U.S.A.), July 2016.

T. YANALI, “Multireference theory based on density matrix renormalization group,” Theory and Applications of Computational
Chemistry 2016, Seattle (U.S.A.), August—September 2016.

WA 3%, [SEBFEOZSHEIRERE DS LU SIAEROR I EET ], M - it o KM FE L5 9 n]
B Y RD Y b FERRAAHE RAC S EEE S AR — L (RUORHEE v 278 2), 50T, 201645 10 H.

MEEFOEK 151



B-6)

B-7)

T. YANAI, Chemical Physics Letters Most Cited Paper 2003-2007 Award.

T. YANALI, The Wiley-International Journal of Quantum Chemistry Young Investigator Award (The 49™ Sanibel Symposium)
(2009).

T. YANALI, Laureate, International Academy of Quantum Molecular Science (2013).
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BPGESY  EARYIRL
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WFFEIG B OBENE & 3 70 R

STV b T4y a vzl DO—BEIEFHRIKED S 2 DO ZHIHFHEIREICS T B THY), R ybrE
OHEBAERTHN SN TV D, ZORKEFNT 22 & THERBEMOEELEIROM LD ME SN L 720,
T4 vy arORINRER T 550 FHEEOHEIICINT TEFEL DTNV —TIZ Lo TEAICIIREN TS, &
P SN2 Y 52 VFERON O ORBEE T EEIIZ LY, FFNIREIE— FABEED 7 1 v v a v #
BOFEFUCEE R EEZ R TTHREITRBE SN TS, LA L, EROZORTEIFHEERIC L 32T,
SFNEBAFE T 2ETFREDIES EORMIT Y > 8y BB BEICIAES ZE0RBISHYTH
overdamped 7' 7 VREIF-E T X o THIL &, 5 FPEEBI OB HI % % 01 L 7292 5 X otk I2 3o
TT74 v aryOFMHPITONTEIZ, ABIZETIE, 5 FAIRENC L5385 EOFLIRIC underdamped 77 7 HRE)
FETNEHNVSLZ LT, BERETNVEGHT =y OREMONNTT 1 v ¥ a Y RISDET VL ZEAR, 57TW
IRENE— K74 v 2 a VUED Y A F 37 A5 2 BB OWTRIT L 720 ABFZEOBERE T VI3 FERIC X
XYY VFERDT 4 v T oa LHE, MR, CRTE ORI — L v 2A0HFHERBATE TS,
COETNVOMNIZL > C, TEROHEGRINEOTHMER L) 7 4 v 3> DA F 37 A5 FPIREIE — FOIRE)
BUCHER\BUETH D L 2R LIz, $7, —EHERRRE L ZHERREMO ANV F—F v v 7, 5TFHIE
BIORBEOMEN ED L) MO L X127 1 v ¥ a Y ORISHEE D REL S D 22 HE L7z,

AT AR

Y. FUJIHASHI and A. ISHIZAKI, “Fluctuations in Electronic Energy Affecting Singlet Fission Dynamics and Mixing with
Charge-Transfer State: Quantum Dynamics Study,” J. Phys. Chem. Lett. 7, 363-369 (2016).

Y.FUJIHASHI, G. R. FLEMING and A. ISHIZAKI, “Influences of Quantum Mechanically Mixed Electronic and Vibrational
Pigment States in 2D Electronic Spectra of Photosynthetic Systems: Strong Electronic Coupling Cases,” J. Chin. Chem. Soc.
63, 49-56 (2016). (Invited)

K. SUN, Y. FUJIHASHI, A. ISHIZAKI and Y. ZHAOQ, “A Variational Master Equation Approach to Quantum Dynamics

with Off-Diagonal Coupling in a Sub-Ohmic Environment,” J. Chem. Phys. 144, 204106 (8 pages) (2016).

HBE&HEO TO Y —F 1 v T A
T.TERAMOTO, N. H. LEWIS, T. OLIVER, A. ISHIZAKI and G. R. FLEMING, “Revealing the Excited State Dynamics
of Betaine-30 Using Two-Dimensional Electronic-Vibrational Spectroscopy,” International Conference on Ultrafast Phenomena

(Ultrafast Phenomena 2016), paper UTu4A.3 (2016).
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RIBE(Z, [$E1 81— - ~—F 1 > - 7y FEZEFH - Theory of real-time quantum dissipative dynamics and its
application to photosynthetic light harvesting systems J, ZEERAHAE A KR, HOUERT-HIX, 2016 4F 11 H.
A. ISHIZAKI, “Interplays between quantum effects and dynamic fluctuations in photosynthetic light harvesting,” Workshop
of Quantum Simulation and Quantum Walks 2016, Prague (Czech), November 2016.
A.ISHIZAKI, “Interplays between quantum effects and dynamic fluctuations in photosynthetic light harvesting and application
to an organic photovoltaic system,” Indo-Japan Discussion Meeting on Frontiers in Molecular Spectroscopy: From Fundamentals
to Applications on Material Science and Biology, Indian Institute of Technology Kanpur, Kanpur (India), November 2016.
AIFE{Z, “Interplays between quantum effects and dynamic fluctuations in photosynthetic light harvesting,” [E|37 [EH = HFE
At , EHRT-UHIX, 2016 4F 10 A.
AIFE{Z, “Interplays between quantum effects and dynamic fluctuations in photosynthetic light harvesting,” BfLF=HFZERT, 1
T, 20164 9 .
AIBELZ, DEAEBOEHEARIIBT 50V F—188), BB AN EL &5 (737 2], B56HgTRFEATO
REDFR, THEREE, 5T, 2016 4F 8 H.
A. ISHIZAKI, “Quantum dynamics in photosynthetic light harvesting,” Solar Fuel Catalyst Workshop, Seoul National
University, Seoul (Korea), May 2016.
A.ISHIZAKI, “Effects of vibrational modes on 2D electronic spectra and energy transfer dynamics in photosynthetic systems,”
DOE Workshop on Optimal Coherence in Chemical and Biophysical Dynamics, Washington DC (U.S.A.), April 2016.
AUFEAZ, [45 1 O T-4%5h B = B« Skl B )7 Blae 2 2D OB AV ¥ —128) - a0 HEE AR O
WF7E), OARMRIAA AR 7 TIREROR &, HARSABER S, faTli, 2016 4F 3 A.
A.ISHIZAKI, “Quantum dynamics in photosynthetic light harvesting,” 7" OCARINA International Symposium, Osaka City
University, Osaka (Japan), March 2016.
AR, DEEBOERERIBT 2 AN F — - WY () 3I7 A - 8 FEIF PN E ] B S geiT,
1737117, 20164 3 1.
AISEZ, [BEfEtHE T2 1 37 ARG AT AN X —188) - BT HENDRR |, 78 B R
R, 20164F 2 .
A. ISHIZAKI, “Fluctuations in electronic energy affecting singlet fission dynamics and mixing with charge-transfer state:
Quantum dynamics study,” Pure and Applied Chemistry International Conference 2016 (PACCON2016), Bangkok (Thailand),
February 2016.
AIFEAZ, [EEEATE L5 1 537 A0 & £ ONE AT~ |, " LAy Wige s, KRBORAFERE Tt
FERk, BT, 2016 4F 2 1.

154 MRFEBOBTIK



B-6)

B-7)

B-8)

ZH, K

AlGE(=, 1 8MY— - ~—F 1> - 7y NE (2016).

A. ISHIZAKI, The Best Article Award 2016 of Journal of the Chinese Chemical Society (2016).
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NTU-IMS Faculty Exchange Meeting 55 A (2014).
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CHERRREAA, SAHRELS, KSR RS E O B
SCERRFE BBV ERN - SANTBORII e AT R A BRI JE £ > & — PR B (2015-).
Z 0t
The Netherlands Foundation for Fundamental Research on Matter, external reviewer (2013,2015).

Research Grant Council of Hong Kong, external reviewer (2012).

55 6 R TOXEOFHE 20 & [ A LB A DM — b I 8 L2857 |FERT (2016.8.22-25).

REFETOHR, %E

SRR E e, & B#E%, 2016 4F 4 H-20174E 3 /.
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BHIPEZ TR (A), DEABOLIE R B 2B T ANVF BB Y [ F 37 AL ZOBERHINED 5T Hiam ), AldE
(20134F-—20174F).

BHIPERIFEEBI A Y — N8R, DEAR T ANV T BB 5 1 537 ARG 55 2 SV BB L ZEOWT, A
IHFEE1~ (2012 4F 2013 4F).

Short-term Fellowship at Wissenschaftskolleg zu Berlin, “Bridging Quanta, Molecules, and Life: Theoretical investigation of
responsive and autonomous behaviors of molecular systems,” Akihito Ishizaki (2012-2013).
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I R/ OE & (34%) (2008 %6 A 1 BEME)

TR B, Ot s, BERRSE L, B LA

WHE RS
Fe A BE T IRRE R O B 58 £ BT @A~ OIS H]

TR ZETH B O MG & 3 7 R
B IGIREE A IITE 3 2 FiE L LC, EHEBIGET » ¥ vV (Complex Absorbing Potential, CAP) 235 { 427

CAP/SAC-CI # & BlgE L T\ %, ilt, T4 130 F D% E S A EH L V> smooth Voronoi K7 > 3 v )b % Fil
L7z SORT VI VERGDE, KM - FHFER CAP BT, HIBMIERHFMICE L T3 A— S K
WD, BEIGIHRETEL I L 2R Lz, S6I2, ZHMIIAD o 72iiED 7 T A8 — LB R TEIR % b D HiE
FIFHRBLR D IR E T & 5 2 & &7R L 72 20 CAP/SAC-CI %, DNA % RNA OFFEIEHEB LU 0#H
K, =PIV ROA Y = M) VERETSFOEFAINLEIREIEH L, B &BAXT MU LWREZ
52720 FRZ, BART AN F—IREZZT TR, LY ROWETFHRBRBIIOWTIFIRTEZ L 2R L. 85612,
LI IRAED though-bond AHEAFH OGS CEHE T - BEBEPUB T 2 F~— 7 FHEEER L 720
BEHPONALFIZ BT, KBS T OREIREL /v L7 ROG &, RIBST Ll & O TOETBEIC X
BIA T ALDTHRET HHEDD Y, A FUCORRERLFRELEQATL L. 20720, P ONLF T,
WEINE BB LIS A N = X LOMPEETH L, TOBIE LT, e Faxs I I VEEkEE LTHSNT
\»% N-hydroxypyridine-2(1H)-thione (N-HPT) {235\ CHALZ 7% OH 7 3 H IVIREERUGR & Y6 A A+ LB 2S5 &S
5%, PCM SAC-CLIEIZ L 2= FALFARECTHL I L7z, UGS LTI, FRZ AV F— 0 nrx IREEIZFhiE
SNT253FH%, OH fRBED SUGHER i o 72 nt & o IRREM COMSASE% #8C BRI OR T > 2 v VAV F—
MIZBATT Bo SHICHERICIRIEE OMSERRELEFET, TV W INVRIOMEEERD A~ FISHHEITS 52 &2 B L 720
HPERMHC BV TR B~ LRI RGN X0, Sl L 1 & AALROSD A L) 5 2 EnvRdniz, ZORHE
FHE, BRRREEMCBIT 5% OIS HTIETH %,

CaloRy 7 - 70—T70FEBREHIILT, P vF A= FFER (p-MMC, p-MEC) DEEMEM S A+ 3 7 A2
DWTHIZEL 720 Sy EIREE (‘) 25 ZERPEOIEMEER L RMZZELRE T, T K Crr) F THRIT 54
xS AN L720 SACCL % VT, Ry 7 70— T EBCHHT 5 1 + ALIREEOFIREEICB L CHE %47 -
720 iz, Av T x A= arEHIBMLAVEANFY TS L ORIFRRREEIZ OV TEMIZIIT 217V, o iRIZ X -
THRILARY MUK ELZALT BERAH SIS L7z BRI, 800 WL, Aol Ei_fgEaxs b
WMZOWT, FHEIREICE L Ta ¥y v A7 ¥ Mgz irv, BHllE N ART MV OREMZIGE 2175720 EH#HA
¥ T L ORHRREEE T L, BHRIRED ot - n AL 2L, RO R MDA X 2 IREOH AR
R BERIIZI S AT L7z,

FEAS— R Cd 2 BTG - /X7 2 A G SRR AL, S|IRT C-ClLHAE R T %0 ZOREOH R
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BOXNZ AL EHLT2o REIETIE, Y AFVERIVAT I FDLOKRFBEHIDERERTHY, Ko T2nL7zk
FRBHCL o TBBRENPLENT IEREIEON, T2, REYN) v 2 ATHIES T OWES T
(Ethylpyrrolidone, EP) &K1 B&7 TAY —D5TIalb—2a yET0 RIEO 5 A F 3 7 AW THE L7z,
E&7 I AY— L EP AT LOMEMERZ, Ko FLOMEERLD QNZ EA5, EP AEHEINICY T A% —FKHIZ
WS DGR, WAL AE HHT AV F —0 EP IRERGEEHO MLz, $72, BESAEEDS,
79 AL —RETIIKGFIKERHELY PT =7 2L TWV5%%, EP S EREOY AL, Bk F— D7
L7eKGF030 5 A8 =L, BUBICERITH DI LR LMLz,

AT A

K. YAMAZAK]I, Y. MIYAZAKI, Y. HARABUCHI, T. TAKETSUGU, S. MAEDA, Y. INOKUCHI, S. KINOSHITA,
M. SUMIDA, Y. ONITSUKA, H. KOHGUCHI, M. EHARA and T. EBATA, “Multi-Step Intersystem Crossing Pathways
in Cinnamate-based UV-B Sunscreens,” J. Phys. Chem. Lett. 7, 4001-4007 (2016).

P. ZHAO, X. ZHAO and M. EHARA, “Regioselectivity of Sc,C,@ C3,(8)-Cgy: Role of the Sumanene-Type Hexagon in
Diels—Alder Reaction,” J. Org. Chem. 81, 8169-8174 (2016).

W.-J. GUAN, P. ZHAO, Q.-Z. LI, S. NAGASE, M. EHARA and X. ZHAO, “Sc3N@ (C(39715)-Cg,: A Missing Isomer
Linked to ScsN@(C,,(39718)-Cg; by a Single Step Stone-Wales Transformation,” RSC Adv. 6, 75588-75593 (2016).
A.GUPTA, B. BOEKFA, H. SAKURAI, M. EHARA and U. DEVA PRIYAKUMAR, “Structure, Interaction and Dynamics
of Au/Pd Bimetallic Nanoalloys Dispersed in Ethylpyrrolidone, Monomeric Moiety of Polyvinylpyrrolidone (PVP),” J. Phys.
Chem. C 120, 17454-17464 (2016).

Y. KANAZAWA, H. TSUJI, M. EHARA, R. FUKUDA, D. L. CASHER, K. TAMAO, H. NAKATSUJI and J. MICHL,
“Electronic Transitions in Confomationally Controlled Peralkylated Hexasilanes,” ChemPhysChem 19, 3010-3022 (2016).
J. MEEPRASERT, S. NAMUANGRUK, B. BOEKFA, R. N. DHITAL, H. SAKURAI and M. EHARA, “Mechanism of
Ullmann Coupling Reaction of Chloroarene on Au/Pd Alloy Nanocluster: A DFT Study,” Organometallics 35, 1192-1201
(2016).

R. FUKUDA and M. EHARA, “Electronic Excitation and Ionization Behavior of N-hydroxypyridine-2(1H)-thione and its
Deprotonated Anion in a Polarizable Medium Studied Using Quantum Chemical Computations,” Theor. Chem. Acc. 135, 105
(9 pages) (2016).

S. GURTU, S. RAL, M. EHARA and U. DEVA PRIYAKUMAR, “Ability of Density Functional Theory Methods to
Accurately Model the Reaction Energy Pathways of the Oxidation of CO on Gold Cluster: A Benchmark Study,” Theor. Chem.
Acc. 135, 93 (12 pages) (2016).

Y. KANAZAWA, M. EHARA and T. SOMMERFELD, “Low-Lying n* Resonances of Standard and Rare DNA or RNA
Bases Studied by the Projected CAP/SAC-CI Method,” J. Phys. Chem. A 120, 1545-1553 (2016).

R. ZHAO, Y. GUO, P. ZHAO, M. EHARA, S. NAGASE and X. ZHAO, “Warning to Theoretical Structure Elucidation
of EndoHedral Metallofullerenes,” J. Phys. Chem. C 120, 1275-1283 (2016).

M. EHARA, R. FUKUDA and T. SOMMERFELD, “Projected CAP/SAC-CI Method with Smooth Voronoi Potential for

Calculating Resonance States,” J. Comput. Chem. 37, 242-249 (2016).
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S. NAMUANGRUK, S. JUNGSUTTIWONG, N. KUNGWAN, V. PROMARAK, T. SUDYOADSUK, B. JANSANG
and M. EHARA, “Coumarin-Based Donor-7nt-Acceptor Organic Dyes for a Dye-Sensitized Solar Cell: Photophysical Properties
and Electron Injection Mechanism,” Theor. Chem. Acc. 135, 14 (13 pages) (2015). (special issue on Health & Energy from

the Sun: a Computational Perspective)

R. FUKUDA and M. EHARA, “Electronic Excitation of Molecules in Solution Calculated Using the SAC-CI Method in the
Polarizable Continuum Model,” AIP Conf. Proc. (ICCMSE 2015) 1702, 090012 (2015).
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M. EHARA, “Recent Progress in PCM SAC-CI and CAP/SAC-CI,” The 15" Theoretical Chemistry Symposium (TCS),
Hyderabad (India), December 2016.

M. EHARA, “Charge Transfer Excitations Studied by the SAC-CI Method,” International Workshop on Excited States in
Complex Systems (ESCS 2016), Paris (France), November 2016.

M. EHARA, “Element Strategy for Catalysts and Batteries,” Southeastern Louisiana University, Hammond (U.S.A.), October
2016.

M. EHARA, “Relevance of Interface Region in Supported Nanocluster Catalysts,” EMN Meeting on Computation and Theory
Energy Materials Nanotechnology, Las Vegas (U.S.A.), October 2016.

M. EHARA, “Recent Developments and Applications of SAC-CI,” Theory and Applications of Computational Chemistry
(TACC2016), Seattle (U.S.A.), August—September 2016.

M. EHARA, “Electronic Resonance States Studied by CAP/SAC-CL,” ISTCP IX 2016 Conference, Grand Forks (U.S.A.),
July 2016.

M. EHARA, “DFT Study on Nanocluster and Heterogeneous Catalysts,” International Symposium on Novel Chemistry and
Engineering, VISTEC, Rayong (Thailand), June 2016.

M. EHARA, “Photocatalysis on Metal Oxides: DFT study,” Ninth International Congress for Innovation in Chemistry
(PERCH-CIC Congress IX), Pattaya (Thailand), June 2016.
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ZH, K
JLIFIETE, APATCC (Asia-Pacific Association of Theoretical & Computational Chemists) Pople Medal (2009).
JLJEIET#E, QSCP (Quantum Systems in Chemistry and Physics) Promising Scientist Award of CMOA (Centre de Mecanique
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il 2 SR 0 T AR e RS AR R H (2015-).
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XII™ International Congress of Quantum Chemistry, Kyoto, Japan, Local Committee Member (2006).
VII™" Congress of International Society for Theoretical Chemical Physics, Organization Committee (2008).
5 31l TR AR R R FEATR A (2009).
The V" Japan-Czech-Slovakia (JCS) Symposium on Theoretical Chemistry, Nara, Japan, Vice President, Organization
Committee (2012-2013).
Charge Transfer Modeling in Chemistry: New Methods and Solutions for a Long-Standing Problem, Paris, France,
Organization Committee (2014-2015).
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Japan-France-Spain Joint-Symposium on Theoretical and Computational Science of Complex Systems, Local Committee
(2016).
5 3 L A BUGH R 2% 2017 94722 8 (2016-2017).
SCERRREAAE, SARERELS, RS R R EOZ B S
HA AR SR A E R R B R H MR E (2012-2013).
Journal of Computational Chemistry, Editor (2012-).
Theoretical Chemistry Accounts, Editorial Board (2015-).
Theoretical Chemistry Accounts, Special Issue of Charge Transfer Modeling in Chemistry, Guest Editor (2015-2016).
The Chemical Record, Editorial Board (2015-).
The Chemical Record, Special Issue of “Challenges in Catalysis: From Theory to Experiment,” Guest Editor (2015-2016).
Z DAt
TCREME T Y = 7 M EEREFGETRREDA 2 =T VA XD - WO TTREIEIIE ] B RV —T
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V3al—va LB TARRHAIIBIT AR L e R R BR %R (2016).
w1 27— 27 —VHFE A (2011-2016).
SHEWERE AME R = T A4 )= a VA MBI E BAZE (2015-2016).
KMRF AT I2L—2ary 7 by TOBIGERS - /fE Y 7 MEY (2008-2011).
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