HIREA FIRILXT—RORIL - R - KBTI RILT—

HORERRE X H 8

2. BEZICHITHOE - RRI—F K
(MOERE
No.|BELI-HE (BEREE) REERS KRB ($REE5) SR LI AR R REER
‘eme o e Rk T L RAMNREIERFRES IRV —DOEHEL
1| B FEANXROBIL TR — KBTI F— R =8[BI, TR-EE, FBOTRERE GO 2016437 Em
o 5 1B2M AR RO L
- 1 e M2 S Ty B - RAMN T IEARBES IRV —DEHEL
2 | DIl ARAIRARB L ORRRIHT S Bt e flit, TR B, AROFRREEHON 2016437 =y
i ” 5 IFE2M AR RO L
RAMNRIEAFRES IRILXF—DEEL
3 (BT -FAF g A B, Zi#- BTk, FIROFHREBEEMOR 201643R EN
FIFE2R AR VRO L
Black—box, highly accurate approach to dynamic and static Takashi Tsuchimochi, ACS 251st National Meeting, San Diego,
4 electron correlation based on spin projection Seiichiro Ten—no California, USA. 2016%3R )
5 |NTChem: Quantum Chemistry on K Computer T. Nakajima 12th ICCMSE 2016, Athens 20164534 E 4t
6 [{LERESDEFILE l=15- PN TR2IEE StEMERFEESFT— W& 20164E3 8 EN
. rTREN EICH, CMSI, RRAMNRE AiRrE5-6- T8
7 [NTChem: F FHRZHEY I YT huskEA B EHES A ST \2016, BE 20164F2 EX
. . 7th Asia—Pacific Conference on Theoretical &
8 |Recent Progress in NTChem T. Nakajima Computational Chemistry, Taiwan 2016418 E 4t
9 |HavEL—4ERL-ERS FHEHE chUgHE A BEARTAFRRFHARLERILS 201641 A Er
NTChem: A high—performance software package for molecular .
10 electronic structure calculation T. Nakajima PACIFICHEM2015, Honolulu 20155128 E 4t
1 |2 FRZHEY IR I T7INTChem] FRIBEEA ;f@?”’;xlf_”’?ﬁi%#ﬁ%% i 201545118 E3]]
o a NFHARSE BRAEIFRET—ay
12 [NTChem&HBRYHR#I) F 25 IR J HEEL =L —Sa DR, G 2015510 Sl
13 | TRV — TR R OEREH LS WS- EFEFORAOER- AR WHRO 2016438 B

EFIEIIalL—i3ay -




Energy Alignment of Frontier Orbitals and Suppression of

K. Nishimura, M. Fujii,

14 | Charge Recombinations in P3HT/SWNT R. Jono, and 12th 1CCMSE 201643 =%
Koichi Yamashita
15 Energy Alignment of Frontier Orbitals and Suppression of K. lehljura, M'dFuJ”’ The Seventh Asia—Pacific Conference of 201641 B =4t
Charge Recombinations in P3BHT/SWNT L ono, an ) Theoretical and Computational Chemistry
Koichi Yamashita
. . ) . ) . PACIFICHEM
16 Carr!er Dynamics of Organic-Inorganic Metal Halide Perovskite Koichi Yamashita Photocatalysis and Charge Transfer at 20154128 E 4}
Semiconductors .
Interfaces and Nanomaterials
. . o . . . ICIQ-FIFC Spain—Japan Joint Symposium
17 Carr!er Dynamics of Organic-Inorganic Metal Halide Perovskite Koichi Yamashita on Theoretical and Computational Chemistry 20154118 E 4t
Semiconductors
of Complex Systems
18 Carr!er Dynamics of Organic—Inorganic Metal Halide Perovskite Koichi Yamashita JCS-2015 Symposium 20154108 =4t
Semiconductors
‘ T REREEABEES RO TL
19 | EBRKREEND ITRIILF—EHRBIEOEMRET A IREREEAEEROBMERE~KRE 2015%9H Er
RO EHE~ |
20 |HAETORFEFVITBET (IR IWTFR— FIEHFRFHRR 2015%9H EMR
] ) DURT ) LT HEBEMAROTZACNKIEE
21 (HHRETORFREYITHHT(FTIVR TR~ MOBRESEDRE | ) 2015479 ]
FE76MCAMBEEESMNSEMBER
Carrier Dynamics of Organic—Inorganic Metal Halide Perovskite - . CECAM workshop on Perovskite solar cells:
22 Semiconductors Koichi Yamashita the quest for a theoretical description 201548 H &5
Carrier Dynamics of Organic-Inorganic Metal Halide Perovskite . . Gordon Research Conferences “Dynamics at
23 Semiconductors Koichi Yamashita Surfaces” 2015488 E4h
Carrier Dynamics of Organic-Inorganic Metal Halide Perovskite . . .
24 Semiconductors Koichi Yamashita 9th Ultrafast Surface Dynamics 2015458 E 4t
CECAM workshop “Charge Transfer Modeling
Carrier Dynamics of Organic—Inorganic Metal Halide Perovskite - . in Chemistry:
25 Semiconductors Koichi Yamashita New methods and solutions for a long— 2015545 &5t
standing problem
(QRRA—FFK
= = = - SN BIF: 555
No. [SEELIFE (RREE) ERERS SRS (2248%) SR LI AR R REER
. L . . . . RAMFIERRES TRIILF—DENEY
1 Black—box description of electron correlation for strongly Takashi Tsuchimochi, Bl T ER. FIROHERBEHON 201643 8 =i

correlated systems: an efficient way

Seiichiro Ten—no

FIE2B VAL ROIL




FE2ETREE T O MRS ALY

ax § ° 3 l‘\ = =L ~ oN —
2 |DFEHEYITRIITNTChemDEAFKEE XD FADEA FIgHEA S KRR S E e~ A L, B 2016411 EHX O
PIBFER
R _ - E] R 71 g St v
No. [RELIRR (REME) RRERS RELIST (F2ES) RLIE AR R BEER
Al
Stochastic Wavefunction Methods in Quantum
Model space quantum Monte Carlo method for degenerate and P _ Chemistry, Electronic Structure Theory and
1 quasi—degenerate electronic states Seiichiro Ten-no Condensed Matter Physics, Lausanne 201544 R &5 O
(CECAM HQ EPFL) Switzerland.
Model space quantum Monte Carlo method for degenerate and - _ Recent advances in electronic structure
2 quasi—degenerate electronic states Seiichiro Ten-no theory (RAEST2015), Nanjing, China. 201546 &5 O
. .. Hylleraas Symposium, the Norwegian
The impact of explicitly correlated F12 theory on modern - _ )
3 electronic structure caloulations Seiichiro Ten—no Academy of Science and Letters, Oslo, 20154118 E 4t O
Norway
Advances in Quantum Monte Carlo, The 2015
Model space quantum Monte Carlo method for degenerate and - _ International Chemical Congress of Pacific
4 quasi—degenerate electronic states Seiichiro Ten-no Basin Societies (Pacifichem), Honolulu, 20155 12H &5 O
Hawaii, USA.
the Seventh Asia—Pacific Conference of
5 |Model space quantum Monte Carlo: Theory and applications Seiichiro Ten—no Theoretical and Computational Chemistry 2016418 E 4t O
pace d ' v PP (APCTCC 7), January 25 - 28 (2016)
Kaohsiung, Taiwan.
Kobe workshop for material design on strongly
Model space quantum Monte Carlo: An effective Hamiltonian - _ correlated electrons in molecules and
6 approach for electronic structures Seiichiro Ten-no materials, RIKEN Advanced Institute for 2016%2H &5 O
Computational Science (AICS).
7 | “NTChem: Quantum Chemistry on K Computer” Takahito Nakajima 12th ICCMSE 2016 2016438 [ESP)Y O

HIREB: IR —DEBR- T —ERITRILTX—

HIRERERE LB B

2. FREICBTHOE-RRI—FEX




(HOERE

. BB B .18 5 A4 - ER - EiE *Eﬁg%;ﬁ
No. & LI-RR (R%RREB) HRREKA HER LG (2L4%) R LI O3 = (OF@A)
Sy S o B e . B RRAMN R IE A RES T RIILF—DENEY
| | gL —OEARLGRAIL, Tk - BH. MAOHRE R B, TR, IR OFREERA DR 2016438 B
BEMORKE | £@FE St 125 0 [HABAS, Ao Ly
y SE B r _MIE . B2 _ e % #{’XFF:‘#':JE%E%E5FI*)L#—0)E§7J$§
2 (2798 ame | CRR R - BRI B Al TR, FIRO LD 2016437 =
o %1 E2E AR LRI L
—_ oo P S S . RRAMNFIE S REES T RIILF—DENEY
g [7REB WAEH (KR PRIVE2—FIC@IFLY = Ef B, TR B, AR OFREERAOR 2016438 B
7 b = 7MODYLASDBH | R FE AR RS I
First-Principles Investigation on Oxide 5
4 |Cathode/Sulfide Electrolyte Interfaces in All-Solid- %ifégiﬁgﬁmuég%jﬁfgﬁ 2 10EGREENS VAR & Ly 2015466 8 B
State Li-lon Batteries = N ==
5 First-Principles Investigation of LiCoO ,/Sulfide HFILE., #UBEAER. IEe gth Intern3t+onﬁl (llonfe;ence on 2015/10/19-2015/10/21 E
Interfaces for All-Solid-State Li-Ion Batteries SHEME, fELER AdSangégnSnggicse(ZS?ZC(—)ggl or
LEAREMIZH 1T HLiCo0, EB/FRILMEMERTDCoILER | FLFE., #ILUBEKER., . - siza _
O |-y sy —mmity BENA, mlEy (FOEEROT=I XGRS 2018/11/25-2018/11/21 =P
ROTRAA FPREEHERMELTOIDEBAFILT FILiHE., LXK, - . —— ~
7 ‘/:E:'?.Ao)ﬁﬁfti*ﬁiﬁ&%?%ﬁ %*Lis ﬁﬁlllﬁ::l'#] %35@%@*—}##{‘“:1?/&% 2015/1 2/1 2015/12/3 EW
ROTRAA P REBMARINBHEOA + U InEEED FILE., shLBEARR. o . .
8 |z mmate S MELEH  |PAMERRZTEERAR 2016/3/19-2016/3/22 Er
DFT study on surface and interface states of " . . .
P ; fEILER, FILE, International Conference on Hybrid and
9 |{eragona) SHONSPDIS for understanding interfacial g87l5t, #MILEAES  |Organic Photovoltaics (HOPVIS) 2015/05/10 - 2015/05/15 E5
DFT-MD study on highly concentrated Li-salt " Workshop on Materials Science for _
10 electrolyte: A new class of electrolyte for batteries BEILEER, HlLEARS Energy Storage 2015/05/11-2015/05/15 E5
£E-Ce0,RAMRITH 1T HKKE - RBEICET HE—REE fEILEER, Lucie . . .
1 g Szabern Stotane Fabris | 116EIARIRE % 2015/09/16-2015/09/18 Er
Tio,RE LICH T BRu/squaraineBR & LIEENEDE— | KAEN. #HILEAB. | s za _
12 EESH B st Rl FIR D FREHRS 2015/09/16-2015/09/19 ER
First-principles study of Li-ion diffusion mechanism | #ilLUEEABR. ILEME. - _
131in highly concentrated Li-salt electrolyte WWEAZEX. fEILER 228th ECS Meeting 2015/10/11-2015/10/15 =%
F—RENFIHAEEFAVEEREERRIZES TSI | #MLUEKE., WABE. |« o =4sa _
14 T)?}E’é&)‘ﬁ:on)ﬁﬁﬁﬂ IJJE;E*\ ﬁEu—”iﬁ"’] %56@%/&1:‘]’1:%% 2015/11/11 2015/11/13 EW
S — R S rh IR, GAE—,
15 [ZXEREBEEIST SERRRAEMN SED BYAR gmsss purushothan |518MERILE MBS 2015%5 Gl

BOERMTAR

Uppula, RFE IEfE




Theoretical Analysis of the Electron Injection Rate

The 6th JCS (Japan-Czech-Slovakia)

16 in the Dye-Sensitized Solar Cells Koji Yasuda Symposium on Theoretical Chemistry 20154810A E5
. == JEE T (- s o FR#E, Purushotham
17 g;%g;%%@gglﬁzgﬁf*ﬁrﬁﬁ (SEDHE%E}“-ﬁ?éFEC:Z& Uppula, %56@%5&%1’%% 20154118 i
* - aff Fa ﬁ%* EE_Y EE] IEB&
Additive Effect of Difluoroethylene Carbonate for the Purushotham Uppula, ek
18 |Solid Electrolyte Ineterphase Film Formation in prepes EIEKJ)DIE@ FEH6EIE M RE 201511 A ERN
Sodium-Ion Batteries: A Computational Chemical Study
Computational Molecular Technology towards Seventh Asia-Pacific Conference of
19 |Macroscopic Chemical Phenomena: Molecular Control of Masataka Nagaoka Theoretical and Computational 2016514 E 4t
Complex Chemical Reactions, Stereospecificity and Chemistry (APGTCC7)
20 |EEZEBEREICSTRIENATUVIL HHEIT - REER - FAHE |F9ESFIalL—aVvitke 2015118 BN
— — — . BRI, MOER,
21 |BATOWEMRIL: RV TFLVBEOERT S| gy wicy, BB (BVEHFLI2L—va iR 20154128 =
5, [
(QRRA—FFE
. 70 44 S e
No. [ LE-mE (HRER) REERE BELLBTF (2RE8%) $% LI-B BN - B | BT
D Al (O%&EA)
First-principles simulations of water dissociation . . 114th General Assembly of the German
1 |and adsorption of OH groups under a G104 molecule on Xmﬁsﬁi;“,lﬁﬁﬁﬂm%%itﬁ& Bunsen Society for Physical Chemistry 2015458 09N
Pt (322) stepped surface o3 it RaY (Ry L)
Electrode - electrolyte interface under controlled L 3 ARAY (B - E2NRRFvY) 5
2 chemical potential BE € Psi-K 2015 congress 201549 &
Space—Charge Layer Effect at Interfaces of Oxide 5
3 |Cathode/Buffer Layer/Sulfide Electrolyte in All- i”ié&;ﬁgmfﬁf?% Psi—k 2015 Conference 2015/9/6-2015/9/10 =4
Solid-State Lithium-Ion Battery =1 N ="
First-Principles Study of LiCo0,/Sulfide Interfaces FILE., sUBEAER. sonogess
4 lfor Solid-Dtate Li-Ion Batteries sEAs, mlEy WA ZYRYTL 20155108 EA
5 %-ﬁ@iﬁ%ﬁhtU?#A4T>:&%ﬂE@Eﬁﬁi%m%,ﬁm&ﬁ,*ﬁﬂgﬂﬁwmm% sa 20154108 ER
FEOHAR G
First-Principles Investigation of Oxide | F2EFEIL K &GREENER Y ViR L
6 Cathode/Sulfide Electrolyte Interfaces FILH (The 11th GREEN Sympos ium) 201548107 En
Oxide Cathode/Sulfide Electrolyte Interfaces in All- P The 18th Asian Workshop on First-
7 |Solid-State Li-Ion Batteries: A First-Principles FILE. HLEAR. Principles Electronic Structure 2015/11/25-2015/11/217 ERN

Investigation

EEMM, fELER

Calculations




Co—sensitizer effect of black (N749) dye by DFT

FEILEER, KAENT,

International Conference on Hybrid and

8 [molecular dynamics investigations of Ti0,(101)/black BN E, @i, ; X 2015/05/10-2015/05/13 E 4t
dye/acetonitrile interfaces #hLIEEKER Organic Photovoltaics (HOPVI)
A novel Double-QM/MM method for donor-acceptor fEIL{ER, Zdenek Futera, |5 : .
9 electron transfer in solution 4L BB A BB Psi-k 2015 Conference 2015/09/06-2015/09/10 E 4
Formation Processes of Solid Electrolyte Interphase EILEER, BB, o _
10 |at Electrode Interfaces in Lithium-Ion Battery HILEEARER, BHEpsEE¥ Psi—k 2015 Gonference 2015/09/06-2015/09/10 5t
Density Functional Theory Investigation of Co- B . .
poy Tl i ; ° o SEN. #MILUEBAES. [nternational Conference on Hybrid and .
11 ggT::zgziT|n Effect in Ru/Organic Dye-Sensitized s, L Organic Photovoltaics 2015/05/10-2015/05/13 E 4
N = I g 5 H 7o L ‘b =ShAs F| 2h
12 |EREBABERC ST SR/ AREERE ROk mEng| MR MIEAL. (MR HIMESS REMILREHT)  2015/06/24-2015/06/26 al
DFT study of the effect of cosensitization with Ru RKEEN. #HLUBKES., |MANA-RSC symposium: Materials for ~
13 {and squaraine dye on a Ti0, surface Balot. SEUER Energy Generation and Storage 2015/10/15-2015/10/16 E™
Density functional theory investigation of Ru/organic PN
application N
DFT-MD study of highly concentrated Li-salt
15 |electrolyte for electrochemically stable and fast- #h L BE K BR PSI-K 2015 CONFERENCE 2015/09/06-2015/09/10 =4t
charging lithium-ion batteries
DFT-MD study of highly concentrated Li-salt - The 18th Asian Workshop on First-
16 |electrolyte for electrochemically stable and fast- *mﬁﬁjéi ﬁuéﬁﬁi Principles Electronic Structure 2015/11/09-2015/11/11 ERN
charging Li-ion batteries FAR =" Calculations
BERAFHLUEREDRICEDCHERELr BAOERE| K BIE, KA B, | DY ON
17 g l]\Eﬁ EEH, *-II}-F ﬁta %18@E2um1t%nfuﬁﬁ 2015ﬂ£5ﬁ EW
The satellite symposium of
. David Sulzer, Satoru International Congress of Quantum
1g | oward Inprovement of DSSG through Galculation of Luchi. Chemistry 2015: Novel computational 201546 =4
Koji Yasuda methods for quantitative electronic
structure calculations
= = = (52 =
19 |BHRARELRTF O HOFEHLEEOBRES SRS, BEER \somsruenns 2015497 P
BERIRIILX—METICED MK EERIC K Dbeta- Tk BEX, HFH B, | TN
20 Iactamiﬁﬁﬁg}immfggﬁmﬁﬂ% Eg EEH %9@%?*‘]’%:!#1:“33 2015ﬂ£gﬁ EW
. . . . David Sulzer, Satoru ‘ .
21 Theoretical Analysis of the Electron Injection Rate luchi, International Symposium on EcoTopia 20154118 =5t

in the Dye-Sensitized Solar Cells

Koji Yasuda

Science 2015




Additive Effect of Difluoroethylene Carbonate on the
Solid Electrolyte Ineterphase Film Formation in

Purushotham Uppula,

Seventh Asia-Pacific Conference of

22 . Lo . . Norio Takenaka, Theoretical and Computational 2016418 E 4}
Sodium-Ion Batteries: A Quantum Chemical and Hybrid .
MC/MD Simulation Study Masataka Nagaoka Chemistry (APGTCC7)
Yoshimichi Andoh,
Noriyuki Yoshii, Kazushi
A HIGHLY PARALLELIZED GENERAL-PURPOSE MOLECULAR Fujimoto, Hidekazu The 2015 Conference on Foundations of
23 |[DYNAMICS SIMULATION PROGRAM, MODYLAS, AND ITS Kojima, Atsushi Yamada, |Molecular Modeling and Simulation 2015478 E 4t
APPLICATION TO LARGE-SCALE SYSTEMS Kensuke Iwahashi, (FOMMS2015)
Fumiyasu Mizutani
and Susumu Okazaki
= 4= - = = /\ ale L g AL n ° = « HE%B%‘&, ﬁ$$ﬂi, EF'iE
24 [ETILEHTIS S SFRUBITRILLRANROAT ¥ Hi, BREFEE S VKT L 20154108 =
7 R AE, I E
= o e . e 4o =\ s | ERK, mAmL, i
25 |2 LOMBMEL : KU TF L2 OUMKT > 2w L ET %2 BOERFLTaL— 3 UithE 20154118 E
’* WL, EEKS,
SLEAMD v 7 k> = 7MODYLAS DEAML RHEEM, SHET B s = s, o, Eaza
26 MPI 7DtZﬁ:‘%UJ’S&U%ZKt)Lﬁ%U'\O)?E?E ﬁ %29@%;/ Talb—v3 /nd’nlﬁ]% 2015£ﬁ1 1 A IEIW
— 7= o e o
27 |[BESEBEMEICETEIENT YL SR, REER B8 gmsro a3tz 20156127 B
RBFER
No. |63 LM (REME) REEEL % LB (224%) 565 LB BN - EiR | BT
D Al (O%&EA)
Electrochemical systems simulated by First-principles AN .. : <
1 |molecular KAE R T2 BRAAT ) 2015498 ot o
dynamics simulations g
Bias Potential Controlled First-Principles P XE (7zx=vIR) 5
2 Calculations in Batteries and Energy Storage Devices rBR 228th ECS Meeting 2015510R B O
Electrochemical interface from ab initio molecular LB KE (7x=vIR) N
3 dynamics simulation BE £ MRS2016 Spring meeting 20164:3R B O
LIB OB ETRIE. BBEE. 414 i8I 5E— o+ BERIEERAEYIaL—arvarvy—>
4 lmEEry Jo—7 BRI F LB URIY A 201545 Sl o
DFT-MD Simulations Reveal Novel Mechanisms of R
5 Electrolyte and Electrode Interface in Li-ion Battery BB L e MOST-NIMS Workshop 2015/04/21 - 2015/04/23 En O




BEE HELERICLP2EBEHMM

6 |VFILMAVENEE—ERERTOE—REFENR fELLEER % | 2015548 ERN
DFT study on surface and interface states of

7 |tetragonal CH3NH3PbI3 for understanding interfacial fELLER %1 0[E NIMS GREENS VA RTH A 2015466 A E3f
charge transfer

8 |E#ERE - BILER - ERIEEREDOFE—REFHE £E L4 = EHEN FHEEFOREDFER 2015/08/17-2015/08/21 ERN
Surface termination & ion migration of perovskite CEGAM workshop: Perovskite solar

9 |naterials fELLER cells: the quest for a theoretical 2015/08/25-2015/08/27 E 4

description

Lithium space-charge layer at interfaces between
oxide cathode and sulfide electrolyte for interfacial o The 11th Pacific Rim Conference of .

10 resistance in all solid state lithium ion battery: A fE Lt Ceramic Societies (PACRIM11) 2015/08/30-2015/09/04 E5
DFT simulation study

[s=F— =h S, = —_ ~ S N9

1 | B R B T R A O 3 — FURE AR BEILEE M BMEFRE S ab—rayayy—> 2015497 =
DFT-MD Study on Formation Processes of Solid N A .

12 |[Electrolyte Interphase at Negative Electrode L MANA-RSC symposium: Materials for 2015/10/04-2015/10/09 =5t

. e Energy Generation and Storage

Interfaces in Lithium-Ion Battery

13 |B—FER IS RE - REOHERE BRI ARgRD—Y Y3y 7 NISFE FoE 20154107 El
DFT samplings reveal atomistic mechanisms in L

X S . MANA-RSC symposium: Materials for _

14 g;iiz:slyte and at electrode interface in Li-ion fEILEE® Energy Generation and Storage 2015/10/15-2015/10/16 ERN

15 |[DARERGI-ET SB-REHET IO —F  BRER BRI ¥ 6EMHZ - REHEETHRS 20154123 =
Semiconductor-water interfaces investigated by first - . 5

16 principles calculations of boron doped diamond BRI Pacifichem2015 2015/12/15-2015/12/20 =5
Elucidation of complicated reactions around - e 5

17 electrolyte - electrode interfaces in Li-ion battery SRLLEEH Pacifichem2015 2015/12/15-2015/12/20 =%
[R] CREVFOLAAVEMOERBRNERIE FiR . . _= o

18%ﬁﬁ®ﬁﬁtﬁﬁf L BE A BB E29HICAMN T + — 5 L Kfl= 2015118 BN
= - EA-=N = 47 - a7 . -y BASHA LSS = > N S,

19rmjémth%#A4¢/%&®%m&&mmﬁ.v 1L BB A BB BUREMEES 2 TS4E—a vy 2016438 E

TUFLX - A2 THIT 49 RITEBHBIRERICAITT

RO L

HIREC: IRNF— BEROAHFA—FEIRILF—

2. %

YIRERERE H Fgt
2FITHTHOE - RRE—FK

(HOEERR




No. | & LI-FER (%HEE) REEES BELIBH (22E%) sxL1-EH AR R REER
E:T & % —eETRLE— RAMNRIERRES IRILF—DEHER
1 ;Zﬁ%grf_?“’# HROBHFE — £FLHNF— H FH B, Z-A0RL, MAOFREBRMOB | 2016/12/15-2016/12/16 E3]
FIFEIEMARI VROV L
EL L— 4R = RAMNFIERRES TRLX—DEHEL
2 Eﬁ;éﬁ? HREATNEL—E ORDFHRTE L LA Heh FHi A, Zi-BriE, FIAOHREBEMOR | 2016/12/15-2016/12/16 ER
- % 1 E3EABIS LRSS L
fzhrﬁjigéﬁﬁsrl*»#—p%@ﬁt
3 |TaEKMYD LR - 2 EHEE KT KEE F%“%%ﬁ%iéﬁggﬁi@%ﬁ%%ﬁgﬁ)f 2016/11/29-2016/11/30 Esfz]
HRMEEDEEERDOT
4 |FEERMBEHOH 2/ \AFL—EEAOREE ] K7 BEIEER. g i0ms TR 2016/9/13-2106/9/15 B
5 |TEEKMNOEEBEOH FHASL 2Ly R B RERL | mem A AL — MRS UROY 2016/12/7-2016/12/8 BN
Er sa st g T . RRAMNFRIESEBES T RILE—DESEY
6 ;Z)ﬁf‘j REB I Bamat HATECE B EMHBHAMRE KR &t B, -7, FIROFR AR ORM 2016/12/15-2016/12/16 ER
o % | E3E AR LRI L
fzhrﬁjigéﬁﬁsrl*»#—p%@ﬁt
7 T RIGREEBIERT NS 5 LGRRMD FAFE AR~ D ER AITE I F%“%%ﬁ%iéﬁgyi@%ﬁ%%ﬁggf 2016/11/29-2016/11/30 Esfz]
HRMEEDEEERDOT
I A DB - 1R E A ﬁXFfﬁiﬁgﬁer?;g_?ﬁﬁﬁ@
Bt LEEOR-IEE A O®RE E—[REIIaL—23 B, - BTEE FIEROHRERE O
8 |o 1z &k 2 REH | 8 L %1 ER T aT s | 2016/11/29-2016/11/30 EP
BBMEEDEEERDOT
RGOS EE B BERR : NI ERRE sk YAR | RO RS N .
9 mnwa%mn*ﬁ,_ﬁwf' " FHE—ER., THE, F1EERILFHRE. RRREXE 2016/5/23-2016/5/25 ER
= T~ Rt
10 ééfiggmmmiwﬁﬁﬁ%'\‘DWE: BROBRME %*%&gﬂfﬁ‘ FEERLFHRE. RBEXE 2016/5/23-2016/5/25 Esfzy
11 g?gggihggﬁ‘ﬁ/I:%’D’L\T:i'ﬁﬂ%illlﬁﬁ‘té‘l'%i%;‘f'\d)% %m%i}ff%‘ = oML 2R RS 2016/5/23-2016/5/25 ER
R. YAMAZARI Y.
12 Non-radiative decay pathways of trans—para—methoxy HARABUCHI, T. 32nd Symposium on Chemical Kinetics and 2016,/6,/1-2016/6/3 &

methylcinnamate

TAKETSUGU, S. MAEDA, Y.
MIYAZAKI S KINQOSHITA Y

Dynamics (Saitama)




Theoretical study on mechanism of the photochemical ligand

K. SAITA, Y. HARABUCH], S.

32nd Symposium on Chemical Kinetics and

13 substitution of fac—[Rel(bpy)(CO)3(PR3)]+ complex MAEDA, and T. TAKETSUGU |Dynamics (Saitama) 2016/6/1-2016/6/3 Em
14 | BRI EEE RN T 2 FALEICREI T S EBIRMTIR RANES F6ERAZERERYS, B 2016/6/7-2016/6/9 BN
Pre—symposium of 16th International
) . . . . . Congress on Catalysis (16th ICC-Pre)& 2nd
First—Principles Simulations of Catalytic Reactions at the A. Nakayama, M. Tamura, K. A ) . _
15 Water/CeO,(111) Interface: Role of the Acid—Base Sites Shimizu, and J. Hasegawa Internat'lotl‘al Symposium of Institute for 2016/6/30-2016/7/1 En
Catalysis “Novel Catalysts for Energy and
Environmental Issues” . #L1%
AREEFLEFTELEEIL T 5B EFHEE S BHFEE DR BEHFER. IMREAN, AREZERILBEXE2016FETTHEHRR
16 X e o) N 2016478 EA
E . = ore ol I Y72 BhS4EA A (B
17 [FIBLRZ NS AS R RITE T B AMR R RIS |7 o oo BUAHE, R BUERACENORLLHREFEL | 2016/8/8-2016/8/10 =
th, ARG, AIHE A
Conformational entropy in Claisen rearrangement studied by a Y. Sumiya, T. TAKETSUGU, |International Symposium on Pure & Applied »
18 new kinetic approach and S. MAEDA Chemistry (ISPAC) 2016, Kuching, Malaysia 2016/8/15-2016/8/18 E5
19 |Transition states of spin—crossing reactions J. Hasegawa BIC-ICAT Workshop. AL1% 20164E8 8 ER
12N —FF] s D ’:E 7 - EA‘ 'J‘b: it \-‘-‘- . . —rea
A. Lyalin, G. Elumalai, H. International Symposium on Electrocatalysis
21 |Theoretical Design of Boron Nitride Based Electrocatalysts Noguciltik:;csli(;zaki, T. (ECAT2016) (KanZgawa) 2016/9/11-2016/9/14 ER
Towards an Efficient Electrocatalyst for the Reduction of G. Elumalai, H. Noguchi, A. Int ti s . Elect talvsi
22 |Oxygen to Water — Insulating Boron Nitride Nanosheet Lyalin, T. Taketsugu, and K. (Eg;\rII?ZI(;n(S (Kymposmn)] on Electrocatalysis 2016/9/11-2016/9/14 ERN
Decorated with Gold Nanoparticle on Inert Gold Electrode Uosaki anagawa
Wigz, =i . RIS W ) — o
23 [ERBTRT LSO S BRI AMSE S Bk R, |20 O T RERERRO=2—00 20164693 Gl
BIEE, #OEs, |77 (7O
VAN -+ SIN - - ; s (- = L _
24 g;é]%%igrtree Fock BOgO|IubOV/£'-&éx;ﬁ*ﬁ%@ﬁm =3 /J\**IEA~ ﬁtikﬁk'liﬂ. %10@%%*4?5#5%% (*$F') 2016,/9/13-2016/9/15 13“7\]
25 |EF—TI=k5 h-BN REEUERMIEAICET SmIMmE| o oo Nene EUH- oy om s 2 pstiea (o) 2016/9/13-2016/9/15 B
INZ B =4 =< s TR 1S sl Bl s s o sats . s _
= w ¥ i e =1zA. o
27 [Bit-t™ ARIROB -SRI T SEROTR o B [ smmsEms . aE 2016/9/21-2016/9/23 al
= e - _ — N INREAN, BEE. BB &
og [ETLTHALMAFEEAV 2RI I—MROEEH AYA. BTEE, HEIET EAL TAITAI R AR GEL) 2016/9/29-2016/9/30 EN

FORE

KRt




MUFRE, FREEIF.

EEREHRRIBEII2017TELFHAR

73 ikt P - 1Ty 70 —
29 NH+D BB E RICICE T 2 EmIOAER e S (FLiR) 2017/1/17-2017/1/18 ERN
Theoretical Study of Rhodium—Catalyzed Hydrosilylation of Liming Zhao, Naoki Nakatani, [{b 52 REFHEIBEL 201 TFLXEHETH .
30 Ketones: A New Insight into a Classical Problem Jun-ya Hasegawa RE (FL1R) = 2017/1/17-2011/1/18 Em
REERE. mAZ A,
31 [BEMEHREFALL-AED T RO REEZEEO G BAERREZ AT ERRIE R, |EAVEZREFEMEES (EE) 2017/3/14-2017/3/117 Esfey
[RiFIth, R,
S EIHA (DC)RICE SV KA UEFLRHEICEITS BEHE. MREAN. - _
32 a2 oy mEp i 2 h BRLF2EFFR(BSE) 2017/3/16-2017/3/19 ER
2 E#i 8% EHartree-Fock—BogoliuboviiF A & hE - K B E B NRIEA
33 (AR RE T IREHEFEORRELTF70F /R~ se= R BXRLZESEFEFFR(BE) 2017/3/16-2017/3/19 Efo
iR e
BEEHTIMEZRAVVRIGBRESERODEL: 2 EREE. KREh. _
34 | b N B R A~ R BXRLZESEFFR(BE) 2017/3/16-2017/3/19 Efo
BIE 7 ILS =) LF R AFriedel-Crafts 7 JL 3 JLAE UG D il i ZHRES. 855, e _
5 R SR R T SRR fiEE. R D CTRERFRED) 2017/3/16-2017/3/19 =P
_ - " Sl HILERE. BAEA.
36 [P LDREICLHCO BILISHTSRERBHIET—VET | "oomay e, wimm. |RAl22E362(BD) 2017/3/16-2017/3/19 B
D FEHT i,
Rt
B 1 = RAM R IESRES TRILF—DEHEL
s ] r SN _ =
37 32¥LE(;;§T’(;)§%§ CO,DEIARM5HE- BIRDTHO 22 tH EE B, -, FIRAOFREBEMOR 2016/12/15-2016/12/16 ER
<A O] 5 IEIE AR RS L
[ B AT MRS T T B TR FHOSALBARON
NERE AR EE A BHKERE S FE S5 (DC-DFTB-MD)> B, - fTE, FIAOFHREBRM O _
8|Sl —Lav 0B%- AL EL) wft s 5% EEHIEE T ey g | 2016/11/20°2016/11/30 Sle
HREHZREDEEEZROHT
[Theoretical Development of Divide—and—Conquer based
39 |Density—Functional Tight-Binding Molecular Dynamics (DC- hHEE LHBERFZHES 20164F4 R ER
DFTB-MD) Method and its Applications |
B =42)—ZEHERU 3 EMNL2R S R ERED st FEFEE], e
40 |G AMESS~OEEE | kR BARaVEa1—2{LER2016FFEFR 201646 A Ef
ZDEFHREEZEEL-EENBEERERESFHNFEZD INERff—, FEATRESE, o ST
M e e T Ok XA F ORISR RS, daE |0 OHATREHES 2016497 Sle
MEE USRI BRICEBRE AL -2 B AR ERATRE EHEAN, FINEE, i | ensza
42 4ﬁﬁ§§+§;ﬁo)ﬁﬁ%] EP#;%E %10@%?*‘]’?:!11:“% 2016$9H EIW
43 [EFLEFHEEATHIT1IRAFEMERANRIEFBRID R BRERE, FHER, |FETEAOTFI TR RS (IBER 20164E9 5 =R

P NOLE

hHFIEE

()




55t ¥ RIS 21L—a0FAS S5 LDC-DFTB-KD S

PCoMSYURU T L& EWMBERIFE X/ O

44 | Gl 0,5 B ELINBAE~ D3 | L ES AAEERER 20165107 Sl
45 |NERIEFOREDFEE~EAMNGHREID] FHEE HlbKZE —RHESREER 20164118 ER
46 |T 1R BT T BACECE R OB R P B R AR e oL R TR a0 2016412 G
[Excited—-state calculation method using dynamical Third China—Japan—Korea tripartite Workshop
47 |polarizabilities for large systems based on divide—and—conquer Takeshi Yoshikawa on Theoretical and Computational Chemistry 20174E18 E 4t
method ] (CJK-WTCC-IIN)
ERFEE IR —OESHELRE, T
48 [CO,MEIRRA - EURD =D 2aL—a BT ORH hHIEE - BT, FIFAOHAEBRRTORSRE] 53 2016128 BN
BB VRO L
Linear—scaling quantum mechanical molecular dynamics .
49 |[simulations with divide—and—conquer density—functional tight— E\ﬁé@ﬁ& ?;izitgya AXRILZEE FITEZEL (2017) 2017438 ER
binding method fbawa, =
2T T . AR5 E ARSI TR L — OB HEL
50 g&fﬁgﬁ%ﬁ%@igg&%ﬂ;fm*“Jrgjn77‘L‘ BH B, Zi#- BTk, FIROFHREBERMOR 2016/12/15-2016/12/16 Ed|
IR hadi FIEIEABS VRS Y L
ﬁifo&E}ﬁgiﬁﬂlzgg—?i%?ﬂﬁ@
- - . ‘ Al TR, FIR OB AREA 1 (OB .
51 TR I EFILFHETOI S LORFEETOIEAI Aaf Fth 25 B T — 5 ae S B T 2016/11/29-2016/11/30 Esfzy
HIRHAEEDEEERDT
52 | e O RFAHKEI=RT 25 FHERIERI-HT % B4 At FIOEHFHEHBS 2016/9/13-2016/9/15 =M
53 |TCu38#iFIZLBHNO-COR it DEHBAZT ] A At F10E D FREFRS 2016/9/13-2016/9/15 ]
54 [TSMASH: Massively parallel quantum chemistry program | A it g?mﬁtii?::rI?]tset(i:ltlE::Zt\aNﬁ:kaslzgss and 2017/1/25-2017/1/27 ERN
(QRRA—FFK
No. | BELIFE (HXEE) RRERS RRLBFH (FRE%) Se R LI-B ER-ERO| - BEER




RRN B EEES TRILE—DEIEL

1 | TEEC AEEFINISAL— NS — D& RS K475 BEE B, -7, FIROFBR AR ORM 2016/12/15-2016/12/16 ER
* IEIEMAR R L
\ . L. L The 4th International Conference on
2 |An interesting twist in the supercooled liquid water Masakazu Matsumoto Molecular Simulation ICMS2016) 2016/10/24-2016/10/27 E 4t
ys@ 8 oo = e ) 7 i RRMRIERRES T RIILF—DEEY
3 ?{%ﬁfg{;ﬁf%ﬁufFaji—mb\t&m.‘ﬁ%ﬂ%hﬁmhiﬁwt NG BYF B, -7, FIROFR AR ORM 2016/12/15-2016/12/16 ER
- =87 31 FE3EAEIURTY L
4 [Blety ARIROR - ERHILC T SRROTE o B [Bommmienns. 2EExS 2016/5/23-2016/5/25 s
5 |BELIEED BENER m%aétg f@j’gg@ F19EERILFEIRE. REAXE 2016/5/23-2016/5/25 ER
6 |ZERAROEFILEHEETDOIZODXMLRF—T D& INKREEA. BRI F1EERLFHRE. RERREXE 2016/5/23-2016/5/25 ERN
%ﬁm\
7 |CuI3o5RA— DR R ENOWRI BRRE R MG ARILSE ) iy Qe Tl £ E PN P 2016/5/23-2016/5/25 sl
8 Iésgi;ange functionalization of h—-BN monolayer by carbon E;?ﬁ;e%ecyg?nﬁgﬁt%ggi FOEBERIL2HAS . BIEAKS 2016/5/23-2016/5/25 =
0 |3ERIHER IR SRR R R DR TRAT ARE  [mommmiras. REEXY 2016/5/23-2016/5/25 R
10 ;:w“(l)EEU:)”’FUﬁ’bﬂ{:’bﬁwwﬁﬁmﬁtlﬁrﬁw ﬁg;i;ﬂéé;ﬁilﬁ\ F1EEHILEFRE. REAXE 2016/5/23-2016/5/25 Ed]|
Theoretical Study on Cooperative Catalysis of Constrained QRE FEE ) o _
11 ELr;zteei*s—stxgzz lz)r;zzf:t?g:s Compound: Mechanism, Electronic ﬁatfﬁk ﬁ mﬂ%ﬁ? F1EERILFHRE. RERREXE 2016/5/23-2016/5/25 ERN
- oo sse S A SS . _ mEHE ., KREHh.
12 ?fé’gﬁ;ﬁ%ﬁ;*ét7//"§§1$/'*ﬁ§1t0)&mm§'“ﬁa ATHIE, KHEE. F19EERILFEIRE. RETAXE 2016/5/23-2016/5/25 ER
AR IR HEHBER
13 RS RBA LR sRs TRERGOMRoRER | TERSLNEE. g ommppenns pEExs 2016/5/23-2016/5/25 Gl
14 |Friedel-Crafts 7 JL ¥ )L R DZER 4B T HRER AR SHREL. EHI5EH. F19EERILFEIRE. RETEAXE 2016/5/23-2016/5/25 ER

BTEHE, KREth




RIS R EDOAIMD S BN E B KB F 12U RDMRE

LRHREA. [RRIH.

15 MNEPYF O RIEE, | FIEERCFHRS. FREXF 2016/5/23-2016/5/25 Em
i .
Rt
13 RS & ,/\"‘I" ;‘A ECH EU e A e N =
16 FEE;;/\J77FEW¢C_%L\T_ZI El#ADCNEICHITERENH %ﬁ{k_*l:!s INKRIE A %19@IEEﬁ1B$E¢Eﬁ%s BiEAKE 2016/5/23-2016/5/25 ER
2 il{E Rt
17 ;I'lf;i?;z:iscal design of novel nanocatalysts based on abundant A. Lyalin and T. Taketsugu |Z513E GREENS LA™ L . NIMS 20164E6 B =N
- - oL, BAIESM., MERHLERAREERB TV IFT TR
! IS EAEMIC HIRREIT N = PR [earii
18 |B&1bt Y Lt DBE - IG BT ICE I SRR EAH—. EANEH  |SYA ZHE 201646 A Ef
_ e LT . RIS R IR oA TS
19 |[H—BB IS RI— DB S LUETREICET SERUFR BN VORI AR AR 2016476 5 BN
Pre—symposium of 16th International
Coupling Reaction of CO, and Epoxide for Cyclic Carbonate Congress on Catalysis (16th ICC-Pre)& 2nd
20 [Synthesis by Bifunctional Porphyrin Catalysts: a Theoretical J. Hasegawa International Symposium of Institute for 2016/6/30-2016/7/1 ER
Study Catalysis “Novel Catalysts for Energy and
Environmental Issues” . #L1
Pre—symposium of 16th International
Geometry and electronic structures of iron—sulfur clusters: A Congress on Catalysis (16th ICC-Pre)& 2nd
21 |theoretical study on the basis of density matrix renormalization | N. Nakatani and J. Hasegawa |International Symposium of Institute for 2016/6/30-2016/7/1 ER
group Catalysis “Novel Catalysts for Energy and
Environmental Issues” . L1}
29 Theoretical study on mechanism of the photochemical ligand K. SAITA, Y. HARABUCHI, T. | the 23rd IUPAC Conference on Physical 2016/7/3-2016,/7/8 =5t
substitution of fac—[Rel(bpy)(CO)3(PR3)]+ complex TAKETSUGU, and S. MAEDA |Organic Chemistry (ICPOC23) (Sydney)
23 Theoretical Study on Organocatalytic Diboration of Pyrazines: T(.)I;:hinc’i)l Té TAKETSUG(;J’ST' the 23rd IUPAC Conference on Physical 2016,/7/3-2016/7/8 =4t
Radical-Mediated Catalytic Reaction no, M. M'Xgég):e’ and . Organic Chemistry (ICPOC23) (Sydney)
Kinetic Analysis for Complex Reaction Networks: Importance of | Y. SUMIYA, T. TAKETSUGU, | the 23rd IUPAC Conference on Physical _
24 Conformational Entropy and S. MAEDA Organic Chemistry (ICPOC23) (Sydney) 2016/7/3-2016/1/8 E5
Fragmentation—based approach to static electron correlation: . The 9th Congress of the International Society _
25 Divide—and—conquer Hartree—Fock—Bogoliubov method M. Kobayashi, T. Taketsugu for Theoretical Chemical Physics 2016/7/17-2016/7/22 =5t
Theoretical approach to photophysical properties of thiolate— M. Ebina, T. Iwasa, and T. |The 12th Hokkaido University—Nanjing _
26 protected icosahedral gold cluster Taketsugu University—NIMS/MANA Joint Symposium 2016/1/29-2016/7/30 B
y7 [N EREEERORMNEDER BE-VARBRE | FHH AR, |SBERMEANORCEHRRGBT | L0000 -
DFANZFITT ATEAE, XXt WA
28 A TDDFT study on the excited states of ligand—protected M. Ebina, T. Iwasa, and T. |ISSPIC XVIII - International Symposium on 2016/8/14-2016/8/19 =4t

icosahedral gold cluster

Taketsugu

Small Particles and Inorganic Clusters




Systematic investigation on the geometry effect on the

M. Gao, M. Takagi,A. Lyalin,

International Symposium on small particles

29 catalytic activity of gold clusters S. Maeda, and T. Taketsugu |and inorganic Clusters 2016/8/14-2016/8/19 &5t
T. Iwasa, T. Sato, M. Gao, M.
Statistical analysis for correlations between electronic Kobayashi, M. Takagi, S. 18th International Symposium on Small _
30 properties and catalytic activity of a small metal cluster Maeda, A. Lyalin, T. Particles and Inorganic Clusters 2016/8/15-2016/8/19 &5t
Taketsugu
A theoretical study on the cavity effect of semi—hollow-ligand | &8k, EXEth. piEE, 2 | R - .
31 on Gold(I)-catalyzed alkyne cyclization MIEH FBEFHEAIEF LIS 2016/9/6-2016/9/8 B
Theoretical Study on Copper—Catalyzed Allylic Alkylation of G. Zeng, S. Maeda, T.
32 |Terminal Alkynes: Mechanism, Origins of Regio— and Taketsugu, H. Ohmiya and M. [$533EI A& MitF 3+ — 2016/9/6-2016/9/8 ER
Enantioselectivity Sawamura
BUREBET S —R et B2 s—miEnR | LR SER BB\ ko s e rseRRRO=2—70
33 R BIEHE, gt = 20164 9R E3l
B i T 472016 (FTER)
Rt
FHEFE—ER. REAEE. [ . oo —— e -
34 [HRBIHTBHFORA LA T EEBIER BAEA. B, |21 LML RIERBRRO=2—Tn 2016497 B
= T T4T72016] (GRER)
RTEEE, R
35 [[RABNOIn]m+ (n =0-7), (m =0, DYSRE—DHIEERIGHEIS mEE M, ATEE, SURD LMERRIGRERRO=21—70 201649 8 BN
B S ERAIERR KRt UT4720161 (RER)
36 BOFRERIEDODE L EEE YT 5 EEERITIIT MR EAEE. XRREm., DURYY LML ERIGEBIERD=2—70 2016498 ERX
D ATEAE T 472016 ] GRER)
37 FERICRVC-CEIEEEHTHILEME T2 ARVIR EHEN . NHREA, PURT ) LTERREREIEROD=2—7A 201649 5 R
BEsR Rt T4 72016] (FRHR)
= = o L - BEEE BER, DURT ) LTERREREIFEROD=2—7A
— — IKEBE
38 |[£F 45— M5 RE—DRRREE R RBO R = S il () 201659 7 sl
: R R REOREEBERAD; BRUA BIRE,  [SURSY A RERBRRO=2—70
39 (AFIRZZF AV HERBERR RROHERBEFE~DOER SR 72016, (2 ER) 20164F9 A ER
S — . ERRIEA, B, SRS A RIS RBRRD=2—70
ORI s WARE, R, ROy A RSEBRRO=1—70
41 | RFIRUFEROMERERTU O vILHEEA1FIIX SR, Ak S 72016, (2 &R 201659A4 ]
42 BALTIVE =) LE AL &Friedel-Crafts 7 L X VL RIGOHE| =HMER. EZR8EEH. [PURDHLMEZEREERERO=1—70 20164E9 8 ER
iz AT, XR#EH T4720161 (FRHR)
. . it gm e - I $REA. R4, IRTISN o ™ -
43 |[EBBBBLICH T DAMDE RRERTEROMELRS | Gil M Uy A RS B RR D=2 —TR 2016559 5 -

ARBE—~DIEH

T4 720161 (BTER)




ATFYTDHBHPt111)REETH CO BIERIEDIBRD R

HILERE. BARKA.

DURDY LATMEZERIGREBIERO=—2—70

4 g B R | 5472016) (54) 201659 R B
45 [BAL-w™ ARIROB -SRI T SRR L PP L E S CT ) 2016/9/13-2016/9/15 =
BEE ML
ey B S e gy 2 B A Gy AR S 2 BRYE. & B
46 $E77x9 o)ﬂﬂyglﬁ'l‘iél*&)%) %%#@150)7 9*4#3’]** E**&I~ %10@91\%*4$§¢§ﬁ%(*$)3) 2016,/9/13-2016/9/15 IEV‘]
N Andrey Lyalin,
HIEE, KR
47 |1 2387 S £0SD RIS RE ERIZHT HERNER HRRT INEL momsTHEHRS F) 2016497 =
48 éi;’é@?gg%%?a:y't|)>2§{$®§E§BEIEFEﬁ§§ﬁ UJW§§~ %Z;;Ig&ﬁﬁmIE~ ﬁt %10@%%*4$§¢§ﬁ%(*$}3) 2016¢9H IEV‘]
49 |[Rnx(NOY]z+ 55 25— D RIS R i & RS PHEL TR s 0m s THEHRR P 20164£9 B
so [AIBBEIGEUEREHIMO Y ORREILLTOT | AW HEE FER B g 002 posssins o) 2016507 =%
51 [ FPDicls-Ader RISIZH11570 4 A—vavrobae— | HEBEARE g omyrpenme ) 201649 =P
59 3;;%;}1}bﬁ?'@ﬁéﬁéhtﬁ??Z@—@ﬁ]ﬂ‘lﬁ%t%i‘ﬁ‘f‘ff'ﬁ E\Ei% %Ji%ﬁﬁétg‘ %1 0@5}%*—]—?5#%%% (*$)3) 2016,/9/13-2016/9/15 Em
53 i;%%iuc_oiﬁg%ﬁTéDSAP@%ﬁ(:ﬁT%’ﬁ%&jﬂ% %E%ﬁ@kgggm)\\ F10E S FRZPE RS (HF) 2016/9/13-2016/9/15 EN
54 | AT NBERGHEAERILAY ROBRHERR BALS B g oms THEHBE P 201649 A =
55 [IRBIY I L7 =k HAIMDE HEEREHT F 5 D BISE SR B |BoEs TR RS () 2016£9 =P
O EEE sl = o = - ErS oo IJ.IZ'K?.E?%s nﬁ“*ﬁ\ -5 FAS S ] =
56 X%)L/\Jnﬁ%{$®jﬂ}§m}9 47'\7Xl-§?"6fﬁurmﬂ"]5ﬂn ﬁ‘IIEEfE ﬁtmmm %10@77 %*—I'%n:rumlﬁ(*$’:') 2016¢9H EIW
57 ;lg%;%%;f;T)bz\:)Mt}iﬁﬁ@1ﬁ|§§?ﬂ1’£(:3’5|‘)’65ﬂﬁﬂi§ﬁ Egﬁﬁgii:gﬁ{g%ﬁs %10@§J\¥*4$§¢§ﬁ§(*$)3) 2016$9H Em
‘ Y2 ¥R BRI,
58 | RS EEEIE SAMDE HHERIT LS ISR ~OBA|  NBOUF, ABE.  |HI0EHFHEHRS HF) 2016295 =




s oy < . HILERE. 5ARKA.
50 | ARERBEIZSAPUITDRELCOCORERIBOR | g imE. |#10DFHEHRS (HF) 2016497 Em
BERASM 3 KR Pt
TTLMPERSREBSWICEIRBES T ORFMERENS | BIIAB EBEEKR. |0 s sssrias mhm _
60 | rsozomm B, Rapit, | P OEATHIEES ) 2016/9/13-2016/9/15 Bl
KRG IREEZ
BRSRAEHERNRNA—RETYITIZEDEEERIRIL INEFEE . MRIEA o . = 2428 R .
61 | x _px 2 ot FIE T EALTHITAU ARG iR GEIL) 2016/9/29-2016/9/30 e
e I [~ RS ¢SSR ph e s FREIENF . AR, . . - Sraa RN _
62 [BEFERICE SCHIENLTRBFEREOMSE - e FIE T EA U TAI TV RE /R GER) 2016/9/29-2016/9/30 ]
sk E . KR fith
GHEBRREE ST BRY R fi i L))
RISERBEBFERELSEERMZAVIHISRA2— D EREBE. B8 PCoMSURI ™) LEETHEMERFER /O 3
63 |sz it 3 | Rt AU Andrey Lyalin. Bl | 2B 5 £ = 2016/10/17-2016/10/18 E5t
B, KRt
Electron dynamics described by real-time time—dependent
64 |Hartree—Fock and/or time—dependent density functional theory | T. Akama and T. Taketsugu Workshop on Interstellar Matter 2016 2016/10/19-2016/10/21 ER
(RT-TDHF/TDDFT) calculation (Sapporo)
Theoretical study on dissociative recombination reaction of T. Koyama, T. Akama, and T. |Workshop on Interstellar Matter 2016 B
65 NH,+ Taketsugu (Sapporo) 2016/10/19-2016/10/21 ER
AURIERIEE AV IERECRAT ) OBEHEBICET S FILE, RAJIES, FIRSFT7—XTIORMAESR. LMK .
66 = EEE thfiE = 2016/10/20-2016/10/21 ER
. . . o . . Japan—-France—Spain Joint Symposium on
67 Mgchanlsm of the Photochemical Ligand Substitution of K. Saita, Y. Harabuchi, S. Theoretical and Computational Science of 2016,/10/26-2016/10/28 &
Tricarbonyl Re(I) Complex Maeda, and T. Taketsugu Complex Systems, Kyoto
. . - ) . . Japan—France—Spéin Joint Symposium on
68 iystleme?tlc Exploration of.Non radiative Decay Pathways: Y. Harabuchi, K. Saita, S. Theoretical and Computational Science of 2016,/10/26-2016/10/28 &
pplication to Photoreactions Maeda, and T. Taketsugu Complex Systems, Kyoto
A Computational Study on Structures and Reactivity of T Ichino. S. Maed dT Japan—-France—Spain Joint Symposium on
69 |[Rh6(NO)nlg+ (n = 0-7) (g = 0,1) by Artificial Force Induced e '”°T' - viaeda, and 1. \1peoretical and Computational Science of 2016/10/26-2016/10/28 =N
Reaction Method aketsugu Complex Systems, Kyoto
eaction P Y » Ry
. . . B K. YAMAZAK]I, Y. MIYAZAKI, |Japan—-France—Spain Joint Symposium on
70 | Multt step Intersystem Grossing Pathways in Ginnamate-based Y.HARABUGHL T.  |Theoretical and Computational Science of 2016/10/26-2016/10/28 ER
c TAKETSUGU, S. MAEDA, Y. [Complex Systems, Kyoto
RS- EMXERBORMNE AR RAREORSR | FUNh FEN—mp,  |onco] TREEELMET ONH HHOR
71 $:ﬂ|“—|-a—“_r—c(7ﬁxg_%§) E“'TEEE ﬁtﬁkﬁﬁ‘lﬂ %ﬁﬂ"]%ﬁb@_ﬁ]_ﬂj *E%nﬂ%?‘%nﬁﬂb\%<$¥ﬁ 2016E1ZH E]V‘]
= N BIMEREM B ET I B VRO ) L (FLIR)
_ _ . - _ - s CREST THEMEZEEMET IME -MHDE
[Rh6(NO)X]q+ (X—0_7) (Q—O, 1)@*%)5& NO ﬁ*%ﬁﬁﬁf\l-ﬁ?‘é Fﬁg]'%:lms EUEEE~ F BE S r & mpEE 7 26 Y
72 IEEﬁB@E)}%’E(?i’fZ@—%ﬁ) F R FHBEEDRIE THRXRMEF RIS CES 20165128 EA

HIMERER HIERET 1 ABAS LR D™ L (FLIR)




LI ER | AR AR

[RFIth, R, — B . ot
. - s n et oo o &= X CREST TRHMEEMET HME - MHDE
73 [ERETATIBEROSRERMIKERBORAS-R | W AOES.  [ontotis HemnET @EEs 20164123 =M
ﬁig":ﬁﬁ; %Dﬁiﬁ v |MIBEEMRLERET I AR LR D L (ALIR)
TIRIEE. Iz
N T T a = e CREST THEMEZEMET IME -MHDE
4 [VIRELAMEREREROLRMMET B URERO | BAKLTED. iy min R F A L 2016512 s
BIASBEM BT I B VRO ) L (FLIR)
epm s e o . CREST TRMMERMET ZNE HHDE
75 k%z;/ﬁ:g/nﬁﬁpko)mﬁili*%*ﬁlhFﬁj—éiinﬁE’]Eﬂ:gcb(—k {E%‘Litj;;sﬁjfgu*ﬁs %ﬁﬂ"]*&ﬁg@%‘]ﬂj F*E%Eﬁﬂq@é%gﬁbﬁ%<$¥ﬁ 2016E12H E]V‘]
= HIMSRER L ER 5 I A BIS VRO ™ L (ALIR)
o apem N e - a , N CREST TRHMEEMET HEME - MHDE
76 |2 A AR ATV ORREDRIMT VRS | LARR FAE  |mmseonis HanwnET a0 mE s 20162127 Er
7 : BIASBEM BT I B VRO ) L (FLIR)
. s B D2 ATy o EHREA. [RiXIth. CREST tHEREEEMETIVE -HHDE
77 [EEEBRIEICAND I EISAS—AOBRORR | \mpyF TEE. | SOBEORIE ENROTT BAEE 20165125 =
Rt RO EEM B ERET I B VRO ) L (FLIR)
~ _ = g s - . - |CREST TREREZEEEETIME -MHDE
78 | SN AL ISREL IS YIRS ORINAILIHT SRR | RRAR. BECALaIn R i e0fl HanwnET @ EE R 20165128 =
7 B BEM B ET I B VRO ) L (FLIR)
h-BN/Au(II DIZIBHFFLI-E VSR 2— D i E TR 55 [FRER. 8. Alyalin, K |[{LZRFH AL BETE201TELFHEHE _

79 HOERZE Rt F2 (FLiR) 2017/1/17-2017/1/18 ER
80 | EICHREHERL-BERBILHEF EORE ﬁm{?ﬁ' fif'“ﬁ' 1tf¥:f7“- BEALMEXE01TFLFHRR 2017/1/17-2017/1/18 Esfz]
RRJIEH == (FL1E)

81 [BLtU LIS OB - A B T S RRITTR o B |memsamE R A LD 2017/1/26-2017/1/27 G
82 MBI MR A A A RS BB T ORISR RECE TNE moEsamERE R L) 2017/1/26-2017/1/21 EX
83 Ab initio MD study of branching reactions in the excited—state T.i.T.?ke:SUglfl’YR' Jam;mo};c'o, 57th Sanibel Symposium, St. Simons Island, 2017/2/19-2017/2/24 =4t

potential energy surface - [ sutsumi, Y. Flarabuchl, ;g
and S. Maeda
84 A Theoretical Method for Infrared Absorption Spectroscopy T. Iwasa, M. Takenaka, and T.|57th Sanibel Symposium, St. Simons Island, 2017/2/19-2017/2/24 =4t

based on the Multipolar Hamiltonian

Taketsugu

USA




Promising catalytic activity of h—-BN monolayer by doping C

M. Gao, B. Wang, M. Adachi,

57th Sanibel Symposium, St. Simons Island,

85 atoms A. Lyalin, T. Taketsugu USA 2017/2/19-2017/2/24 &5t
Ab initio excited—state molecular dynamics approach including 57th Sanibel S . St Si Island
86 |spin—orbit coupling and nonadiabatic coupling effects: An M. Kamiya and T. Taketsugu UStA anibel Symposium, St. Simons Island, 2017/2/19-2017/2/24 E 4t
application to the photodissociation of CHjl
Quantum Chemical Methods for Large—Scale Stimuli— M. Kob hi. T. Euii iR The 2nd International Symposium on Stimuli—
87 |Responsive Chemical Species: Divide—and-Conquer and ’ Kodayas .;_ T kthlmorl' " |responsive Chemical Species for the Creation 2017/3/6-2017/3/7 ER
Hartree—Fock—Bogoliubov Methods odama, [. laketsugu of Functional Molecules (Hiroshima)
. . . . The 2nd International Symposium on Stimuli—
88 ;I'hhe%rlitlclzal Stcl;flé %n tP|1e §urt;iound|ng Effect and Elongation of Y. Kurod;, all.tKobayashl, T responsive Chemical Species for the Creation 2017/3/6-2017/3/7 ER
¢ Cliralong Ingle Son aketsugu of Functional Molecules (Hiroshima)
89§%¥%wﬁ%tﬁﬁ%%t&@@ymﬁmﬁﬁmﬁﬁﬁw d@ﬂ%&%@EA~ AALEeESES (HE) 2017/3/16-2017/3/19 ERX
= 4z, N - _ N e 7 e o
90 E;%%;%ga/jf?wagm#J SO KBS U ']‘**Eﬁékggﬁmﬁ H119E SRR \EP) 2017/3/21-2017/3/22 =
I - R _ » D 2 1T ﬁ e Y.
91 ?’f;’jf%gﬁﬁ*gg@%‘;&i%@f;’ SI=NBBDIAT # ”ggmgg C |BmrommE R RE O\ET) 2017/3/21-2017/3/22 =
ol ; Vi RRANMNR I ERFEBES TRILF—DOEHEL
B %% r K I~ & r n 4=
92 E,’F?g*f—ffjfti’ﬁfr“hﬁ°§e'§:§;?js°§t‘l':;§j and-conguer BT 4750 B, TR AP, FIAOREREROR | 2016/12/15-2016/12/16 En
8o P Y 1 B3E BB RIS L
EL i i i i RAMNRIERFESI TRILF—DEEEL
£ 7o _ _
93 g@f‘go BHFL BB Automatized Density-Functional Tight Chien-Pin Chou Blth, Zi- B9, FIRIOPREBMAMOR | 2016/12/15-2016/12/16 =R
g Parameterization forTransition Metals | = aE/ABS A 4
FIEIEARIRDY
TBEENREIC L D BEBERRRAR TS FZESRBELLETILRT BEFEA, I . o 2oL easas,
[ RIFIZ iz SRBOEREE E . = s
A N
96 (AT ERA S BAD L RO EFLEHE THAOE FNRL \momminieeang 2016457238 Gl
; - &=z 0 B 4N A % 58l BR ) .
o7 |[Picture change I TE (<& S BFBEE MU 2MABHMNE | AW, BHBEL, o ommes osgia 201645 23 -

BERBI SR DBAF

AR, PHIER




T2 5348 %3 SR B B MR 77 25 BE SR B BOE R < L DN BR BT ST

FHEEAN, E+H#ER,

98 |, i F1EERILFEF RS 20165E5H23H E3]

gy [EFEHHILMASBERVASREFATLON | FRRLS BEIT. | oo sms 201655524 -

100 EFCEHARRERBT LLMIFBRIERTH | BRREE BHIT. oo speanionsss 201646 A2E -

101|T BAFE S BARDISE S BRI ER A Bomse)| = e BB g va—sepsnieases 201646438 Em

S—IBR BRI E DA BALE & ENET, PHEE, |y P

10| AN AR E SRR D BT EBIOYTLO NEE PHEE. |y om prmsin 201659 H 158 -

103|I S AII RTE O KRR SRR B9 B ERRIFA TR HE+HERSL, hHEE  |FioES)FREFES RS 20165%9A 158 BN

104 PETIPNERIERISRAT (UTBDECHTSZEN  zp mage  |mo@sTHeHRS 2016597158 =

105|T P~ DCOMIRRIGITH T B RIS 2L — 2 DB FDEE SRR |[momsTHemRs 2016695 158 EX

S — AR Bl oL SR s A BHE, E ol - | A

meEg%gg%fgfggf%é?%ﬁ“maﬂj%a&%ﬁ@ i#“f;ggﬂz F10EA FRIPHAS 20164E9A 150 B

m7%%ﬁﬁ%?Eﬁwémﬁvaaxy_w#4xm%t@¢é %ﬁé&fﬁ?ﬁ% F0EA FRZHHS 201649 H 158 N
IEFEZHELHMEERAN-TIV-CORRMIZHT IR MBS, FOEE, FIET B TAITAIRERE (IBEHR

1855 s 22 L— 5B BEER, BHEE  |[L2HBD) 20165 9R 298 e
['Acceleration of divide—and-conquer DFTB calculation for huge P International CECAM-Workshop Approximate

109 periodic systems | Yoshifumi Nishimura quantum methods in the ab initio world 2016511798 E5
[DFTB application on interlayer vibrations in pi—stacked organic . International CECAM-Workshop Approximate

110 crystals | Qi Wang quantum methods in the ab initio world 201641198 &5t
IDivide—and-Conquer Type DFTB Application for Hydronium . . . International CECAM-Workshop Approximate

111 and Hydroxide lons Diffusion in the Bulk Water System] Aditya Wibawa Sakti guantum methods in the ab initio world 201641198 &5t

{12|Rh RE L TONOETRIGISHT HRERVENHRICET | FHEM BlHZ, E6ECSIEET T 242016 20164118158 Er

HIEERAIBET

hHIER




[7IU-CORRIGIZBITHA—T 1 TIREFRE TR T BRI

MRS, FHE,

113 54 L—SRMBISE fﬁ?{i@ EE;‘*‘?I’E E6[EICSJLFETTRR2016 201645118158 ER
114 S;é;f;%%ﬁﬁfﬁ?ﬁ;&t FRLRATLOMQ): n‘%i&%%ﬁ,}feﬁﬁﬂ FE6ECSILFTT 52016 20164E11 A 16H EA
115 %Eﬁ?é%gi%%%ﬁ%ﬁﬁ%ﬁﬁ$5£®97D77’ = /J%E?ﬁi—'fég?ﬁ%i\, HIEHFLIaL—LavEtRE 20164124 1H Emn
16|T S ARIE ALV LT DK R R RIS B EREHIE RO 1 oL R TR0 20164128138 )
17 rxfg__‘/zg;ﬁ;»jbx?ﬂﬁ&%?m?’&iﬁﬁﬁ LIz b ERIE T8I EEEE g%g%%%gfggﬁ&ﬁ%@i?ﬁw 20162128130 =R
118 ;g;ﬁ’?ﬂgﬁ;%rlzé:émiii}im(:Bl‘f%’o*ﬁ'»f?(‘iﬂ]%(:l%ﬁ?’é Else g%ﬁ%%%gfggﬁ&?ﬁ*ﬁifmw 20164128 138 -
119|T 5 BlffA R B RBHGATMS T RN HOBR LA T e T SR TRBHO | 016127108 al
120| BT DRI SR 0 T B LS F RIS - EUBNETCLONLLBR TEBHO | 0n 508 s
121 (TRt A PR RO BT AL EH 8 Sy —URAGETDBR EkRE R T PP W SR TRMMO | 0165128108 =
122 ;;;JTM?(U’)@A@M%%%L\T:C—Hiﬁ'léﬂsﬁﬁﬁwfiéﬁﬂ’ﬂ R R g%gg%ggfggéé‘ﬁ%*zéfﬁw 20165125 138 -
123 |25k 53 B xt Em RO 2 B LB SR SR I 85 (F BPicture changeXIR | KILFRER EE%Q%E%@E@&?&&@?W 20164F12H 130 B
195 ;ﬁgﬂé&jg%jgas—Kmn—Hess%I:gﬁdﬁﬁéﬁ%zt"ymﬁﬂzﬁ TERA ggg%%%gfggg%@%*?ifﬂéw 20164125 ER
126 :\:;::;axsrleoni diide~and-conauer DFTB calcuation for huge S %Eﬁ}iﬁ%ﬁ%fﬂé%%gﬁ;ﬁg % 20165125 -
127 ftomatized Densty-Funtiona Tigh-Bindng me B smowmsERRoRE % | weseAi -
128 Eﬁﬁ*ﬁmwu*”’ FWAHFTNLIVLLO BARER LS ikch FEERLFHRE 2016/5/23-2016/5/25 R

£y




International Workshop on Massively Parallel

129 (T SMASH : Massively parallel quantum chemistry program | AFt #Mith Programming for Quantum Chemistry and 2017/1/9-2017/1/10 ER
Physics 2017
2oL y= ; BAREHREBTENERAR 32— _
130|T KiREA FI 2 FILFEHETOY S LSMASH] AR R A A BT — 53292016 2017/2/1-2017/2/2 ER
131 All—atgm molecular dynamics simulations of amyloid beta fibril B+ STATPHYS 26 2016/7/18-22 =4t
in explicit water
PIBFER
. 70 4k Sd v
No. [BEL-AR (RRED) REERSL RELLBH(FRE%) SR LI B AR R BEER
N S 24 o e — P = L
1 [ NAFL—FORNFHREMELARRBEY (ST M o 4 F0ENFHEHHES 2016/9/13-15 E o
. . KU BRE, AKRIEF, |PCoMSPURTHL &ETEMERFE R/
r AN 3 _
2 |TEEKINYMDODF2aL—av ] A th 554 UHEREEpEs 2016/10/17-2016/10/18 ER O
Structure, Dynamics, and Thermodynamic Stability of High s The 4th International Conference on B
3 Pressure Ices and Clathrate Hydrates Hideki Tanaka Molecular Simulation (ICMS2016) 2016/10/24-2016/10/27 E5 O
4 K NARFL—FOBNERHREREBEBR L (FIVR B FH PCoMS&TEI+— 20164E108 BN (@]
5 [95RAL—bNARL—bDRFEINELZaL—2aY RTIE BEE TERBRICETIMBEEEK I ROI L 2017/2/14-2017/2/15 Esfzy 0]
6 ﬁ;ﬁggﬁﬁ@%ﬁﬂ‘]@fiﬁﬁttﬁgﬂ’\ﬂHT:&FE@%QEM%%?% —HMITEIE %28@75%*[,"‘%‘\/\/7'—::)'71-\ 2016¢7H IEV‘] O
= ) ~ = . 3 = - Bl SRS
7 |BFFHREALTAITAOR: RHARA~OIEAZEEL INKTEA AIRFAZEANDIGRE BRI 47T 1y 2016478 BN o
T DARERE
Global Reaction Route Mapping (GRRM) Strategy for Automated The 12th Hokkaido University—Nanjing _
8 Exploration of Reaction Pathways S. Maeda University—NIMS/MANA Joint Symposium 2016/1/29-2016/1/30 Emn O
9 |Ab initio study of photo-i zati tion d . T Taket International Symposium on Pure & Applied 2016/8/15-2016/8/18 =4t o
initio study of photo—isomerization reaction dynamics . Taketsugu Chemistry (ISPAC) 2016, Kuching, Malaysia




Role of the Acid—Base Sites in Catalytic Reactions at the

International Symposium on Pure & Applied

10 Water/CeO,(111) Interface: First-Principles Simulations A. Nakayama Chemistry (ISPAC) 2016, Kuching, Malaysia 2016/8/15-2016/8/18 E5
" . . . International Symposium on Pure & Applied _
11 |Transition states of spin—crossing reactions J. Hasegawa Chemistry (ISPAC) 2016, Kuching, Malaysia 2016/8/15-2016/8/18 E 4t
= = o, iCs Pl n (Es
12 | RERBSIEOERLS Rt %g]aﬁff_%;ﬁlf HEHES (RBRIER 2016/9/5-2016/9/7 E
e ;‘ SO D
13 | RIGIEEE BENFRFREDHFLME~DER AIEE FIBEAMRE RS 2016/9/21-2016/9/23 Esfza]
Theoretical study of substituent effects on excited—state 2nd Japan—Thai workshop on Theoretical and _
14 dynamics of stilbene T. Taketsugu Computational Chemistry 2016 (Yokohama) 2016/9/21-2016/9/22 B
. . . . International Symposium on Multi-Scale
15 2:};1@:;5;?::;%8 at the Water/Ceria Interface: Role of the A. Nakayama Simulation of Condensed—Phase Reacting 2016/10/10-2016/10/13 ERN
Systems, Nagoya, Japan
Static and dynamical electron correlation calculations of large . EMN Meeting on Computation and Theory _
16 systems based on the divide—and—conquer method M. Kobayashi 2016 2016/10/10-2016/10/14 &5t
17 [Transition states of spin—crossing reactions J. Hasegawa EQASNV'ZIge:stmL%S? Computation and Theory, 2016/10/10-2016/10/14 ESP)N
e . ) L Japan—-France—Spain Joint Symposium on
18 22 EZ?.:K i‘;';i?;gf]es?n?ifsn(;‘::i’vgzi‘j/t:'s°me”zat'°” T. Taketsugu Theoretical and Gomputational Science of 2016/10/26-2016/10/28 ER
¢ Complex Systems, Kyoto
. . - o . Japan-France—Spain Joint Symposium on
19 &a:j;/itcliig:::té?tli at the liquid/metal—oxide interface: role of A. Nakayama Theoretical and Computational Science of 2016/10/26-2016/10/28 ERN
Complex Systems, Kyoto
. A EETEEA S s 42
20 [MREHEHLIRT v LE L OBEILAE EBIES LOHRTRERA AT L. REX 20164115 Er
21 |Ab Initio Approach to Photoreaction Dynamics T. Taketsugu "\I;IP;?ltr\.::i)laar:]dSymposmm in Chemistry, Chiang= 201611 A E 4t
22 |Constraint Structure Optimization on Potential Energy Surface J. Hasegawa "\I;IP;?ltr\.::i)laar:]dSymposmm in Chemistry, Chiang= 201611 A E 4t
Quantum Chemical Calculation Meets Informatics: Toward . Thai—Japan Symposium in Chemistry, Chiang—
23 Application to Catalyst Development M. Kobayashi Mai, Thailand 201641173 E5
24 |Computational Spectroscopy beyond the Dipole Approximation T. Iwasa "\I;IP;?ltrdthi)laar:]dSympOS|um in Ghemistry, Chiang- 20164118 E 4}
25 |A theoretical design of catalyst based on h-BN surface M. Gao "\I;IP;?ltr\.::i)laar:]dSymposmm in Chemistry, Chiang= 2016511 A E 4t
~ . , n = bl S r= 24—
26 | \THFRRISE Bl OIS FAHILS RO AEM BT 22 IQCER P 1L PIRRAAR2016TRFILFT 20164115 Er

BR5F0&ER




27 | RIS BERRZZTRAVW BRI OWERET ST R AIEE FIEMARAES VRO L 2016/12/1-2016/12/2 ]
JHEBIERETICIIDOM? i —r .
2g |MAMRERICFERITION? RAMRERMRISHE Rt BERIESHRR (T 201612 =
o = a4 — = LAY
29 | KIRBEF L EOERY INKIE A ?%@(Jﬁggj*zb NTEBERREARH S 2016/12/19-2016/12/20 EN
30 Ab init?o MD study of branching reactions in the excited—state T. Taketsugu GAMESS7557SSEMAG F’alindromic birthday 2017/1/15-2017/1/18 =4t
potential energy surface theory symposium, Kauai, USA
31 |REEREBEHERGRRMTOT S LDRAEDER ATEE FIENTChemT—4av T (RR) 201743R ER
e . = = 1st AICS materials informatics school : {&#R -
—AF = | ==} she T 7 its — e = =
32 % ARZEFRALEET LR ERROBITLAEADIR INKTEA = REE L A (= L A B 2017/3/22-2017/3/23 ERN
FIEEOHER (MF)
AL s = S ,an, - —RE: =217 B o
33 %ﬁ““‘”t*/‘ll” vavIcE = REHAERADUILE PN A=t K RESICBEI+—2016-1 20164E4 8250 ER
=2 A A L0 24 Hrn A [E | L ([
34 [ HBEOCE ORI AR AR LFBEE2—SPHERIZ R 20164863136 =
2.
35 | Computational Study on CO, Chemical Absorption Process | Hiromi Nakai 2016 International Congress for Innovation in 201646 A27H ESP)N
2 Chemistry (PERCH-CIC Congress IX)
36 | Chemical Reaction Simulations of Large Systems ] Hiromi Nakai g;sgl]igra;;mposium on Novel Chemistry and 201656 5308 E 4t
['Nuclear Orbital plus Molecular Orbital NOMO) Theory: . . . 9th Workshop on Mathematical Methods for _
37 Overview and Recent Progress | Hiromi Nakai Ab Initio Quantum Chemistry 2016%7R4H-5H E5
IHarmonic Solvation Model (HSM) to Evaluate Condensed— . . . 2016 Canadian Symposium on Theoretical and
38 Phase Thermochemistry by Quantum Chemical Calculation | Hiromi Nakai Computational Chemistry (CSTCC2016) 201657/ 138 =5t
[Linear-Scaling Method for Nonlocal Excited States by . . . 9th Congress of the International Society for
39 Dynamical Polarizability Computations | Hiromi Nakai Theoretical Chemical Physics(ISTCP-IX) 2016577198 =5t
I'Development of Divide—and-Conquer type Density—Functional .. .
40 |Tight-Binding Molecular Dynamics (DC-DFTB-MD) Method and Hiromi Nakai Theory and Applications of Computational 2016488300 =5t
. .. . . . . Chemistry (TACC2016)
its Applications to Chemical Reaction Simulations of Large
[Relativistic spin—dependent open—shell Hartree—Fock theory Masahiko Nakano, Ryota |Workshop on Current Trends and Future
41 |with time—reversal symmetry: Unrestricted and restricted Nakamura, Junji Seino, Directions in Relativistic Many Electron 2016598 26H ER
approaches | Hiromi Nakai Theories (RMET2016)
IDivide—and—-conquer density—functional tight-binding Japan-France—Spain Joint—Symposium on
42 |molecular—-dynamics (DC-DFTB-MD) simulations for nano—scale Hiromi Nakai Theoretical and Computational Science of 20165108268 ERN

chemical reaction systems ]

Complex Systems




International CECAM-Workshop Approximate

I - - N .

43 | Recent Advances of DC-DFTB-K Program] Hiromi Nakai quantum methods in the ab initio world 2016411 A9H ESP)N

44 [T Theoretical Study on CO, Chemical Absorption Process ] Hiromi Nakai Thai—Japan Symposium in Chemistry 2016%E11B148-16H ESP)N
[/ Rr—IUEZERIGRITH T 57 EIHE R E E A BEKER e T IR P PRI Y

45 B4 FE HZ(DC-DFTB-MD) S L— 3> | hHEE FEIEADFLIaL—avitms 2016%1281H EAN

TNternational Symposium on Nolecurar

Molecular dynamics simulations for creation and disruption of B A Science — Physical Chemistry/Theoretical _

46 amyloid fibrils BHAL Chemistry, Chemoinformatics, Computational 2017/3/16-19 En

Chemictiry

47 |All-atom molecular dynamics simulations of A8 amyloid fibrils BERAL Institute for Protein Research (IPR) Seminar 2017/1/26-27 ER
Equilibrium and nonequilibrium molecular dynamics simulations B 10th International Conference on _

48 of A8 amyloid fibrils BNAL Computational Physics 2017/1/17-20 &5t
Computational molecular science to reveal dynamical ordering B 4 Okazaki Institute for Integrative Bioscience _

49 | of amyloid fibril BNAL Retreat 2016/11/21-22 ER
Molecular dynamics simulations to study dynamical ordering of 4 NCTS October Workshop on Critical

50 amyloid fibril RNAL Phenomena and Complex Systems 20164-10A &5t
Molecular dynamics simulations for assembly and disassembly B 4 B

5T |of AB amyloid fibrils BRAL 8th IKUSTAR 2016/6/2-3 =5t

59 Development of Massively Parallel Quantum Chemistry BRI 2017 NCTS International Workshop on Critical 2017/3/30-31 =5t
Calculation Program Phenomena and Complex Systems

53 MoIec.uIalj dynamlcs simulations for fluctuation and disruption of BMA+ 2017 NCTS International Workshop on Critical 2017/3/30-31 =4t
amyloid fibril Phenomena and Complex Systems

53 Molecular dynamics simulations for fluctuation and disruption of B+ 2017 NCTS International Workshop on Critical 2017/3/30-31 =4t

amyloid fibril

Phenomena and Complex Systems




