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MG =FAKKISTI)

ALEHI TAGIST)

FUE m(M 20H)

0|77 HrAKKISTI)
Z[FEE A M CH)
BHEZ WASKIAST)

WUrisT

PN KAISTITE S E(NT) 1128
09:30 ~ 13:20 S=/4%: 0|27 YALDFY, WES WAKAIST)
13:30 ~ 15:30 RAIE IHAMSLH
Density Functional Theory (DFT) 7|2 ®12]
16:00 ~ 18:00 ZLEBE A(KAIST)
—JXIOI I*XH‘I ﬂl** Hartree-Fack EH DFT
7/15 (sh ) KAISTITS BT (NT) 1125
09:30 ~ 11:30 ZE[HE DGEAMICH
13:30 ~ 15:30  SIESTAZ Hi® = AX} 2H| & 7| K5 DFT AL

16:00 ~ 1800 & WGIST)
Quantum Espresso2 H{ 2= BHI} 7| gl DFTAE

ARG KAalsTITE S S (NT) 1128
09:30 ~ 11:30  AIEHI T4(GIST)
13:30 ~ 1530 &@S i?.ﬁms)
DFTOl| Al 2] ek 42 &3t 4-2f Hubbard 28

o %‘-r‘H A I, 2IES YAliaas)

717 (E-) Dnlme Zuom

13:30 ~ 15:00 Z|2I BFAKUC Riverside)
Hamessin g CPU-GPU hybrids for high-performance TDDFT simulation in QBox
15:00 ~ 16:30 2t WHUNIST)
Very basic introduction to time-dependent equations: current, gauges problems,
urce code technicalities

+

16:00 ~ 18:00

1/18 =2 Online:Zoom

09:30 ~ 11:30  Carsten Ullrich 1 3=(Univ. Missouri)
Toward the journey of time-dependent current density functional theory;
basic introduction and overview

PHIE 2FAKIsT)

Real-space grid method & GPU acceleration
LRI HARA TR

Very-large-scale DFT on massively parallel GPUs

KAIST

13:30 ~ 15:00

15:00 ~ 16:30

GIST
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o TN N1 2[(RAZT) ™R Al A (density functional theory, DFT)

— cf. # of DFT papers in top 10 of “Nature top 100 papers”: 2 (2014) = 3 (2025)
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https://www.nature.com/news/the-top-100-papers-1.16224
https://www.nature.com/news/the-top-100-papers-1.16224
https://www.nature.com/news/the-top-100-papers-1.16224
https://www.nature.com/news/the-top-100-papers-1.16224
https://www.nature.com/articles/d41586-025-01124-w
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W U, Scientific Highlight Of The Month
http://psi-k.net/highlights/

No. 135

April 2017

Statistical Data about Density Functional Calculations

by Phivos Mavropoulos and Peter Dederichs

Number of publications per year

10000 I T T T T T T T T T I T T

8000 n
Europe

6000

4000

Number of publications

2000

e sra SNPRNN RN RR AU SRR SR SR
02000 2002 2004 2006 2008 2010 2012 2014 2016
Year

CH: ~ 1800 -> 6184
US: 3540 -> 5004

2500

Number of publications

2000
1500}
1000}

500}

| I | | I I | I | I | N | | I I |

DE GB RU PL CH BE CZ DK UA NO CN IN IR
FR ES IT SE TR NL AT FI PT HU us Jp

Country
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v U, Scientific Highlight Of The Month
http://psi-k.net/highlights/

No. 135 April 2017

Statistical Dats
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1 ICTP - International Centre for
Theoretical Physics (O| & 2| O} Trieste)
https://www.ictp.it/

The Abdus Salam
International Centre
for Theoretical Physics

(CTP

o 1964YE YA A Xt Abdus Salam == 2 & &
- OIE2I0F &%, UNESCO, IAEA X| &
« = H: “Foster the growth of advanced studies and

research in physical and mathematical sciences” (< Ol

HE T2 =)

e SISSA (International School for Advanced Studies) S 1t

ZSOZ YA T2 29

o o

« OHE 60JH Ol & =HIstal/A3&E & MOILE IHZ

(1 CECAM - Centre Européen de Calcul

Atomique et Moléculaire

https://www.cecam.org

z; CECAIM

A Centre Européen de Calcul Atomique et Moléculaire

1969 JH &

= H: “promotion of fundamental research on
advanced computational methods and to their
application to important problems in frontier areas of
science and technology”

=5 A2l A EPF-Lausanne

LC.22118+ 0| Azt

s Adg, A2, sl A

o
0H1|

Y.-H. Kim
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d Psi-k network (1994~)
http://psi-k.net

Sl

& (2)

d MaX center (2015~)

http://www.max-centre.eu

DRIVING
TRANSITION

EUROPEAN CENTRE OF EXCELLENCE FOR MATERIALS DESIGN

TIERO
HPC CENTRES

911 February, ONLINE - Correlated synthetic
quantum matter. theory meets experiment

2325 February, ONLINE - ncemational Worishop

September, Cagliari, Ihly The 17th ETSF
Young Researchers' Meeti

sﬁqmm OMNLINE - Volker Heine

TotolEnergy and Foree Msthods

25 March, ONUNE - iterics Design fo Evergy
‘Storage and Conversion: Theary and Experiment

20-22 September, London, UK ~ CECAM /

12-16 April, ONLINE -
with Fleur - & Hangs-on Tutarial

16-27 May, Addis Ababa. Ethiopia - Echiopian
‘School on Electronic Structure Methods and
Applications for Emerging Energy Teehnologies

une, -Ferrand, France - 10th
ABINIT developer workshop: from deveiopers to
users

May/June, ONLINE - Principies of light-induced
charge wransfer for ogtagenetis

18 June, ONLINE - GPAWZ021: Users and
Developers Meeting

7-11 June, Stockholm, Sweden - Conference on
defects in solids for quantum technologies

7-16 June, Genova, Italy - Eridging i

5-7 October, Linkoping, Sweden - Ontolagies
Jor moterials-databases interoperability

11-13 October, Denton, USA.- Eaviran and
2QE; Modelling Complex  Ensronments in
Quancum Espresso

11-14 October, Leoben, Austria - GreenALM
~hands-on tutorial 2021

11-22 October, Lausanne, Switzeriand - Extended
Safware Development Werkshap: Imaraving
bundie libraries

21-22 October, Rome, Italy - Recent deveiopments
in quantum Mante Caria

15-19 November, Lyngby, Denmark - High-

eaiculations and effective Homiftanions

517 June, Benasque, Spain- Sth School and
Time-

throughput wit
the Atomic Simulation Enviranment ond Fireworks

15-13 Novamber, ONUINE - Machine leaming

Theory: Prospeces and Appiications
1418 June, Lausanne, Switzerland - Fath integral
Quantum echanics: From the Basics to the Latest
Developments

1423 June, Riga, Latvia - Mol exciting! Honds-on
Werkshop on Excitations in Salids 2021

16-21 June, Riga, Latvia-

6-3 Decamber, Lausanne, Switzerland - Copturing
Anharmenic Vibrationai Motion in First-Fringigles
Simulations

13-16 December, Lausanne, Switzerland - Exciton
Dynamics in Functianal Materiais: News Thaoretical
Frontiers

ethads and advanced

71 Kigali, Rwanda - Joint Schaol,

DFT

21-23 June, Lausanne, Switzerland - Excitonic and
competing orders in two-dimensienal materigis

1223 July, Trieste, Rtaly - Summer Schoai on
Quantum honte Corlo methods for ab initio
electronic simulations.

26 July-6 August, Berlin, Germany - Hands-on
Warkshop: Density Functional Theory and
Beyona - Foundations to Frontiers

September, lena, Germany - 5th Octapus
Developers Workshop.

Electronic Structure ond Molecular Dynamics

TBC 2021, Daresbury, UK - 4th Daresbury
QUESTAAL school

TBE 2021, London, UK - Hermes Summer School

2125 March 2022, Lausanne, Switzeriand -
Thearetical Specirascopy Lectures

22.25 August 2022, Lausanne — Psik Canference
2022 (. psik2022.net)

Eor more information and to ChmcA

" register for events please visii
www.psi-k.net'workshops

A trihady

.
P

(o
(o f

CECAM / Psi-k
Research Conference
20-22 September

London, UK

Psi_k Conference
22-25 August 2022 I\HI
Lausanne, Switzerland
www.psik2022.net

ETHziirich

Registe 126308
Registerad company number 06430158

http://psi-k.net/workshops/

CODES & ECOSYSTEM

DEVELOPERS
a sgho Nazicnole
dolo Boerche

e

SISSA

(o)

% |ICN2Y Tmr
==

) JouicH
ETH ziirich

cea

YaMbo &
siesta
FET.I}
ceek

< BIG
8

o3 AIIDA

TECHNOLOGY
PARTNERS

arm
E4

eomsurea
it e

COMMUNICATION, TRAINING
& DISSEMINATION

[

Hcecdm

?Psi—k

n

GHENT
UNIVERSITY

AT services

MaX coordination and management: Cnr - Modena, Italy

Materials design at the eXascale (MaAX)

http://www.max-centre.eu/max-nutshell

Y.-H. Kim
KAIST EE
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= 2024 HABEL of2stm
a - Linux/DFT(VASP) &2/x2 1P -

Density Functional Theory

Molecular Dynamics

Electronic Structure ~ Monte Carlo

Computational Chemistry

2024.7.22 @ -7.24

B A SIQICIST H2BBHE 4025
(4) HBEEA HET 2N212 222
= 2 $125151B4lE| 1S NLHYS|
OILIK| SARS S|, HAALADALS S, SRS S|
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UYL SBALE S5} 2

TI_TTE
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Tel: (02)458-3078~9  E-mail: kiche@kiche.orkr
#;s & Homepage: www.kiche.or kr
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https://www.kiche.or.kr/news/announce/82349482-bbd2-437a-8255-8b301fae6016
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nanoHUB

THE online resource for Semiconductors!

Immersive
Learning

et gt b cxdoed o d oo

600+ Apps

5]

P —
'MOSFET|

Chipshub

Chip Design
for Students

#, Expert Tools

Commercial
Tools
SILVACO  ATgme:cse

A\ Marias

Partners

Open
Courseware

Curated
Resources
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Statement of Support for the Establishment of the

R Division of Computational Physics within the Korean

32 @elet [ 2OIM AN STt Eols Tl oipol MiEES BH AT s Physical Society<

LICE A EBIEA LAl 24 AolMqe] H1@e A, sA4-.¢d-d=s =2 8

H-UxtEe] 2opol ol theT Hlols B4 3l AlEHolM 7| shM, 12|n olEX|s To the Korean Physical Society,

7IHel ME2E Al 82| B YEEE 00 BH 20 S72 B 2470 SRS The role of computational science and data-driven research has expanded rapidly

ol2{st Hzlo| 22817 QA= AALEE| HTRXIE0| ot 1ol XAl ZQ6t, o across all areas of modern physics. First-principles calculations in quantum materials,

H 7t DRE =FsiE, st=222|3ts| oM AL 7|8 20| "a M 9ae 203 semiconductors, and energy materials research; large-scale data analysis and

g 4= 9= FE SSZ0| eILICE J2iL M SR EeEE| s AMtEesis = simulation-driven studies in statistical, soft, biological, astrophysical, and particle

HEoZ ChRs 2070 2Ast0], 2 o7 AS0] 24E & o2l oM 7iese physics; and emerging Al-based methodologies for scientific discovery have
0

[01710F Bt= HEY

re

I
o]

1
T

become essential components of contemporary physics research.«

ofell otz Mt 22l= s=EEEE L To keep pace with these developments, it is necessary to establish a dedicated
v

f
2 23] B [8T T2 FaY VIS T AU BUPLD,

= = == platform within the Korean Physical Society (KPS) that enables computational
1. AAMEE dXEe MEM AE.DE Z7F O physicists to gather, share knowledge, promote interdisciplinary collaboration, and
o FAZE| FARE SAFE0S o,/Seix0r Al2H0|M, AAKEEE] AA) strengthen the identity and presence of computation-based research within the
R=E| Al 7|l 22| Al S CHUSH S0to] KRXtS0| E3ldMom pag & Society. At present, however, no standalone division dedicated to computational
. — = o o THr— o = o H 11— TT= T
ol =2 DiEEt physics exists within the KPS. As a result, researchers in this field remain dispersed
M o= [ELy =

across multiple divisions or must rely on other societies and external communities
2. B 2 A7 &3 8 3| U A dEA 2o

o O|2AHFAMO| Ze o0 S2/sh f DL S HAEHCR BtEsta, Mz

for collaboration and academic exchange.<

L = _ s - ' We, the undersigned, therefore express our full support for the official
SietaridsdaE S 9F 20ete] HE dldlg duiEe . L . C .
establishment of a Division of Computational Physics within the Korean Physical
3. AITALA O Y ug SHE gHE Society, as we firmly believe that such a division will make the following important
o A A 998, DHYSHUEYHPO) B wS, HOlH contributions:~

= 1. A dedicated platform for professional communication and collaboration+

HMEF7|S 9l A & . . . .
4 =7t BRIE B o TR O The division will provide an integrated venue for researchers across diverse fields—

o SBFEX-HiEHZ|MAK-FAT|= & F7HE M 2ZOF0fA AL 7|8 o= dA 7t computational physics, electronic-structure theory, molecular dynamics, fluid and
Z4-H0|H, 0|0 s28t= SH2E 7|Uhg Sty Ao dEE 2at 9lga plasma simulations, computational astrophysics, computational particle physics,
0jAlS] 0|22 MUAF U=o BHTSa|EE| HASE|Sar 0| A|QHHEY SHEH. and Al-based physical modeling—to interact and collaborate.«

ARlH-ngXo2 S8 YHS 0IF Holzh BUSte 2 MEME HSELICh 2. Promotion of interdisciplinary research and expansion of the Society's

Y.-H. Kim
KAIST EE
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