TRk 28 R R

WEL4 (A V)
KEMEAEKRSFRIZBITFASAFLY Y a—3a vy FHEOER

HIH
O

g :
HER LIS R REDHEMIEETF — A

FRA :

ok RRG*
aR—/I TE*
Jaewoon dJung**
A HEF*

A
221 7 ki

L HE RS TR R E

WEEMY AT ARV — EMmET Y TaT

SFHEREY I 2 L—Y g VIFRTF— A

AREOIEOE 7, BEY, BRI 27 vy =
k& DOBR

LA, FEERREEMRNT 72 8 D | AR T OREMI 72
HEIETE W OGN AIEE & 72 0 | AR THERR Ikt
T DEREDEL TV D, FEM RS 2 iz
2y 1815 Molecular Dynamics; MD)% 0 Ef
Ay a2l —varbEhzo—Miz#HoT
Wh, Va2 b—ya ik, ERSTEET S
X DOFMIBIES A I AERE/GOND
ZENBAHBTH Y | 57 FHERE & BRI R
THLEDICARAROT Ta—F Lo T&ETH
5o Fox DF — L TiE, 7R RICC TEZERIZH)
YE3 285 MD 7' v 75 & [GENESIS| %[
% - MBI L T& 7, ABETIL, GENESIS O
B MD =¥ & RIC, HOKUSAL IZ38 VTR
BB ERS FRICT o~ A4 F LY ) a—a
VGG RIEZ B - IS 2, GENESIS O
BWMMD = Yr s wAFLY Y a— g i
EAGDED LT, INE THARARETH
STAEERS THEEZ Y I 2L — T 52 L% H
H LT %, BARIITIZ LT D 5 DO EAT 5,
1) GENESIS O N F~v—7

2) RHEEMEE 2L & Foal T A MR LE T L D
BT & NV T DA TR T DRSS O i
Hr

3) HAAMINEREEIC BT D GTP MKy I
I A O FRAT

4) WW-domain # > XV B 7+ —)VT 4T D
7 — X [ALAEAT
FHLWL ) ik a WX o8 B

PR

5)
ey

BARBZRRENE., HEHTE
1) GENESIS O &bt RN F~—7

For efficient parallelization of MD, we
designed multiple program/multiple data
(MPMD) scheme which separates processors
responsible for real space and reciprocal
space calculations. We also developed
multiple time step integration based on
MPMD where communication-intensive part
is skipped regularly during MD simulations.
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MPMD scheme is developed on HOKUSAI

GreatWave and final benchmark is performed on the
K computer. Graph shown below is the benchmark

result for 28 million atom system.
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We have developed new parallelization
scheme suitable for massively parallel
supercomputers in Hokusai GreatWave or K,
suitable for large scale MD.
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