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A highly parallelized general-purpose molecular dynamics program,
MODYLAS, and its application to large-scale systems

YOSHIMICHI ANDOH, NORIYURT'YOSHII, KAZUSHI FUJIMOTO, HIDEKAZU KOJIMA,
ATSUSHI YAMADA, KENSUKE JWAHASHI, FUMIYASU MIZUTANI, SUSUMU OKAZAKI

SFE71% (MD) BRI, B, B, 4w, B EAREN~D FMM %7z &£, SCHRI1EARE O Bl
LT 4 VR E NS k& TP B2 BN T DOBFEERIZ SOV T 5T 5.
FERE e B SRNTY — Ll LTRSS R LTS,
MATTESFIZBNTHS %@fﬁﬁ%{%z}wt
T BREMEM B @ A M A BT D BRI
%%hi@%%héﬂﬁﬂKTK;@DOObb
HINA—T TR arta—% BIZBW TR
S FEHEHAE Y 7 7 =7 MODYLAS ”%F’aﬁ
J& L C &7z (www.modylas.org TABH), FHEIZI
MR RSN, ST EER (5185, :ro‘cto‘?
YT ERRZ DULAME
<RIBS TR B A AR % il 2 AR B v
(FMM) t%ﬂi%@ Ewald (2 L 0 g IC R
ZefE ARy ElC X D MPLIESIE, B8 X OV3D h—
T AT EaEAb LT BN > U L— MPL (R
CEEAIROT X abt—BI OBz EPE LT
T — i
sy PAR Y FTOEF ¥ v o I ARG
WD, FEFRIZ 1) a2 Ba—F 65536 (=2 /
— RE2HWEHEITIEY V78, KBLOA A
&G T 1,000 IR A FRICOWT BIF 2S8R
G 64/ — N 40%) ZFEHHL TV LI 2 £ X B

ZHETIZ MODYLAS & (5] v B a—4 % [1] Y. Andoh, N. Yoshii et al., J. Chem. Theory Comput., 9,
3201-3209 (2013).

Fig.1 All-atom MD calculation of entire
poliovirus empty capsids in solution!23],
Atom number: 6.5M, simulated time: 200ns.

HWERV AT 4V AB TV RefRzf-o-aR . .
2] 2Bt RL— b ORI 2] Zsfn, M, A——ara—% 5] O
T MD EEEEI D), A2 A I3, 0 A A ADRRTRFBNHEY L2 L—
BoO2FF MD #EYRTToN, 1EkT 7 A0 a2, TEHALER, 55,798-803 (2014).
Lo 7222/ 2 & — L 38 L ONRER 2 47— L T DT [3] Y. Andoh,N. Yoshii et al., J. Chem. Phys., 141, 165101 (2014).
FENRHFIINITZD LYo T, [4] T. Yagasaki, M. Matsumoto, et al., J. Phys. Chem. B,
O 1%, MPI 7OH_EX§& onkgm ~ IR, B AR 118, 1900 (2014).; 118, 11797 (2014).

T4 1 B T R Fo BB 8 5 B AL %5 & o % — Center for Computational Science, Nagoya University; ¥4 7
BRF TR - £ T #EHIZ Department of Applied Chemistry, Nagoya University; ICRPP-CNRS,

University of Bordeaux; $5> F B R Institute for Molecular Science

2015 Information Processing Society of Japan 90



