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GENESIS <A

Generalized-ensemble simulation system X

Computer simulations
create the future

Molecular dynamics (MD) software for bimolecular systems.

Open source software distributed under the GPLv2 license.

Please check ‘GENESIS’ website
URL: http://www.aics.riken.jp/labs/cbrt/

Feature Target Performance

| Application of GENESIS
1. High performance schemes
using hybrid parallelization On K Computer

(MPI+OpenMP) and/or 1. Molecular crowding

PGP .
EEFY 2. Structure/Dynamics of
g 64 T T T T T T T
2. Enhanced sampling algorithm SO al e velosiy vere |
- i ; . ; —e—RESPA
e EE-Enae e2lelien 3. Data driven simulations = 16 ]
g
. 12}
3. Multi-scale MD (All atom, <8 ]
. o
Coarse-Grained, QM/MM) Molecular Crowding § ‘T y
o Mycoplasma B\ £ 2r 1
4. Data assimilation genitalium sl 1 million 1
05 12IS 2;6 51IZ 10IZ4 2(;48 4(;96 81I92 16584 327I68
Number of cores
Enhanced sampling R
h 2| —a— Velocity Verlet ]
exchange e RES
replica 1 g— — = 16| RESPA E
© X
@ g 4
rep|ica 2 w— — — %
MD 2 af 1
replica 3 m— — — § 2} ]
MD X exchange E’
MD eXChange | | | | | | | |
. t d 1024 2048 4096 8192 16384 32768 65536 131072
rejecte GroEL t-RNA  ribosome proteins Number of cores

elLife 5, €19274 (2016)

RIKEN
@I e oE— I
RIKEN AICS Computational Science





