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fh New Developments in Development Code

= New developments are only available in development version
= Get via git
git clone git://git.savannah.nongnu.org/espressomd.git

= Compilation requires one more step (in source directory!):
bootstrap

= Requires GNU autotools (autoconf, automake)

= Afterwards
configure
make
make check

http://www.icp.uni-stuttgart.de

git
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f!“ Logo & Website

= New website (Wordpress A
Si n Ce J a n ua ry Extensible Simulation Package for Research on Soft matter
O. Lenz, K. Breitsprecher, ICP

ESPResSo

Home Bug listE .. where bugs can be queried
and reported.

tuttgart.de

ESPResSo is a highly versatile software package for
performing and analyzing scientific Molecular Dy ics
many-particle simulations of coarse-grained atomistic or
bead-spring models as they are used in soft-matter
research in physics, chemistry and molecular biology. It
can be used to simulate systems such as polymers, liquid
crystals, colloids, ferrofluids and hiological systems, for
example DNA and lipid membranes,

ESPResSo Summer School 2012
Homepage of the ESPResSo Summer
School 2012

Frequently Asked Questions (FAQ) ...and
their answers,

Github & _where the development
source code can be found,

.icp.uni-s

ESPResSo is free, open-source software published
under the GNU General Public License (GPL). It is
parallelized and can be employed on desktop machines,
convenience clusters as well as on supercomputers with
hundreds of CPUs. The parallel code is controlled via the

scripting language Tcl, which gives the software its great
flavihility Mature Cover Issue from 2007

Jenkins Build Server ..where you can
learn about the state of the eurrent
development code.

User's Guide ...of the current
development code.

:[lwww

http

= New logo since June
O. Lenz, ICP

ESPResSo
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i New constraint: Rhomboid

= Since June (G. Rempfer, ICP)
= Basic building block for arbitrary shapes

http://lwww.icp.uni-stuttgart.de
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ﬁ Verlet list optimization

Q

3 = Since January (A. Arnold, G.

] Inci, ICP)

13 = S0 fgr, pgrticle pgirs within the ~
I= maximal interaction range were

;"_ in the list

< = Independent of actual interaction

; = Now, only pairs within

P interactions cutoff are included

E ©

= Very useful for asymmetric
mixtures or non-interacting
particles
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And now for more serious developments...

http://www.icp.uni-stuttgart.de
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f!“ Future Developments

Coding Week in January 2013! Join, if you like!

= Efficient constraints = Interface to ScaFaCosS library
= From Toronto, Canada, Group of G. = “Scalable Fast Coulomb Solver”
Slater « Library for electrostatic algorithms:
= So far, constraints are computed for - FMM
all particles

= P3M/P2NFFT
=  Cell list structure also include i

_ Multigrid solvers
constraints

= Barnes Hut Tree
— End of the year?

http://www.icp.uni-stuttgart.de

= Useful for systems with a lot of
constraints

= Mostly ready, but not well-integrated
= — Coding week?
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Python interface

= First signs in master: Split off the Tcl
interface from the C-code

= Branch cython in git repo

= Based on Cython

= Simple Python interface is already running
= Work on actual interface can start

http://www.icp.uni-stuttgart.de
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