Ouaoa Yroloyiotikng Emotiuns kou Teyvikng twv Yiikwv
Ygpvapro: Evoayoyn otic Mopiaxés llpocopoiioeig

Hpepopnvia: Teraptn 13 Mdiov 2015, 10.45 — 14.30
TomoBeoia: «Mwkp6é PC LAB», Xyoin Xnuik@v Mnyovikav, E.M.II.

1. Xpnon vroroyiotikov mepiBdAirovtog Linux Cluster (Opéotng Zidyoc)
+ Ipaxtikn eEaoknon: mpocfoon kar eKTEAEOH LOCIKMV O100IKAGIOV OE ATOUOKDVOUEVO DTOAOYLOTIKO
wepifarlov Linux

2. Ewoayoyn otig mpocopoidoelg Moplakng Avvopikng (Mmpyog Boyratlng)
+ Ipaoxtikn e£aoknon: TpoyuoTOTOINGH TPOGOUOLWONS PEVETOD APYod e T ¥PHo TOL A0YIoUIKOD OVOIKTOD
koo LAMMPS

3. YToAoyiopHog SopK®mV, SUVOIKOV Kot OEpHOSUVAUIK®Y 1O10THTOV arnd poplakés Tpocopoinaels (Mmpyog
Boytattng)

+ Ipoxticy elaoxnon: emelepyoaio tpoyias Mopiaxng Avvauikng (.. vLoLOYIGUOS TOVTIEAETTH QVTO-OL10VONS
pevarov Apyod)

4. Ewoaymyn otov mopdiinio mpoypappatiopd (INdpyog Boywtldng kot Opéotng Zidvyog)
+ Ipoxtixy elaoxnon.: mpwtorxolia MPI kar openMP

Computational Materials Science and Engineering Group (CoMSE)
Crash Course on Molecular Simulations

Date: Wednesday, May 13, 2015, 10.45 — 14.30
Location: “Small PC LAB”, School of Chemical Engineering, NTUA

1. Introduction to using a Linux cluster environment (Orestis Ziogos)
+ Hands-on session: accessing and conducting simple operations on a remote Linux machine

2. Molecular Dynamics simulations in a nutshell (Georgios Vogiatzis)
+ Hands-on session: conducting liquid Argon molecular dynamics simulations using LAMMEPS open-
source software

3. Post-processing molecular simulation trajectories (Georgios Vogiatzis)
+ Hands-on session: post-processing molecular dynamics trajectories (e.g. estimation of liquid
Argon self-diffusion coefficient)

4. Introduction to parallel programming (Georgios Vogiatzis and Orestis Ziogos)
+ Hands-on session: MPI and openMP protocols



