SCHOOL

ON TRANSPORT SIMULATIONS
June 16-17, 2011

AGENDA:

THURSDAY - SESSION 1

14:00 - 14:30 Introduction to DFT (J. F.)

14:30 - 15:00 Pseudopotentials (J. F.)

15:00 - 15:30 Basis Sets of Atomic Orbitals (J. F.)
15:30 - 16:00 How to run SIESTA (V. G.-S)

THURSDAY - SESSION 2
17:30 - 18:30 Hands-on on SIESTA (J. F.)
18:30 - 19:30 Primer on SMEAGOL /SIESTA (V. G.-S.)

FRIDAY - SESSION 3

09:00 - 10:00 Primer on FIREBALL (P. J.)

10:00 - 10:30 Hands-on S+SIESTA: gold chain (L. O.)
10:30 - 11:00 Hands-on S+SIESTA: Au-BDT (V. G.-S.)
11:00 - 11:30 Hands-on S+FIREBALL (P. H.)

The school 1s compulsory for all students and ESR-s!
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Jaime Ferrer, Victor Garcia-Suarez,
Prokop Hapala, Pavel Jelinek,
Laszlo Oroszlany




