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There are a large number of electronic structure codes available, but many of the
commercial codes are expensive. However, Quantum ESPRESSO is a free, open- | Date:  10-21 june 2019
source computer code for electronic structure calculations and materials modeling
at the nanoscale. /
The purpose of the school is to introduce electronic structure theory and related South Africa
simulation methods, as implemented in the Quantum ESPRESSO package. It will
include basic and advanced topics, with an emphasis on computational methods
for practical calculations.

The first week of the school will be an introduction to the fundamentals of density Dr Edwin Mapasha
functional theory and the associated methods and algorithms, as well as an edwin.mapasha@up.ac.za
introduction to Quantum ESPRESSO.

The second week of the workshop will explore the more advanced aspects of
Quantum ESPRESSO and will be suitable for advanced postgraduate students and

Venue: University of Pretoria

Contact: Prof Walter Meyer
walter.meyer@up.ac.za OR

Workshop fee:
researchers. . . _ '
The organizing committee of SASESMA encourages researchers and students from - Registration fee is R500. Includes light
research councils, universities and industries to apply by completing the form refreshments.
available at http://upnet.up.ac.za/sasesma2019 - Participants are responsible for their
own accommodation, subsistence and
R transport.
Topics: Invited Speakers: A dation: Th
- Introduction to density functional theory - Accommoaation. 1here are many
S A — - Prof N. Chetty, UP, RSA hotels and guest houses in the vicinity.
8 - Prof E Lombardi, UNISA, RSA Budget options include Airbnb and
- Generation of pseudopotentials - Dr Krishna Govender CHPC, RSA Backpackers. Please make your own

+ 3 international speakers (TBA)

- Ab initio molecular dynamics booking.

- Optical spectroscopies - Transport: The University is walking

Organizers: dist from the Hatfield Gautrai
_ Chareed defects . istance from the Hatfield Gautrain
_ 8 Chair: Prof Walter Meyer station and Uber and Taxify are also
- Basic and advance uses of Quantum walter.meyer@up.ac.za available.
ESPRESSO Co-Chair: Dr Edwin Mapasha
- Access to CHPC edwin.mapasha@up.ac.za Deadline: 15 April 2019
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