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This workshop will deal with the basics and recent advances of electronic-structure theory, 
especially density-functional theory. The workshop morning lectures introduce basic topics, 
from the choice of functional basis set to ways to account for relativity, magnetism, long-range 
dispersion and furthermore includes advanced topics like excited-state properties, free 
energies, and nuclear quantum effects. In the afternoons, participants will gain experience in 
hands-on sessions guided by skilled tutors. The main computational workhorse for the 
afternoon sessions will be the FHI-aims all-electron code, which embodies all necessary 
methods. 

Hands-on Workshop and Humboldt-Kolleg: 
Density-Functional Theory and Beyond: Basic Principles and Modern Insights 
2-13 May 2016  
Isfahan University of Technology, Isfahan, Iran

!
Contacts: 
Dr. Carsten Baldauf, Fritz-Haber-Institute, Faradayweg 4-6, 14195 Berlin, Germany 
Dr. S. Javad Hashemifar, Department of Physics, Isfahan University of Technology, 8415683111 Isfahan, Iran 
Email: hands-on-2016@fhi-lists.de

Alexander von Humboldt  
Stiftung / Foundation      

http://physics.sharif.edu/~jafari/
https://chem.duke.edu/labs/yang
http://th.fhi-berlin.mpg.de/site/index.php?n=Members.Member?USRID=52
http://physics.sharif.edu/~jafari/
https://chem.duke.edu/labs/yang
http://th.fhi-berlin.mpg.de/site/index.php?n=Members.Member?USRID=52
mailto:hands-on-2016@fhi-lists.de
mailto:hands-on-2016@fhi-lists.de

