
TOPICS:

PRELIMINARY LIST OF SPEAKERS:

• Classical and First Principles Molecular Dynamics to study complex chemical 
and biological problems ranging from chemistry at interfaces to enzyme 
catalysis in proteins and drug discovery

• Methods Development in Enhanced Sampling/Rare events
• Application of Enhanced Sampling Methods to tackle complex problems in 

physics, chemistry and biology
• Development and Application of Machine Learning Potentials
• Machine-Learning techniques for automatic/agnostic discovery or reaction 

coordinates/order parameters
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This workshop gathers global experts to advance atomistic simulation 
methods and explore frontier applications in physical and chemical 
sciences. It features an interdisciplinary mix of topics, including 
physics, chemistry, biology, and engineering, fostering collaboration 
and innovation.

Description:
8 - 12 September 2025

Deadline:

Trieste, Italy

30 June 2025

FURTHER INFORMATION:

E-mail: smr4098@ictp.it

Web: http://indico.ictp.it/event/10863/ 

Female scientists are encouraged to apply.

GR ANTS:
A limited number of grants are available to support the 
attendance of selected participants, with priority given to 
participants from developing countries.
There is no registration fee.
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