
 

 

Date:  Monday February 10, 2020 
Time:   13h00-17h00 
Location: TNW faculty, Kroningzaal, Van der Maasweg 9, Delft 
Organizers: Prof. Evgeny Pidko and Prof. Thijs Vlugt (contact: e.a.pidko@tudelft.nl) 
 
In the past few decades, simulations of atoms, molecules, and small particles has become increasingly popular 
in the scientific community, as these simulations can provide detailed insight into chemical and physical 
processes at multiple time and length-scales. Examples of these techniques are QM/DFT, Molecular Dynamics 
and Monte Carlo, and Dissipative Particle Dynamics as well as other coarse-grained molecular and atomistic 
simulation techniques. At TU Delft, these simulation techniques are widely applied to a very broad range of 
systems, at various faculties such at TNW, 3mE, and CEG. Despite this broad range of research topics, many 
elements are shared such as common software, scripts, analysis tools, force fields, and (unavoidable) 
programming bugs. 

The purpose of this symposium is to bring together (PhD) students, postdocs, and scientific staff members that 
are working with (or are interested in) these simulations, and to create a vivid molecular and atomistic 
simulation community in Delft, so that we can learn from each other. Besides a keynote lecture of a leader in 
this field and two invited lectures by experts, a poster session will take place to facilitate the interactions and 
foster collaborations between the participants. Participants are expected to present a poster on their research.  

Snacks and drinks will be provided. There is a special prize for the best poster. Registration is free of charge, 
but compulsory via https://msd2020.eventbrite.nl (password: MSD2020!). Registration deadline Feb. 2nd, 2020. 

12h45-13h00: Registration and coffee 
13h00-13h15: Welcome by Prof. Evgeny Pidko 
13h15-14h00: Keynote lecture by Prof. Rutger van Santen 
 From microkinetics to catalytic reactor modelling 
14h00-14h30: Invited lecture by Dr. Anna Smith 
 A new approach for coupled structural and thermodynamic modelling of fluoride salt 

properties 
14h30-15h00: Invited lecture by Dr. Othon Moultos 
 Diffusivity computation of pure and multi-component fluid mixtures with molecular 

simulation; Methods and Applications 
15h00-16h45: Poster session with drinks and snacks 
16h45-17h00: Wrap-up and announcement of the poster prize winner 

Symposium "Simulations of Atoms, Molecules, 
and Small Particles for Industrial Applications" 

 


