On November 11", 2022, the Dialogues in Midst Workshop was delivered by Gokhan
Kacar from Trakya University. The title of the workshop is “Simulating soft matter with
dissipative particle dynamics”. This was an all-day long workshop, that started at 9:30 in
the morning and ended at 15:30 afternoon. 23 attendees were present in this face-to-face
event that was held in Tuzla Campus of Sabanci University Campus. While 22 of the
attendees were from the universities such as Trakya, Kadir Has, Bahgesehir, Yeditepe,
Istanbul Technical and Sabanci at various levels (undergraduate/post-graduate students,
post-doctoral researchers and instructors), we had one participant from a manufacturing
company.

The training proceeded with a morning theory session (9:30 — 12:15) followed by an
afternoon practice session (13:15 — 15:30). The theory session posed the theory of
molecular dynamics (MD) simulations in general with particular focus on coarse-grained
simulations. Later, we extensively discussed the dissipative particle dynamics (DPD)
simulation method. The hands-on session in the afternoon provided examples on phase-
separation and self-assembly of polymeric micelles. Moreover, in order to demonstrate
the use of DPD for industrially relevant applications, cross-linking of a particular polymeric
material was simulated.

By attending this workshop, participants acquired knowledge on the theoretical basis of
MD simulations and coarse graining that forms the foundations of the DPD method. The
tutorials on Visual Molecular Dynamics (VMD)' and LAMMPS? showed principles of
visualization and simulation of phase-separation and self-assembly of different
systems/entities, which later may motivate attendees to learn about atomic and/or coarse

grained simulations of polymeric materials, lipids and proteins.



Extended discussions were made with one industrial attendee, and the possibility of a

short-term case study within the realm of EUROCC emerged.

1. Humphrey, W., Dalke, A. & Schulten, K. VMD: Visual molecular dynamics. Journal of
Molecular Graphics 14, 33—38 (1996).

2. Thompson, A. P. et al. LAMMPS - a flexible simulation tool for particle-based materials
modeling at the atomic, meso, and continuum scales. Computer Physics

Communications 271, 108171 (2022).



