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Researchers in industry and academia have been ;?gg;ggmdy"ami“
using the Amsterdam Modeling Suite (AMS) for ( o UNIFAC

over half a century to understand and predict e
chemistry, materials & processes. e Kinetic Monte Carlo

Microkinetics

We will discuss relevant use cases from the oil &
gas industry, using atomistic and multiscale

Force Fields
ReaxFF, GFN-FF
Machine Learning Potentials

simulations as well as machine learning methods. fopest
QM/MM
. . FDE, Hybrid Engine

Then we will get started with hands-on examples —

. . . Tight binding
to run simulations ourselves with the Amsterdam - N GFNATB, DFTB
Modeling Suite, including spectroscopic Periodic DFT

H H H H [ 14 R uantum Espressc
properties, catalysis, thermodynamic properties e L PAD e &t
and using machine learning. s % Hr Milecisar DET

We would love to hear about your interests, so we can try to include relevant examples in
the workshop

Participants should register and install AMS and additional packages beforehand on their
laptop. The Amsterdam Modeling Suite can be used for 1 more month after the workshop.

Program

08.00-08.30: Amsterdam Modeling Suite: intro to the different modules, case studies
08,30-10.15: Hands-on: geometry optimization, spectra, transition states (ADF, DFTB)
10.15-10.45: Coffee & tea break

10.45-11.30: Bulk & surfaces (DFTB, BAND, QE, combustion & reaction analysis (ReaxFF)
11.30-12.15: Thermodynamic properties and machine learning predictions with COSMO-RS
12.15-12.30: Wrap up, Q&A
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