* o x

@&y CERTIFICATE OF POSTER PRESENTATION

Funded by
he Europedn Union

i

This certificate is presented to

ALEX SOLE GOMEZ

*

for presenting the poster entitled
Machine Learning Multiscale Interactions
at the
1* edition of the General-Purpose Machine-Learned Force Fields in Theory and Practice Workshop

13-15 July 2026
at the University of Luxembourg — Campus Limpertsberg &5 Campus Belval

Organizing Committee jz—v——

Prof. Dr. Alexandre Tkatchenko ( <.o LH K O

Camilo Prada

Dr. Miguel Gallegos Gonzélez Prof. Dr. Alexandre Tkatchenko

Dr. Adil Kabylda Workshop Chair, on bebalf of the Organizing Committee

Dr. Florian Briinig

University of Luxembourg

Sergio Sudrez Dou '"""'

Department of Physics and Materials Science
University of Luxembourg ﬂ L‘ r‘

Funded by the European Union (European Research Council) and supported by the Marie Sktodowska-Curie Actions and the

Luxembourg National Research Fund (FNR). High-performance computing resources provided by LuxProvide (MeluXina).




* o x

@&y CERTIFICATE OF POSTER PRESENTATION

Funded by
he Europedn Union

i

This certificate is presented to

ALEXANDER KOLGANOV

*

for presenting the poster entitled
High-Throughpur Generation of Amorphous Oxide Catalyst Surfaces
at the

1* edition of the General-Purpose Machine-Learned Force Fields in Theory and Practice Workshop

13-15 July 2026
at the University of Luxembourg — Campus Limpertsberg &5 Campus Belval

Organizing Committee jz—v——

Prof. Dr. Alexandre Tkatchenko ( <.o LH K O

Camilo Prada

Dr. Miguel Gallegos Gonzélez Prof. Dr. Alexandre Tkatchenko

Dr. Adil Kabylda Workshop Chair, on bebalf of the Organizing Committee

Dr. Florian Briinig

University of Luxembourg

Sergio Sudrez Dou '"""'

Department of Physics and Materials Science
University of Luxembourg ﬂ L‘ r‘

Funded by the European Union (European Research Council) and supported by the Marie Sktodowska-Curie Actions and the

Luxembourg National Research Fund (FNR). High-performance computing resources provided by LuxProvide (MeluXina).




@1 “ By CERTIFICATE OF POSTER PRESENTATION 55 1+
s GPMLFF
This certificate is presented to
L g
for presenting the poster entitled
Force Field Analysis Software and Tools (FFAST) vz.0: Assessing Machine Learning Force Fields under the Microscope
at the
1* edition of the General-Purpose Machine-Learned Force Fields in Theory and Practice Workshop
13-15 July 2026
at the University of Luxembourg — Campus Limpertsberg &5 Campus Belval
Organizing Committee 7 '
Prof. Dr. Alexandre Tkatchenko j ( <.q RHK O
Camilo Prada
Dr. Miguel Gallegos Gonzélez Prof. Dr. Alexandre Tkatchenko
Dr. Adil Kabylda Workshop Chair, on bebalf of the Organizing Committee

Dr. Florian Briinig

University of Luxembourg

Sergio Sudrez Dou '"""'

Department of Physics and Materials Science
University of Luxembourg ﬂ L‘ r‘

Funded by the European Union (European Research Council) and supported by the Marie Sktodowska-Curie Actions and the

Luxembourg National Research Fund (FNR). High-performance computing resources provided by LuxProvide (MeluXina).




@1 “ By CERTIFICATE OF POSTER PRESENTATION 55 1+
e GPMLFF
This certificate is presented to
AURORA GONZALEZ SANZ
L g
for presenting the poster entitled
Electrical Double Layer at the Air-Water Interface: A machine-learning interatomic potential simulation study
at the
1* edition of the General-Purpose Machine-Learned Force Fields in Theory and Practice Workshop
13-15 July 2026
at the University of Luxembourg — Campus Limpertsberg &5 Campus Belval
Organizing Committee 7 )
Prof. Dr. Alexandre Tkatchenko j ( <.q RHK O
Camilo Prada
Dr. Miguel Gallegos Gonzélez Prof. Dr. Alexandre Tkatchenko
Dr. Adil Kabylda Workshop Chair, on bebalf of the Organizing Committee

Dr. Florian Briinig

University of Luxembourg

Sergio Sudrez Dou '"""'

Department of Physics and Materials Science
University of Luxembourg ﬂ L‘ r‘

Funded by the European Union (European Research Council) and supported by the Marie Sktodowska-Curie Actions and the

Luxembourg National Research Fund (FNR). High-performance computing resources provided by LuxProvide (MeluXina).




@1 “ By CERTIFICATE OF POSTER PRESENTATION 55 1+
s GPMLFF
This certificate is presented to
L g
for presenting the poster entitled
Energy-Decomposition—Driven Basis Set Extmpolation in Density Functional T/oeory
at the
1* edition of the General-Purpose Machine-Learned Force Fields in Theory and Practice Workshop
13-15 July 2026
at the University of Luxembourg — Campus Limpertsberg &5 Campus Belval
Organizing Committee )
Prof. Dr. Alexandre Tkatchenko j l ( <.o LH K O
Camilo Prada
Dr. Miguel Gallegos Gonzélez Prof. Dr. Alexandre Tkatchenko
Dr. Adil Kabylda Workshop Chair, on bebalf of the Organizing Committee

Dr. Florian Briinig

University of Luxembourg

Sergio Sudrez Dou '"""'

Department of Physics and Materials Science
University of Luxembourg ﬂ L‘ r‘

Funded by the European Union (European Research Council) and supported by the Marie Sktodowska-Curie Actions and the

Luxembourg National Research Fund (FNR). High-performance computing resources provided by LuxProvide (MeluXina).




* o x

@&y CERTIFICATE OF POSTER PRESENTATION

Funded by
he Europedn Union

i

This certificate is presented to

Esma MuTLU

*

for presenting the poster entitled

Construction of Generalizable and Data-Efficient NequlP Potentials
for Accurate Potential Energy Surfaces Across Diverse Chemical Spaces

at the

1** edition of the General-Purpose Machine-Learned Force Fields in Theory and Practice Workshop

13-15 July 2026
at the University of Luxembourg — Campus Limpertsberg €5 Campus Belval

Organizing Committee jz—v——

Prof. Dr. Alexandre Tkatchenko ( <.o LH K O

Camilo Prada

Dr. Miguel Gallegos Gonzélez Prof. Dr. Alexandre Tkatchenko

Dr. Adil Kabylda Workshop Chair, on bebalf of the Organizing Committee

Dr. Florian Briinig

University of Luxembourg

Sergio Sudrez Dou '"""'

Department of Physics and Materials Science
University of Luxembourg ﬂ L‘ r‘

Funded by the European Union (European Research Council) and supported by the Marie Sktodowska-Curie Actions and the

Luxembourg National Research Fund (FNR). High-performance computing resources provided by LuxProvide (MeluXina).




@1 “ By CERTIFICATE OF POSTER PRESENTATION 55 1+
s GPMLFF
This certificate is presented to
L g
for presenting the poster entitled
Using Machine Learning Potentials to investigate Hz adsorption energies on Ru(0ooo1) and NbzOy
at the
1* edition of the General-Purpose Machine-Learned Force Fields in Theory and Practice Workshop
13-15 July 2026
at the University of Luxembourg — Campus Limpertsberg &5 Campus Belval

Organizing Committee 7 '
Prof. Dr. Alexandre Tkatchenko j ( <.q RHK O
Camilo Prada
Dr. Miguel Gallegos Gonzélez Prof. Dr. Alexandre Tkatchenko
Dr. Adil Kabylda Workshop Chair, on bebalf of the Organizing Committee

Dr. Florian Briinig

University of Luxembourg

Sergio Sudrez Dou '"""'

Department of Physics and Materials Science
University of Luxembourg ﬂ L‘ r‘

Funded by the European Union (European Research Council) and supported by the Marie Sktodowska-Curie Actions and the

Luxembourg National Research Fund (FNR). High-performance computing resources provided by LuxProvide (MeluXina).




* o x

@&y CERTIFICATE OF POSTER PRESENTATION

Funded by
he Europedn Union

i

This certificate is presented to

IGOR GORDIY

*

for presenting the poster entitled
AMP-BMS/MM: A Multiscale Neural Network Potential for the Fast

and Accurate Simulation of Protein Dynamics and Enzymatic Reactions

at the

1** edition of the General-Purpose Machine-Learned Force Fields in Theory and Practice Workshop

13-15 July 2026
at the University of Luxembourg — Campus Limpertsberg €5 Campus Belval

Organizing Committee jz—v——

Prof. Dr. Alexandre Tkatchenko ( <.o LH K O

Camilo Prada

Dr. Miguel Gallegos Gonzélez Prof. Dr. Alexandre Tkatchenko

Dr. Adil Kabylda Workshop Chair, on bebalf of the Organizing Committee

Dr. Florian Briinig

University of Luxembourg

Sergio Sudrez Dou '"""'

Department of Physics and Materials Science
University of Luxembourg ﬂ L‘ r‘

Funded by the European Union (European Research Council) and supported by the Marie Sktodowska-Curie Actions and the

Luxembourg National Research Fund (FNR). High-performance computing resources provided by LuxProvide (MeluXina).




@1 “ By CERTIFICATE OF POSTER PRESENTATION 55 1+
e Fat GPMLFF
This certificate is presented to
L 2
for presenting the poster entitled
Electrical Double Layer at the Air-Water Interface: A machine-learning interatomic potential simulation study
at the
1* edition of the General-Purpose Machine-Learned Force Fields in Theory and Practice Workshop
13-15 July 2026
at the University of Luxembourg — Campus Limpertsberg &5 Campus Belval
Organizing Committee )
Prof. Dr. Alexandre Tkatchenko j l ( <.o LH K O
Camilo Prada
Dr. Miguel Gallegos Gonzélez Prof. Dr. Alexandre Tkatchenko
Dr. Adil Kabylda Workshop Chair, on bebalf of the Organizing Committee

Dr. Florian Briinig

University of Luxembourg

Sergio Sudrez Dou '"""'

Department of Physics and Materials Science
University of Luxembourg ﬂ L‘ r‘

Funded by the European Union (European Research Council) and supported by the Marie Sktodowska-Curie Actions and the

Luxembourg National Research Fund (FNR). High-performance computing resources provided by LuxProvide (MeluXina).




@1 “ By CERTIFICATE OF POSTER PRESENTATION 55 1+
e GPMLFF
This certificate is presented to
L g
for presenting the poster entitled
Implicit Solvent Machine Learning Potential for Proteins and Drug-Like Molecules Approaching Ab Initio Accuracy
at the
1* edition of the General-Purpose Machine-Learned Force Fields in Theory and Practice Workshop
13-15 July 2026
at the University of Luxembourg — Campus Limpertsberg &5 Campus Belval
Organizing Committee )
Prof. Dr. Alexandre Tkatchenko j l ( <.o LH K O
Camilo Prada
Dr. Miguel Gallegos Gonzélez Prof. Dr. Alexandre Tkatchenko
Dr. Adil Kabylda Workshop Chair, on bebalf of the Organizing Committee

Dr. Florian Briinig

University of Luxembourg

Sergio Sudrez Dou '"""'

Department of Physics and Materials Science
University of Luxembourg ﬂ L‘ r‘

Funded by the European Union (European Research Council) and supported by the Marie Sktodowska-Curie Actions and the

Luxembourg National Research Fund (FNR). High-performance computing resources provided by LuxProvide (MeluXina).




@1 “ By CERTIFICATE OF POSTER PRESENTATION 55 1+
e GPMLFF
This certificate is presented to
L g
for presenting the poster entitled
PEACE: An Atomistic Cheminformatics Workflow for Evaluating Prototropic Tautomer Populations
at the
1* edition of the General-Purpose Machine-Learned Force Fields in Theory and Practice Workshop
13-15 July 2026
at the University of Luxembourg — Campus Limpertsberg &5 Campus Belval

Organizing Committee )
Prof. Dr. Alexandre Tkatchenko j l ( <.o LH K O
Camilo Prada
Dr. Miguel Gallegos Gonzélez Prof. Dr. Alexandre Tkatchenko
Dr. Adil Kabylda Workshop Chair, on bebalf of the Organizing Committee

Dr. Florian Briinig

University of Luxembourg

Sergio Sudrez Dou '"""'

Department of Physics and Materials Science
University of Luxembourg ﬂ L‘ r‘

Funded by the European Union (European Research Council) and supported by the Marie Sktodowska-Curie Actions and the

Luxembourg National Research Fund (FNR). High-performance computing resources provided by LuxProvide (MeluXina).




* o x

Funded by
he Europedn Union

@&y CERTIFICATE OF POSTER PRESENTATION &56 i Ff; s

This certificate is presented to

JosE ANTONIO QUINONERO GRIS

*

for presenting the poster entitled

AIM4ML: A Scaffold-Diverse Molecular Dataset for IQA-Informed Machine-Learned Force Fields

at the

** edition of the General-Purpose Machine-Learned Force Fields in Theory and Practice Workshop

Organizing Committee

Prof. Dr. Alexandre Tkatchenko
Camilo Prada

Dr. Miguel Gallegos Gonzélez
Dr. Adil Kabylda

Dr. Florian Briinig

Sergio Sudrez Dou

University of Luxembourg

13-15 July 2026
at the University of Luxembourg — Campus Limpertsberg &5 Campus Belval

77‘(;1 H K O

Prof. Dr. Alexandre Tkatchenko
Workshop Chair, on bebalf of the Organizing Committee

University of Luxembourg

Department of Physics and Materials Science
=\ <

Funded by the European Union (European Research Council) and supported by the Marie Sktodowska-Curie Actions and the

Luxembourg National Research Fund (FNR). High-performance computing resources provided by LuxProvide (MeluXina).




* o x

@&y CERTIFICATE OF POSTER PRESENTATION

Funded by
he Europedn Union

i

This certificate is presented to

JoserH HART

*

for presenting the poster entitled
Machine-Learned Potential for Realistic Nanoporous Carbons
at the
1* edition of the General-Purpose Machine-Learned Force Fields in Theory and Practice Workshop

13-15 July 2026
at the University of Luxembourg — Campus Limpertsberg &5 Campus Belval

Organizing Committee jz—v——

Prof. Dr. Alexandre Tkatchenko ( <.o LH K O

Camilo Prada

Dr. Miguel Gallegos Gonzélez Prof. Dr. Alexandre Tkatchenko

Dr. Adil Kabylda Workshop Chair, on bebalf of the Organizing Committee

Dr. Florian Briinig

University of Luxembourg

Sergio Sudrez Dou '"""'

Department of Physics and Materials Science
University of Luxembourg ﬂ L‘ r‘

Funded by the European Union (European Research Council) and supported by the Marie Sktodowska-Curie Actions and the

Luxembourg National Research Fund (FNR). High-performance computing resources provided by LuxProvide (MeluXina).




* o x

@&y CERTIFICATE OF POSTER PRESENTATION

Funded by
he Europedn Union

i

This certificate is presented to

LEO LEGRAND

*

for presenting the poster entitled
Scale-bridging simulation to describe transport and swelling properties
at the
1* edition of the General-Purpose Machine-Learned Force Fields in Theory and Practice Workshop

13-15 July 2026
at the University of Luxembourg — Campus Limpertsberg &5 Campus Belval

Organizing Committee jz—v——

Prof. Dr. Alexandre Tkatchenko ( <.o LH K O

Camilo Prada

Dr. Miguel Gallegos Gonzélez Prof. Dr. Alexandre Tkatchenko

Dr. Adil Kabylda Workshop Chair, on bebalf of the Organizing Committee

Dr. Florian Briinig

University of Luxembourg

Sergio Sudrez Dou '"""'

Department of Physics and Materials Science
University of Luxembourg ﬂ L‘ r‘

Funded by the European Union (European Research Council) and supported by the Marie Sktodowska-Curie Actions and the

Luxembourg National Research Fund (FNR). High-performance computing resources provided by LuxProvide (MeluXina).




&8 " @&y CERTIFICATE OF POSTER PRESENTATION L
s " GPMLFF%
This certificate is presented to
L 2
for presenting the poster entitled
Dynamic controll of an elementary reaction’s activation barrier confined in a zeolite
at the
1* edition of the General-Purpose Machine-Learned Force Fields in Theory and Practice Workshop
13-15 July 2026
at the University of Luxembourg — Campus Limpertsberg &5 Campus Belval
Organizing Committee 7"_—
Prof. Dr. Alexandre Tkatchenko j ( <.q RHK O
Camilo Prada
Dr. Miguel Gallegos Gonzélez Prof. Dr. Alexandre Tkatchenko
Dr. Adil Kabylda Workshop Chair, on bebalf of the Organizing Committee

Dr. Florian Briinig

University of Luxembourg

Sergio Sudrez Dou '"""'

Department of Physics and Materials Science
University of Luxembourg ﬂ L‘ r‘

Funded by the European Union (European Research Council) and supported by the Marie Sktodowska-Curie Actions and the

Luxembourg National Research Fund (FNR). High-performance computing resources provided by LuxProvide (MeluXina).




@1 “ By CERTIFICATE OF POSTER PRESENTATION 55 1+
e GPMLFF
This certificate is presented to
PETRA NAVARCIKOVA
L g
for presenting the poster entitled
Uncertainty-aware protein folding: from classical force fields to machine learning interaromic potentials
at the
1* edition of the General-Purpose Machine-Learned Force Fields in Theory and Practice Workshop
13-15 July 2026
at the University of Luxembourg — Campus Limpertsberg &5 Campus Belval

Organizing Committee )
Prof. Dr. Alexandre Tkatchenko j l ( <.o LH K O
Camilo Prada
Dr. Miguel Gallegos Gonzélez Prof. Dr. Alexandre Tkatchenko
Dr. Adil Kabylda Workshop Chair, on bebalf of the Organizing Committee

Dr. Florian Briinig

University of Luxembourg

Sergio Sudrez Dou '"""'

Department of Physics and Materials Science
University of Luxembourg ﬂ L‘ r‘

Funded by the European Union (European Research Council) and supported by the Marie Sktodowska-Curie Actions and the

Luxembourg National Research Fund (FNR). High-performance computing resources provided by LuxProvide (MeluXina).




@1 “ By CERTIFICATE OF POSTER PRESENTATION 55 1+
e GPMLFF
This certificate is presented to
RUBEN MONTAGUD
L g
for presenting the poster entitled
Accelerating convergence of ML/MM simulations with mean field approach
at the
1* edition of the General-Purpose Machine-Learned Force Fields in Theory and Practice Workshop
13-15 July 2026
at the University of Luxembourg — Campus Limpertsberg &5 Campus Belval
Organizing Committee 7 )
Prof. Dr. Alexandre Tkatchenko j ( <.q RHK O
Camilo Prada
Dr. Miguel Gallegos Gonzélez Prof. Dr. Alexandre Tkatchenko
Dr. Adil Kabylda Workshop Chair, on bebalf of the Organizing Committee

Dr. Florian Briinig

University of Luxembourg

Sergio Sudrez Dou '"""'

Department of Physics and Materials Science
University of Luxembourg ﬂ L‘ r‘

Funded by the European Union (European Research Council) and supported by the Marie Sktodowska-Curie Actions and the

Luxembourg National Research Fund (FNR). High-performance computing resources provided by LuxProvide (MeluXina).




