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Setting the Scene

Tuesday, February 4, 2025 1:30 PM (30 minutes)

Presenter: Prof. ALEXANDROU, Constantia
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Implementing PRACE as a Service

Session Classification: Implementing PRACE as a Service

Track Classification: Implementing PRACE as a Service
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Closing of the day

Tuesday, February 4, 2025 6:00 PM (10 minutes)

Presenter: BOGAERTS, Serge
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Highlights walking tour: Brussels in Stories and
Legends

Tuesday, February 4, 2025 7:30 PM (1 hour)

During a picturesque walk through the narrow streets of the historic centre, we tell you about the
history of Brussels. Heritage, history, culture, we give you a nice overview of the city and we tell
you about its legends... The legends of Brussels are passed down to the present day. True, possible
or wrong, they are all rooted in the history of the city. But we won’t forget to show you other
hidden places and tell you some unusual anecdotes!
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Intersection Takeaways

Session Classification: Intersection Takeaways

January 18, 2026 Page 5



First PRACE Inte... /Report of Contributions PRACE Award Ceremony

Contribution ID: 12 Type: not specified

PRACE Award Ceremony

Session Classification: PRACE Award Ceremony
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Closing

Wednesday, February 5, 2025 12:20 PM (10 minutes)

January 18, 2026 Page 7



First PRACE Inte... /Report of Contributions Lunch

Contribution ID: 14 Type: not specified

Lunch
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PRACE Assembly of Members Ordinary Meeting

Wednesday, February 5, 2025 1:30 PM (3 hours)

By invitation only.
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Light Buffet Sandwich Lunch
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Introduction / Objectives of the workshop

Tuesday, February 4, 2025 2:00 PM (10 minutes)

Session Classification: Implementing PRACE as a Service
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Welcome

Tuesday, February 4, 2025 2:00 PM (10 minutes)

Presenter: Prof. WITTIG, Hartmut

Session Classification: Fillers and Joins for the PRACE Scientific & Innovation Case
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Previous Scientific Case

Tuesday, February 4, 2025 2:10 PM (30 minutes)

Presenter: Prof. RYAN, Sinéad

Session Classification: Fillers and Joins for the PRACE Scientific & Innovation Case
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New Scientific and Innovation Case

Tuesday, February 4, 2025 2:40 PM (20 minutes)

Presenter: Prof. WITTIG, Hartmut

Session Classification: Fillers and Joins for the PRACE Scientific & Innovation Case
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Climate, Weather and Earth Sciences

Presenter: Prof. KAUS, Boris ((to be confirmed))

Session Classification: Fillers and Joins for the PRACE Scientific & Innovation Case
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Discussion

Tuesday, February 4, 2025 3:15 PM (15 minutes)

Session Classification: Fillers and Joins for the PRACE Scientific & Innovation Case
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SaaS Drug Discovery

Tuesday, February 4, 2025 2:10 PM (30 minutes)

The Partnership for Advanced Computing in Europe (PRACE) is pleased to announce the launch of
a novel Software as a Service (SaaS) initiative designed to accelerate innovation and reinforce the
competitiveness of small and medium enterprises (SMEs) across the European pharmaceutical sec-
tor. This initiative focuses on two core pillars, each leveraging state-of-the-art High Performance
Computing (HPC) infrastructures and expertise.

The first pillar addresses the generation of large-scale, high-quality synthetic data by combining
quantum mechanical calculations with molecular dynamics simulations. These data will serve as
the foundation for training next-generation foundation models and the most accurate Molecular
Force Fields for life science applications. CINECA, one of Europe’s premier supercomputing cen-
ters, will lead the effort to provide the computational power and technical support required to
pursue this ambitious objective at scale.

The second pillar builds on the outcomes of the EU-funded project LIGATE and will offer a sophis-
ticated virtual screening platform for structure-based drug discovery as a Saa$ solution. By mak-
ing this advanced tool available to the wider research community—especially SMEs and academic
groups—PRACE aims to foster broad access to cutting-edge computational drug design techniques.
This service will be underpinned by the LEXIS (Large-scale EXecution for Industry & Society) HPC
cloud infrastructure, in conjunction with resources from two leading HPC centers, CINECA (Italy)
and IT4Innovations National Supercomputing Center (Czech Republic).

Through this two-pronged strategy, PRACE’s Saa$ initiative seeks to propel European SMEs and
researchers to the forefront of high-performance, Al-driven drug discovery, thereby strengthening
Europe’s competitive edge in the global pharmaceutical marketplace.

Presenter: Dr BECCARI, Andrea

Session Classification: Implementing PRACE as a Service
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NextGen Prototypes - Access

Tuesday, February 4, 2025 4:00 PM (30 minutes)

Today, HPC is the key technology for research and innovation more than ever. Especially with the
advent of Al, more and more powerful HPC systems will be needed. With the current technology
we reach limits for energy consumption. Only developing new technologies will provide a sustain-
able solution for extreme and high-capacity computing. New architectures and technologies are
required to further progress and accommodate the future needs for HPC. These new technologies
comprise among other, novel CPU, GPU, but also data flow engines, FPGA, cryogenic, quantum
and neuromorphic computing systems. The various technologies are very fast evolving. In order
to prepare the European HPC users for the next large scale HPC systems, it is important to provide
early access and testbeds. This will allow a better evaluation of the next generation prototypes and
preparation of the programming environments for the next generation of HPC production systems.
In this session, we will discuss the available next generation prototypes, the requirements to ac-
cess these systems, training and support needs as well as additional elements for a service on next
generation prototypes.

Primary author: MEYER, Norbert
Presenter: MEYER, Norbert
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Synthesis and next steps

Tuesday, February 4, 2025 5:20 PM (40 minutes)

Session Classification: Implementing PRACE as a Service
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Energy — Net-zero Strategy

Tuesday, February 4, 2025 5:00 PM (15 minutes)

Presenter: Prof. JENKO, Frank ((to be confirmed))

Session Classification: Fillers and Joins for the PRACE Scientific & Innovation Case
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Engineering and Industrial Applications

Tuesday, February 4, 2025 4:45 PM (15 minutes)

Presenter: Prof. HOCHGREB, Simone

Session Classification: Fillers and Joins for the PRACE Scientific & Innovation Case
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Fundamental Sciences

Tuesday, February 4, 2025 4:00 PM (15 minutes)

Primary author: Prof. REZZOLA, Luciano
Presenter: Prof. REZZOLA, Luciano

Session Classification: Fillers and Joins for the PRACE Scientific & Innovation Case
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Life Sciences

Tuesday, February 4, 2025 4:15 PM (15 minutes)

Primary author: Prof. LINDAHL, Erik
Presenter: Prof. LINDAHL, Erik

Session Classification: Fillers and Joins for the PRACE Scientific & Innovation Case
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Materials

Tuesday, February 4, 2025 3:00 PM (15 minutes)

Presenter: Prof. PRAPROTNIK, Matej

Session Classification: Fillers and Joins for the PRACE Scientific & Innovation Case
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Social Sciences and Humanities

Tuesday, February 4, 2025 5:15 PM (15 minutes)

Presenter: Prof. SCHEIDEGGER, Simon

Session Classification: Fillers and Joins for the PRACE Scientific & Innovation Case
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Discussion

Tuesday, February 4, 2025 5:30 PM (30 minutes)

Session Classification: Fillers and Joins for the PRACE Scientific & Innovation Case
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Discussion Q&A

Tuesday, February 4, 2025 2:40 PM (50 minutes)

Session Classification: Implementing PRACE as a Service
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Discussion Q&A

Tuesday, February 4, 2025 4:30 PM (50 minutes)

Session Classification: Implementing PRACE as a Service
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Climate, Weather and Earth Sciences

Tuesday, February 4, 2025 4:30 PM (15 minutes)

Presenter: Prof. KAUS, Boris ((to be confirmed))

Session Classification: Fillers and Joins for the PRACE Scientific & Innovation Case
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Welcome

Wednesday, February 5, 2025 9:00 AM (10 minutes)

Presenter: BOGAERTS, Serge

Session Classification: Intersection Takeaways
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Summary & Conclusion: Fillers and Joins for the
PRACE Scientific & Innovation Case

Wednesday, February 5, 2025 9:10 AM (30 minutes)

Presenter: Prof. WITTIG, Hartmut

Session Classification: Intersection Takeaways
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Implementing PRACE as a Service

Wednesday, February 5, 2025 9:40 AM (30 minutes)

Presenter: MEYER, Norbert

Session Classification: Intersection Takeaways
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Discussion

Wednesday, February 5, 2025 10:10 AM (20 minutes)

Session Classification: Intersection Takeaways
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Welcome

Wednesday, February 5, 2025 11:00 AM (20 minutes)

Session Classification: PRACE Award Ceremony
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PRACE Ada Lovelace Award for HPC

Wednesday, February 5, 2025 11:20 AM (30 minutes)

Leveraging Nuclear Quantum Effects in Molecular Dynamics with HPC Software for Advanced
Simulations and Cross-Disciplinary Research.

Nuclear Quantum Effects (NQE), such as tunneling, vibrational zero-point energy (ZPE), and iso-
tope effects, play a pivotal role in atomic-scale simulations, particularly in materials science, cataly-
sis, and drug discovery. However, the prohibitive computational cost of including NQE has histor-
ically limited their integration into conventional molecular dynamics (MD) simulations. This pre-
sentation demonstrates how NQE can be effectively incorporated into MD software, with methods
implemented in Tinker HP, a leading HPC software for computational chemistry. By leveraging
this integration, the precision of MD simulations is enhanced, expanding their applicability to a
wider range of systems. This work highlights the benefits of incorporating NQE in simulations, en-
abling a more accurate understanding of complex phenomena, and emphasizes the transformative
role of HPC in advancing simulations across diverse research fields.

Presenter: Dr MAUGER, Nastasia (University of Pittsburgh — Chemistry Department)
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PRACE HPC Excellence Award

Wednesday, February 5, 2025 11:50 AM (30 minutes)

How HPC made it possible to take a photo of a black hole.

I will briefly discuss how the first images of the supermassive black holes M87and Sgr A were
obtained by the EHT collaboration. In particular, I will describe the theoretical aspects that have
allowed us to model the dynamics of the plasma accreting onto the black hole and how such
dynamics was used to generate synthetic black-hole images. I will also illustrate how the use
of HPC has been critical in deducing the presence of supermassive black holes and to extract
information about the accretion process. Finally, I will describe the lessons we have learned about
strong-field gravity and alternatives to black holes.

Presenter: Prof. REZZOLLA, Luciano (Trinity College)
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