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The Complexity of Catalysis
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The NFDI4Cat Consortium

= Max-Planck Institutes
= Helmholtz Institutes
= Leibniz Institutes

= Many Universities

= HLRS Stuttgart
= Berlin Institute for the Foundations of
Learning and Data
= Fraunhofer FOKUS Berlin
= MPI Magdeburg
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Umbrella Organization
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Key Figures

W 16 dedicated partners

K# Part of a larger network within the German
~Y National Research Data Infrastructure (NFDI)

&, Funded by the “Deutsche
> —d Forschungsgemeinschaft” (DFG)

= Homogeneous Catalysis
= Heterogeneous Catalysis
= Biocatalysis

= Photocatalysis

= Electrocatalysis



The NFDI4Cat Consortium

Scientific Societies Cooperation Partners
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Advisory Role of Chemical Industry
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The NFDI4Cat Consortium Governance

Budget Planning
Representation

Strategic Decisions m Q(IT
Coordination )

: —
hr‘:fg Metadata & Ontology Z Fraunhc::s}; Data Standards & Quality
Development Board Assurance Board

Support, Representation & Steering group of the Task Areas (TA) Advisory Board
Development of TAs Heads of TAs & One representative per organization
~ Industry
representatives

Strategic Discussion, Validation, & Evaluation

Definition of Tasks Project Partners
Project Work
Documentation
Analysis

Scientific institutions and societies that contribute key projects,
infrastructure, & scientific results |

S. Schunk
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Digital Catalysis

Rational
design
data analysis
predictive
search
= Cross-disciplinary research empirical phenomenological
. heterogeneous molecular
= Open and well-defined data structures cate?wsts catalysts
= Open and well-defined metadata standards macro- S applications in 2¢O
= Ontology development process fahb%”r‘t'gf; process
e s . . concepts o concepts
= \Verification along pilot studies reacto? &b"@ _analysis@ics reactopr
= |mproved digital and RDM skills in the community ~ ©"9'"eeMnd odel systems engineering
[ Easy collaboration [ Physical chemistry of interfaces ][ Molecular physical chemistry ]
= Embedding of NFDI4Cat in the Community [ Molecular dynamics )
Quantum phenomena of sorption and chemical bonding ]
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The NFDI4Cat Consortium
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Our Mission Our Services Our Vision

= Safeguarding the digital = Enabling software & Tools =  Community-Driven and
future of catalysis = Joint Workshops User-Centered Initiative

= Transforming the fields of = Training = Better data quality
catalysis and catalysis- = The Research Data = Integrated data view
el SHEREES (e Management School of = New level of predictivity

Digital Catalysis Catalysis
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https://www.linkedin.com/company/nfdi4cat
mailto:info@nfdi4cat.org
http://www.nfdi4cat.org/
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