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MolMod DB: Molecular model database®
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Interoperability by semantic asset development
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Interoperability by semantic asset development

/ RoMM
% <> terminology
MarketPlace =VMPO MolMod DB
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EMMC line of semantic asset development:

1) Review of Materials Modelling (RoMM)
2) CWA 17284 - Model Data (MODA)
3) European Materials & Modelling Ontology (EMMO)

Blue: Semantic assets co-developed by the Virtual Materials Marketplace (VIMMP) project
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MolMod database nomenclature
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1 name; Z-matrix formalism for the site
2 namey 1 distance; coordinates of multi-site mOdelsl’ 2
2o ? detancea ' i ' - 1S, Stephan, M. Horsch, J. Vrabec, H.
s e S Hasse, Mol. Sim. 45(10), 806 — 814, 2019.
2J. Parsons, J. B. Holmes, J. M. Rojas, J.
- ' - ' ' ' - Tsai, C. E. M. Strauss, J. Comput. Chem.
n namep, n-1 distance, n-2 angle, n-3 dihedral, 26(10), 1063 — 1068, 2005.
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