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EOSC-WeNMR

WeNMR is a worldwide 

e-infrastructure for Structural 

Biology

Computational methods developed 

by the academic groups are 

instrumentalized into applications 

and served as web services to the 

life sciences community

wenmr.eu
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EOSC-WeNMR

> 37.000+ registered users

> 500.000+ served runs since June 2008

>> 65% on the EGI GRID (total)

>> 80% for HADDOCK 2.4 service

>> Integrated in the EOSC marketplace

>> 14 Services in operation

wenmr.science.uu.nl



bonvinlab.org

EOSC-WeNMR

High Ambiguity Driven protein-protein 
DOCKing is an information-driven flexible 

docking approach for the modeling of 
biomolecular complexes

Flagship software of EU H2020 BioExcel Center 
of Excellence for Biomolecular Research

Offered as open source code and web service

User friendly interface and free access to EGI 
computing resources via the WeNMRVO
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HADDOCK3

> Re-work of the HADDOCK2+ series, in 
production for over 20 years

> Breakdown of main subroutines into 
modules

> Modern development practices

> Open development and FAIR

> Community engagement: development of 
new modules and HADDOCK workflows

github.com/haddocking/haddock3
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I-VRESSE: Interactive Virtual Research Environment for Scientific Software Execution

Enable researchers to design and run custom HADDOCK workflows for the prediction 
and analysis of macromolecular complexes, efficiently distributing the computations to 

cloud (or HPC) resources.
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I-VRESSE - Workflow Builder

> Modern web GUI (React + WASM)

> Easily embedded in Galaxy, JupyterNotebooks 

and web native applications

> Automatic retrieval of HADDOCK parameters 

and modules

> Input parsing and validation with WebAssembly

i-vresse-workflow-builder.netlify.app
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i-vresse-workflow-builder.netlify.app
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I-VRESSE - Bartender

> Middleware web service to schedule jobs on 

various infrastructures

> Can run applications on: HPC (Slurm) / GRID 

(DIRAC) / CLOUD (soon!)

> Social + EGI Check-in (almost!)

i-vresse-bartender.readthedocs.io
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I-VRESSE - Analysis

> WIP: github.com/i-VRESSE/UI-analysis

> Workspace will be a GUI integrated with an 

array of microservices containing analysis 

tools

> WebAssembly for the core functions
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I-VRESSE - Analysis

> Can embed graphical elements produced by the applications ex: HADDOCK3



bonvinlab.org



bonvinlab.org

I-VRESSE + HADDOCK
github.com/i-VRESSE/bartended-haddock3
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I-VRESSE + HADDOCK
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I-VRESSE + HADDOCK
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Thanks!
wenmr.science.uu.nl

github.com/haddocking
github.com/i-VRESSE


