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Domain: Life Sciences [ Structural Biology

Understand life at a molecular level

( Main use cases: \

« Disease-causing mutations

« Engineer better molecules for material, health
or food applications

« Obtain a starting point for drug design to

\_ combat disease -/
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Sustained growth of the WeNMR user base
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Resources

The WeNMR services have been in production since >10 years under
various projects (eNMR, WeNMR, West-Life, EOSC-Hub, EGI-ACE)

Access to resources formalized via EGI through a SLA agreement

* 5o+ million CPU hours
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The WeNMR services suite
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The WeNMR services portfolio over the
ears
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Architecture behind the portals
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Supporting COVID-19 related research
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HADDOCK can be used to model interactions
between virus and human proteins and for drug
screening

Increased number of registrations since the
lockdown measures in March 2020

We have tripled our processing capability by
modifying the backend machinery managing the
HADDOCK workflow

EGI additional HTC resources were allocated to
WeNMR

Users can now tag their submissions as COVID-
related
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HADDOCK' 2.4
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HADDOCK2.4 ~  About Reg

Welcome! HADDOCK (High Ambiguity Driven protein-protein DOCKing) is an driven flexible docking approach for the modeling of biomolecular complexes.
HADDOCK di or predicted protein interfaces in ambiguous interaction
| 1 (A\ . from MS cross-links) and supports a vari

HADDOCK

HADDOCK is one of the flagship software in the EU H2020 BioExcel Center of Excellence for Biomolecular Research.
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HADDOCK file submission

Full parameter file Param file + input Refinement

Job name *

What protocol do you want to use? Default protocol. Specific
parameters will get their
a value overwritten by the
None (default parameters) ; value included inthe

protocol parameter file.

Parameter file *
Filles in JSON format only

Choose File ' no file selected

Redirect to grid resources

COVID-19 related

Download parameter file | Download input files

bioeXcel
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Modelling of various Sars-Cov2 —

human protein interactions (also a

CAPRI effort now)

Screening of approved drugs
against the protease with
HADDOCK

= Could run on EGI/EOSC/OSG HTC
resources in ~ 3 1/2 days docking
of ~2000 approved drugs

In a collaboration between
MolSSI and BioExcl setup of a
covid-related repository:

MbLLSSI

Our own COVID efforts

id.molssi.org
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https://instruct-eric.eu/haddock-screen-of-2000-approved-drugs-for-covid19
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Initial results at: ——
bonvinlab.org/covid e o

?3 Eg?g“mfgﬁ About  Services & Resources Policy Us Resou rce Centre
Supporting research relating to SARS-CoV-2 and COVID-19

Home » trainings

HADDOCK to support COVID-19 research HADDOCK screen of 2000 approved drugs for COVID-19

Scientists at the Instruct Centre NL have led efforts to use a software tool called HADDOCK for a large drug screen in the search for new antivirals
against COVID-19. HADDOCK (High Ambiguity Driven protein-protein DOCKing) was by Prof Alexander Bonvin at Utrecht University as
amodelling tool to predict pi P ions within

One potential drug target for the COVID-19

is the SARS-CoV-2 protease, which has an essential role in proce:
translated from the RNA during e

fore, a SARS-CoV-2 protease inhibi
chers decided to screen for drugs t

Using a platform such as HADDOCK, allows for rapid screening of thousands of chemical compounds against the protease structure, compared to
reviewing by-one after co-crystallisation or by Cryo-EM. In the first 24 hours, for example, an average of 731 jobs were
completed per hour using HADDOCK.

Docking results: cluster-based

06 Apr 2020

HADDOCK to support COVID-19 research

https://www.eosc-portal.eu/news/haddock-support-covid-19-research
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(=t Resources

The WeNMR services portfolio in the EOSC

https://marketplace.eosc-portal.eu/

EUROPEAN OPEN
SCIENCE CLOUD

Sharing & Discovery » Software

All Resource 37
CATEGORIES
Libraries 0
Platform 7
Software Package 0
Software Repository 0
Other 0
FILTERS
Scientific Domains ~
Natural Sciences 10
+ Biological Sciences 7
Earth & Related Environmental 2
Sciences
Computer & Information 1
Sciences
Other Natural Sciences 1
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FANTEN (Finding Anisotropy TENsor)

FANTEN for the analysis of magnetic anisotropy-induced NMR data

Organisation:
Provided by:

A Worldwide e-Infrastructure for Structural Biology

CIRMMP
Scientific domain: Biological Sciences

Add to comparison Add to favourites

HADDOCK2.4 web portal

Integrative modelling of biomolecular complexes
Organisation: A Worldwide e-Infrastructure for Structural Biology
Provided by: Bijvoet Centre - Utrecht University

Scientific domain: Biological Sciences, Other Medical Sciences

Add to comparison Add to favourites

PowerFit web portal

Fit an atomic model with a electron density map.
Organisation: A Worldwide e-Infrastructure for Structural Biology
Provided by: Bijvoet Centre - Utrecht University

Scientific domain: Biological Sciences, Other Medical Sciences

Add to comparison Add to Favourites

SpotOn web portal

Identify Hot-Spots at protein-protein interfaces.

Organisation: A Worldwide e-Infrastructure for Structural Biology
Provided by: Bijvoet Centre - Utrecht University

Scientific domain: Biological Sciences, Other Medical Sciences

Add to comparison Add to favourites
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Magnetic Resonance Center of the University of Florence - CERM, Interuniversity consortium
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My EOSC Marketplace

EZ OPEN ACCESS

AMBER-based Portal Server for NMR structures (AMPS-NMR)

Web portal for the refinement of Nuclear Magnetic Resonance (NMR) structures of

macromolecules

Organisation:
Provided by:

A Worldwide e-Infrastructure for Structural Biology

CIRMMP
Scientific domain: Biological Sciences, Other Medical Sciences

Add to comparison Add to favourites

DisVis web portal

Visualisation of interaction space between two molecules
Organisation: A Worldwide e-Infrastructure for Structural Biology
Provided by: Bijvoet Centre - Utrecht University

Scientific domain: Biological Sciences, Other Medical Sciences

Add to comparison Add to favourites

PDB-Tools web

Process and massage your PDB file using PDB-Tools

Organisation: A Worldwide e-Infrastructure for Structural Biology
Provided by: Bijvoet Centre - Utrecht University
Scientific domain: Biological Sciences, Other Medical Sciences

Add to comparison Add to favourites
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Magnetic Resonance Center of the University of Florence - CERM, Interuniversity consortium
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