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4 HADDOCK2.4 ™  About

WELCOME TO THE UTRECHT BIOMOLECULAR INTERACTION WEB PORTAL >>

HADDOCK - integrative modelling platform

Login via learn more ...

Welcome! HADDOCK (High Ambiguity Driven protein-protein DOCKing) is an informatio

the modeling of biomolecular complexes.

HADDOCK distinguishes itself from ab-initio docking methods in the fact that it encodes ii

EEI Check-In

protein interfaces in ambiguous interaction restraints (AIRs) to drive the docking process
unambiguous distance restraints (e.g. from MS cross-links) and supports a variety of oth
residual dipolar couplings, pseudo contact shifts and cryo-EM maps.

HADDOCK can deal with a large class of modeling problems including protein-protein, prc
complexes, including multi-bodies (N>2) assemblies.

HADDOCK is one of the flagship software in the EU H2020 BioExcel Center of Excellenc

ADDOCK

High Antigzty Drven Deckig

f - (! » -
a \;1‘%’ n
HADDOCK is used for

excellent science and

so far it has been cited
more than 5000 times!

See our tutorials

New to HADDOCK? To
use the HADDOCK than ever to use.
docking server you must Try our new submission
have registered for an interface!

account.

Our server is easier

Submit a new

OR

Email or User Name
Password

| Keep me logged in

New user? Register )
Forgot your password? Reset =]

Looking for support or
questions about
HADDOCK's usage?
Check our BioExcel
forum!

Get Help

High-Ambiguity Driven Docking
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' Other sources
Bioinformatic predictions e.g. SAXS, cryoEM
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ERERSYPRL RDCs, para-restraints, diffusion anisofropy

Dominguez, Boelens & Bonvin. JACS 125, 173 (2003).

wenmr.science.uu.nl




‘\.)\ EOSC-hub WeNMR thematic services

¢ The WeNMR services are based on:

A web page front end to the service exposed to the user
Back end consisting of a variety of software and scripts

Make use of the DIRAC4EGI/EGI workload service for
distributing compute jobs and of some gLite components in
some cases

Make use of the HTC EGI resources (grid, cloud, GPGPUs) of
EOSC-Hub to distribute the computations

User registration and authentication mechanisms connected
to EGI Check-in

Some portals make use of OneData for data management
Some portals use the INDIGO-Datacloud udocker solution
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(9)\ EOSC-hub WeNMR/HADDOCK — Impact w@&-nmr

All_Users HADDOCK DISVIS POWERFIT SPOTON CS_ROSETTA3
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> 16’000 registered users
> 110 countries reached

> 25 millions jobs submitted to HTC

resources per year

Portals in grid operation mode since

>10 years by now
Supported by enmr.eu VO

Make us of DIRAC for job

submission/management
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Country Au_Useni HADDOCK = DISVIS POWERFIT SPOTON CS_ROSETTA3
Total Users 16,824 16,147 1,784 1,363 1,493 1,152
India 3,625 3,553 331 289 334 239
EU Users 3,767 3,533 473 318 291 240
United States 2,550 2,448 253 166 210 156
United Kingdom 996 946 85 68 60 69
China 933 913 88 78 91 60

ﬁ

https://wenmr.science.uu.nl/user_map
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(9)\ EOSC-hub HADDOCK COVID-related activities w@&-nmr
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Modelling of Sarc-Cov-2 — human protein interactions
Screening of approved drugs against the protease
User activities...

HADDOCK2.4 server ready to flag submission as COVID and
DIRAC machinery can target those to specific sites (thanks to
Andrei Tsaregorotsev)

HADDOCK file submission

PowERED BY

Full parameter file Param file + input Refinement
@ eoschub
What protocol do you want to use? Default protocol. Specific
parameters will get their b | O e C e L
value overwritten by the r
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None (default parameters) value includad inthe

protacol parameter fils.

Parameter file *
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ARTICLE Open Access

Network-based drug repurposing for novel
coronavirus 2019-nCoV/SARS-CoV-2

Yadi Zhou', Yuan Hou', Jiayu Shen’, ¥in Huang', Willam Martin®' and Febxiong Cheng'*?

COVID-19 related 9P /7 ;)1
w Download parameter file Download input files .QI




Thank you
for your attention!

Questions?

EOSC-hub
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