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« > 14000 registered users
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many servoes WeNMA fee &2 offer, 2ormm of sah wil Sowever reduine &
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European Open Science Cloud
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Virtual Research Community
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WOMEIAWORIOWDEE:  ABOUT  NEWS  EOSCHUBSERVICES  SUPPORT  TUTORIALS Q)

~/
- QmMr

~.Wr.W9‘.‘o\ i

WeNMR is a Virtual Research Community supported by EGI, WeNMR aims at

N9 JWUaM" MMM

~ ' bringing together complementary research teams in the structural biclogy and
wrirtmkr life science area into a virtual research community at a worldwide level and
N nad ,m,m,mf provide them with a platform integrating and streamlining the computational
hmkxy I~ | approaches necessary for data analysis and modelling,
o s:inn. TSA
n F'“W" . This is 8 new re-design of the WeNMR entry. At the moment, WeNMR is
2 Unhdln operating as a thematic service in the EOSC-hub project.
0 Gilfvph |
o Yom'pps The old registrution system has been discontinued, but we are working to

provide a new one soon.

e-infrastructure
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Country
Total Users

EU Users
India
United States
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e

Users
14867

United Kingdom

HADDOCK DISVIS POWERFIT SPOTON CS_ROSETTA3

o
181
172
116

55

@ EOSC-hub

Sustained growth
of our user base

856
192
153
116

57 34 e-infrastructure
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= Country l All Users HADDOCK DISVIS POWERFIT SPOTON CS ROSETTA3 GROMACS

1 Total Users 14867 14253 1,229 901 1,033 856 695

2 EU Users 3,321 3098 310 181 201 192 131

3 India 3,185 3128 199 172 21 153 181

4 United States 2,321 2227 190 116 150 116 76 g
5 United Kingdom | 810 863 64 55 41 57 34 e infrastructure



Ve @ eoschub

N, g ° °
Operational since >10 years
& End of
‘7\‘ 700000 West-Life
Wy enmr.eu VO grid jobs startoff ¥
“[~/-]-/ - 600000 EOSC-H
93 Start of 1 |
~/L 7/~ 500000 West-Life
~1 Start of [} End of
13 EGI- Engage EGl-Ergage
I~ 400000
S End of
300000 WeNMR
End of fundlng
200000 eNMR
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@) EOSC-hub

Challenges & e-Solutions

= Attract users!

= Offer them top of the line eScience solutions
for their research ... which means top of the
line software
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@) EOSC-hub

The WeNMR services portfolio

plor-NIH - -,
b L) st A hgeri k
® -

DDOCK - ; TRt :
B000CK e A | N >R OSETTA

»' Ceedsd

-

DisoFIT* -

\ asvenre
RaMM i GRID-enabied v\* - o
- =

o West-Life bioggel

INDIGD - DataCleoe

e e e-infrastructure



L F © eoschus
o Challenges & e-Solutions

N
~-/ = Attract users!
= Offer them top of the line eScience solutions

for their research ... which means top of the
line software

" Provide them training, tutorials and support

. -
oooooo

. wo
-------

R Wost-Life bioocel

e-infrastructure



“““"" The WeNMR virtual research community @ eoscis

4 iine

WENMR | A WORLDWIDE E- ABOUT  NEWS  EOSCHUBSERVKES  SUPPORT  TUTORIALS
7 INFRASTRUCTURE FOR NMR
* AND STRUCTURAL BIOLOGY

* Support center
* Tutorials

° YouTube channel

Q‘nmr * Many workshops ...
WeNMR Tutorials

WMJ‘M((
; mwumfﬁ-.im
va u#wlﬂ Mw We provide here a number of kink to tutorials illustrating the use of various WeNMR
portals. .
c uun ol
2 "‘""”“{ Tabie of contents Y REGE: =
o Mn B »* = " EVENTS PORTAL
v} Gh.hlb T
o Online tutorials -
o YNW + 3D-DART Advanced Gromacs, HADDOCK + PMX Workshop @ CSC, Finland
’; ¢ CS-ROSETTA
« DISVIS 9.1 October 2019

CSC - IT Centre for Science

¢ HADDOCK g e s
* bowERFT b|oe\ce[

o RMD-AMBER Ovarview Workshop Objectives

; " Timesatie

. R\”) W"h Rl)( : At List The wor 'mpw inmroduce HADDOCK (High Ambiguity Deiven pratein-protein DO P’f‘nr)\ which is an

¢« RMD l“(lud)"’x disulfide bonds information-driven flexibie docking approach for the modeling of biomolecular complexes, and PMX

P SPOFO.\I . _ which s a see ei r ugery who need to do free energy calculations. PMX utllizes the G .,..--,r-(

. classical molecular dynamics simulation engine t pnr orm calculations at the background. The

e Online lectures 02 ame sy ' workshop slso covers sdvanced usage of Gromac elf mx.\arﬂr.uluv on HPC environment
— — St
& 4 feeccsce

C;O W@St Llfe b IO e[ e-infrastructure
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o S | @ eoschub
e Challenges & e-Solutions

'/ = Attract users!

r = Offer them top of the line eScience solutions

5 for their research ... which means top of the
line software

" Provide them training, tutorials and support

= Make their life easier

0 West-Life biogkcel

e-infrastructure



Single Sign On

']

' » SSO Integration with European Open Science Cloud EGI Checklin

[T EQSC-WeNMR portals—. g

> ®
R @Bonvmlab Bacess
. ao

Check-in

Choose your academic/social account

WELCOME YO THE UTREENT MIOMOUTCULAN INTERASION WHR PORTAL 55

Login via waen maw Q| ur
The Utrechit Biomclecstar interactions softwars poral (rovides pocess 10 sofware 1oois developed in the 2 X OEEN
covwmnwJr:mu&mqymlmumwcwmwmwwmnmw 1 afech Lyceum Ulrectt
on the o Ploase note hat this site is In actve developmarnt. 9 < g
@i Checkin tiogeschool Utrocht

HADDOCK Wun Docking o

Utrocht University

HADDOCK (Migh Ambiguity Driven proleingeotain DOCKNg) s an information- Email or User Name
driven fexitie Gocking approach for the modeling of tlomolacular complexes.

’, HADDOCK citinguishes itsel! fromn ab-iniso docking mathods in the 1ect that it
encodes ormation Som identied o predoted proten infterfaces N ambguous Daa

. taraction risitants (AIRS) 1o drive the docking process. HADDOCK can deal with Password
]
L]

EUROPEAN OPEN
e Sy  SCIENCE CLOUD Allservices = | Q

You are here: Home » Services » Processing & Analysis » HADDOCK

HADDOCK
Integrative modeling of biomolecular complexes with the user-friendly, EGI HTC-enabled
HADDOCK portal

Provided by University of Utrecht, University of Florence, Intecuniversity consortium CIRMMP
Research area: Biological Sciences Dedicated for Researchers

(0.0/5) Oreviews

- Service in EOSC marketplace

L7 ®) EOSC-hub

INDIGD - DataCleoe

W@st-Life bio

e-infrastructure



User satisfaction

/— User satisfaction ratings ® @

CS-ROSETTA2:
DISVIS:
HADDOCK:
POWERFIT:
PRODIGY:
SPOTON:

5.0 (from 5 respondent)

4.8 (from 28 respondents)
4.9 (from 2522 respondents)
4.7 (from 11 respondents)
4.7 (from 410 respondents)
4.9 (from 56 respondents)

@) EOSC-hub
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@ eoschub
Challenges & e-Solutions

= Attract users!

= Access to e-Infrastructure

o West-Life Diogcel

e-infrastructure



@ EOSC-hub
Resources

i+ The WeNMR services have been in production since ~10
years under various projects (eNMR, WeNMR, West-Life)

= Access to resources formalized through a SLA agreement
valid until 12/2020

* 60 million CPU hours (opportunistic access)
* 160 cloud CPU cores
* 250 TB storage

CZ) W@Strl.lfe blOé’Ce[ [ infrastructur:é



Eﬁ L @ eoschub
yhe o HTC resources

Netaertands 1037159 846523 15,502,396 B54T%

United Kingrdom 1532129 2001129 31833858 16.5%

tly 92 645 S 1 1an am 277971 QEen mobile sl
Putand 510880 eniidle,

Belgiom 157539 AL,

Puctagal wim &I

Chma U COMMUNITY * INFRASTRUCTURE * SERVICES * SOLUTIONS * HOWTO? + CASESTUDIES * NEW!
[aiwan 45850

HOME » NEWS & MEDIA » NEWSFEED » EGI - MOBRAIN COLLABORATION: AN SLA FOR BETTER RES
france 2310

0

EGI| - MoBrain collaboration: an SLA for better
R research

The EGI Foundation is pleased to announce an agreement between a group
of EGI resource centres and the MoBrain research collaboration,

_ Thanks to the agreement, MoBrain will be able to access the High-Throughput

WO rld-W|de: De ¢ Videos Computing and File Storage services they need for their research,
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@ eoschub
Challenges & e-Solutions

471}, = Attract users!
-~ = Access to e-Infrastructure

" Develop software and maintain and operate a
complex infrastructure

o West-Life Diogcel

e-infrastructure






~~ @ eoschub
HADDOCK development’s highlights

. * New beta version of the server

,,i/ . https://haddock.science.uu.nl/services/HADDOCK2.4/
15’}/' Support for cryo-EM data?, cyclic peptides, etc.
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Trellet et al., Protein-protein modelling using cryo-EM
restraints, 2018, submitted

o West-Life bioaxcel

Qtruoturee for Life ™™
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https://haddock.science.uu.nl/services/HADDOCK2.4/

@ eoschub
Automated deployment of the HADDOCK server

Migration from local provisioning to provisioning via docker-compose
 Improves portability and development

e Separation of the different components
 Important configuration stored in docker compose file

«  Easy to switch between development/production configuration
 Easy scaling by deploying to a docker swarm
 Used in HelixNebula pilot project

s N r N
NG: m x PostgreSQL
* Static content «  User database
\_  SSL \
\
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@ eoschub
GPGPU, GRID-enabled web portals

2 o POl AR A L v "ol yhent Lisem . 3 o Podong ChCR A L g v S el L

e Homm »» POWRASTT »» invden

DISVIS = > —— POWERFIT -

D-enabled web portal @Bl R1L;enabled web porta) 088
; £

DEIVES | W LU OTON  JD-DANT DOWIN AR MADDOCK. OrOm ooSVIS POWERFIT | PROOIGY POTON e BOWIN LR

WELCOME 10 Tl SRLD EMABLLD PUNEATIT MERSCRIEN) &«
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@ eoschub
Software Provisioning

/~/..Because of complex 0
-/ software dependencies we '

'/ juse/docker containers GitHub INDISO - DataCloud

. I~} Python2.7
- 857" dOCker

"+ NumPy 1.8+
indigodatacloudapps/disvis

-»*docker

e FFTWS3
indigodatacloudapps/powerfit

e pyFFTW 0.10+
* OpenCL1.1+

e pyopencl

e CIFFT

e gpyfft

And to avoid security issues
on the grid side, udocker
from INDIGO

e-infrastructure

o West-Life Diogcel









ool i
- v ANV B o ;- ’
L L L F 77
Fr—
A
F 4 y
-4
Y =
P~
’
{ -
b
/
—~t
ATNt
-

Gy SE J
Y e o A )
e 7\,

f T -
Sd T
~J T~
3 ; -
'\\J -
_\/ o
- i e

By o |
3 =
~J
-
|
' -

@ EOSC-hub

.
o,
sscses
o
®eocsoe
ae

e-infrastructure

West-Life biocX

INDIGD - UataCleuc n
Qtruoturee for Life



ool i
- v ANV B o ;- ’
L L L F 77
Fr—
A
F 4 y
-4
Y =
P~
’
{ -
b
/
—~t
ATNt
-

Gy SE J
Y e o A )
e 7\,

f T -
Sd T
~J T~
3 ; -
'\\J -
_\/ o
- i e

By o |
3 =
~J
-
|
' -

@ EOSC-hub

.
o,
sscses
o
®eocsoe
ae

e-infrastructure

West-Life biocX

INDIGD - UataCleuc n
Qtruoturee for Life



Thematic services under EOSC-Hub

Harvest transparently both'

DIRAC4EGI can handle both without the additional
burden of managing the cloud VMs

We still have much more grid than cloud resources

HADDOCK portal as use case in Helix Nebula
Science Cloud

@ EOSC-hub
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o SC-hu
The exascale challenge © rosci:

Proteome cross-docking

5
s‘f?%

> H‘undreds of thousands of interactions ‘ .-

Predicted interactome

/5 ~20’000 human proteins

; % Billions CPU hours and exabytes of data

> Need to make our software ready for it!

ol

Center of Excelience for Comgtitational Biomolecular Research

bioexcel.eu

. o
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EGI-Engage
INDIGO-
Datacloudm.

BioExcel CoE
EOSC-Hub® *
SURFSara
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