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* A supercomputer is a that leads the world in terms of
processing capacity, particularly speed of calculation, at the time of
its introduction (William C. Norris. CDC 1964).

* A supercomputer is a computer that is only one step behind the
most demanding research necessities. (William C. Norris. CDC)

A supercomputer is a computer that is at the frontline of
current processing capacity. (Wikipedia)

Now, mainly aggregate off-the-shell computers linked with
high performance networks.
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http://www.knowledgerush.com/kr/encyclopedia/Computer/

* Capability computing: solve a single large problem
In the shortest amount of time.

* Capacity computing: solve large problems or
many small problems.

* Finis Terrae: Designed as a mix capacity-capability
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ESTABLISHED IN 1993 IN SANTIAGO DE COMPQOSTELA (SPAIN)

SANTIAGO DE COMPOSTELA
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MISSION STATEMENT

To provide high performance computing and advanced
communications resources and services to the scientific
community of Galicia and to the Spanish National Research

Council (CSIC), as well as, to institutions and enterprises with
R&D activity.

To promote high quality research in Computational Science in
close collaboration with the research community from Galicia as
well as from other regions or countries all over the world; contributing
in this way to the advancement of science, to transfer technology to

industry and administrations , and as consequence, to the welfare of
society as a whole.
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LEGAL ENTITIES

* Public Company
* Public Foundation

PARTNERS

KA XUNTA
% ¢4 DE GALICIA

* Regional Government of Galicia

* National Research Council of Spain CSIC
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STRATEGIC PLAN

TO SOLVE:

— Daily needs of researchers (not only large
problems).

* Heterogeneous programs.
* Multiple O.S.
* Running legacy and new codes.
— Based on Open Source Codes.
— Capability and Capacity.
— Complement offer with other centres.
— Development of Computational Science
— Reduction of “time-to-solution”
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CURRENT CESGA’s COMMUNITY OF USERS

* Galician Universities

* Galician Regional Government Research Centres

* Spanish National Research Council (CSIC) Centres
* Other public or private organizations worldwide

Hospital R&D Departments

Industries R&D Departments

Technological & Research Centres

Other Universities worldwide

Non-profit R&D organizations
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CESGA’s ACTIVITY AREAS

HPC, HTC AND GRID COMPUTING

RESOURCES SERVICES

RESOURCES

Storage Servers

HPC, HTC Servers, Code Optimization,
GRID Servers, Problem Definition,
Scientific Software Parallelisation,
Applications User Support...
DATA STORAGE

SERVICES

Critical Storage

and Technology
Network of Galicia

Systems
COMMUNICATIONS
RESOURCES SERVICES
RECETGA DNS, Hosting, Mail
Science Servers, Mailing List,

FTP, News, Mirrors,
Multicast, Video-
conference, MCU /

Gateway, Proxycache,
Network Management,

Security Systems,
Statistics. ..

RTD PROJECTS

Viability Analysis,
Proposal Development,
Consortium Creation,
Project Negotiation,
Management...

TRAINING
(EDUCATION)

Workshops and Training
Courses for Users

DISSEMINATION

Web, Publications,
Presentations, Seminars,
Scientific Conferences...

e-Learning Room Network
and e-Learning Platform
“AULA CESGA

Access Grid

Room Network

e-LEARNING & COLLABORATION TOOLS

RESOURCES SERVICES

Analysis, Development
Implementation and
Hosting of Solutions

RESOURCES

Galicia's e-Business
Leveraging Centre

TECHNOLOGY TRANSFER & e-BUSINESS

SERVICES

Viability Analysis,
Project writing
Partnerships Formation

Map Servers,
Geographical
Data Bases

GEOGRAPHIC INFORMATION SYSTEMS

RESOURCES SERVICES

Analysis,
Development
Implantation and
Lodging Solutions




TECNOLOGY
CESGA’S TECHNOLOGICAL EVOLUTION:
INSTALLED SERVERS

1993 1998 1999 2001
VP 2400 VPP 300 AP 3000 HPC 4500 SVG
-_"\:\ i
2.5 GFLOPS 14.1 GFLOPS 12 GFLOPS 9.6 GFLOPS 9.9 GFLOPS
2002 2003 2004, 2005, 2006 2007
HPC 320 BEOWULF SUPERDOME SVG TERRRAE
(
64 GFLOPS 16 GFLOPS 768 GFLOPS 4,142 GFLOPS 16,000 GFLOPS

Installation Year 1993 1998 1999 2001 2002 2004 2005 2006
Capacity SVG SVG SVG SVG
Capability VP2400 VJ{’PPSSCPOOOE HPC4500 HPC320 SUPERDOME FINIS TERRAE

Bteld
Z.C%| CONSEJO SUPERIOR i1 somene
"1 7 | DEINVESTIGACIONES : oS

CIENTIFICAS

&

OOOOOOOOOOO
RRRRRRRRRRRRRRRRRR

( E SGA "= XUNTA DE GALICIA
:i: CONSELLERIA DE ECONOMIA
E INDUSTRIA




Organization evolution
In “blue” until 1998
In “green” until 2004




STAFF CESGA 2008




CESGA’s PEAK PERFORMANCE
EVOLUTION

PEAK PERFOMANCE EVOLUTION
IN CESGA (in GFLOPS*)
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*1GFLOPS= 1.073.741.824 (floating point operations per second)
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CPU TIME USE EVOLUTION AT CESGA

/// CESGA

CPU TIME USE EVOLUTION

HOURS
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DEMAND OF COMPUTING RESOURCES AT
CESGA

USER ACCOUNT EVOLUTION PER SYSTEM PER YEAR

L1 IR
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CPU USE DISTRIBUTION BY RESEARCH
FIELD

CPU USE DISTRIBUTION BY RESEARCH AREA
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CPU USE DISTRIBUTION BY INSTITUTION IN
2008

CPU USE DISTRIBUTION BY INSTITUTION

11.0
11.2
Universidad
de Vigo
Py
® =

UNIVERSIDADE
DA CORUNA
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DATA IN STORAGE SYSTEM IN 2008 (GB)

228,800

@» Temporary of Scratch
625,600

Tape
25,538

@ Temporary Parallel

Permanent Disc

133,480



GRUPOS DE INVESTIGACION
USUARIOS

Simulacion Molecular.

SOFIA CALERO DiAZ

Organizacion:

Universidad Pablo de Olavide
(colaboracion co Instituto Nacional
del Carbon, INCAR-CSIC)

Departamento:
Departamento de Sistemas Fisicos,
Quimicos y Naturales

Creacion: O Grupo RASPA de Simulaciéon
en Materiais creouse en 2007.

Membros: O Grupo esta formado por
8 membros, ainda que nesta colaboracién
s6 participamos dous.

Colaboraciéns:

Colaboracion co INCAR, CSIC Oviedo,
Universidade de Amsterdam, Universidade
de Delft, Universidade Catdlica de de Lovaina,
Universidade libre de Bruxelas, Universidade
de Berkeley, Universidade de Northwestern,
entre outras.

Paxina web:
http://www.upo.es/depa/webdex/quimfis/
miembros/Web_Sofia/Sofia.htm

Lineas de investigacion:

Simulacién molecular en sistemas confinados. Estudo de procesos de
adsorcion e transporte molecular en materiais porosos. Estudo de
procesos de separacién. Estudo de procesos de captura e
almacenamento. Estudos de separacién de isémeros.

Relacion co CESGA:

Iniciouse no ano 2008 por medio dunha colaboracién activa co grupo
do Dr. Parra e a Dra. Ovin levando a cabo estudos de absorcion en
materiais porosos. Estudan estos procesos a nivel molecular e
desenvolven mecanismos de campos de forza que permitan
reproducir os resultados experimentais. Utilizan o cédigo RASPA
Finis Terrae, e usan os servizos do CESGA para correr parte das
simulacions.

Imaxe extraida do noso
propio traballo. Representa
unha ceolita tipo A con
catiéns sodio e con dioxido
de carbono no seu interior.
Foi realizada polos membros
do grupo e unha imaxe igual,
pero noutras
cores,publicouse no artigo
mencionado no apartado
anterior.




GRUPOS DE INVESTIGACION
USUARIOS

Modelizacidon Estadistica e Aplicaciodns.

BALBINA VIRGINIA CASAS MENDEZ

Organizacion:

Universidad de Santiago de Compostela
usc

Departamento:

Estadistica e Investigacion Operativa.
Grupo: GI-1914-Modelizacién Estatistica e
Aplicaciéns.

Creacion: Xuno de 2006

Membros: 28 membros da Universidade
de Santiago.

Colaboracidns:

Universidade de A Coruia e Universidade
deVigo, entre outras.

Paxina web: http://eio.usc.es/

Lineas de investigacion:

Modelos de predicién. Datos categéricos. Técnicas de montaxe
Bioestadistica. Técnicas de remostraxe. Series de tempo. Anadlise
Multivariante. Modelos de regresion. Inferencia non paramétrica.
Datos censurados. Xeoestatistica. Equilibrio en xogos non
cooperativos. Xogos cooperativos. Votacion e indices de poder.
Asignacion de custos e desefo de tarifas. Aplicacions da teoria de
x0gos. Modelos interactivos da 10. Decisibn e programacion
multicriterio e multinivel. Programacién matematica.

Relacion co CESGA:

No ano 2007 comeza a utilizar o SUPERDOME do CESGA para
executar problemas de optimizacion coa aplicacién X-Press.

Area xeogréfica da
cooperativa na que se fixo o
estudo de ordes de
propietarios e rutas de
parcelas a seguir por unha

cultivadora de forraxe.




GRUPOS DE INVESTIGACION
USUARIOS

Ecoloxia e evolucidn das relacions planta-animal.

Organizacion:

Consejo Superior de Investigaciones
Cientificas, CSIC

Departamento:

Bioldégica de Doiana, Departamento
de Ecologia Evolutiva.

Creacidn: Hai aproximadamente 20 anos.
Membros: 12 membros (Consejo Superior
Investigaciones Cientificas, CSIC)

Paxina web: www.plant-animal.es

Interrelacion entre plantas e

Lineas de investigacion:
Ecoloxia e evolucion das relacions planta-animal.

Estudos de variacidbn xeografica en gradientes de seleccion;
estruturas xenéticas, filoxeografia molecular, evoluciéon filoxenética e
xenética de poboaciéns.

Relacion co CESGA:

Dende 2008 usuario dos servizos de computacién do CESGA;
concretamente dos clusters Finis Terrae e SVGD.

Utiliza diversas aplicacions para efectuar analises xenéticas de
poboacidns vexetais.

insectos.




GRUPOS DE INVESTIGACION _ —
USUARIOS Redes Neuronais Artificiais.

Lineas de investigacion:

Redes de neuronas artificiais, computacién evolutiva, modelos
computacionais do sistema nervioso. Partimos de que as limitacions
existentes nos Sistemas Conexionistas actuais poden deberse, ben a que
non implementan certas capacidades das neuronas bioléxicas, ben a non
inclusién nas redes artificiais doutros elementos diferentes as neuronas
que tamén participan no procesamento da informacién nos sistemas
biol6xicos. Este ultimo suposto viuse reforzado polos descubrimentos das
ultimas décadas no campo da neurociencia. Tratamos de incorporar novos
- elementos aos sistemas conexionistas que simulen mais fielmente o
ANABELEN PORTO PAZOS funcionamiento do sistema nervioso e iso lles permita procesar mellor a

Organizacion: informacién, axudando & resolucién dos problemas de moso mais eficiente.
Universidade da Coruiia. Facultade
de Informatica

Area: Relacion co CESGA:

Tesnoloxfas dalnformacian edas Iniciase no ano 2007. Utilizamos SVG e Finis Terrae, cunha aplicacion

Comunicaciéns/Ciencias da Computacién . . .
e Intelixencia Artificial. propia desenvolvida en linguaxe C.

Creacidn: O grupo RNASA é de1993.0 noso 13 Redes Neurocits Aricits
, Ficheros de Entienamiento | Ficheros de Test| Test  Paré |
subgrupo creouse en 2007 e férmano 3

investigadores da Universidade da Coruria e raciones [i—— |

1 do European Center for SoftComputing. e i

Colaboracions: Instituto de Neurobioloxia

Ramén e Cajal do CSIC(Madrid).European o

Center for SoftComputing (Mieres, Asturias). e
thzﬁﬁ i o0 [ioo ' I Selidas de la RNA Booleanas

Paxina web: http://sabia.tic.udc.es

Amuumg: Emunnmm:u ﬁmw-"m MM”’"_ ey | e
Ferramenta de simulacion
desenvolvida polo propio
grupo para a investigacion en

istemas Conexionistas




GRUPOS DE INVESTIGACION
USUARIOS

Procesamiento de imagen en biologia estructural.

M. CARMEN SAN MARTIN PASTRANA
Organizacidn:

Centro Nacional de Biotecnoloxia (CSIC)
Area:

Departamento de Estructura de
Macromoléculas.

Grupo: Bioloxia Estrutural (Procesamento
de imaxe).

Creacion: Xaneiro 2007.4 membros do CSIC
e Universidade Auténoma de Madrid.
Colaboracions: Universidade de Alabama
en Birmingham; Princeton University;
Brookhaven National Laboratory;
Universidade Auténoma de Madrid.

Paxina web:

http://www.chb.uam.es/content/research/macromolecular/sanmartin

Lineas de investigacion:
Procesamento de imaxe en bioloxia estrutural.

Andlise estrutural detallada da ensamblaxe da cépsida de adenovirus.

Relacion co CESGA:

Dende 2008 utilizan Finis Terrae, con software de desenvolvemento
propio ou doutros laboratorios de investigacion (non comercial).

Mapa tridimensional dun
adenovirus.




GRUPOS DE INVESTIGACION Fisica de la Atmdsfera y del Océano/ Paleoclima

USUARIOS

Lineas de investigacion:

Meteoroloxia sindptica, validacion climatica de modelos conceptuais,
diagnéstico do clima e predicién climéatica, indices de cambio
climatico, modelizacién climatica, impactos do clima, extremos
climaticos...

Relacion co CESGA:
Utilizamos os servizos de HPC do CESGA.

=

JUAN ANTONIO ANEL CABANELAS

Organizacion: Empregamos tanto codigos propios como de terceiros que adecuamos en
EPhysLab, Facultade de Ciencias de cada caso

Ourense, Universidade de Vigo. :

Area: ) Recibimos asesoramento e axuda do persoal técnico do CESGA.

Fisica de Atmosfera e de Océano.

Grupo: EPhysLab, Fisica da Atmdsfera e do Levamos a cabo un Reto Computacional no Finis Terrae: “Modelizacién da
Océano.

o Variacion Climatica da Tropopausa con Alta Resolucion”.
Creacidn: 1998
Colaboracidns:Universidade da Coruia,
U.Complutense de Madrid, U.de Extremadura,
U.Pablo de Olavide, U.de Barcelona, U.de Aveiro
(Portugal), U.de Lisboa (Portugal), MeteoFrance
(Francia), U.de Manchester (Reino Unido),
U.of Heidelberg (Alemania), Centro Lidar de
Camaguey (Cuba), U.de Costa Rica (Costa Rica),
U.de Sao Paulo (Brasil), Russian Research
Institute for Hydrometeorological Information-
World Data Center (Rusia), Johns Hopkins
University (EUA), National Center for
Atmospheric Research (EUA) _
Figura calculada en Finis ~ Sf -+ - ...

Terrae, na que se mostra a I

integracion do fluido na

Péxina web: http://ephyslab.uvigo.es cofrente do golfo para o dia g
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TRAFICO INTERCAMBIADO EN RECETGA

1999-2008

TRAFFIC EXCHANGED IN RECETGA
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2008 RTD PROJECTS - FOUNDATION CESGA

In 2008, 27

proposals

were EU-

presenteq to National Government:
state, regional Regional Government:
and European Companies: =
Calls. A 65% _

success rate LICAE =

was achieved. Thematic Net. and

Tech. Platforms :

/// CESGA




PRODUCTION

COMPARATIVA PRODUCCION CIENTIFICA
DECLARADA POR LOS USUARIOS CESGA

2002-2008

USER’S SCIENTIFIC PRODUCTION

250+
225
200
1754
150
125 4
100
75 4
50 -
-
: _
2002 2003 2004 2005 2006 2007 2008
@ Presentations and Conferences Master’s theses/Final Projects
Scientific Journal Articles Books/Chapters

@ Doctoral Dissertations

SCIENTIFIC ARTICLES
IN PRESS
SUBMITTED

PUBLISHED

PRESENTATIONS IN
CONFERENCES

PRESENTATIONS
POSTERS
DOCTORAL THESES
DEFENDED
PRESENTED
IN PROCESS

MASTERS THESES
GRADUATE PROJECTS

DEFENDED
IN PROCESS

BOOKS / CHAPTERS

ACCEPTED / IN PRESS

4 8 20 16 26 19 21
16 29 26 27 23 24 31
73 70 91 104 105 165 173
42 52 {23 65 105 101 148
33 40 53 37 53 46 60

9 12 35 28 52 47 88
17 21 32 24 18 18 20
9 4 5 9 10 11 10
0 0 0 0 3 5 1
8 17 27 15 5 2 9
12 9 12 14 5 10 14
6 4 5 13 3 8 10
6 5 7 1 2 2 4
NA NA NA 5 4 3 9
NA NA NA 4 1 1 1
NA NA NA 1 0 2 0

SUBMITTED

PUBLISHED

TOTAL

DISTRIBUTION OF SCIENTIFIC PRODUCTION PER YEAR

NA NA NA 0 3 0 8

* 8 PUBLICATIONS & 16 CONFERENCES WITH AUTHORS FROM MORE THAN ONE INSTITUTION
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FINIS TERRAE (2007)

Spanish National Singular Scientific & Technological
Infrastructure

More than: 16,000 GFLOPS 2,580 CPUs 19,640 GB Memory

LINUX, UNIX; WINDOWS
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TECHNICAL INFRASTRUCTURE
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FLINISTERRAE

Parallel Storage

Electric

System
Computing izl e
Nodes Superdome Tape Cartridge
Computing Node Storage Robots

Login
Nodes

Supercom-
puting Nodes

Control Node

Complementa T
Communications Climatisation

Node System

Superdome
Storage System
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Communications
Network Wiring

Electrical Supply
Wiring
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FINIS TERRAE - COMPUTING NODES

[ Fiber Chanel 2Gbits/s [l 1 GbitEthernet
[ Fiber Chanel 4Gbits/s M FastEthernet
Infiniband 10 Gbits/s .USCSI 320 MB/S SUPERCOMPUTING

NODES:

147 cc-NUMA Nodes with
Itanium CPUs connected
through a high efficiency
INFINIBAND network

*1 node: 128 cores,
1,024 GB memory

* 2 nodes: 64 CPUs,
128+256 GB memory

* 142 nodes: 16 cores,

128 GB memory

* 2 nodes: 4 cores,

4 GB memory for testing
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FINIS TERRAE - DATA STORAGE RESOURCES

DATA STORAGE:
I Fiber Chanel 2Gbits/s * 22 nodes with 44
.Fil:er:ha:el:((::its/s cores for storage
Infini 1 it
| Infiniban its/s management.
[l 1 GbitEthernet
Il Fastethernet * 390 TB on disk.
[l uscst 320 MB/S
. | | * 2,2 PB Robot Tape
Library.
\
‘\
il
l
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CESTA - C'SRC
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COMPUTATIONAL SCIENCE

Architecture
(Computing Environment)

Application Algorithm
Science (Mathematical Model)

Computational Science is the field of study concerned
with constructing mathematical models and numerical
solution techniques using computers to analyze and
solve scientific, social scientific and engineering
problems.

(Wikipedia)
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C SRC (CESGA - Computational Science Research Centre)

* Application Areas:

— Strategic for Galicia.

— High demand of HPC resources.

— Research experience in Galicia and CSIC.
— Singular in Galicia and CSIC.
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CENTER STRUCTURE

R&D Galician Plan 2006-2010

- Biotechnology.

- Nanotechnology.

—- ICT.

- New Energies.

- arqie - Strategic Actions R&D Spanish
National Plan 2008-2011
R&D Excellence Centers - Health.

- Centro de Investigacion en

Ciencias del Mar. I HPC + Simulation - Biotechnology.

- New Energies and Climate Change.

- Centro de Investigacion en
Ciencias y Tecnologias de la Vida.

- Centro de Electrénica para App"cation Areas
Vehiculos Inteligentes. 2
CESCA - C'SRC

- ICT.

- Nanoscience and Nanotechnology.

- Centro Hispano-Portugués de
Investigacion en Nanotecnologia.

—ﬁ:—-:—
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Red Espanola de
e - Ciencia

MAIN

Javier Garcia Tobio
Managing Director at CESGA

Supercomputing Centre of Galicia
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Main HPC Initiatives in Spain

* e-Science Initiatives in Spain
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Ratio Memoria por CPU = Memoria total /
procesadores totales

N2 de trabajos N2 de horas
Memoria/CPU FT SVGD FT SVGD
1Gb 59.730| 225.853 4.033.670,0 906.364,5 _
2Gb 11.264 16.792 504.964,1 193.992,5 9,81% 6,86% 5,07%| 16,96%
4 Gb 13.764 1.843 1.491.286,6 41.685,7 11,99% 0,75%| 14,97% 3,65%
8 Gb 17.885 201 2.494.5527 1.570,9 15,58% 0,08%| 25,04% 0,14%
16 Gb 9.122 0 1.049.112,7 0,0 7,95% 0,00%| 10,53% 0,00%
64 Gb 2.765 0 385.244,3 0,0 2,41% 0,00% 3,87% 0,00%
128 Gb 245 0 2.739,0 0,0 0,21% 0,00% 0,03% 0,00%
256 Gb 1 0 0,0 0,0 0,00% 0,00% 0,00% 0,00%
1Tb 2 0 0,0 0,0 0,00% 0,00% 0,00% 0,00%
>1Tb 4 0 4,0 0,0 0,00% 0,00% 0,00% 0,00%
114.782| 244.689 9.961.573,3 1.143.613,6
/// CESGA Bl sl . e

E INDUSTRIA

|CSIC
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* HPC: High Performance Computing is the use of parallel
processing for running advanced application programs
efficiently, reliably and quickly.

* HPC: High Productivity Computing. The goal is to
decrease the time-to-solution, which means decreasing
both the execution time and development time of an
application on a particular system.

HTC: High Throughput Computing. The use many
computing resources over long periods of time to
accomplish a computational task.




CPU TIME USE DISTRIBUTION BY SCIENTIFIC
APPLICATION IN 2008

In 2008, the
newly installed
Finis Terrrae
architecture
allowed users
to approach
new problems
through a
varied range of . osmeurovorcrumme consumeo v arpucanon o .-
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CPU DISTRIBUTION BY SERVER AND
INSTITUTION IN 2008

CPU DISTRIBUTION BY MACHINE AND INSTITUTION 2008
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Most active users in 2008 by institution

Manuel Maria Gonzalez Alemany
Luis Tortajada laviu

Lucas Vazquez Besteiro

Angel Pifieiro Guillen

Paola Mendoza Espinosa

Maria Pilar Brocos Fernandez

Daniel Rivero Cebrian

Oscar Ibafiez Panizo

Daniel Rodriguez Ramos
Maria Isabel Fernandez Pérez
Sonia Vilarifio Patifio

Maria Fernandez Gonzalez

Fernando Obelleiro Basteiro
Olalla Nieto Faza

Rosana Alvarez Rodriguez
Laura Estévez Guiance
Adan Borja Gonzalez Pérez
José Antonio Souto Salgado

José Carlos Conesa Cegarra
Victor Cruz Cafnas

Manuel Cobian Gonzélez
Octavio Roncero Villa
Jorge Sanchez Dolado
Delia Fernandez Torre
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Applied Physics
Condensed Matter Physics
Condensed Matter Physics
Applied Physics
Applied Physics
Applied Physcis

Communications & Information Technologies
Communications & Information Technologies
Chemistry, Physics and Chemical Engineering |
Chemistry, Physics and Chemical Engineering |
Fundamental Chemistry

Fundamental Chemistry

Signal Theory and Communications
Organic Chemistry

Organic Chemistry

Analytical Chemmistry and Nutrition
Organic Chemistry

Organic Chemistry

Group of Fundamental and Applied Catalysis
Department of Molecular Physics

Department of Atomic & Molecular Physics Theorical
Department of Atomic & Molecular Physics Theorical
Unit Nanostructured Materials

Department of Molecular Physics
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GRUPOS DE INVESTIGACION
USUARIOS

HUGO GUTIERREZ TERAN

Organizacion:
Fundacion Publica Galega de
Medicina Xenémica

Departamento:

Medicina Molecular (Seccion de
modelado e simulacién de moléculas
bioloxicas)

Creacion: FPGMX creada en 2004.
Incorporado como IP & Fundaciéon

en Xaneiro de 2008

Membros: 3 membros na mifia seccion,
15 membros na FPGMX.

Colaboracidns:

USC. Universidade de Uppsala.
Universidade Pompeu Fabra.
Universidade de Florida.
Universidade Autonoma de
Barcelona.

Paxina web: http://web.usc.es/hugogdt

Modelizacion de macromoléculas bioldgicas

Lineas de investigacion:

Modelizacion e simulacién de Macromoléculas bioléxicas e a suas
interaccions con ligandos. Desefio de farmacos asistido por
ordenador. En linas xerais, metodoloxias de modelizacién molecular,
simulacion molecular e cribado virtual na busca de novos farmacos.

Relacion co CESGA:

Comecei a utilizar os servidores do CESGA en setembro de 2006.
Utilicei principalmente os ordenadores SVGD e Finis Terrae,
programas de dindmica molecular e a suite de modelacién molecular
Schrédinger. Formo parte do comité xestor da Rede Galega de
Bioinformética.

A imaxe corresponde a un
proxecto de descubrimiento
de novas estruturas
quimicas como potenciais
antipsicoticos. Mdstrase un
dos compostos da nosa
quimioteca (bolas e paus)
superposto co antipsicotico
de referencia.



GRUPOS DE INVESTIGACION
USUARIOS

Mecanica de Fluidos y Ecuaciones Diferenciales

CAROLINA MENDOZA PARRA
Organizacion:

Instituto de Ciencias Matematicas
(CSIC)

Area:

Analise Matematica, Ecuacions
Diferenciais e Aplicacions.

Grupo: Mecanica de Fluidos e Ecuacions
Diferenciais

Creacidn: 2003.2 membros do CSIC
Colaboracions:IFISC (CSIC), Instituto de
Ciencias do Mar (CSIC), Department of
Atmosphere and Ocean Sciences, UCLA,
Department of Applied Mathematics and
Theoretical Physics,OU.Cambridge.

Lineas de investigacion:

Mecanica de fluidos computacional, sistemas dinamicos, aplicacions
oceanograficas e inestabilidades en fluidos.

Relacion co CESGA:

Como grupo desde 2003. Utilizamos o Finis Terrae cunha aplicacion
propia.

Participamos en Proxectos conxuntos co CESGA na Plataforma
Computing de CONSOLIDER IMATH.

2002-12-10 12:00:00:00.000000 UTC

Figura calculada en Finis
Terrae, na que se mostra a
integracion do fluido na
corrente do golfo para o dia
10 de decembro de 2002.

Paxina web: http://ifisc.uib-csic.es/oceantech/fichaOutput.php?

idOutput=48
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