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Curriculum vitae

Personal data

Name : Daura Ribera, Xavier
Date of birth : May 1, 1966
Place of Birth : Barcelona, Spain
Nationality : Spanish

Current work address

Institute of Biotechnology and Biomedicine (IBB)
Mòdul B de Recerca, Campus UAB Phone : +34-93-586 89 40
Universitat Autònoma de Barcelona Fax : +34-93-581 20 11
08193 Bellaterra (Barcelona), Spain E-mail : Xavier.Daura@uab.cat

Education

Graduation studies:
 Graduated in Biological Sciences (Biochemistry, 5-year degree)

Universitat Autònoma de Barcelona (UAB), Barcelona, Spain (June 1991).

Post-graduation studies:
 Master in Biotechnology

Universitat Autònoma de Barcelona (UAB), Barcelona, Spain (September 1993).

 Doctor in Biological Sciences
Universitat Autònoma de Barcelona (UAB), Barcelona, Spain (February 1996).
Title: Structural  and  thermodynamic  properties  of  biomolecules  from  molecular  dynamics 
simulations. Application to the study of the protein inhibitor of carboxypeptidases, PCI.
Supervisors: Prof. Francesc X. Avilés and Prof. Enrique Querol, Department of Biochemistry and 
Molecular Biology.

Positions

From November 2005:
Adjunct Professor at Universitat Autònoma de Barcelona.

From May 2002:
Research Professor at the Catalan Institution for Research and Advanced Studies (ICREA). Head of 
the Computational Biology Group at the Institute of Biotechnology and Biomedicine of UAB.

April 1996 - April 2002:
Postdoctoral  research  assistant  in  the  group  of  Prof.  Wilfred  F.  van  Gunsteren,  Laboratory  of 
Physical Chemistry, ETH Zürich, Switzerland.

Institutional and academic responsibilities

From March 2024:
Academic Director, Bioinformatics Barcelona (BIB)

June 2017 - January 2024:
Coordinator  of  the  Doctoral  Program  in  Bioinformatics  of  Universitat  Autònoma  de  Barcelona, 
Universitat  de  Barcelona,  Universitat  de  Girona,  Universitat  de  Lleida,  Universitat  Oberta  de 
Catalunya, Universitat Politècnica de Catalunya, Universitat Rovira i Virgili and Universitat de Vic -  
Universitat Central de Catalunya.

February 2011 - February 2017:
Director of the Institute of Biotechnology and Biomedicine (IBB) of UAB.

January 2005 - January 2011:
Vice-director of the Institute of Biotechnology and Biomedicine (IBB) of UAB.
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Commissions and panels

 Memeber of UAB's Permanent Board for Doctorate, 2021 - 2024.

 Member of the working group for the development of a "Strategic and action plan to reduce the 
risks  of  selection  and  dissemination  of  antimicrobial  resistance",  National  Plan  on  Antibiotic 
Resistance, Spain, 2015-2021.

 Coordinator of the Panel for Biomedicine and Life Sciences of the Access Committee of Barcelona 
Supercomputing Center – Centro Nacional de Supercomputación, 2015-2019.

 Member  of  three  Delegate  Commissions  of  UAB’s  Governing  Council:  Research  (2011-2017),  
Knowledge Transfer and Strategic Projects (2012-2017) and Doctorate (2013-2017).

 Member of the Scientific Committee of the Health Sciences Research Institute of the “Germans Trias 
i Pujol” Foundation (IGTP), 2011-2013.

 Member of the Direction Board of the Spanish Biophysical Society, 2008 - 2012.

Fellowships

 Fellowship: CIRIT travel bursary for studies in Fine Chemistry.
Awarded by: Direcció General de Recerca, Catalan Autonomic Government.
For: A stay of 3 months in the group of Prof. Dr. Wilfred F. van Gunsteren, ETH Zurich, Switzerland 
(October - December 1994).

 Fellowship: Supercomputing fellowship.
Awarded by: Fundació Catalana per a la Recerca and CRAY Research, Inc.
For: A stay of 2 months in the group of Dr. John Carpenter, Cray Research, Inc. Corporate Software 
Training Center, Minnesota (USA) (October - December 1993).

 Fellowship: Support for scientific cooperation with Swedish Institutions.
Awarded  by: Dirección  General  de  Relaciones  Culturales  y  Científicas,  Ministerio  de  Asuntos 
Exteriores, Spanish Government.
For: A stay of 3 months in the group of Prof. Dr. Orlando Tapia, Fysikalisk Kemiska Institutionen,  
Uppsala University, Sweden (June - September 1993).

 Fellowship: CIRIT doctoral fellowship for the formation of research personnel in the area of Fine 
Chemistry.
Awarded by: Direcció General de Recerca, Catalan Autonomic Government.
For: Pre-doctoral research (May 1993 - February 1996).

 Fellowship: Support for scientific cooperation with Swedish Institutions.
Awarded  by: Dirección  General  de  Relaciones  Culturales  y  Científicas,  Ministerio  de  Asuntos 
Exteriores, Spanish Government.
For: A stay of 3 months in the group of Prof. Dr. Orlando Tapia, Fysikalisk Kemiska Institutionen,  
Uppsala University, Sweden (May - August 1992).

Main project grants as group leader

 Title: Quorum-sensing-dependent response regulators in Stenotrophomonas maltophilia as source 
of novel antimicrobial and antibiofilm strategies. (StenoRR)

Funding body: Ministerio de Ciencia, Innovación y Universidades, Spain (Ref. PID2023-
150290OB-I00)
Participant entities: Universitat Autònoma de Barcelona
Duration: 01.09.2024 - 31.08.2028
Principal Investigators: Xavier Daura, Daniel Yero

 Title: Quorum  sensing  regulatory  networks  in  Stenotrophomonas  maltophilia as  targets  for 
therapeutic alternatives to current antibiotics. (StenoQS)
Funding body: Ministerio de Ciencia, Innovación y Universidades, Spain (Ref. PID2019-111364RB-
I00)
Participant entities: Universitat Autònoma de Barcelona
Duration: 01.06.2020 - 31.05.2024
Principal Investigators: Xavier Daura, Daniel Yero
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 Title: AMB  Advanced  Therapeutics:  Potentiating  current  antibiotics  against  life-threatening 
resistant hospital-acquired infections
Funding body: "la Caixa" Foundation & Caixa Capital Risk (CaixaImpulse, ref. CI17-00021).
Participant entities: Universitat Autònoma de Barcelona
Duration: 01.07.2017 - 31.12.2019
Principal Investigator: Xavier Daura

 Title: Non-essential biological processes in Stenotrophomonas maltophilia as targets for the design 
of new antimicrobial strategies
Funding body: Ministerio de Ciencia e Innovación, Spain (Ref. BIO2015-66674-R)
Participant entities: Universitat Autònoma de Barcelona
Duration: 01.01.2016 - 31.12.2019
Principal Investigators: Xavier Daura, Isidre Gibert

 Title: Proteomic  approximation  to  the  determination  and  analysis  of  virulence  factors  in 
Stenotrophomonas maltophilia
Funding body: Ministerio de Ciencia e Innovación, Spain (Ref. BFU2010-17199)
Participant entities: Universitat Autònoma de Barcelona
Duration: 01.01.2011 - 30.06.2014
Principal Investigator: Isidre Gibert

 Title: From  genome  to  antigen:  a  multidisciplinary  approach  towards  the  development  of  an 
effective vaccine against Burkholderia pseudomallei, the etiological agent of melioidosis – GtA
Funding body: Fondazione Cariplo, Italy (Contract no. 2009-3577)
Participant entities: Università degli Studi di Milano (IT), Consiglio Nazionale delle Ricerche (IT), 
University  of  Exeter  (UK),  Fondazione  Centro  San  Raffaele  del  Monte  Tabor  (IT),  Universitat 
Autònoma de Barcelona (ES)
Duration: 01.11.2010 - 30.10.2014
Principal Investigator at UAB: Xavier Daura

 Title: Identification and validation of novel drug targets in Gram-negative bacteria by global search: 
a trans-system approach – AntiPathoGN
Funding body: European Commission, Seventh Framework Programme (Contract no. HEALTH-F3-
2009-223101)
Participant Entities: Universitat Autònoma de Barcelona (ES), Institut de Recerca Biomèdica (ES), 
Infociencia (ES), Microbionta (ES), Proteros Biostructures (DE), InterMed Discovery (DE), Bio-Xtal  
(F),  Fundació  Clínic  per  a  la  Recerca  Biomèdica  (ES),  Deutsches  Krebsforschungszentrum 
Heidelberg (DE), Anaxomics Biotech (ES), Helmholtz-Zentrum für Infektionsforschung (DE)
Duration: 01.02.2009 - 31.07.2013
Project Coordinator: Xavier Daura

 Title: Identificación de dianas secundarias y diseño de fármacos para enfermedades relacionadas 
con  el  envejecimiento  mediante  análisis  estructural  y  funcional  de  rutas  biológicas  – 
DrugsForAgeing
Funding body: Ministerio Educación y Ciencia, Spain (Ref. PSE-010000-2007-1 and PSE-010000-
2009-8)
Participant entities: Infociencia S. L., Infociencia Clinical Research S. L., Universitat Pompeu Fabra,  
Institut de Recerca Biomèdica de Barcelona, Universitat Autònoma de Barcelona, Consejo Superior 
de Investigaciones Científicas
Duration: 01.01.2007 - 31.12.2008 and 01.10.2009 - 30.06.2011
Principal Investigator at UAB: Xavier Daura

 Title: Biologia computacional de polipeptidos: Simulacion de procesos de plegamiento y analisis de 
interacciones polipeptido-MHC II
Funding body: Ministerio de Educación y Ciencia, Spain (Ref. BIO2007-62954)
Participant entities: Universitat Autònoma de Barcelona
Duration: 01.12.2007 - 30.11.2010
Principal Investigator: Xavier Daura

 Title: Assessment  of  Structural  Requirements  in  Complement-Mediated  Bactericidal  Events: 
Towards a Global Approach to the Selection of New Vaccine Candidates – BacAbs
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Funding body: European Commission, Sixth Framework Programme (Contract no. LSHB-CT-2006-
037325)
Participant entities: Universitat Autònoma de Barcelona (ES), Novartis Vaccines and Diagnostics 
Srl (IT), ASLA Biotech Ltd. (LV), Bio-Xtal S. A. (FR), Consiglio Nazionale delle Ricerche (IT), Jacobs 
University Bremen (DE), Università degli Studi di Milano (IT), Universiteit Utrecht (NL), Infociencia 
S. L. (ES)
Duration: 01.01.2007 - 30.06.2010
Project Coordinator: Xavier Daura

 Title: Estudio computacional y espectroscópico de los mecanismos de plegamiento y agregación de 
polipéptidos
Funding body: Ministerio de Ciencia y Tecnología, Spain (Ref. BIO2003-02848)
Participant entities: Universitat Autònoma de Barcelona
Duration: 01.12.2003 - 30.11.2006
Principal Investigator: Xavier Daura

Teaching experience

Universitat Autònoma de Barcelona, Spain:

 Courses 2019 – 2020 to 2024 – 2025:
MSc  in  Bioinformatics  (http://mscbioinformatics.uab.cat);  lecturer  and  coordinator 
(from 2022-23) for module 4 (Structure and Function of Proteins and Drug Design).

 Courses 2012 – 2013 to 2018 – 2019:
MSc in Bioinformatics (http://mscbioinformatics.uab.cat); lecturer for modules 2 (Core 
Bioinformatics) and 4 (Structure and Function of Proteins and Drug Design).

 Courses 2004 - 2005 to 2008 – 2009:
Estructura y Función de Proteínas,  inter-university doctoral program, Mention of Quality of the 
Ministerio de Educación y Ciencia, Spanish Government; coordinator and lecturer of the course on 
"Análisis bioinformático y modelado molecular".

VIII Escuela de Química Teórica de la Universitat de les Illes Balears
(http://www.uibcongres.org/congresos/ficha.es.html?cc=262):

 July 9-13, 2012, Palma (Mallorca), Spain. Simulación de Dinámica Molecular; lecturer.

NCCR, Switzerland (http://www.structuralbiology.unizh.ch/):

 6th, 8th and 10th NCCR Practical Course (January 6-11, 2008; January 10-15, 2010; January 8-13,  
2012), Kandersteg, Switzerland. Biomolecular Modelling; lecturer.

Collaborative Computational Project 5 (http://www.ccp5.ac.uk/):

 The CCP5 Methods in Molecular Simulation Summer School 2002 (July 8-16) and 2003 (July 7-15),  
King's  College  London,  England;  2004  (July  9-17),  2005  (July  11-19)  and  2006  (July  17-25),  
University of Cardiff, Wales; 2007 (July 9-17), 2008 (July 7-15) and 2009 (July 6-14), University of 
Sheffield, England; 2010 (July 18-27) and 2011 (July, 17-26) Queens University Belfast, Northern 
Ireland: Advanced Course on Simulation of Organic and Bio Molecules; coordinator and lecturer.

Universitat Pompeu Fabra, Spain:

 Course 2004 - 2005:
MSc Bioinformatics for Health Sciences; lecturer for the course on Advanced Molecular Simulations.

ETH Zurich, Switzerland.

 Courses 2000 - 2001 and 2001 - 2002:
Informatikgestützte  Chemie III,  Computer  Simulation in  Chemistry  and Physics  (Chemistry,  7th 
semester); lecturer.

 Courses 1998 - 1999 to 2001 - 2002:
Informatikgestützte  Chemie III,  Computer  Simulation in  Chemistry  and Physics  (Chemistry,  7th 
semester); assistant for practical exercises.

 Courses 1996 - 1997 to 2001 - 2002:
Informatik I (Chemistry, 1st semester); assistant for practical exercises.

Direction of PhD theses
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 Valentin P.  Junet.  Machine Learning techniques in  bioinformatics:  From data  integration to the 
development of application-oriented tools. Universitat Autònoma de Barcelona, February 1, 2022. 
Co-director: José M. Mas.

 Pau  M.  Muñoz.  Bioinformatic  study  of  the  antigenic  presentation  by  HLA  class  II.  Universitat 
Autònoma de Barcelona, January 13, 2014. Co-director: Juan A. Cedano.

 Alejandro Panjkovich. Structure and evolution of protein allosteric sites. Universitat Autònoma de 
Barcelona, November 7, 2013.

 Güzin  Tunca.  A  virtual  screening  procedure  combining pharmacophore  filtering  and  molecular 
docking with LIE method. Universitat Autònoma de Barcelona, July 26, 2012.

Organisation of workshops and conferences

 Chair of the Organising Committee of the International Congress of the Spanish Biophysical Society 
– SBE Barcelona 2012, Barcelona, Spain, July 3-6, 2012 (http://www.sbe-bcn2012.org/).

Oral presentations at workshops and congresses

 ACS Spring 2024, New Orleans, USA (March 22-27, 2024).  Invited Address:  On quality thresholds 
for the clustering of molecular structures.

 One  Health  Perspectives  on  Infection  and  Immunity:  Humans,  Animals  and  the  Environment, 
Chiang  Mai,  Thailand  (October  21-22,  2019).  Invited  Address:  Non-essential  functions  in 
Stenotrophomonas maltophilia as targets for therapeutic alternatives to current antibiotics.

 Learning from each other: Clinical Management and Prevention of Major and Hidden Health Care 
Problems in  Greater Mekong Subregion,  Khon Kaen,  Thailand (February  12-13,  2018).  Invited 
Address:  Exploring  the  pan-genome  of  pathogenic  bacteria  for  the  identification  of  novel 
antimicrobial targets and vaccine candidates.
http://amsoffice.kku.ac.th:50140/file/GYYT440LPA17.pdf

 EFSA Workshop on Xylella fastidiosa: knowledge gaps and research priorities for the EU, Brussels, 
Belgium (November 12-13,  2015).  Communication:  Decoding the DSF quorum-sensing system in 
Xanthomonadaceae: lessons from Stenotrophomonas maltophilia.
http://www.efsa.europa.eu/en/events/event/151112a

 4th Workshop on biomaterials and their interactions with biological and model membranes 2015,  
Salou,  Spain  (October  19-21,  2015).  Invited address:  Hydroxylation of  glycerol  dialkyl  glycerol 
tetraethers may enhance membrane fluidity in Archaea adapted to cold environments.
http://meeting.softmat.net/program

 XV  Congress  of  the  Spanish  Biophysical  Society,  Granada,  Spain  (June  10-12,  2015).  Invited 
address: Exploiting protein flexibility to predict the location of allosteric sites.
http://www.sbe.es/granada2015/Detailed-program.asp

 IUPAB Congress 2014, Brisbane, Australia (August 3-7, 2014). Invited address: Exploiting protein 
flexibility to predict the location of allosteric sites.
http://www.iupab2014.org/invited-speakers/xavier-daura/

 EFPIA-IMI-JPIAMR Workshop on Antibiotics and their alternatives – fixing and feeding the pipeline, 
Brussels,  Belgium (April  4,  2014).  Invited address: Identification and validation of  novel  drug 
targets in Gram-negative bacteria by global search: a trans-system approach.
http://ec.europa.eu/research/health/events-18_en.html

 The  50th  Khon  Kaen  University  and  36th  Faculty  of  Associated  Medical  Sciences  Anniversary 
Celebration Conference.  2013 Infection & Immunity:  From Basic to Translational Research, Hua 
Hin,  Thailand  (September  21-23,  2013).  Invited  address: A  bioinformatics  approach  to  the 
identification of vaccine candidates in the genome of Burkholderia pseudomallei.

 4th Congress of  the Spanish Proteomics Society,  Segovia,  Spain (February  8-11,  2011).  Invited 
address: Computer-aided identification of potential drug targets and vaccine candidates in bacterial  
proteomes.

 CESGA  HPCN  Workshop  2010,  Santiago  de  Compostela,  Spain  (November  25,  2010).  Invited 
address: Cribado computacional de compuestos mediante técnicas de dinámica molecular.
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 UNIA Workshop - Pseudomonas aeruginosa: opportunistic pathogen and human infections, Baeza, 
Spain (November 7-10,  2010).  Communication: Comparative proteomic analysis of collection and 
clinical-isolate strains of Pseudomonas aeruginosa.

 CCP5 visitor tour 2010: Invited by the Collaborative Computational Project 5 (CCP5) to give a series 
of seminars in the UK during a week, at CCLRC Daresbury Laboratory, University of Nottingham, 
University of Bradford and University of Leeds, October 11-15, 2010.

 IV Spanish-Portuguese Biophysical Congress, Zaragoza, Spain (July 7-10,  2010).  Invited address: 
Assessing  the  structural  conservation  of  protein  pockets  to  study  functional  and  allosteric  sites:  
implications for drug discovery.
http://bifi.es/events/biophysics2010/program.html

 ESF Workshop: Novel Approaches in Protein Engineering, Istanbul,  Turkey (April 22-25,  2010). 
Invited address: Assessing the structural conservation of protein pockets to study functional and 
allosteric sites: implications for drug discovery.
http://www.functionalgenomics.org.uk/sections/activitites/2010/Sezerman/info.htm

 II Xornada Galega de Bioinformática, Santiago de Compostela, Spain (December 4,  2009).  Invited 
address: Addressing  functionally  relevant  large-scale  motions  in  proteins  by  molecular-dynamics 
simulation: The ArtJ case.

 BSC - IRB Barcelona Conference:  Expanding the frontiers of molecular dynamics simulations in 
biology,  Barcelona,  Spain  (November  23-25,  2009).  Invited  address: Polypeptide  folding  on  a 
conformational-space network.
http://mmb.pcb.ub.es/md2009/

 Tyndall/ICHEC/IBM ACAM HPC workshop:  Towards microscale molecular simulations with high-
performance  computing,  Dublin,  Ireland  (October  14-16,  2009).  Invited  address: Addressing 
functionally relevant largescale motions in polypeptides by moleculardynamics simulation.

 Conference on New Frontiers in Microbiology and Infection: From microbial pathogenesis to the 
discovery  of  antivirulence  drugs,  Les  Diablerets,  Switzerland  (October  4-8,  2009). 
Communication: AntiPathoGN: a FP7 project for the discovery of new drug targets in Gram-negative 
bacteria.
http://www.unil.ch/cnfmi/page71825.html

 1st  Portuguese-Spanish-British  Joint  Biophysics  Congress  2008,  Lisboa,  Portugal  (July  10-13, 
2008).  Invited  address: Polypeptide  folding  on  a  conformational-space  network:  dependence  of 
network topology on the structural discretization procedure.

 DEISA Symposium: Advancing Extreme Computing in Europe, Edinburgh, UK (April 28-29, 2008). 
Invited address: Simulation of Protein Dynamics in Vaccine Research.
http://www.deisa.eu/news_events/symposium/Edinburgh2008/

 PepCon2008,  Shenzhen,  China  (April  22-24,  2008).  Invited  address: Investigating  the  Role  of 
Antigen Structure and Dynamics in Complement-Mediated Bactericidity.
http://www.bitlifesciences.com/Pepcon2008/Program.htm

 DEISA  Training  Session,  Bologna,  Italy  (October  29-31,  2007).  Invited  address:  BacAbsMS: 
Molecular Simulation in Vaccine Research.

 MMS06: Methods of Molecular Simulation 2006, Heidelberg,  Germany (September 20-22,  2006). 
Invited address: Peptide-folding networks.

 367.  WE-Heraeus-Seminar.  Biomolecular  Simulation:  From  Physical  Principles  to  Biological 
Function, Bad Honnef, Germany (May 22-24, 2006).  Invited address:  Aspects of -peptide foldingβ  
from molecular-dynamics simulation.

 eCheminfo Autumn 2005 InterAction Meetings: Protein Folding and Dynamics, Basel, Switzerland 
(November 8-10,  2005).  Invited address: Aspects  of  -peptide folding from molecular-dynamicsβ  
simulation.

 2o Simposio sobre proteínas: Plegamiento, México D. F.,  Mexico (October 19-21,  2005).  Invited 
address: Simulaciones por dinámica molecular del plegamiento de polipéptidos.
http://bq.unam.mx/~simposio/sspm.html
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 XV International BIOMOS Meeting on Biomolecular Simulation, Burg Arras, Germany (August 31-
September 2, 2005). Invited address: The Jarzynski equation: correct; but useful?

 II Reunión Nacional de Modelización Molecular y Quimioinformática, Barcelona, Spain (June, 2005). 
Invited  address:  Modeling  of  short  protein  segments  and  side  chains  by  fast-growth  molecular 
dynamics.

 IV Jornadas sobre Procesamiento y Presentación de Antígenos, Sant Andreu de Llavaneres, Spain 
(June, 2005). Invited address: Estudios computacionales de MHC clase II.

 3rd Portuguese-Spanish Biophysics Congress,  Lisboa,  Portugal  (October 29-November 1,  2004). 
Communication: Entropy  and free-enthalpy  differences  from molecular-dynamics  simulation  and 
integration over temperature.

 III Jornadas sobre Procesamiento y Presentación de Antígeno, Segovia, Spain (April, 2004). Invited 
address:  Modelado  de  complejos  HLA-DR4/péptido  mediante  simulación  molecular:  Método  y 
primeros tests.

 SIMU Workshop: Self organization in (bio)molecular systems, Lyon, France (October 20-22, 2003). 
Invited address: Molecular dynamics simulation of peptide folding and aggregation.

 ICREA-FCR  Conference  on  Bioinformatics.  Bioinformatics:  Present  applications  and  future 
challenges, Barcelona, Spain (May 19-21,  2003).  Invited address:  Peptide folding: What have we 
learned from molecular dynamics simulatios?

 II Jornadas sobre Procesamiento y Presentación de Antígeno, Les Avellanes, Spain (March,  2003). 
Invited address: Predicción de interacciones proteína-péptido mediante métodos computacionales.

 I Reunió de la Xarxa Catalana de Bioinformàtica, Les Avellanes, Spain (November,  2002).  Invited 
address: The driving force for peptide folding.

 CECAM Workshop on the Dynamics of Proteins on a Continuous Energy Landscape, Lyon, France 
(May 21-24, 2002). Invited address: The driving force for peptide folding.

 I  Reunión  Nacional  de  Modelización  Molecular  y  Quimioinformática,  Barcelona,  Spain  (March, 
2002).  Invited address:  Plegamiento de péptidos: Sensibilidad de observables experimentales a la 
distribución de conformaciones subyacente.

 First  KIAS Conference on Protein Structure and Function:  Protein Folding in  Post-Genome Era,  
Seoul, Korea (November 28-30,  2001).  Invited address:  New perspective on peptide folding from 
molecular dynamics simulations.

 XXII  Congreso  de  la  Sociedad  Española  de  Bioquímica  y  Biología  Molecular,  Pamplona,  Spain 
(September,  1999).  Communication:  Simulación  Molecular  y  Plegamiento  de  Proteínas.  Una 
cuestión de tiempo.

 2nd International Workshop on Structural Characterization of Proteins by NMR, X-Ray Diffraction 
and  Computational  Methods,  Verona,  Italy  (February  17-20,  1999).  Invited  address:  Peptide 
Folding: When Simulation Meets Experiment.

 C4 Workshop on Use of Fast Computers in Molecular Chemistry, Zurich, Switzerland (November,  
1998). Invited address: Peptide Folding: When Simulation Meets Experiment.

 1998  Conference  on  Computational  Physics,  Granada,  Spain  (September  2-5,  1998). 
Communication: Reversible Peptide Folding in Solution by Molecular Dynamics Simulation.
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Patents

 Title: Klotho fusion protein and uses thereof
Inventors: M. Chillón, J. Esandi, B. Almolda, A. Bosch, O Conchillo, X Daura, J Giraldo, P. V. Renault 
de Barros
Applicant: Universitat Autònoma de Barcelona, Institució Catalana de Recerca i Estudis Avançats, 
Fundació Hospital Universitari Vall d'Hebrón - Institut de Recerca
Priority date: 15.06.2023
International application No.: PCT/EP2024/066642
International filing date: 14.06.2024
Publication number: WO/2024/256677 A1
Publication date: 19.12.2024

 Title: Enhanced antibiotic composition
Inventors: I. Gibert, X. Daura, D. Yero, M. Indarte, O. Conchillo
Applicant: Universitat Autònoma de Barcelona, Institució Catalana de Recerca i Estudis Avançats
Priority date: 14.05.2015
International application No.: PCT/EP2016/060664
International filing date: 12.05.2016
Publication number: WO/2016/180919 A1
Publication date: 17.11.2016
European Patent No.: EP 3294317
Publication date: 09.12.2020

ID in databases

ResearcherID: C-9275-2009

ORCID: 0000-0001-9235-6730

Scopus Author ID: 6701320814

Research articles and reviews in peer-reviewed journals

125. F. Guerri, V. Junet, J. Farrés, X. Daura*. MMPred: a tool to predict peptide mimicry events in MHC 
class II recognition. Front. Genet. 2024, 5: 1500684 (doi: 10.3389/fgene.2024.1500684).

124. X. Coves, U. Mamat, O. Conchillo-Solé, P. Huedo, M. Bravo, A. C. Gómez, I. Krohn, W. R. Streit, U. E. 
Schaible,  I.  Gibert,  X.  Daura*,  D.  Yero*.  The  Mla  system  and  its  role  in  maintaining  outer 
membrane barrier function in Stenotrophomonas maltophilia. Front. Cell. Infect. Microbiol. 2024, 
14: 1346565 (doi: 10.3389/fcimb.2024.1346565).

123. A. C. Gómez, C. Horgan, D. Yero, M. Bravo,  X. Daura,  M. O'Driscoll,  I. Gibert*, T. P. O'Sullivan*. 
Synthesis  and  evaluation  of  aromatic  BDSF  bioisosteres  on  biofilm  formation  and  colistin 
sensitivity  in  pathogenic  bacteria.  Eur.  J.  Med.  Chem. 2023,  261:  115819  (doi: 
10.1016/j.ejmech.2023.115819).

122. P. Coto-Segura, C. Segú-Vergés, A. Martorell*, D. Moreno-Ramírez, G. Jorba, V. Junet, F. Guerri, X. 
Daura,  B.  Oliva,  C.  Cara,  O.  Suárez-Magdalena,  S.  Abraham, J.  M.  Mas.  A quantitative systems 
pharmacology model for certolizumab pegol treatment in moderate-to-severe psoriasis.  Front. 
Immunol. 2023, 14: 1212981 (doi: 10.3389/fimmu.2023.1212981).

121. X. Coves, M. Bravo, P. Huedo, O. Conchillo-Solé, A. C. Gómez, A. Esteve-Codina, M. Dabad, M. Gut, 
X.  Daura,  D.  Yero*,  I.  Gibert*.  A  Stenotrophomonas  maltophilia TetR-Like  Transcriptional 
Regulator  Involved in  Fatty Acid Metabolism Is  Controlled by Quorum Sensing Signals.  Appl. 
Environ. Microbiol. 2023, 89(6): e00635-23 (doi: 10.1128/aem.00635-23).

120. V. Junet, P. Matos-Filipe, J. M. García-Illarramendi, E. Ramírez, B. Oliva, J. Farrés*, X. Daura*, J. M. 
Mas, R. Morales. A decision support system based on artificial intelligence and systems biology 
for  the  simulation  of  pancreatic  cancer  patient  status.  CPT-Pharmacometrics  &  Systems 
Pharmacology 2023, 12(7): 916−928 (doi: 10.1002/psp4.12961).

119. X. Daura*, O. Conchillo-Solé. On Quality Thresholds for the Clustering of Molecular Structures. J. 
Chem. Inf. Model. 2022, 62, 5738−5745 (doi: 10.1021/acs.jcim.2c01079).

Pg. 8 of 17



CV XDR / 28.01.2025

118. A. C. Gómez, T. Lyons, U. Mamat,  D. Yero, M. Bravo,  X. Daura,  O. Elshafee, S. Brunke, C. G.  M. 
Gahan, M. O'Driscoll, I. Gibert*, T. P. O'Sullivan*. Synthesis and evaluation of novel furanones as  
biofilm inhibitors in opportunistic human pathogens. Eur. J. Med. Chem. 2022, 242, 114678 (doi: 
10.1016/j.ejmech.2022.114678).

117. V. Junet,  X. Daura*.  CNN-PepPred: An open-source tool to create convolutional NN models for 
the discovery of patterns in peptide sets. Application to peptide-MHC class II binding prediction . 
Bioinformatics 2021, 37(23): 4567-4568 (doi: 10.1093/bioinformatics/btab687).

116. N. Serna, J. V. Carratala, O. Conchillo-Solé, C. Martinez-Torro, U. Unzueta,  R. Mangues, N. Ferrer-
Miralles,  X. Daura*, E. Vazquez, A. Villaverde*.  Antibacterial Activity of T22, a Specific Peptidic 
Ligand  of  the  Tumoral  Marker  CXCR4.  Pharmaceutics 2021,  13(11):  1922 (doi: 
10.3390/pharmaceutics13111922).

115. J. R. Gutierrez-Casares*, J. Quintero, G. Jorba*, V. Junet, V. Martinez, T. Pozo-Rubio, B. Oliva,  X. 
Daura, J. M. Mas, C. Montoto. Methods to Develop an in silico Clinical Trial: Computational Head-
to-Head  Comparison  of  Lisdexamfetamine  and  Methylphenidate.  Front.  Psychiatry 2021,  12: 
741170 (doi: 10.3389/fpsyt.2021.741170).

114. V. Junet, J.  Farrés,  J.  M. Mas*,  X. Daura*.  CuBlock: a cross-platform normalization method for 
gene-expression  microarrays.  Bioinformatics 2021,  37(16):  2365-2373 (doi: 
10.1093/bioinformatics/btab105).

113. D. Yero, M. Diaz-Lobo, L. Costenaro, O. Conchillo-Solé, A. Mayo, M. Ferrer-Navarro, M. Vilaseca, I.  
Gibert*, X. Daura*. The Pseudomonas aeruginosa substrate-binding protein Ttg2D functions as a 
general glycerophospholipid transporter across the periplasm.  Communications Biology 2021, 
4(1): 448 (doi: 10.1038/s42003-021-01968-8).

112. W. F. van Gunsteren*, X. Daura, P. F. J. Fuchs, N. Hansen, B. A. C. Horta, P. H. Huenenberger, A. E. 
Mark,  M. Pechlaner,  S. Riniker,  C. Oostenbrink.  On the Effect of the Various Assumptions and 
Approximations  used  in  Molecular  Simulations  on  the  Properties  of  Bio-Molecular  Systems:  
Overview  and  Perspective  on  Issues.  ChemPhysChem 2021,  22(3):  264-282 (doi: 
10.1002/cphc.202000968).

111. D. Yero, O. Conchillo-Solé, X. Daura*. Antigen Discovery in Bacterial Panproteomes. Methods Mol. 
Biol. 2021, 2183: 43-62 (doi: 10.1007/978-1-0716-0795-4_5).

110. J. V. Carratalá, O. Cano-Garrido, J. Sánchez, C. Membrado, E. Pérez, O. Conchillo-Solé, X. Daura, A. 
Sánchez-Chardi, A. Villaverde, A. Arís, E. Garcia-Fruitós, N. Ferrer-Miralles*. Aggregation-prone 
peptides  modulate  activity  of  bovine  interferon  gamma  released  from  naturally  occurring 
protein nanoparticles. New Biotech. 2020, 57: 11-19 (doi: 10.1016/j.nbt.2020.02.001).

109. D, Yero, P. Huedo, O. Conchillo-Solé, S. Martínez-Servat, U. Mamat, X. Coves, F. Llanas, I. Roca, J.  
Vila, U. E. Schaible, X. Daura*, Isidre Gibert*. Genetic Variants of the DSF Quorum Sensing System 
in  Stenotrophomonas  maltophilia Influence  Virulence  and  Resistance  Phenotypes  Among 
Genotypically  Diverse  Clinical  Isolates.  Front.  Microbiol. 2020,  11:  1160  (doi: 
10.3389/fmicb.2020.01160).

108. M. I. Gröschel, C. J. Meehan, I. Barilar, M. Diricks, A. Gonzaga, M. Steglich, O. Conchillo-Solé, I.-C.  
Scherer, U. Mamat, C. F. Luz, K. De Bruyne, C. Utpatel, D. Yero, I. Gibert, X. Daura, S. Kampmeier, 
N. Abdul Rahman, M. Kresken, T. S. van der Werf, I. Alio, W. R. Streit, K. Zhou, T. Schwartz, J. W. A.  
Rossen, M. R. Farhat, U. E. Schaible, U. Nübel, J. Rupp, J. Steinmann, S. Niemann*, T. A. Kohl. The  
phylogenetic  landscape  and  nosocomial  spread  of  the  multidrug-resistant  opportunist 
Stenotrophomonas maltophilia. Nat. Commun. 2020, 11: 2044 (doi: 10.1038/s41467-020-15123-
0).

107. Z.  Pirkhezranian,  M.  Tahmoorespur*,  X.  Daura,  H.  Monhemi,  M.  H.  Sekhavati*.  Interaction of 
camel Lactoferrin derived peptides with DNA: a molecular dynamics study. BMC Genomics 2020, 
21: 60 (doi: 10.1186/s12864-020-6458-7).

106. C.  Gaig*,  G.  Ercilla,  X.  Daura,  M.  Ezquerra,  R.  Fernández-Santiago,  E.  Palou,  L.  Sabater,  R. 
Höftberger,  A.  Heidbreder,  B.  Högl,  A.  Iranzo,  J.  Santamaria,  J.  Dalmau,  F.  Graus. HLA  and 
microtubule-associated protein tau H1 haplotype associations in anti-IgLON5 disease.  Neurol. 
Neuroimmunol. Neuroinflamm. 2019, 6(6): e605 (doi: 10.1212/NXI.0000000000000605).

105. P.  Huedo, V. P. Kumar, C. Horgan, D. Yero,  X. Daura,  I.  Gibert*, T. P. O'Sullivan*.  Sulfonamide-
based  diffusible  signal  factor  analogs  interfere  with  quorum  sensing  in  Stenotrophomonas 
maltophilia and  Burkholderia  cepacia.  Future  Med.  Chem. 2019,  11(13):  1565-1582  (doi: 
10.4155/fmc-2019-0015).

Pg. 9 of 17



CV XDR / 28.01.2025

104. X.  Daura*. Advances in  the Computational  Identification of  Allosteric  Sites  and Pathways in 
Proteins. Adv. Exp. Med. Biol. 2019, 1163: 141-169 (doi: 10.1007/978-981-13-8719-7_7).

103. S. Martínez-Servat, D. Yero, P. Huedo, R. Marquez, G. Molina, X Daura*, I. Gibert*. Heterogeneous 
Colistin-Resistance Phenotypes Coexisting in  Stenotrophomonas maltophilia Isolates  Influence 
Colistin Susceptibility Testing. Front. Microbiol. 2018, 9: 2871 (doi: 10.3389/fmicb.2018.02871).

102. R.  Capelli,  C.  Peri,  R.  Villa,  A.  Nithichanon,  O.  Conchillo-Solé,  D.  Yero,  P.  Gagni,  M.  Chiari,  G. 
Lertmemongkolchai, M. Cretich,  X. Daura, M. Bolognesi, G. Colombo*, L. J. Gourlay*.  BPSL1626: 
Reverse  and  Structural  Vaccinology  Reveal  a  Novel  Candidate  for  Vaccine  Design  against 
Burkholderia pseudomallei. Antibodies 2018, 7(3): 26 (doi: 10.3390/antib7030026).

101. P. Huedo, X. Coves, X. Daura, I. Gibert, D. Yero*. Quorum Sensing Signaling and Quenching in the 
Multidrug-Resistant Pathogen Stenotrophomonas maltophilia.  Front. Cell. Infect. Microbiol. 2018, 
8: 122 (doi: 10.3389/fcimb.2018.00122).

100. W. F.  van Gunsteren*,  X. Daura,  N. Hansen, A.  E. Mark, C. Oostenbrink, S. Riniker, L.  J.  Smith. 
Validation of Molecular Simulation: An Overview of Issues.  Angew. Chem. Int. Ed. 2018, 57(4): 
884-902 (doi: 10.1002/anie.201702945).

99. E. M. Scholz, M. Marcilla, X. Daura, D. Arribas-Layton, E. A. James, I. Alvarez*. Human Leukocyte 
Antigen (HLA)-DRB1*15:01 and HLA-DRB5*01:01 Present Complementary Peptide Repertoires. 
Front. Immunol. 2017, 8: 984 (doi: 10.3389/fimmu.2017.00984).

98. C. Huguet, S. Fietz, A. Rosell-Melé, X. Daura*, L. Costenaro*. Molecular dynamics simulation study 
of the effect of glycerol dialkyl glycerol tetraether hydroxylation on membrane thermostability. 
BBA-Biomembranes 2017, 1859(5): 966-974 (doi: 10.1016/j.bbamem.2017.02.009).

97. L. Sánchez-García, N. Serna, M. Mattanovich, P. Cazzanelli, A. Sanchez-Chardi, O. Conchillo-Solé, F.  
Cortés, X. Daura, U. Unzueta*, R. Mangues, A. Villaverde*, E. Vazquez. The fusogenic peptide HA2 
impairs  selectivity  of  CXCR4-targeted  protein  nanoparticles.  Chem.  Commun. 2017,  53(33): 
4565-4568 (doi: 10.1039/C6CC09900A).

96. M. Indarte, C. M. Lazza, D. Assis, N. O. Caffini, M. A. Juliano, F. X. Aviles, X. Daura, L. M. I. López*, S. 
A. Trejo*. A Bowman-Birk protease inhibitor purified, cloned, sequenced and characterized from 
the  seeds  of  Maclura  pomifera  (Raf.)  Schneid.  Planta 2017,  245(2):  343-353  (doi: 
10.1007/s00425-016-2611-6).

95. W. F. van Gunsteren*, J. R. Allison, X. Daura, J. Dolenc, N. Hansen, A. E. Mark, C. Oostenbrink, V. H. 
Rusu,  L.  J.  Smith.  Deriving  Structural  Information  from  Experimentally  Measured  Data  on 
Biomolecules.  Angew.  Chem.  Int.  Ed. 2016,  55(52):  15990–16010  (doi: 
10.1002/anie.201601828).

94. E. Scholz, A. Mestre-Ferrer,  X. Daura, N. García-Medel, M. Carrascal, E. A. James, W. W. Kwok, F. 
Canals,  I.  Alvarez*.  A  comparative  analysis  of  the  peptide  repertoires  of  HLA-DR  molecules 
differentially  associated  to  rheumatoid  arthritis.  Arthritis  Rheumatol. 2016,  in  press  (doi: 
10.1002/art.39736).

93. M. Pesarrodona, Y. Fernández, L. Foradada, A. Sánchez-Chardi, O. Conchillo-Solé, U. Unzueta, Z. 
Xu,  M.  Roldán,  S.  Villegas,  N.  Ferrer-Miralles,  S.  Schwartz,  U.  Rinas,  X.  Daura,  I.  Abasolo,  E. 
Vázquez,  A.  Villaverde*.  Conformational  and  functional  variants  of  CD44-targeted  protein 
nanoparticles bio-produced in bacteria. Biofabrication 2016, 8(2): 025001 (doi: 10.1088/1758-
5090/8/2/025001).

92. M. Ferrer-Navarro, G. Torrent, E. Mongiardini, O. Conchillo-Solé, I. Gibert*, X. Daura*. Proteomic 
analysis of outer membrane proteins and vesicles of a clinical isolate and a collection strain of  
Stenotrophomonas  maltophilia.  J.  Proteomics 2016,  142:  122-129  (doi: 
10.1016/j.jprot.2016.05.001).

91. D. Petrov, X. Daura, B. Zagrovic*. Effect of oxidative damage on the stability and dimerization of 
superoxide dismutase 1. Biophys. J. 2016, 110(7): 1499-1509 (doi: 10.1016/j.bpj.2016.02.037).

90. F. Rueda, M. V. Céspedes,  O. Conchillo-Solé, A. Sanchez-Chardi, J. Seras-Franzoso, R. Cubarsi, A. 
Gallardo,  M.  Pesarrodona,  N.  Ferrer-Miralles,  X.  Daura,  E.  Vázquez,  E.  García-Fruitós,  R. 
Mangues*, U. Unzueta, A. Villaverde*. Bottom-Up Instructive Quality Control in the Biofabrication 
of  Smart  Protein  Materials.  Adv.  Mater. 2015,  27(47):  7816-7822  (doi: 
10.1002/adma.201503676).

Pg. 10 of 17



CV XDR / 28.01.2025

89. P.  Huedo, D. Yero, S.  Martínez-Servat,  A.  Ruyra,  N. Roher,  X. Daura*,  I.  Gibert*.  Decoding the 
genetic  and  functional  diversity  of  the  DSF  Quorum-Sensing  system  in  Stenotrophomonas 
maltophilia. Front. Microbiol. 2015, 6: 761 (doi: 10.3389/fmicb.2015.00761).

88. R.  Zambrano,  O.  Conchillo-Sole,  V.  Iglesias,  R.  Illa,  F.  Rousseau,  J.  Schymkowitz,  R.  Sabate,  X. 
Daura, S. Ventura*. PrionW: a server to identify proteins containing glutamine/asparagine rich 
prion-like  domains  and  their  amyloid  cores.  Nucleic  Acids  Res. 2015,  43:  W331-W337  (doi: 
10.1093/nar/gkv490).

87. A. Nithichanon, D. Rinchai, A. Gori, P. Lassaux, C. Peri,  O. Conchillio-Solé, M. Ferrer-Navarro, L. 
Gourlay,  M.  Nardini,  J.  Vila,  X.  Daura,  G.  Colombo,  M.  Bolognesi,  G.  Lertmemongkolchai*. 
Sequence- and Structure-based immunoreactive epitope discovery for Burkholderia pseudomallei 
flagellin. PLoS Negl. Trop. Dis. 2015, 9(7): e0003917 (doi: 10.1371/journal.pntd.0003917).

86. P. Martínez,  P.  Huedo, S. Martínez-Servat, R. Planell,  M. Ferrer-Navarro,  X. Daura,  D. Yero*, I. 
Gibert*.  Stenotrophomonas maltophilia responds to exogenous AHL signals  through the LuxR 
solo  SmoR  (Smlt1839).  Front.  Cell.  Infect.  Microbiol. 2015,  5:  41  (doi: 
10.3389/fcimb.2015.00041).

85. L. Gourlay,  R.  Thomas, C.  Peri,  O.  Conchillo Solé,  M. Ferrer-Navarro,  A.  Nithichanon, J.  Vila,  X. 
Daura, G. Lertmemongkolchai, R. Titball, G. Colombo, M. Bolognesi*. From crystal structure to in 
silico epitope  discovery  in  Burkholderia  pseudomallei flagellar  hook-associated  protein  FlgK. 
FEBS J. 2015, 282(7): 1319-1333 (doi: 10.1111/febs.13223).

84. D.  Gaudesi,  C.  Peri,  G.  Quilici,  A.  Gori,  M.  Ferrer-Navarro,  O.  Conchillo-Solé,  R.  Thomas,  A. 
Nithichanon,  G.  Lertmemongkolchai,  R.  Titball,  X.  Daura,  G.  Colombo*,  G.  Musco*.  Structure-
Based Design of a B Cell Antigen from B. psuedomallei. ACS Chem. Biol. 2015, 10(3): 803-812 (doi: 
10.1021/cb500831y).

83. C. Peri, O. C. Solé, D. Corrada, A. Gori, X. Daura, G. Colombo*. Prediction of antigenic B and T cell 
epitopes  via  Energy  Decomposition  analysis.  Description  of  the  web-based  prediction  tool 
BEPPE. In: Peptide Antibodies: Methods and Protocols, G. Houen (Ed.) Methods Mol. Biol. 2015, 
1348: 13-22 (doi: 10.1007/978-1-4939-2999-3_3).

82. P. Huedo,  D. Yero, S. Martínez-Servat, I. Estibariz, R. Planell, P. Martínez, A. Ruyra, N. Roher, I.  
Roca, J. Vila,  X. Daura*, I. Gibert*. Two different  rpf clusters distributed among a population of 
Stenotrophomonas maltophilia clinical strains display differential DSF production and virulence 
regulation. J. Bacteriol. 2014, 196(13): 2431-2442 (doi: 10.1128/JB.01540-14).

81. M. V. Céspedes, U. Unzueta, W. Tatkiewicz, A. Sánchez-Chardi, O. Conchillo-Solé, P. Álamo, Z. Xu, I. 
Casanova, J.  L.  Corchero, M. Pesarrodona, J.  Cedano,  X. Daura,  I.  Ratera, J.  Veciana, N. Ferrer-
Miralles, E. Vazquez, A. Villaverde*, R. Mangues.  In vivo Architectonic Stability of Fully de novo-
Designed  Protein-Only  Nanoparticles.  ACS  Nano 2014,  8(5):  4166-4176  (doi: 
10.1021/nn4055732).

80. A.  Panjkovich,  X.  Daura*. PARS:  a  web  server  for  the  prediction  of  protein  allosteric  and 
regulatory sites. Bioinformatics 2014, 30(9): 1314-1315 (doi: 10.1093/bioinformatics/btu002).

79. P.  Lassaux,  O.  Conchillo-Solé,  B.  A.  Manjasetty,  D.  Yero,  L.  Perletti,  H.  Belrhali,  X. Daura,  L.  J. 
Gourlay*,  M.  Bolognesi*.  Redefining  the  PF06864  Pfam  family  based  on  Burkholderia 
pseudomallei PilO2Bp  Sulfur-SAD  crystal  structure.  PLoS  ONE 2014,  9(4):  e94981  (doi: 
10.1371/journal.pone.0094981).

78. U.  Unzueta,  P.  Saccardo,  J.  Domingo-Espín,  J.  Cedano,  O.  Conchillo,  E.  García-Fruitós,  M.  V.  
Céspedes, J. L. Corchero,  X. Daura,  R. Mangues, N. Ferrer-Miralles, A. Villaverde*, E. Vázquez*. 
Sheltering DNA in self-organizing, protein-only nano-shells as artificial viruses for gene delivery. 
Nanomed. Nanotechnol. 2014, 10(3): 535-541 (doi: 10.1016/j.nano.2013.11.006).

77. A.  Panjkovich,  I.  Gibert,  X.  Daura*.  antibacTR:  dynamic  antibacterial-drug-target  ranking 
integrating  comparative  genomics,  structural  analysis  and  experimental  annotation.  BMC 
Genomics 2014, 15: 36 (doi: 10.1186/1471-2164-15-36).

76. D.  Urosev,  M.  Ferrer-Navarro,  I.  Pastorello,  E.  Cartocci,  L.  Costenaro,  D.  Zhulenkovs,  J.-D. 
Maréchal, A. Leonchiks, D. Reverter, L. Serino, M. Soriani, X. Daura*. Crystal structure of c5321: a 
protective antigen present in uropathogenic Escherichia coli strains displaying an SLR fold. BMC 
Struct. Biol. 2013, 13: 19 (doi: 10.1186/1472-6807-13-19).

Pg. 11 of 17



CV XDR / 28.01.2025

75. L. J. Gourlay, C. Peri, M. Ferrer-Navarro, O. Conchillo-Solé, A. Gori, D. Rinchai, R. J. Thomas, O. L. 
Champion, S. L. Michell, C. Kewcharoenwong, A. Nithichanon, P. Lassaux, L. Perletti, R. Longhi, G.  
Lertmemongkolchai,  R.  W.  Titball,  X.  Daura,  G.  Colombo*,  M.  Bolognesi*.  Exploiting  the 
Burkholderia  pseudomallei acute  phase  antigen  BPSL2765  for  structure-based  epitope 
discovery/design in structural vaccinology.  Chemistry & Biology 2013,  20(9): 1147-1156 (doi: 
10.1016/j.chembiol.2013.07.010).

74. I. Pastorello, S. Rossi Paccani, R. Rosini, R. Mattera, M. Ferrer-Navarro, D. Urosev, B. Nesta, P. Lo 
Surdo, M. Del Vecchio, V. Rippa, I. Bertoldi, D. Gomes Moriel, A. J. Laarman, J. A. G. van Strijp,  X. 
Daura,  M.  Pizza,  L.  Serino,  M.  Soriani*.  EsiB,  a  novel  pathogenic  Escherichia coli secretory 
immunoglobulin A-binding protein impairing neutrophil activation. mBio 2013, 4(4): e00206-13 
(doi: 10.1128/mBio.00206-13).

73. M. Ferrer-Navarro, R. Planell, D. Yero, E. Mongiardini, G. Torrent, P. Huedo, P. Martínez, N. Roher,  
S.  Mackenzie,  I.  Gibert*,  X.  Daura*.  Abundance  of  the  Quorum-Sensing Factor  Ax21  in  Four 
Strains  of  Stenotrophomonas  maltophilia Correlates  with  Mortality  Rate  in  a  New  Zebrafish 
Model of Infection. PLoS ONE 2013, 8(6): e67207 (doi: 10.1371/journal.pone.0067207).

72. A.  Nuccitelli,  C.  D.  Rinaudo,  B.  Brogioni,  R.  Cozzi,  M. Ferrer-Navarro,  D.  Yero,  J.  L.  Telford,  G.  
Grandi,  X. Daura, M. Zacharias, D. Maione*. Understanding the molecular determinants driving 
the  immunological  specificity  of  the  protective  pilus  2a  backbone  protein  of  Group  B 
Streptococcus. PLoS Comput. Biol. 2013, 9(6): e1003115 (doi: 10.1371/journal.pcbi.1003115).

71. P.  Lassaux,  C.  Peri,  M.  Ferrer-Navarro,  L.  Gourlay,  A.  Gori,  O.  Conchillo-Solé,  D.  Rinchai,  G.  
Lertmemongkolchai, R. Longhi, X. Daura, G. Colombo*, M. Bolognesi*. A structure-based strategy 
for epitope discovery in Burkholderia pseudomallei OppA antigen. Structure 2013, 21: 1-9 (doi: 
10.1016/j.str.2012.10.005).

70. J. Domingo-Espín, V. Petegnief, N. de Vera, O. Conchillo-Solé, P. Saccardo, U. Unzueta, E. Vazquez,  
J. Cedano, L. Negro,  X. Daura,  H. Peluffo, A. M. Planas, A. Villaverde*, N. Ferrer-Miralles.  RGD-
based  cell  ligands  for  cell-targeted  drug  delivery  act  as  potent  trophic  factors.  Nanomed. 
Nanotechnol. 2012, 8(8): 1263-1266 (doi: 10.1016/j.nano.2012.06.005).

69. A. Panjkovich,  X. Daura*.  Exploiting protein flexibility to predict the location of allosteric sites. 
BMC Bioinformatics 2012, 13: 273 (doi: 10.1186/1471-2105-13-273).

68. M. Adrover, G. Martorell, S. Martin, D. Urosev, P. V. Konarev, D. Svergun, X. Daura, P. A. Temussi, 
A. Pastore*.The role of hydration in protein stability: comparison of the cold and heat unfolded 
states of Yfh1.J. Mol. Biol. 2012, 417(5): 413-424 (doi: 10.1016/j.jmb.2012.02.002).

67. J. Seras-Franzoso, R. Affentranger, M. Ferrer-Navarro, X. Daura, A. Villaverde, E. García-Fruitós*.
Disulfide  bond  formation  and  activation  of  Escherichia  coli -galactosidase  under  oxidizingβ  
conditions.Appl. Environ. Microbiol. 2012, 78(7): 2376-2385 (doi: 10.1128/AEM.06923-11).

66. J. Dolenc, S. Riniker, R. Gaspari,  X. Daura, W. F. van Gunsteren*. Free energy calculations offer 
insights into the influence of receptor flexibility on ligand-receptor binding affinities. J. Comput.-
Aided Mol. Design 2011, 25: 709-716 (doi: 10.1007/s10822-011-9453-x).

65. J.  Domingo-Espín, E. Vázquez, J.  Ganz, O. Conchillo, E. García-Fruitós,  J.  Cedano, U. Unzueta, V. 
Petegnief,  N.  Gonzalez-Montalbán,  A.  M.  Planas,  X.  Daura,  H.  Peluffo,  N.  Ferrer-Miralles,  A. 
Villaverde*.Nanoparticulate  architecture  of  protein-based  artificial  viruses  is  supported  by 
protein-DNA interactions.Nanomedicine 2011, 6: 1047-1061 (doi: 10.2217/NNM.11.28).

64. C. Koehler, L. Carlier, D. Veggi, M. Pizza, M. Ferrer-Navarro, X. Daura, M. Soriani, R. Boelens, A. M. 
J.  J.  Bonvin*.  Structural  and  biochemical  characterization  of  NarE,  an  iron-containing  ADP-
ribosyltransferase  from  Neisseria  meningitidis.  J.  Biol.  Chem. 2011,  286:  14842-14851  (doi: 
10.1074/jbc.M110.193623).

63. X. Daura, R. Affentranger, A. E. Mark*. On the relative merits of equilibrium and non-equilibrium 
simulations for the estimation of free-energy differences: moving particles in a condensed phase. 
ChemPhysChem 2010, 11: 3734-3743 (doi: 10.1002/cphc.201000562).

62. M. Soriani, P. Petit, R. Grifantini, R. Petracca, G. Gancitano, E. Frigimelica, F. Nardelli, C. Garcia, S. 
Spinelli, G. Scarabelli, S. Fiorucci, R. Affentranger, M. Ferrer-Navarro, M. Zacharias, G. Colombo, L.  
Vuillard, X. Daura, G. Grandi*. Exploiting Antigenic Diversity for Vaccine Design: the Chlamydia 
ArtJ Paradigm. J. Biol. Chem. 2010, 285: 30126-30138 (doi: 10.1074/jbc.M110.118513).

61. H. S.  Hansen,  X. Daura,  P.  H. Hünenberger*.  Enhanced Conformational Sampling in Molecular 
Dynamics Simulations of Solvated Peptides: Fragment-Based Local Elevation Umbrella Sampling. 
J. Chem. Theor. Comput. 2010, 6: 2598-2621 (doi: 10.1021/ct1003059).

Pg. 12 of 17



CV XDR / 28.01.2025

60. R. Affentranger, X. Daura*. Polypeptide folding on a conformational-space network: dependence 
of network topology on the structural discretization procedure. J. Comput. Chem. 2010, 31: 1889-
1903 (doi: 10.1002/jcc.21476).

59. A.  Panjkovich,  X.  Daura*.  Assessing  the  structural  conservation  of  protein  pockets  to  study 
functional and allosteric sites: implications for drug discovery. BMC Struct. Biol. 2010, 10: 9 (doi: 
10.1186/1472-6807-10-9).

58. B. Keller,  X. Daura, W. F. van Gunsteren*.  Comparing geometric and kinetic cluster algorithms 
for molecular simulation data. J. Chem. Phys. 2010, 132: 074110 (doi: 10.1063/1.3301140).

57. E. Vazquez, M. Roldán, C. Diez-Gil, U. Unzueta, J. Domingo-Espín, J. Cedano, O. Conchillo, I. Ratera,  
J.  Veciana,  X.  Daura,  N.  Ferrer-Miralles,  A.  Villaverde*.  Protein  nanodisk  assembling  and 
intracellular trafficking powered by an arginine-rich (R9) peptide.  Nanomedicine 2010,  5(2): 
259-268 (doi: 10.2217/NNM.09.98).

56. S. Riniker, X. Daura, W. F. van Gunsteren*. -Cyclodextrin Host-Guest Binding: A Computationalα  
Study  of  the  Different  Driving  Forces.  Helv.  Chim.  Acta 2010,  93:  2318-2325  (doi: 
10.1002/hlca.201000251).

55. L.  J.  Gourlay,  G.  Colombo, M. Soriani,  G.  Grandi,  X. Daura,  M. Bolognesi*.  Why is a protective 
antigen protective? Human Vaccines 2009, 5(12), 92-96 (doi: 10.4161/hv.9778).

54. M. M.  Reif,  V.  Kräutler,  M. A.  Kastenholz,  X. Daura,  P.  H.  Hünenberger*.  Molecular Dynamics 
Simulations of a Reversibly Folding -Heptapeptide in Methanol: Influence of the Treatment ofβ  
Long-Range  Electrostatic  Interactions.  J.  Phys.  Chem. B  2009,  113:  3112-3128  (doi: 
10.1021/jp807421a).

53. T. A. Wassenaar,  X. Daura, E. Padrós, A. E. Mark*. Calcium binding to the purple membrane: A 
molecular  dynamics  study.  Proteins:  Struc.  Funct.  Bioinf. 2009,  74:  669-681  (doi: 
10.1002/prot.22182).

52. L. Muixí, M. Carrascal, I. Álvarez, X. Daura, M. Martí, M. P. Armengol, C. Pinilla, J. Abián, R. Pujol-
Borrell,  D. Jaraquemada*. Thyroglobulin peptides associate in vivo to HLA-DR in autoimmune 
thyroid glands. J. Immunol. 2008, 181: 795-807 (doi: 10.4049/jimmunol.181.1.795).

51. I.  Álvarez,  J.  Collado,  X.  Daura,  N.  Colomé,  M.  Rodríguez-García,  T.  Gallart,  F.  Canals,  D. 
Jaraquemada*. The rheumatoid arthritis associated allele HLA-DR10 (DRB1*1001) shares part of 
its repertoire with HLA-DR1 (DRB1*0101) and HLA-DR4 (DRB*0401).  Arthritis & Rheumatism 
2008, 58: 1630-1639 (doi: 10.1002/art.23503).

50. R. Boned, W. F. van Gunsteren,  X. Daura*. Estimating the temperature dependence of peptide-
folding entropies and free enthalpies from total  energies in molecular dynamics simulations. 
Chem. Eur. J. 2008, 14: 5039-5046 (doi: 10.1002/chem.200701380).

49. J. H. Missimer*, M. O. Steinmetz, R. Baron, F. K. Winkler, R. A. Kammerer,  X. Daura,  W. F. van 
Gunsteren.  Configurational  entropy  elucidates  the  role  of  salt-bridge  networks  in  protein 
thermostability. Protein Sci. 2007, 16: 1349-1359 (doi: 10.1110/ps.062542907).

48. O.  Conchillo-Solé,  N.  Sánchez  de  Groot,  F.  X.  Avilés,  J.  Vendrell,  X.  Daura,  S.  Ventura*. 
AGGRESCAN:  a  server  for  the  prediction  and  evaluation  of  "hot  spots"  of  aggregation  in 
polypeptides. BMC Bioinformatics 2007, 8: 65 (doi: 10.1186/1471-2105-8-65).

47. X. Daura*. Molecular dynamics simulation of peptide folding. Theor. Chem. Acc. 2006; 116: 297-
306 (doi: 10.1007/s00214-005-0070-4).

46. W. F. van Gunsteren*, D. Bakowies, R. Baron, I. Chandrasekhar, M. Christen, X. Daura, P. Gee, D. P. 
Geerke, A. Glättli, P. H. Hünenberger, M. A. Kastenholz, C. Oostenbrink, M. Schenk, D. Trzesniak, N.  
F. A. van der Vegt, H. B. Yu. Biomolecular modelling: goals, problems, perspectives. Angew. Chem. 
Int. Ed. 2006; 45: 4064-4092 (doi: 10.1002/anie.200502655).

45. A. Glättli, X. Daura, P. Bindschädler, B. Jaun, Y. R. Mahajan, R. I. Mathad, M. Rueping, D. Seebach, 
W.  F.  van  Gunsteren*.  On  the  influence  of  charged  side-chains  on  the  folding-unfolding 
equilibrium of  -peptides –  A molecular  dynamics simulation study.  β Chem.  Eur.  J. 2005;  11: 
7276-7293 (doi: 10.1002/chem.200401129).

44. E.  Puig,  M.  Garcia-Viloca,  A.  González-Lafont,  I.  López,  X.  Daura,  J.  M.  Lluch*.  A  molecular 
dynamics  simulation  of  the  binding  modes  of  D-glutamate  and  D-glutamine  to  glutamate 
racemase. J. Chem. Theor. Comput. 2005; 1: 737-749 (doi: 10.1021/ct049881g).

Pg. 13 of 17



CV XDR / 28.01.2025

43. A. Vera, A. Arís,  X. Daura, M. A. Martínez, A. Villaverde*. Engineering the E. coli -galactosidaseβ  
for  the screening of antiviral  protease-inhibitors.  Biochem. Biophys.  Res.  Commun. 2005;  329: 
453-456 (doi: 10.1016/j.bbrc.2005.01.147).

42. P.  Soto,  J.  Cladera,  A.  E.  Mark,  X.  Daura*.  Stability  of  SIV  gp32  fusion  peptide  single  layer 
protofibrils as monitored by molecular dynamics simulations.  Angew. Chem. Int. Ed. 2005; 44: 
1065-1067 (doi: 10.1002/anie.200461935).

41. J.  H.  Missimer*,  M.  O.  Steinmetz,  W.  Jahnke,  F.  K.  Winkler,  W.  F.  van  Gunsteren,  X.  Daura. 
Molecular dynamics simulations of C- and N-terminal peptide derivatives of GCN4-p1 in aqueous 
solution. Chem. Biodiv. 2005; 2: 1086-1104 (doi: 10.1002/cbdv.200590078).

40. T. Soares, X. Daura, C. Oostenbrink, L. J. Smith, W. F. van Gunsteren*. Validation of the GROMOS 
force-field parameter set 45A3 against nuclear magnetic resonance data of Hen Egg Lysozyme. J. 
Biomol. NMR 2004; 30: 407-422 (doi: 10.1007/s10858-004-5430-1).

39. C. M. Santiveri, M. A. Jiménez, M. Rico, W. F. van Gunsteren,  X. Daura*.  -Hairpin folding andβ  
stability: Molecular dynamics simulations of designed peptides in aqueous solution. J. Peptide Sci. 
2004; 10: 546-565 (doi: 10.1002/psc.564).

38. A.  Glättli,  C.  Oostenbrink,  X.  Daura,  D.  P.  Geerke,  H.  Yu,  W.  F.  van  Gunsteren*.  On  the 
transferability of the SPC/L water model to biomolecular simulation. Braz. J. Phys. 2004; 34: 116-
125 (doi: 10.1590/S0103-97332004000100015).

37. S.  Calero,  S.  Lago,  W.  F.  van Gunsteren,  X.  Daura*.  Modelling of  the complex between a 15-
residue peptide from mSos2 and the N-terminal SH3 domain of Grb2 by molecular dynamics 
simulation. Chem. Biodiv. 2004; 1: 505-519 (doi: 10.1002/cbdv.200490044).

36. H. Yu, X. Daura, W. F. van Gunsteren*. Molecular dynamics simulations of peptides containing an 
unnatural amino acid: Dimerization, folding and protein binding.  Proteins: Struct. Funct. Bioinf. 
2004; 54: 116-127 (doi: 10.1002/prot.10502).

35. X. Daura,  D.  Bakowies,  D.  Seebach,  J.  Fleischhauer,  W.  F.  van Gunsteren*,  P.  Krüger.  Circular 
dichroism  spectra  of  -peptides:  Sensitivity  to  molecular  structure  and  effects  of  motionalβ  
averaging. Eur. Biophys. J. 2003; 32: 661-670 (doi: 10.1007/s00249-003-0303-1).

34. A. Glättli,  X. Daura, W. F. van Gunsteren*. A novel approach for designing simple point charge 
models for liquid water with three interaction sites. J. Comput. Chem. 2003; 24: 1087-1096 (doi: 
10.1002/jcc.10235).

33. A. Bayés, A. Sonnenschein,  X. Daura, J. Vendrell*, F. X. Avilés*. Procarboxypeptidase A from the 
insect  pest  Helicoverpa  armigera and  its  derived  enzyme.  Two  forms  with  new  functional 
properties. Eur. J. Biochem. 2003; 270: 3026-3035 (doi: 10.1046/j.1432-1033.2003.03681.x).

32. A.  Glättli,  X.  Daura,  D.  Seebach,  W.  F.  van  Gunsteren*.  Can  one  derive  the  conformational 
preference of a -peptide from its CD spectrum? β J. Am. Chem. Soc. 2002; 124: 12972-12978 (doi: 
10.1021/ja020758d).

31. L.  J.  Smith*,  X.  Daura,  W.  F.  van  Gunsteren.  Assessing  equilibration  and  convergence  in 
biomolecular  simulations.  Proteins:  Struct.  Funct.  Genet. 2002;  48:  487-496  (doi: 
10.1002/prot.10144).

30. A. Glättli, X. Daura, W. F. van Gunsteren*. Derivation of an improved SPC model for liquid water:  
SPC/A and SPC/L. J. Chem. Phys. 2002; 116: 9811-9828 (doi: 10.1063/1.1476316).

29. W. F. van Gunsteren*, X. Daura, A. E. Mark. Computation of free energy. Helv. Chim. Acta 2002; 
85: 3113-3129 (doi: 10.1002/1522-2675(200210)85:10<3113::AID-HLCA3113>3.0.CO;2-0).

28. R.  Baron,  D.  Bakowies,  W.  F.  van Gunsteren,  X.  Daura*.  -Peptides with different  secondaryβ  
structure preferences: How different are their conformational spaces? Helv. Chim. Acta 2002; 85: 
3872-3882 (doi: 10.1002/1522-2675(200211)85:11<3872::AID-HLCA3872>3.0.CO;2-O).

27. X.  Daura*,  A.  Glättli,  P.  Gee,  C.  Peter,  W.  F.  van  Gunsteren.  Unfolded  state  of  peptides.  In:  
Unfolded Proteins, G. D. Rose (Ed.) Adv. Protein Chem. 2002; 62: 341-360 (doi: 10.1016/S0065-
3233(02)62013-3).

26. C. Peter,  X. Daura, W. F. van Gunsteren*. Calculation of NMR-relaxation parameters for flexible 
molecules  from  molecular  dynamics  simulations.  J.  Biomol.  NMR 2001;  20:  297-310  (doi: 
10.1023/A:1011241030461).

25. L. D. Schuler,  X. Daura, W. F. van Gunsteren*. An improved GROMOS96 force field for aliphatic 
hydrocarbons  in  the  condensed  phase.  J.  Comput.  Chem. 2001;  22:  1205-1218  (doi: 
10.1002/jcc.1078).

Pg. 14 of 17



CV XDR / 28.01.2025

24. B. L. de Groot,  X. Daura,  A. E. Mark, H. Grubmüller*. Essential dynamics of reversible peptide 
folding:  Memory-free  conformational  dynamics governed by internal  hydrogen bonds.  J.  Mol. 
Biol. 2001; 309: 299-313 (doi: 10.1006/jmbi.2001.4655).

23. H.  Schäfer,  X. Daura,  A.  E.  Mark,  W.  F.  van Gunsteren*.  Entropy calculations on a  reversibly 
folding peptide: Changes in solute free energy cannot explain folding behaviour. Proteins: Struct. 
Funct.  Genet. 2001;  43:  45-56  (doi:  10.1002/1097-0134(20010401)43:1<45::AID-
PROT1016>3.0.CO;2-N).

22. X. Daura,  K. Gademann, H. Schäfer, B. Jaun, D. Seebach*, W. F. van Gunsteren*. The -peptideβ  
hairpin in solution: Conformational study of a -hexapeptide in methanol by NMR spectroscopyβ  
and MD simulation. J. Am. Chem. Soc. 2001; 123: 2393-2404 (doi: 10.1021/ja003689g).

21. F. A. Hamprecht*, C. Peter,  X. Daura,  W. Thiel, W. F. van Gunsteren. A strategy for analysis of 
(molecular)  equilibrium  simulations:  Configuration  space  density  estimation,  clustering  and 
visualization. J. Chem. Phys. 2001; 114: 2079-2089 (doi: 10.1063/1.1330216).

20. R. Bürgi, X. Daura, A. Mark, M. Bellanda, S. Mammi, E. Peggion, W. van Gunsteren*. Folding study 
of an aib-rich peptide in DMSO by molecular dynamics simulations. J. Peptide Res. 2001; 57: 107-
118 (doi: 10.1034/j.1399-3011.2001.00793.x).

19. W. F. van Gunsteren*, R. Bürgi, C. Peter, X. Daura. The key to solving the protein folding problem 
lies in an accurate description of the denatured state.  Angew. Chem. Int. Ed. 2001; 40: 351-355 
(doi: 10.1002/1521-3773(20010119)40:2<351::AID-ANIE351>3.3.CO;2-Y).

18. W.F. van Gunsteren*, D. Bakowies, R. Bürgi, I. Chandrasekhar, M. Christen,  X. Daura, P. Gee, A. 
Glättli,  T.  Hansson,  C.  Oostenbrink,  C.  Peter,  J.  Pitera,  L.  Schuler,  T.  Soares,  H.  Yu.  Molecular 
dynamics simulation of biomolecular systems. Chimia 2001; 55: 856-860.

17. W.  Czechtizky,  X.  Daura,  A.  Vasella,  W.  F.  van  Gunsteren*.  Oligonucleotide analogues  with  a 
nucleobase-including  backbone.  Part  7.  Molecular  dynamics  simulation  of  a  DNA  duplex 
containing an 8-hydroxymethyl-2'-deoxyadenosine-derived nucleotide.  Helv.  Chim. Acta 2001; 
84: 2132-2145 (doi: 10.1002/1522-2675(20010711)84:7<2132::AID-HLCA2132>3.0.CO;2-9).

16. B. Oliva, X. Daura, E. Querol, F. X. Avilés*, O. Tapia. A generalized Langevin dynamics approach to 
model  solvent  dynamics  effects  on  proteins  via  a  solvent-accessible  surface.  The 
carboxypeptidase A inhibitor protein as a model.  Theor. Chem. Acc. 2000;  105: 101-109 (doi: 
10.1007/s002140000183).

15. C.  Peter,  X.  Daura,  W.  F.  van Gunsteren*.  Peptides of  aminoxy acids:  A  molecular  dynamics 
simulation study of conformational equilibria under various conditions.  J. Am. Chem. Soc. 2000; 
122: 7461-7466 (doi: 10.1021/ja000873t).

14. X.  Daura,  E.  Haaksma,  W.  F.  van  Gunsteren*.  Factor  Xa:  Simulation  studies  with  an  eye  to 
inhibitor  design.  J.  Comput.-Aided  Mol.  Design 2000;  14:  507-529  (doi: 
10.1023/A:1008120005475).

13. D. Seebach*, J.V. Schreiber, S. Abele, X. Daura, W. F. van Gunsteren. Structure and conformation 
of  -oligopeptide  derivatives  with  simple  proteinogenic  side-chains:  Circular  dichroism  andβ  
molecular dynamics investigations. Helv. Chim. Acta 2000; 83: 34-57 (doi: 10.1002/(SICI)1522-
2675(20000119)83:1<34::AID-HLCA34>3.0.CO;2-B).

12. X. Daura,  A. E. Mark, W. F. van Gunsteren*. Peptide folding simulations: No solvent required? 
Comput. Phys. Commun. 1999; 123: 97-102 (doi: 10.1016/S0010-4655(99)00261-1).

11. X. Daura, I. Antes, W. F. van Gunsteren, W. Thiel, A. E. Mark*. The effect of motional averaging on  
the calculation of NMR-derived structural properties.  Proteins: Struct.  Funct.  Genet. 1999;  36: 
542-555 (doi: 10.1002/(SICI)1097-0134(19990901)36:4<542::AID-PROT17>3.0.CO;2-M).

10. X.  Daura,  W.  F.  van  Gunsteren*,  A.  E.  Mark.  Folding-unfolding  thermodynamics  of  a  -β
heptapeptide from equilibrium simulations.  Proteins:  Struct.  Funct.  Genet. 1999;  34:  269-280 
(doi: 10.1002/(SICI)1097-0134(19990215)34:3<269::AID-PROT1>3.0.CO;2-3).

9. X. Daura, R. Suter, W. F. van Gunsteren*. Validation of molecular simulation by comparison with  
experiment: Rotational reorientation of tryptophan in water.  J.  Chem. Phys. 1999;  110:  3049-
3055 (doi: 10.1063/1.477900).

8. X. Daura, K. Gademann, B. Jaun, D. Seebach, W. F. van Gunsteren*, A. E. Mark. Peptide folding: 
When  simulation  meets  experiment.  Angew.  Chem.  Int.  Ed. 1999;  38:  236-240  (doi: 
10.1002/(SICI)1521-3773(19990115)38:1/2<236::AID-ANIE236>3.0.CO;2-M).

Pg. 15 of 17



CV XDR / 28.01.2025

7. X. Daura,  B. Jaun, D. Seebach, W. F. van Gunsteren*, A. E. Mark. Reversible peptide folding in  
solution  by  molecular  dynamics  simulation.  J.  Mol.  Biol. 1998;  280:  925-932  (doi: 
10.1006/jmbi.1998.1885).

6. X. Daura,  A. E. Mark, W. F. van Gunsteren*. Parametrization of aliphatic CHn united atoms of 
GROMOS96  force  field.  J.  Comput.  Chem. 1998;  19:  535-547  (doi:  10.1002/(SICI)1096-
987X(19980415)19:5<535::AID-JCC6>3.0.CO;2-N).

5. X. Daura, W. F. van Gunsteren*, D. Rigo, B. Jaun*, D. Seebach*. Studying the stability of a helical  
-heptapeptide  by  molecular  dynamics  simulations.  β Chem.  Eur.  J. 1997;  3:  1410-1417  (doi: 

10.1002/chem.19970030907).

4. X.  Daura,  P.  H.  Hünenberger,  A.  E.  Mark,  E.  Querol,  F.  X.  Avilés,  W.  F.  van Gunsteren*.  Free 
energies  of  transfer  of  Trp  analogs  from  chloroform  to  water:  Comparison  of  theory  and 
experiment and the importance of adequate treatment of electrostatic and internal interactions. 
J. Am. Chem. Soc. 1996; 118: 6285-6294 (doi: 10.1021/ja9537944).

3. X.  Daura,  B.  Oliva,  E.  Querol,  F.  X.  Avilés*,  O.  Tapia.  On the sensitivity of  MD trajectories to 
changes  in  water-protein  interaction  parameters:  The  potato  carboxypeptidase  inhibitor  in 
water as a test case for the GROMOS force field. Proteins: Struct. Funct. Genet. 1996; 25: 89-103 
(doi: 10.1002/(SICI)1097-0134(199605)25:1<89::AID-PROT7>3.0.CO;2-F).

2. B. Oliva, X. Daura, E. Querol, F. X. Avilés, O. Tapia*. Structure and atomic fluctuation patterns of  
potato carboxypeptidase A inhibitor protein. A molecular dynamics study in water. Eur. Biophys. 
J. 1995; 24: 1-11 (doi: 10.1007/BF00216825).

1. B. Oliva*, C. Marino, X. Daura, M. A. Molina, F. Canals, F. X. Avilés, E. Querol. On the entropic and 
hydrophobic  properties  involved  in  the  inhibitory  mechanism  of  carboxypeptidase  A  by  its 
natural inhibitor from potato. J. Mol. Model. 1995; 1: 54-67 (doi: 10.1007/s008940050007).

Other publications

9. O.  Conchillo-Solé,  D.  Yero,  X.  Coves,  P.  Huedo,  S.  Martínez-Servat,  X.  Daura,  I.  Gibert.  Draft 
genome  sequence  of  Stenotrophomonas  maltophilia strain  UV74  reveals  extensive  variability 
within  its  genomic  group.  Genome  Announc. 2015,  3(3):  e00611-15  (doi: 
10.1128/genomeA.00611-15).

8. P.  Huedo,  O.  Conchillo-Solé,  D.  Yero,  S.  Martínez-Servat,  X.  Daura*,  I.  Gibert*.  Draft  Genome 
Sequence of Stenotrophomonas maltophilia Strain M30, Isolated from a Chronic Pressure Ulcer in 
an Elderly Patient. Genome Announc. 2014, 2(3): e00576-14 (doi: 10.1128/genomeA.00576-14).

7. W. F. van Gunsteren, R. Bürgi, C. Peter, X. Daura. Reply to the Comment on the Communication 
by van Gunsteren et al. Angew. Chem. Int. Ed. 2001; 40: 351-355. Angew. Chem. Int. Ed. 2001; 40: 
4616-4618 (doi: 10.1002/1521-3773(20011217)40:24<4616::AID-ANIE4616>3.0.CO;2-B).

6. X.  Daura.  Book  review:  Protein  Structure  Prediction:  Methods  and  Protocols.  (Methods  in 
Molecular Biology, volume 143). Edited by David M. Webster.  Angew. Chem. Int. Ed. 2001; 40: 
3918-3919.

5. W. F. van Gunsteren, D. Bakowies, W. Damm, T. Hansson, U. Stocker, X. Daura. Practical aspects 
of simulation studies of biomolecular systems. In: Dynamics, Structure and Function of Biological 
Macromolecules,  NATO  Science  Series,  Series  A:  Life  Sciences  -  Vol.  315,  O  Jardetzky,  M.  D. 
Finucane (Eds.), IOS Press, Amsterdam, 2001, pp. 1-26.

4. W. F. van Gunsteren, A. M. J. J.  Bonvin,  X. Daura,  L. Smith. Aspects of modelling biomolecular 
structure  on  the  basis  of  spectroscopic  or  diffraction  data.  In:  Structure  Computation  and 
Dynamics in Protein NMR, Biological Magnetic Resonance Series, Vol. 17, N. R. Krishna, L. Berliner 
(Eds.), Plenum, New York, 1999, pp. 3-35.

3. W. F. van Gunsteren, X. Daura, A. E. Mark. GROMOS force field. In: Encyclopedia of Computational 
Chemistry, Vol. 2, P. von Ragué Schleyer, N. L. Allinger, T. Clark, J. Gasteiger, P. A. Kollman, H. F. 
Schaefer III, P. R. Schreiner (Eds.), Wiley & Sons, Chichester, 1998, pp. 1211-1216.

2. X. Daura. Structural and thermodynamic properties of biomolecules from molecular dynamics 
simulations.  Application to the study of the protein inhibitor of carboxypeptidases,  PCI.  Ph.D.  
Thesis, Universitat Autònoma de Barcelona, Barcelona, 1996.

Pg. 16 of 17



CV XDR / 28.01.2025

1. E. Querol,  M. A.  Molina,  X. Daura,  B.  Oliva,  C.  Marino, F.  Canals,  C.  Crane-Robinson, O.  Tapia. 
Protease inhibitors from vegetables as a target for protein engineering: Application to the potato 
carboxypeptidase inhibitor.  In:  Innovations in proteases and their inhibitors,  F.  X.  Avilés (Ed.), 
Walter de Gruyter, Berlin, 1993, pp. 477-493.

Pg. 17 of 17


	Collaborative Computational Project 5 (http://www.ccp5.ac.uk/):

