PRODUCION CIENTIFICA DECLARADA POLOS USUARIOS 2004

O presente informe inclde a producion cientificeespondente ao ano 2004 e para a cal os usuarios
declaran ter utilizado os recursos dispoiiibles BEGA.

A seguinte taboa presenta o numero de artigos qaglas, enviados ou in-press; presentacions ou
posters en reunidns cientificas; teses doutoregseptadas ou en proceso; libros ou capitulosbdasli
Diplomas de Estudos Avanzados; teses de licenaiatproxectos de investigacion realizados:
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PORCENTAXE DE USUARIDS QUE DECLARAN PRODUCION 7B,57 %
PORCENTAXE DE HORAS CONSUMIDAS POR ESTES 20,01%

* § PURLICACIONS E 186 COMGRESOS ASTHADOE POR MATE DUNMHA INSTITUCION

A continuacién, presentamos unha tdboa compardtwvproducion cientifica declarada polos usuarios
nos anos 2003, 2004 e 2005, na que se pode obsdn@emento constante da mesma:
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* 8 PUBLICACIONS E 16 CONGRESOS ASTNADDS POR MALS DUNHA IMSTITUCION




Producién cientifica declarada por grupos de traballo do Consej&uperior de
Investigaciones Cientificas — CSIC:

CSIC, ARTIGO, PUBLICADO, G. Avila, G. Tejeda, J.Mernandez and S. Montero. The Raman
spectra and cross-sections of the v2 band of HZQ Bnd HDO. In: Journal of Molecular Spectroscopy
223 (2004) 166-180. Available online at www.sciatioect.com

CSIC, ARTIGO, PUBLICADO, G. Avila, J.M. Fernande2, Tejeda, and S. Montero. The Raman
spectra and cross-sections of the v2 band of HZQ Bnd HDO. In: Journal of Molecular Spectroscopy
228 (2004) 38-65. Available online at www.sciencedi.com

CSIC, ARTIGO, PUBLICADO, S. Martinez, M. T. Expdsit). Ramos, V. Cruz, M. C. Martinez, M.
Lépez, A. Mufioz-Escalona, J. Martinez Salazar. Apeimental and Computational Evaluation of
Ethylene/Styrene Copolymerization with a Homogenesimgle-Site Titanium (IV)-Constrained
Geometry Catalyst. In: Journal of Polymer Scieraailable online at: www.interscience.willey.com

CSIC, ARTIGO, PUBLICADO, M.T. Exposito, S. Martined. Ramos, V. Cruz, M. Lopez, A.
Mufioz-Escalona, N. Haider, J. Martinez-Salazarylette/styrene copolymerisation by homogeneous
metalloncene catalysts: experimental and moleaithaulations using rac-ethylenebis (tetrahydroindleny
MC12 [M=Ti, Zr] systems. In: Polymer.

CSIC, ARTIGO, PUBLICADO, “The Br-O bond in halogexides — Empirical force constants and
electronic characteristics”. Rafael Escribano, lshita Ortega, Rafael G. Mosteo and Pedro C. Gomez.

CSIC-UNIVERSIDAD DE CANTABRIA, ARTIGO, PUBLICADO, Detection of Non-Gaussianity
in the Wilkinson Microwave Anisotropy Probe Firsedr Data Using Spherical Wavelets". Patricio
Vielva, Enrique Martinez-Gonzalez, Rita Belen BmoeJose Luis Sanz y Laura Cayo6n. In: The
Astrophysical Journal. Vol.: 609, Issue 1, pp. 22-Bomo: 1 Paginas: 22-34

CSIC, ARTIGO, PUBLICADO, D. Lopez-Duran, M. P. deara-Castells, G. Delgado-Barrio, P.
Villarreal, C. Di Paola, F. A. Gianturco, and Jllidek. Raman spectra of (He) N-Br 2(X) clustersieT
role of boson/fermion statistics in a quantum solvd. Chem. Phys. 121, 2975 (2004).

CSIC, ARTIGO, PUBLICADO, D. Lopez-Duran, M. P. deata-Castells, G. Delgado-Barrio, P.
Villarreal, C. Di Paola, F. A. Gianturco, and Jllidek, Role of Boson-Fermion Statistics on the Ram
Spectra of BR2(X) in Helium Clusters. Phys. Rewt.L@3, 053401 (2004).

CSIC, ARTIGO, PUBLICADO, M. Kaczmarski, R. Ruralné E. R. Hernandez, Reversible scaling
simulations of the melting transition in silicorhyRical Review B 69, 214105 (2004).

CSIC, ARTIGO, PUBLICADO, R. PROSMITI, S. LOPEZ-LOREand A. GARCIA-VELA,
Potential Energy Surface and ro-vibrational stafe&r_HI ground state. In: J. Chem. Phys. , 1207164
6477 (2004).

CSIC, ARTIGO, PUBLICADO, R. PROSMITI, A. VALDES, R/ILLARREAL and G. DELGADO-
BARRIO. Three-Dimensional Ab intio Potential andognd state dynamics of Hel 2 complex. In: J.
Phys. Chem. A, 108, 6065-6071 (2004).

CSIC, ARTIGO, PUBLICADO, S. LOPEZ-LOPEZ, R. PROSNIBnd A. GARCIA-VELA,
Quantum treatment of the Ar_HI photodissociationaiyics. J. Chem. Phys. , 121, 1802-1809 (2004).

CSIC, ARTIGO, PUBLICADO, A. VALDES, R. PROSMITI, RIILLARREAL and G. DELGADO-
BARRIO. HeBr2 complex: a ground state potential a@ydamics from ab initio calculations. In: Mol.
Phys. , 102, 2277 (2004).

CSIC, ARTIGO, PUBLICADO, R. PROSMITI, S. LOPEZ-LOREnd A. GARCIA-VELA. Effect
of the initial excitation of the intermolecular estthing mode in the Ar-HBr photolysis. Mol. Phy4.02,
2269 (2004).

CSIC, ARTIGO, PUBLICADO, Ab initio calculations, pential representation and vibrational
dynamics of He2_Br2 van der Waals complex. In:lier@. Phys. , 122, 044305-1-8 (2005).

CSIC, ARTIGO, PUBLICADO, Dayou F, Bartolomei M, Cpos-Martinez J, Hernandez M. I.,
Hernandez-Lamoneda R., On the role of the vibratidlependence of the intermolecular potential in O-
2(nu)+0-2 collisions MOLECULAR PHYSICS 102 (21-22323-2334 NOV 10 2004.



CSIC, ARTIGO, PUBLICADO, Hernandez MI, Campos-Maez J, Van Caillie C, di Domenico D.
Wave packet calculations for H-2+H-2 collisionot@pic substitution effects MOLECULAR PHYSICS
102 (21-22): 2335-2343 NOV 10 2004.

CSIC, ARTIGO, PUBLICADO, Dayou F, Campos-MartineHernandez MI, Hernandez-Lamoneda
R. Spin-orbit coupling in O-2(v)+0O-2 collisions: Aew energy transfer mechanism JOURNAL OF
CHEMICAL PHYSICS 120 (22): 10355-10358 JUN 8 2004.

CSIC, ARTIGO, PUBLICADO, S. Lépez-Lopez and AlberBarcia Vela. Photodissociation
Dynamics of the Kr-HBr Cluster: The Effect of there Gas Atom Substitution. In; J. Chem. Phys. 120
(2004) 660.

CSIC, ARTIGO, PUBLICADO, Josep M. Anglada, The CdexpMechanism of the Gas Phase
Reaction between Formic Acid and Hydroxyl Radiéabton Coupled Electron Transfer versus Radical
Hydrogen Abstraction Mechanisms. /J. Am. Chem. /St2004%*, /126/, 9809-9820.

CSIC, ARTIGO, PUBLICADO, Ibon Alkorta, Oscar Picaamd Jose Elguero Tetrahedron, Chiral
discrimination and isomerization processes in marsm dimers and trimers of sulfoxides and
thioperoxides. In: Asymmetry 15 (2004) 13911399.

CSIC, ARTIGO, PUBLICADO, M.A. Montes-Moran, D. Sefr, J.A. Menéndez, E. Fuente. In:
Carbon, 2004, 42, 1219-1224.

CSIC, ARTIGO, PUBLICADO, M.V.Roux, M.Temprado, FnBnez, J.Z.Davalos, R.Notario,
G.Martin-Valcarcel, L.Garrido, R.Guzman-Mejia y Eadsti, Thermochemistry of 1'3-Dithacyclohexane
1-Oxide (1'3-Dithiane Sulfoxide): Calorimetic ando@putational Study. In: J. Org. Chem. 2004, 69,
5454-5459,

CSIC, ARTIGO, PUBLICADO, M.\V.Roux, M.Temprado, R.Nwmio, S.P.Verevkin,
V.N.Emel'yanenko, D.E.DeMasters y J.F.Liebman, ®rergetics of naphthalene derivatives, Il
phenylacetic acid and the isomeric 1- and 2- naétietic acids. In: Molec. Phys. 2004, 102, 1909719

USC, ARTIGO, ENVIADO, “Calculations of giant magoegsistance in Fe/Cr trilayers using layer
potentials determined from ab-initio methods”. Meréiro, D. Baldomir, S. V. Man’kovsky, K. Warda,
J.E. Arias, L. Wojtczak and J. Botana. SubmittedPtoysical Review B, 2004.

USC, ARTIGO, ENVIADO, “Effects of Sr doping on tmeagnetic properties of SrxBal-xCoO3". V.
Pardo, J. Rivas and J. Baldomir. Submitted to AgupRhysics Letters

CSIC, ARTIGO, ENVIADO, A. Garcia-Vela, A full-dimeional quantum dynamical approach to the
vibrational predissociation of CI2-He2. In: J. Chd?hys., 122 (2005), 14312.

CSIC, ARTIGO, ENVIADO, An empirical potential engrgurface for the He-Br2 (B3llu) Van der
Waals Complex. Sent to: J. Chem. Phys.

CSIC, ARTIGO, ENVIADO, M. C. Capel-Sanchez, V. Ae da Pefia-O'Shea, L. Barrio, J. M.
Campos-Martin, J. L. G. Fierro. TD-DFT analysistbé electronic spectra of Ti-containing catalysts.
Top. Catal. Sometido a publicacion.

CSIC, ARTIGO, ENVIADO, C. Di Paola, F. A. GianturcDb. Lopez-Duran, M. P. de Lara-Castells,
G. Delgado-Barrio, P. Villarreal, and J. Jellinekyiado a Chem. Phys. Chem.

CSIC, ARTIGO, ENVIADO, Francisco Corzana, Igor CiagsAgatha Bastida, Ana Hidalgo,
Monserrat Latorre, Carlos Gonzalez, Eduardo Galofeceda, JesUs Jiménez-Barbero and Juan Luis
Asensio. Estudio por Resonancia Magnética NuckRlHY) y Dinamica Molecular (DM) de la estructura
en agua del antibidtico estreptomicina y de sutivacion por la 6-adeniltransferasa. In: Chemigtry-
European Journal.

CSIC, ARTIGO, IN PRESS, Karina Martinez-Mayorga, rMadel Carmen Fernandez-Alonso,
Charles Perrin, Jesus Jiménez-Barbero, Eusebidstiuvand Gabriel Cuevas. The role of n0 C-H
Stereoelectronic interactions in the one bond C-bupling Constants. The relevance of dipolar
interactions. In: Angewantde Chemie.

CSIC, ARTIGO, IN PRESS, Maria del Carmen Fernandlenso, Jesus Jiménez-Barbero, Gabriel
Cuevas. Theoretical Study of the Inversion and Togrization Processes of Substituted Cyclohexanes.
The Relevance of energy 3D-hypersurface. In: Chgs®@hem.

CSIC, ARTIGO, IN PRESS, M. Kaczmarski, O. N. Beddyartinez and E. R. Hernandez, Phase
diagram of silicon from atomistic simulations, Piocgs Review Letters.



CSIC, ARTIGO, IN PRESS, M. Bartolomei, M. |. Hermlmz, J. Campos Martinez. “Wave packet
dynamics of H-2(v1=8-14)+H-2(v2=0-2): The role bktpotential energy surface on different reactive
and dissociative processes”. In: Journal of Chelnfibgsics, vol. 122, pp. 1--10 (2005).

CSIC, ARTIGO, IN-PRESS, Oscar Picazo, Ibon Alkodase Elguero. Dimers of 1,8a-dihydro-1,8-
naphthyridine derivatives as models of chiral seffegnition. In: Structural Chemistry, 2005.

CSIC, ARTIGO, IN-PRESS, Oscar Picazo, Ibon Alkodase Elguero, Otilia Mo, Manuel Yafiez.
Chiral recognition in phosphinic acid dimers. InPhys. Org. Chem. 2005.

CSIC, ARTIGO, IN-PRESS, M. P. de Lara-Castells, Impez-Duran, G. Delgado-Barrio, P.
Villarreal, C. Di Paola, F. A. Gianturco, and Jlidek, Phys. Rev. A.

CSIC, ARTIGO, EN PREPARACION, A. VALDES, R. PROSM|TP. VILLARREAL, G.
DELGADO-BARRIO and H-J. WERNER. Ab initio calculatis of potential surface of the B state Hel 2
complex. In: J. Chem. Phys. , to be submitted (2005

CSIC, ARTIGO, EN PREPARACION, A. VALDES, R. PROSM|TP. VILLARREAL and G.
DELGADO-BARRIO. A theoretical study of the He 2I@hn der Waals complex. In: J. Chem. Phys. , en
preparacién (2005).

CSIC, ARTIGO, EN PREPARACION, M. Martin Pastor, M. Canales, Francisco Corzana Lépez,
Juan Luis Asensio and J. Jiménez Barbero. Interfwet of Residual Dipolar Couplings in Flexible
carbohydrates usig Molecular Dynamics NMR and stalignment.

CSIC, ARTIGO, EN PREPARACION, Francisco Corzana édmnd Juan Luis Asensio Alvarez.
Estudio por RMN y DM de la estructura del antiliétKanamicina en agua..

CSIC, ARTIGO, EN PREPARACION, Francisco Corzana édmnd Juan Luis Asensio Alvarez.
Propiedades estructurales de O-Glicésidos derivdea®rina y treonina.

CSIC, CAPITULO DE LIBRO, IN-PRESS, A. VALDES, R. RESMITI, P. VILLARREAL and G.
DELGADO-BARRIO. Ab initio van der Waals potentiahergy surfaces. Application to complexes of
Br2 with Helium atoms. In: Progress in Theoretic@hemistry and Physics, Kluwer series (The
Netherlands), in press (2005).

CSIC, CONGRESO, PRESENTACION, Interacciones prate@arbohidrato: estudio teérico de los
requisitos energéticos para la distorsion de anilie piranosa y del origen de las interacciones
carbohidrato-anillo aromatico. In: XX Reunion Biahwe Quimica Organica. Zaragoza, 9-12 de junio,
2004.

CSIC, CONGRESO, PRESENTACION, Protein-carbohydiateraction: theoretical studies on the
origin of carbohydrate-aromatic interaction. Innteari Chimici.

CSIC, CONGRESO, PRESENTACION, Protein-carbohydratéeractions: on the origin of
carbohydrate-aromatic interactions. Theoreticatlptof the pyranose ring distortion. In: 22 Reunién
Bienal del grupo especializado de RMN de la RSE{ti8go de Compostela, septiembre 2004.

CSIC, CONGRESO, PRESENTACION, Jiménez-Barbero, dfiada, J.; Cuevas, G; Fernandez-
Alonso, M.C.; Asensio, J.L.; Corzana, F. Computadiansights on the molecular recognition processes
between carbohidrates and proteins: a comparistmNWIR experimental observations. In: Abstracts of
papers, 227th ACS National Meeting, Anaheim, CAitéthStates, March 28-April 1, 2004.

CSIC, CONGRESO, PRESENTACION, M. C. Capel-Sanchez). de la Pena-O'Shea, G. Blanco-
Brieva, J. M. Campos-Martin, J. L. G. Fierro. TD-DEnalysis of the electronic spectra of Ti-contagni
catalysts. In: 228th ACS National Meeting, Philgdéh (USA), 2004.

CSIC, CONGRESO, PRESENTACION, G. Delgado-Barrio,FRosmiti, A. Valdés, P. Villarreal.
Potential surfaces and dynamics of vdW complexesMOLEC XV, Nunspeet (THE Netherlands),
2004.

CSIC, CONGRESO, PRESENTACION, Francisco Corzanay IGuesta, Agatha Bastida, Ana
Hidalgo, Monserrat Latorre, Carlos Gonzéalez, EdadBadrcia Junceda, Jesus Jiménez-Barbero and Juan
Luis Asensio. Estudio por Resonancia Magnética éarc(RMN) y Dindmica Molecular (DM) de la
estructura en agua del antibiético estreptomicirtke ysu inactivaciéon por la 6-adeniltransferasaVii:
Jornadas de Carbohidratos celebradas en septielmf2@04 en Tarragona.

CSIC, CONGRESO, PRESENTACION, M. Kaczmarski, R. &uand E. R. Hernandez, Reversible
scaling free energy calculations in silicon, puddio nos proceedings do 3rd International Conference



Computational Modeling and Simulation of Materiase tivo lugar entre o 30 de maio e 0 4 de xufio de
2004 en Acireale (Sicilia, Italia).

CSIC, CONGRESO, PRESENTACION, A. Ros, M.D. BalaguerFuente, D. Suarez, M.J. Martin,
M.A. Montes-Moran, M. Catalytic activity of driedusige and sludge-based chars on H2S removal: effect
of sewage sludge pre-treatment. In: Rigola Intéonat Congress on Catalysis, Paris, Julio de 2004.

CSIC, CONGRESO, POSTER, Protein-carbohydrate iotieras: on the origin of carbohydrate-
aromatic interactions. Theoretical study of theapyse ring distortion. In: 22 Reunién Bienal delpgr
especializado de RMN de la RSEQ. Santiago de Calppseptiembre 2004.

CSIC, CONGRESO, POSTER, On the use of glycometgpotential drugs: nmr analysis of the
conformational differences between o- and c-, fad®s. In: 22 Reunion Bienal del grupo especiatizad
de RMN de la RSEQ. Santiago de Compostela, septein4.

CSIC, CONGRESO, POSTER, Maria del Carmen FerndWdezso, Gabriel Cuevas and Jesus
Jiménez-Barbero. Protein-carbohydrate interactionsthe origin of carbohydrate-aromatic interaciion
Theoretical study of the pyranose ring distortilon.22 Reunion Bienal del grupo especializado deNRM
de la RSEQ. Santiago de Compostela, septiembre 2004

CSIC, CONGRESO, POSTER, Begofia Martinez Cruz, Aog8odoy. Exploring the evolutionary
origins of the imperial eagles. In: The Quaterriaggacy, Lisboa, Portugal, 22-23 Octubre 2004.

CSIC, CONGRESO, POSTER, J.Ortega Castro, N. Hesr@hidro, C.I. Sainz Diaz y A. Hernandez
Laguna. Optimizacién de pseudopotenciales atémiema el estudio mecanocuantico de la estructura
cristalina de filosilicatos 2:1 dioctaédricos. Jas Cientificas de la Sociedad Espafiola de Ascilla
de Noviembre de 2004 .

CSIC, CONGRESO, POSTER, D. Lopez-Duran, M. P. dealGastells, G. Delgado-Barrio, P.
Villarreal, C. Di Paola, F. A. Gianturco, and Jllidek. Influence Of The Bosonic Or Fermionic
Character Of The Helium Atom On The Raman SpecfrBr@-Hen Clusters. In: ECAMP VIII, Rennes
(Francia), 6-10 de Julio de 2004.

CSIC, CONGRESO, POSTER, D. Lopez-Duran, M. P. dealGastells, G. Delgado-Barrio, P.
Villarreal, C. Di Paola, F. A. Gianturco, and Jllidek. Effect On The Interaction On The Quantum
Solvent Arrangement In Br2 Helium Droplets. In: EER VIII, Rennes (Francia), 6-10 de Julio de 2004.

CSIC, CONGRESO, POSTER, A. Valdés, R. ProsmitiyiRarreal and G. Delgado-Barrio. Three-
Dimensional Ab initio Potential and ground statehayics of Hel 2 complex. In: ECAMP 8, Rennes
(FRANCE), 2004.

CSIC, CONGRESO, POSTER, A. Valdés, R. ProsmitViParreal and G. Delgado-Barrio, Ab initio
calculations, potential representation and vibraticdynamics of He2Br2 van der Waals complex. In:
ECAMP 8, Rennes (FRANCE), 2004.

CSIC, CONGRESO, POSTER, S. Lopez-Lépez, R. ProshiitGarcia-Vela, Potential energy surface
and ro-vibrational states of the ground Ar_HI colexp In: ECAMP 8, Rennes (FRANCE), 2004.

CSIC, CONGRESO, POSTER, S. Lopez-Lopez, R. ProgsmdiA. Garcia-Vela, Quantum Treatment
of the Ar_HI Photodissociation Dynamics. In: ECANMPRennes (FRANCE), 2004.

CSIC, CONGRESO, POSTER, “Hydrogen transfer form@hé group to oxygen-centered radicals:
Proton-coupled electron transfer versus radicalrdgeh abstraction”. Santiago Olivella, Josep M.
Anglada, Albert Solé and Josep M. Bofill, in: ESP®04, Electronic Structure: Principles and
Applacations, Valladolid, Spain, 17-17 Sept. 2004.

CSIC, CONGRESO, POSTER, Manuel Martin-Pastor, Aegy&anales, Francisco Corzana Lépez,
Juan Luis Asensio, Jesus Jiménez-Barbero. Estutitoienacional en disolucion acuosa de la lactosa
mediante la medida de Constantes Residuales Dgso(®DCs) y DM. In: || Reunién Bianual-GERMN.
Santiago de Compostela, 9-2004.

CSIC, CONGRESO, POSTER, Francisco Corzana, JesuBukto, Maria L. Garcia, Jesus M.
Peregrina, Alberto Avenoza, Jesls Jiménez-Barlleran L. Asensio. Propiedades estructurales de O-
Glicosidos derivados de serina y treonina. In: éuRion Bianual-GERMN. Santiago de Compostela, 9-
2004.

CSIC, TESE DOUTORAL, DEFENDIDA, G. Avila, Espectompia Raman de Rotacion-Vibracion
de algunas moléculas de interés: H20, D20, HDO,2{CDy (N2 ) 2, dirigida por Salvador Montero



Martin, Profesor de Investigacion del Instituto Estructura de la materia del CSIC. Nota obtenida:
“sobresaliente cum laude”.

CSIC, TESE DOUTORAL, DEFENDIDA, Begofia Martinez €r@enética de la conservacion del
aguila imperial ibérica (Aquila adalberti), dirigigpor José A. Godoy Ldpez, Juan J. Negro Balmaseda.
Universidad de Sevilla. Depositada en octubre @& 28efendida el 31 de enero 2005.

CSIC, OUTRO, DIPLOMA DE ESTUDOS AVANZADQOS (DEA), @ar Picazo, Xullo-2004.

CSIC, OUTRO, PROXECTO DE INVESTIGACION, El Hidrégeromo vector energético limpio:
nuevos conceptos de produccién y uso (HIVELIO). E2B04-07345-c03-01/ALT) ENTIDAD
FINANCIADORA: CICYT DURACION DESDE: 2004 HASTA: 200 INVESTIGADOR/A
PRINCIPAL: Dr. J. L. G. Fierro.

CSIC, OUTRO, PROXECTO DE INVESTIGACION, "Theoretic&tudies of Electronic and
Dynamical Processes in Molecules and Clusters.ngéiado por: Union Europea, referencia: HPRN-CT-
1999-00005

CSIC, OUTRO, PROXECTO DE INVESTIGACION, “Dinamica ¢procesos moleculares desde a
fase gas ata a interfase gas/materia condensat@hdiado pola D.G.l. do Ministerio de Ciencia y
Tecnologia, referencia: BFM 2001-2179.

Producidn cientifica declarada por grupos de ttalgid Instituto Espafiol de Oceanografia — IEO:

IEO, CONGRESO, PRESENTACION, Manuel Ruiz Villarreahd Hans Burchard, Modelling
suspended particulate matter dynamics and turbidéxima in partially stratified estuaries, Extended
abstract, PECS (Physics of Estuaries and Coasaa) 2804, Merida (Mejico).

Producion cientifica declarada por grupos de ttalukd Universidade da Corufia — UDC:

UDC, ARTIGO, PUBLICADO, Fuentes, M. Slight differe@s among individuals and the unified
neutral theory of biodiversity. In: Theoretical Rdgtion Biology, 66 (2004), 199-203.

UDC, ARTIGO, PUBLICADO, Tarrio J, Tourino J, MartiMJ, Gonzalez P, Doallo R. A grid portal
to support high-performance scientific computing distributed resources. In: IEICE Transactions On
Information And Systems E87D (7): 1843-1849, JUD£0

UDC, ARTIGO, PUBLICADO, C. Platas-Iglesias, M. Mdiglesias, K. Djanashvili, R. N. Muller, L.
Vander Elst, J. A. Peters, A. de Blas, T. RodrigBk®s. “Lanthanide Chelates Containing Pyridineteni
with Potential Application as Contrast Agents in MRn: Chem Eur. J., 10, 3579-3590 (2004).

UDC, ARTIGO, PUBLICADO, Jayanta Kumar Ray, HaldaM, Canle L., J. A. Santaballa, Jose
Mahia. Diethyl1-(4-fluorophenyl/3,4-dchlorophenghexo-3-(2-furyl)pyrrolidine -2,2-dicarboxylate. :In
Acta Crystallogr. C, vol. 60, p. 163-165, 2004.

UDC, ARTIGO, ENVIADO, E. Saavedra, A. Ramil, J.ClvArez, J.M. Amado, A.J. Lépez, J.
Sanesteban, M.J. Tobar, A.J. Yafez. Laser hardesimglation with the finite element method: an
analysis of the erros introduced by discretizaRooceedings V. |, (ECCOMAS 2004), July, 2004.

UDC, ARTIGO, ENVIADO, E. Saavedra, A. Ramil, J.ClvArez, J.M. Amado, M.J. Tobar, A.J.
Yafez. Modelizacion numérica de procesos de templaceros con laser. In: Anales de la Ingenieria
Mecanica, A. 15, V. 2, p. 1241-1246, Decembro, 2004

UDC, ARTIGO, ENVIADO, M.E.D. Azenha, H.D. Burrowdyl. Canle L., R. Coimbra, M. I.
Fernandez, M. V. Garcia, M. A. Peiteado, J. A. 8aalta, Oliva, J., Serrano-Andrés, L. On the lowady
excited states of sym-triazine based herbicidesn@®thysChem (2005, in press, Received: 27 July 2004;
Revised: 19 October 2004, http: //dx.doi.org /102/6phc.200400349).

UDC, ARTIGO, ENVIADO, M. Gonzélez-Lorenzo, C. Platllesias, F. Avecilla, S. Faulkner, S. J.
A. Pope, A. de Blas, T. Rodriguez-Blas. “Structuaald Photophysical Properties of Lathanide(lll)
Complexes with a Novel Octadentate IminophenolalbeaBchial Lariat Ether”. In: Inorg. Chem.

UDC, ARTIGO, IN-PRESS, Tourino J, Martin MJ, Tarrilh Arenaz M. A Grid Portal for an
Undergraduate Parallel Programming Course. Authds@urce: IEEE Transactions on Education.

UDC, ARTIGO, IN-PRESS, C. Platas-Iglesias, D. Eatelsomez, T. Enriquez-Pérez, F. Avecilla, A.
de Blas, T. Rodriguez-Blas. “Lead(ll) Thiocyanaten@plexes with Bibracchial Lariat Ethers: A X-ray
and DFT Study”. In: Inorg. Chem.



UDC, ARTIGO, IN-PRESS, M. Canle L., M. |. Fernanddz A. Santaballa, J. Developments on the
Mechanism of Photodegradation of Triazine-Basedi¢igss. Sent to: Phys. Org. Chem.

UDC, CONGRESO, PRESENTACION, “Balanceo dinamico ldecarga en la simulaciéon de la
dispersion atmosférica de contaminantes" XV Jormatka Paralelismo. Actas del Congreso. pp. 138
Almeria.
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