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1 Analysis of Enzyme Catalytic Properties using Molecular Dynamic Simulations. IÑAKI TUÑÓN / JOSE JAVIER RUIZ

2 Determination of Enzymatic Mechanisms by means of Computational Simulations. JOSE JAVIER RUIZ / IÑAKI TUÑÓN

3
Derivatives of polyaromatic systems: Synthesis, characterization and calculation of properties.

BEGOÑA MILIAN MEDINA / (RAFAEL BALLESTEROS 
GARRIDO)(Q.ORGÁNICA)

4 Theoretical study of the photophysical properties of heteroleptic Ir(III) complexes ENRIQUE ORTI GUILLEN / ANGELO GIUSSANI 

5 Application of Functionalized Polymer Nanoparticles in Asymmetric Catalysis RAFAEL MUÑOZ ESPI / FRANCISCO F. PÉREZ PLA

6
Photoactive Nanoparticles Prepared by Miniemulsion Polymerization

RAFAEL MUÑOZ ESPI / ( MARÍA GONZÁLEZ BÉJAR), (Q. 
ORGÁNICA)

7 Polysaccharide-Based Hybrid Particles as Magnetically Separable Catalysts RAFAEL MUÑOZ ESPI / FRANCISCO F. PÉREZ PLA

8 Thermoregulating Polymer Coatings Containing Phase Change Materials RAFAEL MUÑOZ ESPI

9
Supercritical CO₂-Assisted Fabrication of Polymer Supports for Enzyme Immobilization

RAFAEL MUÑOZ ESPI / (AMPARO CHÁFER 
ORTEGA)(INGENIERIA QUÍMICA)

10
Encapsulation of Phase Change Materials through Valorization of Lignocellulosic Waste RAFAEL MUÑOZ ESPI / MARIO CULEBRAS RUBIO

11 Lignin-based carbon materials for catalytic applications MARIO CULEBRAS RUBIO / FRANCISCO F. PÉREZ PLA

12 Synthesis and characterization of lignin-based nanoparticles MARIO CULEBRAS RUBIO / RAFAEL MUÑOZ ESPI

13
Hybrid carbon nanofibers derived from lignin for energy harvesting and storage applications MARIO CULEBRAS RUBIO

14
Effect of metal halide perovskite composition on the performance of light-emitting devices DANIEL TORDERA SALVADOR

15
Computational study of the selective oxidation of ethanol over vanadia supported catalyst LOURDES GRACIA EDO

16 Theoretical Analysis of Dynamical Motions in Biomolecular Motors. IÑAKI TUÑÓN / JOSE JAVIER RUIZ

17 Preparation and evaluation of the activity of sustainable catalysts formed by biometals 
deposited on porous carbon supports.

FRANCISCO F. PÉREZ PLA / (MARÍA ANGELES ÚBEDA 
PICOT)(Q.INORGÁNICA)

18 Preparation and evaluation of the catalytic activity of sustainable nickel nanoparticle catalysts 
deposited on carbonized polydopamine supports.

FRANCISCO F. PÉREZ PLA / (MARÍA ANGELES ÚBEDA 
PICOT)(Q.INORGÁNICA)

19
Effect of seed layers on the photoluminescent efficiency of metal halide perovskites CRISTINA ROLDAN CARMONA

DEPARTAMENT DE  QUÍMICA FÍSICA



20 Application of Virtual Reality and Augmented Reality in Chemistry Learning JESÚS VICENTE DE JULIÁN ORTIZ

21 Simulation of Membrane Proteins in the Presence of Electric Fields JESÚS VICENTE DE JULIÁN ORTIZ

22 Desing of Rotavirus Inhibitor Compounds JESÚS VICENTE DE JULIÁN ORTIZ

23
Computational Design of Titanium Metal–Organic Frameworks for Selective CO₂ Capture NEYVIS ALMORA BARRIOS

24
Lignin extraction from agricultural pruning waste for hydrogels preparation

MARIO CULEBRAS RUBIO / RAFAEL BALLESTEROS 
GARRIDO ( Q.ORGÁNICA)

25 Lignin/Cu2S Composites  for Thermoelectric 3D-Printing Materials CLARA GÓMEZ CLARI / MARIO CULEBRAS RUBIO

26 Synthesis of thermoplastic polyurethanes with improved thermal resistance CLARA GÓMEZ CLARI 

27 Thermoplastic polyurethanes from sustainable polycarbonatediols CLARA GÓMEZ CLARI 

28 Insights into the thermal effects on the enzymatic degradation of polyethylene terephthalate 
from computational modeling JUAN ARAGÓ MARCH

29
Dissection of the Binding Energy in Protein-Ligand of Potential Anticancer Drugs Candidates ALBERTO FERNÁNDEZ ALARCÓN

30
Syntesis and Characterization of New Iron(II) Spin Crossover Coordination Polymers

CARLOS BARTUAL MURGUI /( JOSÉ ANTONIO REAL 
CABEZAS)(Q.INORGÁNICA)

31 First-principles characterization of honeycomb 2D MOFs as porous conductors JOAQUIN CALBO ROIG / ENRIQUE ORTI GUILLÉN

32
Ion Insertion Batteries. Historical evolution, challenges and future.

JERÓNIMO AGRISUELAS VALLÉS / JOSÉ JUAN GARCÍA 
JAREÑO

33 Separation of cobalt and nickel metals by selective electrodeposition on different types of 
electrodes.

JERÓNIMO AGRISUELAS VALLÉS / JOSÉ JUAN GARCÍA 
JAREÑO

34 Electroplating of copper on composite materials of the screen printed carbon electrodes for 
their possible use in sensors.

JERÓNIMO AGRISUELAS VALLÉS / JOSÉ JUAN GARCÍA 
JAREÑO

35
Electrogeneration and characterization of poly(phenosafranine) on stainless steel.

JERÓNIMO AGRISUELAS VALLÉS / JOSÉ JUAN GARCÍA 
JAREÑO

36
Corrosion rate study of steels. Effect of protective polymeric films.

JOSÉ JUAN GARCÍA JAREÑO / JERÓNIMO AGRISUELAS 
VALLES

37 Photochemistry of nitro-alkane derivatives and their role in pollution JAVIER SEGARRA MARTÍ / ANGELO GIUSSANI

38 Microsolvation effects on the photophysical reactivity of DNA model systems JAVIER SEGARRA MARTÍ 

39 Multiscale modelling of chemical reactivity with machine learning potentials KIRILL ZINOVJEV

40 Molecular mechanism of the synthesis of N-heterocyclic carbene Fe(II) complexes studied by 
electronic structure methods ANTONIO FRANCÉS MONERRIS

41
Design and development of new antimicrobial biosystems for biotechnological applications. Mª CARMEN MARTÍNEZ BISBAL 

BERNARDOS 
BAU(upv)



42 Determination of changes in the composition of neonatal saliva by NMR spectroscopy Mª CARMEN MARTÍNEZ BISBAL

43
Study of the vulnerability of atheroma plaques in cell culture samples by NMR spectroscopy Mª CARMEN MARTÍNEZ BISBAL

44
DNA binding energies of indole-like biomolecules

DANIEL ROCA SANJUÁN / ANTONIO FRANCÉS 
MONERRIS

45 Free energies of cations and anions of nucleobases in DNA: A computational study DANIEL ROCA SANJUÁN / JAVIER SEGARRA MARTÍ

46 Effect of anharmonicity in the quantum-chemistry determination of absorption electronic 
spectra

DANIEL ROCA SANJUÁN / DAVID FRANCISCO MACIAS 
PINILLA

47

Computational Modeling of the DNA unbinding dynamics of indole-like biomolecules

DANIEL ROCA SANJUÁN / (ANA MARÍA BORREGO 
SÁNCHEZ) ( FARMACIA Y TECNOLOGÍA FARMACÉUTICA 
Y PARASITOLOGÍA)

48 First principles study of a family of Layered Double Hydroxides (LDHs) for catalysis and water 
treatment JOSE JAIME BALDOVI JACHAN


































































































