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1. Preamble

The third annual report of the Institute of Computational Chemistry and Catalysis (IQCC) of
the University of Girona (UdG) containing the most important activities developed by the IQCC
during 2025 is presented below. Writing an annual report is a valuable practice that goes
beyond fulfilling regulatory requirements. It serves as a tool for communication, reflection, and
strategic planning, contributing to the overall success and positive reputation of the institute.
The present report is the third one.

As you will see in the next pages, 2025 has been a year plenty of activities in research,
education, and science communication. We have successfully defended 10 doctoral theses,
which represents ca. 10% of UdG theses. We have once again overcome the barrier of 100
articles, some of which have been published in journals of high scientific reputation: 2 Nat.
Catal., 1 Nat. Commun., 1 Nat. Methods, 2 ACS Central Sci., 1 PNAS, 6 JACS, 1 JACS Au, 6
Angew. Chem., 7 Chem. Sci., 8 ACS Catal., etc. We have obtained 21 research awards and
incorporated 8 new postdocs. We have achieved new research projects, among which the
ERC Consolidator Grant from Prof. Marc Garcia-Borras and two MSCA-Doctoral Network from
Prof. Silvia Osuna stands out. We have continued with the IQCC networking activity, which
helps to establish stronger links between IQCC members, especially among the younger ones,
the Christmas lunch and IQCC Day. We have continued with an intense activity of
communication and dissemination of research through C4D. In short, an intense year with
plenty of great activities and excellent results.

Finally, | want to congratulate and acknowledge all members of the Institute for their effort and
enthusiastic work during 2025.

| hope you enjoy reading this annual report for 2025.

Xavi Ribas
Director
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2. IQCC members

At the end of the 2025, the institute consisted of 113 researchers (7 full professors, 9 associate

professors, 3 ICREA Senior researchers, 2 Ramoén y Cajal researchers, 3 ex-professors, 19

postdocs, 70 PhD students) and 8 support staff (1 project manager, 3 technicians, 4

administrative staff). The changes during 2025 have been the following:

New members:

MSc.
MSc.
MSc.
MSc.
MSc.
MSc.
MSc.

Giuseppe Campanile, PhD student (A. Call and M. Costas)

Maria Cabrero, FPI PhD student (M. Sola)

Sergi Llanet, FPU PhD student (F. Feixas, M. Planas and L. Feliu)
Rupal Sharma, IF-UdG PhD student (M. Swart and S. Osuna)
Visvesvarar P Murugan, IF-UdG PhD student (LI. Blancafort)

Fiza Fariha, FPI PhD student (M. Swart and A. Lledd)

Maria Martinez, DI PhD student (J. Mestres and Chemotargets, M. Sola)

David Aguirre, staff

MSc
MSc
MSc
MSc
MSc
MSc

. Raquel Parrondo, PhD student (J. Mestres and Chemotargets, M. Sola)

. Nikola Panajotovikj, PhD student (J. Mestres and Chemotargets, M. Sola)

. Mariona Isern, PhD student (J. Mestres and Chemotargets, M. Sola)

. ltzel Muro, PhD student (M. Garcia-Borras and F. Feixas and CSIC)

. Fiza Fariha, FPI PhD student (M. Swart and A. Lledd)

. Louis Van Nyvel, PhD student (M. Sola, F. de Proft (VUB), M. Alonso (VUB))

Dr. Aleria Garcia, MSCA-PF postdoc (M. Costas)
Dr. Sergio Fernandez, JdC postdoc (M. Costas)

Dr. Hannes Meinert, postdoc (S. Osuna)

Dr. Francesco Zaccaria, MSCA-PF postdoc (M. Costas)

MSc

. Zanira Mushtaq, FI PhD student (M. Swart and A. Lledd)

Dr. Anton Stasyuk, postdoc (M. Sola)

MSc
MSc

Changes:

MSc

. Evgeniia Konstina, MSCA-DN PhD Student (S. Osuna)
. Adria Montal, FPU PhD student (A. Pla-Quintana)

. Enrico Chianese, IF-UdG PhD student (M. Costas)
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Dr. Eduard Masferrer, JdC postdoc (S. Osuna)

Dr. Najoua Choukairi, postdoc (M. Costas)

Prof. Xavi Ribas, IQCC Director

Dr. Albert Artigas, Beatriu de Pinds postdoc (M. Sola)
MSc. Nil Insa, FI-SDUR PhD student (A. Pla-Quintana and M. Costas)
MSc. Arsland Ahmad, FI PhD student (A. Poater)

Dr. Cristina Duran, postdoc (S. Osuna)

Dr. Daniel Bosch, postdoc (M. Garcia-Borras, F. Feixas)
MSc. Esther Pruna, FI-STEP PhD Student (S. Osuna)
Prof. Jordi Mestres, part time full professor

MSc. Arslan Ahmad, FPU PhD student (A. Poater)

Members that left the Institute:

Dr. Cristina Castanyer, now working at Pharma Hispania (Barcelona)

Dr. Miquel Estévez-Gay, now postdoc researcher at University of Bern (Switzerland)
Dr. Alejandro Iglesias

Dr. Michele Tomasini, now postdoc researcher at University of Salerno (Italy)

Dr. Gibu George, now postdoc researcher at the ICIQ (Tarragona)

MSc. Giuseppe Campanile

David Aguirre

Dr. Gerard Comas, now postdoc researcher at Universita degli Studi di Perugia (ltaly)
Enrico Chianese

Dr. Ricard Lépez

Dr. Adria Juvanteny

Dr. Laia Vicens, now working at Esteve Quimica (Celra)

Laia Ramoneda

Dr. Najoua Choukairi, now working at Medichem (Celra)
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3. Awards and Recognitions

#CWB2025
REACHING FOR THE QUARKS +

2025 Global Women's Breakfast (GWB)

-1QCC
Dr. Carles Fuertes wins oral v
presentation and Christos Cristou wins |. 10
poster prize at the Il RQIO-SCQ - IQCC 4 2025

Valentina lannace wins the best oral
presentation at the | RQO-SCQ - 1QCC

=RQO5CQ 2025

Guillem Pey wins poster prize at the Il
RQTC-SCQ - 1QCC

'RQTC|Scaf;

MSCA Doctoral Network (COMENZE)

,\i(:,%\
COMENZE

i
BIOTRANS
syt oes

Silvia Osuna receives BIOTRANS 2025
Junior Award

e


http://iqcc.udg.edu/2025/01/29/2025-global-womens-breakfast-gwb/
http://iqcc.udg.edu/2025/01/29/2025-global-womens-breakfast-gwb/
http://iqcc.udg.edu/2025/02/18/dr-carles-fuertes-wins-oral-presentation-christos-cristou-wins-poster-prize-ii-rqio-scq/
http://iqcc.udg.edu/2025/02/18/dr-carles-fuertes-wins-oral-presentation-christos-cristou-wins-poster-prize-ii-rqio-scq/
http://iqcc.udg.edu/2025/02/18/dr-carles-fuertes-wins-oral-presentation-christos-cristou-wins-poster-prize-ii-rqio-scq/
http://iqcc.udg.edu/2025/02/18/valentina-iannace-wins-poster-prize-rqo-scq/
http://iqcc.udg.edu/2025/02/18/valentina-iannace-wins-poster-prize-rqo-scq/
http://iqcc.udg.edu/2025/02/17/guillem-vila-wins-poster-prize-ii-rqtc-scq/
http://iqcc.udg.edu/2025/02/17/guillem-vila-wins-poster-prize-ii-rqtc-scq/
http://iqcc.udg.edu/2025/03/28/msca-doctoral-network-comenze/
http://iqcc.udg.edu/2025/03/27/silvia-osuna-recives-biotrans-2025-junior-award/
http://iqcc.udg.edu/2025/03/27/silvia-osuna-recives-biotrans-2025-junior-award/
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Silvia Escayola receives Josep

zz aTCSAE Q Castells award of RSEQ-Cat

Seccitn Territorial de Cataluiia
Seccib Territorial de Catalunya

Marc Garcia-Borras receives Emerging
Scientific Talent 2025 award of
Societat Catalana de Quimica

sScQY”

Societat Catalanade Quimica \‘

=8
Premios Tesis Doctorales 2024 o

Silvia Escayola receives an accesit
PhD Thesis Award 2024 of GENAM

(RSEQ-RSEF)

=DESTVDIS »

Carles Alcaide receives the premi Sant
Jordi -TFG award of IEC-SCQ

= INSTITVT:

scaQf”

Sacielat Calalna de Quimica

Prof. Miquel Sola receives the 2025

e


http://iqcc.udg.edu/2025/03/06/silvia-escayola-receives-josep-castells-award-rseq-cat/
http://iqcc.udg.edu/2025/03/06/silvia-escayola-receives-josep-castells-award-rseq-cat/
http://iqcc.udg.edu/2025/05/29/marc-garcia-borras-receives-emerging-scientific-talent-2025-award-societat-catalana-de-quimica/
http://iqcc.udg.edu/2025/05/29/marc-garcia-borras-receives-emerging-scientific-talent-2025-award-societat-catalana-de-quimica/
http://iqcc.udg.edu/2025/05/29/marc-garcia-borras-receives-emerging-scientific-talent-2025-award-societat-catalana-de-quimica/
http://iqcc.udg.edu/2025/05/07/silvia-escayola-receives-accesit-phd-thesis-awards-2024-genam-rseq-rsef/
http://iqcc.udg.edu/2025/05/07/silvia-escayola-receives-accesit-phd-thesis-awards-2024-genam-rseq-rsef/
http://iqcc.udg.edu/2025/05/07/silvia-escayola-receives-accesit-phd-thesis-awards-2024-genam-rseq-rsef/
http://iqcc.udg.edu/2025/05/06/carles-alcaide-recives-premi-sant-jordi-tfg-award-iec-scq/
http://iqcc.udg.edu/2025/05/06/carles-alcaide-recives-premi-sant-jordi-tfg-award-iec-scq/
http://iqcc.udg.edu/2025/05/02/prof-miquel-sola-receives-2025-rseq-geqc-medal/
http://iqcc.udg.edu/2025/05/02/prof-miquel-sola-receives-2025-rseq-geqc-medal/
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Research teams of Profs. Guo, Que
and Swart have been awarded a 2025
Horizon Prize by the Royal Society of

Chemistry

ey
Universitat o
de Girona Silvia Escayola awarded best PhD
2 Tt thesis 2024 in Chemistry at UdG
Paans Extrsordineni

Aqza Elza John wins Best Presentation
Award at JODOC 2025

Universitat
de Girona
—_—

carra A .
YHunter Xavi Ribas wins Research Excellence

Award Serra Hunter

i " ICREA

Marc Garcia-Borras appointed ICREA

Research Professor

\

~e


http://iqcc.udg.edu/2025/06/26/research-teams-profs-guo-que-swart-awarded-2025-horizon-prize-royal-society-chemistry/
http://iqcc.udg.edu/2025/06/26/research-teams-profs-guo-que-swart-awarded-2025-horizon-prize-royal-society-chemistry/
http://iqcc.udg.edu/2025/06/26/research-teams-profs-guo-que-swart-awarded-2025-horizon-prize-royal-society-chemistry/
http://iqcc.udg.edu/2025/06/26/research-teams-profs-guo-que-swart-awarded-2025-horizon-prize-royal-society-chemistry/
http://iqcc.udg.edu/2025/07/22/silvia-escayola-awarded-best-phd-thesis-2024/
http://iqcc.udg.edu/2025/07/22/silvia-escayola-awarded-best-phd-thesis-2024/
http://iqcc.udg.edu/2025/07/16/aqza-elza-john-wins-best-presentation-award-jodoc-2025/
http://iqcc.udg.edu/2025/07/16/aqza-elza-john-wins-best-presentation-award-jodoc-2025/
http://iqcc.udg.edu/2025/07/16/xavi-ribas-wins-research-excellence-award-serra-hunter/
http://iqcc.udg.edu/2025/07/16/xavi-ribas-wins-research-excellence-award-serra-hunter/
http://iqcc.udg.edu/2025/07/14/marc-garcia-borras-selected-become-icrea-research-professor/
http://iqcc.udg.edu/2025/07/14/marc-garcia-borras-selected-become-icrea-research-professor/
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XL Bienal
RSEQ_ Filippo Scarchilli wins poster prize at
' the XL Bienal RSEQ

o2
=
Ly

XLIX "A. CORBELLA” INTERNATIONAL SUMMER SCHOOL

Filippo Scarchilli wins poster prize at
the ISOS 2025

Silvia Osuna receives the IX Banc
Sabadell Fundation award on Sciences
and Engineering

Hande Abes wins poster prize at the
WATOC 2025

WATOC OSLO 2025

Jordi Soler wins RSEQ-GEQC Prize for

best computational chemistry paper in
2024

Qu

Grupo Especializado de
Quimica y Computacion

e


http://iqcc.udg.edu/2025/07/11/filippo-scarchilli-wins-poster-prize-xl-bienal-rseq/
http://iqcc.udg.edu/2025/07/11/filippo-scarchilli-wins-poster-prize-xl-bienal-rseq/
http://iqcc.udg.edu/2025/07/08/filippo-scarchilli-wins-poster-prize-isos-2025/
http://iqcc.udg.edu/2025/07/08/filippo-scarchilli-wins-poster-prize-isos-2025/
http://iqcc.udg.edu/2025/07/02/silvia-osuna-recives-ix-banc-sabadell-fundation-award-sciences-engineering/
http://iqcc.udg.edu/2025/07/02/silvia-osuna-recives-ix-banc-sabadell-fundation-award-sciences-engineering/
http://iqcc.udg.edu/2025/07/02/silvia-osuna-recives-ix-banc-sabadell-fundation-award-sciences-engineering/
http://iqcc.udg.edu/2025/07/01/hande-abes-wins-poster-prize-watoc-2025/
http://iqcc.udg.edu/2025/07/01/hande-abes-wins-poster-prize-watoc-2025/
http://iqcc.udg.edu/2025/08/28/jordi-soler-wins-rseq-geqc-prize-best-computational-chemistry-paper-2024/
http://iqcc.udg.edu/2025/08/28/jordi-soler-wins-rseq-geqc-prize-best-computational-chemistry-paper-2024/
http://iqcc.udg.edu/2025/08/28/jordi-soler-wins-rseq-geqc-prize-best-computational-chemistry-paper-2024/
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Seven IQCC researchers have been

included in Stanford University global

de Girona
——

list of 2% top scientists Unversitat~ 1QCC QD _()TOP 2%

Fundacién

BBVA
IQCC-UdG Leads Green Chemistry

Breakthrough in BBVA Foundation’s
Fundamentos Program

New MSCA postdoctoral project for

Francesco Zaccaria

0
Z
B
g
<

MARIE CURIE

Conso-

gﬁ:}gr Marc Garcia-Borras granted an ERC
Consolidator grant

raPCat

i

Roger Monreal wins Best Presentation

Award at TraPCat4 2025

©we


http://iqcc.udg.edu/2025/10/09/seven-iqcc-researchers-included-stanford-university-global-list-2-top-scientists/
http://iqcc.udg.edu/2025/10/09/seven-iqcc-researchers-included-stanford-university-global-list-2-top-scientists/
http://iqcc.udg.edu/2025/10/09/seven-iqcc-researchers-included-stanford-university-global-list-2-top-scientists/
http://iqcc.udg.edu/2025/10/02/iqcc-udg-leads-green-chemistry-breakthrough-bbva-foundations-fundamentos-program/
http://iqcc.udg.edu/2025/10/02/iqcc-udg-leads-green-chemistry-breakthrough-bbva-foundations-fundamentos-program/
http://iqcc.udg.edu/2025/10/02/iqcc-udg-leads-green-chemistry-breakthrough-bbva-foundations-fundamentos-program/
http://iqcc.udg.edu/2025/11/24/new-msca-postdoctoral-project-francesco-zaccaria/
http://iqcc.udg.edu/2025/11/24/new-msca-postdoctoral-project-francesco-zaccaria/
http://iqcc.udg.edu/2025/12/10/marc-garcia-borras-granted-erc-consolidator-grant/
http://iqcc.udg.edu/2025/12/10/marc-garcia-borras-granted-erc-consolidator-grant/
http://iqcc.udg.edu/2025/12/05/roger-monreal-wins-best-presentation-award-trapcat4-2025/
http://iqcc.udg.edu/2025/12/05/roger-monreal-wins-best-presentation-award-trapcat4-2025/
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TATIR Generalitat cee Catakinya
Departament de Recerca
ALY universitats

Albert Poater repeats the Academy of
Excellence Program -ICREA award

Universitat
de Girona

New Full Professor Prof. Jordi Mestres

4. Research visits and invited talks

= Prof. Louis Fensterbank (Sorbonne Université, France) (A. Pla-Quintana), 13/01/25

= MSc. Kathrin Hérnschemeyer (Technische Universitat Minchen, Germany) (S.
Osuna), 13/01/25-11/04/25

= Dr. Alba Cervera (BSC) (M. Sola), 21/01/25

= Prof. Robert Zalesny (Wroclaw University of Science and Technology, Poland) (JM.
Luis), 23/01/25-04/02/25

= MSc. ltzel Mercado (Universidad de Guanajuato, Mexico) (S. Osuna), 27/01/25-
01/11/25

= Dr. Fedor Goumans (SCM, The Netherlands) (M. Swart and S. Osuna), 29/01/25

= Dr. Sergio Posada-Pérez (Vrije Universiteit Brussel, Belgium) (A. Poater), 30/01/25

= MSc. Chiara Campi (Giessen University, Italy) Prof. Sigfried Schindler (M. Costas),
01/02/25-01/06/25

= Dr. Massimo Christian D’Alterio (University of Naples Federico Il, Italy) (A. Poater),
01/02/25-30/04/25

= BSc. Zehra Evla (Yeditepe Universitesi, Turkey) (S. Osuna), 03/02/25-30/03/25

= MSc. Marius Schnutenhaus (University of Bielefeld, Germany) Prof. Stephan
Hammer (M. Garcia-Borras), 03/02/25-30/04/25

= BSc. Natalia Cabré (Utrecht University, The Netherlands), Prof. Alexandre Bonvin (S.
Osuna), 03/02/25-29/07/25

10


http://iqcc.udg.edu/2025/12/05/albert-poater-repeats-academy-excellence-program-icrea-award/
http://iqcc.udg.edu/2025/12/05/albert-poater-repeats-academy-excellence-program-icrea-award/
http://iqcc.udg.edu/2025/12/03/new-full-professor-prof-jordi-mestres/
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= BSc. Johan Daniel de Smet (Vrije Universiteit Brussel, Belgium) (M. Sola), 10/02/25-
31/05/25

= Dr. Joelle N. Pelletier (Université de Montréal, Canada) (S. Osuna), 24/02/25-
28/02/25

= Prof. Matthew Sigman (University of Utah, USA), 25/02/25

= BSc. Francesco Dellaversano (Universita degli Studi di Napoli Federico Il, Italy) (A.
Poater), 01/03/25-31/05/25

= Dr. Rosa Axet (CNRS, France) (A. Company), 07/03/25

= Prof. Francesco Zaccaria (University of Naples and Xplore Itd, Italy) (M. Costas),
21/03/25

= MSc. Hannes Meinert (University of Greifswald, Germany) (S. Osuna), 22/04/25-
11/05/25

= Prof. Araceli Gonzalez Campafia (University of Granada, Spain) (M. Sola), 24/04/25

= MSc. Gerardo Hernandez Juarez (Cinvestav, Mexico) (M. Sola), 05/05/25-31/07/25

= Dr. Xingang Xu (Zhejiang Sci-Tech University, China), 26/05/25

= Prof. Francisco Martin-Martinez (King’s College London, UK) (F. Feixas), 29/05/25

= Prof. Dominik Munz (Universitat des Saarlandes, Germany) (A. Pla-Quintana),
09/06/25

= Dr. Bo Durbegj (Linkdping University, Sweden) (LI. Blancafort), 29/07/25

= Dr. Marco D’Abramo (University Roma La Sapienza, Italy) (F. Feixas), 29/07/25

= MSc. Fabio loele (University of Rome Tor Vergata, Italy), Prof. Massimo Bietti (M.
Costas) 01/09/25-24/12/25

= Prof. Connie Lu (University of Bonn, Germany) (A. Company), 02/09/25

= Dr. Peter Stockinger (ZHAW, Switzerland), Prof. Rebecca Buller (S. Osuna) 15/09/25-
26/09/25

= Dr. Michael Neidig (University of Oxford, UK) (M. Costas), 25/09/25

= BSc. Giuseppe d’Amico (University of Pavia, Italy), Prof. Davide Ravelli (M. Costas)
01/10/25-31/01/26

= BSc. Marie Ronnader (University of Minnesota, USA) (S. Osuna) 20/10/25-17/07/26

= PhD. Beatrice Rassati (Universitat Bern, Switzerland), Prof. Francesca Paradisi (S.
Osuna) 03/11/25-30/04/26

= Dr. Marti Gimferrer (Georg-August Universitat Goéttingen, Germany) (A. Poater)
08/12/25-11/12/25

11
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= Prof. Nuria Lopez Alonso (Institut Catala d’Investigaciéo Quimica — ICIQ, Spain) (M.
Swart) 18/12/25

5. Research stays

= MSc. Denis Diatlov - Xiamen University (China), Dr. Pavlo O. Dral [5 months]

= MSc. Clara Sabria - Politecnico di Torino (Italy), Prof. Giovanni Pavan, [3.5 months]

= MSc. Neus Pagés - University of Groningen (The Netherlands), Prof. Wesley R Browne,
[3 months]

= Prof. Anna Roglans - Mukogawa Women’s University (Japan), Prof. Tetsutaro Kimachi,
[1.5 months]

= MSc. Judith Sala— Universitat Heidelberg (Germany), Prof. Milan Kivala [3 months]

= Prof. Miquel Sola — Kaust Catalysis Center, King Abdullah University of Science and
Technology, Thuwal (Saudi Arabia), Prof. Luigi Cavallo [4 months]

= MSc. Athul Santha Bhaskaran— University of Stuttgart (Germany), Prof. Johannes
Kastner [3 months]

= MSc. Thalia Ortiz-Garcia — Universita degli Studi di Milano Bicocca (ltaly), Prof. Sergio

Tosoni [3 months]

6. Funding

EU Funding
Project Title Reference Amount (€) Principal Period
Investigator

BioRelnt ERC-2025- 1.999.562 M. Garcia- 2026-2031
COG- Borras
101232334

ELEGANCE HORIZON- 4.470.727,68 S.Osuna 01/01/2026 —
MSCA-2024- (UdG: 31/12/2029
DN- 282.188)
101226960

HaloVerse HORIZON- 3.869.142 S. Osuna 01/01/2026-
MSCA-2024- (UdG: 31/12/2030
DN-JD- 376.250)
101226357
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RePolHyCA HORIZON- 209.914 F. Zaccaria 01/10/2025 —
MSCA-2024- 30/09/2027
PF-101205901 (M. Costas)

Cyb-org HORIZON- 322.164 A. Roca 01/07/2025 —
TMA-MSCA- 31/12/2027
2024-PF-GF- (M. Costas)

101206634

MICINN Funding

Project Title Reference Amount (€) Principal

Investigator
Catalyst designto  PID2024- 387.500 + FPI M. Costas 01/09/2025 —
exert 162777NB-100 31/12/2028
chemoselectivity A. Company
control in
biologically
inspired oxidation
catalysis
Rational design of  PID2024- 237.500+FPI  S. Osuna 01/09/2025 —
efficient 155349NB-100 31/12/2028
therapeutic
enzymes
Going to selectivity PI1D2024- 177.500+FP1  A. Poater 01/09/2025 —
in mild conditions  155989NB-100 31/12/2028
in C-C bond

formation by
chemical tools

Juan de la Cierva JDC2024- 76.600 A. Fadeev 01/03/2026-
054354-1 (M. Costas) 28/02/2028

Juan de la Cierva JDC2024- 76.600 S. Kapse 01/06/2026-
055132-1 (A. Poater) 31/05/2028

Red de RED2024- 28.000 A. Lledd 2025-2027

investigacion en 154178-T

fotovoltaica M. Sola

organica-

inorganica de
nueva generacion

Consolidacion CNS2025- 192.390 F. Feixas 2026-2028
Investigadora 165326
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ICREA Académia Awards

Project Title Reference Amount (€) Principal Period
Investigator

ICREA 2025 ICREA 200.000 A. Poater 01/01/2027-

Academia 2025 00110 31/12/2031

AGAUR Funding

Project Title Reference Amount (€) Principal Period
Investigator

Doctorat 2025 DI 079 37.800 J. Mestres 2026-2028

Industrial Chemotargets

Beatriu de 2024 BP 00034 161.400 S. Fernandez 01/01/2026 —

Pinoés (M. Costas) 31/12/2028

Industria del 2025 PROD 150.000 S. Osuna 16/09/2025-

Coneixement 00025 15/03/2027

Other Funding

Project Title Amount (€) Principal
Investigator
6a edicié de IQCC open University of 810 X. Ribas
doors 2025 Girona — Consell
social
I, per a qué serveix lateva  University of 1.200 S. Simon
Recerca? Activitat Girona — Consell
associada a La Nit Europea social
de la Recerca UdG
Any Internacional de la University of 400 S. Simon
Ciénciai la Tecnologia Girona — Consell
Quantica (IYQ) social
X Campus d'Estiu de Magia University of 1.680 M. Duran
i Ciéncia Girona — Consell
social
La Ciéncia de la Casa University of 400 M. Duran
Magica Girona — Consell
social
(Pre)-escolars & Ciéncia University of 3.600 S. Osuna
Girona — Consell
social
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IQCC en fires de divulgacié University of 975 X. Ribas
cientifica 2025 Girona — Consell
social
PROMOTORS_UdG2025/13 University of 49.675 X. Ribas
Girona
TalentUdG2025 University of 85.525 A. Call
Girona
RETICAT BBVA 247.687 M. Costas, D.
Fundamentos Maspoch, X. Ribas,
A. Call
Breakfast IUPAC-UdG Breakfast IUPAC 340 LI. Blancafort
Disefio computacional de ONCE 30.000 O. El Bakouri
nuevos catalizadores para INVESTIGA
reacciones de
acoplamiento cruzado,
metastasis de olefinas y
funcionalizacién de
enlaces C-H

7. Industrial Collaborations

One of the priorities of the IQCC is to strengthen the connections with industry, both
nationally and internationally. Apart from projects, collaborations, and research stays of
undergrad, Master and PhD students, many of the IQCC Alumni find positions within industry
in the participating companies. Furthermore, the IQCC also participates actively in the
Industrial Doctorates research programme of the Generalitat de Catalunya, with several
students having already finished their thesis and others have just started on a new joint
industry-IQCC PhD thesis.

The Dr. Josep Trueta Biomedical Research Institute of Girona (IDIBGI) and the Institute of
Computational Chemistry and Catalysis (IQCC) of the University of Girona (UdG) have
organized a joint event with the goal of fostering collaboration between researchers from
different disciplines. The meeting, held at the IDIBGI in Salt, allowed the sharing of research

lines, identification of synergies, and exploration of new collaboration opportunities.
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During the session, researchers from the IQCC presented their research on the chemical
synthesis of pharmacologically interesting products and the computational analysis of reaction
mechanisms in enzymes. Meanwhile, the IDIBGI teams presented their projects developed in
the five major health areas: cardiovascular and respiratory, metabolism and inflammation,

neurosciences, oncohematology, and mental health.

This first exchange of synergies highlighted the potential of joining efforts between two
institutions that share a commitment to society, scientific excellence, and innovation. “This
meeting is a great opportunity to create synergies with the patron institutions of IDIBGI and
combine efforts in the Girona region to advance in the mission of improving the health and
quality of life of people,” emphasized the director of IDIBGI, Marga Nadal.

On the other hand, the director of IQCC highlighted that “this first meeting, which we hope will
be the first of many, has established an initial contact between researchers from two powerful
research institutes in Girona, IDIBGI and IQCC. In this way, researchers from both institutions
realized that, despite working on topics that may seem distant at first glance, there are
overlapping areas in which they can collaborate and help each other.” This alliance could be
key to the development of new therapeutic tools, predictive models, and applications that

address current health challenges.

About : The Dr. Josep Trueta Biomedical Research Institute of Girona (IDIBGI) focuses
on translational research with the aim of improving health and healthcare. Organized into 24
research groups, it employs over 400 professionals and conducts research in the five major
scientific areas. IDIBGI is a private foundation within the public sector of the Generalitat of
Catalonia and is part of the Research Centers of Catalonia (CERCA).

About : The Institute of Computational Chemistry and Catalysis (IQCC) focuses its
research on theoretical chemistry, homogeneous and enzymatic catalysis. As such, research
and education are its two missions, naturally intertwined. With an international vision, it
promotes cooperation between theoretical and experimental teams to tackle the major
challenges in chemical sciences, contributing to the transition towards a circular economy.
The IQCC consists of 112 researchers organized into three research units

and
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Collaboration with Givaudan, Concentrol, AGC Pharma Chemicals,
Esteve and Nanobots Therapeutics industries for five MACMoM
students

During Feburary, five of the Master in Advanced Catalysis and Molecular Modelling
(MACMoM) students started a internship in Givaudan, Concentrol, AGC  Pharma
Chemicals, Esteve, Nanobots Therapeutics to perform their Master research project (TFM).

Internship in a company is an optional module of the MACMoM Master, in which the students
can perform a full-time internship in a company for up to 4-5 months and a maximum of 750h.
In these cases, the Master Thesis is associated with the work carried out in the company, and
is co-supervised by a supervisor at the company and a supervisor of the IQCC. The internship
corresponds to training undertaken by a student in a national or foreign company, with the aim
of applying and complementing the training acquired in the master's degree, bringing the
student closer to the reality of the environment in which he/she will exercise his/her
professional activity. Every year, some companies have shown interest in hosting Master’s

students.
| Ve AGC 2
P — ancentr()l@ AGC Pharma Chemicals
Universitat e MACM
: oM
Getunna Masar 1 AhancadCoct
@NAN BOTS Gleoudcm
THERAPEUTICS -
=
T
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Hands-on Amsterdam Modeling Suite workshop 2025

During last week (Jan 29th) there was the Hands-on Amsterdam Modeling Suite workshop at
the Parc-UdG organized by SCM and Prof. Marcel Swart and Prof. Silvia Osuna, ICREA
researchers at the Institute of Computational Chemistry and Catalysis (IQCC), to learn hands-

on how easy it is to use the powerful Amsterdam Modeling Suite for understanding and
predicting chemical and materials properties.

SCM

Software for
Chemistry &
Materials

8. PhD tesis

Title: Exploring the use of Rh-catalyzed cyclization reactions for the
functionalization of fullerenes

Author: Castanyer Caballé, Cristina

Director: Pla-Quintanta, Anna; Sola, Miquel; Roglans, Anna
Defense date: 2025-02-14

Title: Asymmetric oxidative dearomatization of arenes with biologically inspired
oxidation catalysts

Author: Choukairi Afailal, Najoua

Director: Costas, Miquel

Defense date: 2025-03-18

Title: Intermolecular interactions between fluorophores carrying BF/BF2 group
' and halogenated fluorobenzenes

Author: Iglesias Reguant, Alejandro

Director: Luis, Josep Maria; Osmialowski, Borys

Defense date: 2025-04-07
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Title: DFT calculations towards predictive organo/organometallic chemistry
Author: Tomasini, Michele

Director: Poater, Albert; Caporaso, Lucia; Falivene, Laura

Defense date: 2025-04-24

Title: Computational study and design of materials for photovoltaic applications
Author: George, Gibu

Director: Sola, Miquel; Stasyuk, Anton

Defense date: 2025-04-25

Title: Extracting Chemical Concepts with Effective Fragment Orbitals
Author: Comas i Vila, Gerard

Director: Salvador, Pedro

Defense date: 2025-06-10

b Title: Rational design of tryptophan synthases through conformation and
correlation-based allosteric networks

Author: Duran i Rebenaque, Cristina
Director: Osuna, Silvia

Defense date: 2025-06-12

Title: Generation of theoretical DHICA melanin models for the simulation of
optical spectra

Author: Bosch Coch, Daniel

Director: Blancafort, Lluis

Defense date: 2025-07-28

Title: Functional Cavitands as Artificial Enzymes: Bridging Computational and
Synthetic Strategies for Supramolecular Catalysis and Beyond

Author: Lépez Coll, Ricard

Director: Lledo, Agusti

Defense date: 2025-07-31
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Title: Getting insight into C-H functionalization and cross-coupling reactions
g . mediated by nickel and other first-row transition metals

= ¢« Author: Juvanteny Palomeras, Adria

#  Director: Company, Anna

Defense date: 2025-09-03

9. Publications

1. R. Barzaga, B. Kerkeni, D.A. Garcia-Hernandez, X. Ribas, T. Pelachs, M. Manteiga,
A. Manchado, M.A. Gémez-Mufoz, T. Huertas-Roldan, G. Ouerfelli
Peculiarities in the infrared emission of polycyclic aromatic hydrocarbon-
Ceo adducts
A&A, 2025, 704, A300 DOI: 10.1051/0004-6361/202554031

2. Mostafa Ahmadi, Yasothaa Thavayogarajah, Josep Duran, Albert Poater, Sebastian
Seiffert
Reconfigurable Transient Polymer Networks Based on Heteroleptic Metal-
Ligand Complexes
ACS Appl. Polym. Mater., 2025, 7, 16427-16433 DOI: 10.1021/acsapm.5c03436

3. Judith Minch, Jordi Soler, Ofir Gildor-Cristal, Sarel J. Fleishman, Marc Garcia-
Borras, Martin J. Weissenborn
Computationally Designed Peroxygenases That Exhibit Diverse and Selective
Terpene Oxyfunctionalization
ACS Catal., 2025, 12741-12755 DOI: 10.1021/acscatal.5c02412

4. Stuart C.D. Kennington, Mou Mandal, Roger Monreal-Corona, Arijit Saha, Albert
Poater, Anna Roglans, Anna Pla-Quintana
Head-to-Tail Selective [2 + 2 + 2] Cycloadditions of Bisallenes Enabled by
Ligand-Free Nickel(0)
ACS Catal., 2025, 15, 15043-15049 DOI: 10.1021/acscatal.5c04046

5. Bittu Chandra, Chupeng Li, Mursaleem Ansari, Jin Xiong, Alex Lovstedt, Yisong
Guo, Marcel Swart, Lawrence Que
Million-Fold Activation of C—H Bonds by Fluorinated Nonheme Fe'V =0
Complexes via Second Sphere Equatorial Substitution and Catalytic
Epoxidation to Boot
ACS Catal., 2025, 17361-17372 DOI: 10.1021/acscatal.5c04331

6. Arnau Call, Andrea Palone, JordanP. Liles, Natalie P. Romer, Jacquelyne A. Read,
JosepM. Luis, Matthew S. Sigman, Massimo Bietti, Miquel Costas
Understanding Catalytic Enantioselective C—H Bond Oxidation at Nonactivated
Methylenes Through Predictive Statistical Modeling Analysis
ACS Catal., 2025, 15, 2110-2123 DOI: 10.1021/acscatal.4c05659

7. Sophie Staar, Miquel Estévez-Gay, Felix Kaspar, Silvia Osuna, Anett Schallmey
Engineering of Conserved Sequence Motif 1 Residues in Halohydrin
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Dehalogenase HheC Simultaneously Enhances Activity, Stability, and
Enantioselectivity
ACS Catal., 2025, 15, 5257-5272 DOI: 10.1021/acscatal.5c00819

Emely Jockmann, Helena Girame, Wieland Steinchen, Kalle Kind, Gert Bange, Kai
Tittmann, Michael Miller, Ferran Feixas, Marc Garcia-Borras, Jennifer N. Andexer
How to Tell an N from an O: Controlling the Chemoselectivity of
Methyltransferases

ACS Catal., 2025, 15, 6410-6425 DOI: 10.1021/acscatal.5c00834

Marika Di Berto Mancini, C. Maurits de Roo, AndyS. Sardjan, Ronald Hage, Giorgio
Olivo, Osvaldo Lanzalunga, Marcel Swart, Wesley R. Browne

A Transient, Highly Reactive Fe(IV)=0 Species Revealed Through the
Interference by O, in the Activation of Organic Peracids by [(N4Py)Fe(Il)]*
ACS Catal., 2025, 15, 7482-7495 DOI: 10.1021/acscatal.5c00706

Mona Wieland, Jonnely Luizaga, Cristina Duran, Barbara Germscheid, Johanna
Rein, Astrid Bruckmann, Caroline Hiefinger, Silvia Osuna, Andrea Hupfeld
Reversible Substrate-Specific Photocontrol of the Chemotherapeutic
Asparaginase(-Glutaminase) fromEscherichia coli

ACS Catal., 2025, 15, 8462-8478 DOI: 10.1021/acscatal.5c01608

Marcel Swart, Isaac Garcia-Bosch

Characterization of Three Intermediates in an Unusual Copper-Dependent
Enzyme

ACS Cent. Sci., 2025, 11, 656-658 DOI: 10.1021/acscentsci.5c00732

Tobias Vornholt, Peter Stockinger, Mojmir Mutny, Markus Jeschek, Bettina Nestl,
Gustav Oberdorfer, Silvia Osuna, Jurgen Pleiss, Ditte Hededam Welner, Andreas
Krause, Rebecca Buller, Thomas R. Ward

Of Revolutions and Roadblocks: The Emerging Role of Machine Learning in
Biocatalysis

ACS Cent. Sci., 2025, 11, 1828-1838 DOI: 10.1021/acscentsci.5c00949

Ping-Yuan Lee, Barbara M. Maciejewska, Mathew J. Cross, Chloe M. van Beek,
Claire N. Brodie, Athul S. Bhaskaran, George T. Tebbutt, Ryan M. Schofield, Samuel
J. Page, Ed Darnbrough, Marcel Swart, Andrew S. Weller, Nicole Grobert

A straightforward route to hexagonal-boron nitride fibers

Adv. Compos. Hybrid Mater., 2025, 8, 392 DOI: 10.1007/s42114-025-01418-7

Miguel Martinez-Fernandez, MdBin Yeamin, David Dalmau, Jorge J. Carbd, Albert
Poater, Juan V. Alegre-Requena

Data-Driven Analysis of Ni-Catalyzed Semihydrogenations of Alkynes

Adv. Synth. Catal., 2025, 5, 656-658 DOI: 10.1002/adsc.202401444
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Roger Monreal-Corona, Alex Diaz-Jiménez, Pedro J. Pérez, Ana Caballero, Anna
Roglans, Albert Poater, Anna Pla-Quintana

Catalyst-Directed Selectivity in Vinylcarbene Reactions: A Comparative Study
of Ag, Rh, and Cu Complexes

Adv. Synth. Catal., 2025, 367, e70007 DOI: 10.1002/adsc.70007

Cristina Castanyer, Albert Artigas, Miquel Sola, Anna Pla-Quintana, Anna Roglans
On the Functionalization of Cg¢o with Vinylallenes Generatedin situ by Rhodium
Catalysis

Adv. Synth. Catal., 2025, 367, €202401163 DOI: 10.1002/adsc.202401163

Caroline Hiefinger, Michela Marcon, Verena Pape, Guillem Casadevall, Ranit Lahmy,
Christoph Haag, Julian Nazet, Michael Bartl, Astrid Bruckmann, Silvia Osuna,
Burkhard Kénig, Andrea Hupfeld

Expanding the Repertoire of Photoswitchable Unnatural Amino Acids for
Enzyme Engineering

Angew. Chem. Int. Ed., 2025, 64, €202508562 DOI: 10.1002/anie.202508562

Najoua Choukairi Afailal, Siu-Chung Chan, Miquel Costas
Manganese-Catalyzed Enantioselective Dearomative Epoxidation of
Naphthalenes with Aqueous Hydrogen Peroxide

Angew Chem Int Ed, 2025, 64, €202504356 DOI: 10.1002/anie.202504356

Anthony J. Huls, Jordi Soler, Yuxuan Su, Yunfang Yang, Marc Garcia-Borras,
Xiongyi Huang

Biocatalytic Olefin Difunctionalization for Synthesis of Chiral 2-Azidoamines
Using Nonheme Iron Enzymes

Angew Chem Int Ed, 2025, 64, €202423403 DOI: 10.1002/anie.202423403

Aditesh Mondal, Kevin Breitwieser, Sergi Danés, Annette Griinwald, Frank W.
Heinemann, Bernd Morgenstern, Frank Miller, Michael Haumann, Maximilian
Schitze, Dustin Kass, Kallol Ray, Dominik Munz

m-Lewis Base Activation of Carbonyls and Hexafluorobenzene

Angew Chem Int Ed, 2025, 64, 202418738 DOI: 10.1002/anie.202418738

Jiacheng Li, Cristina Duran, Balazs Pogranyi, Katy A.S. Cornish, Jared
Cartwright, Silvia Osuna, William P. Unsworth, Gideon Grogan

Divergent Oxidation Reactions of E - andZ -Allylic Primary Alcohols by an
Unspecific Peroxygenase

Angew Chem Int Ed, 2025, 64, €202422241 DOI: 10.1002/anie.202422241

Miquel Costas, Andrea Palone, Arnau Call, Aleria Garcia-Roca, Josep M. Luis,
Matthew S. Sigman, Massimo Bietti, Cristina Nevado

Shaping of a Reactive Manganese Catalyst Enables Access to
Polyfunctionalized Cyclohexanes via Enantioselective C(sp3)-H Bond
Oxidation of 1,3-meso Diethers

Angew Chem Int Ed, 2025, 64, €202507755 DOI: 10.1002/anie.202507755
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Miquel Sola
Aromaticidad molecular
Anales, 2025, 121, 277 DOI: 10.62534/rseq.aq.2086

Roger Monreal-Corona, Lole Jurado, Hiroya Ishikawa, Marti Gimferrer, Albert Poater,
Luis F. Bobadilla, M. Rosa Axet, Sergio Posada-Pérez

Computational and experimental insights into single-atom catalysts supported
on g-C3N4: Unraveling the superior stability and catalytic activity of Rh in
hydroformylation reactions

Applied Surface Science, 2025, 698, 163050 DOI: 10.1016/j.apsusc.2025.163050

Nicolas Joly, Clara Mauclaire, Sylvain Gaillard, Albert Poater, Jean-Luc Renaud
Dehydrogenative Coupling Reaction for the Synthesis of 5- and 6-Heterocyclic
Derivatives Catalyzed by Earth-Abundant Metal-Based Complexes

Asian J Org Chem, 2025, 14, e202400728 DOI: 10.1002/ajoc.202400728

Michele Tomasini, Michal Szostak, Albert Poater

Machine Learning in Predicting Activation Barrier Energy of C=N Bond
Rotation in Amides

Asian J Org Chem, 2025, 14, €202400749 DOI: 10.1002/ajoc.202400749

Zahra Noori, Miquel Sola, Clara Vifas, Francesc Teixidor, Jordi Poater
Unraveling aromaticity: the dual worlds of pyrazole, pyrazoline, and 3D
carborane

Beilstein J. Org. Chem., 2025, 21, 412-420 DOI: 10.3762/bjoc.21.29

Santiago Ruiz-Martinez, Xavi Ribas, Miquel Costas, Goran Landberg, Teresa Puig
Characterization and targeting of chemoresistant triple-negative breast cancer
subtypes using amino-pyridine compounds

Biochimica et Biophysica Acta (BBA) — Molecular Basis of Disease, 2025, 1871,
167899 DOI: 10.1016/j.bbadis.2025.167899

Tania Péelachs, Clara Sabria, Valentina lannace, Inhar Imaz, Felipe Gandara, Daniel
Maspoch, Ferran Feixas, Xavi Ribas

Supramolecular Mask Regioconverter: Orthogonal Diels—Alder C7, Bisadducts
by Mask-Mediated Regioselective Synthesis

CCS Chem, 2025, 7, 703-715 DOI: 10.31635/ccschem.024.202405057

Zhen Cao, Laura Falivene, Albert Poater, Bholanath Maity, Ziyung Zhang, Gentoku
Takasao, SadeedBin Sayed, Andrea Petta, Giovanni Talarico, Romina Oliva, Luigi
Cavallo

COBRA web application to benchmark linear regression models for catalyst
optimization with few-entry datasets

Cell Reports Physical Science, 2025, 6, 102348 DOI: 10.1016/j.xcrp.2024.102348

Marco Galeotti, Laia Vicens, Miquel Costas

Alkane recognition enhanced by solvophobic interactions enables site-
selective aliphatic C—H oxidation

Chem, 2025, 11, 102539 DOI: 10.1016/j.chempr.2025.102539
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32. Shiyi Yang, Tongliang Zhou, Xiang Yu, Albert Poater, Josep Duran, Maciej Spiegel,
Luigi Cavallo, Steven P. Nolan, Michal Szostak
Late-stage functionalization of pharmaceuticals by C-C cross-coupling
enabled by wingtip-flexible N-heterocyclic carbenes
Chem Catalysis, 2025, 5, 101297 DOI: 10.1016/j.checat.2025.101297

33. Hugo Marchi Luciano, Agusti Lledd
Chiral synthetic hosts for efficient enantioselective molecular recognition.
Design principles and synthetic aspects
Chem. Commun., 2025, 61, 1790-1799 DOI: 10.1039/d4cc06107a

34. Miquel Sola, Alvaro Mufoz-Castro
Aromaticity of All-Metal Clusters
Chem. Commun., 2025, 61, 14280-14291 DOI: 10.1039/D5CC03842A

35. Patrick M. Crossland, Bittu Chandra, Saikat Banerjee, Chase S. Abelson, Yisong
Guo, Marcel Swart, Lawrence Que
Mimicking sSMMOH chemistry: trapping the Sc** -bound nonheme Fe'' -0-O-
Fe" adduct prior to its conversion into an Fe' ; (u-0). core
Chem. Sci., 2025, 16, 19608-19613 DOI: 10.1039/d5sc05667¢e

36. Fabian M. Steudel, Clara Sabria, Massimo Delle Piane, Ferran Feixas, Xavi Ribas,
Giovanni M. Pavan, Max von Delius
Observation of shuttling on the one-second timescale in a
[10]cycloparaphenylene/Ce [2]catenane
Chem. Sci., 2025, 16, 21908-21916 DOI: 10.1039/D5SC05734E

37. Cristina Castanyer, Cetin Celik, Albert Artigas, Anna Roglans, Anna Pla Quintana,
AntonJ Stasyuk, Yoko Yamakoshi, Miquel Sola
Enhancement of photoinduced reactive oxygen species generation in open-
cage fullerenes
Chem. Sci., 2025, 16, 2673-2681 DOI: 10.1039/D4SC05428H

38. Haiyan Huang, Lilia Kinziabulatova, Anju Manickoth, Yiming Zhang, Marisa A.
Barilla, Lluis Blancafort, Bern Kohler, Jean-Philip Lumb
An iterative synthesis of poly-substituted indole oligomers reveals a short
effective conjugation length in eumelanin model compounds
Chem. Sci., 2025, 16, 4537-4548 DOI: 10.1039/D4SC08610D

39. Louis Van Nyvel, Mercedes Alonso, Miquel Sola
Effect of size, charge, and spin state on Hiickel and Baird aromaticity in
[N ]Jannulenes
Chem. Sci., 2025, 16, 5613-5622 DOI: 10.1039/D4SC08225G

40. Sladana Dordevi¢, Jordi Poater, Miquel Sola, Slavko Radenkovi¢
Oxidation-induced double aromaticity in periodo-polycyclic hydrocarbons
Chem. Sci., 2025, 16, 9920-9933 DOI: 10.1039/D4SC08696A
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41. Lukas Naimovicius, Manvydas Dapkevicius, Edvinas Radiunas, Mila Miroshnichenko,
Gediminas Kreiza, Carles Alcaide, Paulius Baronas, Yoichi Sasaki, Nobuhiro Yanai,
Nobuo Kimizuka, Andrew Brian Pun, Miquel Sola, Pankaj Bharmoria, Karolis
Kazlauskas, Kasper Moth-Poulsen
Enhancing the Statistical Probability Factor in Triplet-Triplet Annihiltaion
Photon Upconversion via TIPS Functionalization
Chem. Sci., 2025, 16, 20255-20264 DOI: 10.1039/d5sc05248¢c

42. Artur Brotons Rufes, JuanPablo Martinez, Nicolas Joly, Sylvain Gaillard, JeanLuc
Renaud, Sergio Posada Pérez, Albert Poater
First Row Transition Metals in Olefin Metathesis: The Role of Iron and
Manganese
ChemCatChem, 2025, 17, e00570 DOI: 10.1002/cctc.202500570

43. Anjana Rajeev, Sethuraman Muthuramalingam, VisvesvararPitchai Murugan, Miquel
Costas, Prabha Vadivelu, Muniyandi Sankaralingam
Unveiling the Catalytic Activity of Nickel(ll) Complexes of Pentadentate
Ligands in Aromatic Oxidations
ChemCatChem, 2025, 17, €202401645 DOI: 10.1002/cctc.202401645

44. O. A. Stasyuk, C. Curutchet, A. J. Stasyuk
Mechanical Strain-Controlled Aromaticity in Cyclo[n]Carbons
Chemistry A European J, 2025, 31, e01598 DOI: 10.1002/chem.202501598

45. Hiva Doustmohammadi, Janet Sanchez, Dhani Ram Mahato, Silvia Osuna
Evolution Enhances Kemp Eliminase Activity by Optimizing Oxyanion
Stabilization and Conformational Flexibility
Chemistry A European J, 2025, 31, e202403747 DOI: 10.1002/chem.202403747

46. Lorena Capdevila, Judith Sala, Cristina Berga, Araceli de Aquino, Teodor
Parella, Lluis Blancafort, Laura Rodriguez, Silvia Simon, Xavi Ribas
Shortcut to Highly Fluorescent Perylene Derivatives: From Fluoranthene
Fissure-Coupling to Late-Stage Aromatic Extension
ChemistryEurope, 2025, 3, €202500102 DOI: 10.1002/ceur.202500102

47. Ping Zhang, Hongyuan Ren, Zhaofeng Sun, Hou-Ji Cao, Deshuang Tu, Chang-
Sheng Lu, Jordi Poater, Miquel Sola, Hong Yan
Facile and regioselective B—-H bond functionalization of carboranes via
cage---I(lll) interaction
Chinese Chemical Letters, 2025, 111617 DOI: 10.1016/j.cclet.2025.111617

48. Noah Al-Shamery, Dauren Biyasheyv, Lluis Blancafort, Anthony Camus, NathanC.
Gianneschi, CarlosFederico De Olivera Graeff, Bern Kohler, Shujie Li, KurtQ. Lu,
Jean-Philip Lumb, Paola Manini, Maria McNamara, Paul Meredith, A. Bernardus
Mostert, TobyL. Nelson, Busra Ozlu, Valentina Rossi, Farhana Shanta, Matthew
Shawkey, BongSup Shim, Andrew J. Surman, Wanjie Xie, Clara Santato, Micaela
Matta
From melanogenesis to melanin technologies
Commun Chem, 2025, 8, 323 DOI: 10.1038/s42004-025-01731-8
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Esther Pruna Cortada, Silvia Osuna

Shortest Path Map correlation-based tool for capturing functionally relevant
allosteric networks and its application in enzyme design

Comptes Rendus. Chimie, 2025, 28, 383-395b DOI: 10.5802/crchim.389

Artur Brotons-Rufes, Sergio Posada-Pérez, Juan Pablo Martinez, Steven P.
Nolan, Albert Poater

Challenges in olefin metathesis: past, present and future

Coord. Chem. Rev., 2025, 542, 216827 DOI: 10.1016/j.ccr.2025.216827

Daniél R. Duijnstee, Marika Di Berto Mancini, C. Maurits de Roo, Duenpen Unjaroen,
Moniek Tromp, Ronald Hage, Wesley R. Browne, Marcel Swart

Ligand driven heterolytic O-O bond cleavage in a non-haem phenolato-Fe(iii )—
OOH complex to yield a formal Fe(v )=0 intermediate

Dalton Trans., 2025, 54, 14566-14577 DOI: 10.1039/d5dt01477h

Roger Monreal-Corona, Nicolas Joly, Sylvain Gaillard, Jean-Luc Renaud, Marc
Valero, Enric Mayolas, Anna Pla-Quintana, Albert Poater

Mechanism and optimization of ruthenium-catalyzed oxalamide synthesis
using DFT

Dalton Trans., 2025, 54, 1655-1664 DOI: 10.1039/D4DT03182B

Igra Sarfraz, Anna Roglans, Albert Artigas, Miquel Sola

Exploring the Impact of Topological Variations on the Stability of the Ground
Singlet and Lowest-Lying Triplet States of Catacondensed Hexabenzenoids
Eur J Org Chem, 2025, 28, €202500376 DOI: 10.1002/ejoc.202500376

Maryana Nadirova, tukasz Grzesinski, Artur Brotons-Rufes, Albert Poater, Anna
Kajetanowicz, Karol Grela

Testing Differently Substituted Quinoxaline-2,3-Dithiolate Ligands inZ -
Stereoretentive Olefin Metathesis Leading to Pheromone of Rice Yellow Stem
Borer (Scirpophaga incertulas )

Euro J Lipid Sci & Tech, 2025, 127, e70012 DOI: 10.1002/ejlt.70012

Thalia Ortiz-Garcia, Sergio Posada-Pérez, Layla EI-Khchin, David Dalmau, JuanV.
Alegre-Requena, Miquel Sola, Valerio D’Elia, Albert Poater

Systematic investigation of the role of the epoxides as substrates for

CO; capture in the cycloaddition reaction catalysed by ascorbic acid

Ind. Chem. Mater., 2025, 3, 452-463 DOI: 10.1039/D5IM00037H

David D. Hebert, Ankita Puri, Daniel Ye, Allison McAninch, Amanda Chisholm,
Maxime A. Siegler, Marcel Swart, Isaac Garcia-Bosch

Synthesis and Characterization of Copper Complexes Featuring a Redox-
Active ONO Ligand in Three Molecular Oxidation States

Inorg. Chem., 2025, 64, 11204-11218 DOI: 10.1021/acs.inorgchem.5c01578

Roger Monreal-Corona, Xavi Ribas, Anna Pla-Quintana, Albert Poater

Mechanism of Gold-Catalyzed Arylation-Lactonization: A Density Functional
Theory Study on the Role of the (MICAN)AuCIl Complex in Au(l)/Au(lll) Catalysis
Inorg. Chem., 2025, 64, 12755-12761 DOI: 10.1021/acs.inorgchem.5c01666
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Gerard Comas-Vila, Pedro Salvador
Rationalizing Spin-Crossover Properties of Substituted Fe (Il) Complexes
Inorg. Chem., 2025, 64, 15437-15447 DOI: 10.1021/acs.inorgchem.5c01523

Artur Brotons-Rufes, Sergio Posada-Pérez, Steven T. Diver, Albert Poater
Macrocyclic NHC Ligands in Hoveyda-Type Ru Alkene Metathesis Catalysts:
Only Sterics?

Inorg. Chem., 2025, 64, 19485-19496 DOI: 10.1021/acs.inorgchem.5c03590

Juan Chen, AndyS. Sardjan, C. Maurits de Roo, Marika Di Berto Mancini, Apparao
Draksharapu, Davide Angelone, Ronald Hage, Marcel Swart, Wesley R. Browne
Generation of [(N4Py)Fe(IV)=0]? through Heterolytic O-O Bond Cleavage in
[(N4Py)Fe(ll)(OOH)I*

Inorg. Chem., 2025, 64, 9408-9417 DOI: 10.1021/acs.inorgchem.4c05172

Gerrit-Jan Linker, Marcel Swart, PietTh. van Duijnen

Atomic Radii Derived From the Expectation Value r4$$ \left\langle
{r}*4\right\rangle $$

Int J of Quantum Chemistry, 2025, 125, e70032 DOI: 10.1002/qua.70032

O. A. Stasyuk, G. George, C. Curutchet, F. Plasser, A. J. Stasyuk
The (Anti)aromatic Properties of Cyclo[n]Carbons: Myth or Reality?
J Comput Chem, 2025, 46, €70283 DOI: 10.1002/jcc.70283

Sergei F. Vyboishchikov

Atomic Neural Network for Calculation of Solvation Free Energies in Organic
Solvents

J Comput Chem, 2025, 46, e70104 DOI: 10.1002/jcc.70104

Pengfei Chen, Yafei Li, Jing Ma, Jun Zhu, Jin Xie, Miquel Sola, Congqing Zhu, Qin
Zhu

Neutral All-Metal o-Aromaticity in a Rhombic Cluster

J. Am. Chem. Soc., 2025, 147, 14769-14776 DOI: 10.1021/jacs.5c03828

Fabian Dankert, Simon P. Muhm, Chandan Nandi, Sergi Danés, Sneha Mullassery,
Petra Herbeck-Engel, Bernd Morgenstern, Robert Weiss, Pedro Salvador, Dominik
Munz

Hexaphenyl-1,2-Diphosphonium Dication [Ph; P-PPh; ]** : Superacid,
Superoxidant, or Super Reagent?

J. Am. Chem. Soc., 2025, 147, 15369-15376 DOI: 10.1021/jacs.5c01271

Oscar Reid Kelly, Brendan Twamley, Marcel Swart, Aidan R. McDonald
Electrostatic Fields Induce Accelerated Proton Coupled Electron Transfer
Rates in Chlorophyll Model Compounds

J. Am. Chem. Soc., 2025, 147, 29399-29412 DOI: 10.1021/jacs.5c09511
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Serena E. Hunt, Cindy Klaus, Aqza E. John, Niayesh Zarifi, Alec Martinez, Ferran
Feixas, Marc Garcia-Borras, Michael C. Thompson, Roberto A. Chica

Distal Mutations in a Designed Retro-Aldolase Alter Loop Dynamics to Shift
and Accelerate the Rate-Limiting Step

J. Am. Chem. Soc., 2025, 147, 30723-30736 DOI: 10.1021/jacs.5c05134

Valentina lannace, Clara Sabria, Riley D. Schmitt, Ferran Feixas, Steven
Stevenson, Xavi Ribas

Supramolecular Length-Dependent Encapsulation of Cg , C100 , C120 , and Cy3p :
a Shape-Selective Approach to Fullertube Purification

J. Am. Chem. Soc., 2025, 147, 36079-36084 DOI: 10.1021/jacs.5¢12991

Ya-Shan Huang, Hong-Lei Xu, Wen-Juan Tian, Zi-Sheng Li, Silvia Escayola, Miquel
Sola, Alvaro Mufoz-Castro, Zhong-Ming Sun

[Cos @Ges Snis ]* : A Giant o-Aromatic Cluster Analogous to H; * and Li; *

J. Am. Chem. Soc., 2025, 147, 9407-9414 DOI: 10.1021/jacs.4c16401

Evert Jan Baerends, Nestor F. Aguirre, Nick D. Austin, Jochen Autschbach, F.
Matthias Bickelhaupt, Rosa Bulo, Chiara Cappelli, Adri C. T. van Duin, Franco Egidi,
Célia Fonseca Guerra, Arno Forster, Mirko Franchini, Theodorus P. M. Goumans,
Thomas Heine, Matti Hellstrém, Christoph R. Jacob, Lasse Jensen, Mykhaylo
Krykunov, Erik van Lenthe, Artur Michalak, Mariusz M. Mitoraj, Johannes
Neugebauer, Valentin Paul Nicu, Pier Philipsen, Harry Ramanantoanina, Robert
Ruger, Georg Schreckenbach, Mauro Stener, Marcel Swart, Jos M. Thijssen, Tomas
Trnka, Lucas Visscher, Alexei Yakovlev, Stan van Gisbergen

The Amsterdam Modeling Suite

J. Chem. Phys., 2025, 162, 162501 DOI: 10.1063/5.0258496

Rudraditya Sarkar, Carmelo Naim, Karan Ahmadzadeh, Robert Zalesny, Denis

Jacquemin, Josep M. Luis

Simulations of Two-Photon Absorption Spectra of Fluorescent Dyes: The

Impact of Non-Condon Effects

J. Chem. Theory Comput., 2025, 21, 3587-3599 DOI: 10.1021/acs.jctc.4c01545

Gerard Comas-Vila, Leila Pujal, Alberto Otero-de-la-Roza, Davide Tiana, Julia
Contreras-Garcia, Pedro Salvador

Effective Oxidation State Analysis for Solids

J. Chem. Theory Comput., 2025, 21, 7075-7086 DOI: 10.1021/acs.jctc.5c00482

Alex Iglesias-Reguant, Izabela Baranska, Damian Plazuk, Robert Zalesny, Josep M.
Luis, Borys Osmiatowski

Isoelectronic Push—Pull Fluorescent Difluoroborates: Halogen Bonding and
Photophysical Properties

J. Org. Chem., 2025, 90, 2790-2799 DOI: 10.1021/acs.joc.4c03077

Nathalie Proos Vedin, Josene M. Toldo, Silvia Escayola, Slavko Radenkovi¢, Miquel
Sola, Henrik Ottosson

Toward a Systematics for the Lowest Excited States of Heteroaromatics
Enabled via Cyclic m-Conjugated Carbenes and Heteroelement Analogues

J. Org. Chem., 2025, 28, 9743-9756 10.1021/acs.joc.5c00578
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Omkar Charapale, Jordi Poater, Sergio Posada-Pérez, Miquel Sola, Albert Poater
Diels—Alder Cycloaddition of Cyclopentadiene to C¢ and Siso and Their
Endohedral Li* Counterparts

J. Phys. Chem. A, 2025, 129, 1386-1395DOI: 10.1021/acs.jpca.4c08287

Anushree Dutta, Alex Iglesias-Reguant, Josep M. Luis, Ramprasad Misra, Nabanita
Deb

Tailoring Spectral Response and First Hyperpolarizability of Aryl-Substituted
BODIPY-Based ‘Push—-Pull’ Chromophores: Influence of Medium and Structural
Modifications

J. Phys. Chem. A, 2025, 129, 5427-5437 DOI: 10.1021/acs.jpca.5c00383

Athul Santha Bhaskaran, Silvia Osuna, Marcel Swart
Computational Exploration of Xe Dimers Inside Fullerene Cages
J. Phys. Chem. A, 2025, 129, 7609-7616 DOI: 10.1021/acs.jpca.5c02438

Nicola Ferrara, Germano Giuliani, Marios Maimaris, Salvatore Prioli, Madushanka
Manathunga, Lluis Blancafort, Jérémie Léonard, Andrea Cappelli, Massimo Olivucci,
Marco Paolino

Design, Synthesis, and Characterization of pH-Resettable Photoswitches
Mimicking the GFP Fluorophore Structure

J. Phys. Chem. B, 2025, 129, 2845-2855 DOI: 10.1021/acs.jpch.4c07003

Mario Saletti, Marco Paolino, Jacopo Venditti, Gianluca Giorgi, Claudia Bonechi,
Alessandro Donati, Claudio Rossi, Germano Giuliani, Antonella Caterina Boccia,
Chiara Botta, Lluis Blancafort, Andrea Cappelli

Photophysical and Photochemical Features of Lysine Derivatives Bearing Two
Triphenylaminocinnamic-Based Fluorophores

J. Phys. Chem. B, 2025, 129, 3928-3937 DOI: 10.1021/acs.jpcb.5c01032

Eoin M. O’Sullivan, Nicole Grobert, Marcel Swart

Density Functional Theory Investigation of 2D Phase Separated
Graphene/Hexagonal Boron Nitride Monolayers; Band Gap, Band Edge
Positions, and Photo Activity

J. Phys. Chem. C, 2025, 129, 638-647 DOI: 10.1021/acs.jpcc.4c06121

Anna Vidal-Lépez, Joan Gassé-Capdevila, Miquel Sola, Albert Poater, Sergio
Posada-Pérez

Hydrogen Evolution and Carbon Dioxide Reduction Pathways on Graphitic
Carbon Nitride Decorated by Single Atoms of Transition Metals*

J. Phys. Chem. C, 2025, 129, 8075-8085 DOI: 10.1021/acs.jpcc.4c08038

Almudena Inchausti, Rosa Mollfulleda, Marcel Swart, Josefina Perles, Santiago
Herrero, Valentin G. Baonza, Mercedes Taravillo, Alvaro Lobato

Chemical Tuning of the Electronic Structure in Diruthenium Compounds
J. Phys. Chem. Lett., 2025, 16, 10000-10008 DOI: 10.1021/acs.jpclett.5¢c02176
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Kyriaki Gennaiou, Arnau Call, Nikos Siakavaras, Miquel Costas, Alexandros L.
Zografos

Catalytic Dioxygen Activation Using a Diketopiperazine and a Manganese
Catalyst for Selective C(sp®)—-H Oxidation

JACS Au, 2025, 5, 4106-4113 DOI: 10.1021/jacsau.5c00759

Gerard Riesco-Llach, Angel Oliveras, Sergio Gil-Caballero, Esther Badosa, Anna
Bonaterra, Emilio Montesinos, Ferran Feixas, Marta Planas, Lidia Feliu
Structure-activity relationship of peptide conjugates derived from BP100 and
insights into their interactions with lipid membranes by NMR and MD
simulations

Journal of Biomolecular Structure and Dynamics, 2025, 43, 10220-10237 DOI:
10.1080/07391102.2025.2458328

Julian L. Wissner, Max-Philipp Fischer, Wendy Escobedo-Hinojosa, Jan Klenk,
Bettina M. Nestl, Jan Seeger, Anibal Cuetos, Gideon Grogan, Javier Iglesias-
Fernandez, Silvia Osuna, Gloria Saab-Rincén, Bernhard Hauer

Channel matters: Overcoming diffusion bottlenecks via loop engineering of
LinD for enhanced isoprene production

Journal of Biotechnology, 2025, 407, 12-21 DOI: 10.1016/j.jbiotec.2025.07.019

Sandra Codony, Beatrice Jora, Miriam Santos-Caballero, Qiongju Qiu, Carla Calvo-
Tusell, Celia Escriche, AndreealL. Turcu, Filippo Prischi, Clara Bartra, Cristina Val,
Christophe Morisseau, Belén Pérez, Andrea Bertran-Mostazo, Silvia Osuna, Rubén
Corpas, Christian Grinan-Ferré, Carles Galdeano, M. Isabel Loza, Merce Pallas,
Coral Sanfeliu, Bruce D. Hammock, José Brea, Ferran Feixas, Maria R. Conte,
Enrique J. Cobos, Santiago Vazquez

Dimethoxybenzohomoadamantane-based soluble epoxide hydrolase
inhibitors:in vivo efficacy in a murine model of chemotherapy-induced
neuropathic pain

Journal of Enzyme Inhibition and Medicinal Chemistry, 2025, 40, 2574990 DOI:
10.1080/14756366.2025.2574990

Faiza Ahsan, Mursaleem Ansari, Johannes E. M. N. Klein, Marcel Swart
Characterization of o and 1 reaction channels in hydrogen atom transfer
reactions

Journal of Inorganic Biochemistry, 2025, 272, 112989- DOI:
10.1016/}.jinorgbio.2025.112989

Abdul Rajjak Shaikh, Andrea Grillo, Massimo Christian D’Alterio, Jason J. Pajski,
Syazwani Itri Amran, Hira Karim, Mohit Chawla, Giovanni Talarico, Albert Poater,
Luigi Cavallo

Choline-based amino acid ionic liquids for CO2 capture

Journal of Molecular Liquids, 2025, 424, 127084 DOI: 10.1016/j.molliq.2025.127084

Zahralzadi Kahkeshi, Mehdi Nekoomanesh Haghighi, Massimo Christian D’Alterio,
Somayyeh SadatAfi Kheljani, Samahe Sadjadi, Naeimeh Bahri-Laleh, Albert Poater
How ionic liquid composition affect Raffinate 1 polymerization in a cationic
system?

Journal of Molecular Liquids, 2025, 437, 128569 DOI: 10.1016/j.molliq.2025.128569
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Nona Ghasemi Hamedani, Mina Behrouzi-Fardmoghadam, Hossein Abedini,
Naeimeh Bahri-Laleh, Albert Poater

Optimization of Starting Material Composition in the Synthesis of Highly Active
Magnesium Ethoxide-Supported Ziegler—Natta Catalysts for Propylene
Polymerization

Journal of Polymer Science, 2025, 63, 1580-1591 DOI: 10.1002/pol.20241109

Gibu George, Artur Brotons-Rufes, Albert Poater, Miquel Sola, Sergio Posada-Pérez
Unlocking the limitations of layered LiNiO2: Insights from DFT simulations on
its viability as a cathode material for aqueous Lithium-ion batteries

Journal of Power Sources, 2025, 625, 235650 DOI: 10.1016/j.jpowsour.2024.235650

Mostafa Ahmadi, Josep Duran, Albert Poater

Tuning Connectivity in a Three-Component Assembly of Metal-Organic Cage-
Cross-Linked Polymer Networks

Macromolecules, 2025, 58, 11703-11717 DOI: 10.1021/acs.macromol.5¢c02021

Melanie A. Higgins, Xinjie Shi, Jordi Soler, Jill B. Harland, Taylor Parkkila, Nicolai
Lehnert, Marc Garcia-Borras, Yi-Ling Du, Katherine S. Ryan

Structure and mechanism of haem-dependent nitrogen—nitrogen bond
formation in piperazate synthase

Nat Catal, 2025, 8, 207-217 DOI: 10.1038/s41929-024-01280-8

Xinpeng Mu, Xinyuan Ji, Xiahe Chen, Hongli Wu, Jinyan Rui, Xin Hong, Madison M.
Worth, Abigail D. Reitz, Lucie T. M. Goldberg, Marc Garcia-Borras, Sarah L. J.
Michel, Yunfang Yang, Xiongyi Huang

Unlocking Lewis acid catalysis in non-haem enzymes for an abiotic ene
reaction

Nat Catal, 2025, 8, 635-644 DOI: 10.1038/s41929-025-01350-5

Niayesh Zarifi, Pooja Asthana, Hiva Doustmohammadi, Cindy Klaus, Janet Sanchez,
Serena E. Hunt, RojoV. Rakotoharisoa, Silvia Osuna, James S. Fraser, Roberto A.
Chica

Distal mutations enhance catalysis in designed enzymes by facilitating
substrate binding and product release

Nat Commun, 2025, 16, 8662 DOI: 10.1038/s41467-025-63802-7

Silvia Osuna, Rommie E. Amaro, Johan Aqvist, Ivet Bahar, Federica Battistini, Adam
Bellaiche, Daniel Beltran, Philip C. Biggin, Massimiliano Bonomi, Gregory R.
Bowman, Richard A. Bryce, Giovanni Bussi, Paolo Carloni, David A. Case, Andrea
Cavalli, Chia-En A. Chang, Thomas E. Cheatham IIl, Margaret S. Cheung,
Christophe Chipot, Lillian T. Chong, Preeti Choudhary, G. Andres Cisneros, Cecilia
Clementi, Rosana Collepardo-Guevara, Peter Coveney, Roberto Covino, ... , Martin
Zacharias & Modesto Orozco

The need to implement FAIR principles in biomolecular simulations

Nat Methods, 2025, 22, 641-645 10.1038/s41592-025-02635-0
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97. Travis Vander Steen, Ingrid Espinoza, Cristina Duran, Guillem Casadevall, Eila
Serrano-Hervas, Elisabet Cuyas, Sara Verdura, George Kemble, Scott H. Kaufmann,
Robert McWilliams, Silvia Osuna, Daniel D. Billadeau, Javier A. Menendez, Ruth
Lupu
Fatty acid synthase (FASN) inhibition cooperates with BH3 mimetic drugs to
overcome resistance to mitochondrial apoptosis in pancreatic cancer
Neoplasia, 2025, 62, 101143 DOI: 10.1016/j.ne0.2025.101143

98. Celine Nieuwland, Michield. van Well, Laia Guillaumes, Anna de Vey Mestdagh,
Lianne Dekker, Cynthia Nieuweboer, Silvia Simon, Célia Fonseca Guerra
DNA base pairs: the effect of the aromatic ring on the strength of the Watson—
Crick hydrogen bonding
Org. Biomol. Chem., 2025, 23, 9972-9979 DOI: 10.1039/D50B00819K

99. Manuel Buendia, Anton J. Stasyuk, Salvatore Filippone, Miquel Sola, Nazario Martin
All-carbon supramolecular complexation of a bilayer molecular nanographene
with [60] and [70]fullerenes
Org. Chem. Front., 2025, 12, 1438-1443 DOI: 10.1039/D4Q0O02071E

100. Hugo Marchi Luciano, Ricard Lépez-Coll, Rubén Alvarez-Yebra, Agusti Lledé
A superior and accessible cavitand receptor for the binding of monoterpenes
and sesquiterpenes in water
Org. Chem. Front., 2025, 12, 2266-2272 10.1039/D5Q000161G

101. Victor A. Lucas-Rosales, Miguel A. Vazquez, Gabriel Merino, Albert Poater, J.
Oscar C. Jiménez-Halla
Electrophilic insertion and ring growth in 1,2,5-azadiborolidines: theoretical
evidence for boron-driven expansion
Org. Chem. Front., 2025, 12, 5146-5156 DOI: 10.1039/D5Q001081K

102. Ricard Lopez-Coll, Agusti Lledo
Terpene cyclization catalysis with a functional cavitand: driving selectivity
through precise molecular recognition
Org. Chem. Front., 2025, 12, 5985-5991 DOI: 10.1039/D5Q000922G

103. Alex Diaz-Jiménez, Nil Insa-Carreras, Anna Roglans, Anna Pla-
Quintana, Miquel Costas
Iron-Catalyzed Intermolecular N-H Insertion Using Acceptor—Acceptor
Carbenes Derived from lodonium Ylides
Org. Lett., 2025, 27, 7804-7809 DOI: 10.1021/acs.orglett.5c02000

104. Gerard Comas-Vila, Pedro Salvador
Capturing electronic substituent effect with effective atomic orbitals
Phys. Chem. Chem. Phys., 2025, 27, 10482-10491 DOI: 10.1039/d5cp01299f

105. Ricardo Pino-Rios, Rodrigo Baez-Grez, Dariusz W. Szczepanik, Miquel Sola
Reply to the ‘Comment on “Designing potentially singlet fission materials with
an anti-Kasha behaviour’”’ by K. Jindal, A. Majumdar and R. Ramakrishnan,
Phys. Chem. Chem. Phys., 2025, 27, 4973-4975 DOI: 10.1039/d4cp04691a
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106. Ricardo Pino-Rios, Rodrigo Bae-Grez, Dariusz W. Szczepanik, Miquel Sola
Correction: Designing potentially singlet fission materials with an anti-Kasha
behaviour
Phys. Chem. Chem. Phys., 2025, 27, 4976-4976 DOI: 10.1039/D5CP90023A

107. Masoud Komeijani, Naeimeh Bahri-Laleh, Zohreh Mirjafary, Massimo
Christian D’Alterio, Morteza Rouhani, Hossein Sakhaeinia, Amin Hedayati
Moghaddam, Seyed Amin Mirmohammadi, Albert Poater
PLA/PMMA Reactive Blending in the Presence of MgO as an Exchange
Reaction Catalyst
Polymers, 2025, 17, 845 DOI: 10.3390/polym17070845

108. Nabhendu Pal, Jin Xiong, Mehmet Jahja, Sami Mahri, VictorG. Young, Yisong
Guo, Marcel Swart, Lawrence Que
A 5,000-fold increase in the HAT reactivity of a nonheme Fe'V =O complex
simply by replacing two pyridines of the pentadentate N4Py ligand with
pyrazoles
Proc. Natl. Acad. Sci. U.S.A., 2025, 122, e2414962122 DOI:
10.1073/pnas.2414962122

109. épela Mandl, Bruno Di Geronimo, Santiago Alonso-Gil, Christoph Grininger,
Gibu George, Ulrika Ferstl, SereinaAnnik Herzog, Bojan Zagrovi¢, Christoph
Nusshold, Tea Pavkov-Keller, Pedro A. Sanchez-Murcia
A new view of missense mutations ina -mannosidosis using molecular
dynamics conformational ensembles
Protein Science, 2025, 34, e70080 DOI: 10.1002/pro.70080

110. Thomas Kinateder, Lukas Drexler, Cristina Duran, Silvia Osuna, Reinhard
Sterner
A naturally occurring standaloneTrpB enzyme provides insights into allosteric
communication within tryptophan synthase
Protein Science, 2025, 34, e70103 DOI: 10.1002/pro.70103

111. Miquel Sola, Dariusz W. Szczepanik
Molecular aromaticity: a quantum phenomenon
Pure and Applied Chemistry, 2025, 97, 1149-1157 DOI: 10.1515/pac-2025-0465

112. Michele Tomasini, Lucia Caporaso, Michal Szostak, Albert Poater
Towards the activity of twisted acyclic amides
RSC Adv., 2025, 15, 8207-8212 DOI: 10.1039/D5RA00229J

113. Roberto Sanchez-Naya, JuanPablo Cavalieri, Jorge Albalad, Alba Cortés-
Martinez, Kaiyu Wang, Carles Fuertes-Espinosa, Teodor Parella, Sara Fiori, Esteve
Ribas, Aitor Mugarza, Xavi Ribas, Jordi Faraudo, Omar M. Yaghi, Inhar Imaz, Daniel
Maspoch
Excision of organic macrocycles from covalent organic frameworks
Science, 2025, 388, 1318-1323 DOI: 10.1126/science.adw4126
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114. Xuzhong Shen, Xiahe Chen, Yihang Xiao, Jesse B. Brown, James G. Zhang,
Xinyuan Ji, Jinyan Rui, Marc Garcia-Borras, Yi Rao, Yunfang Yang, Xiongyi Huang
Enantioconvergent benzylic C(sp®)-N coupling with a copper-substituted
nonheme enzyme
Science, 2025, 389, 741-746 DOI: 10.1126/science.adt5986

115. Muhammad Ehtisham, Muhammad Saeed-Ul-Hassan, Albert Poater
A comprehensive review of approaches, systems, and materials used in
adsorption-based atmospheric water harvesting
Science of The Total Environment, 2025, 958, 177885 DOI:
10.1016/j.scitotenv.2024.177885

116. Gibu George, Dmitry I. Sharapa, Anton J. Stasyuk, Albert Poater, Miquel
Sola, Sergio Posada-Pérez
Surface engineering for enhanced perovskite solar cells: Fullerene-mediated
trap state formation on CsPbls (001) surface
Solar Energy Materials and Solar Cells, 2025, 283, 113441 DOI:
10.1016/j.solmat.2025.113441

117. Mahsa Karimi, Samahe Sadjadi, Hassan Arabi, Naeimeh Bahri-Laleh, Albert
Poater
Pd nanoparticles supported on modified magnetic kaolin as a novel
hydrogenation catalyst
Surfaces and Interfaces, 2025, 60, 106037 DOI: 10.1016/j.surfin.2025.106037

10.Book Chapters

1.

A. Artigas and M. Sola

“Aromaticity and Antiaromaticity in Nanographenes: An Overview”

Book: Molecular Nanographenes: Synthesis, Properties and Applications
DOI: 10.1002/9783527845019.ch1

E. Margui, E. de Almeida, E. Besalu, I. Queralt, Y. Bolanos & F. L. Melquiades
"X-Ray Fluorescence Spectroscopy and Chemometrics”

Book: Data Analysis and Chemometrics in X-Ray Fluorescence and Applications
DOI: 10.1007/978-3-031-98375-7
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12. Outreach activities

The IQCC is an active source of dissemination and communication activities and has a proven
track record in this area. The unit follows two strategies for communication. The first one is
direct communication activities of IQCC, by means of corporate platforms (website, social
media) and individual promotion by the researchers or research teams. This includes meetings
with the general public (e.g. research presentations at high schools). The second one is the
alliance with the Unit for Science Culture and Digital Communication (C4D) of the UdG, which

is directed by IQCC researcher Dr. Silvia Simon and can be considered an offspring of the
IQCC.
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Open IQCC doors to seconday school students 2025

A few times a year, the IQCC opens its doors and gives the opportunity to high-school students
to know our work through exciting lectures and computational and experimental workshops.
This provides the secondary school pupils the possibility to get a feel for the research and
have real-time chemistry in their hands. Last 30th January, it was the turn for the visit of 22
high-school students from INS Pla de I'estany, 27 from INS Llagostera, 22 from INS La Bisbal,
20 from school Immaculada Concepcio, 37 from school Les Alzines, 9 from Montjuic Girona
International School, 35 from INS Salvador Espriu and 38 from INS Celra.
In the first part, the director of Science Culture and Digital Communication (C4D) and IQCC
researcher (Silvia Simon) gave a brief summary of the IQCC institute and two researchers of
IQCC (Arnau Call and Josep Maria Luis) explained their research at the IQCC. Afterwards,
the pupils attended two workshops (Analysis of Fullerenes by Thin Layer Chromatography
(TLC) and Computational simulations to experience in real life the research in chemistry with
the help of some PhD students and postdocs from IQCC (Dr. Hugo Marchi, Enrico Chianese,

David Capellan, Andrea Alvarez, Anju Manickoth, Rosa Mollfulleda and Denis Diatlov).
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Chemistry Department open doors 2025

Last 30th January the Chemistry Department of the University of Girona opened its doors and
gives the opportunity to high-school students to know our work through experimental
workshops. This provides the secondary school pupils the possibility to get a feel for the

research and have real-time chemistry in their hands.

Some IQCC members have participated (Aythami Soto, Esther Pruna, Raul Lago, Nuria
Alsina, Ricard Lépez, Dr. Ferran Feixas, Dr. Albert Poater, Dr. Silvia Simon, Dani Masd) with

two workshops (virtual reality and experimental workshop).

International Day of Women and Girls in Science at IQCC 2025

This coming Tuesday (11th of February) is the International day of Women and Girls in
Science. The IQCC has currently a rather favourable balance in gender ratio of staff members,
both at the Master level (54%), PhD level (47%), postdocs (21%) and permanent researchers
staff (29%). Notably, out of the 4 most recent permanent members, 2 are men and 2 are
women, reinforcing one of the goals of the IQCC of striving to have a gender-balanced

permanent staff in the near future.

In order to celebrate this day of the 11th of February, next week Dr. Silvia Simon will moderate

the round table with Dr. Laia Vicens about “Impulsem les vocacions cientifigues” (Centre

Cultural La Mercé — Girona, 10am). On 14th of February, Dr. Silvia Simon will participate in a
round table at Radio Girona FM. Also, Dr. Silvia Simon will do a talk a #100tifiques (Institut

Castell d’Estela, Amer)and Dr. Laia Vicens will participate at exposition “Ciencia _amb

Denominacié d’Origen Girona; Les nostres veines, les nostres cientifiques” (10-16/02,
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Girona). On 15th of February, MSc. Cristina Berga, Nuria Alsina and Dr. Silvia Simon will be

at “ciencia en joc” (La Marfa — Girona, 10-12h).

Furthermore, 11 of our IQCC women (Dr. Anna Pla-Quintana, Dr. Silvia Simon, Prof. Silvia
Osuna, Prof. Anna Roglans, MSc. Cristina Duran, MSc. Najoua Choukairi, Dr. Laia Vicens,
MSc. Helena Giramé, MSc. Anju Manickoth, MSc. Judit Galvez, MSc. Nuria Alsina) are

participating in the International Day of Women and Girls in Sciencie initiative of UdG, where

more than 50 researchers are being recognized as #ExpertaUdG.

IQCC networking: February 2025

Since 2023 every two months, the IQCC isorganizing some sessions of IQCC
networking. This activity is trying to promote networking between the people of the all Institute

(Pls, postdocs, PhD students, master students and staff) and it is a chemistry-free event,

On Friday 14th February took place a new session of IQCC networking, we did a board/cards

games session.
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2025, International Women’s Day — Women’s IQCC Forum

8th of March is International Women’s Day. The IQCC has currently a rather favourable

balance in gender ratio of staff members, both at the Master level (54%), PhD level (47%),

postdocs (21%) and permanent researchers staff (29%). Notably, out of the 4 most recent

permanent members, 2 are men and 2 are women, reinforcing one of the goals of the IQCC

of striving to have a gender-balanced permanent staff in the near future.

In order to celebrate this day, on the 7th of March there was the fifth IQCC Forum:

Women’s edition, open to the general public. The IQCC Forum: Women’s edition provides

the opportunity for an invited speaker and IQCC researchers to present their work to society.
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IQCC Day 2025

Since 2023 every two months, the IQCC

is organizing some sessions of |IQCC

networking. This activity is trying to promote networking between the people of the all Institute

(Pls, postdocs, PhD students, master students and staff) and it is a chemistry-free event.

Last Thursday 20th March the 2nd IQCC Day took place. This activity

Networking IQCC activities. We did a BBQ.
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Ciéncia en Equip 2025 at IQCC

Every year in April since 2014 is organizing the Ciéncia en equip. It is a science fair mainly led
by secondary school students from various institutes in the Girona region, aimed at the general
public. This year, 5th of April 2025, the Ciencia en Equip took place in Girona. The event
started at 10 am until 2 pm at Pati de les Magnodlies (Seu de la Generalitat). The IQCC
participated in an stand on “Catalisi: a on la trobem?” by some IQCC members (Dr. Silvia
Simon, Dr. Mou Manda, Dr. Arijit Saha, Dr. Hugo Marchi, MSc. Maria Cabrer and Dr. Teresa

Corona) to show our chemistry to the society.

. -\ - - ’
| COQ ciéncia en equip
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Petits grans cientifics i cientifiques 2025 at IQCC

Every year in May since 2008 is organizing the Ciéncia en equip — Petits grans cientifics i
cientifiques. Its goal is to promote scientific education among young people. By applying the
scientific method, students observe phenomena, formulate hypotheses, conduct experiments,
draw conclusions, and develop theories related to the scientific concepts they are working on.
This year, 7th of May 2025, the Ciencia en Equip-Petits grans cientifics i cientifiques took
place in Girona. The event started at 10 am to 12pm at Parc del Migdia. The IQCC participated
in an stand on “Sigues el millor catalitzador! ” by some IQCC members (Prof. Lluis Blancafort,
Dr. Silvia Simon and BSc. Carles Alcaide) to show our chemistry to the childrens from 4-7

years old from 18 schools (Agora, Cassia Costal, Joan Bruguera, Josep Dalmau Carles,
FEDAC Pont Major, EE Font de I'Abella, Font de la Pélvora, Marta Mata, Dr. Masmitja, Migdia,
Montfalgars, Pericot, EE Palau, Pla de Girona, Santa Eugénia, Sagrada Familia, Taiala and

Petits
ﬁ Grans Cientifics
iCientifiques

iQcc @
Institut de Quimica
Computacional i Catalisi

Vedruna).
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European Researchers’ Night 2025 at IQCC

Every year in September since 2008, the IQCC is organizing together with the Scientific
Culture and Digital Communication (C4D) unit of the UdG, the Diputacié de Girona and the
Girona City Council the European Researchers’ Night with the aim to bring science closer to
the Girona general public. The European Researchers’ Night is a coordianted project with Dr.
Sivia Simon (reseracher of IQCC) and others entities (htips://laniidelarecerca.cat).
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On September 26, 2025, the European Researchers’ Night took place in Girona. The main
event was organized from 10 am to 9 pm, where there were different workshops. The IQCC
participated in different ways, Dr. Silvia Simon as organizer, researcher Prof. Miquel Duran,
MSc. Carles Alcaide “Any Internacional de la Ciéncia i la Tecnologia Quantiques”
workshops; Dr. Ferran Feixas, Dr. Marc Garcia-Borras, MSc. Agza John, MSc. Hande
Abes, MSc. Helena Giramé with the “Les cadenes d’aminoacids”; MSc. Raul Lago, MSc.
Judit Galvez with “Passejant entre molécules”; Dr. Albert Artigas, MSc. Maria Cabrero,
MSc. Igra Sarfraz, MSc. Rabab Magsood, MSc. Faiza Ahsan “Construeix el teu propi
nanografé” workshop; MSc. Omkar Charapale, MSc. Guillem Pey, MSc. Guillem Vila with
“Kaprekar Constant: Un descobriment magic” workshop; Prof. Silvia Osuna, Dr. Hannes

Meinert, MSc. Jonnely Luizaga, MSc. Janet Sanchez and MSc. Akram
Doustmohammadi with the “Contes de ciéncia per a nens i pintem enzims” workshop and Dr.
Daniel Bosch with “Musica i AlI” workshop and MSc. Cristina Berga and MSc. Nuria Alsina.
Furthermore, the researcher Dr. Aqusti Lledo did a microtalk about “Processos quimics

sostenibles inspirats en la natura” at CaixaForum (25th Sept).

\ UROPF f
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IQCC Science Slam 2025, October 8th 12:30h

Since 2015 the IQCC is organizing a Science Slam. On Wednesday October 8th the IQCC
organizes the X edition to show the most representative research projects of the Institute to a
wide audience. The research carried out within each of the research teams of the IQCC will
be briefly summarized by the Pls (2 minutes).
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IQCC networking: October 2025

Since 2023 every two months, the IQCC is organizing some sessions of IQCC
networking. This activity is trying to promote networking between the people of the all Institute

(Pls, postdocs, PhD students, master students and staff) and it is a chemistry-free event,

On Thursday October 2nd took place a new session of IQCC networking, we did a soccer

match, trival and a dinner.

Institut de Quimica
Computacional i Catali:
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Science Week — Diada de Sant Albert at IQCC and Science Faculty
UdG 2025

Every year in November, the IQCC is organizing together with the Scientific Culture and Digital
Communication (C4D) unit of the UdG some activities for Science Week with the aim to bring

our science closer to the Girona general public.

Last Friday, November 14, 2025, the Diada de Sant Albert took place at Science Faculty of
UdG. The event was organized from 09.00h to 13.00h, where there were different workshops
and stands. The IQCC participated in an stand on “Catalisi: a on la trobem?” by two bachelor
students (Iman Aguerram and Kabil Karunanithi) and a PhD student (Guillem Pey) to show
our chemistry to more than 600 high-school students.
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http://iqcc.udg.edu/2025/11/19/science-week-diada-de-sant-albert-iqcc-science-faculty-udg-2025/
http://iqcc.udg.edu/2025/11/19/science-week-diada-de-sant-albert-iqcc-science-faculty-udg-2025/
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