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Profile

e Current position: Postdoctoral research associate (since 10/2024)
Affiliation: Auburn University, College of Sciences and Mathematics

e Areas of interest: Molecular Biology, Biophysics, Single Molecule Experiments, Molecular
Modelling and Simulation

Education

Graduated in Chemical Engineering, from the Department of Chemical Engineering, Faculty of Sciences
and Technology of the University of Coimbra, in July 2013. Final score: 17/20.

Obtained a MSc degree in Chemical Engineering (Specialization in Process, Environment and Energy),
from the Department of Chemical Engineering, Faculty of Sciences and Technology of the University of
Coimbra, in September of 2015. Final score: 17/20. Title of MSc Thesis: “Green Solvents for Reversible
Deactivation Radical Polymerization”. Final score of MSc Thesis: 20/20.

Obtained a PhD degree in Chemical Engineering from the Department of Chemical Engineering, Faculty
of Sciences and Technology of the University of Coimbra, in May of 2024, with summa cum laude
approval. Title of PhD thesis: “Molecular Simulation of Nanocomposites based on Silica Aerogels and
Polymers or Carbon Nanotubes”. PhD studies were performed under a doctoral fellowship financed by
Fundacao para a Ciéncia e a Tecnologia (FCT), Portugal (ref.: SFRH/BD/136230/2018).
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Work experience in projects

2022 - 2023: Part of the research team in the project “Organization, chiral recognition, and chiral
selection in drug-liposome systems studied via chiroptical spectroscopy and molecular simulation”,
in the framework of a bilateral cooperation agreement in Science and Technology between Portugal
and Poland, in partnership with the Uniwersytet Jagiellonski w Krakowie (ref.: 2021.09358.CBM).
2020 - 2022: Part of the research team in the project “Does the silicon conformation affect the ice
sticking? Laboratory data and theoretical modelling on astrophysical icy dust grain analogs”, in the
framework of a bilateral cooperation agreement in Science and Technology between Portugal and
Germany (FCT/DAAD/2020), in partnership with the Max-Planck-Institut fiir extraterrestrische
Physik.

04/01/2017 - 03/31/2019: Researcher in the Computing, Statistics & Materials group (CEM) of
CIEPQPF, at the Department of Chemical Engineering of the University of Coimbra, working in the
project AerogelDustFree (ref.. CENTRO-01-0247-FEDER-17815), in cooperation with Active
Aerogels. The main goal of the project was to develop silica aerogels with no release of particles,
resorting to the reinforcement of the aerogels with polymers.

01/18/2016 - 01/01/2017: Researcher at the Department of Chemical Engineering of the
University of Coimbra, in the project FLEXIVINIL (ref.: POCI-01-0247-FEDER-003320), in a
partnership with CIRES and TMG Automotive. The goal of the project was the development of
flexible PVC-based materials without incorporating external plasticizers.

Activities

12/16/2024 - 12/20/2024: Participation in the workshop “62nd Hands-On Workshop on
Computational Biophysics”, hosted by Auburn University, Department of Physics (Auburn, USA).
09/19/2024: Oral presentation entitled “Unraveling organic-inorganic condensation reactions in
silica aerogel-carbon nanotube composites”. Presented at the 7th International Seminar on
AEROGELS, hosted by the Technische Universitit Hamburg-Harburg (Hamburg, Germany).
09/29/2022: Oral presentation entitled “Understanding Carbon Nanotube - Silica Aerogel
composites from molecular simulation”. Presented at the 6th International Seminar on AEROGELS,
hosted by the Technische Universitit Hamburg-Harburg (Hamburg, Germany).

03/01/2022: Oral presentation entitled “Molecular modelling of aerogels”. Presented at the
Spanish-Portuguese Industry-Academia Aerogel Meeting, hosted by the Faculty of Sciences and
Technologies of the University of Coimbra (Coimbra, Portugal).

09/06/2021 - 09/10/2021: Online participation in the CHARMM-GUI CECAM School, organized
by the Centre Européen de Calcul Atomique et Moléculaire (CECAM) and hosted by CECAM-FR-GSO
at the Université Paul Sabatier in Toulouse.

10/05/2021: Participation in the online conference "Vibrational spectroscopy and biomimetic
membranes for understanding protective mechanisms of oligosaccharides"”, organized and
supported by the project PREMIUM - Preservation of microorganisms by understanding the
protective mechanisms of oligosaccharides.

12/12/2019: Oral presentation entitled “Molecular simulation as a tool for studying silica aerogel-
based composites”. Presented at the CIEPQPF Annual Meeting 2019, hosted by CIEPQPF,
Department of Chemical Engineering of the University of Coimbra (Coimbra, Portugal).
10/21/2019-10/23/2019: Participation in AERoGELS Training School, organized and supported
by the project COST AEROGELS - Advanced Engineering and Research of aeroGels for
Environmental and Life Sciences (COST Action CA18125), and hosted by CIEPQPF, University of
Coimbra (Coimbra, Portugal).

04/08/2019 - 04/12/2019: Participation in the CECAM Workshop entitled "Hybrid Quantum
Mechanics / Molecular Mechanics (QM/MM) Approaches to Biochemistry and Beyond", including
lectures and computational training sessions regarding the implementation of QM/MM models,
hosted by Ecole Polytechnique Fédérale de Lausanne (Lausanne, Switzerland).

03/10/2018: Oral presentation entitled “Insights into polymer-silica aerogel composites from a
molecular modelling and simulation approach”. Presented at the 13th International Chemical and
Biological Engineering Conference (CHEMPOR 2018), hosted by the University of Aveiro (Aveiro,
Portugal).



e 09/26/2018: Oral presentation entitled “Molecular modelling study of organically-modified silica
aerogels”. Presented at the 4th International Seminar on AEROGELS, hosted by the Technische
Universitat Hamburg-Harburg (Hamburg, Germany).

e 07/02/2018 - 08/31/2018: Participation in PRACE Summer of HPC, on the project entitled
“Investigating the effect of the oncogenic mutation E545K of the PI3Ka protein with enhanced
sampling MD simulations”, hosted by the Biomedical Research Foundation of the Academy of
Athens (BRFAA) and the Greek Network for Research and Technology (GRNET) (Athens, Greece).

Awards

3% best students award of the University of Coimbra, in all consecutive years from 2010 to 2014.
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