
Education
PhD in Computational Structural Biology, Universiteit Utrecht, NL 2010-2014

Msc in Biomolecular Sciences, Universiteit Utrecht, NL 2008-2010

BSc in Biochemistry, Universidade de Coimbra, PT 2004-2008

Research Experience
Principal Scientist, Schrodinger Inc, USA 2021-Present

Core Developer / Maintainer, Biopython Project 2010-Present

• Product manager and team lead for density-aware structure refinement tools (GlideEM, Phenix/OPLS).
• Develop computational methods for structure prediction of protein-ligand complexes (IFD-MD).

• Core contributor and maintainer of Bio.PDB, the structural bioinformatics module.

• Develop and apply integrative modeling to study the structure, dynamics, and interactions of GPCRs.

• Create educational materials for undergraduate and graduate courses on structural bioinformatics.

• Develop tools to predict the 3D structure of protein complexes from experimental data (HADDOCK).

Postdoctoral Fellow, Dept. of Structural Biology, Stanford University, USA 2016- 2021

Postdoctoral Researcher, Bijvoet Center for Biomolecular Research, NL 2015-2015

Doctoral Candidate, Bijvoet Center for Biomolecular Research, NL 2010-2014
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Internships & Collaborations
Visiting Researcher, Institut de Biologie Physico-Chemique, FR 11/2017 - 12/2017

Visiting Researcher, Dept. of Structural Biology, Weizmann Institute of Science, IL 07/2017 - 08/2017

Visiting Researcher, Dept. of Systems Biology, Harvard Medical School, USA 06/2012 - 07/2012

Visiting Researcher, Dept. of Structural Biology, Stanford University, USA 2009 - 2010

MSc Student Intern, NMR Spectroscopy Research Group, Universiteit Utrecht, NL 2008 - 2009

BSc Student Intern, Institute of Electronics and Informatics Engineering of Aveiro, PT 2007 - 2008

• Acquired funding and contributed to the development of VR-assisted methods for protein docking.

• Helped solve the solution NMR structure of a peptide-mimic of chemokine CCL5 bound to CCR5.
• Analyzed the structure and role of post-translational tyrosine sulfation on chemokine recognition.

• Analyzed large sequence datasets to derive spatial restraints for predicting the 3D structure of protein 
complexes by direct coupling analysis (co-evolution).

• Implemented a web server (KobaMin) for protein structure refinement using statistical potentials.

• Developed a pipeline for automated homology modeling and docking of E2/E3 complexes.

• Implemented and benchmarked a gene association predictor based on literature data.

Awards & Grants
Journal Cover - Cell, volume 187, issue 3 2024

The Molecular Sciences Software Institute - Seed Fellowship 2020

RCSB PDB Poster Prize - Outstanding Student Paper, ISMB/ECCB 2019

Anton2 Supercomputer Simulation Grant 2018

Journal Cover and Editor’s Choice Paper - FEBS Journal, volume 285, issue 11 2018

France-Stanford Center for Interdisciplinary Studies - Collaborative Project Grant 2017

Stanford School of Medicine Dean’s Postdoctoral Fellowship 2017

Best Poster Presentation - Stanford Postdoc Symposium 2016

Niels Stensen Fellowship for Postdoctoral Studies 2016

Google Summer of Code Fellowship - in support of the Open Bioinformatics Foundation 2010

Portuguese Foundation for Science and Technology - Undergraduate Research Fellowship 2008

Conference Organization
EMBO Practical Course on “Integrative Modeling of Biomolecular Interactions” 2016, 2018, 2020

Meeting of Young Portuguese Researchers in Structural Biology (EJIBCE) 2013, 2015

NMR Focus Workshop - “NMR and Modelling Methods for Protein Interactions and Drug Design” 2015

Outreach
Guest Speaker, 2Scientists Podcast - “The protein folding biologist: Marie Kondo of the cell” 2019

Volunteer, “STEAM Festival”, Redwood City, USA 2018, 2019

Speaker, Taste of Science Festival, SF Bay Area, USA 2017, 2018

Volunteer, Bio-X Science Children’s Day, Stanford University, USA 2016, 2017, 2018

Volunteer, California Academy of Sciences (NightLife events) 2016, 2017



Teaching Experience
Instructor, Software Carpentry Workshops (Python, Bash, Git, Pandas) 2019 - Present

Teaching Assistant, HADDOCK User Workshops 2010 - Present

Guest Lecturer, “Introduction to Bioinformatics”, B.Sc. Biology curriculum, Utrecht, NL 2012 - 2015

Teaching Assistant, “Molecular Modeling and Math”, B.Sc. Chemistry curriculum, Utrecht, NL 2010 - 2015

Invited Lecturer, Summer School “Exploring Nature’s Molecular Machines”, Utrecht, NL 2014

Invited Lecturer, “Molecular Machines”, B.Sc. Chemistry curriculum, Utrecht, NL 2014

Invited Lecturer, M.Sc. Molecular and Cellular Life Sciences Introductory course, Utrecht, NL 2014

• Organized, taught, and/or assisted with multi-day workshops at several academic institutions.

• Helped organize and teach academic researchers how to use HADDOCK for protein docking.

• Taught theory and practical examples of homology modeling to classes of B.Sc students.

• Assisted 3rd year students in preparing and running molecular dynamics simulations in an 8-week 
quasi-flipped classroom setting.
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