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Experience 
 
Data Scientist in Computational Biology 
European Molecular Biology Laboratory, Heidelberg |  2020-current 
 
Senior Research Fellow 
Heidelberg Institute for Theoretical Studies  | 2016 – 2020 

• Principal investigator of Volkswagen Foundation grant – modelling 
multiscale physics of sub-cellular polymer-protein condensates, capsid assembly 
and retroviral infectivity.  Responsibilities: project lead, planning, implementing, 
interpreting, disseminating and supervising. 

• Senior research fellow in EU-collaboration: Kinetics for drug discovery 
(k4dd.eu). Developed enhanced sampling methods in all-atom molecular 
dynamics (MD) and Brownian dynamics (BD) for drug-protein binding kinetics. 
Responsibilities: project planning, implementing, delivery, reporting, 
disseminating, supervising students and postdocs; undergraduate and graduate 
teaching. 
 

Research Fellow 
Universitat Pompeu Fabra, Barcelona, Spain  | 2009 – 2015 

• Principal investigator of American foundation for AIDS Research (amfAR) 
grant. Developed a computational drug-discovery pipeline including high-
throughput virtual screening, all-atom MD and coarse-grained reaction diffusion. 
Led collaboration with experimental virologists, biochemists and medicinal 
chemists exploring novel HIV interference pathways for AIDS eradication. 
Responsibilities: budget planning, GPU cluster assembly and maintenance, 
student supervision, developing collaboration, full project delivery. 

• Marie Curie postdoc: developed high-throughput MD methods for 
protein folding kinetics; distributed GPU computing (GPUGRID.net). 
Responsibilities: project design, planning, implementing and data interpreting. 

 

Education 
 
PhD Computational Biophysics 
University College London, UK    | 2008 

• Developed the Binding Affinity Calculator, a molecular dynamics-based 
software to compute accurate drug binding affinities for HIV-1 protease as part of 
the EU-funded Virolab project (http://www.virolab.org). Extensive use and 
development of high-performance computing 

 
BA MSci Natural Sciences (Theoretical Physics) 
University of Cambridge, UK      | 2001
 
AWARDS & FUNDING 
 
• Volkswagen Foundation “Experiment!” Grant: €120,000 + €80,000 ext 
• Marie Curie Career Integration Grant (awarded but declined): €100,000 
• American Foundation for AIDS Research (amfAR) Grant:  $150,000 
• Marie Curie Intra-European Fellowship 

 
 
 

 
Citizenship: UK 
Resident: Heidelberg, DE 
kashif.sadiq@embl.de 
+49-(0)17620630288 
ORCID ID:  
0000-0002-5112-0307 
 
 
Expertise 
Molecular dynamics (MD) 
Coarse-grained MD  
Brownian dynamics  
Homology modelling 
Drug docking 
Mathematical modelling  
Reaction-diffusion 
Machine learning 
Markov modelling  
Enhanced sampling 
GPU computing  
High-performance computing 
 

 
Research Experience 
Macromolecular self-
assembly 
Synthetic biology 
RNA biophysics 
Polymer physics 
Binding affinities/kinetics 
Protein conformation change  
Protein folding 
Drug discovery  
Personalized medicine 
Enzyme (auto)catalysis  
HIV structural biology  
 

 
Skills 
Project management 
Teamwork & supervision 
Grant & paper writing 
Scientific refereeing 
Communication 
Teaching 

 
 
 

 
 
 



TEACHING 
 
• University of Heidelberg, Master’s Course, Computational Molecular Biophysics | 2019 
• University of Heidelberg, Bachelor’s Course, Bioinformatics  | 2019 
• University of Heidelberg 4th Semester Bachelor’s Lecture Course: Structure and 

dynamics of biological macromolecules    | 2018 - 2019 
• Heidelberg Biosciences International Graduate School (HBIGS) Lecture Course: 

Computational analysis of protein binding properties  |  2017 
 

STUDENT MENTORING & SUPERVISION 
 
• 2 MSc students, 3 BSc students and 2 interns    | 2016 - 2019 
• 2 PhD students, 1 BSc student     | 2009 – 2014 
 
PUBLICATION & PRESENTATION SUMMARY 
 
• 30 papers (18 as first author, 10 as corresponding author) 
• Citations: 1060, H-index: 16, I10-index: 16 
• Over 40 oral/poster presentations at conferences, meetings and invited seminars 
 
SELECTED INVITED TALKS 
 
• CECAM: Challenges in Large Scale Biomolecular Simulation, Cargèse,  2019 
• Viruses and Cells: Computational Challenges and Approaches, Heidelberg, 2017 
• Solvay Workshop on Multiscale Modelling in Physics, Chemistry and Biology,  2016 
• Big Debate on Synthetic Biology, Barcelona,      2015 
 
COMMISSIONS OF TRUST 
 
• Scientific referee for Partnership for Advanced Computing in Europe (PRACE) 
• Scientific referee for the following journals: European Biophysics Journal, Journal of
 Computational Physics, Journal of Chemical Theory and Computation, Philosophical
 Transactions of the Royal Society A, Molecular Biosystems, PLoS Computational 
 Biology, PLoS One, Scientific Reports. 

 
SOFTWARE & PROGRAMMING SKILLS 
 
• Operating Systems: Linux, Windows, Mac OS 
• Programming & Scripting Languages: C++, Python, Perl, Bash, Tcl 
• HPC, GPU and Distributed Computing: AHE Middleware, CUDA, BOINC 
• Data Analytics & Deep Learning: Matlab, R, Theano, TensorFlow 
• Molecular Dynamics: NAMD, AMBER, ACEMD, Gromacs 
• Brownian Dynamics: SDA, ReaDDy 
• Visualization: VMD, PyMol, Chimera 
• Quantum Chemistry: Gaussian 
• Docking: Autodock, Vina 
• Writing & Presentation: MS Office, EndNote, Mendeley, LaTeX, BibTeX, Keynote (Mac) 
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Reverse Transcriptase. 134 (31), 12885–12888.  
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* equal contribution, ‡corresponding author 
 
 


