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EMPLOYMENT  
Assistant Professor, Quantitative Methods Department, CUNEF Universidad. 

EDUCATION 
2016 – 2021 PhD in Materials Science and Engineering, UC3M  

2012 – 2013 MSc in R&D in Computing, UAM  

2006 – 2012 Bachelor’s in Computer Science, UAM  

2007 – 2011 Bachelor’s in Mathematics, UAM  

FIELDS OF INTEREST 
Artificial intelligence & scientific computing applied to biology and chemistry. 

PUBLICATIONS 
1. Gómez García I, Bernabei M, Perez Soto R, Haranczyk M. Out-of-Oblivion cage 

molecules and their porous crystalline phases. Cryst Growth Des. 
1;17(11):5614–5619. doi:10.1021/acs.cgd.7b01095, 2017. 

2. Gomez Garcia I, Bernabei M, Haranczyk M. Toward automated tools for 
characterization of molecular porosity. J Chem Theory Comput. 8;15(1):787–798. 
doi:10.1021/acs.jctc.8b00764, 2019. 

3. Gómez García I, Haranczyk M. Toward crystalline porosity estimators for porous 
molecules. CrystEngComm. 2020;22(43):7242–7251. doi:10.1039/C9CE01753D.  

4. Fernández-Rivas M, Gómez García I, Gonzalo-Fernández A, et al. Development 
and validation of the food allergy severity score. Allergy. 77(6):1545–1558. 
doi:10.1111/all.15165, 2022. 

5. Ayuso JM, Virumbrales-Munoz M, McMinn PH, Rehman S, Gómez García I, 

Karim MR, Trusttchel R, Wisinski KB, Beebe DJ, Skala MC. Tumor-on-a-chip: a 
microfluidic model to study cell response to environmental gradients. Lab Chip, 
21;19(20):3461–3471. doi:10.1039/C9LC00270G, 2019. 

6. Ayuso JM, Gillette A, Lugo-Cintrón K, Acevedo-Acevedo S, Gómez García I, 

Morgan M, Heaster T, Wisinski KB, Palecek SP, Skala MC, Beebe DJ. 
Organotypic microfluidic breast cancer model reveals starvation-induced spatial-
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temporal metabolic adaptations. EBioMedicine. 2018 Nov;37:144–157. 
doi:10.1016/j.ebiom.2018.10.046. 2018. 

7. Bernabei M, Pérez Soto R, Gómez García I, Haranczyk M. Computational 

discovery of a large-imine-cage-based porous molecular material and its 
application in water desalination. Mol Syst Des Eng. 2019;4(4):912–920. 
doi:10.1039/C9ME00018F, 2019. 

8. Bernabei M, Pérez-Soto R, Gómez García I, Haranczyk M. In silico design and 
assembly of cage molecules into porous molecular materials. Mol Syst Des Eng. 
2018;3(5):942-950. DOI: 10.1039/C8ME00055G, 2018. 

9. Menestrina L, Parrondo-Pizarro R, Gómez García I, Garcia-Serna R, Boyer S, 
Mestres J. Refined ADME profiles for ATC drug classes. Pharmaceutics. 
17(3):308. doi:10.3390/pharmaceutics17030308, 2025. 

10. Tanoli Z, Fernández-Torras A, Özcan UO, Kushnir A, Nader KM, Gadiya Y, 
Fiorenza L, Ianevski A, Vähä-Koskela M, Miihkinen M, Seemab U, Leinonen H, 
Seashore-Ludlow B, Tampere M, Kalman A, Ballante F, Benfenati E, Saunders 
G, Potdar S, Gómez García I, García-Serna R, Talarico C, Beccari AR, Schaal 

W, Polo A, Costantini S, Cabri E, Jacobs M, Saarela J, Budillon A, Spjuth O, 
Östling P, Xhaard H, Quintana J, Mestres J, Gribbon P, Ussi AE, Lo DC, de Kort 
M, Wennerberg K, Fratelli M, Carreras-Puigvert J, Aittokallio T. Computational 

drug repurposing: approaches, evaluation of in silico resources and case studies. 
Nat Rev Drug Discov. doi:10.1038/s41573-025-01164-x, 2025. 

WORKING PAPERS  
1. Gómez García I, Haranczyk M, Chaves-Salado M. Characterization of 

molecular belts’ shape in the context of porous molecular materials. ChemRxiv. 

2021 [Preprint]. doi:10.26434/chemrxiv.14706447.v1. This content is a preprint 
and has not been peer-reviewed. 

SELECTED ACADEMIC HONOURS AND GRANTS 
2021  Outstanding Thesis Award (UC3M)      

2018  EAACI Travel Grant (Copenhagen)      

2013-2015 FPI Grant (Spanish Ministry of Science, BES-2013 063946)   

SELECTED PRESENTATIONS 
SEMINARS 

2025 Integrated Spatial and Machine Learning Methods with Chemical Biology 

Applications, CUNEF Universidad 

PROFESSIONAL ACTIVITIES 
2025-Present   Assistant Professor, CUNEF Universidad. 

2024–Present  Lecturer, University of Massachusetts Amherst (CEA CAPA 

Program) 

2022–2025  Senior Research Scientist, Chemotargets 



2020–2022  Senior Clinical Data Scientist, Savana/Capgemini 

2015–2020  PhD Fellow, IMDEA Materials Institute (Advisor: Dr. Maciej 

Haranczyk) 

2015–2020  Data Scientist, Hospital Clínico San Carlos 

2013–2015  Bioinformatician, AI Department, UPM 

2011–2013  MSc Fellow, HPCN Group, UAM 
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