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ÅOne of the newestmemberinstitutionsof the UNIRI

ÅFoundedin April 2008, by separatingfrom the Facultyof HumanitiesandSocialSciences

ÅDifferentstudiesof informaticssince1985 (informatics-pedagogy, mathematics-informatics, 
physics-informaticsΣ Χύ

ÅInformaticssingle major programmewasstartedin 2005 

ÅDepartment movedto the newbuildingat the Campusin 2012



Students& Employees

ÅAround500 students(BSc+MSc):

Å250-350: Informatics 

Å100 fixed educational programs: 
ÅInformatics and Mathematics

ÅInformatics and Physics

ÅInformatics and Polytechnics

Å40-50  PhDstudents

Å6 Fullprofessors

Å4 Associateprofessors

Å7 Assistantprofessors

Å1 postdoc

Å1 senior lecturer

Å7 Research assistants

Å1 Office Manager
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Research fields at the Department

ÅIntelligent systems

ÅMan-machine communications

ÅComputer vision (Action recognition)

ÅComplex networks (Language networks)

ÅLanguage technologies(NLP)

ÅSemantictechnologies

ÅBusiness informatics (IS)

Åe-learning (data mining in e-learning)
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α/h±L5έ ǎŎƛŜƴŎŜ ŀǘ ǘƘŜ 5ŜǇŀǊǘƳŜƴǘ

Åtwo projects submitted to theHRZZ calls

ÅαSARS-CoV-2 high-throughput virtual screening campaign and target 
protein inhibitors drug designέ
ÅassistΦ ǇǊƻŦΦ ŘǊΦ aŀǊǘƛƴŀ !ǑŜƴōǊŜƴŜǊ Yŀǘƛŏ andŘǊΦ ±ŜŘǊŀƴ aƛƭŜǘƛŏΣ {ŜƴƛƻǊ Lecturer

ÅαMultilayer Framework for the Information Spreading Characterization in 
Social Media during the COVID-19 Crisisέ
ÅassocΦ ǇǊƻŦΦ ŘǊΦ !ƴŀ aŜǑǘǊƻǾƛŏ
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SARS-CoV-2 high-throughput virtual 
screening campaign and target protein 

inhibitors drug design (COVIDOCK)

Assist. Prof. Dr. Martina Aġenbrener Katiĺ,
Dr. Vedran Miletiĺ, Senior Lecturer

masenbrener@uniri.hr, vmiletic@uniri.hr
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Structure-based drug design
ñIf you want to understand function, study 

structure,òI was supposed to have said in my molecular 

biology days. I think that one should approach these 

problems at all levels, as was done in molecular 

biology. Classical genetics is, after all, a black-box 

subject. The important thing was to combine it with 

biochemistry.

Francis Crick, What Mad Pursuit (1989)
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Structure-based drug design
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Compound screening

¸ Complete analysis of 1 ligand ï1 target:

- Complete MD analysis of ligand ïtarget system with 
solvation, cofactors and membranes (if applicable)

- ADMET analysis (toxicity, solubility, Lipinsky rules, general 
pharmakokinetics considerations), synthesis pathways

¸ At least one week, provided one has the adequate 
structure and lab setup, trained team, and full time
devotion to the problem at hand
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Compound screening

¸ Average screening 
library has 100 000 
compounds

- 100 000 weeks => 
almost 2000 years

- Do you have 2000 
years for initial 
screening?

Pyzer-Knapp, Edward O., Changwon Suh, Rafael G·mez-Bombarelli, Jorge Aguilera-Iparraguirre

andAl§n Aspuru-Guzik. ñWhat Is High-Throughput Virtual Screening? A Perspective from

Organic Materials Discovery.ò (2015).



And screening happened!



http://www.ijesi.org/papers/Vol(4)10/I410060070.pdf


