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One ofthe newestmemberinstitutionsof the UNIRI
Foundedn April 2008 by separatingrom the Facultyof Humanitiesand SocialSciences

Different studiesof informaticssincel985 (nformaticspedagogymathematicsinformatics
physicsinformatics X 0

Informaticssingle majoiprogrammewasstartedin 2005
Departmentmovedto the new buildingat the Campusn 2012
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Research fields #te Department

Alntelligent systems
AMan-machinecommunications
AComputervision (Action recognition)
AComplexnetworks (Languageetworks)
ALanguage technologig¢BILP)
ASemantidechnologies

ABusiness informatics (IS)

Ae-learning (data mining in-kearning)
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Atwo projects submitted to thedRZZ calls

AOSARE0V2 highthroughput virtual screening campaign and target
protein inhibitors drug design
Aassistt LIN2 TP RNIP al NandRyNED '+ SRWI NB hee&utidsS Yi IA

AoMultilayer Framework for the Information Spreading Characterization i
Social Media during the COVID Crisi§
Aasso® LINP TP RN !yl aSOGNRODAOS
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Structure-based drug design 1

Ailf you want to understart
st r uc tlwas suppowsed to have said in my molecular
biology days. | 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) Vr

MIPRO webinar;



Structure-based drug design

[
. Compound  virtual Selecting Top
Function Database Screening Rankers . . .
1. Using P-L interactions to
cluster docked compounds
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Molecular Biology

2. Selecting representative compounds for in vivo test
' T 20 @ COVID 19 9



Compound screening 1

Complete analysis of 1 ligand 7 1 target:

- Complete MD analysis of ligand 7 target 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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MIPRO webinar;



Compound screening

Average screening s
library has 100 000
compounds i

- 100 000 weeks =>
almost 2000 years

- Do you have 2000
years for initial
screening?

Computational Molecules most likely

cost to be of interest
= Pyzer-Knapp, Edward O., Changwon Su h, Ra f a-8dmbagellidege Aguilera-lparraguirre

and Al &spuru-Guzik. Wiliat Is High-Throughput Virtual Screening? A Perspective from
‘OrganicMat erials Discovery. o (2015) .



And screening happened!

Screening of average compound library using traditional methods
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http://www.ijesi.org/papers/Vol(4)10/1410060070.pdf



