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Poster Session A —Thursday, 28 July 2022; 13:45-14:45h

A 1 Simeon Dimitrov In vivo toxicity, redox-modulating capacity and intestinal
permeability of novel aroylhydrazone derivatives with high
in vitro antimycobacterial activity

A 2 Federico Appetecchia Novel pyrazole- and pyrrole- based compounds active
against multiple stages of P.falciparum

A 3 Harry Wilders A high-throughput-chemistry, direct-to-biology approach
discovers novel reactive fragments targeting SARS-CoV-2

A 4 Maria Emilia Sousa Chiral xanthones reversing antimicrobial resistance:
enantioselectivity in efflux pump inhibition

A 5 David Alam-Escamilla Fucoidan as a protective agent against SARS-CoV-2 in Vero
cells
A 6 Simona Sestito High content Screening identification of new molecular

tools against SARS-CoV-2

A 7 Bahne Stechmann Identifying molecules against SARS-CoV-2 and future
pandemics collaboratively within an open-access research
infrastructure initiative

A 8 Amgad Albohy Molecular Dynamics simulation of SARS-CoV-2 main
protease reveals role of Q189 loop flexibility in recognition
of novel inhibitors

A 9 Sveva Pelliccia The PADAM oxidation route for the synthesis of SARS-CoV-
2 Main Protease inhibitors

A 10 Dariia Samofalova Identification of novel potential inhibitors of dprel from
mycobacterium tuberculosis and mycobacterium bovis

A 11 Olga Bobileva 3-(Adenosylthio)methyl benzoic acid with modified
adenosine as SARS-CoV-2 methyltransferases inhibitors

A 12 Alessandra Salerno Targeted Degradation of Trypanothione Reductase as
potential new approach to treat leishmaniasis

A 13 Federica Blua Design and synthesis of encorafenib-based BRAF-V600E
degraders
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Giuseppe Lamanna

Lorenzo Antonini

Mauro Nascimben

Michela Proietti

Salvatore Galati

Marta Barral-Martinez

Dominika Pindjakova

Antia G. Pereira

Fatima Vela

Paola Carta

Marilia O. F. Goulart

Zaynab Abdulghany

Manuel Schriefer

Marc Panosetti

DelA-Drug: A Deep Learning Algorithm for Automated
Design of Drug-like Analogues

Leveraging information from essential oils biological assays
through machine learning: PDIA3 as a case study
Quantized computational QSAR framework for molecular
toxicity virtual screening

Self-explainable Graph Neural Network for Molecular
Property Prediction using Concept Whitening
VenomPred: A Machine Learning Based Platform for
Molecular Toxicity Predictions

Evaluation of antimicrobial and antitumor activities from
Chamaemelum nobile (L) All

Antimalarial Activity of Novel Substituted N-
Arylcinnamamides

Antimicrobial activity screening for drug development of
Camellia japonica flowers (var. Conde de la Torre)

Ingol derivatives as PKC-modulating compounds to
promote neurogenesis.

Prenylated derivatives of trans-cinnamic acids effective
against clinical Fusarium spp. responsible of
onychomycosis infection

Therapeutic potential of natural products and thiols in
maternal and child diseases

Total oligomeric flavonoids (TOF) of the herb tubers
Cyperus rotundus induce growth inhibition, antioxidant
activity and apoptosis in different cancer cell lines.
Synthesis of the lower binding arm of kibdelomycin, a
novel gyr B- and topo IV-inhibitory antibiotic

Design, synthesis and biological evaluation of new RNA
ligands targeting miR-210: modulation of the circadian
clock for cancer chemotherapy.
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Miguel Gallardo

Yuri Mackeyev

Raid Abdel-Jalil

Beata Morak-Mtodawska

Anna Pasieka

Amelia Bou Puerto

Alicja Gawalska

Alberto Pla-Lépez

Beatrice Macchi

Marek Jamrozik

Lamis Yahia Mohamed
Elkheir

Aminesena Baser

Manuela Sabatino

New bioorganometallic-heterocylic compounds based on
ferrocene as potential antitumor agents

[60]Fullerene to Alleviate the Consequences of Cosmic
Radiation

Design, synthesis, and bioactivity evaluation of novel
cinnoline derivatives as antitumor agents

Novel bis-dipyridothiazines - synthesis and in silico analysis

Novel, potent and selective drug-like butyrylcholinesterase
inhibitors with antiagregating properties

Selective inhibition of cancer cell proliferation by the
action of styrylcarbamates

Structure-based molecular modeling approach in search
for multi-target-directed ligands blocking
phosphodiesterases 4B, 8A and TRPA1 ion channel with a
potential application in the treatment of asthma and COPD
Synthesis and biological evaluation of triazole derivatives
as inhibitory agents of cancer multitargets

Triorganotin derivatives act as metabolic inhibitors
towards oral squamous cell carcinoma (OSCC) cells
through suppression of glucose uptake.

In silico and in vitro evaluation of ASP9521 —a compound
supporting anticancer activity of daunorubicin through the
inhibition of aldo-keto reductase 1C3 and carbonyl
reductase 1.

Design and synthesis of a novel series of imidazo[1,2-
b]pyridazines as antifungals against Madurella
mycetomatis, the prime causative agent of Eumycetoma
Development of activatable fluorophore for use in Super-
resolution Fluorescence Microscopy

The Py-ComBinE Web App as a Tool to build Structure-
Based Quantitative Models. Application to the BCL-2
Protein family inhibitors.
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Limpho Martha Ramorobi

Maurizio Pasi

Sanja Tomic¢

Krystof Skach

Kristina Puls

Anna Kieronska-Rudek

Anna Szymczyk

Karolina Lejwoda

Mbilo Misehe

Dioni Arrieche

Kamil tatka

Arianna Colcerosa

Noemi Villella

Jorge Gonzalez Garcia

Alessandra Salerno

Antidiabetic and antioxidative synergistic potential
between zn(ii) and caffeic acid: improving therapeutic
potential through complexation

Design and preliminary biological evaluation of
dihydro-benzazepine tricyclic derivatives as new
NEDD4 covalent inhibitors

Dipeptidyl-Peptidase Il Cancer Mutations

Discovery of Human Constitutive Androstane Receptor
(CAR) Agonists with Imidazo[1,2-a]pyridine Structure

Dynamics matter: Deciphering Opioid Receptor Subtype
Specificity of the Peripheral Analgesic HS-731

Endothelium-targeted delivery of vitamin K; using
hyaluronan-based capsules

New compositions of electrochemical DNA biosensors
receptor layers for fast and sensitive detection of SARS-
CoV-2 biomarkers

Photostability and phototoxicity of ocular drugs,
azelastine, ketotifen and timolol

Structure-based design and modular synthesis of novel
PI4K class Il inhibitors with 4-aminoquinazoline scaffold

Study of the cytotoxic activity of ethanolic extracts from
four native plants of Northern Chile

Virtual screening as a tool for the discovery of new
BGT-1 transporter inhibitors

Synthesis and biological evaluation of Schistosoma
mansoni Sirtuin2 (SmSirt2) inhibitors

Targeting Plasmodium falciparum dihydroorotate
dehydrogenase: design, synthesis, co-crystallization and
biological evaluation of new 3-hydroxypyrazole scaffold-
based inhibitors.

Study of the interaction of far-red fluorescence ligands
with G-quadruplex structures
A fragment-based approach for the development of

trypanothione reductase inhibitors as antileishmanial
agents



