
N. Presenter Title Session

P001 Corsini Martina
DESIGN AND SYNTHESIS OF A LIBRARY OF THALIDOMIDE-BASED PROTEOLYSIS TARGETING CHIMERAS (PROTACS) AS 
ANTIVIRAL AGENTS

I + II

P002 Albano Aurora DEVELOPMENT OF INNOVATIVE COMPOUNDS TARGETING SARS-COV-2 NSP13 I 

P003 Allahi Shahin DESIGNING A NEW-GENERATION OF GLS1 ALLOSTERIC INHIBITORS BASED ON IN SILICO FRAGMENT-BASED STRATEGY I 

P004 Almerico Anna Maria
INHIBITION OF FTSJ1 BY 1,2,4-TRIAZOLE DERIVATIVES AS A MECHANISM FOR TRANSLATIONAL READTHROUGH: AN 
INTEGRATED COMPUTATIONAL AND EXPERIMENTAL STUDY

I 

P005 Antonini Giulia DEVELOPMENT OF PFKFB3 KINASE COVALENT INHIBITORS WITH ANTITUMOR ACTIVITY I 

P006 Antonini Giulia
EFFICIENT SYNTHESIS OF THE KINASE INHIBITOR NVS-PI3-4 USING FLOW CHEMISTRY, MICROWAVE IRRADIATION, AND 
IMMOBILIZED REAGENTS

I 

P007 Arrighi Francesca FROM MOLECULAR DESIGN TO NEUROPROTECTION: A JOURNEY THROUGH BENZO[B]THIOPHENE-BASED MAO-B INHIBITORS I 

P008 Astolfi Andrea
REPURPOSING MEDICINAL CHEMISTRY CONCEPTS FOR TARGET-BASED DISCOVERY OF ANTI-XYLELLA FASTIDIOSA 
AGROCHEMICALS

I 

P009 Barakat Assem
FIRST-IN-CLASS SPIROOXINDOLE–SULFONAMIDE HYBRIDS AS TRIPLE-TARGET EGFR/CDK2/CA IX/XII INHIBITORS: POTENT ANTI-
BREAST CANCER AGENTS WITH MULTIMODAL ACTION

I 

P010 Barbarossa Alexia MELATONIN-RELATED COMPOUNDS WITH ANTIOXIDANT AND NEUROPROTECTIVE PROPERTIES I 

P011 Basagni Filippo
EXPLORING DISULFIDE BRIDGE AS A TOOL TO IMPROVE PIOGLITAZONE’S NEUROPROTECTIVE POTENTIAL: TOWARD THE 
DEVELOPMENT OF PROLONGED-ACTING MAO-B/PPARg MODULATORS

I 

P012 Bilotta Marina INTEGRATED MACHINE LEARNING AND STRUCTURE-BASED DISCOVERY OF TANKYRASE 1 INHIBITORS I 

P013 Bono Alessia
B.R.E.A.S.T.: AN INTERPRETABLE MACHINE LEARNING FRAMEWORK FOR PROTEOMICS-DRIVEN THERAPY OUTCOME 
PREDICTION IN BREAST CANCER AND TRIPLE-NEGATIVE BREAST CANCER

I 

P014 Campagna Erica CATHEPSIN-B ACTIVABLE PRODRUGS OF HISTONE DEACETYLASE INHIBITORS I 

P015 Cannistra' Matilde S.F. TRANSCRIPTIONAL REPRESSION OF HIV-1 VIA SMALL-MOLECULE STABILIZATION OF THE LTR-III G-QUADRUPLEX I 

P016 Cara Emanuele IDENTIFICATION OF NOVEL NITROGEN-BASED DERIVATIVES TARGETING SARS-COV-2 RdRp I 



P017 Carbone Giorgio
GRIPkit: A COMPREHENSIVE COMPUTATIONAL SUITE FOR THE CHARACTERIZATION AND QUANTIFICATION OF NON-COVALENT 
INTERACTIONS IN PROTEIN–LIGAND COMPLEXES

I 

P018 Carocci Alessia
PHENOTHIAZINE DERIVATIVES ENDOWED WITH ANTIOXIDANT ACTIVITY AS MULTIFUNCTIONAL COMPOUNDS IN 
NEURODEGENERATIVE DISEASE

I 

P019 Carradori Simone
FROM POMEGRANATE JUICE TO BIOACTIVE EXTRACTS: PROCESSING-DEPENDENT PHYTOCHEMICAL MODULATION AND 
NEUROPROTECTIVE POTENTIAL OF RELATED NUTRACEUTICALS

I 

P020 Carradori Simone
COUMARIN– AND DIPICOLYLAMINE-TERPENOID HYBRIDS AS SELECTIVE CARBONIC ANHYDRASES IX AND XII INHIBITORS: 
MECHANISTIC IN-SIGHTS AND SELECTIVE ANTI-MYELOMA POTENTIAL

I 

P021 Casciari Marta DISCOVERY OF SELECTIVE MALAT1 TRIPLE HELIX LIGANDS THROUGH INTEGRATED BIOCHEMICAL SCREENING I 

P022 Casini Beatrice COMPUTATIONAL AND KINETIC ANALYSIS OF PSMA RADIOLIGANDS TO PREDICT IN VIVO KINETIC PROFILE I 

P023 Centorrino Leonardo
COMPUTATIONAL DISCOVERY OF DUAL HUMAN AND MUSHROOM TYROSINASE INHIBITORS FROM NATURAL SOURCES USING 
MACHINE LEARNING TECHNIQUES

I 

P024 Centorrino Leonardo
MOLECULAR DOCKING OF ANTI-MELANOGENIC AND FLUORESCENT NATURAL PRODUCT-INSPIRED DERIVATIVES AFFECTING 
TYROSINASE ACTIVITY

I 

P025 Ceramella Jessica EVALUATION OF THE ANTITUMOR ACTIVITY OF THE AYURVEDIC MIXTURE TRIPHALA I 

P026 Chieffallo Martina DEVELOPMENT OF LIGHT-STABLE DICLOFENAC SODIUM CARRIERS THROUGH A SUSTAINABLE MEMBRANE-BASED APPROACH I 

P027 Chiocca Andrea PYRAZOLYL–THIOUREA DERIVATIVES AS SIRT2 INHIBITORS: STRUCTURAL DIVERSIFICATION AND SAR STUDIES I 

P028 Colla Claudia A NOVEL INDOLE-BASED MULTI-TARGET THERAPEUTIC AGENT TARGETING HCA IX/XII, WNT/β CATENIN PATHWAY, AND P-gp I 

P029 Corallo Alessia Agata NEW CB2 DUALSTERIC LIGANDS FOR THE TREATMENT OF MULTIPLE SCLEROSIS I 

P030 Curcio Antonio
DISCOVERY OF A SELECTIVE INDOLE-BASED LITR INHIBITOR FOR ANTI-LEISHMANIA THERAPY THROUGH A ONE HEALTH-
GUIDED MULTISCALE COMPUTATIONAL FRAMEWORK

I 

P031 D'Arrigo Giulia TOWARDS A COMPREHENSIVE DE NOVO DESIGN APPROACH: THE DISCOVERY OF P38:MK2 MOLECULAR GLUES I 

P032 Santo Previti
STRUCTURE-ACTIVITY OF Β-LACTAM AND Β-LACTAMASE INHIBITOR COMBINATIONS: ASSESSING THE IMPACT OF AMOXICILLIN 
SHORTAGES IN ITALY (2020–2024)

I 

P033 Deruvo Caterina
INVESTIGATING SARS OF NOVEL 8-BENZYLOXY-g-CARBOLINE DERIVATIVES AS MULTITARGET-DIRECTED LIGANDS FOR 
NEURODEGENERATIVE DISEASES

I 

P034 Di Chio Carla DEVELOPMENT OF NOVEL CHALCONE DERIVATIVES: DESIGN, SYNTHESIS AND ANTIPROLIFERATIVE EVALUATION I 



P035 Di Chio Carla ASYMMETRIC CHALCONES AS RHODESAIN INHIBITORS: EXPLORING COMBINATION STRATEGIES WITH CURCUMIN I 

P036 Di Dio Anna
DESIGN, SYNTHESIS, IN VITRO AND IN VIVO LIPIDOMIC PROFILING OF A NOVEL ADAMANTYLUREIDO-BENZYLAMIDE ANILINE AS 
FLAP/sEH DUAL INHIBITOR

I 

P037 Di Martino Rita MC
BIPHENYLAMIDE-BASED DUAL SOCE/DHODH INHIBITORS FOR DIFFICULT-TO-TREAT RHEUMATOID ARTHRITIS: HIT-TO-LEAD 
OPTIMIZATION AND EX VIVO VALIDATION IN PATIENT-DERIVED PBMCS

I 

P038 Di Matteo Francesca
DESIGN, SYNTHESIS, AND FUNCTIONAL ASSESSMENT OF OXAZOLOPYRIMIDINES AS MULTITARGET ABC TRANSPORTER 
INHIBITORS

I 

P039 Ferrisi Rebecca
IN-DEPTH INVESTIGATION OF THE FIRST CB2R-TARGETED ALLOSTERIC MODULATOR: FROM METABOLOMICS AND PROTEOMICS 
TO RADIOTRACER DEVELOPMENT FOR TUMOR IMAGING

I 

P040 Fiorino Ferdinando 5-HTR1A ANTAGONIST FOR TARGETING IN PROSTATE CANCER CELLS I 

P041 Gargano Adriana
IDENTIFICATION OF NATURAL HDAC8 INHIBITORS THROUGH SHAPE VIRTUAL SCREENING AND IN VITRO VALIDATION: 
UNVEILING THE APOPTOTIC ANTICANCER MECHANISM

I 

P042 Giammarino Francesca M.P.R. NEW ANTICANCER AGENTS FROM A BERBERINE-BASED STRUCTURAL SIMPLIFICATION APPROACH I 

P043 Gianoncelli Alessandra MECHANISTIC INVESTIGATION AND TARGET VALIDATION OF BITHIAZOLE DERIVATIVES AS Α‐SARCOGLYCAN CORRECTORS I 

P044 Gioiello Laura TARGETED DEGRADATION OF THE ZEB1-ALDH1A3 AXIS IN CANCER USING PROTACS AND OLIGONUCLEOTIDE-BASED PROTACS I 

P045 Greco Ilario
IN SILICO EVALUATION OF BIOACTIVE CONSTITUENTS FROM A FUNCTIONAL BEVERAGE TARGETING HUMAN PANCREATIC 
LIPASE

I 

P046 Iacopetta Domenico SYNTHESIS AND BIOLOGICAL EVALUATION OF UROLITHIN A DERIVATIVES I 

P047 La Monica Gabriele
FIRST-IN-CLASS X-RAY-ACTIVATABLE PARPi PRODRUGS FOR SPATIOTEMPORAL CONTROL OF PARP1 INHIBITION IN SOLID 
TUMORS: DESIGN AND IN SILICO EVALUATION

I 

P048 La Serra Maria Antonietta UNLOCKING THE UNDRUGGABLE: COMPUTER-AIDED STRATEGIES FOR TARGETING RHOA I 

P049 Landucci Eva TARGETING MAGL THROUGH REVERSIBLE INHIBITION: EXPANSION OF A PIPERIDINE-BASED CHEMICAL SPACE I 

P050 Lonzi Chiara DESIGN OF NEW REVERSIBLE MAGL INHIBITORS VIA BIOISOSTERIC REPLACEMENT OF THE PIPERAZINE CORE I 

P051 Maccari Rosanna
SYNTHESIS AND PRELIMINARY EVALUATION OF AKR INHIBITORS AS PROSPECTIVE AGENTS FOR THE MANAGEMENT OF CANCER 
AND DIABETES MELLITUS COMPLICATIONS

I 

P052 Mancuso Francesca
RATIONAL DESIGN, SYNTHESIS, AND BIOLOGICAL EVALUATION OF N-[(3,5-DIMETHYLPHENYL)METHYL]-1H-BENZIMIDAZOLE 
DERIVATIVES AS PORCINE PANCREATIC ELASTASE INHIBITORS

I 



P053 Artese Anna
MOLECULAR DYNAMICS-GUIDED STRUCTURE-BASED VIRTUAL SCREENING REVEALS NOVEL CANDIDATE LIGANDS TARGETING 
THE WEST NILE VIRUS RNA G-QUADRUPLEX

II

P054 Manenti Gabriele LIGHT-MODULABLE DUAL AChE/MAO-B INHIBITION VIA AURONE-BASED MOLECULAR PHOTOSWITCHES II

P055 Mannella Iole
DISCOVERY OF A NOVEL WATER-SOLUBLE PRODRUG OF MEDS433: IMPROVING SOLUBILITY AND BIOAVAILABILITY OF A 
POTENT hDHODH INHIBITOR FOR THE TREATMENT OF ACUTE MYELOID LEUKEMIA

II

P056 Marinelli Luciana
ARTIFICIAL INTELLIGENCE-GUIDED REPURPOSING REVEALS A SMOOTHENED- AND SIRT1-DEPENDENT MECHANISM BEHIND 
THE PROMYELINATING ACTIVITY OF LAQUINIMOD

II

P057 Marra Maria NUTRACEUTICAL POTENTIAL OF ANCIENT WHEATS: EXPLORING THEIR DISTINCTIVE BIOLOGICAL PROPERTIES II

P058 Martorano Libera Pia DESIGN, SYNTHESIS AND PRELIMINARY EVALUATION OF NEW CATHEPSIN L INHIBITORS AS POTENTIAL ANTITUMOR AGENTS II

P059 Marzaro Giovanni DEVELOPMENT OF GY915, A DUAL KINASE/HDAC INHIBITOR WITH IN VIVO EFFICACY II

P060 Meneghetti Fiorella DECODING MYCOBACTERIAL SALICYLATE SYNTHASES: STRUCTURAL CLUES FOR NEW DRUGS II

P061 Mirabeni Massimiliano
SANGIOVESE GRAPE SEEDS EXTRACT AS A NUTRACEUTICAL CANDIDATE FOR THE SUPPORT OF CARDIAC AMYLOIDOSIS 
THERAPY

II

P062 Mocka Sara SYNTHESIS OF NOVEL 3-PHENOXYPROPAN-2-OL DERIVATIVES AS POTENT AZOLE-BASED HEME OXYGENASE 1 INHIBITORS II

P063 Mohany Elwan Mohamed Ali
QUERCETIN ATTENUATES THERMAL BURN-INDUCED INFLAMMATION BY MODULATING PRO-INFLAMMATORY MEDIATORS AND 
COX/NOS EXPRESSIONS IN RATS

II

P064 Moi Davide
INVESTIGATION OF C(sp2)−C(sp3) NAPHTHOCOUMARIN ATROPISOMERS FOR THE TREATMENT OF ENTEROVIRUS EV-A71 
INFECTIONS

II

P065 Natale Benito THE PyRMD STUDIO ADVANCEMENT: AN ACCESSIBLE AI-POWERED PLATFORM FOR ULTRA-LARGE VIRTUAL SCREENING II

P066 Noli Carlotta DEVELOPMENT OF PHOTOSWITCHABLE LIGANDS FOR THE MODULATION OF THE GPR120 RECEPTOR II

P067 Oleari Federica SYNTHESIS AND FUNCTIONALIZATION OF PYRAZOLO[3,4-d]PYRIMIDINE DERIVATIVES AS POTENTIAL Src KINASE INHIBITORS II

P068 Paparella Marco
SUSTAINABLE SYNTHESIS AND BIOLOGICAL EVALUATION OF TACRINE-LIKE MULTI-TARGET HYBRIDS AS ANTI-ALZHEIMER 
CANDIDATES

II

P069 Paparella Marco
NADES-BASED GREEN EXTRACTION OF GRAPE POMACE POLYPHENOLS: A SUSTAINABLE APPROACH TO NOVEL DIETARY 
SUPPLEMENTS

II

P070 Paravati Maria Rosaria MAPPING THE CONFORMATIONAL LANDSCAPE OF HuR: AN IN SILICO STUDY ON THE IMPACT OF PHOSPHORYLATION SITES II



P071 Pellecchia Sofia
PHARMACOKINETIC CHARACTERIZATION THROUGH INTEGRATED DMPK/PK APPROACHES FOR ANTI-INFLAMMATORY 
MOLECULES

II

P072 Pinzi Luca 
COMPUTATIONAL DESIGN AND SYNTHESIS OF CANDIDATE DUAL INHIBITORS TARGETING ADAM17 AND KRas-G12C AGAINST 
NSCLC

II

P073 Pinzi Luca 
IDENTIFICATION OF CHLORMIDAZOLE AS A REPURPOSING CANDIDATE AGAINST AGGRESSIVE PROSTATE CANCER THROUGH 
CHEMOINFORMATICS AND MACHINE LEARNING

II

P074 Pitasi Giovanna
NOVEL α-GLUCOSIDASE INHIBITORS BASED ON BENZIMIDAZOLE CORE STRUCTURE: FROM SYNTHESIS TO COMPUTATIONAL 
STUDIES

II

P075 Prencipe Filippo
THE SUBSTRATE REDUCTION APPROACH FOR THE TREATMENT OF GAUCHER DISEASE: DESIGN AND DEVELOPMENT OF NOVEL 
GLUCOSYLCERAMIDE SYNTHASE INHIBITORS

II

P076 Previti Santo MULTITARGET-DIRECTED LIGANDS TARGETING VIRAL PROTEASES AND HUMAN CATHEPSIN L AGAINST SARS-COV-2 II

P077 Previti Santo DEVELOPMENT OF SELECTIVE HUMAN CATHEPSIN L INHIBITORS WITH ANTI-GLIOBLASTOMA PROPERTIES II

P078 Protti Michele
Pin1 INHIBITION BY atRA-INSPIRED ANALOGUES: AN INTEGRATED AND MINIATURISED ANALYTICAL APPROACH FOR STABILITY 
PROFILING IN ANTICANCER DRUG DISCOVERY

II

P079 Ragusa Andrea
MULTIVALENT PIPERIDINE-BASED -GLUCOSIDASE INHIBITORS FOR OVERCOMING CHEMORESISTANCE IN BREAST CANCER 
THERAPY

II

P080 Ribaudo Giovanni
IDENTIFICATION OF NEW ANTIMICROBIAL COMPOUNDS IN ENVIRONMENTAL BACTERIA: A MULTIDICIPLINARY APPROACH 
AGAINST RESISTANT PATHOGENS

II

P081 Roggia Michele UNLOCKING THE ORPHAN RECEPTOR GPR183: AI-DRIVEN DISCOVERY OF NOVEL LIGANDS II

P082 Rotundo Giorgia
DESIGN, SYNTHESIS, AND CHARACTERIZATION OF LTR III-BINDING BIOISOSTERES CONJUGATED WITH NAPHTHALENE 
DIIMIDES FOR DUAL HIV-1 INHIBITION

II

P083 Sabatini Stefano TWO-PRONGED PHENOTYPIC APPROACH TO IDENTIFY NEW AND PROMISING ANTI-MYCOBACTERIUM ABSCESSUS AGENTS II

P084 Santelli Martina MICROWAVE-ASSISTED SYNTHESIS OF TUBULIN ASSEMBLY INHIBITORS AS ANTICANCER AGENTS II

P085 Sardo Ignazio DISCOVERY OF NOVEL INDOLE-BASED DERIVATIVES AS POTENT SARS-COV-2 INHIBITORS TARGETING THE SPIKE PROTEIN II

P086 Smaldone Gerardina
NOVEL para-PHENYLENEDIAMINE-BASED DERIVATIVES AS RECEPTOR TYROSINE KINASE-LIKE ORPHAN RECEPTOR 1 (ROR1) 
INHIBITORS: AN IN VITRO PRELIMINARY CHARACTERIZATION

II

P087 Smirnov Aleksei
PHENOTYPE-GUIDED TARGETING OF THE ADENOSINE AXIS: SUBTYPE-SPECIFIC TUMOR CONTEXT MODULATORS FROM 3D 
MODELS

II

P088 Sosta Rita ISOCYANIDES: AN UNCONVENTIONAL FUNCTIONAL GROUP AS A HEME-COORDINATING MOTIF FOR IDO1 INHIBITION II



P089 Spinelli Lucrezia TARGETING TLR-MEDIATED INFLAMMATION IN METABOLIC AND SYSTEMIC DISEASE II

P090 Starvaggi José DEVELOPMENT OF NOVEL ORTHOSTERIC NS2B/NS3 PROTEASE INHIBITORS II

P091 Vezzoli Miriana DEVELOPMENT OF NOVEL ALLOSTERIC GLUTAMINASE 1 INHIBITORS AS ANTICANCER AGENTS II

P092 Villa Stefania
DISCOVERY OF NOVEL SALICYLATE SYNTHASE INHIBITORS AS ANTI-VIRULENCE AGENTS AGAINST MYCOBACTERIUM 
ABSCESSUS

II

P093 Vittorio Serena METABOLEX: AN INTEGRATED PLATFORM FOR METABOLITES GENERATION AND METABOLIC PATHWAY ANALYSIS II

P094 Yeşilyurt Yağmur
Nav1.5 N347K REMODELS THE ELECTROSTATIC LANDSCAPE FOR MEXILETINE BINDING: MOLECULAR DYNAMICS INSIGHTS 
INTO BRUGADA SYNDROME

II

P095 Zambra Marco
MEGA PROTAC RELOADED: A ROUTE TO TERNARY COMPLEX MODELING LEVERAGING KNOWLEDGE-BASED BURIED-SURFACE 
AREA AND LINKER CONFORMATIONAL FREEDOM DATA

II

P096 Zampieri Daniele NOVEL ANTITUSSIVE DERIVATIVES AS POTENTIAL SIGMA RECEPTOR LIGANDS II

P097 Zarbo Laura DEVELOPMENT OF NITROGEN-BASED COMPOUNDS AS ANTIVIRAL AGENTS AGAINST FLAVIVIRUSES II

P098 Fabbrizi Emanuele
MOLECULAR STRIPTEASE OF A THIADIAZOLOPYRIMIDINE HIT YIELDS A STREAMLINED, ARTEFACT-FREE NADPH MIMIC FOR NOX 
INHIBITION

II

P099 Lambona Chiara
SIMPLIFICATION AND DERIVATIZATION OF QUINOLINE-CONTAINING M41 LEAD TO THE DISCOVERY OF NADPH OXIDASE 
ISOFORM-SELECTIVE INHIBITORS EFFECTIVE IN CANCER CELLS

II

P100 Aniceto Danilo
DEVELOPMENT OF NOVEL SRPIN340-INSPIRED 1,2,3-TRIAZOLE DERIVATIVES: SYNTHESIS, CHARACTERIZATION AND 
ANTITUMOR EVALUATION

II

P101 Aniceto Danilo
SYNTHESIS AND EVALUATION OF THE ANTIMELANOMA ACTIVITY OF 3,4,5-TRIMETHOXYCINNAMIC ACID-BASED 1,2,3-TRIAZOLE 
DERIVATIVES

II

P102 Ludovica Ofria
COMPUTATIONAL DRUG REPURPOSING THROUGH HOMOLOGY MODELING OF MUTATED VARIANTS OF LANOSTEROL 14α-
DEMETHYLASE

II


