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10 November 2022
14:00 REGISTRATION
14:45 OPENING: Welcome & Introduction
prof. Matteo Lorito Rector, Università degli Studi di Napoli Federico II

prof. Luigi Ambrosio Director, Scuola Normale Superiore

prof. Arturo De Vivo Governance, Scuola Superiore Meridionale

15:20 Welcome «BRINDISI»

SESSION 1 (Chair: N. Rega)
16:00 Carlo Adamo Laudatio
16:45 Laura Gagliardi

Engineering Metal Organic Framework Functionalities Using Theory, 
Computations and High-Throughput Data

JUNIOR SESSION (Chair: S. Coluccia) 
17:30 Post-docs

Silvia Alessandrini
Intersystem Crossing in the Entrance Channel of the Reaction between O(3P) and Pyridine

Federico Lazzari
The Virtual Laboratory
Fulvio Perrella
Ultrafast Photo-induced Processes in Dye Sensitizers: Insight from Theory

18:30 PhD Students (Astrochemistry & MOSES)
L. Crisci On the Automation of VRC-TST Simulations: Strategies to Determine
Wave Function Guesses, Exploration of Black-box Methodologies, and Application to
Test Systems
G. Iuzzolino Unraveling the Photophysics of a Prototype System for DNA-
Protein Photocrosslinking
A. Melli Spectroscopic Characterization of 3-Aminoisoxazole: a Prebiotic
Precursor of Ribonucleotides
E. Romano Stereo-Electronic Effects in Olefin Polymerization Catalysis
analyzed by Energy Decomposition of Density Functional Computations

20:30 SOCIAL DINNER



11 November 2022
SESSION 2 (Chair: S. Abbate)

9:00 José Luis Alonso
Watching Biomolecules: A Joint Venture of Quantum Chemistry and Rotational
Spectroscopy

9:45 Malgorzata Biczysko
Computational Spectroscopy: from Mid Infrared (MIR) to Vacuum Ultraviolet (VUV)

10:30 Mauro Stener
New TDDFT Algorithms, Protocols and Analysis Tools for the Study of Optical 
Properties of Large Metal Nanoclusters

11:15 Coffee break

SESSION 3 (Chair: G. Talarico)
11:45 Marco Pagliai

Structure and Dynamics of Hydrogen Bonded Systems from Molecular Dynamics 
Simulations

12:30 Julien Bloino
Good Vibrations - A Journey in Search of Efficient Models to Describe Accurately
Nuclear Contributions

13:15 Free LUNCH
SESSION 4 (Chair: M. Mendolicchio)

15:00 Claudio Greco
Theoretical Studies of Chemical Systems with Environmental Relevance: Gas-
processing Enzymes, Biomimetic Catalysts and Green Nanoreactors

15:45 Michele Pavone
When Molecules Meet Materials: A Quantum Chemical Perspective on 
Heterogeneous Functional Interfaces

16:30 Coffee break

SESSION 5 (Chair: C. Puzzarini)
17:00 Alessandro Fortunelli

Simulation Studies of Dynamic Processes in Catalysis and Materials Science

17:45 Nino Russo
Computational Enzymology on the Road

18:30 CLOSING REMARKS




