Finanziato

NextGenerationEU

dall'Unione europea

Ministero
dell’Universita
e della Ricerca

B
-'.l 'I !La]

iadomani

ecosister

ECOSISTER Spoke 6 Scientific&technical progress workshops - September 29th, 2023

Location Seminar Room, 3rd floor, MO17 (Edificio Fisica), via Campi 213/A, Modena
Link (WP1) com/dl/l 2url=%2F_%23%2F1%
WP1
Time Area Speaker  Authors Affiliation Title
9:30-9:35 Introduction Alice Ruini - UNIMORE HPC design of materials for clean
eenergy applications
9:35-9:55 Pilot Applications ~ Davide Giavazzi Francesco di Maiolo, UNIPR Organic LED: modeling solid state
Anna Painelli, Andrea solvation towards optimized
Phan Huu, Cristina performances
Sissa
9:55-10:15 Pilot Applications  Michele Salvador Elena Degoli, Rita UNIMORE The role of self-healing polymers in
Magri, Rita Maji, Alice the interfacial and structural
Ruini properties of lithium-ion batteries: a
molecular modeling study
10:15-10:35 Pilot Applications  Daniele Fazzi Artur Nenov, Fabrizia UNIBO Modelling of electronic structure,
Negri, Robert dynamics and spectroscopical
Hertzhoff, Nora properties of organic functional
Gildemeister, Sven materials for energy-saving
Geller, Klaus applications
Meerholz;
Francesco Segatta,
Flavia Aleotti,
Francesco Montorsi,
Marco Garavelli,
Daniel Aranda,
Fabrizio Santoro,
Shaul Mukamel
10:35-10:55 BREAK
10:55-11:15 High-Throughput ~ Marco Bertani  Thibault Charpentier, UNIMORE Exploiting machine learning
Francesco Faglioni, techniques for the simulation of glass
Cristina Menziani properties.
Alfonso Pedone
11:15-11:35 High-Throughput Marco Gibertini  F. Haddadi, L. Ponet, UNIMORE Expanding the portfolio of magnetic
D. Campi, N. Marzari 2D materials by high-throughput
simulations
11:35-11:55 Computational Ifeanyi Onuorah Pietro Bonfa, Roberto  UNIPR High-throughout methods for
spectroscopy De Renzi sspectroscopic investigations of
advanced materials for the ecological
transition
11:55-12:15 Computational Luca Bursi Alice Ruini, Simone  UNIMORE First principles simulation of UPS
spectroscopy Vacondio spectra and defects’ thermodynamics:
in emerging materials for
next-generation electronics and
optics.
Joint Session Joint Session Joint Session
Link (All WPs): 9:EMuo3 H3NZGXPegavtrPkUW6IR7nyVCA XQ1@thread.tacv2 fc6-48 fbf-2f1e-407f-80a2-a 84363&te =ECOSIS 420SPOKE%206%20J0
12:15-12:30 HPC Support Fabio Affinito Fabio Affinito, CINECA La roadmap di CINECA e le HPC Support Fabio Affinito Fabio Affinito, CINECA La roadmap di CINECA e le HPC Support Fabio Affinito Fabio Affinito, CINECA La roadmap di CINECA e le
Massimiliano Guarrasi prossime sfide tecnologiche Massimiliano prossime sfide tecnologiche Massimiliano prossime sfide tecnologiche
Guarrasi Guarrasi
12:30-12:45 HPC Support Carmelo Carmelo Pellegrino, INFN Resource access policy in ICSC e HPC Support Carmelo Carmelo INFN Resource access policy in ICSC e HPC Support Carmelo Carmelo INFN Resource access policy in ICSC e
Pellegrino Claudio Grandi prospettive di sviluppo Pellegrino Pellegrino, Claudio prospettive di sviluppo Pellegrino Pellegrino, Claudio prospettive di sviluppo
dell'infrastruttura INFN Grandi dell'infrastruttura INFN Grandi dell'infrastruttura INFN
12:45-13:15 Training All All All Future training activities in SP6 Training Al All All Future training activities in SP6 Training All All All Future training activities in SP6
13:15 END OF WORKSHOP(S) END OF WORKSHOP(S) END OF WORKSHOP(S)

DISSEMINATION OF THE ECOSISTER SPOKE 6 ACTIVITIES WILL BE PRESENTED TO THE GENERAL PUBLIC DURING THE "RESEARCHERS NIGHT" EVENTS AT THE UNIPR AND UNIMORE PREMISES. PLEASE CONSULT THE OFFICIAL UNIVERSITY WEBSITES FOR DETAILS

* means broadcast via remote connection
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