
SUNDAY 19/06/2022 

12:00 – 15:30 Registration 

15:00 – 15:30 Opening 

15:30 – 16:45 

 

Session 1 

Chair: I. Grabowski 

15:30 – 16:05 Vipin Srivastava: Does the brain function mathematically 

while doing physiology of learning and memory? 

16:05 – 16:45 Jean Maruani: Towards a Quantum Theory of Biological 

Evolution: Structure Waves in Biopolymers and Biological 

Evolution Paths 

18:30 – 22:00 Welcome reception 

Venue: Collegium Maximum located in the Old Town (Plac Rapackiego 1) 

MONDAY 20/06/2022 

8:30 – 9:00 Registration 

9:00 – 10:30 

 

Session 2 

Chair: M. Musiał 

9:00 – 9:35 Jiří Pittner: Multireference and relativistic DMRG-tailored  

CC methods 

9:35 – 10:10 Mariusz Mitoraj: Kinetic and potential energy contributions 

to a chemical bond from the charge and energy 

decomposition scheme ETS-NOCV 

10:10 – 10:30 Katharina Boguslawski: Modeling multi-reference problems  

with single-reference coupled cluster methods 

10:30 – 11:00 Coffee break 
 

 

https://translate.google.pl/translate?hl=&sl=pl&tl=en&u=https%3A%2F%2Fpl.wikipedia.org%2Fwiki%2FCollegium_Maximum_Uniwersytetu_Miko%C5%82aja_Kopernika_w_Toruniu


11:00 – 12:30 

 

Session 3 

Chair: T. Saue 

11:00 – 11:35 Eduard Matito: Correlation-Driven Second-Order  

Møller-Plesset Perturbation Theory 

11:35 – 12:10 Péter Surjan: Many-body Perturbation Theory  

with non-canonical orbitals - a general framework 

12:10 – 12:30 Ádám Margócsy: Dressing of interaction vertices  

in the Multi-Reference Coupled Cluster model 

12:30 – 14:00 Lunch 

14:00 – 15:10 

 

Session 4 

Chair: R. Podeszwa 

14:00 – 14:35 Jürgen Gauss: Recent advances in the use of Cholesky 

decomposition within electron-correlated calculations of 

energy and properties 

14:35 – 15:10 Yasuteru Shigeta: Integrated in silico drug modeling  

for viral proteins 

15:10 – 15:40 Coffee break 

15:40 – 16:50 

 

Session 5 

Chair: J. Komasa 

15:40 – 16:15 Örs Legeza: Tensor network state methods in material science 

and ab initio quantum chemistry 

16:15 – 16:50 Mariusz Radoń: Benchmarking quantum chemistry methods 

for spin-state energetics of transition metal complexes 

against quantitative, experiment-derived data 

18:00 – 20:00  Torun Sightseeing 

Meeting point: Nicolaus Copernicus Statue in the Old Town 



TUESDAY 21/06/2022 

9:00 – 10:30 

 

Session 6 

Chair: A. Savin 

9:00 – 9:35 Andreas Görling: Chemical accuracy at moderate 

computational costs by σ-functionals for the Kohn-Sham 

correlation energy 

9:35 – 10:10 Nikitas Gidopoulos: Improving the exchange and correlation 

potential in density-functional approximations through 

constraints 

10:10 – 10:30 Fulvio Sarcinella: Yukawa potential-based functionals in 

Density Functional Theory 

10:30 – 11:00 Coffee break 

11:00 – 12:30 

 

Session 7 

Chair: K. Pernal 

11:00 – 11:35 Ágnes Nagy: Spherically Averaged Densities as Basic DFT 

Variables 

11:35 – 12:10 Kati Finzel: The bifunctional formalism: an alternative 

treatment of density functionals 

12:10 – 12:30 Aleksandra Leszczyk: Tailoring CCSD with orbital-optimized 

pair-CCD and matrix- product-state wave functions 

12:30 – 14:00 Lunch 

 

 

 

 

 

 

 



14:00 – 15:10 

 

Session 8 

Chair: H. Witek 

14:00 – 14:35 Tomasz Wesołowski: Hohenberg-Kohn theorems  

as a basis for multi-level simulations of electronic structure  

in condensed phase 

14:35 – 15:10 Sourav Pal : Dipole moment of diatomic molecules within 

relativistic coupled-cluster framework: Expectation value 

versus energy derivative method 

15:10 – 15:40 Coffee break 

15:40 – 17:25 

 

Session 9 

Chair: P. Żuchowski 

15:40 – 16:15 Noriyuki Kurita: Protonation states of amino acid residues  

in protein can affect protein-ligand interactions: Ab initio 

fragment molecular orbital calculations 

16:15 – 16:50 Trond Saue: Does chemistry need more physics? 

16:50 – 17:25 Jan Martin: The Atomic Partial Charges Arboretum:  

Trying to See the Forest for the Trees 

17:30 – 20:00 Poster Session 

WEDNESDAY 22/06/2022 

9:00 – 10:30 

 

Session 10 

Chair: T. Wesołowski 

9:00 – 9:35 Dominika Zgid: Green’s function methods for solids 

9:35 – 10:10 Alberto Baiardi: Computational Strategies for  

the Characterization of Strongly Correlated Chemical Systems 

10:10 – 10:30 Peter Reinhardt : Mass-independent isotope fractionation:  

a quantum effect leading to an unusual isotope chemistry 



10:30 – 11:00 Coffee break 

11:00 – 12:40 

 

Session 11 

Chair: K. Słowik 

11:00 – 11:35 Sabre Kais: Quantum Machine-Learning for Complex 

Chemical Systems on Quantum Devices 

11:35 – 12:10 Jacek Komasa: Energy levels of all molecular hydrogen 

isotopologues 

12:10 – 12:40 Alia Tadjer: Electrolyte interactions at a model electrode 

surface 

12:40 – 14:00 Lunch 

14:00 – 15:10 

 

Session 12 

Chair: R. Broer 

14:00 – 14:35 Jacek Karwowski: Generalized cusp conditions 

14:35 – 15:10 Andreas Savin: Generalized Kato conditions to correct models 

with long-range interaction 

15:10 – 15:40 Coffee break 

15:40 – 17:25 

 

Session 13 

Chair: L. Meissner 

15:40 – 16:15 Tatiana Korona: Point defects of hexagonal boron nitride 

monolayer modelled with finite clusters 

16:15 – 16:50 Jacek Korchowiec: Charge Distributions for Molecular 

Dynamic Simulations from Self-Consistent Polarization 

Method 

16:50 – 17:25 Michał Lesiuk: High-level coupled-cluster methods  

with tensor decomposition 



20:00 - 21:00 Music concert 

Venue: Church of the Assumption of the Blessed Virgin Mary in the Old 

Town (Panny Marii 2) 

THURSDAY 23/06/2022 

9:00 – 10:30 

 

Session 14 

Chair: T. Helgaker 

9:00 – 9:35 Katarzyna Pernal: Dispersion interactions in exciton-localised 

states 

9:35 – 10:10 Rafał Podeszwa: Challenges in robust calculations of  

the three-body non-additive interaction energies 

10:10 – 10:30 Eva Muchova: Novel Auger-type spectroscopies for Liquids 

10:30 – 11:00 Coffee break 

11:00 – 12:45 

 

Session 15 

Chair: D. Zgid 

11:00 – 11:35 Ali Alavi TBA 

11:35 – 12:10 Bill Poirier: Full-dimensional Schrödinger Wavefunction 

Calculations Using Tensors and Quantum Computers: 

The Cartesian component-separated approach 

12:10 – 12:45 Henryk Witek: Challenges in theoretical Raman spectroscopy 

12:45 – 14:00 Lunch 

19:00 - 22:00 Conference Dinner 

Venue: Artus Court Cultural Center in the Old Town (Rynek Staromiejski 6) 

 

 

 

 

 



FRIDAY 24/06/2022 

9:00 – 10:45 

 

Session 16 

Chair: S. Śmiga 

9:00 – 9:35 Trygve Helgaker: Molecular Bonding, Structure, 

and Dynamics in a Strong Magnetic Field 

9:35 – 10:10 Andrew Teale: Current-Density-Functional Theory  

for Molecules in Magnetic Fields 

10:10 – 10:45 Monika Srebro-Hooper: Calculating natural optical activity of 

helicene derivatives: What can we learn from TD-DFT studies? 

10:45 – 11:15 Coffee break 

11:15 – 13:00 

 

Session 17 

Chair: J. Karwowski 

11:15 – 11:50 Ágnes Szabados: Perturbative correction of spin-unrestricted 

geminal wave functions with half-projection 

11:50 – 12:25 Uğur Bozkaya: Linear Scaling Coupled-Cluster Methods  

with Various Fragmentation Approaches 

12:25 – 13:00 Ria Broer: Nonorthogonal configuration interaction: 

conceptual and computational aspects 

13:00 – 13:10 Closing 

13:10 – 14:30 Lunch 
 


