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13th European Seminar on Computational Methods in Quantum Chemistry
Smolenice, Slovakia 21. - 25. 9. 2005
Program

Wednesday, September 21

17:00
Bus shuttle from Bratislava to Smolenice
15:00 – 20:00
Registration
20:00
Dinner and Get together drinks


Thursday, September 22

07:30 – 08:50
Breakfast 
08:50 – 09:00
Opening Remarks 
09:00 – 10:30
Session 1   Chair: T. Helgaker 

W. Kutzelnigg
Nakatsuji theorem, Nooijen conjecture, and constrained


coupled-cluster theory

H. Koch
General correlated rotations and orbital correlation - some new


concepts in electronic structure theory

P. Surján
Diagonalization-free energy calculations: Hartree-Fock
 

and beyond
10:30 – 11:00
Coffee Break 
11:00 – 12:30
Session 2   Chair: Ch. Marian

M. Barysz
Two-component relativistic methods for the heaviest elements

J. Komasa
High precision calculations on relativistic and QED energy of


a-few-electron systems

M. Reiher
Infinite-order Douglas-Kroll-Hess theory
13:00

Lunch
15:00 – 16:30
Session 3   Chair: P. Szalay 

T. Fleig
Multi-reference electron correlation methods in the relativistic
 

4-component regime

J. Pittner
New developments in the multireference Brillouin-Wigner
 

coupled cluster method

J. van Lenthe
Multi Reference CEPA Approaches
16:30 – 17:00
Coffee Break
17:00 – 18:30
Session 4   Chair: P. Taylor

W. Klopper
New correlation factors for explicitly-correlated electronic 
 

wavefunction
 
S. Ten-No
Explicitly correlated Slater-type geminal theory

H.-J. Werner
Local explicit correlation methods
19:00

Dinner
20:30 – 22:00
Poster Session
Friday, September 23

07:30 – 09:00
Breakfast
09:00 – 10:30
Session 5   Chair: M. Urban

R.J. Bartlett
Addition by subtraction in coupled-cluster theory:
 

A reconsideration of the coupled-cluster/CI interface

A. Auer
On the usage of local orbitals for approximated
 

coupled cluster methods

M. Kállay
Perturbative treatment of higher excitations in
 

coupled-cluster theory
10:30 – 11:00
Coffee Break 
11:00 – 12:30
Session 6   Chair: I. Hubač

J. Olsen
Examination of single- and multi-reference methods for the 
 

calculation of potential surfaces

S. Evangelisti
Local orbitals for quasi-degenerate systems

P. Neogrády
Coupled cluster study of spectroscopic constants of the alkali metal 
 

diatomics: Ground and the singlet excited states of Na2, NaLi, NaK, 
 

and NaRb.
13:00

Lunch
13:45 – 17:00
Free afternoon or organized trip to the cave Driny

17:00 – 17:30
Coffee
17:30 – 18:30
Session 7   Chair: J. Gauss

S. Coriani
Recent developments in the determination of molecular properties
 
B. Champagne
Nonlinear optical properties of chiral Liquids - computational 
 

methods and applications 
19:00

Dinner
Saturday, September 24

07:30 – 09:00
Breakfast
09:00 – 10:30
Session 8   Chair: P. Knowles

J. Vaara
Supermolecular calculations of intermolecular interaction effects
 

on NMR properties: Examples on liquid water and gaseous xenon
 
O. Malkina
Visualization of nuclear spin-spin coupling pathways by real-space
 

functions

Ch. van Wüllen
Quantum chemical investigations on iron (III) and copper (II) 
 

catalyzed Michael Reactions
10:30 – 11:00
Coffee Break 
11:00 – 12:30
Session 9   Chair: M. M. Rohmer

I. Grabowski
Accurate orbital-dependent correlation and exchange-correlation
 

potentials from non-iterative ab initio DFT calculations
 
B. Jeziorski
Density functional theory of van der Waals forces
 
L. Seijo
Mosaico: A technique for linear-scaling energy optimization
 

in semiempirical, HF, and DFT calculations
13:00

Lunch
15:00 – 16:30
Session 10   Chair: S. Kucharski

P. Rosmus
The electronic ground states potential energy surfaces of small
 

molecules: routine calculations?
 
L. Wiesenfeld
Reactivity with transition states and angular momenta

R. Moszynski
State of the art ab initio studies of photoassociation schemes
 

for production of cold calcium molecules
16:30 – 17:00
Coffee Break 
17:00 – 18:30
Session 11   Chair: W. P. Kraemer

A. Rizzo
Two-photon circular dichroism: A response theory approach
 

to non-linear properties of chiral systems

A. G. Császár
Toward complete ab initio spectroscopy of small molecules

H. Lischka
High-level multireference ab initio theory applied to on-the-fly 
 

dynamics: the photochemistry of the C=C bond
 


18:30

Election of the 14th Seminar Chairman and 


closing of the conference by B. Sutcliffe
19:00

Conference Dinner


Sunday, September 25

07:30 – 09:00
Breakfast
09:30

Bus departure from Smolenice to Bratislava
