
CHIMIA 2005, 59, No. 7/8

 A382

DFT2005 Conference and 
Computational Chemistry  
in Switzerland

DFT2005 

EDITORIAL

384 J. Weber, C. Daul

SPONSORS

387 Sponsors

COMMITTEES

388 Committees

SCIENTIFIC PROGRAM

389 Program in Detail 
392 – Sunday September 11, 2005
393 – Monday September 12, 2005
395 – Tuesday September 13, 2005
396 – Wednesday September 14, 2005
398 – Thursday September 15, 2005

399 Abstracts of Oral Presentations
401 – Invited lectures (I1–I16)
405 – Oral contributions (C1–C14)

409 Abstracts of Posters
411 – Poster Session I  Monday, September 12, 2005
  Methodology and Applications (P1–P137)
447 – Poster Session II Wednesday, September 14, 2005
  Applications (P201–P337)

483 Author Index

COMPUTATIONAL CHEMISTRY IN SWITZERLAND 
Invited Articles: J. Weber and C. Daul, Eds.

488 One-Electron Equations for Embedded Electron Density and Their Applications to Study Electronic Structure of  
 Atoms and Molecules in Condensed Phases
 M. Dulak, R. Kevorkyants, F. Tran, T.A. Wesolowski*

493 Quantum Mechanical/Molecular Mechanical (QM/MM) Car-Parrinello Simulations in Excited States
 M.-E. Moret, E. Tapavicza, L. Guidoni, U. Röhrig, M. Sulpizi, I. Tavernelli, U. Rothlisberger*

499 Ground and Excited State Density Functional Calculations with the Gaussian and Augmented-Plane-Wave  
 Method
 M. Iannuzzi, T. Chassaing, T. Wallman, J. Hutter*

CONTENTS
INHALT
SOMMAIRE



CHIMIA 2005, 59, No. 7/8

 A383

504 Theoretical Studies on the Electronic Properties and the Chemical Bonding of Transition Metal Complexes using  
 DFT and Ligand Field Theory
 M. Atanasov*, C. Daul

511 Binding Energies of Hydrogen-Bonded cis-Amide and Nucleobase Dimers: An Evaluation of DFT Performance
 J.A. Frey, S. Leutwyler*

517 Computational Chemistry for Elucidating Protein Function: Energetics and Dynamics of  
 Myoglobin-Ligand Systems
 D.R. Nutt, P. Banushkina, M. Meuwly*

522 The Interplay and Synergism of Experiment and Quantum Chemistry in Research on Reactive Intermediates
 T. Bally

530 Parity Violation in Chiral Molecules
 M. Quack*, J. Stohner

539 ‘Measuring’ Electron Delocalization in π-Conjugated Systems
 M. Bruschi, M.G. Giuffreda, H.P. Lüthi*

545 Computational Chemistry at Novartis
 R. Lewis*, P. Ertl, E. Jacoby, M. Tintelnot-Blomley, P. Gedeck, R.M. Wolf, M.C. Peitsch

550 Computational Molecular Science for the Nutritional Industry
 M.G. Grigorov

FH-HES

554 Laborpraktikum in Chemischer Technologie – Eine Dienstleistung der HTA-FR. 
 Ein Beitrag an die Ausbildung von Chemikantenlehrlingen
 K. Käser

INFORMATION

557 Lectures 
557 Honors/Ehrungen 
558 Congresses, Conferences, Workshops

CHIMIA-REPORT

559 Markt, Apparate, Chemikalien und Dienstleistungen


