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Registration
Welcome
Bill Jorgensen, Yale

Efficient Drug Lead Optimization Guided by Free-Energy Calculations
David Lloyd, TCD

Virtual Reality - do computational chemists dream of electronic molecules?
Leif A. Eriksson, NUIG

SLC 25A43: From Gene Sequence to Protein Function.

COFFEE

Jens Nielsen, UCD
Predicting the Biophysical Characteristics of Proteins: Validation Using Multiple
Types of Experimental Data

Elisa Fadda, NUIG
Role of surface-bound water in protein-carbohydrate recognition and binding:
Concanavalin A

LUNCH + Poster Session

Andrew R. Leach, GSK
tha
Meilan Huang, QUB
Action Mechanism of Diketo-Acid Inhibitors for HIV-1 Integrase
Rob Woods, NUIG
Predicting Influenza Species Specificity: A Case for Computational Glycoscience

COFFEE

Damien Thompson, UCC

Molecular Design of Self-Assembling Materials
Patricia Saenz Mendez, UdelaR

The Reaction Mechanism of Dehaloperoxidase
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