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SYMPOSIUM IN HONOR OF TIM CLARK'S 70TH BIRTHDAY

Thursday, April 11 1 th 201 9

08:50-09:00 Welcome

09:00-09:45 K1 : Francesco Gervasio (London, UK)

Modelling ligand binding and allostery in kinases and GPCRs

with enhanced-sampling algorithms

09:45-1 0:05 L1 : Christof Jäger (Nottingham, UK)

Reaction control in radical SAM enzymes: how nature plays

with radical and redox reactivity

1 0:05-1 0:50 K2: Stefan Kast (Dortmund, Germany)

From macroscopic to local molecular thermodynamics

1 0:50-11 :20 Coffee Break

11 :20-11 :40 L2: Hakan Kayı (Ankara, Turkey)

Design of the tellurium-containing semiconducting polymers

11 :40-1 2:25 K3: Peter Hildebrand (Leipzig, Germany)

Role of structural dynamics for GPCR signaling

1 2:25-1 3:30 Lunch

1 3:30-1 4:1 5 K4: Holger Gohlke (Düsseldorf, Germany)

What to gain from protein statics

1 4:1 5-1 4:35 L3: Johannes Margraf (München, Germany)

Correlation energy densities from coupled cluster theory

1 4:35-1 4:55 L4: Pavlo Dral (Mülheim, Germany)

The ODMx methods: new consistent semiempirical methods

1 4:55-1 5:30 Coffee Break

1 5:30-1 6:1 5 K5: Jon Essex (Southampton, UK)

The role ofwater in mediating biomolecular binding: from

water locations to their impact on binding affinity

1 6:1 5-1 7:00 Surprise, Surprise!

1 7:00 Closing remarks
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