Preliminary Programme for the 40th Erice Crystallographic Course (version May 14, 2008)
FROM MOLECULES TO MEDICINE: INTEGRATING CRYSTALLOGRAPHY IN  DRUG DISCOVERY 

29 May - 8 June 2008  (at S. Domenico Lecture Hall; Buffet  & Party Dinners in S. Francesco Court)
	
8.45
	Fri May 30

Opening Remarks
	Sat May 31
	Sun June 1
	Mon June  2
	Tue June 3
	Wed June 4
	Thu June 5
	Fri June 6
	Sat June 7

	9.00
	Blundell
Exploring chemical and biological space: New dimensions of drug discovery for industry and academia
	Groom

Integrating chemoinformatics, bioinformatics and structural biology 
	Rossmann
Structurally based anti-viral strategies
	Shoichet
Infering and deducing function from molecular structure 
	Saibil
Cryo EM studies exemplified by  molecular chaperones  pore forming toxins 
	Irwin
What can I expect from a virtual screening campaign for ligand discovery? 
	Cruciani
Integrating crystallography into early metabolism studies


	Arnold
 Successful application of structure-based design to target drug-resistant HIV/AID
	Watson
 Protein function prediction from structure in Structural Genomics & its con-tribution to the study of health and disease

	10:00
	Rose
Ligand binding site description, comparison and discovery

	Mason

Driving similarity, docking & de novo design by relevant descriptors. Case studies of why it matters

	Jacob
Structural biology contributions to the discovery of a treatment for Gilvec-resistant chronic myelo-genous leukemia
	Pauptit
Drug design stories from AstraZeneca
	Sali
Protein structure prediction for drug discovery
	Mikol
Successful cases of structure based drug design
	Scapin
Structural Biology and Molecular Modeling in the Design of Novel DPP-4 Inhibitors
	Weis 
The beta2 adrenergic receptors
	Sussman
 Structural studies of  acetylcholinesterase & paraoxonase  directed towards development of therapeutic biomolecules  for the treatment of degenerative diseases & protection against chemical threat  agents

	11:00
	Coffee
	Coffee: 

Workshop lists up  for 1,4,5,7,10,11  
	Coffee: 

Workshop lists up for 2,3,6,8,9
	Coffee
	Coffee
	Coffee
	Coffee
	Coffee
	Coffee

	11.30
	Bergfors
Crystallisation strategy at the RAPID Center ( Rational Approaches to Pathogen Inhibitor Discovery)
	Klebe (1)

Biophysics of protein-ligand interactions


	Pandit
Structure-based drug design targeting the PDE gene family
	Yonath

Can structures lead  to better drugs ? Lessons from  ribosome research
	Davies

Fragments, structures and

drug discovery
	Baker
Secreted toxin and surface protein: from genome sequence to structure, function and novel protein chemistry
	EXCURSION



(see below)
	Klebe (2)
A drug design story
	Marcotrigiano 
Progress on new hepatitis C virus targets: NS2 and NS5A

	12.30
	Lunch
	Lunch
	Lunch
	Lunch during
	Lunch
	Lunch
	Lunch during
	Lunch
	Lunch


	

	Fri May 30
	Sat May 31
	Sun June 1
	Mon Jun  2
	Tue June 3
	Wed June 4
	Thu June 5
	Fri June 6
	Sat June 7

	14:30
	Sussman & Hodis
 Tools to make 3D structu-ral data more comprehensi-ble: eMovie & Proteopedia
	Workshop Session A
CCP4 
PDB, DOCK 
CCDC 
Proteopedia
Crystallization
	Workshop Session B
CCDC
EBI, GRID
 DOCK
MODELLER
Crystallization
	EXCUR-SION

    to Mothia Island
(alternati-vely: beach at Trapani)

	Workshop Session C
PDB
DOCK
 CCP4
DMPK
Proteopedia
Crystallization
	Workshop Session D
EBI,  GRID 
MAIN, 

CCP4
MODELLER Crystallization
	Excursion to Segesta  and Selinunte 




(alternatively to S. Vito lo Capo white sand beach) 


	Workshop Session E
TBA, TBA

MAIN, 

CCDC
DMPK
Crystallization 
	Hot Spot 5: Remington
From Citrate to Malate Synthase: Comparative Mechanisms and Implicati- ons for Drug Discovery

	15:30
	Petcher

Crystallography and drug design: Where from?
	
	
	
	
	
	
	
	Goodford

Crystallography and drug design: Where next?

	16.30
	Coffee
	Coffee
	Coffee
	
	Coffee
	Coffee
	
	Coffee
	Coffee

	17:00
	Workshop Intro Talks 

(1, 4, 7 )
CCP4  
CCDC 
PDB 
	Workshop Intro Talks (3, 6,  9)
GRID 
 DMPK
MODELLER
	Short (2-3 mins) Poster  A 
(odd numbers)

Presentations
	
	Hot Spot 1: Di Marco 
Histone Deacetylase Enzymes:Structure, Mechanism & Implicati-ons  for Drug Design of New Anticancer Agents
	Short (2-3 mins) Poster  B 
(even numbers)

Presentations 
	
	Hot Spot 3:Bur
Finding Plasmepsin inhibitors - a roller coaster ride

	Panel discussion:
Crystallography and Medicine

	17:45
	Workshop Intro Talks 
(5, 10, 11)
 Crystallization  
DOCK 
Proteopedia
	Workshop Intro Talks (2, 8)
EBI
MAIN
	Short (2-3 mins) Poster  A 
(odd numbers)  
Presentations (cont.d)
	
	Hot Spot 2 : Weik 
 Shoot to Snap - X-ray damage as a method to study structural dyna-mics in protein crystals 
	Short (2-3 mins) Poster  B 
(even numbers)  
Presentations (cont.d)
	
	Hot Spot 4:Sack 
Life lessons in the drug design process
	Closing Remarks

	18:30
	Signup Workshops Session A 
	Signup Workshops Sessions  B, C, D and E
	Poster session A
	
	Free
	Poster session B
	
	
Question time
	Free

	20:00
	Welcome Buffet Dinner + Folk Show
	Free or
‘Pub’ Quiz
	 Pasta party
	Free
	Dinner + Ruby Dance
	Pizza party 
	Buffet Dinner in front of Segesta   Temple
	Free

	Good-Bye Buffet Dinner


The Workshop allocation/description (participants – including speakers - please, go through it carefully) might undergo slight changes (e.g. due to late schedule for TTP mosquito demos) and  is  visible  in 


http://wiki.compbio.ucsf.edu/wiki/index.php/Portal:Erice2008
