	June 01
	 
	 
	hall

	Friday
	 
	 
	 

	 
	
	
	 

	8.45-9.00
	Welcome
	School directors
	 

	 
	 
	 
	 

	Session 01M
	Macromolecular models
	Chairperson : to be defined
	tbd

	9.00-9.45
	The zen of model anomalies - correct most of them. Treasure the meaningful valid few. Live serenely with the rest.
	J.Richardson
	 

	9.45-10.30
	Post publication validation of crystal structures
	Z.Otwinowski
	 

	 
	 
	 
	 

	10.30-11.00
	 
	coffee break
	 

	 
	 
	 
	 

	11.00-11.45
	Getting started in Proteopedia
	J.Prilusky
	 

	 
	 
	 
	 

	 
	New and alternative methods
	 
	 

	11.45-12.30
	Coherent diffraction and X-ray Nano-tomography
	P.Thibault
	 

	 
	 
	 
	 

	12.30-14.30
	
	lunch
	 

	 
	 
	 
	 

	Session 01A
	Structural session
	Chairperson : to be defined
	 

	14.30-15.15
	Proteolysis, complex formation and conformational changes drive the complement system
	P.Gros
	 

	15.15-15.40
	Subatomic resolution structure of Z-DNA
	Z.Dauter
	 

	15.40-16.00
	Structural insights into lysosomal storage diseases
	R.Read
	 

	 
	 
	 
	 

	16.00-16.30
	
	coffee break
	 

	 
	 
	 
	 

	Session 01C
	Computing session 
	Chairperson : to be defined
	 

	16.30-17.30
	Demo: CCP4 overall presentation
	Murshudov, Emsley, Read  
	 

	 
	 
	 
	 

	 
	Tutorials
	 
	 

	17.45-18.45
	Proteopedia
	J.Prilusky
	 

	17.45-18.45
	Rosetta
	F.DiMaio
	 

	17.45-18.45
	Arcimboldo
	I.Uson
	 

	17.45-18.45
	new detectors 
	BRUKER
	 

	 
	 
	 
	 

	19.00-20.00
	Phasing with weak scatterers
	F.Frolow
	 

	19.00-20.00
	Phaser
	R.Read
	 

	19.00-20.00
	UCSF DOCK - docking
	J.Irwin
	 

	 
	
	
	 

	20.00-
	Welcome Buffet Dinner + Folk Show at S. Francesco
	 


	June 02
	 
	 
	hall

	Saturday
	 
	 
	 

	 
	
	
	 

	Session 02M
	protein synthesis and crystals
	Chairperson : to be defined
	tbd

	9.00-9.45
	Total chemical synthesis for the determination of novel X-ray structures by racemic protein crystallography
	S.Kent
	 

	9.45-10.30
	Crystallizing membrane proteins for structure-function studies using lipidic mesophases
	M.Caffrey
	 

	 
	 
	 
	 

	10.30-11.00
	 
	coffee break
	 

	 
	 
	 
	 

	11.00-11.45
	Crystal pathologies
	T.Yeates
	 

	 
	 
	 
	 

	 
	New and alternative methods
	 
	 

	11.45-12.30
	Femtosecond nanocrystallography: a new avenue for membrane protein structure determination
	P.Fromme
	 

	 
	 
	 
	 

	12.30-14.30
	 
	poster preview lunch
	 

	 
	 
	 
	 

	Session 02A
	Structural session
	Chairperson : to be defined
	 

	14.30-15.15
	Structure of viral membrane fusion proteins and their cellular relatives
	F.Rey
	 

	15.15-15.40
	Why proteins will crystallize with unusual ease from racemic mixtures: revisiting a theory of protein space group preferences
	T.Yeates
	 

	15.40-16.00
	Nanobodies as universal crystallization chaperones
	E.Deyaert
	 

	 
	 
	 
	 

	16.00-16.30
	 
	coffee break
	 

	 
	 
	 
	 

	Session 02C
	Computing session 
	Chairperson : to be defined
	 

	16.30-17.30
	Demo: hkl3000 overall presentation
	Z.Otwinowski, D.Borek
	 

	 
	 
	 
	 

	 
	Tutorials
	 
	 

	17.45-18.45
	MolProbity
	J.Richardson
	 

	17.45-18.45
	free discussions
	 
	 

	 
	 
	 
	 

	17.45-20.00
	Refinement with Phenix
	P.Afonine
	 

	17.45-20.00
	XDS
	K.Diederichs
	 

	 
	 
	 
	 

	19.00-20.00
	Coot
	P.Emsley
	 

	 
	
	
	 

	20.00-
	Dinner 
	 
	 


	June 03
	 
	 
	hall

	Sunday
	 
	 
	 

	 
	
	
	 

	Session 03M
	Data collection and processing
	Chairperson : to be defined
	tbd

	9.00-9.45
	Haystacks and how to search them: using automation to optimise macromolecular diffraction data
	S.McSweeney
	 

	9.45-10.30
	Data processing : how good are my data really ?
	K.Diederichs
	 

	 
	 
	 
	 

	10.30-11.00
	 
	coffee break
	 

	 
	 
	 
	 

	11.00-11.45
	SAD / MAD phasing
	Z.Dauter
	 

	 
	 
	 
	 

	 
	New and alternative methods
	 
	 

	11.45-12.30
	Structure analysis of biological macromolecules by small-angle X-ray scattering
	D.Svergun
	 

	 
	 
	 
	 

	12.30-14.30
	 
	lunch
	 

	 
	 
	 
	 

	Session 03A
	Structural session
	Chairperson : to be defined
	 

	14.30-15.15
	Crystallization and structure determination of photosynthetic membrane proteins
	P.Fromme
	 

	15.15-15.40
	Functional insights from structure: receptors and respiratory proteins
	M.Caffrey
	 

	15.40-16.00
	Elemental analysis of proteins by Proton Induced X-ray Emission (microPIXE)
	E.Garman
	 

	 
	 
	 
	 

	16.00-16.30
	 
	coffee break
	 

	 
	 
	 
	 

	Session 03P
	Short poster presentation
	Chairperson : to be defined
	 

	16.30-18.45
	1-2 minutes presentations
	all participants - group 1
	 

	19.00-20.00
	poster session 1
	all participants - group 1
	 

	 
	
	
	 

	20.00-
	Pasta party at S. Francesco
	 
	 


	June 04
	 
	 
	hall

	Monday
	 
	 
	 

	 
	
	
	 

	Session 04M
	radiation damage
	Chairperson : to be defined
	tbd

	9.00-9.45
	Radiation damage in macromolecular crystallography: what is it and why do we care?
	E.Garman
	 

	9.45-10.30
	Everything happens at once – Deconvolving systematic effects in X-ray data processing
	D.Borek
	 

	 
	 
	 
	 

	10.30-11.00
	 
	coffee break
	 

	 
	 
	 
	 

	11.00-11.45
	X-ray-induced cooperative atomic movement in protein crystal
	T.Petrova
	 

	 
	 
	 
	 

	11.45-12.30
	in memory of Lodovico Riva di Sanseverino, Herbert Hauptman & David Sayre
	D.Viterbo, P.Thibault, R.Read, …
	 

	 
	 
	 
	 

	12.30- 
	EXCURSION TO MOTHIA Island or at Trapani beach
	 

	 
	
	
	 

	20.00-
	Dinner
	 
	 


	June 05
	 
	 
	hall

	Tuesday
	 
	 
	 

	 
	
	
	 

	Session 05M
	Phasing
	Chairperson : to be defined
	tbd

	9.00-9.45
	Phasing through location of small fragments and density modification with ARCIMBOLDO
	I.Uson
	 

	9.45-10.30
	Getting the best results from macromolecular crystallography  experiments during data processing, experimental phasing and structure refinement: the Global Phasing suite of programs
	C.Vonrhein
	 

	 
	 
	 
	 

	10.30-11.00
	 
	coffee break
	 

	 
	 
	 
	 

	11.00-11.45
	Use of weak anomalous signal for phasing in protein crystallography: reflections from personal experience
	F.Frolow
	 

	 
	 
	 
	 

	 
	New and alternative methods
	 
	 

	11.45-12.30
	Ensemble refinement
	P.Gros
	 

	 
	 
	 
	 

	12.30-14.30
	 
	poster preview lunch
	 

	 
	 
	 
	 

	Session 05A
	Structural session
	Chairperson : to be defined
	 

	14.30-15.15
	Monoamine oxidase inhibitors: diverse and surprising chemistry with expanding pharmacological potential
	A.Mattevi
	 

	15.15-15.40
	Substructure solution - the first step in phasing
	T.Gruene
	 

	15.40-16.00
	Sulphur SAD phasing on the limit: data quality indicators cannot predict the overall success
	M.Renko
	 

	 
	 
	 
	 

	16.00-16.30
	 
	coffee break
	 

	 
	 
	 
	 

	Session 05C
	Computing session 
	Chairperson : to be defined
	 

	16.30-17.30
	demo: PHENIX overall presentation
	Terwilliger, Afonine, Read, Richardson
	 

	 
	 
	 
	 

	 
	Tutorials
	 
	 

	17.45-18.45
	Proteopedia
	J.Prilusky
	 

	17.45-18.45
	Rosetta
	F.DiMaio
	 

	17.45-18.45
	Arcimboldo
	I.Uson
	 

	17.45-18.45
	Software from participants
	 
	 

	 
	 
	 
	 

	19.00-20.00
	Phasing with weak scatterers
	F.Frolow
	 

	19.00-20.00
	Phaser
	R.Read
	 

	19.00-20.00
	UCSF DOCK - docking
	J.Irwin
	 

	 
	
	
	 

	20.00-
	Dinner
	 
	 


	June 06
	 
	 
	hall

	Wednesday
	 
	 
	 

	 
	
	
	 

	Session 06M
	Atomic resolution
	Chairperson : to be defined
	tbd

	9.00-9.45
	Advanced uses of SHELXE
	T.Gruene
	 

	9.45-10.30
	High resolution macromolecular crystallography
	M.Jaskolski
	 

	 
	 
	 
	 

	10.30-11.00
	 
	coffee break
	 

	 
	 
	 
	 

	11.00-11.45
	Computational redesign of metalloenzyme active sites
	F.DiMaio
	 

	 
	 
	 
	 

	 
	New and alternative methods
	 
	 

	11.45-12.30
	Coherent diffraction imaging and holography of individual biomolecules using low-energy electrons
	T.Latychevskaya
	 

	 
	 
	 
	 

	12.30-14.30
	 
	lunch
	 

	 
	 
	 
	 

	Session 06A
	Structural session
	Chairperson : to be defined
	 

	14.30-15.15
	An old friend with a new face: structure of the eukaryotic ribosome
	S.Melnikov
	 

	15.15-15.40
	Achievements of Structural Genomics
	T.Terwilliger
	 

	15.40-16.00
	Protein Crystal Dynamics by Coherent X-ray Scattering
	L.Li
	 

	 
	 
	 
	 

	16.00-16.30
	 
	coffee break
	 

	 
	 
	 
	 

	Session 06P
	Short poster presentation
	Chairperson : to be defined
	 

	16.30-18.45
	1-2 minutes presentations
	all participants - group 2
	 

	19.00-20.00
	poster session 2
	all participants - group 2
	 

	 
	
	
	 

	20.00-
	Pizza party at S. Francesco
	 
	 


	June 07
	 
	 
	hall

	Thursday
	 
	 
	 

	 
	
	
	 

	Session 07M
	EU software factory
	Chairperson : to be defined
	tbd

	9.00-9.45
	Automated model building (ARP/wARP) and model rebuilding (PDB_REDO) and refinement
	T.Perrakis
	 

	9.45-10.30
	Low resolution refinement tools in REFMAC
	G.Murshudov
	 

	 
	 
	 
	 

	10.30-11.00
	 
	coffee break
	 

	 
	 
	 
	 

	11.00-11.45
	Using Coot to model protein and ligand structures using X-ray data
	P.Emsley
	 

	 
	 
	 
	 

	11.45- 
	EXCURSION to SELINUNTE and SEGESTA or at S. Vito lo Capo Beach
	 
	 

	 
	
	
	 

	20.00-
	Dinner
	 
	 


	June 08
	 
	 
	hall

	Friday
	 
	 
	 

	 
	
	
	 

	Session 08M
	PHENIX software factory
	Chairperson : to be defined
	tbd

	9.00-9.45
	Extending the reach of molecular replacement
	R.Read
	 

	9.45-10.30
	Model-building and reduction of model bias in electron density maps
	T.Terwilliger
	 

	 
	 
	 
	 

	10.30-11.00
	 
	coffee break
	 

	 
	 
	 
	 

	11.00-11.45
	Crystallographic structure refinement in a nutshell
	P.Afonine
	 

	 
	 
	 
	 

	 
	New and alternative methods
	 
	 

	11.45-12.30
	Neutron protein crystallography. How to proceed the experiments to obtain the structural information of hydrogen, protons and hydration in Bio-macromolecules.
	N.Niimura
	 

	 
	 
	 
	 

	12.30-14.30
	 
	lunch
	 

	 
	 
	 
	 

	Session 08A
	Structural session
	Chairperson : to be defined
	 

	14.30-15.15
	Insights into the molecular mechanism of calcium-triggered synaptic vesicle fusion
	A.Brunger
	 

	15.15-15.40
	Advanced sample handling techniques and ultra-fast data collection at room temperature: freshly fished and deep fried
	M.Mazzorana
	 

	15.40-16.00
	First steps towards quantum refinement of proteins
	L.Goerigk
	 

	 
	 
	 
	 

	16.00-16.30
	 
	coffee break
	 

	 
	 
	 
	 

	Session 08C
	Computing session 
	Chairperson : to be defined
	 

	16.30-17.30
	Demo: Global Phasing presentation
	C.Vonrhein
	 

	 
	 
	 
	 

	 
	Tutorials
	 
	 

	17.45-18.45
	MolProbity
	J.Richardson
	 

	17.45-18.45
	Free discussions
	 
	 

	 
	 
	 
	 

	17.45-20.00
	Refinement with Phenix
	P.Afonine
	 

	17.45-20.00
	XDS
	K.Diederichs
	 

	 
	 
	 
	 

	19.00-20.00
	Coot
	P.Emsley
	 

	 
	
	
	 

	20.00-
	Dinner 
	 
	 


	June 09
	 
	 
	hall

	Saturday
	 
	 
	 

	 
	
	
	 

	Session 09M
	extreme resolutions
	Chairperson : to be defined
	tbd

	9.00-9.45
	Crystallographic maps and models at extreme resolutions
	A.Urzhumtsev
	 

	9.45-10.30
	DEN-refinement: methods and applications
	A.Brunger
	 

	 
	 
	 
	 

	10.30-11.00
	 
	coffee break
	 

	 
	 
	 
	 

	11.00-11.45
	Ab initio low-resolution phasing
	V.Lunin
	 

	 
	 
	 
	 

	 
	New and alternative methods
	 
	 

	11.45-12.30
	Rosetta structure prediction for molecular replacement and low-resolution crystallographic refinement
	F.DiMaio
	 

	 
	 
	 
	 

	12.30-14.30
	 
	lunch
	 

	 
	 
	 
	 

	Session 09A
	Structural session
	Chairperson : to be defined
	 

	14.30-14.55
	Crystal structure of retroviral protease monomer solved by massive 'citizen science' effort
	M.Jaskolski
	 

	14.55-15.15
	Creating and delivering a signaling phospho-lipid: how Autotaxin functions and how to inhibit it
	T.Perrakis
	 

	15.15-15.40
	Rotational order-disorder structure of fluorescent protein FP480
	S.Pletnev
	 

	15.40-16.00
	Crossing the borderline in experimental phasing
	M.Uervirojnangkoorn
	 

	 
	 
	 
	 

	16.00-16.30
	 
	coffee break
	 

	 
	 
	 
	 

	16.30-17.30
	Concluding remarks
	School directors
	 

	17.30-18.30
	Summary and awards
	School directors
	 

	 
	
	
	 

	20.00-
	Goodbye Buffet Dinner
	 
	 


