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Main focus of our Biomodeling cours
Bioteéh

; Understanding the logic of recognition!

L3 00ls IS Tulreniet

validation and analysis. It will cover the backgrouad cf diferent structural
h data_ In addition, participarts will learn how to critically assess the quality
[ferent techniques, thus enabling the analysic of protein structure data for
ustrated with sessions dedicated to small molecules and artibodies as drug

en: and homolegy modeling; ¢} Teels and resources for drug discovery

[niroduction to Computational Structural Biology
|
Protein-protein imteraction: the magic role of ’ ale
lecular surfaces
/ {L / .,

Protein-protein interaction: molecular docking

Protein-protein interaction: stability and potenzi
brzy of the system.
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2. Pymol (DeLano Scientific LIC )

3. VMD [UTUC):

otein-protein interaction: the role of the time.
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UCSF Chimera Video Tutcrials m’

PDB Video Tutorial sl

. We warmly thank UCSF Resovres for Biocomputing,
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Here is when you can find Stefano in the lab:
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Supervised Molecular Dynamics (SubMD)
Simulations." JCIM (2016)
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Main focus of our B/omodelmg ?urs
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Understanding the logic of recognition!
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Select the best binder!

II s i SR

From a molecular point of view, of course!
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Understand how it becames a binder!

MMStools
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W1 would like to start with this provocation...
Sjanswer to this simple question: what is it?
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A, || would like to start with this provocation...
¥ . 7] answer to this simple question: what is it?

' e
==

KEEP
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YWhy we consider the 3D structures are
A exciting?

The natural link wit
a ligand-receptor rem

MMS Lab (2015): 3D printed model of the human A2A adenosine receptor co-crystalllzed its antagonist ZM 241385 (PDB entry: 4EIY)
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Y How is it possible to create a realisting
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£ |But why we consider the 3D structures
'S exciting... but no so exiciting?

MMS Lab (2015): 3D printed model of the human A2A adenosine receptor co-crystallized its antagonist ZM 241385 (PDB entry: 4EIY)
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SuMD simulation time: 0.01 ns
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Stapled p33 Peptide Bound to Mdm2; PDB-ID: 3V3iB "

Salmaso V., Sturlese M.; Cuzzolin A.;Moro S. Structure 25, 655-662 (2017)

We miss the essence of the life...
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... incontrarsi... riconoscersi... scegliersi...

M. Sturlese V. Salmaso A. Cuzzolin
Salmaso V., Sturlese M.; Cuzzolin A.;Moro S. Structure 25, 655-662 (2017)
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Amino acid sequence 1
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4 ) We love Silvio but, ptacmatically, we prefer...
;’ 1 %'lj L

NMR
Spectroscopy

x_Ray 3 D
Crystallography y

Comparative/Homology
Modeling

Cryo-
lectron Microscopy
(Cryo-EM)
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ICryo-EM: the  future
i biochemistry is today!

Zooming in, we can see
®structural features that
¥ tell us how the molecule,

functions in the cell
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A 3 minute introduction to CryoEM

credits: https://www.youtube.com/watch?v=BJKkCOW-6Qk
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