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De Pauling a2 Kendrew: les annees 1950-60

Modele CPK - 1953
(Corey-Pauling-Koltun)
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M. Feughelman, R. Langridge,
W.E. Seeds, A.R. Stokes, H.R.
Wilson, C.W. Hooper, M.H.F. Wilkins,
R.K. Barclay, and L.D. Hamilton,
"Molecular Structure of Deoxyribose
Nucleic Acid and Nucleoprotein,"
Nature 175 834-838 (1955).

Molecular Structure
of DNA - 1955

by Marc Baaden, 201 |
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Modele de Myoglobine
(Kendrew) - 1957
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The sixties.. Levinthal's "Kluge"
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Dessins de traits: les annees 1970

ORTEP (Johnson) FRODO (Jones) Structure + carte de
1970 1978 densite (Collins) 1975
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Longtemps avant la television 3D...

5.1.4, Human Immunoglobulin G *DOB’
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Teaching Aids for Macromolecular Structure, 1980
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Et la couleur fut... les annees 1980-90

Connolly surfaces
F Richards, B Langridge

Capside de Virus

(Feldmann) 1978 (Namba) 1988
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Plus beau, plus grand, plus vite, gratuit
90’s a nos jours

VMD PyMol
(J. Stone) (W. L. Delano)
1996 2000
Yasara Chimera
(E. Krieger) (T. Ferrin)
2002 2007
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VAMP4

Takamori, Cell 2006
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New developments on GPUs
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by Marc Baaden, 201 |

T

Based on Blender Automatic pdb fetch and
import and export

Free, Open source
Building of proteins and

Python scriptable "ucleic acids

Complete 3D CG

package Direct/GE interpolation

Photorealistic rendering
of electrostatic and
lipophilic potentials
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SpiderGL : BLT2 GPCR receptor electrostatic potential

Eshare | B & 4

Supplementary material to Catoire et al., JBN 2011

< Visualization courtesy of Monica Zoppé and colleagues >

Visualization of field lines of the membrane-inserted BLT2 GPCR, with a particularly strong attraction to its extracellular binding site,
implemented in a modern WebGL-capable web-browser. This animation is supplementary material to the article Electrostatically-driven fast
association and perdeuteration allow transferred cross-relaxation detection for G protein-coupled receptor ligands with equilibrium dissociation

nastants in the hich-fo-lnw nanomaolar ranoe h Alnire gt 2 aurnal of Binmaolecular NMR 20

http://www.baaden.ibpc.fr/pub/blt2/jbnl | .html
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Appareils mobiles

® Visualisation encore tres limitee

® Trouver des astuces techniques
® [riangulation ok si pas trop de triangles

® | ancer de rayon: pour l'instant impossible
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La 3eme dimension entre vos mains

by Marc Baaden, 201 |

Baaden et al., in preparation
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Du modele graphique au modele physique

imprimante 3D

Exemple de modeles 3D (Gillet 2005)
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Vers une realite augmentee

Exemple de modéles 3D (Gillet 2005) h /
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Molecular Maya (mMaya)

A free, open-source software toolkit that extends Maya's capabilities by
allowing users to import, model, rig and animate molecular structures

G McGill - http://www.molecularmovies.com/toolkit/
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Other Features

Quelques
exemples...

Molecular Representations

Atoms & Bonds

Surface Mesh

»¢& aCarbon Backbone

mMaya v1.0 G McGill

Molecular Maya Toolkit

by Marc Baaden, 201 |
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www.molecularmovies.org

by Marc Baaden, 201 |

MolecularMovies.org

Audience: Scientists, educators & animators interested in
biovisualization.

Purpose: |. To compile and organize a collection of high
quality cellular/molecular visualizations

2. To offer tutorials (text & video) and other
learning resources for scientists & animators
interested in cell & molecular visualization.

3. To provide free software tools that facilitate
the creation of accurate and high quality
molecular & cellular visualizations (mMaya)

G McGill
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www.molecularmovies.org

Showcase section (organized by scientific topic)

MolecularMovies.org

Showcase

Now over | 20 movies

G McGill
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Merci pour votre attention ! Questions ? o oo

CEA Bruyeéres

S ' JP Nominé

. ] / LIFO, Orléans

S Robert
A Turki
S Limet
E Melin

MOAIS Grenoble

A Vanel
B Raffin

INRIA, Nancy

B Levy

(c) Drew Berry - wehi.edu.au

The molecular surface of a stem ool e .
Scivis, Pise

M Zoppe

www.molecularmovies.org

Marc Baaden - baaden@smplinux.de - Chef de projet Digizyme, Harvard
Matthieu Chavent * Nicolas Férey * Olivier Delalande (ex-Post-doctorants) G McGill
Marc Piuzzi (Post-doc) * Alex Tek * Benoist Laurent * Zhihan Lu (Doctorants)

MGL, Scripps

L Autin
G Johnson
A Olson
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