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The goal of this winter school is to present state-of-the-art concepts, algorithms and software
tools meant to analyze and predict macro-molecular assemblies, with a focus on
methodological developments and the corresponding software. It aims at gathering 20
students from all over Europe during 5,5 days, at the master and phd level, and is organized as

follows:

During the first afternoon, the students will introduce their research interests. Pairs of

students will be formed, for the so-called projects to be undertaken during the practicals.

Each of the remaining five days will consist of a lecture (morning session), followed by a
computer practical (afternoon). The practical will consist of applying concepts and tools

learned during the lecture to macro-molecular structures related to the project.

We hope this conference will be a favorable place for many discussions and it will allow us to

define future plans of joint research.
We very much hope you will enjoy your stay in Sophia Antipolis!

The Organizing Committee



PROGRAM

The first afternoon (December 2™!) will be devoted to short presentations. Each of
the five remaining days will be organized as follows:

= Lecture from 9:00 to 12:45
=  Break from 10:30 to 10:45
» Lunch from 12:45 to 14:00
= Practical from 14:00 to 17:30

Sunday, November 2142012
13:00 — 14:00 Welcome drink/Registration

14:00 - 17:30 Short presentations by the participants (7'+3")



Monday, November 3rd 2012

9:00 — 12:45 Lecture “Obtaining and organizing structural information for modeling studies”
Instructors:
» Charles H. Robert, Laboratory of Theoretical Chemistry, CNRS
12:30 - 14:00 Lunch
14:00 - 17:30 Practical
Topics:

* The Protein Data Bank and related resources
* Organizing and manipulating protein structural data and derived quantities

* Data structures for higher-level problems



Tuesday, November 4th 2012

9:00 — 12:30 Lecture “Obtaining Modeling protein complexes and assembies with Voronoi

diagrams”
Instructor:
> Frédéric Cazals , INRIA Algorithms-Biology-Structure
12:45 - 14:00 Lunch
14:00 - 17:30 Practical
Topics:

= Affine and curved Voronoi diagrams: a primer.
* Modeling atomic resolution protein interfaces and binding patches.
* Modeling fuzzy protein assemblies in the context of reconstruction by data

integration.



Wednesday, November 5th 2012

9:00 — 12:30 Lecture “Molecules as robots: mining the flexibility of proteins”
Instructor:

» Juan Cortés, LAAS / CNRS, Toulouse, France
12:45 - 14:00 Lunch

14:00 — 17:30 Practical

Topics:
. Some basic notions on robot modeling and motion planning algorithms.
. Robotics-inspired methods to explore the conformational space of proteins.
- Investigating the accessibility to active sites considering flexible molecule models.

Social event:
Guided tour and gala dinner

17:30 Meeting point at Algo SB registration desk (Kahn building)
17:45 Departure of the bus

Guided visit of the Antibes Old Town and Absinth Tasting:

This wonderful historical city, the only one on the coast which
has preserved its ramparts, attracted many artists thanks to its
charming medieval town and its wild cape where Mediterranean
vegetation hides sumptuous villas owned by the richest and most

famous people of the world. In this magical environment,
Maupassant, Picasso, Prévert, Nicolas de Staél and Graham Greene have been inspired and
accomplished here many famous works.

In the heart of the old town, we suggest that you finish your visit of the city by enjoying a
tasting session of absinth in a beautifully reconstituted 19th century style bar. You will
discover the story of this legendary absinth, prohibited drink and source of inspiration for
many artists...

Gala dinner at Restaurant Bijou Plage
The beach restaurant at Bijou Plage offers a gastronomic
selection of fine seafood and local specialities




Thursday, November 6th 2012

9:00 - 12:45 Lecture “Structural comparisons »
Instructors:

» Rumen Andonov, INRIA Symbiose
» Noél Malod-Dognin, Imperial College, London

12:30 — 14:00 Lunch

14:00 - 17:30 Practical

Topics:
. Integer programming modeling and relaxations
. Application to the study of protein structures

. Application to the study of protein binding patches



Wednesday, November 7th 2012

9:00 — 12:45 Lecture “Docking algorithms»

Instructors:

»  Chantal Prévost, Laboratory of Theoretical Chemistry, CNRS
»  Martin Zacharias, Physik-Department, Technische Universitit Miinchen

12:30 — 14:00 Lunch

14:00 - 17:30 Practical

Topics:
. Macromolecular docking methods: principles and state of the art
. Coarse-grained representations of proteins and nucleic acids

. The ATTRACT/PTools docking suite



Venue and useful information

The meeting will take place at Inria Sophia Antipolis, France.

Wi-Fi network with access control on site.
You should have received your credentials by email automatically a few days before the
conference. Inria is also involved in Eduroam project.

Lunches and breaks:

Luncheon and breaks will be served on site, according to the programme, from Monday to
Friday. The costs for the coffee breaks and the luncheons are included in the registration fee.

Address

INRIA

2004 route des Lucioles

BP 93

F-06902 Sophia Antipolis cedex
Tel: +33 (0)4 92 38 77 77

Check-in / Registration: Kahn building

Upon arrival all participants are kindly requested to go to the
AlgoSB Registration Desk situated in the main entrance hall in

order to collect their badges.

Participants are kindly requested to wear their badges during the

school and social events

Lectures and practicals: Kahn building, room Kahn2- Kahn3
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http://www-sop.inria.fr/
http://www.eduroam.org/
http://www.inria.fr/en/content/download/6264/95658/version/3/file/plan_sophia.pdf
http://www.inria.fr/en/content/download/6264/95658/version/3/file/plan_sophia.pdf
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How to reach the location of the conference

By plane
Regular shuttles from the airport (Terminal 1 and 2) to Sophia Antipolis by bus:
Line 230 - bus stop "Inria"

By car
GPS 43.61619N (43°36'58")  7.06786E (07°04'04")

* From Marseille-Aix by the A8 motorway, take the exit Antibes-Grasse-Sophia
Antipolis, direction Sophia Antipolis.

* From Nice by the A8 motorway, take the exit Antibes-Sophia Antipolis, direction
Sophia Antipolis (the road on the right just after the toll).

By train

The closest railway station is located in Antibes.

Regular shuttles from Antibes SNCF railway station to Sophia Antipolis by bus with Envibus:
* Lines1-11 - Bus stop "Inria"
= Line 9 - Bus stop "IUT"
= Express line: 100 - Bus stop "Templiers” (5mn walking distance from Inria)

Fare ticket: 1€

By public transport (Fare ticket: 1€)

* From Nice-Cote d'Azur Airport : Line 230 - Bus stop "Inria"

* From Nice-Ville : Line 230 - Bus stop "Inria"

* From Antibes : Envibus Lines Lines 1 - 11 - 9 - Bus stop "Inria (1, 11) or "IUT"(9)
Express line 100 - Bus stop "Templiers”" (5mn walking distance from Inria)

By taxi
About 20 minutes, (appr. 55€)
» Transfert Service (English spoken) +33 (0) 6 09 50 92 53
= Taxi Sophia +33 (0) 627 51 01 51
» Centrale Orange Taxi +33 (0) 820 906 960
= Motorbike transport: +33 (0) 6 58 79 81 31

Arriving on Sunday

The bus number 230 (from Nice Cote d'Azur Airport) does not operate on Sundays. However,
line 250 can reach Antibes (Place de Gaulle). You have to change and take Envibus Line 9 to
Sophia Antipolis. Bus Stop: "TUT"
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http://www.cg06.fr/document/?f=servir-les-habitants/fr/230.doc
http://www.escota.fr/
http://www.escota.fr/
http://www.envibus.fr/
http://www.cg06.fr/document/?f=servir-les-habitants/fr/230.doc
http://www.cg06.fr/document/?f=servir-les-habitants/fr/230.doc
http://www.envibus.fr/

Nice to know

Opening/closing hours, public holidays, currency, area codes for France, Emergency phone
numbers, advice for a trouble-free stay...

Climate

The French Riviera benefits from a Mediterranean-type climate, characterized by exceptional
sunshine almost 300 days a year and mild temperatures for most of the year.

It rains heavily but infrequently mostly in March/April and October/November. In winter,
freezing temperatures are rare, but sweaters are advised.

Opening hours

Shops are usually open from 9 am to 7 pm from Monday to Saturday. Department stores
may stay open until 9 pm. Banks are open from 8.30 to 12 noon and 2 to 4.30 pm, Monday to
Friday, with some branches opening on Saturday mornings.

Money/currency

Credit cards are accepted in many shops, hotels and restaurants (there is usually a minimum
amount of between €7 and €15). For cash, you will find cash-points on just about every street
corner (24 hours a day).

Bank branches, exchange bureaux and some post offices handle currency exchange
transactions and traveller's cheques. Whatever you are buying, prices are net. A gratuity is
however the custom in restaurants and for certain specific services (taxi cabs.).

Emergency phone numbers

Dial the following numbers (toll-free)
SAMU (medical emergencies): 15
Police emergency: 17

Fire-brigade: 18

European emergency call: 112

Calling

To call France in France: 0 + area number + number

To call France from abroad: 00 + 33 + number

To call abroad: 00 + country exchange number + number

Electric standards
220 Volts - 380 Volts / 50 Hertz

Health Insurance and Health Emergencies

The Organizers will accept no liability for personal injuries sustained by or for loss or damage
to property belonging to Congress participants, either during or as a result of the Congress or
during all events. Participants are strongly recommended to seek insurance coverage for
health and accident, lost luggage and trip cancellation.
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A few tips for a pleasant trouble-free holiday

- You are strongly recommended to respect smoking/no smoking signs in public places.

- It is always useful to have a little cash on you at all times for little out-of-pocket expenses like
taxi fares to the airport, drinks, etc.

- A service charge is included in the price of each item on the menu in any cafe or restaurant
as required by French law. In theory, no further tipping is expected.

However, it is pretty common to leave something after a bite to eat or drink. But it’s never
expected and is only given for good or attentive service, or at a place you habituate frequently.
Extra generosity will never hurt.

- If you are driving, park only where authorized and respect speed limits on highways and
motorways.
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Participant list
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