
Book by 29th October to receive a £300 early bird discount off the conference
Book by 30th November to receive a £100 early bird discount off the conference

To attend, contact Billy Roden on Tel +44 (0) 20 7827 6186,
Fax +44 (0) 20 7827 6187, email broden@smi-online.co.uk
or visit www.smi-online.co.uk/ts05.asp to register online
GROUP DISCOUNTS AVAILABLE

Building on a reputation for
strong scientific content, SMi
is proud to present its historic
10th annual Advances &
Progress in Drug Design
conference. Attend this event
to examine the latest
groundbreaking research and
technologies in a practically
focused, networking friendly
environment.

SMi present their 10th annual conference…

Advances & Progress 
in Drug Design

Monday 21st & Tuesday 22nd February 2011
Copthorne Tara Hotel, London, UK

PLUS AN INTERACTIVE POST–CONFERENCE WORKSHOP
Wednesday 23rd February 2011

Addressing & Overcoming the Challenges of 
Fragment-Based Drug Design

Hosted by Steve Swann, Senior Research Chemist 
- Fragment-Based Drug Design, Abbott

8.30am - 1.00pm

Sponsored by

KEY SPEAKERS INCLUDE:

José Duca
Head, Computer-Aided Drug Discovery
Novartis 

György Keserü
Head of Discovery Chemistry
Gedeon Richter

Jonathan Mason
Head of Computational Chemistry & Chief Scientist
Heptares Therapeutics & Lundbeck Research

Hans-Joachim Boehm
Global Head of Chemistry
Roche 

Martha Head,
Director, Computational Chemistry US
GlaxoSmithKline

Chris Murray
VP of Discovery Technologies
Astex Therapeutics 

KEY TOPICS INCLUDE:
• Examine the latest developments and advancements in drug design 
• Discover innovative research and technologies
• Case studies demonstrating both successes and failures
• Network and benchmark against the most efficient and cost

effective approaches 



Advances & Progress in Drug Design
Day One   Monday 21st February 2011

To attend, contact Billy Roden on Tel +44 (0) 20 7827 6186, Fax +44 (0) 20 7827 6187,       

8.30 Registration & coffee

9.00 Chairman's opening remarks
Chris Phillips, Senior Principal Scientist, Pfizer

9.10 Taking advantage of all the tools available to aid rational drug design
• Challenges in design
• Where the opportunities lie
• Methods to improve drug-like properties
• Lessons learnt and future directions
Hans-Joachim Boehm, Global Head of Chemistry and Centre
Manager Pharma Research Basel, Roche

9.50 Shortening the time to a successful fragment HTL campaign
• Benefit to a parallel application of multiple fragment screening

approaches 
• Improving the quality of X-ray prioritization by additional and more

quantifiable biophysical data
• Identifying the most promising fragment hits for chemical

elaboration in FHTL
• Organizational requirements for success in FHTL
Sandy Farmer, Director, Structural Research, Boehringer Ingelheim

10.30 Morning coffee

10.55 Role of waters in structure based design 
To use or not to use… When to target water and the lessons learnt
• Case studies of structure based drug discovery at Pfizer
• Comparison of multiple crystal structures for conserved features
• Targeting the right interactions
David Brown, Head of Crystallography, Pfizer

11.35 SZMAP: Mapping solvent thermodynamics in binding sites 
Semi-continuum theory that captures discrete solvent effects that
can be important in enclosed spaces such as binding cavities
• Mapping thermodynamic quantities of a water molecule near

protein surfaces employing one explicit water probe
• Use as a correction factor for continuum solvent calculations
• Guiding the design of ligand analogues and optimizing binding

affinity
Anthony Nicholls, President and CEO, OpenEye Scientific Software

12.15 Networking lunch

1.15 Rational SBDD for the tough problems: Agonists/antagonists of 
GPCRs & SAR from indirect interactions
• Use of stabilised receptors to give new insights into GPCR design

from X-ray structures & biophysical screening
• Fragment-based hit identification for several GPCR targets: intra-

(GPCR) and inter- (enzyme) target comparisons
• Probing for SAR insights for fragment & ligand binding using GRID

and WaterMap
Jonathan Mason, Head of Computational Chemistry & Chief
Scientist, Heptares Therapeutics & Lundbeck Research

1.45 Approaches for tough targets and SAR: A fragmented but critical 
voyage using WaterMap
• Probing the sensitivity of Watermap predicted water energies to the

simulation conditions and protein structure
• Probing for SAR insights for fragment & ligand binding to a flexible

enzyme binding site using WaterMap & GRID
• Driving the optimisation of fragments - both the core and

substitutions - using WaterMap predictions on both apo and
liganded structures & GRID hotspots

• Approaching the rationalization of SAR by analysing the whole
system, not just the direct ligand-protein interactions - an
approach for elusive SAR?

Lena Tagmose, Head of Section, Computational Chemistry,
Lundbeck

2.15 PDE4 - beyond the catalytic domain
Achieving PDE4B subtype selectivity through structure-based
design
• Experimental and computational elucidation of subtype selectivity
• Unexpected PDE4 co-crystal structures 
• Computational rationalisation of an unprecedented PDE4 ligand

binding mode
Michael Kranz, Investigator, GlaxoSmithKline

2.55 Afternoon tea

3.20 Fragment-based drug discovery - does it deliver higher 
quality leads?
• Case studies of fragment based drug discovery at Astex
• Comparison of Astex fragment derived leads versus HTS leads
• Methods for prioritising fragment hits and accelerating their

progression
Chris Murray, VP of Discovery Technologies, Astex Therapeutics 

4.00 Fragment docking by Glide
Evaluating the docking accuracy of Glide using 16 different docking
protocols on 190 protein-fragment complexes
• Identification of the best performing docking protocol for

fragments
• The need to develop fragment specific scoring functions
• Cross-docking experiment results
• Lessons learned and illustrative case study examples
György Keserü, Head of Discovery Chemistry, Gedeon Richter

4.40 Progressing fragment hits in the absence of crystal structures
What to do when things don't crystallise (and why bother?)
• NMR-Guided Models - placing fragments and guiding chemistry 
• Validating hits through a suite of biophysical methods 
• Rapid chemistry and kinetic prioritisation of productsConfirmed:
James Davidson, Senior Team Leader, Medicinal & Computational
Chemistry, Vernalis

5.20 Fragment assisted drug discovery and application to discovery of 
high affinity PDE10 inhibitors
• Employing fragment screening information with HTS to evolve a

fragment hit from 1 mM to 100 nM potency
• Fragment evolution in the absence of ligand binding structure
• Future applications to targets where structural information is

challenging or impossible to obtain
Jeffrey Albert, Principal Scientist, CNS Lead Generation Chemistry,
AstraZeneca

5.50 Chairman's closing remarks and close of day one

Chemical Computing Group provides state of the art drug discovery software. MOE delivers leading applications in
protein modeling,combinatorial library design and focusing, QSAR, bio and chemoinformatics and structure based
drug design. Platform independent application source code and an embedded programming language are also
included, making MOE the most complete and flexible solution available.  PSILO is also available for protein-ligand
structural information storage and promulgation. www.chemcomp.com 

OpenEye Scientific Software is a privately held company headquartered in Santa Fe, New Mexico, with offices in
Boston, Massachusetts, Strasbourg, France and Tokyo, Japan. It was founded in 1997 to develop large-scale software
for drug design and molecular modeling with a primary focus on virtual screening and lead-hopping. The OpenEye
software is designed for scientific rigor, speed, scalability and platform independence. Areas of expertise include
cheminformatics, conformer generation, docking, shape comparison, electrostatics, crystallography and
visualization. OpenEye makes most of its technology available as toolkits - programming libraries suitable for
custom development. For further information on the company and its products, see our website.
www.eyesopen.com 

Tripos International helps researchers in the pharmaceutical industry accelerate the identification and optimization
of new compounds that have the potential to become drug products.  Software solutions provide computational
scientists with industry leading capabilities to explore receptor- and ligand-based drug design, protein structure
determination, and more. www.tripos.com 

Sponsored by

 

www.smi-online.co.uk/ts05.asp



                 email broden@smi-online.co.uk or visit www.smi-online.co.uk/ts05.asp to register online

Advances & Progress in Drug Design
Day Two   Tuesday 22nd February 2011

Who should attend:
Chief Executives, Chief Scientific Officers, Vice Presidents, Heads,
Directors, Principal Scientists and Managers in the following areas:

SPONSORSHIP AND EXHIBITION OPPORTUNITIES
SMi offer sponsorship, exhibition, advertising and branding packages,
uniquely tailored to complement your company's marketing strategy.

Prime networking opportunities exist to entertain, enhance and expand
your client base within the context of an independent discussion

specific to your industry. Should you wish to join the increasing number
of companies benefiting from sponsoring our conferences please call:

Alia Malick on +44 (0) 20 7827 6168 or 
email: amalick@smi-online.co.uk

• Drug Design 
• Cheminformatics
• Computer Assisted Drug Design 
• Drug Development 
• Technology Assessment 
• Business Development 
• Discovery Chemistry
• Computational Biology

• Licensing Managers/Patent
Officers 

• Life Cycle Management 
• Global Alliances 
• Regulatory and Technical Affairs 
• Product Development 
• Business Development
• R&D, Strategic Planning and

Development

Supported by

8.30 Re-registration & coffee

9.00 Chairman's opening remarks
Martha Head, Director, Computational Chemistry US,
GlaxoSmithKline

9.10 Accelerating the lead-to-drug timeline & and reducing compound 
attrition rates 
• Making the most of structural data of targets  to improve hit rate
• Computational methods to aid design and optimisation
• Industrialisation of parallel chemistry
• Case study: In silico structure based design of non-ATP

competitive kinase inhibitors
Thomas Chan, Chief Scientific Officer, ArQule

9.50 Generating novel compounds via rule-based molecular 
transformations
• Application of customisable, medicinal chemistry inspired

transformations to molecules in the 3D context of a binding site
• Filtering of generated compounds by molecular descriptors, QSAR

models, pharmacophore queries and synthesisability
• Minimisation of remaining "hits" within a rigid or relaxing binding

site, and ranking by binding energy
• Validation examples
Stephen Maginn, Director of Scientific Services, Chemical
Computing Group

10.30 Morning coffee

10.55 Perspectives on lead generation at Lilly
• FBDD and molecular design 
• Actives and hit assessment
• Synthetic technologies
• Open innovation
Scott Sheehan, Senior Director - Molecular Design and Lead
Generation, Lilly Research Laboratories

11.35 Probabilistic approach to docking and scoring: Belief Docking
A paradigm shift of how we view docking and scoring results
• Assigning a probability that a molecule will be <1uM based on a

docking score
• Development and validation of the approach using different

software packages
• Fusion with ligand-based similarity approaches
• Prospective examples
• Present and future additional applications
Steve Swann, Senior Research Chemist - Fragment-Based Drug
Design, Abbott

12.15 Networking lunch

1.15 Tailored scoring functions in structure-based design
Development and applications
• The development and use of tailored scoring functions
• Understanding favourable and unfavourable protein-ligand
interactions
• Illustrating the merits and drawbacks in case studies on internal

structure-based design case studies
• The integration of functions of different complexity within a design

framework for multidimensional compound optimization
Hans Matter, Senior Scientist, Structure, Design & Informatics,
Sanofi-Aventis

1.55 Does my raise depend on this? 
Quantifying the role of computational chemistry expertise
• Assertion: Expertise makes a difference in the application of

computational technologies for impact on drug discovery
• Experiment: Selection of correct pose from docking decoys in a

game-show-like interface
• Is there a measurable difference in expertise? (yes)
• Can we learn (and teach) the components of that expertise? (we

think so) 
Martha Head, Director, Computational Chemistry US,
GlaxoSmithKline 

2.35 Getting insights from the voice of protein structures 
Is there enough SBD information?
• A thorough view of available kinase structural information and its

hidden messages 
• Novel ways to achieve inhibitions in tabu systems 
• Tackling Selectivity and Specificity from structurally informed

angles
José Duca, Head, Computer-Aided Drug Discovery, Novartis

3.15 Afternoon tea

3.40 Beyond growing and linking: impact of fragments on the discovery 
of kinase inhibitors 
• At Roche, fragments bound to the protein kinases BTK, IRAK4,

SYK, JNK3 and p38 were used to:
• Identify unique protein conformations that allow rational selectivity

design
• Create libraries of proprietary kinase inhibitors which serve as

high quality "off-the-shelf" hits 
• Rapidly discover novel drug candidates by hit expansion and

scaffold hopping
Andreas Kuglstatter, Research Scientist II, Roche

4.20 Aromatic ring systems as drug components 
Machine learning, theoretical calculations, and data mining applied
to heteroaromatic rings
• Widening the horizons of chemical space by predicting synthetic

likelihood
• Not forgetting about tautomers. QM calculations and experimental

observations
• Aromatic ring in bioactive molecules: in-house, in nature and in

the literature
Will Pitt, Senior Principal Scientist & Visiting Research Associate,
UCB Celltech & University of Cambridge

5.10 Chairman's closing remarks and close of day two



Overview of workshop
The concept of Fragment-based drug discovery has
progressively become more prominent in the
pharmaceutical industry.   Although the execution and
success of FBDD continues to grow, there still exist a
number of challenges to the approach that continue to
affect everyone in the field. This workshop offers the
opportunity to present and discuss the issues we are all
facing including: general screening tools and
approaches, optimization strategies, the role of
computational tools, and the general acceptance of the
FBDD approach. A series of short vignettes and group
discussion will provide additional insight into the
challenges we all face and help us create a clearer view
of what we can all do to advance the field.

Upon completion of this workshop, you will learn the:

• Shortcomings of various screening methods and
biophysical tools 

• Challenges in fragment optimization 
• Changing the culture: What kind of credibility does

FBDD have inside your walls? 
• Other "nagging" issues in the field

8:30 Registration & coffee
9:00 Welcome & Introductions

• Experience and backgrounds of participants
and hosts

• Purpose and scope of the workshop
9:10 Computational tools

• Are these tools really good enough to help us?
9:50 Biophysical tools and screening methods 

• What we love, what we hate and what we
actually do routinely

10:30 Morning coffee
11:00 Optimization Strategies: 

• Second site screening and linking, growing,
cut-and-paste

• Where have we failed and why?
11:40 What can we do better / What is on the 

horizon for FBDD
• FBDD is still a very small part of the global

pharmaceutical industry.  What is on the
horizon?

12:30 Discussion session
1:00 Close of workshop

About the workshop leader:
Dr. Steve Swann, Research Investigator, Fragment-Based
Lead Generation, Abbott
Steve began his undergraduate work at St. Francis
University in rural Pennsylvania where he received a dual
B.S. in Chemistry and Biology.  He went on to receive his
Ph.D. in Organic Chemistry under John Koh, at the
University of Delaware in 2002 where he used molecular
modeling to design and synthesize potentially therapeutic
vitamin D analogs.   After his graduate work he moved onto
to Dupont Discovery research where he continued to use
computer-aided design to develop novel fungicides and
insecticides for an array of protein targets.    After 5 years,
Steve moved on to Abbott in 2006 where he now uses
structure-based design to optimize fragment hits
generated from an array of different screening approaches.
Steve serves as the head chemist in the fragment screening
and lead characterization group and has worked on more
than 10 fragment-based projects in the past 12 months,
along with several fast-follower programs.

In association with:

HALF DAY POST-CONFERENCE WORKSHOP 
Wednesday 23rd February 2011

8.30am-1pm

The True Stories of Fragment-Based
Drug Design:

A behind-the-scenes look at specific issues,
problems and challenges of "building from

the ground up"

PHARMACEUTICAL
FORWARD PLANNER

OCTOBER 2010
04/05 Managing Partnerships with CROs
11/12 Personalised Medicine
25/26 Nutraceuticals & Functional Foods
25/26 Point of Care Diagnostics
27/28 European Pharmaceutical Pricing &

Reimbursement*

NOVEMBER 2010
10/11 Metabolic Diseases
15/16 Clinical Trials in CNS
17/18 COPD: Novel Therapeutics and Management

Strategies*
22/23 Cell-Based Assays

DECEMBER 2010
01/02 Cold Chain Distribution

JANUARY 2011
17/18 Pharmaceutical Microbiology
19/20 Pre-Filled Syringes
24/25 Paediatric Clinical Trials
26/27 Social Media in the Pharmaceutical Industry
31/1 Biomarkers Summit 

FEBRUARY 2011
02/03 Adaptive Designs in Clinical Drug

Development
07/08 Parallel Trade
21/22 Advances & Progress in Drug Design
23/24 Stem Cells

MARCH 2011
07/08 Imaging in Cancer Drug Development
14/15 Pharmacovigilance
16/17 Superbugs & Superdrugs
23/24 Accelerating patient recruitment & Retention

in Clinical Trials
30/31 Controlled Release

APRIL 2011
13/14 Asthma & COPD

MAY2011
11/12 Generics, Supergenerics and Patent

Strategies
16/17 Clinical Trial Logistics

JUNE 2011
01/02 Pain Therapeutics
27/28 Nanotechnology
27/28 RNAi
29/30 Pharmaceutical Portfolio &

Product Lifecycle Management
29/30 KOL Europe*

* These conferences will take place in mainland Europe

Want to know how you can get involved?
Interested in promoting your pharmaceutical

services to this market? 

Contact Kiran Sharma SMi Marketing on 
+44 (0)20 7827 6050 or 

email: ksharma@smi-online.co.uk



ADVANCES & PROGRESS IN DRUG DESIGN
Conference: Monday 21st & Tuesday 22nd February 2011 Copthorne Tara Hotel, London, UK   Workshop: Wednesday 23rd February 2011 London

4 WAYS TO REGISTER

FAX your booking form to +44 (0) 20 7827 6187

PHONE on +44 (0) 20 7827 6186

ONLINE at www.smi-online.co.uk/ts05.asp

If you have NOT received registration confirmation within 48 hours of registering, please call +44 (0) 20 7827 6060

□ Book by 29th October to receive a £300 off the conference
□ Book by 30th November to receive a £100 off the conference

EARLY BIRD
DISCOUNT

Payment must be made to SMi Group Ltd, and received before the event, by one of the
following methods quoting reference Y05 and the delegate’s name. Bookings made within 7
days of the event require payment on booking, methods of payment are below. Please
indicate method of payment:
□ UK BACS Sort Code 300009, Account 00936418
□ Wire Transfer Lloyds TSB Bank plc, 39 Threadneedle Street, London, EC2R 8AU

Swift (BIC): LOYDGB21013, Account 00936418
IBAN GB48 LOYD 3000 0900 9364 18

□ Cheque We can only accept Sterling cheques drawn on a UK bank.
□ Credit Card □ Visa   □ MasterCard   □ American Express

All credit card payments will be subject to standard credit card charges.

Card No:  □□□□ □□□□ □□□□ □□□□
Valid From □□/□□ Expiry Date □□/□□
CVV Number □□□□ 3 digit security on reverse of card, 4 digits for AMEX card

Cardholder’s Name: 

Signature: Date:
I agree to be bound by SMi's Terms and Conditions of Booking.

Card Billing Address (If different from above):

CONFERENCE PRICES

CD ROMS/DOCUMENTATION

I would like to attend: (Please tick as appropriate) Fee Total

□ Conference & Half Day Workshop £1998.00 + VAT £2347.65

□ Conference only £1399.00 + VAT £1643.83

□ Conference only ACADEMIC RATE £899 + VAT    £1056.33

□ Half Day Workshop only £599.00 + VAT £703.83

PROMOTIONAL LITERATURE DISTRIBUTION 
□ Distribution of your company’s promotional

literature to all conference attendees £999.00 + VAT £1173.83

GROUP DISCOUNTS AVAILABLE

The Conference fee includes refreshments, lunch, conference papers and 
CD ROM containing all of the presentations.

I cannot attend but would like to purchase the following CD ROMs/paper copy
documentation: (Shipped 10-14 days after the event) Price Total
□ The Conference Presentations on CD ROM £499.00 + VAT £586.33
□ The Conference Presentations - paper copy £499.00 - £499.00

(or only £300 if ordered with a CD ROM)

VAT
VAT at 17.5% is charged on the attendance fees for all delegates. VAT is also charged on CD
ROMs and Literature Distribution for all UK customers and for those EU customers not
supplying a registration number for their own country here: _______________________

PAYMENT

POST your booking form to: Billy Roden, SMi Group Ltd, Great Guildford
Business Square, 30 Great Guildford Street London, SE1 0HS, UK

Payment: If payment is not made at the time of booking, then an invoice will be issued and must be
paid immediately and prior to the start of the event. If payment has not been received then credit card
details will be requested and payment taken before entry to the event. Bookings within 7 days of
event require payment on booking. CD Roms will not be dispatched until payment has been received.

Substitutions/Name Changes: If you are unable to attend you may nominate, in writing, another
delegate to take your place at any time prior to the start of the event. Two or more delegates may
not ‘share’ a place at an event. Please make separate bookings for each delegate.

Cancellation: If you wish to cancel your attendance at an event and you are unable to send a
substitute, then we will refund/credit 50% of the due fee less a £50 administration charge, providing
that cancellation is made in writing and received at least 28 days prior to the start of the event.
Regretfully cancellation after this time cannot be accepted. We will however provide the Conference
documentation on CD ROM to any delegate who has paid but is unable to attend for any reason. Due
to the interactive nature of the Briefings we are not normally able to provide documentation in these
circumstances. We cannot accept cancellations of orders placed for Documentation or CD ROM as
these are reproduced specifically to order. If we have to cancel the event for any reason, then we will
make a full refund immediately, but disclaim any further liability.

Alterations: It may become necessary for us to make alterations to the content, speakers, timing,
venue or date of the event compared to the advertised programme.

Data Protection: The SMi Group gathers personal data in accordance with the UK Data Protection Act
1998 and we may use this to contact you by telephone, fax, post or email to tell you about other
products and services. Unless you tick here □ we may also share your data with third parties offering
complementary products or services. If you have any queries or want to update any of the data that
we hold then please contact our Database Manager databasemanager@smi-online.co.uk or visit our
website www.smi-online.co.uk/updates quoting the URN as detailed above your address on the
attached letter.

Unique Reference Number 

Our Reference LVY05

Terms and Conditions of Booking

DELEGATE DETAILS
Please complete fully and clearly in capital letters. Please photocopy for additional delegates.

Title: Forename:

Surname: 

Job Title: 

Department/Division:

Company/Organisation:

Email:

Address: 

Town/City:

Post/Zip Code: Country: 

Direct Tel: Direct Fax: 

Mobile:

Switchboard: 

Signature:   Date:
I agree to be bound by SMi's Terms and Conditions of Booking.

ACCOUNTS DEPT

Title: Forename:

Surname: 

Email:

Address (if different from above): 

Town/City:

Post/Zip Code: Country: 

Direct Tel: Direct Fax: 

VENUE Copthorne Tara Hotel, Scarsdale Place, Kensington, London, W8 5SR

□ Please contact me to book my hotel
Alternatively call us on +44 (0) 870 9090 711, 
email: hotels@smi-online.co.uk or fax  +44 (0) 870 9090 712


