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2026 SPEAKERS:

Peter Clark,
VP Computational Drug Design,
Novo Nordisk

James Lumley,
Head of Cheminformatics,
GSK

Dr Pedro J. Ballester,

Royal Society Wolfson Fellow and Associate
Professor, Department of Bioengineering,
Imperial College,University of London

Lewis Vidler,

Senior Director — Structure Based Drug Design,

Eli Lily and Company

Tim Hohm,
Associate Director Digital Science
Ext Partnerships, Novo Nordisk

Graeme Robb,
Director, Computational Chemistry,
AstraZeneca

Haruna Iwaoka,
Head, Advanced Modelling and Assays,
Innovation Lab,
Astellas Pharma

Le (Muller) Mu,

MLOps Lead, Computational Sciences
Center of Excellence, gRED,

Roche

Reiko Wada,
Senior Scientist,
Astellas Pharma

Anna Macintyre,
Senior Data Scientist,
Novo Nordisk

Simone Fulle,
Head CADD, Basel,
Novartis

Martin Redhead,

Associate Vice President Primary
Pharmacology,

Recursion

Paul Mortenson,

Senior Director, Computational
Chemistry and Informatics,
Astex Pharmaceuticals

Teresa De Haro,
Principal Scientist,
UCB

Martin Buttenschoen,
Researcher,
University of Oxford

Venkatesh Pilla Reddy,
Senior Director, Global PKPD
and Pharmacometrics,

Eli Lilly

Christoph Grebner,
Senior Principal Scientist,
Sanofi

Dr Petrina Kamya,

Global Head of Al Platforms,
VP Insilico Medicine, President,
Insilico Medicine Canada Inc.

Sammeli Liikkanen,
Director, Digital Medicine,
Orion Pharma

Dr Yogesh Sabnis,
Lead Chemist,
(Vef:}

Thierry Dorval,
Head of Datfa Science and
Data Management, Servier
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MARKETING PARTNERSHIP OPPORTUNITIES

SAE Media Group is offering companies the opportunity to partner on our dedicated events in order to help raise your company profile, add value,
create awareness of your products/services to our key audience within the pharmaceutical industry. Interested in partnering?

Contact Alessandra De Maria | +44 (0) 20 7827 6124 | alessandra.demaria@saemediagroup.com

Register online at www.ai-indrugdiscovery.com
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Day One | Monday 9 March 2026

www.ai-indrugdiscovery.com

A LETTER FROM THE CHAIR

Dear Colleagues,

Itis with great pleasure that | invite you to SAE Media Group’s Al in Drug
Discovery conference, taking place on 9-10 March 2026 in London.

This year's event will showcase how Al and machine learning are
transforming every stage of drug R&D—driving efficiency, innovation,
and new possibilities across the sector. As the field continues to evolve
rapidly, we recognise that unlocking the full potential of Al requires not
only technical progress but also advances in data generation, quality,
and automation. That's why our 2026 programme expands its coverage
to highlight these critical enablers.

We will deep-dive into the latest breakthroughs in Al-driven target
identification, computational drug design, cheminformatics, and
generative Al. The agenda also features real-world case studies on
clinical progress, as well as honest discussions about the challenges of
advancing Al-designed molecules through the pipeline.

This conference is your opportunity to engage with global leaders, share
insights, and help shape the future of Alin drug discovery.

As Chair of this conference, | look forward to welcoming you to this must-
attend event in London this March.

Yours sincerely,

Peter Clark,
VP, Computational Drug Design,
Novo Nordisk

08.00 Registration & Coffee

08.50 Chair's Opening Remarks
Peter Clark, VP Computational Drug Design, Novo Nordisk

09.00 Opening Address: Developing Actionable,

Lab-Tractable Generative Designs to Accelerate

Candidate Discovery

¢ Bridging in silico and in vifro workflows by generating
molecular designs that align with real-world synthesis
constraints and experimental feasibility

¢ Leveraging structure-based and ligand-based generative
models to propose novel compounds optimised for activity,
selectivity, and developability

¢ Accelerating iteration cycles through Al-guided design
prioritisation, reducing reliance on brute-force screening

14.00 Holistic de Novo Design: Integrating Human Insight, Al,

12.00 Mega-Scale Benchmark of De Novo Design Tools for Developing

Protein-Based Therapeutics

* Recent explosion in the options available for generative
Al-based protein design

e Comparing the in silico and in vitro success of out-of-the-box
combinations of various tools, approaches and parameters

* Retrospective evaluation of experimental results to further
optimise the selection of validation criteria

Anna Macintyre, Senior Data Scientist, Novo Nordisk

12.30 Large Language Models in Drug Discovery: From Design to Chemical

Reasoning

* Exploring LLMs' potential in generating, analysing, and optimising
chemical structures with improved efficiency

* Advancing chemical reasoning from large language models for
molecular design

* Transforming drug discovery workflows by conversational Al

Christoph Grebner, Senior Principal Scientist, Sanofi

13.00 Networking Lunch

and Physics to Accelerate Drug Discovery at UCB

e Combining human design, Al, and physics-based
methods to enhance drug discovery

* Using high-performance computing and predictive
tools for synthesizable compounds

* A cenfralised platform for data-driven decision-making
and collaboration

e Improved compound design, enhanced DEL readouts,
and successful application of FEP+ in solving
medium-resolution cryo-EM structures

Teresa De Haro, Principal Scientist, UCB

14.30 Session Reserved for Sponsor

15.00 Biasing and Debiasing Protein-Ligand Complex Prediction

for Drug Discovery

e Highlighting how biases in training data and model architecture
can distort protein-ligand interaction predictions, impacting drug
discovery outcomes

Exploring biasing techniques used to guide models toward
chemically relevant interactions and improve predictive focus
Presenting methods to identify and mitigate unwanted biases, such
as data augmentation, adversarial training, or reweighting schemes
Reviewing how balancing biasing and debiasing enhances
model generalisability, leading to more accurate and robust
candidate screening

Martin Buttenschoen, Researcher, University of Oxford

and enhancing early candidate quality 15.30
James Lumley, Head of Cheminformatics, GSK

Al/ML FOR TARGET IDENTIFICATION AND EARLY DISCOVERY

Afternoon Networking Break

16.00 Session Reserved for Sponsor

FOUNDATION MODELS AND Al INFRASTRUCTURE

09.30 Session Reserved for Lead Sponsor

10.00 Appllcahons of Alin a Structure-Rich Environment

¢ Using proprietary structural data to evaluate and improve state-
of-the-art co-folding models

* Characterising binding sites with a novel protein language model
to generate debiased training and test sets for protein-ligand
sfructure prediction

* Seamlessly integrating predictive and generative models into FBDD

Paul Mortenson, Senior Director, Computational Chemistry and

Informatics, Astex Pharmaceuticals

10.30 Morning Coffee & Networking Break

11.00 Practical Applications of Al in Drug Discovery:

Bridging Biology and Chemistry

¢ Infegrating Al methodologies in biological data analysis

¢ Enhancing chemical compound discovery through
Al-driven algorithms

¢ Case studies: successful Al implementations in drug
discovery pipeline

¢ Future perspectives: the evolving role of Alin
pharmaceutical research

Thierry Dorval, Head of Data Science and Data Management, Servier

16.30 Enabling Al in Drug Discovery - the Path Towards Self-Serviceable

MLOps in Pharma Research

¢ Breaking silos: Enabling cross-disciplinary collaboration with
infuitive, self-service Al tools

* Scaling success: How Roche pRED evolved MLOps from managed
service to self-service over five years

¢ Accelerating discovery: Empowering scientists to turn hypotheses
into insights faster and drive new therapies to patients.

Le (Muller) Mu, MLOps Lead, Computational Sciences Center of

Excellence, gRED, Roche

17.00 Supercomputing & Quantum Horizons: Accelerating Pharma'’s

Next Leap

¢ Exploring why mid-sized pharma must rely on external HPC
infrastructure over in-house builds

¢ Showcasing LUMI and LUMI v2 supercomputing capabilities

for pharma R&D

Highlighting the Orion use case: unlocking new performance

gains with HPC

e Framing the roadmap: quantum computing developments
and practical next steps

Sammeli Liilkkanen, Director, Digital Medicine, Orion Pharma

17.30 Chair’s Closing Remarks and End of Day One

11.30 Session Reserved for Sponsor Peter Clark, VP, Computational Drug Design, Novo Nordisk

SPONSORSHIP AND EXHIBITION OPPORTUNITIES

SAE Media Group 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:
Rowan Morris | +44 (0) 20 7827 6125 | Rowan.Morris@saemediagroup.com

Register online at www.ai-indrugdiscovery.com
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Al in Drug Discovery

Day Two | Tuesday 10 March 2026

08.30 Registration & Coffee

08.50 Chair's Opening Remarks
Peter Clark, VP Computational Drug Design, Novo Nordisk

DATA EFFICIENCY, LAB AUTOMATION & DEEP LEARNING

09.00 Opening Address: Autonomous Agents in the Field
of Drug Discovery, How Useful Are They?
And Where Are We Likely to See the Biggest Impact?
* Reviewing where autonomous agents are delivering
value in drug discovery foday
Exploring how agents can automate target selection,
compound screening, and data analysis
Understanding the roadblocks and current limitations such
as trust, fransparency, and integration and potential
approaches for overcoming them
¢ Outlook on where autonomous agents are poised to make
the biggest impact next
Dr Petrina Kamya, Global Head of Al Platforms, VP Insilico Medicine,
President, Insilico Medicine Canada Inc.

09.30 Session reserved for gold sponsor

10.00 Panel Discussion: The Lab of the Future:
Closing the Loop Between Al and Automation
* Orchestrating experiment design, execution,
and analysis in real fime
¢ Integrating robotic systems with Al decision engines for
autonomous workflows
* Building feedback-driven cycles and enhancing data
quality and speed through sensor fusion and process control
Lewis Vidler, Senior Director — Structure Based Drug Design,
Eli Lilly and Company
Haruna Iwaoka, Head, Advanced Modelling & Assays,
Innovation Lab, Astellas Pharma
Reiko Wada, Senior Scientist, Astellas Pharma

10.30 Morning Coffee & Networking Break

Al FOR CHEMISTRY, SCALE-UP, AND REPURPOSING

and Human Expertise for Next-Generation Drug Discovery

¢ Combining Al-driven analysis, robotic execution, and

expert insight to accelerate and enhance discovery workflows

Adapting the platform to advanced cell models and simulations

in line with FDA and NIH guidelines to reduce animal use

¢ Advancing toward autonomous robot control guided by
Al-evaluated experimental results for greater quality and efficiency

Haruna lwaoka, Head, Advanced Modelling & Assays, Innovation

Lab, Astellas Pharma

11.00 Case Study: Mahol-A-Ba: Integrating Al, Robotics, @

11.30 Session Reserved for Sponsor

12.00 Operationalising Al at Scale: From Proof-of-Concept to Cross-

Portfolio Integration

¢ Establishing MLOps systems for model versioning, testing, and
monitoring

¢ Fostering collaboration between domain scientists and data experts

* Driving internal adoption through user-friendly platforms and
success metrics

Simone Fulle, Head CADD, Basel, Novartis

12.30 Networking Lunch
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Al IN TRANSLATIONAL & CLINICAL SCIENCE

13.30

14.00

14.30

15.00

15.30

16.00

16.30

Al and ML in Clinical Pharmacology:
Unlocking the Strategic Value of PK/PD Modelling
Enabling data-driven decisions on dose selection,

frial design, and patient safety through Al-enhanced
pharmacology models

Reducing late-stage afttrition by improving the predictability
of clinical outcomes from preclinical data

Driving faster, more cost-effective development pathways
by embedding PK/PD insights into portfolio-level strategy

Venkatesh Pilla Reddy, Senior Director, Global PKPD and
Pharmacometrics, Eli Lilly

Session Reserved for Sponsor

Applying Al o Decode Biology

Unlocking complex biological mechanisms through Al-driven
data intfegration and modelling

Accelerating target and biomarker discovery by linking omics,
imaging, and clinical data

Driving translational insights that connect molecular biology
to therapeutic outcomes

Martin Redhead, Associate Vice President Primary Pharmacology,
Recursion

Afternoon Networking Break

ADVANCES IN PREDICTIVE MODELING FOR DRUG-TARGET INTERACTIONS

Machine-Learning Scoring Functions for Structure-Based Binding
Affinity Prediction: A 15-Year Perspective

Reviewing the evolution of ML-based scoring functions from early
linear models to modern deep learning architectures, highlighting
key milestones and breakthroughs

Comparing performance trends, limitations, and validation
strategies across generations of models using benchmark
datasets and real-world case studies

Pointing out common pitfalls and limitations, and the latest efforts
to mitigate them

Dr Pedro J. Ballester, Royal Society Wolfson Fellow & Associate
Professor, Department of Bioengineering, Imperial College, University
of London

THE FUTURE OF Al IN DRUG DISCOVERY

0

Closing Panel Discussion: Charting the Next 5 Years
of Al in Drug Discovery

Evaluating emerging technologies including causal Al,
agent-based learning, and autonomous labs; establishing
organisational shifts needed fo fully capitalise on Al innovation
Discussing regulatory, ethical, and public trust considerations
Mapping the convergence of Al, data, and experimental
science over the coming decade

Le (Muller) Mu, MLOps Lead, Computational Sciences Center
of Excellence, gRED, Roche

Dr Yogesh Sabnis, Lead Chemist, UCB

Tim Hohm, Associate Director Digital Science Ext Partnerships,
Novo Nordisk

Chair’s Closing Remarks and End of Conference
Peter Clark, VP Computational Drug Design, Novo Nordisk

MARKETING PARTNERSHIP OPPORTUNITIES

SAE Media Group is offering companies the opportunity to partner on our dedicated events in order to help raise your company profile, add value
and create awareness of your products/services to our key audience within the pharmaceutical industry. Interested in partnering?

Contact Alessandra De Maria | +44 (0) 20 7827 6124 | alessandra.demaria@saemediagroup.com

Alternatively fax your registration to +44 (0)870 9090 712 or call +44 (0)870 9090 711
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SPONSOR:

Schrédinger is transforming the way therapeutics and materials are discovered. Schrédinger has pioneered a physics
N v we based computational platform that enables discovery of high-quality, novel molecules for drug development and
@?3) Schrodlnger materials applications more rapidly and atf lower cost compared to traditional methods. The software platform is licensed
by biopharmaceutical and industrial companies, academic institutions, and government laboratories around the world.
Schrédinger’s multidisciplinary drug discovery team also leverages the software platform to advance a portfolio of

collaborative and proprietary programs to address unmet medical needs. www.schrodinger.com

AUDIENCE BREAKDOWN

* Belgium
e Canada
* Denmark
¢ Finland
; * France
’ * Germany
* Hungary
] ¢ Ireland
* Israel
* [taly
¢ Japan
e Lebanon
* Netherlands
* Poland
* Portugal
* Slovakia
* South Korea
¢ Spain
e Sweden
» Switzerland
* UnitedKingdom
* USA

Hear from our Past Speakers and Attendees

“We've been coming for four years to meet new “The most efficient conference I've been to”
people and reunite with the community” PAST SPONSOR
PAST SPONSOR
“It was a great meeting, lots of enthusisam
“This is a great conference as everyone is relevant and from the attendees. The conistent excellence
senior in their position. We have to be back next year” of the talks was impressive”
PAST ATTENDEE PAST ATTENDEE

SPONSORSHIP AND EXHIBITION OPPORTUNITIES

SAE Media Group 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:
Rowan Morris | +44 (0) 20 7827 6125 | Rowan.Morris@saemediagroup.com

Official Media Partners
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Register online at www.ai-indrugdiscovery.com



Hilton London Kensington, UK
Conference: Al in Drug Discovery

Booking Form - Al in Drug Discovery in Dryg Discovery

Three ways to register: Online: www.ai-indrugdiscovery.com | Email completed form to marketingteamlondon@saemediagroup.com | Phone: +44 (0)20 7827 6000

[ OUR REFERENCE: P-454

)

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:

Company VAT Number:

Address:

Town/City:

Post/Zip Code: Country:

Direct Tel:

Mobile:

Signature:

Date:

| agree to be bound by SAE Media Group Terms and Conditions of Booking

ACCOUNTS DEPT

Title: Forename:

Surname:

Email:

Address (if different from above):

Town/City:

Post/Zip Code: Country:

Direct Tel:

Early Birds:
1 Save £400 — Book before 7 November 2025

[0 Save £200 — Book before 5 December 2025
] Save £100 - Book before 9 January 2026

CONFERENCE PRICES

|1 would like to attend: (Please tick as appropriate) Price
IN-PERSON ATTENDANCE:
[ Conference only £2298.00 + VAT

ADDITIONAL BENEFITS

[ Please check here to subscribe to the PFS & Injectable Drug Devices
Newsletter — your tfrusted monthly source for news, updates, and insights in
injectable drug delivery.

As an added benefit of attending this conference, check here to
receive a free subscription to Medical Design Briefs, the leading new
technology magazine for bio-medical professionals.

Choose either:

[ Print (U.S. only) [ Digital

Please note that the above ticket price includes access to all
approved distributable PDF presentations post-event, priced at £99.

To opt out, please contact via email: delsalesuk@saemediagroup.com
or call +44 (0) 20 7827 4000.

DOCUMENTATION

| cannot attend but would like to purchase access Price
to the Document Portal to recieve conference

documentation [ £699.00 + VAT

VAT

VAT at 20% is charged on the document portal for all UK customers
and for those EU Customers not supplying a registration number for their
own country here

PAYMENT

Payment must be made to SMi Group Lid, and received before the
event, quoting reference P-454 and the delegate’s name.
Bookings made within 15 days of the event require next day payment,
please see methods below:

[J UK BACS Sort Code 300009, Account 00936418

[ Wire Transfer Lloyds Bank plc, 70-71 Cheapside, London, EC2V 6EN
Swift (BIC): LOYDGB21013, Account 00936418

IBAN: GB48 LOYD 3000 0900 9364 18

A payment link will be sent with your Invoice

We can only accept Sterling cheques drawn on a UK Bank

[0 Credit Card
[J Cheque

VENUE & QUERIES

For any queries related to the venue or if you require any other assistance,
call us on +44 (0) 870 9090 711, email: events@saemediagroup.com

BOOKING SUMMARY

TERMS AND CONDITIONS OF BOOKING

Payment: Our payment terms are as follows: if booking 16 days or more before the conference, payment
should be made within 14 days of date of invoice. If booking 15 days or less before the conference,
payment is due on receipt of invoice and must be received no later than the last working day prior
to the event start date. In the event, that the customer has not paid by the last working day before
the event, we reserve the right to obtain card details for payment to be taken for the full invoice
amount or as a guarantee of payment. Access fo the Document Portal will not be given until payment
is 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, providing that cancellation is made in writing and received
28 days prior to the start of the event. Regretfully cancellation after this time cannot be accepted.

We will however provide the conferences documentation via the Document Portal 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 the Document Portal as these are reproduced specifically to
order. If we have fo cancel the event for any reason, then we will make a full refund of your payment
but disclaim any further liability. Alterations: It may become necessary for us to make alterations to the
content, speakers, fiming, venue or date of the event compared to the advertised programme. By
registering for this event, you are providing us with some personal details, including an email address.
SMi Group Ltd Trading as SAE Media Group will process that information as described in our privacy
policy https://www.smgconferences.com/privacy-legals/privacy-policy/ Part of the value of our events
is in the networking and relationship building opportunities. To support this, we may facilitate professional
infroductions on-site at our events.




