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Workshop Agenda

April 19" Evaluation of Computational & Experimental Methods

Morning-Experimental Session
e Workshop shop aims and objectives
e Experimental difficulties of measuring small molecule/protein binding
e The need for accurate protein/ligand binding data
e State-of-the art experimental measurement of binding interactions

Afternoon-Computational Session
e Critical analysis of Docking and Scoring
e Breakout sessions & discussion - (Parallel)
o Selection of data sets (protein target classes and ligands for highly
accurate binding affinity data measurement)
o0 Experimental techniques, limitations & uncertainty in
measurements
o Docking Methodologies, is docking the right technology?
o Scoring Functions & Force Fields, why do they fail and how are
they improved

April 20" New Methods & Technologies for Exploration of
Molecular Recognition Events

Morning Session
e Overview of free energy calculation methods
e Free energy perturbations & thermodynamic integration methods
e MMPBSA method
e Force Field methods
e QM methods

Afternoon Session



http://www.nist.gov/public_affairs/confpage/060419.htm

e Solvation issues

e Protein pKa’s

e Small molecule pKa’s

e Sensitivity analysis

e Grid based free energy calculations

Breakout Session & Discussion
Sampling criteria: Protein, Solvent. Standards for convergence, ionization
states. What errors are acceptable, trends in hardware development

Conference Dinner Speaker Dr. Chris Austin, (NIH,NHGRI)
April 21° Physical Property Measurements

Morning Session

e Session Overview: Property Measurements: The value & intricacies:
-Tautomer Ratios
-ADME Properties
-Free Energies of Transfer

e Experimental Property Measurements at NIST

e Discussion Panel I:(Computational Perspective)
-Small molecule experimental data:
What we use, how we use it, and why we think we need more?

e Discussion Panel II: (Experimental Perspective)
-Where computational chemists might find new data, caveats in
interpreting existing experimental data, what methods could help
get new measurements”

e Round Table: Physical Property Measurement: what to measure and how

Afternoon session:
e Chemical collections Session:
-What data sets should be selected &which physical properties
measured-Straw man
e Breakout & Discussion
e Proposals, Outcomes and road maps
e Workshop Close
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