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"Using the Cambridge Structural Database (CSD) for Drug Discovery"
by Dr Amy Sarjeant, CCDC Inc. (USA)

The Cambridge Structural Database (CSD) includes crystal structure data for over 850,000
compounds. The structural information contained in this vast repository can be used to provide
insight into many aspects of the drug discovery process. This hands-on workshop will demonstrate
a variety of tools in the CSD-System which can be used to inform drug discovery and design,
including:

Presentation: Introduction to the CCDC and CSD-Enterprise
Hands-on Tutorials
1. ConQuest: Searching for similar molecules
2. ConQuest: Finding new leads or fragments for scaffold replacement
3. Mercury: Investigating and analysing intermolecular interactions
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4. Mogul: Analysing the structure of a protein-bound ligand
5. Mogul: Investigating the relationship between activity and conformational preference
6. FIM: Understanding polymorph stability using 3D Full Interaction Mapping
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"CSD-Discovery: Knowledge-driven solutions for life science research"
by Ilenia Giangreco, CCDC (UK)

CSD-Discovery provides valuable insights from high quality experimental crystal structure data
for life science researchers. It combines the CCDC’s extensive discovery chemistry expertise with
the wealth of experimental data in the CSD. Knowledge derived from CSD data is highly relevant
to drug discovery since the small molecule crystal structures in the CSD, including FDA approved
drugs and drug-like molecules, display the geometry and interactions observed in protein-ligand
complexes. Powerful analysis and visualization capabilities help researchers understand the
impact of chemical modifications on conformation, interactions and properties of potential drug
molecules. This workshop will provide attendees with an overview of the CSD-Discovery
capabilities, including:

1. Protein-ligand docking using GOLD [with demo] :
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2. Ligand-based Drug Design ® 7= ® Ligand-based Virtual Screening (LBVS) workflow
3. Conformer Generator [with demo] : #& b #iiE D # A i - T conformer 54 S H %
4. Ligand Overlay [with demo] : [/l U & —7%" v MZxf L, % ligand % flexible overlay
5. Field-based Ligand Screener : LBVS Tt &%) 7 A 7 7 U /5 potential new hit &£
6. SuperStar/Full Interaction Map : 471 &3 OFH A /EH % mapping
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