
Real-time Collaborative Drug Design 



Ideation 

• LiveDesign tracks ideas from the 
entire project team. 

• Capture every new idea. 

• Analyzed and prioritize new idea. 

• Add property predictions. 

 

   



Real-time Collaborative Design 

• Collaborative spreadsheets 
streamline entire design 
process. 

• Entire project team can work 
co-operatively from wherever 
they are.  

• Live reporting  
eliminates the risk  
of duplicated efforts. 



Plexus, Marvin JS & JChem 

 

   



Use modeling data 

• Computational models can be added by mouse click. 

• Lipinsky-type calculations, project-specific ADME models , …. 

• and make 3D models available to the chemists  … 



LiveDesign  

 



LiveDesign – Summary 
• Enterprise Solution 

Web-based interface is easy to use and intuitive to learn, while the data engine is built to support 
large data sets securely without compromising performance. 

• Ideation 
LiveDesign tracks ideas from the entire project team, allowing every new idea to be captured, 
analyzed, and prioritized. Real-time selectivity and property predictions update as you sketch. 

• Real-time Collaboration 
Collaborative spreadsheets and change notifications streamlines the entire design process, and 
allows the entire project team to work cooperatively from wherever they are. Live reporting 
eliminates the chance of duplicated efforts. 

• Maximize Modeling Benefits 
Validated structure- and ligand-based models in LiveDesign provide quick feedback on initial ideas, 
accelerating the selection of the best path forward. 3D visualization of simulation results elucidates 
key interactions and offers insights for further improvements. 

• Seamless Integration 
LiveDesign accesses the corporate database, and brings together tools for idea generation, SAR 
analysis, assay data viewing, enumeration, plotting, and in-browser PyMOL 3D visualization. 
LiveDesign can pull in models and computed properties from anywhere, facilitating analysis. 


