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CHALLENGE ADDRESSED

• Existing datasets for exploring and improving structure-based drug design (SBDD) 

are highly inadequate. 

• Data is fragmented across various tools and hidden in unstructured formats, 

making it difficult for researchers to access and contextualise
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SOLUTION

• The project aims to enhance the Fragalysis Cloud platform to facilitate open and 

FAIR-compliant sharing of SBDD data. 

• The project will enable researchers to explore SBDD projects with comprehensive 

data on context, provenance, design rationales and inspection of computational 

analyses.

           
     

           
        

         
          

      
         

        
     

      
          

        
    

          

         
    

              
         

         
         

             
               

          
      

     
            



RESULTS

Fragalysis-Cloud is publicly available:
• https://fragalysis.diamond.ac.uk/viewer/react/landing

Workshops:
• User workshop scheduled to host algorithmic 

developers to deploy data analysis tools to 
Fragalysis-Cloud

Workflows:
• Data analysis and compound design workflows 

will be published to WorkflowHub

Documentation published to Read the Docs:
• https://fragalysis.readthedocs.io/en/latest/index.html
• https://fragalysis-

backend.readthedocs.io/en/latest/index.html
• https://xchem-

align.readthedocs.io/en/latest/ALGORITHM-
GUIDE.html

• https://fragalysis-stack-
kubernetes.readthedocs.io/en/stable/

All code is Open-Source and published to 
repositories:
• https://github.com/PDBeurope/Investigations
• https://github.com/m2ms/fragalysis-frontend
• https://github.com/xchem/fragalysis-stack
• https://github.com/xchem/fragalysis
• https://github.com/xchem/fragalysis-api
• https://github.com/xchem/xchem-align
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RISKS

Scope: 

• The rapid dissemination, specifically curation and annotation capturing context, of 

structural and affinity data is an ambitious challenge. 

• This project will generate many opportunities for the curation, annotation and 

analysis of drug-discovery data. 

Budget & Time:

• Estimating the development time needed to fully-deploy backend and frontend 

code that captures the scientific use-case is non-trivial.  

• Opportunities will be documented, as GitHub tickets, and prioritised, with help from 

Fragalysis-Cloud users and active drug-discovery projects, for roll-out.

• This OSCARS supported project will generate further opportunities to apply for 

follow-up funding.  



TEAM

Tim Dudgeon - Owner - 
INFORMATICS ...

About Informatics Matters | 
Informatics ...

Fragalysis — M2M 
Solutions

Frank von Delft

Warren Thompson

Max Winokan

Tim Dudgeon

Alan Christie

Matej Vavrek - Šťukač, klikač ...

Boris Kovar

Matej Vavrek

Informatics Matters | We 
provide ...

GDPR — M2M Solutions

Ahsan 

Tanweer

Genevieve 

Evans

https://www.google.com/imgres?q=tim%20dudgeon&imgurl=https%3A%2F%2Fmedia.licdn.com%2Fdms%2Fimage%2Fv2%2FC4D03AQEeLv9BBUbesw%2Fprofile-displayphoto-shrink_200_200%2Fprofile-displayphoto-shrink_200_200%2F0%2F1516254130648%3Fe%3D2147483647%26v%3Dbeta%26t%3D3RmBT-my9iWHKHMg_2VCAvPh6dYWV1rZNEpB-J03Uf0&imgrefurl=https%3A%2F%2Fuk.linkedin.com%2Fin%2Ftimdudgeon&docid=cWwkZ4XMXu-PKM&tbnid=1v3ntRMbVtd1hM&vet=12ahUKEwivvZnGj-uLAxVFXkEAHWnaNqUQM3oECBkQAA..i&w=200&h=200&hcb=2&ved=2ahUKEwivvZnGj-uLAxVFXkEAHWnaNqUQM3oECBkQAA
https://www.google.com/imgres?q=alan%20christie%20informatics%20matters&imgurl=https%3A%2F%2Fwww.informaticsmatters.com%2Fassets%2Fachristie.jpg&imgrefurl=https%3A%2F%2Fwww.informaticsmatters.com%2Fpages%2Fabout.html&docid=W1igtcoiAAAwzM&tbnid=nj4E8fEV3z-15M&vet=12ahUKEwjKmpLaj-uLAxWnVkEAHdNFABoQM3oECBEQAA..i&w=384&h=384&hcb=2&ved=2ahUKEwjKmpLaj-uLAxWnVkEAHdNFABoQM3oECBEQAA
https://www.google.com/imgres?q=boris%20m2m%20slovakia&imgurl=https%3A%2F%2Fimages.squarespace-cdn.com%2Fcontent%2Fv1%2F59ea04e9b1ffb68a1b53da57%2F1637069754907-N74GYNGG01PQFKN2BSVB%2Fboris.jpg&imgrefurl=https%3A%2F%2Fwww.m2ms.sk%2Ffragalysis&docid=55RSmI3n0sDrKM&tbnid=9akLitDo6k3FhM&vet=12ahUKEwjLm63qj-uLAxWzYEEAHaMJAYQQM3oECBIQAA..i&w=477&h=691&hcb=2&ved=2ahUKEwjLm63qj-uLAxWzYEEAHaMJAYQQM3oECBIQAA
https://www.google.com/imgres?q=matej%20vavrek%20m2m%20slovakia&imgurl=https%3A%2F%2Fmedia.licdn.com%2Fdms%2Fimage%2Fv2%2FC4E03AQExYHPjbTMLzw%2Fprofile-displayphoto-shrink_200_200%2Fprofile-displayphoto-shrink_200_200%2F0%2F1516989301711%3Fe%3D2147483647%26v%3Dbeta%26t%3DQ19YB6tUm8iEf9u-IZRJyN_ly-gJRFfC1ubtFpReI0s&imgrefurl=https%3A%2F%2Fsk.linkedin.com%2Fin%2Fmatej-vavrek-51b08986&docid=cSmSTSnyafOiZM&tbnid=-oYu_rA0C4duyM&vet=12ahUKEwiym92HkOuLAxV4QkEAHeO4B_wQM3oECBQQAA..i&w=175&h=175&hcb=2&ved=2ahUKEwiym92HkOuLAxV4QkEAHeO4B_wQM3oECBQQAA
https://www.google.com/imgres?q=informatics%20matters&imgurl=https%3A%2F%2Fwww.informaticsmatters.com%2Fassets%2Fmain_logo.svg&imgrefurl=https%3A%2F%2Fwww.informaticsmatters.com%2F&docid=C_lZEhqtEfZYsM&tbnid=Duit2bN4JFM1GM&vet=12ahUKEwihzuS0juuLAxVcX0EAHWlGHAAQM3oECB0QAA..i&w=800&h=543&hcb=2&ved=2ahUKEwihzuS0juuLAxVcX0EAHWlGHAAQM3oECB0QAA
https://www.google.com/imgres?q=m2m%20slovakia&imgurl=http%3A%2F%2Fstatic1.squarespace.com%2Fstatic%2F5a94f7e01aef1de0742e87a8%2Ft%2F5fb695927ce19960c078d776%2F1605801365583%2Flogo_farba.png%3Fformat%3D1500w&imgrefurl=https%3A%2F%2Fwww.en.m2ms.sk%2Fgdpr&docid=juF8z2Qz82tkdM&tbnid=PUCcf-JaID9iWM&vet=12ahUKEwjuzLe4juuLAxXrWEEAHZ3xEMcQM3oECBMQAA..i&w=686&h=384&hcb=2&itg=1&ved=2ahUKEwjuzLe4juuLAxXrWEEAHZ3xEMcQM3oECBMQAA

	Slide 1: Implementing FAIRness in structure-based drug design through Fragalysis Cloud
	Slide 2: CHALLENGE ADDRESSED
	Slide 3: CHALLENGE ADDRESSED
	Slide 4: SOLUTION
	Slide 5: RESULTS
	Slide 6: RISKS
	Slide 7: TEAM

