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Chemical space: “…Chemical space’ is a term often used 
in place of ‘multi- dimensional descriptor space’: it is a 
region defined by a particular choice of descriptors…” 

Dobson CM (2004) Nature 432:824–828
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3D space computed on:
• Similarity metric (FP or/and molecular 

descriptors)
• Projection methods (PCA, UMAP, 

MDS …)
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Define, visualize  domains
 (class-based approach)

Locate chemical(s) 
of interest 

Analog search 
(Read across)

Investigate ADME-Tox properties by 
mapping different properties on the map

Repurposing 
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Efficient tool of navigation
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ChemMaps.com

ChemMaps.com V.1.0
• ~80,000 unique users since March 2018 (ACS - New Orleans)
• Limited to TSCA inventory and DrugBank (50k chemicals)

ChemMaps.com V2.0
• Chemical database updates (from 800k to 1.1 M chemicals)
• Tox21/ToxCast assays results mapped on the map
• Interactive table to navigate Tox21/ToxCast results
• Ability to upload user chemicals, represented on the space by a rocket
• Redesigned spaces for PFAS, Tox21 chemicals and drugs
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Live Demo
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Future development

• Standalone version
• Training material
• Completely customizable map 
• Linked ChemMaps.com in ICE
• Add other sources of bioactivities
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https://sandbox.ntp.niehs.nih.gov/chemmaps/
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Annexe
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Dynamic panel

Search bar

Color panel
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Mapping properties on map
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