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Catalysis models involve two or more 
interacting phases �
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New modeling capabilities in thermodynamics will 
enable a broader range of phase models

Team: DeCaluwe, Jackson, West

Milestones:
� Ideal, incompressible phase models for 

condensed liquid and solid phases. 

� Extend Cantera’s real-gas EoS
capabilities.

� Direct links to libraries such as CoolProp
(Helmholtz real gas EoS. 

� Framework for thermodynamically 
consistent surface-species interactions

� Non-ideal surface thermodynamics that 
evolve with the bulk phase. 

� Mechanisms directly trained by atomistic 
models/electronic structure calculations. 

Software Application Areas
• Combustion
• Catalysis
• Electrochemistry
• Atmospheric Chemistry

Tasks
• New Capabilities
• Enhanced Usability
• Code Optimizations
• Workshops & Outreach


