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* Demo with catalytic partial oxidation  syngas yield for a range of metal
of methane catalysts, predicted using LSRs in RMG.
Improved the database of adsorption thermochemistry

* New reaction families

e Current efforts center around methanol synthesis on Cu(111)
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* Chemical solver

e For performance portability to many-core and GPU-based
architectures, interfaced with Kokkos

e Augmented the gas-phase chemistry module with heterogeneous

catalysis models

Analytical Jacobian matrix components

¢ Continuously stirred tank reactor and plug flow reactor models
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¢ Object-oriented open-source C++ library for computational
singular perturbation (CSP) analysis of chemical models, including
both gas-phase and gas-solid kinetics

* Heterogeneous mixed CPU/GPU exascale architectures

Y Extended to DAE systems
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