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High-Entropy Alloy (HEA) Catalysts for NH3 Decomposition

NH3 as a Liquid Carrier of Hydrogen 
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Machine Learning for Predictive Simulation of Composition-Property Relationships

• High energy density and high specific energy
• 4.25 kWh/L
• 5.2 kWh/kg

• Easy to liquefy
• >10 bar at room temperature
• or below −33 oC at atmospheric pressure

• Robust tuning of alloy compositions 
and mitigation of miscibility gap

• Optimization of surface properties 
for catalytic enhancement
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