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Figure S1 The most stable adsorption configurations of possible species involved in

the pathways of syngas-to-ethanol conversion over Cu/γ-AlOOH (001)

surface. Gray spheres represent C atoms, light blue spheres represent H

atoms from H2 and brown spheres represent O atoms from CO.



Figure S2 The potential energy profile for OHCCHO hydrogenation with the

structures of initial states (ISs), transition states (TSs), and final states

(FSs).



Figure S3 The potential energy profile for OH2CCHO hydrogenation with the

structures of initial states (ISs), transition states (TSs), and final states

(FSs).



Figure S4 The potential energy profile for (a) HOH2CCHO hydrogenation and (b)

HOH2CCH2OH formation with the structures of initial states (ISs),

transition states (TSs), and final states (FSs).
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