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Fig. S1  The side views (top one) and top views (bottom one) of initial states, transition states and final 

states of all the elementary steps that are considered in the process of CO2 hydrogenation to CH3OH on 

Ga3Ni5(221) surface. Here, C, H, O, Ni and Ga atoms are shown in grey, white, red, blue and brown balls, 

respectively.


