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Table
Catalyst AGrps (€V) Refs.

MoN, monolayer 1.75 1

The flat surface of Sc, Y, Ti and Zr. 1.0~1.5 2

Mo@Nj3 0.89 3

Mo@C, 0.69 3

Ti@N, 0.69 3

MoS, 0.68 4

Re@C, 0.60 3

MoCs 0.54 5

Mo(110) 0.5 2

Fe doped MoN, monolayer 0.47 1
Mo/SeG 0.41 This work

Table S1. Calculated AG value of RDS for NRR on different systems.
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Figure S1. Frequency distribution of geometrically optimized Mo/SeG.



Figure S2. The mulliken charges distribution for Mo/SeG.
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Figure S3. Schematic depiction of the possible mechanisms and the corresponding

reaction energy (eV) for NRR by Mo/SeG; the dotted arrow represents the mixed

mechanism that shuttle from distal to alternating mechanism.
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Figure S4. The optimized geometric structures of various intermediates along the

reaction path of NRR proceed on Mo/SeG via (a) alternating, (b) distal and (c¢) mixed

mechanism and the corresponding AG value.
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