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Fig. S1. The optimized structure of the 4×4 pristine graphene at the DFT-PBE level.

Fig. S2. The most stable structures and average distance of adsorbed (a) Ni1 (b) Ni2 (c)
Ni3 (d) Ni4 (e)Ni5 (f) Ni6 clusters on 5% strained graphene (SG5). The blue color
represents Ni atom and gray color represents C atom.



Fig. S3. The most stable structures and average distance of adsorbed (a) Ni1 (b) Ni2 (c)
Ni3 (d) Ni4 (e)Ni5 (f) Ni6 clusters on 10% strained graphene (SG10). The blue color
represents Ni atom and gray color represents C atom.

Fig. S4. The total density of states (TDOS) for pristine (PG) graphene.



Fig. S5. The total density of states (TDOS) for 5% strained (SG5) graphene.

Fig. S6. The total density of states (TDOS) for 10% strained (SG10)graphene.



Fig. S7. The total density of states (TDOS) for monovacancy (MVG) defective
graphene.

Fig. S8. The total density of states (TDOS) for divacancy (DVG) defective graphene.


