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Figure S1. Geometric structures of 3×3 supercells of (a) MgBr/graphene 

heterojunctions, (b) SrCl/graphene heterojunctions, (c) BaCl/graphene 

heterojunctions and (d) MnI/graphene heterojunctions. 



Table S1. Lattice constants, bond length, h, cohesive energy and 

heterojunction formation energy of different heterojunctions and 

isolated crystals. 

 
 

 

 

Table S2. Energy and magnetic moment of 2×2 supercells of 

MnI/graphene heterojunctions with different magnetic configurations. 

 

 

 

 

 

Table S3. Energy of 2×2 supercells of EuBr/graphene heterojunction 

with different Hubbard on-site Coulomb potential set for Eu. 

 



 

 

Figure S2. Band structure of EuBr/graphene heterojunctions with 

different Hubbard on-site Coulomb potential set for Eu ions of (a) U-

J = 4.0 and (b) U-J = 8.0. 

 


