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Supplementary Information
First -Principles studies on the effects of halogen adatom adsorption on monolayer antimony.
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Fig S1 Band structure and DOS of /-Sb with the adsorption Fig S2 Band structure and DOS of /-Sb with the adsorption
of F adatom under different bi-axial strain for coverage of of Cl adatom under different bi-axial strain for coverage of
© = 1/8. The projected s-states and p-states for the © = 1/8. The projected s-states and p-states for the
halogen adatoms are denoted by the red and blue halogen adatoms are denoted by the red and blue
respectively. respectively.
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Fig S3 Band structure and DOS of /-Sb with the adsorption of Br
adatom under different bi-axial strain for coverage of © = 1/8.
The projected s-states, p-states and d-states for the halogen
adatoms are denoted by the red, blue and green respectively.
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Fig S4 Band structure and DOS of £-Sb with the adsorption of |
adatom under different bi-axial strain for coverage of @ = 1/8.
The projected s-states, p-states and d-states for the halogen
adatoms are denoted by the red, blue and green respectively.
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Fig S5 Band structure and DOS of pristine /-Sb under different

bi-axial for a 2x2 super-cell.
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Fig S6 Band structure and DOS of pristine /-Sb under different
bi-axial strain for a 3x3 super-cell.



© =1/18 - Fluorine
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Fig S7 Top view of the most stable site for the adsorption of F for © = 1/18. We deliberately increas

12.5% where at this applied strain the B-Sb undergo structural deformation.



©® =1/18 -Chlorine
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@ =1/18 -Bromine




©=1/18 - lodine
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1/8 - Fluorine
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Fig S11 Top view of the most stable site for the adsorption of F for ©



© =1/8 - Chlorine
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able site for the adsorption of Cl for © = 1/8.

Fig S12 Top view of the most st



@ =1/8 - Bromine
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©=1/8 - lodine
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