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Abstract. Transition metal dihalide structures forming layered van der Waals materials exhibit often nontrivial magnetic 

order. Here studied 1T-NiI2 belongs to the family of multiferroic dihalides with the helical magnetic ground state order. 

The helical state in monolayer 1T-NiI2 differs from the cycloidal state in the bulk. Here we report that the ground state of 

1T-NiI2 monolayer is the proper helix, which is uniquely given by the propagation vector of the helix. The calculated in- 

plane ferroelectric polarization points perpendicularly to the helical propagation vector. The microscopic mechanism for 

the polarization is the p-d hybridization of the iodine p-orbitals and nickel d-orbitals. 


