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Abstract 

The origin of ferroelectricity comes from the delicate balance between the long-range 
Coulomb interaction that favors the polar phase and the short-range repulsion that favors 
the nonpolar phase. In general, the ferroelectric polarization decreases with increasing 
hydrostatic pressure. First-principles density functional theory calculations are carried out 
to study the effect of hydrostatic pressure on the structural and electronic properties of 
hexagonal ABC semiconducting ferroelectrics. We find that the electric polarization of 
ABC ferroelectrics containing Li increases in magnitude as a hydrostatic pressure is 
applied (Figure 1). Origin of this anomalous behavior is discussed.  
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Figure 1. Polarization of ABC ferroelectrics as a function of hydrostatic pressure 
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