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Supplementary information 

 

Figure S1 - Reduction of Peak 4 (centred at RMS = 0.54 Å) with decreasing PT. 

 



 

 

Figure S2 – Histogram of FERROSCOPE HSS that are predicted to transition with a Γ mode distortion. The shape of 
the graph is a half-Gaussian centred at 90°. A spike at 90° is further evidence of PSTG structures.  

The following CSD structures are known ferroelectric materials and were used to optimise 
FERROSCOPE: 
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