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1. Atomic positions from SXRD refinement 

In the following, tables of the refined surface x-ray diffraction atomic positions are given for the 
three data sets shown in Fig. 7 of the main text. The fractional x, y, z positions are given as in units of 
the lattice constants a = b =  abulk /2 = ,  c= abulk, and  The bulk lattice constant is abulk 
= 8.086 Å. x_bulk, y_bulk, z_bulk refer to the relative positions of the bulk terminated surface, x_sur, 
y_sur, z_sur to the refined positions, delta_x=x_bulk-x_surf refers to the difference in fractional 
coordinates (and so on for delta_y, delta_z) and delta_x(A) (delta_y(A), delta_z(A)),  to the absolute 
values of the displacements from the bulk position in Å. 

Data low T regime
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Data intermediate T regime



Data high T regime


