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Figure 1. S. I. MD simulated evolution of the 90°-90° dislocation dipoles in wurtzite GaN. Simulated 

time: (a) – initial structure, (b) – 1.4 ns, (c) – 2.8 ns and (d) – 4.2 ns. The insets in panel (d) show enlarged 

atomic configurations of the formed stable dislocation complexes with zero total Burgers vectors.



Figure 2 S. I. Atomic configuration of a flower-like 90°-90° Shockley partial dislocation complex 

obtained by molecular dynamics (a) and DFT (b) calculations.



Figure 3 S. I. Distribution of volumetric strain (a, b) and elastic energy density (c, d) in the wurtzite GaN 

 cell with 90°-90° dislocation dipoles before (a, c) and after (b, d) formation of double partial dislocation 

complexes.


