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Lowest	Energy	Configuration	of	GAPb(I0.5Br0.5)3 

	

In case of half bromination, four different possible configurations of GAPb(I0.5Br0.5)3 are considered 

based on four symmetric arrangements of I and Br in Pb octahedra. The four structures are depicted in 

the Supplementary Information (SI), where structure A shows separate I and Br based Pb-polyhedra 

and mixing of different Br position with I within the same polyhedral can bee seen in structure B, C 

and D. For the half-bromination, structure A has emerged as the stable most structure with the 

minimum energy configuration among four possibilities.	

	

	
Fig	S1:	Side	view	of	four	different	configuration	of	GAPb(I0.5Br0.5)3	

	

	

	

Electronic Supplementary Material (ESI) for Journal of Materials Chemistry A.
This journal is © The Royal Society of Chemistry 2017



	 2	

	

	

	

	

	

	

	

UV-Vis	spectrum	with	out	Spin	Orbit	Coupling	(SOC)	

	

	
Fig	S2:	UV-visible	spectrum	without	spin-orbit	coupling	of	GAPbI3	(black	line),	GAPb(I0.5Br0.5)3	

(red	line),	GAPbI3	(green	line).	 

	

	


