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Caption:	 Representation	 (blue	 isosurfaces)	 of	 charge	 transferred	 between	 different	molecular	
building	blocks.	Calculations	were	performed	with	Constrained	DFT.			
	
Scientific	Achievement	
Implementation	and	verification	of	a	first	principles	code	to	compute	charge	transport,	which	
we	then	used	for	hopping	transport	in	OPV	materials.	
	
Significance	
Development	of	a	general	capability	to	stud,	from	first	principles,	hopping	transport.	
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