
https://urn.nsk.hr/urn:nbn:hr:217:343114
http://rightsstatements.org/vocab/InC/1.0/
http://rightsstatements.org/vocab/InC/1.0/
https://repozitorij.pmf.unizg.hr
https://repozitorij.pmf.unizg.hr
https://zir.nsk.hr/islandora/object/pmf:11363
https://repozitorij.unizg.hr/islandora/object/pmf:11363
https://dabar.srce.hr/islandora/object/pmf:11363
























































































https://www.crystallography.net/cod/9009114.html
https://www.crystallography.net/cod/9009114.html

	Introduction
	Methods
	Density functional theory
	Gaussian and plane wave approach in the implementation of DFT codes
	Pseudopotentials
	Constrained DFT
	Preparation of surfaces and geometry minimization
	Choice of the functional and PW cutoff convergence

	Results and discussion
	Preliminary calculations
	Surface scan of O2 initial positions
	BA2PbI4 (001) surface z axis scan
	BA2PbI4 (110) surface x-y plane scan

	Electron transfer energies

	Summary and outlook
	Summary
	Outlook

	Appendices
	Example of CP2K input file
	Prošireni sažetak
	Uvod
	Metoda
	Rezultati
	Nazivi slika i tablica na hrvatskom jeziku

	Bibliography

