
Accepted Manuscript

Tuning Electronic Structure and Optical Properties of SrTiO  by Site-specific 3
doping by Nb with N/B from hybrid functional calculations

Yanyu Liu, Wei Zhou, Ping Wu

PII: S0254-0584(17)30298-5

DOI: 10.1016/j.matchemphys.2017.04.023

Reference: MAC 19625

To appear in: Materials Chemistry and Physics

Received Date: 09 December 2016

Revised Date: 07 March 2017

Accepted Date: 12 April 2017

Please cite this article as: Yanyu Liu, Wei Zhou, Ping Wu, Tuning Electronic Structure and Optical 
Properties of SrTiO  by Site-specific doping by Nb with N/B from hybrid functional calculations, 3

 (2017), doi: 10.1016/j.matchemphys.2017.04.023Materials Chemistry and Physics

This is a PDF file of an unedited manuscript that has been accepted for publication. As a service to 
our customers we are providing this early version of the manuscript. The manuscript will undergo 
copyediting, typesetting, and review of the resulting proof before it is published in its final form. 
Please note that during the production process errors may be discovered which could affect the 
content, and all legal disclaimers that apply to the journal pertain.



ACCEPTED MANUSCRIPT

A systematical study has been employed on SrTiO3 with the donor- acceptor 

codoping. > The donor-acceptor pair codoping yields the absorption edge extend to 

visible light. > The formation energy implies that the codoped systems are favorable 

under the O-rich condition. > The Nb@Ti/N@O system is desirable for the 

spontaneous water splitting under visible light. > The Nb@Sr/B@O system can split 

water into hydrogen in presence of sacrificial agent.
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