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The nature of defect tolerance in (some) halide perovskites
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The halogen vacancy, Tl-activator, and Tl-bound excitons in CsI:Tl scintillator
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Revisiting the origin of green emission in Cs4PbBr6(Materials Advances)

Metal Halide Semiconductors beyond Lead-Based Perovskites for Promising Optoelectronic
Applications (Journal of Physical Chemistry Letters)

Phase transition pathway of hybrid halide perovskites under compression: Insights from first-
principles calculations (Phys. Rev. Materials)

New Polymorphs of 2D Indium Selenide with Enhanced Electronic Properties (Advanced
Functional Materials)

https://doi.org/10.1063/5.0280840
https://urldefense.com/v3/__https://youtu.be/BJrAooRiifY__;!!PirnAJVEmx4jpg!4cWs7xcSUzYoOumV6Lt3DzpJdtdQgzpG0S3EFBT243SyrzfN_Mju79ZOx5Crf6Aq3BM-20b-tLHPbTcjj_NUfsax2ZN_Hg%24
https://doi.org/10.1021/acs.jpclett.3c02732
https://doi.org/10.1039/D2MA00544A
https://doi.org/10.1021/acs.jpclett.1c02877
https://doi.org/10.1021/acs.jpclett.1c02877
https://doi.org/10.1103/PhysRevMaterials.5.054603
https://doi.org/10.1103/PhysRevMaterials.5.054603
https://doi.org/10.1002/adfm.202001920


We are interested in first-principles based or empirical and semi-empirical methods to study,
characterize, and optimize materials for optoelectronic applications. Excerpts from some of our
recent works are shown below as a brief overview.

Our research is supported by the National Science Foundation (NSF), Department of Homeland
Security (DHS), and Arkansas State University.
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