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Abstract

Computational studies on lanthanide compounds' luminescent properties are important for designing
new luminescent materials. However, the development of suited computational methods and
protocols is still in its infancy. In this seminar, we will discuss a new computational protocol for
analyzing the luminescent properties of Ln(lll) based compounds. A brief explanation of underlying
theories and models will be presented, namely: local vibrational mode (LVM) theory; expansions on
the bond overlap model (BOM); and advances in intramolecular energy transfer (IET) rates
determination will be shown up.



