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F-Center in NaF Studied by ab initio Methods

Huang Guiqin
£ College of Physical Science and TechnologyENanjing Normal UniversityENanjingE210097ERRCEO
AbstractEQ technique for embedding clusters of ionsEwhich are to be treated by the Gaussian 98" G94£€Quantum Chemical
ProgramEm ionic crystals is presented. The electrons and the nucleus of the cluster are in the Coulombic field created by the
external infinite latticeEand these interactions are included in the Hartree-Fock operator. The method is illustrated by
considering the formation of the F center defect in NaF . The calculated excitation energy of the F center is in fair agreement

with the experimentEshowing that the technique is credible.
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