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Electronic Structure Pseudopotential Calculations of Large (~1000 Atoms) Si Quantum Dots

Lin-Wang Wang and Alex Zunger®
National Renewable Energy Laboratory, Golden, Colorado 80401

Received: September 30, 1993; In Final Form: December 15, 1993®

The electromc structure of quantum dots containing N = 1000 atoms is difficult to calculate by conventnonal

dots using a plane wave basis expansion and an empirical pseudopotential Hamiltonian. Hydrogen atoms
passwate thesurface danghng bonds usmg a realistic surface relaxatlon geometry Weinvestigate the dependences
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