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HYDROGEN-INDUCED STRUCTURAL TRANSITION
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ABsBsTRACT

The electronic structure of diamond C(111) surface during transition from (2X1) recons-

truction to (1X1) structure induced by adsorbed hydrogens is studied using ab initio DV-Xq
mathod in this paper. The result shows that the role of adserbed hydrogen in the structural
transition is firstly distorting the Pandey m-bond in the (2X1) reconstruction, then breakiny the
(SP*-hybrid +Pandey m-bond) structure and forming the sp*-hybrid bonds.
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