Simulation of STM and ST Simages of defectsin nanotubes
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We presenta ab-initio Density FunctionalTheory simulationof scanningtunneling
microscopy (STM) andscanningunnelingspectroscop (STS)of a semiconductingar
bonnanotubewith a sharpbend.This bendcorrespondso a ‘buckle’ formedby mechan-
ical strain. We have calculatedthe effectsof thesestructuraldistortionon the electronic
properties.Our simulationsshoved the formationof localizedstatesnsidethe semicon-

ductinggap. This resultsarein good agreementvith recentlymeasuredsTM spectra.
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