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Introduced for negatively curved graphene
*Takes into account orbital overlap due to curvature Klwar%

Stretching

Y ~ Dangling bond

UL, = ElT (T rij)
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ULy, = €5 Z (1 —1h;-h;) n-m overlap Lenosky et al.
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phonon dispersion for th




We add the bond-bending term to Lenosky's energy:

Kohn anomaly /Kohn anomaly
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Good Fitl

Five free parameters:

£,=30 eV —» stretch
£.=1.34 eV » dangling
£,=0.23 eV » T-T1

£€:=1.16 eV » 1-0
B=2.40 eV » bending

Freq. [meV]

-0 » overlap responsible for ZO flattening

\ dominates over m-m overlap
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