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Metal-modulated DOS
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» Partial density of states on 13 metals
is large at LUMO states.

* \We demonstrate that a periodic metal-
modified DNA, which contains only
one metal atom per base pair, gives
rise to metal-centered electronic
bands rather than localized impurity-
like states.

nanowires considered: (CAgC),; and
(THGT)45.

 Ag modifies energy levels near the
LUMO of non-metalated DNA
nanowire, while Hg adds states inside
the bandgap.

« LUMO Contribution of metal
(CAgC),; is 0.56 while
(THgT),5 is 0.37.
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