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Van der Waals (vdW) interaction plays a fundamental role in fields as diverse
as supramolecular chemistry, structural biology, polymer science, surface science,
and condensed matter physics.On the experimental side, in 2012, first direct
measurements of the strength of vdW force for molecule/metal interfaces were made
by two groups, via atomic force microscopy (AFM). On the theory side, vdWdensity
functionals(vdW-DF) are proposed and now, especially for the optimized versions of
vdw-DF, can treat phsisorbed systems in a relative accurate and fast way.This
presentation will report our recently works on the role of vdW interaction ininterface
atomic structuresdetermining for molecules adsorbed on surfaces and for
molecule-electrode interfaces.
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