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[bookmark: _GoBack]As time progresses, modern supercomputing power continues to grow rapidly.  In particular, this affords expanded ability to leverage Density Functional Theory (DFT) calculations to study larger and more challenging problems.  In this work we present results of DFT calculations to supplement experimental findings, particularly to characterize the electronic properties of assembled adlayers of organic molecules on the Cu(111) and Ag(111) surfaces. Unique heterojunction adlayers including C60/organic have been observed on Cu(111) while the geometry and electronic structure of an experimentally-known superconducting GaCl4/organic adlayer film are characterized on the Ag(111) surface.  Results from the work are discussed with context to explaining the reasons for the unique electronic properties for each system and general insights are presented for helping to use computational modeling of this type for guiding future device design. 

