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Abstract： 

I shall present a multi-stage machine learning approach to 

automatically choosing weighting and threshold filter 

parameters, in a multi-term scoring functions and �filters. 

Such scoring functions are often used in molecular docking 

software. In particular we have applied and compared the 

improvement of docking results achieved by using our Fast 

Fourier based docking and re-ranking software called 

F2Dock. I shall then describe TilerGen which generates 

which generates almost congruent polyhdedral tilings and 

layouts. The governing rules yields tile arrangements with 

maximal vertex, edge and face symmetries. The family of all 

such congruently tiled cages create a new generative class of 

polyhedra, beyond the well-studied regular, semi-regular 

and quasi-regular classes, and their duals (platonic, Catalan 

and Johnson). Our construction thus further enables the 

prediction of  generative tiled assemblies. This is joint work 

with Dr. Muhibur Rasheed. 
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