I would like to apply for a position in discovery chemistry and cheminformatics.

I have strong background in this field and used to work for Bayer research center in Orange with major responsibilities to support cheminformatics projects. My expertise included running tolls like Daylight, Spotfire server, ISIS. I designed and put in production web based application for calculation of several chemical descriptors based on either delivery of SDF files or structure specification as SMILES as well as direct drawing. I was involved in several projects related to virtual screening and was a part of a team to enhance docking programs with new filters and scoring functions for ligand-metal interactions and solvation effects. I also was in charge of overnight calculations of Absorption Filter properties for every new compound included in the company database. ·Many computer projects included fixing, improving and porting of third party simulators like Medical Explorer and Tom.

I have particular expertise and interest in design and implementation of clustering algorithms to classify huge libraries of chemical compounds based on structural keys and fingerprints of binary vectors. I introduced new methods. Fingerprint space with natural chemical dissimilarity is not metric. New geometrical method embedded this space to virtual metric spaces of high dimension possessing Euclidian or local spherical metrics. Hierarchical clustering was built based on such metrics. Second method formulated clustering as optimization problem for Gibbs-type partition function where energy term was a variance and entropy term was information or fractal entropy of a set of binary fingerprints. Sensitivity studies were conducted to approach numerical algorithms and optimal computer solutions for this method. Related projects were similarity and substructure searches including parallel computations and distributing computing.

My scientific background is in polymer physics and applied mathematics. I used to work in the fields of advanced and polymer materials back in the former Soviet Union. I conducted research in the areas of molecular dynamics, percolation, fractals, simulation of sold state polymerizations and others.  I live in US for about 20 years and used to work for research centers of major oil companies where my background was utilized in many projects related to geomechanics. I also used to work for financial market where I applied clustering methods.

You granting me an interview will be greatly appreciated.

Sincerely,

Mikhael Guy

