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Abstract

© 2016 American Chemical Society.In this chapter, we review some concepts and techniques
used to visualize chemical compounds represented as objects in a multidimensional descriptor
space. Several modern dimensionality reduction techniques are compared with respect to their
ability to visualize the data in 2D space, using as example a dataset of acetylcholinesterase
inhibitors and their decoys.

brought to you by COREView metadata, citation and similar papers at core.ac.uk

provided by Kazan Federal University Digital Repository

https://core.ac.uk/display/197474335?utm_source=pdf&utm_medium=banner&utm_campaign=pdf-decoration-v1

