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Compound optimization methods depend on multiple parameters and therefore it is important 
to try and achieve a balance between more than one property. Computational multi-objective 
optimization techniques are usually applied to solve multi-property compound optimization 
problems to provide a numerical solution [1-3]. However, such methods could give rise to a number 
of reasonably optimal solutions and prioritizing the best multi-property solution is not 
straightforward. Star [4] and parallel coordinates [5] are visualization methods used in computer 
graphics that were adapted herein to visualize multi-property landscapes. We show that the 
visualization methods aid in comparing numerically equivalent optimal solutions arising from multi-
property optimization algorithms and prioritize a subset. In our analysis, the goal was to get 
descriptor weight settings that could distinguish drugs from bioactive compounds. As such 
bioactive compounds that are in the vicinity of drug-like subspaces could be selected from multi-
dimensional property space for further optimization. Furthermore, we have demonstrated that 
similar settings of descriptor weights could give rise to similar or different projections of compounds 
in multi-property space [6]. 
 
 
Bibliography:  
 
[1] V.J. Gillet; W. Khatib; P. Willet; P. Fleming; D.V.S. Green. 42 (2002) 375-385.   
[2] V.J. Gillet; 110 (2004) 133-152 
[3] C.A. Nicolaou; N. Brown; C.S. Pattichis. 10 (2007) 316-324. 
[4] E. Kandogan. (2000) pp 9-12.  
[5] A. Inselberg. 1 (1985) 69-91. 
[6] A. de la Vega de Leon; S. Kayastha; D. Dimova; J. Bajorath. 29 (2015) 695-705. 
 
 
  


