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In this poster, we will show clustering analysis results of the Manually Curated Nuclear 
Receptors Ligands and Structures Benchmarking Database (NRLiSt BDB in short). 

The novelty of this work is that we will use the AutoCorrelation of Partial Charges molecular 
descriptor (and corresponding open source software ACPC) in order to encode and compare 
molecules. 
 
 
 
Bibliography:  
 
[1] Lagarde, N., Ben Nasr, N., Jérémie, A., Guillemain, H., Laville, V., Labib, T., ... & Montes, M Journal of 
medicinal chemistry, (2014) 57(7), 3117-3125. 
[2] Berenger, F., Voet, A. R., Lee, X. Y., & Zhang, K. Y. J. Cheminformatics, (1990) 6(1), 23. 
[3] Kohonen, T. Proceedings of the IEEE, 78(9), 1464-1480. 
[4] Fraley, C., & Raftery, A. E. Journal of the American statistical Association, (2002) 97(458), 611-631. 
 
 

 
  


