Table 1. Calculated parameters of lead-like & structure optimization and promiscuity scores
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	Substance / SMILES
	MW*
	logP
	TPSA
	nrotb
	HBA
	HBD
	pScore

	Monomethyl suberate
COC(=O)CCCCCCC(O)=O
	188.2
	1.67
	63.30
	8
	4
	1
	no data

	Hymexazole
CC1=CC(=NO1)O
	99.1
	0.73
	42.26
	0
	2
	1
	238

	Drug lead-like criteria
	≤ 500
	≥ -0.5 ≤ 5
	≥ 75 ≤ 140
	≤ 10
	≤ 10
	≤ 5
	-


*MW – molecular weight; LogP - octanol/water partition coefficient; TPSA - molecular polar surface area; nrotb - number of rotatable bonds; HBA – hydrogen bonds acceptors; HBD – hydrogen bonds donors; pScore – promiscuity score.

