Table S2.
The new thrombin inhibitors – derivatives of orcinol, their structures, SOL scoring function values and results of experimental testing.

	Ligand Type1)
	N


	Structure


	SOL scoring function, kcal/mol
	Inhibition of thrombin activity (in buffer system)2)
	IC50 for ETP reduction in plasma, µM
	IC50(ETP)/Ki

	
	
	
	
	IC50, nM
	Ki3), nM
	
	

	The linker chain length – 3 carbon atoms (n = 3)
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	The linker chain length – 2 carbon atoms (n = 2)
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1)
4-Aminopyridinium (4-AP), isothiuronium (IT), and 2-aminothiazolinium (2-AT) derivatives. 

2)
Activity was measured by hydrolysis of specific thrombin substrates in buffer system. The fast fluorogenic substrate BOC-Ala-Pro-Arg-AMC (SFLUO) was used only for investigation of compound 6. In all other cases the chromogenic substrate (SCHR) was used.

3)
The KI values were calculated with the assumption of a competitive type of inhibition.
4)
This substance may be assigned to 4-AP type only conventionally.
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