Table S1: Binding energies (kcal/mol) calculated with MMFF force field of drug-tabun-conjugated-AChE complexes. 

	
	Binding Energy

	
	100 Å (x, y, z)

grid box
	in presence of water at 70Å (x, y, z) grid box

	Ortho7
	-30.5
	-46.8

	2-PAM
	-27.3
	-32.8

	DZP
	-20.9
	-13.4

	3-hydroxy-2-pyridinealdoxime

1

2
	-10.7
-25.0
-26.0
	-17.6

-21.3

-31.7


