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Figure 1 Structures of ligands Bx for inhibiting AChE function
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Figure 2 Correlation between binding energies Figure 3 Interacting structure and charge
for AChE+Bx complexes and the distribution density between B7 and AChE residues

coefficient K,y obtained by our experiment

Table 1 Interaction energies (I.E.) (kcal/mol) between AChE residues and Bx

Bl B2 B3 B4 B5 B6 B7
Tyr124 —11.0 Tyri24 -10.6 Asp74 —15.1 Asp74 -31.6 Asp74 —23.8 Tyrl24 -10.8 Asp74 —28.1
Tyr341  —7.6 Tyr341 —9.8 Tyr341 -10.9 Tyr341 6.2 Tyr341 -11.1 Glu294 -8.6 Tyr341 -11.9
Phe295 7.9 Phe295 9.4 Tyrl24 9.9 Tyr124 —6.0 Phe295 9.0 Tyr341 -8.0 Arg296 —11.8
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