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Figure 1 Solvated structures of Ap dimers optimized by AMBER-MM method
Table 1 Total energies of AP dimers and binding energies between Af

Structure Tptal energy (kcal/.mol) Binding energy
Complex D chain + water E chain + water Water (kcal/mol)
D42E42 —44319378.4 —38547020.7 —38547091.4  —32774995.6 261.9
D42E43 —44545379.4 —38547149.1 —38773237.8  —32775301.3 293.7
D43E42 —44545319.4 —38773197.7 —38547078.1  —32775256.8 300.5
D43E43 —44771492.0 —38773163.9 —38773251.4  —32775233.4 310.1
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