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Figure S1. Convergence of REMD simulations with the F14 and F22 force fields 

at 315 K. Shown are the distributions of various quantities including the radius 

of gyration (Rg), the Cα end-to-end distance (dee), the total number of 

intermolecular side-chain--side-chain contacts (Q), as well as the solvent 

accessible surface area (S) and the turn propensity of each residue. The results 

are calculated for two time intervals 100-415 ns (black curves) and 415-750 ns 

(red curves). The left and right panels display the results of the F14 and F22 

force fields, respectively. 
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Figure S2. Convergence of the REMD simulations with the F99 and FOP force 

fields at 315 K.  Shown are the distributions of various quantities including the 

radius of gyration (Rg), the Cα end-to-end distance (dee), the total number of 

intermolecular side-chain--side-chain contacts (Q), as well as the solvent 

accessible surface area (S) and the turn propensity of each residue. The results 

are calculated for two time intervals 100-415 ns (black curves) and 415-750 ns 

(red curves). The left and right panels display the results of the F99 and FOP 

force fields, respectively. 
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Figure S3. Differences in the populations (in %) of intramolecular (upper) and 

intermolecular salt bridges formed in Αβ42 dimer obtained from F14 (black), 

F22 (red), FOP (green) with respect to F99. The salt bridge distances are 

calculated between the atoms CG (in ASP1, ASP7, ASN7 or ASP23) or CD (in 

GLU3, GLU11, or GLU22) and the atom NH2 (in ARG5) or NZ (in LYS16 or 

LYS28). The cutoff distance used for considering one salt bridge formed is 0.46 

nm. The error bars are at most of 3% using two independent time windows. 
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Figure S4. Differences of the inter-peptide side-chain – side-chain contact 

probabilities between F99 and the other force fields. F99-F14 (left), F99-F22 

(middle) and F99-FOP (right). Only probability differences > ±3% are shown. 
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Figure S5. Representative structures of the 10 single-molecule states of Aβ42 dimer 

obtained using the four force fields. The ball indicates the first residue. The 

populations of the 10 states, s1-s10, are given. 
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