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 Table S1. The calcitonin family of peptides.  Three structural features are conserved 
(conserved residues are in red): 1) a disulfide bond close to N-termini; 2) a region of 
putative amphipathic α-helix; 3) a C-terminal amidation. CGRP: calcitonin gene-related 
peptide 

 
 
 
Table S2 the convergence within last 300 ns of the REMD simulations. A total 600 ns 
sampling at 300 K is equally divided into six blocks for secondary and tertiary structure 
Hanalysis.  A, E: pig IAPP; B, F: rat IAPP; C, G: cat IAPP; D, H: human IAPP 
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Table S3 Representative structures of the top 15 structural families for each IAPP 
peptide from the clustering analysis (500-600 ns) with a cutoff C rmsd of 3.0 Ǻ. A1-B1: 
pig IAPP,   C1-D1: rat IAPP, E1-G6: cat IAPP, H1-J6 human IAPP.  The abundance is 
shown in parenthesis. The backbone is in cartoon; -helical, -sheet, -bridged, turn and 
coiled conformations are colored in purple, yellow, tan, cyan and white respectively.  The 
N-terminus is shown by a red ball.  
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