
 
Supporting Information Figure S1. The structure and stability of the complex of CD44 with HA during 

40 ns equilibrium. The time course of RMSD of (a) the complex of the CD44 with HA, (b) CD44 alone 

and (c) HA alone. Each RMSD data comes from three independent runs. (d) The distribution of H-bond 

(NHB) during 40 ns equilibrium. The data for NHB frequency sampled from simulation time of 40 ns 

were fitted to the Gaussian distributions. 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



Table S1. The interaction probabilities of significant H-bonds on the binding site of CD44/HA during the 

three equilibriums. 

 
 

 

 

 

 
Supporting Information Figure S2. The C-RMSF of residues of bound CD44 on different constraints in 

system S0, S1, S2 and S3. Each date was the mean from three independent run over 100 ns for each given 

HA constraint manner. 

 

 



Figure S3. (a-c) The time course of loading force and (d-f) Buried-SASA on the complex for three force-

ramp SMD simulation under different HA constraints. 

Figure S4. The flow diagram for study mechanical constraints on CD44-HA interaction via MD simulation and 

AFM experiments. 

Supporting Information Video S1. Video of the dissociation process of system S1 under force-ramp mode. 

Supporting Information Video S2. Video of the dissociation process of system S2 under force-ramp mode. 



Supporting Information Video S3. Video of the dissociation process of system S3 under force-ramp mode. 


