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Figure S1. RMSD computed with backbone atoms along 100 ns all-atom MD simulations of CD1d-

GM2AP (open form)‒LPC & OLA complex at pH 7 and 4.5 and CD1d-GM2AP (closed form)‒PC 

complex at pH 7. (a) RMSD of the complex with both proteins included in the calculation. (b) RMSD of 

only CD1d protein in the complex.  
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Figure S2.  Structural alignment obtained with DALI of the final structures of CD1d after all-atom MD 

100 ns simulations at pH 7 and pH 4.5 for (a) apo-form, (b) complex with -GalCer, (c) complex with 

LPC, and (d) complex with PHS. 

 

 

 

 


