
Figure S 13 - Projection over the first two principal components of cruzain simulation frames in it apo 
(black dots) form and complexed with noncovalent (red dots) and covalent forms (green dots) of ligands 
Neq0409 (first row), Neq0544 (second row), Neq0569 (third row) and Neq0568 (fourth row). 

 

  


