
 

 

Figure S1: 1-D projection of mass density profiles depicted in (A) to (G) along the Z-coordinate for every candidate in 
three replicas computed for the whole simulation time. The CAC nanoparticle is distributed between −30 Å and 30 Å, 
approximately as is depicted in (H). 

 

  



 

 

Figure S2: Diffusion mobility for every candidate along the simulation time depicted by means of (A) the Mean Squared 
Displacement and (B) Diffusion coefficients. Both boxplots have embedded a table showing descriptive statistic for 
MSD and DC, such as mean, median, minimum, and maximum values. Both, MSD and DC were analyzed by a 
Studentʹs t-test comparing against the best candidate.  ns = p-value > 0.005; * = p-value <= 0.05; ** = p-value ≤ 0.01; *** = 
p-value ≤ 0.001; **** = p-value ≤ 0.0001. 

 

 

 

 

 



 

 

 

Figure S3: Intermolecular interactions between CAC nanoparticle and every candidate type through A) hydrogen 
bonds and B) salt bridges along the whole simulation time. Both, HBs and SBs interactions were analyzed by a Studentʹs 
t-test comparing against the best candidate.  ns = p-value > 0.005; * = p-value <= 0.05; ** = p-value ≤ 0.01; *** = p-value ≤ 
0.001; **** = p-value ≤ 0.0001. 

 

 

 

 


