
 3 

Figure S2. Illustration of the density of Cl⁻ ions condensed near the SAM surfaces. Panel A shows the 
calculation of the number density of particles by dividing the box into slices and calculating the 
temporal average over time. Panel B shows a snapshot of the surface with the total number of Cl⁻ 
counterions. A layer of 217 Cl⁻ ions formed near the ligands of the M-SAM, and 432 formed near the S-
SAM. 

 

  

Figure S3. RMSD, Radius of gyration and RMSF of IL-6 and IL-6-noTER. 

 

Figure S4.	Curve obtained during clustering procedure over protein’s trajectories. The cut off= 0.13 nm 
was choosen for IL-6-noTER and cut off = 0.18 nm was choosen for IL-6. 
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Chapter 5. Results and Discussion

Figure 5.5: Curve obateined during clustering procedure over protein’s trajectories.
cut� off = 0.13 nm was choosen for IL6 and cutoff = 0.18 nm was choosen for
IL6-NTER

5.2 SAM on water and ions

A system containing the SAM on top of a gold slab modelled with GolP was assembled
as desscribed in Chapter 4.
Fully atomistic molecular dynamics was performed for SAM�NH

+
3 surface and 300 ns

trajectories were analyzed. The gold slab atoms were keep rigid during the simulation.
The system was solvated in a rectangular box of dimension 10x10x15 nm with periodic
boundary conditions and 480 counter ions were added in order to neutralize the sim-
ulation box, as shown in Figure5.6. The functionalized surface and the solvent were
separately weakly coupled to an external temperature baths to 300 K.
Finally, the production simulation was run for 300 ns, whereby the coordinates were
saved every 1 ps.
The equation of motion was integrated by using Leap-Frog algorithm with a time step
of 1 fs. The LINCS algorithm was taken to constrain all bonds containing hydrogen
atoms. The non bonded pair list was updated every 10 steps.
Short range cut-o↵ for van der Waals as well as for electrostic interactions was set to 1.2
nm. Electrostatic interactions were calculated with Particle-Mesh Ewald summation
scheme.
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