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Model: one cysteine , 303 wats,  
Au(111) slab (ten layers with 90 Au atoms each)  
Simulation box = 26x25x70 Å3  

NVT-MDs at T=300 K, P=1 atm (ADF/ReaxFF)  
Equilibration = 25 ps (physisorption),  
Production = 100 ps, step = 0.25 fs – sampling: 0.025 ps 
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Au(1505) + 24 
peptide chains 
(1512 atoms) 

d = 2 nm d = 3 nm                  

+ 17300 waters 

3017 atoms 

6034 atoms 

  58000 atoms 


















