
  

Optimization of unary 
41 atom clusters 

Parent 
structure 
Selection

Ni41 parent 
structure

 50 structures selected 
for screening calculations

Final calculations 

Pd41 parent 
structure

Generate
 300000 structures

 randomly

  Generate 
200000 structures 

using design 
principles

25 selected via k-means 
including energy as a 

criterion 

Generate
 300000 structures

 randomly

 Generate 
200000 structures 

using design 
principles

 13 structures
 selected

via k-means

 
 12 structures 

selected
via k-means

13 structures
 selected

via k-means

 
 12 structures 

selected
via k-means


