Ni27
parent
structure

All possible
permutations are
generated for each
composition

Generate
270000 structures
20 structures randomly
selected via
k-means

10 structures
selected
via k-means

yes n
47 S

Optimization of unary
27 atom clusters

v

Parent Pd2r
«4—— ——— structure P parent
Selection structure
0 no yes All possible
o ' permutations are
generated for each
composition

Generate
130000 structures
using design
principles

10 structures
selected
via k-means

for each composition

v

15 structures selected
via k-means including
energy as a criterion

Generate

Generate 130000 structures

270000 structures using design 20 structures
randomly principles selected via
k-means

10 structures
selected
via k-means

10 structures
selected
via k-means

40 structures selected
> <

Final calculations



