
0 1 2 3 4 5 6
r ( )

0.0

0.5

1.0

1.5

2.0

2.5

3.0

3.5

g(
r)
Hexagonal (2), 1200K, (Hf-Hf)

DFT (Hf-Hf)
BPNN MAE (Hf-Hf)
DPA-1 MAE (Hf-Hf)
SchNet MAE (Hf-Hf)
DimeNet++ MAE (Hf-Hf)
GemNet-T MAE (Hf-Hf)
GemNet-dT MAE (Hf-Hf)
NequIP MAE (Hf-Hf)
Allegro MAE (Hf-Hf)
MACE MAE (Hf-Hf)
SCN MAE (Hf-Hf)


