Supplementary Information (SI) for Physical Chemistry Chemical Physics.
This journal is © the Owner Societies 2026

(@) ¢

—

O

~—
N

| MAE = 0.0375
RMSE = 0.1069
R+ = 0.8948

| MAE = 0.0106
RMSE = 0.0189
. R#=0.9998

I
N
N

o

|
wk

ML prediction (eV/atom)
~
ML prediction (eV/A)
I
N

—6 —4 =7 0 <) 0 2
DFT reference (eV/atom) (d) DFT reference (eV/A)

MAE = 0.0792 21 MAE = 0.1037
07 RMSE = 0.1024 RMSE = 0.1795
R? = 0.9903 | R#=10.6375

—
O
o —y

ML prediction (eV/atom)
N
ML prediction (eV/A)
o

I
s
I
[

—4 =D 0 2 0
DFT reference (eV/atom) DFT reference (eV/A)

4

2



