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Zatom-2 (1V): without MLIP

a H: 4,000 atoms / 687 structures

PC1 (22.8%)

c C: 4,000 atoms / 695 structures

PC1 (21.3%)

e N: 3,580 atoms / 679 structures

PC1 (23.0%)

g O: 4,000 atoms / 660 structures

PC1 (23.1%)

® Biomolecules
® Electrolytes

PC2 (6.1%)

PC2 (4.1%)

PC2 (6.2%)

PC2 (6.7%)

® Metal complexes
® Neutral organics

Zatom-2 (V): with MLIP

b H: 4,000 atoms / 687 structures
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d C: 4,000 atoms / 695 structures
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f N: 3,580 atoms / 679 structures
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h O: 4,000 atoms / 660 structures
2 -
0 -
-2

-75 =50 -25 0.0 2.5 5.0 7.5
PC1 (51.7%)

® Reactivity
® SPICE



