GENESIS
MODA — Workflow
For Public Information  Processed outpur

Atomic partial
charges for
classical force

. Raw Output field
Electronic Model P
. Bond force
Den§|ty constants for _
Functional classical force
Theory field
Geometry
optimized —
structure

Atomistic Model

Parasitic Energy
Grand
canonical
Monte Carlo —_—
Classical force .
fields Metrics for water
stability

Snapshots of gas

.. in pores
Atomistic Model
Molecular
Dynamics Diffusion
Classical force coefficients

fields




