! All-atom simulation
:\ (High resolution model)

AA-Trajectory
* xmol, *.001,*.pdb, *.dcd

AA-Topology
*.mmol

\/’

CG mapping: cgtraj  je———

Mapping scheme

CG-Trajectory
* xmol,*.001, *.trr, *.xtc

CG-atomic species
*.CG.mmol

Reference Distribution Functions |nteracti0_n§ an.d
df-2.0 bonds specification
: =By rdf.inp

calculation:

CG-Topology
*.mcm

Reference Functions S,
*.rdf

cgtraj.inp

| IMC/ IBI: magic

Inverse solver parameters

MC sampling parameters
magic.inp

* pot

Effective potentials
* pot, *.xvg

IMC/IB log file Log file analysis (opt.)
magic.out, *.p001 MagicTools




