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Rlative glycosylation level of Cu'
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Extensive combinatorial calculations of inter-
atomicinteractions

Determination of the electronic state of a
molecule by iterative calculations of
electronicdensity

Simplex
approach

Only one molecule at once

Smoothing by Only one molecule atonce

Intra-molecular analysis _ ,
machine learning

DFT Inter-atomicanalysis

Extended fields ab initio Unlimited number

of molecules Extended fields

Inter- and intra-
molecular analysis

High flexibility at
population scale
dueto variable
stratification
factors

Extended fields

Intra-molecular analysis

Extended fields

Inter-atomicanalysis

Molecular
dynamics

Docking

Limited number of molecules Limited number of molecules

Predict the robustness of the union
between two molecules by calculating
all possible binding energies

Computer modeling:
Simulation of atomic movements over

time by motion equationresolution Specific fields



