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Structure-Based Drug Design (SBDD)M
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Decomposition into
eigenstates



Operator that propagates the probability density p

Analogy to variational principle in guantum chemistry (LCAO-MO)

Expansion by basis functions Y
‘ (Lf A

Eigenvalue problem '

(cf., tICA, Relaxation mode analysis):
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U(r) : potential field
D: diffusion coefficient

== Fokker-Planck-Smoluchowski 5=

A r 1 1
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(P. Faccioli et al., Phys. Rev. Lett. 97 (2006) 108101.)
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Classical-quantum correspondengce
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Imaginary-time
Schrodinger equation
o Diffusion + Branching
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Time-independent Schrodinger eq i Jﬂ
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Diffusion Monte Carlo method“
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