¥Fx5 585K

RO AR

(Z5EPE)

A YUK ERIESE TIICMSEC)
ZHUESH .

Continuum modeling of
biomolecular systems (I, II, III)
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Continuum Modeling I:
Poisson—Boltzmann electrostatics (I)
——Boundary integral formulations for

the PBE
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Abstract:

A brief introduction is given to some
biophysical backgrounds, computational
approaches, continuum electrostatics and
the Poisson—Boltzmann model. Following
this, I’ 1l talk about boundary element
methods for solution of the linearized PB
equation. Different boundary integral forms
are shown. In particular, for non—smooth
mesh from the surface discretization, the
geometry—corrected integral equations and
the strong— and hyper-singular integrals
are derived and discussed, which has not
been completely accomplished and
implemented.
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