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Alanine
Integral equation; PMF; Solvent model; Simulation; Molecu-
lar dynamics; Stochastic dynamics (Prabhu, N.V. (78) 113)

Amino acids

Analytic continuum electrostatic solvation forces; Finite-dif-
ference Poisson—Botzmann (FDPB) equation; Solute—solvent
dielectric boundary; Optimized radii (Nina, M. (78) 89)

Analytic continuum electrostatic solvation forces
Finite-difference Poisson—Botzmann (FDPB) equation; So-
lute—solvent dielectric boundary; Optimized radii; Amino acids
(Nina, M. (78) 89)

Azurin
Electron transfer; Molecular dynamics (Arcangeli, C. (78) 247)

Bacteriorhodopsin

Retinal binding mechanism; Protein conformational change;
Entropy; Proteolysis of membrane surface loop (Renthal, R.
(78) 241)

Binding free energy
Macromolecular association; Dispersion interactions; Solva-
tion; Complementarity (Asthagiri, D. (78) 219)

Biological macromolecules
Solvation; Dielectric field equation; Dielectric properties
(Boresch, S. (78) 43)

Complementarity
Macromolecular association; Dispersion interactions; Solva-
tion; Binding free energy (Asthagiri, D. (78) 219)

Computer simulation
Water structure; Statistical mechanical integral equation the-
ory; Protein solvation (Liu, Y. (78) 97)

Conformational equilibria
Continuum electrostatics; Periodic boundary conditions; Ewald
summation (Hiinenberger, P.H. (78) 69)

Conformational free energy
Misfolded proteins; Implicit solvation; Continuum dielectric;
Molecular dynamics (Vorobjev, Y.N. (78) 195)
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Continuum dielectric
Misfolded proteins; Conformational free energy; Implicit sol-
vation; Molecular dynamics (Vorobjev, Y.N. (78) 195)

Continuum electrostatics
Periodic boundary conditions; Ewald summation; Conforma-
tional equilibria (Hunenberger, P.H. (78) 69)

Continuum solvent

Partition coefficient; Free energy of solvation; Polarizable
solute; Partial atomic charge; Dipole moment; Electrostatics
(Li, J. (78) 147)

Cytochrome P450

Molecular dynamics simulation of proteins; Protein hydration;
Pressure (in simulations); Implicit solvent model; Ubiquitin
(Lounnas, V. (78) 157)

DNA dynamics
DNA structure; FPA (Barone, F. (78) 259)

DNA structure
FPA; DNA dynamics (Barone, F. (78) 259)

Dielectric field equation
Solvation; Biological macromolecules; Dielectric properties
(Boresch, S. (78) 43)

Dielectric properties
Solvation; Biological macromolecules; Dielectric field equa-
tion (Boresch, S. (78) 43)

Dipole moment

Partition coefficient; Free energy of solvation; Continuum
solvent; Polarizable solute; Partial atomic charge; Electrostat-
ics (Li, J. (78) 147)

Dispersion interactions
Macromolecular association; Solvation; Binding free energy;
Complementarity (Asthagiri, D. (78) 219)
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Electron transfer
Azurin; Molecular dynamics (Arcangeli, C. (78) 247)

Electrostatics

Partition coefficient; Free energy of solvation; Continuum
solvent; Polarizable solute; Partial atomic charge; Dipole mo-
ment (Li, J. (78) 147)

Empirical solvation model

Solvation free energy; Solvation free energy density; Hydra-
tion free energy; Hydration free energy density; Implicit sol-
vent model (No, K.T. (78) 127)

Entropy

Bacteriorhodopsin; Retinal binding mechanism; Protein con-
formational change; Proteolysis of membrane surface loop
(Renthal, R. (78) 241)

Ewald summation
Continuum electrostatics; Periodic boundary conditions; Con-
formational equilibria (Hiinenberger, P.H. (78) 69)

FPA
DNA structure; DNA dynamics (Barone, F. (78) 259)

Finite-difference Poisson—-Botzmann (FDPB) equation
Analytic continuum electrostatic solvation forces;
Solute—solvent dielectric boundary; Optimized radii; Amino
acids (Nina, M. (78) 89)

Free energy of solvation

Partition coefficient; Continuum solvent; Polarizable solute;
Partial atomic charge; Dipole moment; Electrostatics (Li, J.
(78) 147)

Heat capacity
Solvation; Hydration; Hydrophobic effect (Madan, B. (78) 33)

Hydration
Solvation; Heat capacity; Hydrophobic effect (Madan, B. (78)
33)

Hydration free energy

Solvation free energy; Solvation free energy density; Hydra-
tion free energy density; Empirical solvation model; Implicit
solvent model (No, K.T. (78) 127)

Hydration free energy density

Solvation free energy; Solvation free energy density; Hydra-
tion free energy; Empirical solvation model; Implicit solvent
model (No, K.T. (78) 127)

Hydrophobic effect
Solvation; Hydration; Heat capacity (Madan, B. (78) 33)

Implicit solvation
Misfolded proteins; Conformational free energy; Continuum
dielectric; Molecular dynamics (Vorobjev, Y.N. (78) 195)

Implicit solvent model

Solvation free energy; Solvation free energy density; Hydra-
tion free energy; Hydration free energy density; Empirical
solvation model (No, K.T. (78) 127)

Implicit solvent model

Molecular dynamics simulation of proteins; Protein hydration;
Pressure (in simulations); Ubiquitin; Cytochrome P450 (Loun-
nas, V. (78) 157)

Integral equation
PMF; Solvent model; Simulation; Alanine; Molecular dy-
namics; Stochastic dynamics (Prabhu, N.V., (78) 113)

Macromolecular association
Dispersion interactions; Solvation; Binding free energy; Com-
plementarity (Asthagiri, D. (78) 219)

Misfolded proteins
Conformational free energy; Implicit solvation; Continuum
dielectric; Molecular dynamics (Vorobjev, Y.N. (78) 195)

Molecular dynamics
Integral equation; PMF; Solvent model; Simulation; Alanine;
Stochastic dynamics (Prabhu, N.V., (78) 113)

Molecular dynamics
Misfolded proteins; Conformational free energy; Implicit sol-
vation; Continuum dielectric (Vorobjev, Y.N. (78) 195)

Molecular dynamics
Azurin; Electron transfer (Arcangeli, C. (78) 247)

Molecular dynamics simulation of proteins
Protein hydration; Pressure (in simulations); Implicit solvent
model; Ubiquitin; Cytochrome P450 (Lounnas, V. (78) 157)

Non-bonded interactions
Protein thermodynamics; Solvent effects; Stability of proteins
(Lazaridis, T. (78) 207)

Optimized radii

Analytic continuum electrostatic solvation forces; Finite-dif-
ference Poisson—Botzmann (FDPB) equation; Solute—solvent
dielectric boundary; Amino acids (Nina, M. (78) 89)

PMF
Integral equation; Solvent model; Simulation; Alanine; Molec-
ular dynamics; Stochastic dynamics (Prabhu, N.V., (78) 113)

Partial atomic charge
Partition coefficient; Free energy of solvation; Continuum
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solvent; Polarizable solute; Dipole moment; Electrostatics (Li,
J. (78) 147)

Partition coefficient

Free energy of solvation; Continuum solvent; Polarizable so-
lute; Partial atomic charge; Dipole moment; Electrostatics (Li,
1. (78) 147)

Periodic boundary conditions
Continuum electrostatics; Ewald summation; Conformational
equilibria (Hiinenberger, P.H. (78) 69)

Photoelectron spectroscopy
Steroids (Novak, 1. (78) 233)

Polarizable solute

Partition coefficient; Free energy of solvation; Continuum
solvent; Partial atomic charge; Dipole moment; Electrostatics
(Li, J. (78) 147)

Pressure (in simulations)

Molecular dynamics simulation of proteins; Protein hydration;
Implicit solvent model; Ubiquitin; Cytochrome P450 (Loun-
nas, V. (78) 157)

Protein conformational change
Bacteriorhodopsin; Retinal binding mechanism; Entropy; Pro-
teolysis of membrane surface loop (Renthal, R. (78) 241)

Protein hydration

Molecular dynamics simulation of proteins; Pressure (in simu-
lations); Implicit solvent model; Ubiquitin; Cytochrome P450
(Lounnas, V. (78) 157)

Protein solvation
Water structure; Statistical mechanical integral equation the-
ory; Computer simulation (Liu, Y. (78) 97)

Protein thermodynamics
Solvent effects; Non-bonded interactions; Stability of proteins
(Lazaridis, T. (78) 207)

Proteolysis of membrane surface loop
Bacteriorhodopsin; Retinal binding mechanism; Protein con-
formational change; Entropy (Renthal, R. (78) 241)

Retinal binding mechanism
Bacteriorhodopsin; Protein conformational change; Entropy;
Proteolysis of membrane surface loop (Renthal, R. (78) 241)

Simulation
Integral equation; PMF; Solvent model; Alanine; Molecular
dynamics; Stochastic dynamics (Prabhu, N.V., (78) 113)

Solute-solvent dielectric boundary
Analytic continuum electrostatic solvation forces; Finite-dif-

ference Poisson—Botzmann (FDPB) equation; Optimized radii;
Amino acids (Nina, M. (78) 89)

Solvation
Hydration; Heat capacity; Hydrophobic effect (Madan, B. (78)
33)

Solvation
Biological macromolecules; Dielectric field equation; Dielec-
tric properties (Boresch, S. (78) 43)

Solvation
Macromolecular association; Dispersion interactions; Binding
free energy; Complementarity (Asthagiri, D. (78) 219)

Solvation free energy

Solvation free energy density; Hydration free energy; Hydra-
tion free energy density; Empirical solvation model; Implicit
solvent model (No, K.T. (78) 127)

Solvation free energy density

Solvation free energy; Hydration free energy; Hydration free
energy density; Empirical solvation model; Implicit solvent
model (No, K.T. (78) 127)

Solvent effects
Protein thermodynamics; Non-bonded interactions; Stability
of proteins (Lazaridis, T. (78) 207)

Solvent model
Integral equation; PMF; Simulation; Alanine; Molecular dy-
namics; Stochastic dynamics (Prabhu, N.V., (78) 113)

Stability of proteins
Protein thermodynamics; Solvent effects; Non-bonded interac-
tions (Lazaridis, T. (78) 207)

Statistical mechanical integral equation theory
Water structure; Computer simulation; Protein solvation (Liu,
Y. (78) 97)

Steroids
Photoelectron spectroscopy (Novak, 1. (78) 233)

Stochastic dynamics
Integral equation; PMF; Solvent model; Simulation; Alanine;
Molecular dynamics (Prabhu, N.V., (78) 113)

Ubiquitin

Molecular dynamics simulation of proteins; Protein hydration;
Pressure (in simulations); Implicit solvent model; Cytochrome
P450 (Lounnas, V. (78) 157)

Water structure
Statistical mechanical integral equation theory; Computer
simulation; Protein solvation (Liu, Y. (78) 97)



