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Absorption spectroscopy

Factor analysis; Eigenspectra; Real spectra; Constraints; Am-
photericin B; Lauroyl sucrose; Aggregation; Monomer;
Oligomer (Chapados, C. (51) 71)

Accessibility
Proteins; Residues; Hydrophobicity (Nauchitel, V.V. (51) 327)

Antigen; Antibody; Recognition; Proteins; Residues; Hydro-
phobicity (Nauchitel, V.V. (51) 337)

Aggregation

Factor analysis; Eigenspectra; Real spectra; Constraints; Ab-
sorption spectroscopy; Amphotericin B; Lauroyl sucrose;
Monomer; Oligomer (Chapados, C. (51) 71)

Alkali halide
Ion pair potentials-of-mean force; Water (Pratt, L.R. (51) 147)

Alkane
Solvation free energy; Surface tension; Hydrocatbon (Sitkoff,
D. (51) 397)

Amphotericin B

Factor analysis; Eigenspectra; Real spectra; Constraints;
Absorption spectroscopy; Lauroyl sucrose; Aggregation;
Monomer; Oligomer (Chapados, C. (51) 71)

Antibody
‘Antigen; Recognition; Proteins; Residues; Accessibility; Hy-
drophobicity (Nauchitel, V.V, (51) 337)

Antigen
Antibody; Recognition; Proteins; Residues; Accessibility; Hy-
drophobicity (Nauchitel, V.V. (51) 337)

Agqueous salt solutions
Thermodynamics; DRISM theory (Perkyns, J. (51) 129)

Arotinoids
Conformational analysis; Drug-receptor interaction; Geome-
try optimization; Rotational barriers (Bonchev, D. (51) 59)

Binding free energy
N-acetylgalactosaminuronic acid; O-acetylation; Potentiomet-
ric titration; Circular dichroism (Bystricky, S. (51) 1)

Cavity free energy
Hydrophobicity; Water structure; Simulation (Madan, B. (51)
279)

Charged, polar, and nonpolar atomic groups
Partial compressibility; Hydration; Globular proteins; DNA
duplexes (Chalikian, T.V. (51) 89)

Circular dichroism
N-acetylgalactosaminuronic acid; O-acetylation; Potentiomet-
ric titration; Binding free energy (Bystricky, S. (51) 1)

Compensation
Enthalpy; Entropy; Hydrophobic; Thermodynamic (Lee, B.
(51) 271)

Conformational analysis
Arotinoids; Drug-receptor interaction; Geometry optimiza-
tion; Rotational barriers (Bonchev, D. (51) 59)

Constraints

Factor analysis; Eigenspectra; Real spectra; Absorption spec-
troscopy; Amphotericin B; Lauroyl sucrose; Aggregation;
Monomer; Oligomer (Chapados, C. (51) 71)

Continuum model
Hydration; Thermodynamics (Rashin, A.A. (51) 359)

Contingum studies
Thermodynamics; Hydration (Rashin, A.A. (51) 167)

Convergence temperature
Hydration; Model peptide compounds; Protein stability
(Barone, G. (51) 193)

Hydration; Entropy; Hydrogen bonding; Protein stability
(Murphy, K.P. (51) 311)
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Counterion binding
Plant cell wall; Polyelectrolyte; Poisson—Boltzmann cell model;
Polygalacturonic acid; Nitella flexilis (Voué, M. (51) 9)

Density funetional calculations
Reaction field effects; Solvation effects (Rashin, A.A. (51)
375)

Differential gel filtration
Recombinant hemoglobin; Subunit assembly (Fronticelli, C.
(51) 53)

DNA double helix
Frequency domain .electrooptics; Permanent/induced dipole;
Phase dependence (Porschke, D. (51) 37)

DNA duplexes

Partial compressibility; Hydration; Charged, polar, and non-
polar atomic groups; Globular proteins (Chalikian, T.V. (51)
89)

DRISM theory
Thermodynamics; Aqueous salt solutions (Perkyns, J. (51)
129)

Drug-receptor interaction
Arotinoids; Conformational analysis; Geometry optimization;
Rotatijonal barriers (Bonchev, D. (51) 59)

Eigenspectra

Factor analysis; Real spectra; Constraints; Absorption spec-
troscopy; Amphotericin B; Lauroyl sucrose; Aggregation;
Monomer; Oligomer (Chapados, C. (51) 71)

Elasticity modulus
Pentoxifylline; Model membranes; Quasi-elastic light scatter-
ing (Azize, B. (51) 45)

Electrostatics
Molecular mechanics; Solvation; Linear response theory
(Figueirido, F. (51) 235)

Electrostriction
Model for ion hydration; Thermodynamic functions of hydra-
tion; Water structure making, breaking (Marcus, Y. (51) 111)

Enthalpy
Entropy; Compensation; Hydrophobic; Thermodynamic (Lee,
B. (51) 271)

Entropy
Enthalpy; Compensation; Hydrophobic; Thermodynamic (Lee,
B. (51) 271)

Hydration; Hydrogen bonding; Protein stability; Convergence
temperature (Murphy, K.P. (51) 311)

Equilibrium dialysis
Zn(ID)-serum albumin; Successive stability constants; Zn2*-
induced cross-linking self-association (Yongqia, Z. (51) 81)

Factor analysis

Eigenspectra; Real spectra; Constraints; Absorption spectros-
copy; Amphotericin B; Lauroyl sucrose; Aggregation;
Monomer; Oligomer (Chapados, C. (51) 71)

Floating polynomial force field
Molecular dynamics; Water; Interpolating electrostatic field
representation (Cachau, R.E. (51) 217)

Frequency domain electrooptics
DNA double helix; Permanent /induced dipole; Phase depen-
dence (Porschke, D. (51) 37)

Geometry optimization
Arotinoids; Conformational analysis; Drug-receptor interac-
tion; Rotational barriers (Bonchev, D. (51) 59)

Gibbs and Helmholtz energies
Solvation; Large molecules (Ben-Naim, A. (51) 203)

Globular proteins
Partial compressibility; Hydration; Charged, polar, and non-
polar atomic groups; DNA duplexes (Chalikian, T.V. (51) 89)

Glycolysis
Oscillations; Ultrafiltering continuous flow stirred tank reac-
tor (Hocker, C.G. (51) 21)

Hydration

Partial compressibility; Charged, polar, and nonpolar atomic
groups; Globular proteins; DNA duplexes (Chalikian, T.V.
(51) 89)

Thermodynamics; Continuum studies (Rashin, A.A. (51) 167)

Model peptide compounds; Protein stability; Convergence
temperature (Barone, G. (51) 193)

Monte Carlo simulation; Polarization; Nucleotide bases (Gao,
J. (51) 253)

Interactions; Protein; Unfolding; Thermodynamics (Makha-
tadze, G.L (51) 291)

Entropy; Hydrogen bonding; Protein stability; Convergence
temperature (Murphy, K.P. (51) 311)

Partial molar entropy; Solute—solvent correlation (Paulaitis,
ME. (51) 349)

Continuum model; Thermodynamics (Rashin, A.A. (51) 359)
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Hydrocarbon
Solvation free energy; Surface tension; Alkane (Sitkoff, D.
(51) 397)

Hydrogen bonding
Hydration; Entropy; Protein stability; Convergence tempera-
ture (Murphy, K.P. (51) 311)

Hydrophobic
Enthalpy; Entropy; Compensation; Thermodynamic (Lee, B.
1271

Hydrophobicity
Volume correction; Standard state (Lee, B. (51) 263)

Water structure; Cavity free energy; Siﬂmlation (Madan, B.
(51279

Proteins; Residues; Accessibility (Nauchitel, V.V. (51) 327)

Antigen; Antibody; Recognition; Proteins; Residues; Accessi-
bility (Nauchitel, V.V. (51) 337)

Interactions
Hydration; Protein; Unfolding; Thermodynamics (Makha-
tadze, G.I. (51) 291)

Interpolating electrostatic field representation
Molecular dynamics; Water; Floating polynomial force field
(Cachau, R.E. (51) 217)

Ion pair potentials-of-mean force
Alkali halide; Water (Pratt, L.R. (51) 147)

Large molecules
Solvation; Gibbs and Helmholtz energies (Ben-Naim, A. (51)
203)

Lauroy) sucrose

Factor analysis; Eigenspectra; Real spectra; Constraints;
Absorption  spectroscopy; Amphotericin B; Aggregation;
Monomer; Oligomer (Chapados, C. (51) 71)

Lennard-Jones mixtures
Thermodynamics; Ornstein-Zernike equation; Solute-solvent
interactions (Schmidt, A.B. (51) 393)

Linear response theory
Molecular mechanics; Electrostatics; Solvation (Figueirido, F.
(51) 235)

Model for ion hydration
Thermodynamic functions of hydration; Electrostriction;
Water structure making, breaking (Marcus, Y. (51) 111)

Model membranes
Pentoxifylline; Elasticity modulus; Quasi-elastic light scatter-
ing (Azize, B. (51) 45)

Model peptide compounds
Hydration; Protein stability, Convergence temperature
(Barone, G. (51) 193)

Molecular dynamics
Water; Floating polynomial force field; Interpolating electro-
static field representation (Cachau, R.E. (51) 217)

Molecular mechanics
Electrostatics; Solvation; Linear response theory (Figueirido,
F. (51) 235)

Molten globule state
Proteins; Structural determinants (Freire, E. (51) 243)

Monomer

Factor analysis; Eigenspectra; Real spectra; Constraints;
Absorption spectroscopy; Amphotericin B; Lauroyl sucrose;
Aggregation; Oligomer (Chapados, C. (51) 71)

Monte Carlo simulation
Hydration; Polarization; Nucleotide bases (Gao, J. (51) 253)

N-acetylgalactosaminuronic acid
O-acetylation; Potentiometric titration; Binding free energy;
Circular dichroism (Bystricky, S. (51) 1)

Nitella flexilis
Plant cell wall; Polyelectrolyte; Poisson-Boltzmann cell model;
Counterion binding; Polygalacturonic acid (Voué, M. (51) 9)

Nucleotide bases
Monte Carlo simulation; Hydration; Polarization (Gao, J. (51)
253)

0-acetylation
N-acetylgalactosaminuronic acid; Potentiometric titration;
Binding free energy; Circular dichroism (Bystricky, S. (51) 1)

Oligomer

Factor analysis; Eigenspectra; Real spectra; Constraints;
Absorption spectroscopy; Amphotericin B; Lauroyl sucrose;
Aggregation; Monomer (Chapados, C. (51) 71)

Ornstein-Zernike equation
Thermodynamics; Lennard-Jones mixtures; Solute-solvent
interactions (Schmidt, A.B. (51) 393)

Oscillations
Glycolysis; Ultrafiltering continuous flow stirred tank reactor
(Hocker, C.G. (51) 21)

Partial compressibility
Hydration; - Charged, polar, and nonpolar atomic groups;
Globular proteins; DNA duplexes (Chalikian, T.V. (51) 89)

Partial molar entropy
Hydration; Solute-solvent correlation (Paulaitis, M.E. (51)
349)
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Pentoxifylline
Model membranes; Elasticity modulus, Quasi-elastic light
scattering (Azize, B. (51) 45)

Permanent / induced dipole
DNA double helix; Frequency domain electrooptics; Phase
dependence (Porschke, D. (51) 37)

Phase dependence
DNA double helix; Frequency domain electrooptics; Perma-
nent/induced dipole (Porschke, D. (51) 37)

Plant cell wall

Polyelectrolyte; Poisson-Boltzmann cell model; Counterion
binding; Polygalacturcnic acid; Nitella flexilis (Vou¢, M. (51)
9)

Poisson-Boltzmann cell model
Plant cell wall; Polyelectrolyte; Counterion binding; Poly-
galacturonic acid; Nitella flexilis (Voué, M. (51) 9)

Polarization
Monte Carlo simulation; Hydration; Nucleotide bases (Gao, J.
(51) 253)

Polyelectrolyte

Plant cell wall; Poisson-Boltzmann cell model; Counterion
binding; Polygalacturonic acid; Nitella flexilis (Voué, M. (51)
9)

Polygalacturonic acid
Plant cell wall; Polyelectrolyte; Poisson—Boltzmann cell model;
Counterion binding; Nitella flexilis (Voué, M. (51) 9)

Potentiometric titration
N-acetylgalactosaminuronic acid; O-acetylation; Binding free
energy; Circular dichroism (Bystricky, S. (51) 1)

Protein
Hydration; Interactions; Unfolding; Thermodynamics
(Makhatadze, G.I. (51) 291)

Proteins
Molten globule state; Structural determinants (Freire, E. (51)
243)

Residues; Accessibility; Hydrophobicity (Nauchitel, V.V. (51)
327

Antigen; Antibody; Recognition; Residues; Accessibility;
Hydrophobicity (Nauchitel, V.V. (51) 337)

Protein stability
Hydration; Model peptide compounds; Convergence tempera-
ture (Barone, G. (51) 193)

Hydration; Entropy; Hydrogen bonding; Convergence temper-
ature (Murphy, K.P. (51) 311)

Quasi-elastic light scattering
Pentoxifylline; Model membranes; Elasticity modulus (Azize,
B. (51) 45)

Reaction field effects
Density functional calculations; Solvation effects (Rashin, A.A.
(51) 375)

Real spectra

Factor analysis; Eigenspectra; Constraints; Absorption spec-
troscopy; Amphotericin B; Lauroyl sucrose; Aggregation;
Monomer; Oligomer (Chapados, C. (51) 71)

Recognition
Antigen; Antibody; Proteins; Residues; Accessibility; Hydro-
phobicity (Nauchitel, V.V. (51) 337)

Recombinant hemoglobin
Subunit assembly; Differential gel filtration (Fronticelli, C.
(51) 53)

Residues
Proteins; Accessibility; Hydrophobicity (Nauchitel, V.V. (51)
32N

Antigen; Antibody; Recognition; Proteins; Accessibility;
Hydrophobicity (Nauchitel, V.V. (51) 337)

Rotational barriers
Arotinoids; Conformational analysis; Drug-receptor interac-
tion; Geometry optimization (Bonchev, D. (51) 59)

Simulation
Hydrophobicity; Water structure; Cavity free energy (Madan,
B. (51) 279)

Solute-solvent correlation
Partial molar entropy; Hydration (Paulaitis, M.E. (51) 349)

Solute—solvent interactions
Thermodynamics; Ornstein-Zernike equation; Lennard-Jones
mixtures (Schmidt, A.B. (51) 393)

Solvation
Large molecules; Gibbs and Helmholtz energies (Ben-Naim,
A. (51) 203)

Molecular mechanics; Electrostatics; Linear response theory
(Figueirido, F. (51) 235)

Solvation effects
Reaction field effects; Density functional calculations (Rashin,
AA. (51) 375)
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Solvation free energy
Surface tension; Hydrocarbon; Alkane (Sitkoff, D. (51) 397)

Standard state
Volume correction; Hydrophobicity (Lee, B. (51) 263)

Structural determinants
Molten globule state; Proteins (Freire, E. (51) 243)

Subunit assembly
Recombinant hemoglobin; Differential gel filtration (Fronti-
celli, C. (51) 53)

Successive stability constants
Zn(I)-serum albumin; Equilibrium dialysis; Zn?*-induced
cross-linking self-association (Yonggia, Z. (51) 81)

Surface tension
Solvation free energy; Hydrocarbon; Alkane (Sitkoff, D. (51)
397) .

Thermodynamic

Enthalpy; Entropy; Compensation; Hydrophobic (Lee, B. (51)
271)

Thermodynamic functions of hydration

Model for ion hydration; Electrostriction, Water structure
making, breaking (Marcus, Y. (51) 111)

Thermodynamics
Aqueous salt solutions; DRISM theory (Perkyns, J. (51) 129)

Hydration; Continuum studies (Rashin, A.A. (51) 167)

Hydration; Interactions; Protein; Unfolding (Makhatadze, G.L
(51) 291)

Hydration; Continuum model (Rashin, A.A. (51) 359)

Ornstein-Zernike equation; Lennard-Jones mixtures; Solute—
solvent interactions (Schmidt, A.B. (51) 393)

Ultrafiltering continuous flow stirred tank reactor
Glycolysis; Oscillations (Hocker, C.G. (51) 21)

Unfolding
Hydration; Interactions; Protein; Thermodynamics (Makha-
tadze, G.I (51) 291)

Volume correction
Standard state; Hydrophobicity (Lee, B. (51) 263)

Water

Ion pair potentials-of-mean force; Alkali halide (Pratt, L.R.
(51) 147)

Molecular dynamics; Floating polynomial force field; Interpo-
lating electrostatic field representation (Cachau, R.E. (51)
217

Water structure
Hydrophobicity; Cavity free energy; Simulation (Madan, B.
(51) 279)

Water structure making, breaking
Model for ion hydration; Thermodynamic functions of hydra-
tion; Electrostriction (Marcus, Y. (51) 111)

Zn(I1)-serum albumin
Equilibrium dialysis; Successive stability constants; Zn2*-
induced cross-linking self-association (Yongqia, Z. (51) 81)

Zn**.induced cross-linking self-association
Zn(IT)-serum albumin; Equilibrium dialysis; Successive stabil-
ity constants (Yonggia, Z. (51) 81)



