
This issue contains a selection of papers presented at
the meeting ‘‘Modeling Chemical Reactivity: From Gas-
Phase to Solution and Enzymes’’ held at Nancy, France,
16-18 July 2003.1 It was organized in honor of Professor
Jean-Louis Rivail on the occasion of his official Uni-
versity retirement.

Professor Rivail was born in La Mure (Isère, France)
in 1937. He moved to Nancy in 1957 where he obtained
the degree of Engineer in Chemistry at the ENSIC in
1960 and the PhD in 1964 working under the supervision
of Professor Jean Barriol. After a post-doctoral stay at
Oxford, where he worked with Prof. Coulson, he came
back to Barriol’s Theoretical Chemistry group at the
University of Nancy and obtained an Assistant Profes-
sor position in 1965. Quickly, he advanced to a Full
Professor position (1970) and, after the retirement of
Professor Barriol in 1975, became the director of the
Theoretical Chemistry group.

One of his most remarkable innovations in the
French teaching system was the creation in 1984 of a
national master diploma (DEA) on Computational and
Theoretical Chemistry that offers students a thorough
training in both computer sciences and theoretical
chemistry. After obtaining the DEA, most students

additionally pursue a PhD thesis and post-doctoral
training. Former students of Jean-Louis Rivail are now
working in chemical and pharmaceutical companies
(L’Oreal, Michelin, Aventis,. . .) or occupy different
positions in academia, the CNRS, or the INSERM.

Jean-Louis Rivail has also played an important role
in the French research administration. Among other
responsibilities, he has been a member of the CNRS
National Committee and the President of the Physical
Chemistry division of the French Chemical Society. He
is also the President of the Scientific Council of the
CINES, which is the CNRS computer center at Mont-
pellier.

Professor Rivail is the European Editor of Theochem
and has been (or in some cases continues to be) a
member of the editorial board of other journals such as
Chemical Physics Letters, the Journal of Molecular
Modeling, and the Journal of Physical Organic Chemis-
try. He has organized many national and international
meetings, including the First European Conference on
Computational Chemistry in 1994 and the Xth Inter-
national Congress of Quantum Chemistry in 2000.
Recent honors he has received include the Süe Award of
the French Chemical Society and the Catalán-Sabatier
Award of the Spanish Royal Chemical Society. He is
also an associated member of the Stanilas Academy.

As a researcher, the career of Jean-Louis Rivail has
been particularly fruitful. His work has been character-
ized by a persistent effort to develop physical models and
computational methods allowing the study of systems
interacting with complex surroundings. His name is
intimately associated with quantum mechanical contin-
uum solvent models and with the theoretical study of
solvated systems, an area that he began to develop in the
early 1970s. At that time, quantum chemistry was
essentially limited to the study of isolated systems but
Jean-Louis Rivail’s work opened a key new avenue of
research that greatly contributed to reducing the gap
between theory and experiment. Nowadays, applications
of continuum models have become routine and several
implementations are available. However, the two semi-
nal papers published in 1973 and 1976—by Jean-Louis
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Rivail in collaboration with Daniel Rinaldi—established
the basic fundamentals of the approach. More recently,
Jean-Louis Rivail has contributed to the growing pop-
ularity of the combined quantum mechanics and
molecular mechanics (QM/MM) techniques by devel-
oping a formalism for describing QM/MM frontier
bonds. This approach is extremely useful for investi-
gating very large systems like those encountered in bio-
chemical processes. Indeeed, enzymatic catalysis
represents one the most modern and appealing fields of
application.

Today, Jean-Louis Rivail is an Emeritus Professor at
the Henri Poincaré University. Contributions to this
special issue are dedicated to him as a tribute in recog-
nition of the important role he has played (and continues
to play) in the field of theoretical and computational
chemistry over the last several decades.
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Roussy G, Demaison J, Barriol J, Rivail JL (1970) Sur la
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J. Chim. Phys. 67:1289

Rinaldi D, Rivail JL, Barriol J (1971) Analyse de population
dans les calculs L.C.A.O. : charges et moments atomiques. Theor.
Chim. Acta 22:291

Rinaldi D, Rivail JL (1972) Recherche rapide de la géométrie
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Thiébaut JM, Rivail JL, Barriol J (1972) Dielectric studies of
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Goulon J, Rivail JL (1972) Absorption diélectrique des
mélanges chloroforme-diméthyl-2,5 pyrazine et chloroforme
p-xylène. C.R. Acad. Sci. 275C:641

Goulon J, Rivail JL, Fleming JW, Chamberlain J, Chantry GW
(1973) Dielectric relaxation and far infrared dispersion in pure
liquid chloroform. Chem. Phys. Lett. 18:211

Greffe JL, Goulon J, Brondeau J, Rivail JL (1973) Théorie
du champ de réaction dynamique en relaxation diélectrique.
Discussion sur le cas du chloroforme liquide. J. Chim. Phys.
70:282

Goulon J, Rivail JL, Fleming JW, Chamberlain J, Chantry GW
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Theor. Chim. Acta 32:243

Rivail JL, Thiébaut JM (1974) Dielectric studies of non-
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tions. J. Chem. Soc. Faraday Trans. II 70: 430

Greffe JL, Goulon J, Brondeau J, Rivail JL (1974) Champ de
réaction dynamique en relaxation diélectrique : application au cas
du chloroforme à 25% C. In : Lascombe J (ed), Molecular motions
in liquids, Reidel, Dordrecht, p 151

Goulon J, Rivail JL, Chamberlain J, Chantry GW (1974) Active
intramolecular motion in dielectric relaxation of pure diacetyl. In :
Lascombe J (ed), Molecular motions in liquids, Reidel, Dordrecht,
p 163

Hollecker M, Goulon J, Thiébaut JM, Rivail JL (1975)
Dielectric behaviour of a molecular liquid mixture in the one phase
precritical region. Chem. Phys. 11:99

Rivail JL, Rinaldi D (1976) Calcul variationnel des polari-
sabilités électriques multipolaires. C.R. Acad. Sci. 283B:111

Thiébaut JM, Rivail JL, Greffe JL (1976) Dielectric studies of
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Trans. II 72: 2024

Rivail JL, Rinaldi D (1976) A quantum chemical approach to
dielectric solvent effets. Chem. Phys. 18:233

Goulon J, Rivail JL (1978) Spectroscopic consequences of very
fast chemical processes. Time correlation functions in reacting
systems. In: Laszlo P (ed) Protons and ions involved in fast
dynamic phenomena, Elsevier, Amsterdam, p 105

Rivail JL, Cartier A (1978) Variational calculation of electronic
multipole molecular polarizabilities. Mol. Phys. 36:1085

Rivail JL, Cartier A (1979) An extended variational method for
calculating molecular multipole polarizabilities. Chem. Phys. Lett.
61:469

Bertran J, Rinaldi D, Rivail JL (1979) Effet de solvant dans la
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hydroxyle et cyanure. C.R. Acad. Sci. 289C:195

Nowak J, Malecki J, Thiébaut JM, Rivail JL (1980) Dielectric
study of the rotational equilibria of succinonitrile. J. Chem. Soc.
Faraday Trans. II 76:197

Bertran J, Oliva A, Rinaldi D, Rivail JL (1980) Investigations
on the role of electrostatic interactions on frontier orbitals and
chemical reactivity in the liquid state. Nouv. J. Chim. 4: 209

Afsar MN, Bellemans A, Birch JR, Chantry GW, Clarke RN,
Cook RJ, Finsy R, Göttman O, Goulon J, Jones RG, Kaatze U,
Kestemont E, Kilp H, Mandel M, Pottel R, Rivail JL, Rosenberg
CB, Van Loon R (1980) A comparison of electric measurement
methods for liquids in the frequency range 1 GHz to 4 THz.
I.E.E.E. Transactions on Instrumentation and Measurement IM
29:283
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Terryn B, Rivail JL, Rinaldi D (1981) Electrostatic solvent
effect and basicity of amines in aqueous solutions. J. Chem.
Research (S):141 ; J. Chem. Research (M):1825

Rivail JL, Rinaldi D (1981) Investigations on the role of
electrostatic intermolecular forces in liquids. Ground state proper-
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Forces, Reidel, Dordrecht, p. 343
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Costa Cabral BJ, Rinaldi D, Rivail JL (1984) Sur le calcul du
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modèles à cavité. C.R. Acad. Sci. 298, série II: 675
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dispersion forces on the electronic structure of a solvated molecule.
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simulation study of a polarizable liquid : influence of the electro-
static induction on its thermodynamic and structural properties.
J. Chem. Phys. 86:1467

Cartier A, Rivail JL (1987) Electronic descriptors in quan-
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modeling and comparison with the ethylxanthate ion. Internat.
J. of Mineral Processing 25:1

Rivail JL (1989) Solvent effects on potential energy surfaces and
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un poste de travail informatisé pour études structurales, utilisant la
chimie quantique. J. Chim. Phys. 86:1001

Millot C, Rivail JL (1989) Molecular dynamics simulation of
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Gorb LG, Rivail JL, Théry V, Rinaldi D (1996) Modification of
the Local Self-Consistent Field Method for Modeling Surface
Reactivity. Int. J. Quantum Chem. 60:1525–1536

Rivail JL, Rinaldi D, Dillet V (1996) Solvent effects in infrared
spectroscopy. A computational approach. Mol. Phys. 89:1521–
1529

Assfeld X, Garapon J, Rinaldi D, Ruiz-López MF, Rivail JL
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