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26 Implementation of the finite field perturbation method in the CRYSTAL program for calculating the
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27 First-principles optical response of semiconductors and oxide materials. Physical Review B, 2011, 83, . 3.2 51
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Recovering experimental and theoretical electron densities in corundum using the multipolar model:
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31 Full potential linearized augmented plane wave calculations of structural and electronic properties
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32 The vibration properties of the (<i>n</i>,0) boron nitride nanotubes from <i>ab initio</i> quantum
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Evaluating dynamic multipole polarizabilities and van der Waals dispersion coefficients of
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49 Dipole Polarizabilities of Li, C, and O and Long-Range Coefficients for Various Molecular States of Li2,
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53 Structural and electronic properties of Sb-doped SnO2 (110) surface: A first principles study. Applied
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59 Dynamic polarizabilities and van der Waals coefficients of the 21Sand 23Smetastable states of helium.
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61 Characterization of the B-Center Defect in Diamond through the Vibrational Spectrum: A
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72 Ab initio Hartreeâ€“Fock study of lithium and sodium sulfides: electronic and scattering properties.
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infrared and Raman spectra. Journal of Computational Chemistry, 2020, 41, 1638-1644. 3.3 8
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136 Gauge-dependent ket calculation of the magnetic properties of molecules. Computational and
Theoretical Chemistry, 1988, 164, 121-134. 1.5 3

137 Topology of potential hypersurfaces of two, three and four dipoles interacting at long distances.
Journal of Mathematical Chemistry, 1997, 22, 235-247. 1.5 3
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146 Polarizabilities of carbon nanotubes: Importance of the crystalline orbitals relaxation in presence of
an electric field. International Journal of Quantum Chemistry, 2011, 111, 797-806. 2.0 2

147
The role of spin density for understanding the superexchange mechanism in transition metal ionic
compounds. The case of KMF<sub>3</sub> (M = Mn, Fe, Co, Ni, Cu) perovskites. Physical Chemistry
Chemical Physics, 2022, 24, 12950-12960.

2.8 2

148 Floquet gauge-invariant coupled perturbation theory in calculations of the optical susceptibilities of
molecules. Optics and Spectroscopy (English Translation of Optika I Spektroskopiya), 2003, 94, 496-501. 0.6 1

149 Polarizability and charge density distribution in crystalline urea. AIP Conference Proceedings, 2012, , . 0.4 1

150 Ab initio electron energyâ€•loss spectra and depolarization effects: Application to carbon nanotubes.
International Journal of Quantum Chemistry, 2012, 112, 2171-2184. 2.0 1

151 Theoretical insight into electronic and optical behaviour of H-adsorbed Zn-terminated
Zn3N2-(100)-non-polar surface. Vacuum, 2021, 192, 110467. 3.5 1

152 Compton profiles and polarizability as two similar probes of the electronic structure of 14 electron
diatomic molecules: An ab initio study. International Journal of Quantum Chemistry, 1999, 71, 63-74. 2.0 1

153 Choix de la jauge dans le calcul quantique de propriÃ©tÃ©s Ã©lectromagnÃ©tiques des molÃ©cules. Journal
De Chimie Physique Et De Physico-Chimie Biologique, 1993, 90, 477-489. 0.2 1

154

Third order non-linear optical susceptibilities <mml:math
xmlns:mml="http://www.w3.org/1998/Math/MathML"
altimg="si24.svg"><mml:mrow><mml:msup><mml:mrow><mml:mo
stretchy="false">(</mml:mo><mml:mi>Ï‡</mml:mi></mml:mrow><mml:mfenced open="(") Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 377 Td (close=")"><mml:mrow><mml:mn>3</mml:mn></mml:mrow></mml:mfenced></mml:msup><mml:mrow><mml:mo) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 367 Td (stretchy="false">)</mml:mo></mml:mrow></mml:mrow></mml:math> of yttria stabilized cubic

hafniu

2.6 1

155 Quasienergy Derivative Method for the Optical Susceptibilities of Molecules in the Floquet Theory.
Optics and Spectroscopy (English Translation of Optika I Spektroskopiya), 2005, 99, 545. 0.6 0

156 The linear and nonlinear response of infinite periodic systems to static and/or dynamic electric fields.
Implementation in CRYSTAL code. , 2015, , . 0

157 Structure prediction of nanoclusters from global optimization techniques: Computational strategies
and connection to experiments. Computational and Theoretical Chemistry, 2017, 1107, 1. 2.5 0

158 Scalars, vectors and tensors evolving from slabs to bulk. Theoretical Chemistry Accounts, 2018, 137, 1. 1.4 0

159 Electronic and magnetic properties of yttria-stabilized zirconia (6.7Â mol% in Y2O3) doped with Er3+
ions from first-principle computations. Journal of Materials Science, 2021, 56, 8014-8023. 3.7 0

160
Effect of crystal packing on the static polarizability and first-hyperpolarizability of crystalline urea:
anab initiocomputational study. Acta Crystallographica Section A: Foundations and Advances, 2010, 66,
s70-s70.

0.3 0

161 Topologie des plus Â« simples Â» surfaces de potentiel pour des micro-agrÃ©gats. Journal De Chimie
Physique Et De Physico-Chimie Biologique, 1994, 91, 1401-1418. 0.2 0

162
PolarisabilitÃ©s et hyperpolarisabilitÃ©s statiques et dynamiques de CO<sup>+</sup> dans son Ã©tat
fondamental (X<sup>2</sup>âˆ‘<sup>+</sup>) Ã  partir dâ€™un calcul ab-initio IC. Journal De Chimie
Physique Et De Physico-Chimie Biologique, 1997, 94, 1553-1567.

0.2 0



11

Michel RÃ©rat

# Article IF Citations

163 Determination of the Macroscopic Electric Susceptibilities Î§ (n) from the Microscopic
(hyper)polarizabilities Î±, Î² and Î³. , 2019, , 771-774. 0


