Citation Report



11

13

15

17

ARTICLE IF CITATIONS

AB initio hartree-fock study of the MgO(001) surface. Surface Science, 1986, 175, 551-560. 1.9 179

On the role of symmetry in the ab initio hartree-fock linear-combination-of-atomic-orbitals treatment

of periodic systems. International Journal of Quantum Chemistry, 1986, 29, 1755-1774.

Directional Compton profiles and autocorrelation function of magnesium oxide. Physical Review B, 3.9 20
1986, 34, 2939-2941. :

Hartree-Fock<i>ab initio</i>approaches to the solution of some solid-state problems: state of the art
and prospects. International Reviews in Physical Chemistry, 1987, 6, 367-384.

The MgO(110) surface and CO adsorption thereon. I. Clean (110) surface. Journal of Physics C: Solid 15 97
State Physics, 1987, 20, 4983-4990. )

The MgO(110) surface and CO adsorption thereon. Il. CO adsorption. Journal of Physics C: Solid State
Physics, 1987, 20, 4991-4997.

Correlation correction to the Hartree-Fock total energy of solids. Physical Review B, 1987, 36, 891-897. 3.2 75

Static compression of MnO manganosite to 60 GPa. Journal of Geophysical Research, 1987, 92,
11433-11436.

Simple model for structural properties and crystal stability ofsp-bonded solids. Physical Review B, 3.9 162
1987, 35, 9666-9682. )

Problems and prospects in the ab initio treatment of pure and defective crystals. Theoretica Chimica
Acta, 1987, 72, 277-289.

A periodic ab initio Hartree-Fock calculation on corundum. Chemical Physics Letters, 1987, 140, 120-123. 2.6 58

A theoretical investigation of the electronic structure and some thermodynamic properties of 12-PbF2.
Journal of Physics C: Solid State Physics, 1988, 21, 5351-5359.

Linearized augmented plane wave electronic structure calculations for MgO and CaO. Journal of 3.3 156
Geophysical Research, 1988, 93, 8009-8022. ’

Electron-gas theory of some phases of magnesium oxide. Physical Review B, 1988, 38, 5654-5660.

Correlation correction to the Hartree-Fock total energy of solids. Il. Physica Scripta, 1988, 38, 194-198. 2.5 31

F-type centres and hydrogen anions in MgO: Hartree-Fock ground states. Journal of Physics Condensed
Matter, 1989, 1, 2801-2820.

Ab-initio Hartree-Fock perturbed-cluster treatment of local chemisorption. Surface Science, 1989, 216,
489-504. 1.9 7

Non-empirical pseudopotentials in the HF-LCAO approach to crystalline solids. Molecular Physics,

1989, 67, 891-901.




19

21

23

25

27

29

31

33

35

CITATION REPORT

ARTICLE IF CITATIONS
Nonempirical atomic potential method in the study of the surface states of ionic crystals. Journal of 10 o
Structural Chemistry, 1990, 30, 874-878. )

An ab-initio Hartree-Fock study of ?-quartz and stishovite. Physics and Chemistry of Minerals, 1990, 17,

353.

Quantum-mechanical description of ions in crystals: Electronic structure of magnesium oxide.

Physical Review B, 1990, 42, 1791-1801. 3.2 a4

Ab initio Hartree-Fock calculations for periodic compounds: application to semiconductors. Journal
of Physics Condensed Matter, 1990, 2, 7769-7789.

Electronic structure of MgO studied by angle-resolved ultraviolet photoelectron spectroscopy. 1.9 105
Surface Science, 1990, 235, 269-279. :

Elastic constants and electronic structure of fluorite (CaF2): an ab initio Hartree-Fock study. Journal
of Physics Condensed Matter, 1991, 3, 4151-4164.

Electronic structure of the rocksalt-structure semiconductors ZnO and CdO. Physical Review B, 1991, 3.9 147
43, 14030-14034. :

Quantum-mechanical Hartree-Fock self-consistent-field study of the elastic constants and chemical

bonding ofMgF2(sellaite). Physical Review B, 1991, 44, 3509-3517.

Comparative study of spinel compounds: A pseudopotential periodic Hartreed€Fock calculation of

Mg<sub>2<[sub>SiO<subs4<[sub>, Mg<sub>2</sub>GeO<sub>4</sub>,

Al<sub>2<[sub>MgO<sub>4<[sub>, and Ga<sub>2</sub>MgO<sub>4</sub>. Journal of Geophysical
N Q0 O

3.3 21

The high&€pressure electronic structure of magnesiowustite (Mg, Fe)O: Applications to the physics and

chemistry of the lower mantle. Journal of Geophysical Research, 1991, 96, 14299-14312.

Pseudopotential Hartree-Fock study of seventeen Ill-V and IV-IV semiconductors. Physical Review B, 1991,

43,11937-11943. 3.2 239

Self-consistent band structures, charge distributions, and optical-absorption spectra in MgO, I+-Al203,

andMgAI204. Physical Review B, 1991, 43, 4461-4472.

On the elastic properties of lithium, sodium and potassium oxide. An ab initio study. Chemical Physics, 19 250
1991, 156, 11-19. ’

AEpIication of quantum chemistry to geochemistry and geophysics. Computational and Theoretical
Chemistry, 1991, 226, 129-145.

An ab initio Hartreed€”Fock study of silver chloride. Chemical Physics Letters, 1991, 186, 329-335. 2.6 52

Hartree-fock ab initio study of relaxation and electronic structure of lithium oxide slabs. Journal of
Physics and Chemistry of Solids, 1991, 52, 1155-1164.

Calculation of the equation of state and elastic moduli of MgO using molecular orbital theory.

Physics and Chemistry of Minerals, 1991, 17, 622. 0.8 2

A periodic ab initio extended basis set study of i+-Al203. Molecular Physics, 1991, 72, 267-277.




37

39

41

43

45

47

49

51

53

CITATION REPORT

ARTICLE IF CITATIONS

Ab initio Hartree-Fock treatment of ionic and semi-ionic compounds: state of the art. Philosophical

Transactions of the Royal Society: Physical and Engineering Sciences, 1992, 341, 203-210. 1.0 108

Theoretical simulation of localized holes in MgO. Journal of Physics Condensed Matter, 1992, 4,

5711-5722.

Periodic Hartreed€“Fock studies of the properties of the CI2/MgO (001) interface. Journal of Chemical 3.0 39
Physics, 1992, 96, 6010-6017. ’

Defect energetics in MgO treated by first-principles methods. Physical Review B, 1992, 46, 12964-12973.

An ab initio Hartreed€“Fock study of the ilmenite-structured MgSiO 3. Proceedings of the Royal Society 0.9 24
A, 1992, 436, 499-509. )

On the electrostatic potential in crystalline systems where the charge density is expanded in Gaussian
functions. Molecular Physics, 1992, 77, 629-665.

Periodic Hartree-Fock study of B1 at(E B2 reactions: phase transition in CaO. Physics of the Earth and 19 9
Planetary Interiors, 1992, 72, 286-298. )

Ab initio cluster and band structure calculations on systems modeling La2CuQ4. Effects of charge
transfer between the different planes, Madelung potentials, doping and correlations. Physica C:
Superconductivity and Its Applications, 1992, 196, 340-356.

Ab initio Hartree-Fock study of solid beryllium oxide: structure and electronic properties. Chemical 19 54
Physics, 1992, 164, 383-394. )

CO bonding and vibrational modes on a perfect MgO(001) surface: LCGTO-LDF model cluster
investigation. Chemical Physics, 1992, 168, 267-280.

Computer simulation of defects and reactions at oxide surfaces. Surface Science Reports, 1992, 15, 79 165
281-319. :

High&€”Pressure phase transition in67Zn0. Hyperfine Interactions, 1992, 70, 1067-1070.

Comparative study of all-electron and core pseudo-potentials basis sets for periodic AB INITIO
hartree-fock calculation: The case of MgSiO3-ilmenite. Journal of Physics and Chemistry of Solids, 4.0 3
1993, 54, 281-287.

A quantum mechanical study of the perovskite structure type of MgSiO3. Physics and Chemistry of
Minerals, 1993, 20, 407.

Quantum-mechanical Hartree-Fock study of calcite (CaCO3) at variable pressure, and comparison with 0.8 28
magnesite (MgCO3). Physics and Chemistry of Minerals, 1993, 20, 104. ’

Small polarons in real crystals: concepts and problems. Journal of Physics Condensed Matter, 1993, 5,
3049-3086.

Quantum mechanical calculations of stoichiometric MgO clusters. Zeitschrift FAY4r Physik D-Atoms 1.0 6
Molecules and Clusters, 1993, 26, 237-239. :

Static lattice and electron properties ofMgCO3(magnesite) calculated byab initioperiodic Hartree-Fock

methods. Physical Review B, 1993, 47, 9189-9198.




55

57

59

61

63

65

67

69

71

CITATION REPORT

ARTICLE IF CITATIONS

A study of the energetics of the CI2/MgO(001) interface using correlation corrected periodic 3.0 25
Hartreed€“Fock theory. Journal of Chemical Physics, 1993, 98, 6387-6391. ’

Hartree-Fock study of phase changes in ZnO at high pressure. Physical Review B, 1993, 48, 7903-7909.

Equation of state and h|§ha€pressure phase transitions of stishovite (SiO<sub>2<[sub>): Ab initio 3.3 20

(periodic Hartreed€focR) results. Journal of Geophysical Research, 1993, 98, 11865-11873.

Equation of state, elastic properties, and stability of CaSiO<sub>3</sub> perovskite: First principles
(periodic Hartreed€FocR) results. Journal of Geophysical Research, 1993, 98, 19795-19805.

<i>Ab initio</[i>Hartree-Fock calculations of CaO, VO, MnO and NiO. Philosophical Magazine A: Physics

of Condensed Matter, Structure, Defects and Mechanical Properties, 1993, 68, 653-666. 0.6 95

Measures of ionicity of alkaline-earth oxides from the analysis ofab initiocluster wave functions.
Physical Review B, 1993, 48, 11573-11582.

Periodic Hartree-Fock study of a weakly bonded layer structure: Brucite Mg(OH)2. Physical Review B, 3.9 51
1993, 47,3522-3529. :

Molecular orbital calculations on (MgO)n and (MgO)n+ clusters (n=1a€“13). Journal of Chemical
Physics, 1993, 98, 4783-4792.

Energetics, structure, and compressibility of NaF determined by the periodic Hartreed€“Fock method.

Journal of Chemical Physics, 1993, 99, 336-344. 8.0 10

Correlation corrected periodic Hartreed€“Fock study of the interactions between water and the (001)
magnesium oxide surface. Journal of Chemical Physics, 1993, 99, 2786-2795.

Elastic constants, phase transition, and electronic structure of strontium oxide SrO: Anab

initioHartree-Fock study. Physical Review B, 1993, 48, 799-806. 3.2 32

On the structural properties of NaCl: an ab initio study of the B1-B2 phase transition. Journal of
Physics Condensed Matter, 1993, 5, 2969-2976.

Ca and Be substitution in bulk MgO: "ab initio’ Hartree-Fock and ionic model supercell calculations. L8 23
Journal of Physics Condensed Matter, 1993, 5, 4793-4804. )

Embedded-cluster and super-cell treatment of charged defects in crystals. Journal of Electron
Spectroscopy and Related Phenomena, 1994, 69, 1-12.

(100) GaP surface charges, potentials, and stoichiometry; a quantum-chemical study. Journal of

Physics Condensed Matter, 1994, 6, 4255-4268. 18 20

Quantum-mechanical calculation of the solid-state equilibrium MgO+i+-Al2034%,,MgAl204(spinel) versus
pressure. Physical Review B, 1994, 49, 14179-14187.

Ab initiodetermination of the bulk properties of MgO. Physical Review B, 1994, 49, 8574-8582. 3.2 96

Water chemistry on surface defect sites: Chemidissociation versus physisorption on MgO(001).

Journal of Chemical Physics, 1994, 101, 1547-1554.




73

75

77

79

81

83

85

87

89

CITATION REPORT

ARTICLE IF CITATIONS

A quantum-mechanical study of the relative stability under pressure of MgSiO3-ilmenite,
MgSiO3-perovskite, and MgO-periclase+SiO2-stishovite assemblage. Physics and Chemistry of Minerals, 0.8 22
1994, 21, 285.

Density-FunctionalLCAO calculations for solids: Comparison between Hartree-Fock and Kohn-Sham

structural properties. International Journal of Quantum Chemistry, 1994, 52, 633-644.

Adsorption of MgO on Mo(110). Physica Status Solidi A, 1994, 142, 91-98. 1.7 7

Density functional LCAO calculation of periodic systems. A posteriori correction of the Hartree-Fock
energy of covalent and ionic crystals. Chemical Physics Letters, 1994, 220, 145-153.

An ab initio Hartreed€”Fock study of electronic and structural properties of MgH2. Chemical Physics, 1.9 21
1994, 179, 39-46. :

Electronic structure and phase transition in magnesium sulphide. Solid State Communications, 1994,
90, 189-193.

High-pressure phase transition in ZnSe. Hyperfine Interactions, 1994, 93, 1505-1510. 0.5 3

Convergence properties of the supercell approach in the study of local defects in solids. Phase
Transitions, 1994, 52, 151-167.

Charge separation and covalent bonding in metal oxide surfaces: A local density functional study on 3.0 83
the MgO(001) surface. Journal of Chemical Physics, 1994, 100, 6826-6836. )

Computer modelling as a technique in materials chemistry. Journal of Materials Chemistry, 1994, 4, 781.

A theoretical study of the adsorption and reaction of SO2 at surface and step sites of the MgO(100) 1.9 99
surface. Surface Science, 1994, 315, 337-350. ’

The cohesion of solid magnesium and calcium oxide: the role of in-crystal modification of the oxide
ion and electron correlation. Philosophical Transactions of the Royal Society: Physical and
Engineering Sciences, 1995, 352, 89-123.

First-Principles Simulations of Interstitial Atoms in lonic Solids. Materials Research Society Symposia o1 1
Proceedings, 1995, 408, 509. :

Vibrational infrared spectrum of NH3 adsorbed on MgO(100). I. Ab initio calculations. Chemical
Physics, 1995, 201, 59-71.

Covalent bonding in MgO and Y203. Ceramics International, 1995, 21, 283-287. 4.8 5

Does the electronegativity scale apply to ionic crystals as to molecules? A theoretical study of the
bonding character in molecular and crystalline alkaline-earth oxides based on dipole moments.
Chemical Physics, 1995, 199, 155-162.

A general quantum chemical approach to study the locally perturbed periodic systems: A new
development of the ab initio crystal elongation method. Journal of Chemical Physics, 1995, 103, 663-675.

Correlation effects in ionic crystals: The cohesive energy of MgO. Physical Review B, 1995, 52,

4842-4848.




91

93

95

97

99

101

103

105

107

CITATION REPORT

ARTICLE IF CITATIONS

Adsorption of NH3 on MgO(100): a comparative study of ab initio and semi-classical calculations. 19 48
Surface Science, 1995, 325, 139-150. :

Topological defects at the (001) surface of MgO: energetics and reactivity. Surface Science, 1995, 336,

353-361.

Equation of State and Shear Strength at Multimegabar Pressures: Magnesium Oxide to 227 GPa. 78 374
Physical Review Letters, 1995, 74, 1371-1374. :

Ab initiostudy of the structural properties of LiF, NaF, KF, LiCl, NaCl, and KCI. Physical Review B, 1995,
51,3391-3396.

Band theory of linear and nonlinear susceptibilities of some binary ionic insulators. Physical Review 3.9 197
B, 1995, 52, 1596-1611. )

Electronic and structural properties of alkaline-earth oxides under high pressure. Physical Review B,
1995, 52, 4-7.

Anab InitioHartreed”Fock Study of the Cubic and Tetragonal Phases of Bulk Tungsten Trioxide. Journal 13.7 120
of the American Chemical Society, 1996, 118, 12174-12182. )

Periodic Hartreed”Fock Study of TiS2. The Journal of Physical Chemistry, 1996, 100, 15735-15747.

Empirical potential derivation for ionic materials. The Philosophical Magazine: Physics of Condensed

Matter B, Statistical Mechanics, Electronic, Optical and Magnetic Properties, 1996, 73, 3-19. 0.6 314

Cluster and band structure ab initio calculations on the adsorption of CO on acid sites of the
TiO2(110) surface. Surface Science, 1996, 350, 159-175.

Requirements for activation of surface oxygen atoms in MgO using the Laplacian of the electron 19 41
density. Surface Science, 1996, 351, 233-249. :

Study of the surface electronic structure of MgO bulk crystals and thin films. Surface Science, 1996,
365,557-571.

Lattice dynamics and hyperfine interactions in ZnO and ZnSe at high external pressures. Physical 3.9 509
Review B, 1996, 53, 11425-11438. :

Oxide surfaces. Reports on Progress in Physics, 1996, 59, 283-347.

Ab initio periodic Hartree-Fock study of lizardite 1T. American Mineralogist, 1996, 81, 1405-1412. 1.9 21

Structure and bonding in the deep mantle and core. Philosophical Transactions Series A,
Mathematical, Physical, and Engineering Sciences, 1996, 354, 1461-1479.

Unrestricted Hartree-Fock treatment of paramagnetic defect centers in non-magnetic crystals VI.

Computer Physics Communications, 1996, 96, 152-166. 75 23

Basis sets for ab initio periodic Hartree?Fock studies of zeolite/adsorbate interactions: He, Ne, and Ar

in silica sodalite. International Journal of Quantum Chemistry, 1996, 60, 809-820.




109

111

113

115

117

119

121

123

125

CITATION REPORT

ARTICLE IF CITATIONS
Role of surface heterogeneity in the chemical bond of MgO: ionic character of regular and defect 06 15
surface sites. Chemical Physics Letters, 1996, 249, 123-129. ’

Quantum chemical calculations of the electron center diffusion in MgO crystals. Physica Status

Solidi (B): Basic Research, 1996, 195, 61-66.

Oxygen interstitials in magnesium oxide: A band-model study. Physical Review B, 1996, 54, 8969-8972. 3.2 15

Ammonia adsorption on MgO(100): A density functional theory study. Journal of Chemical Physics,
1996, 105, 7753-7762.

Correlation effects in MgO and CaO: Cohesive energies and lattice constants. Physical Review B, 1996, 3.9 57
54,13529-13535. )

Interstitial-oxygen-atom diffusion in MgO. Physical Review B, 1996, 53, 7731-7735.

Ab InitioBased Classical Electrostatic Potentials for the Interaction between Molecules and Surfaces. 9.9 39
The Journal of Physical Chemistry, 1996, 100, 7610-7616. ’

Structure and Dynamics of the Water/MgO Interface. The Journal of Physical Chemistry, 1996, 100,
16989-16995.

Calculation of Crystal Structures, Dielectric Constants and Piezoelectric Properties of
Wourtzite-Type Crystals Using Ab-Initio Periodic Hartree-Fock Method. Japanese Journal of Applied 1.5 53
Physics, 1996, 35, 4421-4426.

A theory of the relative stabilities of the cubic phases of magnesium and calcium oxides. Journal of
Physics Condensed Matter, 1996, 8, 5509-5525.

Structural and electronic properties of pyrope garnet : anab initiostudy. Journal of Physics 18 20
Condensed Matter, 1996, 8, 8815-8828. :

The oxygen vacancy at the surface and in bulk MgO: An embedded-cluster study. Journal of Chemical
Physics, 1997, 107, 9645-9658.

Semi-empirical methods as a tool in solid-state chemistry. Faraday Discussions, 1997, 106, 219-232. 3.2 27

Anab initio Hartreed€“Fock study of {+-Mo0O3. Journal of Materials Chemistry, 1997, 7, 959-967.

Periodic Hartreed”Fock Study of LixTiS2, 0 8%o x %o 1:3€%. The Structural, Elastic, and Electronic Effects of
Lithium Intercalation in TiS2. Journal of Physical Chemistry A, 1997, 101, 8926-8931.

Embedded-cluster study of core-level binding energies of magnesium and alkali impurities at the
surface of MgO. Surface Science, 1997, 373, 393-408.

Theoretical study of the adsorption of acids and bases on TiO2 and MgO surfaces. Nuovo Cimento

Della Societa Italiana Di Fisica D - Condensed Matter, Atomic, Molecular and Chemical Physics, 0.4 11
Biophysics, 1997, 19, 1719-1726.

Catalytic properties of F-centres at the magnesium oxide surface: hydrogen abstraction from methane.

Journal of Molecular Catalysis A, 1997, 119, 253-262.




127

129

131

133

135

137

139

141

143

CITATION REPORT

ARTICLE IF CITATIONS

A PM3 theoretical study of the adsorption and dissociation of water on MgO surfaces. Computational 15 10
and Theoretical Chemistry, 1998, 426, 199-205. )

Lithium trapped-hole centre in magnesium oxide. An ab initio supercell study. Journal of Physics and

Chemistry of Solids, 1998, 59, 7-12.

Trapped-hole centres containing lithium and sodium in MgO, CaO and SrO. An ab initio supercell study.

Journal of Physics and Chemistry of Solids, 1998, 59, 1119-1124. 4.0 20

Characterization of LiF and CaF2 surfaces using MIES and UPS (Hel). Journal of Electron Spectroscopy
and Related Phenomena, 1998, 88-91, 725-732.

The phase transition in alkaline-earth oxides: a comparison ofab initioHartree-Fock and density

functional calculations. Journal of Physics Condensed Matter, 1998, 10, 6897-6909. 18 o1

Comparison between Hartree-Fock and Kohn-Sham electronic and structural properties for
hexagonal-close-packed magnesium. Journal of Physics Condensed Matter, 1998, 10, 10969-10977.

Macroscopic polarization as a discrete Berry phase of the Hartree-Fock wave function: The 3.9 36
single-point limit. Physical Review B, 1998, 58, 1222-1229. )

Ground-state properties of rutile: Electron-correlation effects. Physical Review B, 1998, 57,
14667-14672.

Ab initio and semiempirical studies of the adsorption and dissociation of water on pure, defective, and

doped MgO (001) surfaces. Journal of Chemical Physics, 1998, 109, 3671-3685. 3.0 26

Theoretical characterization of divacancies at the surface and in bulk MgO. Journal of Chemical
Physics, 1998, 109, 10984-10995.

First principles study of adsorbed Cun (n=14€“4) microclusters on MgO(100): Structural and electronic 2.0 137
properties. Journal of Chemical Physics, 1998, 108, 5044-5054. :

A first-principles Hartree-FocRk description of MnO at high pressures. The Philosophical Magazine:
Physics of Condensed Matter B, Statistical Mechanics, Electronic, Optical and Magnetic Properties,
1998, 77, 1063-1075.

Pressure-induced phase transition of B1 oxides in relation to shock compression behavior of MnO. o1 o
Geophysical Monograph Series, 1998, , 319-325. )

Analytical reconstruction of momentum density from directional Compton profiles. Physical Review
B, 1999, 60, 2345-2349.

Transformation mechanism for the pressure-induced phase transition in shocked CdS. Physical Review 3.9 86
B, 1999, 59,11704-11715. :

Magnesium oxide (MgO) crystal structure, lattice parameters, thermal expansion. , O, , 1-6.

Magnesium oxide (MgO) Younga€™s, shear and bulk moduli, Poissond€™s ratio. , O, , 1-3. 1

Electronic band structure of magnesium and magnesium oxide: experiment and theory. Journal of

Physics Condensed Matter, 1999, 11, 7507-7522.




145

147

149

151

153

155

157

159

161

10

CITATION REPORT

ARTICLE IF CITATIONS

Adsorption of water on the MgO(001) surface. Surface Science, 1999, 437, 239-248. 1.9 35

Comparison of the Bulk and Surface Properties of Ceria and Zirconia by ab Initio Investigations.

Journal of Physical Chemistry B, 1999, 103, 10158-10170.

CRYSTAL and EMBED, two computational tools for the ab initio study of electronic properties of

crystals. International Journal of Quantum Chemistry, 2000, 77, 1032-1048. 2.0 46

VOH center in magnesium oxide: an ab initio supercell study. Chemical Physics Letters, 2000, 318,
240-246.

Comparison of elastic constants and electronic structures in the series of the alkaline-earth
selenides: a quantum chemical approach. Journal of Physics and Chemistry of Solids, 2000, 61, 1707-1715.

Towards a refinement of bonding features in MgO from directional Compton profiles. Journal of
Physics and Chemistry of Solids, 2000, 61, 369-373.

VOHandVODcenters in alkaline-earth oxides: Anab initiosupercell study. Physical Review B, 2000, 62, 3.9 9
12812-12819. :

Theoretical Analysis of the Growth Mode for Thin Metallic Films on Oxide Substrates. Physical Review
Letters, 2000, 85, 4333-4336.

LDA and GGA calculations for high-pressure phase transitions in ZnO and MgO. Physical Review B, 3.9 402
2000, 62, 1660-1665. )

Core exciton energies of bulk MgO,Al203,andSiO2from explicitly correlatedab initiocluster model
calculations. Physical Review B, 2000, 62, 10013-10021.

Study of the Corrosion Behavior of Electroplated Irond™Zinc Alloys Using X-ray Photoelectron

Spectroscopy. Journal of Physical Chemistry B, 2001, 105, 3957-3964. 2.6 o

Ab initio density functional simulation of structural and electronic properties of MgO ultra-thin
adlayers on the (001) Ag surface. Thin Solid Films, 2001, 400, 64-70.

Joint refinement of a local wave-function model from Compton and Bragg scattering data. Physical 3.9 29
Review B, 2001, 63, . :

Formation of potentially protective oxide-free phosphate films on titanium characterized by valence
band x-ray photoelectron spectroscopy. Journal of Vacuum Science and Technology A: Vacuum,
Surfaces and Films, 2001, 19, 1176-1181.

The nature of phase separation in binary oxide melts and glasses. I. Silicate systems. Journal of 31 141
Non-Crystalline Solids, 2002, 303, 299-345. ’

Valence-band x-ray photoelectron spectroscopic studies of manganese and its oxides interpreted by
cluster and band structure calculations. Surface and Interface Analysis, 2002, 33, 274-282.

On the mechanism of the interaction between oxygen and close-packed single-crystal aluminum 4.0 35
surfaces. Journal of Physics and Chemistry of Solids, 2003, 64, 1317-1331. :

Properties of simple metals beyond the local density approximation of density functional theory.

International Journal of Quantum Chemistry, 2003, 91, 224-229.




163

165

167

169

171

173

175

177

179

11

CITATION REPORT

ARTICLE IF CITATIONS

Full inclusion of symmetry in constructing Wannier functions: Chemical bonding in MgO and TiO2 0.6 16
crystals. Physics of the Solid State, 2003, 45, 2072-2082. :

All-electron and pseudopotential study of MgO: Equation of state, anharmonicity, and stability.

Physical Review B, 2003, 67, .

Ab initio lattice dynamics and structural stability of MgO. Journal of Chemical Physics, 2003, 118, 3.0 144
10174-10182. )

Quantum Mechanical Study of Clean and H-Covered 1+-MoO3(100) Surface. Journal of Theoretical and
Computational Chemistry, 2003, 02, 245-256.

Chapter 15 Transport properties in deep depths and related condensed-matter phenomena.

Developments in Geochemistry, 2004, 9, 1041-1203. 0.1 0

Full potential calculation of structural, electronic and elastic properties of alkaline earth oxides
MgO, CaO and SrO. Physica B: Condensed Matter, 2004, 344, 334-342.

Carbon monoxide MgO from dispersed solids to single crystals: a review and new advances. Progress 8.3 207
in Surface Science, 2004, 76, 71-146. :

An ab initio study of CO adsorption on ceria(110). Chemical Physics, 2005, 318, 180-190.

Valence basis sets for lanthanide 4f-in-core pseudopotentials adapted for crystal orbital ab initio

calculations. Theoretical Chemistry Accounts, 2005, 113, 212-224. L4 121

Wannier functions and chemical bonding in a slab model: MgO (001) and TiO2 (110) surfaces.
International Journal of Quantum Chemistry, 2005, 104, 102-109.

Linear scaling computation of the Fock matrix. VII. Periodic density functional theory at the I point. 2.0 1
Journal of Chemical Physics, 2005, 122, 134102. :

Quantum Monte Carlo calculations of the structural properties and the B1-B2 phase transition of
MgO. Physical Review B, 2005, 72, .

Molecular simulation of solidd€“solid phase transitions. Molecular Simulation, 2006, 32, 971-984. 2.0 5

Murnaghana€™s equation of state for the electronic ground state energy. Computational Materials
Science, 2006, 38, 350-353.

Elastic, electronic and optical properties of ZnS, ZnSe and ZnTe under pressure. Computational 3.0 278
Materials Science, 2006, 38, 29-38. '

First-principles calculation of elastic and thermodynamic properties of MgO and SrO under high
pressure. Physica B: Condensed Matter, 2006, 373, 334-340.

Prediction of unusual stable ordered structures of Au-Pd alloys via a first-principles cluster

expansion. Physical Review B, 2006, 74, . 3.2 71

Structural phase stability and bonding behavior ofBAIH5(B=Mg,Ba)from first-principles calculations.

Physical Review B, 2006, 73, .




181

183

185

187

189

191

193

195

198

12

CITATION REPORT

ARTICLE IF CITATIONS

Exchange energy gradients with respect to atomic positions and cell parameters within the

Hartree-Fock [“-point approximation. Journal of Chemical Physics, 2006, 124, 214105. 3.0 3

Energy gradients with respect to atomic positions and cell parameters for the Kohn-Sham

density-functional theory at the I point. Journal of Chemical Physics, 2006, 124, 224107.

First-principles calculation of vibrational frequencies for monoclinic tribismuth borate BiB306.

Zeitschrift FAY4r Kristallographie, 2007, 222, . 11 2

Comparative investigations of the Pa€“Va€“T relationship of MgO with shell and breathing shell model
molecular dynamics simulations. Physica B: Condensed Matter, 2007, 399, 9-16.

Elastic properties of alkaline earth oxides under high pressure. Physica B: Condensed Matter, 2007, 391,

307-311. 27 16

Ab initio calculation of elastic properties of rock-salt and zinc-blend MgS under pressure. Physica B:
Condensed Matter, 2008, 403, 1996-1999.

Stability of Alkali Metal Halide Polymorphs as a Function of Pressure. Chemistry - an Asian Journal, 3.3 63
2008, 3, 561-572. )
Density functional study of oxygen vacancies at the<mml:math
xmlns:mml="http:/[www.w3.0rg/1998/Math/MathML" . 12
display="inline"> <mml:mrow> <mml:msub> <mml:mrow> <mml:mtext>SnO < /mml:mtext> </mml:mrow> < mml:mn>2<’/2mm1:mn> <9/mml:
and subsurface sites. Phvsi

Electrostatic effects on cluster simulation of ionic crystals and surfaces. Journal of Physics:

Conference Series, 2008, 117, 012009. 04 0

Role of surface oxygen vacancies in photoluminescence of tin dioxide nanobelts. Microelectronics
Journal, 2009, 40, 236-238.

Elasticity of the B2 phase and the effect of the B1a€“B2 phase transition on the elasticity of MgO. Phase

Transitions, 2009, 82, 87-97. 1.3 6

Elastic properties of alkaline earth oxides under high pressure. Phase Transitions, 2010, 83, 1059-1071.

First-principles calculations of structural, elastic, electronic and optical properties of XO (X=Ca, Sr) Tj ETQQ0 0 O rgBT /Overlock 10 Tf 50
4.0 27
92-101.

Entropy-driven adsorption of carbon nanotubes on (0 0 1) and (1 1 1) surfaces of CeO2 islands grown
on sapphire substrate. Surface Science, 2010, 604, 654-659.

B3LYP calculations of cerium oxides. Journal of Chemical Physics, 2010, 132, 054110. 3.0 65

Lattice energy and phase transition of alkaline earth chalcogenide. Phase Transitions, 2011, 84, 624-638.

High pressure phase transitions in Mg<sub>1&€“<i>x<[i> <[sub>Ca<sub> <i>x<[i> <[sub>O: Theory. Physica

Status Solidi (B): Basic Research, 2011, 248, 1901-1907. 15 1

Improved DFT calculation of Raman spectra of silicates. Vibrational Spectroscopy, 2011, 56, 265-272.




200

202

204

206

208

210

212

214

216

13

CITATION REPORT

ARTICLE IF CITATIONS

Study of phase transition and cohesive energy in MgO. Journal of Physics: Conference Series, 2012, 377, 0.4 8
012067. ’

Ab initio quantum-mechanical study of the effects of the inclusion of iron on thermoelastic and

thermodynamic properties of periclase (MgO). Physics and Chemistry of Minerals, 2012, 39, 649-663.

Pressure-dependent electronic properties of MgO polymorphs: a first-principles study of Compton

profiles and autocorrelation functions. Journal of Materials Science, 2012, 47, 7549-7557. 87 15

Periodic DFT Study of Acidic Trace Atmospheric Gas Molecule Adsorption on Ca- and Fe-Doped
MgO(001) Surface Basic Sites. Journal of Physical Chemistry A, 2012, 116, 7950-7958.

Trace Flue Gas Contaminants Poison Coordinatively Unsaturated Metala€“Organic Frameworks:
Implications for CO<sub>2</sub> Adsorption and Separation. Journal of Physical Chemistry C, 2012, 3.1 90
116, 20480-20488.

Stability of Ira€“Fe alloys and nitrides Ir&€“Fea€“N through first principles models. Computational
Materials Science, 2012, 56, 108-115.

Pressure induced structural phase transitionsd€”A review. Open Chemistry, 2012, 10, 1391-1422. 1.9 11

Experimental evidence for a phase transition in magnesium oxide at exoplanet pressures. Nature
Geoscience, 2013, 6, 926-929.

Theoretical Investigations of the Physical Properties of Cd <sub> 187 <i>x<[i> <[sub> Ca <sub> <i>x<[i>

<[sub> O Ternary Alloys. Chinese Physics Letters, 2014, 31, 046104. 3.3 2

First principle studies of structural, elastic, electronic and optical properties of Zn-chalcogenides
under pressure. Journal of Semiconductors, 2014, 35, 072001.

Role of Proton Hopping in Surface Charge Transport on Tin Dioxide As Revealed by the Thermal

Dependence of Conductance. Journal of Physical Chemistry A, 2014, 118, 12031-12040. 2:5 10

Theoretical investigation of high-pressure phase transitions in Mg1-xSrxO. Phase Transitions, 2014, 87,
126-135.

Application of the embedding potential method in calculations of the electronic structure and X-ra
emission spectra of crystal MgO clusters. Optics and Spectroscopy (English Translation of Optika Ig'l'j ETQQqO O O rgB® [Overlack 10 Tf 5

Electron Localization Function and Maximum Probability Domains analysis of semi-ionic oxides
crystals, surfaces and surface defects. Computational and Theoretical Chemistry, 2015, 1053, 315-321.

Defect states at organica€“inorganic interfaces: Insight from first principles calculations for

pentaerythritol tetranitrate on MgO surface. Surface Science, 2015, 637-638, 19-28. 19 17

Lithium transport through lithium-ion battery cathode coatings. Journal of Materials Chemistry A,
2015, 3,17248-17272.

Combining 2d-Periodic Quantum Chemistry with Molecular Force Fields: A Novel QM/MM Procedure
for the Treatment of Solid-State Surfaces and Interfaces. Journal of Chemical Theory and 5.3 19
Computation, 2015, 11, 5873-5887.

Structural, electronic and mechanical properties of alkaline earth metal oxides MO (M=Be, Mg, Ca, Sr,) Tj ETQq1 1 %.%84314 g%BT /O




218

220

222

224

226

228

230

232

234

14

CITATION REPORT

ARTICLE IF CITATIONS

Modelling of thermo-chemical properties over the sub-solidus MgO&€“FeO binary, as a function of iron

spin configuration, composition and temperature. Physics and Chemistry of Minerals, 2015, 42, 347-362. 0.8 o

High-Pressure Structural Phase Transition in Mg<sub>x</sub>Cd<sub>1-x<[sub>O Compounds. Journal

of Metastable and Nanocrystalline Materials, 2016, 28, 77-84.

Hirshfeld-l charges in linear combination of atomic orbitals periodic calculations. Theoretical

Chemistry Accounts, 2016, 135, 1. 14 16

Correlation of Methane Activation and Oxide Catalyst Reducibility and Its Implications for Oxidative
Coupling. ACS Catalysis, 2016, 6, 1812-1821.

Lower mantle hydrogen partitioning between periclase and perovskite: A quantum chemical modelling.

Geochimica Et Cosmochimica Acta, 2016, 173, 304-318. 3.9 8

Fe-periclase reactivity at Earthd€™s lower mantle conditions: Ab-initio geochemical modelling.
Geochimica Et Cosmochimica Acta, 2017, 214, 14-29.

Quantum chemical study of regular and irregular %eometries of MgO nanoclusters: Effects on
magnetizability, electronic properties and physical characteristics. Materials Chemistry and Physics, 4.0 4
2017,199, 7-17.

Electron-density critical points analysis and catastrophe theory to forecast structure instability in
periodic solids. Acta Crystallographica Section A: Foundations and Advances, 2018, 74, 102-111.

Strong Metala€“Support Interactions of TiNa€“ and TiO<sub>2</sub>&€“Nickel Nanocomposite Catalysts.

Journal of Physical Chemistry C, 2018, 122, 339-348. 31 22

Probing vibrational coupling via a gridd€based quantum approacha€”an efficient strategy for accurate
calculations of localized normal modes in solida€state systems. Journal of Computational Chemistry,
2018, 39, 2196-2209.

Influence of electronic and metallographic structures on hydrogen redistribution in La(Fe,Si)13-based

magnetocaloric compounds. Acta Materialia, 2019, 169, 162-171. 79 16

The CRYSTAL code, 19763€“2020 and beyond, a long story. Journal of Chemical Physics, 2020, 152, 204111.

Aluminium distribution in an Earth4€™s non&€“primitive lower mantle. Geochimica Et Cosmochimica Acta, 3.9
2020, 276, 70-91. :

Meltmg temﬁerature prediction br thermoelastic instability: An ab initio modelling, for periclase
(MgO). Calphad: Computer Coupling of Phase Diagrams and Thermochemistry, 2021, 73, 102259.

Quantum-mechanical and Classical Simulations of Mg-Ca Carbonates. Topics in Molecular

Organization and Engineering, 1997, , 113-156. 0.1 5

Zinc-67 MAqssbauer Spectroscopy. , 1993, , 305-371.

Density Functional Investigations of Adsorption at Metal Oxide Surfaces. Springer Series in Surface

Sciences, 1993, , 206-218. 0.3 0

Theoretical Study of the TiO2 and MgO Surface Acidity and the Adsorption of Acids and Bases. Topics

in Molecular Organization and Engineering, 1997, , 245-261.




CITATION REPORT

# ARTICLE IF CITATIONS

Energy Estimates for Local Chemical Processes in Condensed Matter. Topics in Molecular o1 1
Organization and Engineering, 1997, , 231-244. ’

236

Hybrid Quantum-Mechanical and Potential Models for Studies in Solids. , 1997, , 181-192.

Synthesis and Characterization of MgO Thin Films Obtained by Spray Technique for Optoelectronic

238 Applications. Nanomaterials, 2021, 11, 3076. 41 12

Pressure-dependent bandgap study of MBE grown {CdO/MgO} short period SLs using diamond anvil

cell. Applied Physics Letters, 2022, 121, 242103.

High-temperature phase stability and phase transformations of Niobium-Chromium Laves phase:

240 Experimental and first-principles calculation studies. Materials and Design, 2023, 236, 112483. 7.0 1

15



