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calculations</p>Guler E., UĞUR Ş., Guler M., UĞUR G.CHINESE JOURNAL OF PHYSICS, vol.77, pp.151-160, 2022 (SCI-Expanded)XVIII. Investigating the Magnetic, Mechanical, Electronic, Optical, and Anisotropic Properties o f ZrCoFeX (X = Si, Ge) Quaternary Heusler Alloys via First PrinciplesBaaziz H., Ghellab T., Guler E., Charifi Z., UĞUR Ş., Guler M., UĞUR G.JOURNAL OF SUPERCONDUCTIVITY AND NOVEL MAGNETISM, vol.35, no.5, pp.1173-1182, 2022 (SCI-Expanded)XIX. F irst-principles calculations of electronic and optical properties o f AgGa1-xTlxS2 alloys: Analyses and design for so lar cell applications Mouacher R., Seddik T., Rezini B., Ul Haq B., Batouche M., Ugur G., UĞUR Ş., Belfedal A.JOURNAL OF SOLID STATE CHEMISTRY, vol.309, 2022 (SCI-Expanded)XX. Electronic, elastic, mechanical and anisotropic response of W3XC2 (X: Si, Ge and Al)  alloys via first-  principlesGüler E., Güler M., Uğur Ş., Özdemir A., Uğur G.SOLID STATE COMMUNICATIONS, vol.343, 2022 (SCI-Expanded)XXI. DFT aspects o f the elastic, mechanical, magnetic, thermodynamic and optical properties o f Ce3XY    perovskitesGuler E., Guler M., UĞUR Ş., Ugur G.PHILOSOPHICAL MAGAZINE, vol.102, no.3, pp.244-263, 2022 (SCI-Expanded)XXII. Probing the electronic, elastic, mechanical and anisotropic features o f ZrTiX4 alloys via density  functional theory UĞUR G., Ugur S., Ozdemir A., GÜLER M., GÜLER E.EPL, vol.137, no.4, 2022 (SCI-Expanded)XXIII. Chemical bonding, magnetic and electronic properties, mechanical and dynamical stabilities o f DyOs4P12 filled-skutterudite: DFT and QTAIM insightNekous M., Sahli B., Belarbi M., Bouafia H., Dorbane A., UĞUR Ş., UĞUR G.MATERIALS CHEMISTRY AND PHYSICS, vol.278, 2022 (SCI-Expanded)XXIV. F irst principles study of structural, elastic, mechanical and electronic properties o f nitrogen-doped cubic diamondGuler E., UĞUR Ş., Guler M., Ugur G.Bulletin of Materials Science, vol.44, no.1, 2021 (SCI-Expanded)XXV. A first-principles study for the elastic and mechanical properties o f Ti64, Ti6242 and Ti6246 alloys Guler E., Guler M., Ugur G., UĞUR Ş.EUROPEAN PHYSICAL JOURNAL B, vol.94, no.11, 2021 (SCI-Expanded)XXVI. A comparative study of structural, thermal, and optoelectronic properties between zircon and scheelite type structures in SrMoO4 compound: An ab-initio  study  Benzineb M., Chiker F., Khachai H., Meradji H., UĞUR Ş., Naqib S., Omran S. B., Wang X., Khenata R.OPTIK, vol.238, 2021 (SCI-Expanded)XXVII. F irst principles study of the electronic, optical, elastic and thermoelectric properties o f Nb2WNi  alloyGuler M., UĞUR Ş., UĞUR G., Guler E.MOLECULAR PHYSICS, vol.119, no.12, 2021 (SCI-Expanded)XXVIII. F irst principles study of electronic, elastic, optical and magnetic properties o f Rh2MnX (X = Ti, Hf,  Sc, Zr , Zn) Heusler alloys Guler E., Guler M., UĞUR Ş., UĞUR G.INTERNATIONAL JOURNAL OF QUANTUM CHEMISTRY, vol.121, no.10, 2021 (SCI-Expanded)XXIX. Elastic, mechanical, optical and magnetic properties o f Ru2MnX (X = Nb, Ta, V) Heusler alloys UĞUR Ş., Güler M., UĞUR G., Güler E.JOURNAL OF MAGNETISM AND MAGNETIC MATERIALS, vol.523, 2021 (SCI-Expanded)XXX. Elastic, mechanical, anisotropic, optical and magnetic properties o f V2NiSb Heusler alloy Guler M., Guler E., UĞUR Ş., Ugur G., Charifi Z., Baaziz H.



Physica Scripta, vol.96, no.3, 2021 (SCI-Expanded)XXXI. Electronic structure, optical and vibrational properties o f Ti2FeNiSb2 and Ti2Ni2InSb double half heusler alloysUgur G., Kushwaha A. K., Guler M., Charifi Z., UĞUR Ş., Guler E., Baaziz H.Materials Science in Semiconductor Processing, vol.123, 2021 (SCI-Expanded)XXXII. Structural, elastic and mechanical properties o f Ti-15Nb-xGe alloys: insight from DFT calculations   Guler E., UĞUR G., UĞUR Ş., Guler M., Khenata R.BULLETIN OF MATERIALS SCIENCE, vol.44, no.1, 2021 (SCI-Expanded)XXXIII. Elastic isotropy, magnetic and electronic properties, bonding and non-covalent interactions analyses  of HoFe4P12 filled-skutterudite: DFT plus U plus SOC, QTAIM and NCI investigations Moussa H., Bouafia H., Sahli B., Dorbane A., UĞUR Ş., UĞUR G.JOURNAL OF MAGNETISM AND MAGNETIC MATERIALS, vol.518, 2021 (SCI-Expanded)XXXIV. Insight into  the ro le o f weak interactions on optoelectronic properties o f L iGaTe 2-chalcopyrite       under pressure effect: DFT-D3, NCI and QTAIM investigationsBendjemai M., Bouafia H., Sahli B., Dorbane A., Ugur Ş., Ugur G., Mokrane S.PHYSICA B-CONDENSED MATTER, vol.599, 2020 (SCI-Expanded)XXXV. First principles investigations of structural, elastic, mechanical, electronic and optical properties o f  triple perovskite Ba2K2Te2O9Kushwaha A. K., Ugur Ş., Guler M., Guler E., Ugur G.PHYSICA B-CONDENSED MATTER, vol.596, 2020 (SCI-Expanded)XXXVI. Cation distribution effect on electronic, magnetic structure and optic properties in cobalt ferrites  (Co1-yFey)(Tet)(CoyFe2-y)(Oct)O(4)with disordered spinel structureBouferrache K., Charifi Z., Baaziz H., Ugur G., Ugur Ş., Boyacioglu B., Unver H.PHYSICA SCRIPTA, vol.95, no.10, 2020 (SCI-Expanded)XXXVII. Ab Initio  Full-Potential Study of the Structural, Electronic, and Magnetic Properties o f the Cubic    Sr0.75Ti0.25X(X= S, Se, and Te) Ternary AlloysHamidane N., Baaziz H., Ocak H. Y., Baddari K., Ugur Ş., Ugur G., Charifi Z.JOURNAL OF SUPERCONDUCTIVITY AND NOVEL MAGNETISM, vol.33, no.10, pp.3263-3272, 2020 (SCI-Expanded)XXXVIII. Pressure induced phase transition, electronic and optical properties o f L iBeX (X = As, Sb and Bi)   Guechi N., Bennecer B., Hamidani A., Uğur Ş.JOURNAL OF PHYSICS-CONDENSED MATTER, vol.32, no.32, 2020 (SCI-Expanded)XXXIX. A theoretical study for the band gap energies o f the most common silica polymorphs  Guler E., Ugur G., Ugur Ş., Guler M.CHINESE JOURNAL OF PHYSICS, vol.65, pp.472-480, 2020 (SCI-Expanded)XL. Study of structural, elastic, electronic, and vibrational properties o f MRh2O4 (M = Cd and Zn) spinels: DFT-based calculationsUğur Ş., Akbudak S., Kushwaha A. K., Bayrak G.JOURNAL OF MOLECULAR MODELING, vol.26, no.6, 2020 (SCI-Expanded)XLI. DFT-investigation on anisotropy degree of electronic, optical, and mechanical properties o f o livine  ZnRE2S4 (RE = Er, Tm) compoundsBatouche M., Seddik T., Uğur Ş., Uğur G., Messekine S., Vu T. V., Khyzhun O. Y.MATERIALS RESEARCH EXPRESS, vol.7, no.1, 2020 (SCI-Expanded)XLII. An ab-initio  investigation of the electronic structure, chemical bonding and optical properties o f    Ba2HgS5 semiconductorAzam S., Khan S. A., Khenata R., Naqib Ş., Abdiche A., Uğur Ş., Bouhemadou A., Wang X.MOLECULAR PHYSICS, vol.118, no.1, 2020 (SCI-Expanded)XLIII. F irst principles study of elastic and mechanical properties o f TlBr and TlCl compounds Guler M., Uğur Ş., Uğur G., Guler E.JOURNAL OF MOLECULAR STRUCTURE, vol.1200, 2020 (SCI-Expanded)XLIV. Study of the ground-state magnetic ordering, magnetic and optoelectronic properties o f (Lenaite)  AgFeS2 in its chalcopyrite structure



Djaafri T., Bouafia H., Sahli B., Djebour B., Ugur Ş., UĞUR G., Moussa H.JOURNAL OF MAGNETISM AND MAGNETIC MATERIALS, vol.493, 2020 (SCI-Expanded)XLV. Phase transitions and lattice dynamics in perovskite-type hydride LixNa1-xMgH3  Karfaf S., Bennecer B., Uğur Ş., Uğur G.JOURNAL OF PHYSICS-CONDENSED MATTER, vol.31, no.50, 2019 (SCI-Expanded)XLVI. Basis set convergence of binding energy with and without CP-correction utilizing PBEO method: Abenchmark study of X-2 (X = Ge, As, Se, Sc, Ti, V , Cr , Mn, Co , Cu, Zn)   Akbudak S., Uğur Ş., Uğur G., Ocak H. Y.JOURNAL OF THEORETICAL & COMPUTATIONAL CHEMISTRY, vol.18, no.8, 2019 (SCI-Expanded)XLVII. Structural, elastic, electronic and vibrational properties o f XAl2O4 (X = Ca, Sr  and Cd)  semiconductors with orthorhombic structureAkbudak S., Candan A., Kushwaha A. K., Yadav A. C., UĞUR G., Ugur Ş.JOURNAL OF ALLOYS AND COMPOUNDS, vol.809, 2019 (SCI-Expanded)XLVIII. Pressure effect on mechanical stability and ground state optoelectronic properties o f L i2S2  produced by Lithium-Sulfur batteries discharge: GGA-PBE, GLLB-SC and mBJ investigation Bouafia H., Sahli B., Ugur Ş., Akbudak S., UĞUR G.PHILOSOPHICAL MAGAZINE, vol.99, no.22, pp.2789-2817, 2019 (SCI-Expanded)XLIX. Lattice dynamical and elastic properties o f BaFX (X = Cl, Br and I): Matlockite structure compounds Kushwaha A. K., Akbudak S., Yadav A. C., Ugur Ş., UĞUR G.INTERNATIONAL JOURNAL OF MODERN PHYSICS B, vol.33, no.20, 2019 (SCI-Expanded)L. F irst principles investigations of the structural, elastic, electronic, vibrational and thermodynamic  properties o f hexagonal XAl2O4 (X = Cd, Ca and Sr) Kushwaha A. K., Akbudak S., Candan A., Yadav A. C., UĞUR G., Ugur Ş.MATERIALS RESEARCH EXPRESS, vol.6, no.8, 2019 (SCI-Expanded)LI. Structural, elastic, electronic and thermoelectric properties o f XPN2 (X = Li, Na): F irst-principles  studyGhellab T., Baaziz H., Charifi Z., Bouferrache K., Ugur Ş., UĞUR G., Unver H.INTERNATIONAL JOURNAL OF MODERN PHYSICS B, vol.33, no.21, 2019 (SCI-Expanded)LII. F irst principles investigations of the structural, elastic, vibrational, and thermodynamic properties  of TiMg2O4 oxide spinels: cubic and tetragonal phasesKushwaha A. K., Akbudak S., UĞUR G., Ugur Ş.JOURNAL OF MOLECULAR MODELING, vol.25, no.8, 2019 (SCI-Expanded)LIII. Insight into  the structural, elastic, electronic, thermoelectric, thermodynamic and optical properties    of MRhSb (M = Ti, Zr , Hf)  half-Heuslers from ab initio  calculations     Benzoudji F., Abid O. M., Seddik T., Yakoubi A., Khenata R., Meradji H., Ugur G., Ugur Ş., Ocak H. Y.CHINESE JOURNAL OF PHYSICS, vol.59, pp.434-448, 2019 (SCI-Expanded)LIV. Structural, electronic, optical and elastic properties o f XLa2S4 (X = Ba; Ca): Ab initio  study   Batouche M., Seddik T., Vu T. V., Pham K. D., Tong H. D., Ugur Ş., Ugur G., Lavrentyev A. A., Khyzhun O. Y., Luong H. L.,et al.PHYSICA B-CONDENSED MATTER, vol.558, pp.91-99, 2019 (SCI-Expanded)LV. Effect o f Structure on the Electronic, Magnetic and Thermal Properties o f Cubic Fe2MnxNi1-xSi  Heusler AlloysNoui S., Charifi Z., Baaziz H., UĞUR G., Ugur Ş.JOURNAL OF ELECTRONIC MATERIALS, vol.48, no.1, pp.337-351, 2019 (SCI-Expanded)LVI. Theoretical research on structural, electronic, mechanical, lattice dynamical and thermodynamic properties o f layered ternary nitrides Ti(2)AN (A = Si, Ge and Sn)  Candan A., Akbudak S., Ugur Ş., Ugur G.JOURNAL OF ALLOYS AND COMPOUNDS, vol.771, pp.664-673, 2019 (SCI-Expanded)LVII. Electronic structure and magnetic properties o f manganese-based MnAs1-xPx ternary alloys Essaoud S. S., Charifi Z., Baaziz H., UĞUR G., Ugur Ş.JOURNAL OF MAGNETISM AND MAGNETIC MATERIALS, vol.469, pp.329-341, 2019 (SCI-Expanded)
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