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Communications 351 (2022) 1147964. https://doi.org/10.1016/].ssc.2022.114796

K. Kaur, Shakeel Ahmad Khandy#*, S. Dhiman, U. Sharopov, J. Singh, Computational prediction of
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l. Assadullah, A.A. Bhat, J.H. Malik, K.A. Malik, R. Tomar, Shakeel Ahmad Khandy* Electronic structure,

opfical, photocatalytic and charge storage performance of WOs nanostructures, Journal of Physics and
Chemistry of Solids 165 (2022) 110649. https://doi.org/10.1016/].jpcs.2022.110649
S.A. Dar, B. Want, Shakeel Ahmad Khandy, Computer based predictions of structural stability and

systematic study of magneto-electronic and optical properties of Lead-Free Halide Double Perovskites:
Cs2KXCls: X = Co and Ni, Journal of Magnetism and Magnetic Materials, 545, (2022) 168603.
https://doi.org/10.1016/j.jmmm.2021.168603

Shakeel Ahmad Khandy* Inspecting the electronic structure and thermoelectric power factor of novel
p-type half-Heuslers, Scientific Reports 11 (2021) 20756. https://www.nature.com/articles/s41598-021-00314-6
M. Benidris, Z. Aziz, A. Bennani, M. Matougui, S. Terkhi, M. Houari, B. Bouadjemi, Shakeel Ahmad Khandy High

dimensionless figure of merit in full Heusler alloy Ru2ZrSi: A first principles study, Solid State Communications
(2021) 114466. hitps://doi.org/10.1016/j.55¢.2021.114466
M.A. Boudijeltia, Z. Aziz, S. Terkhi, M.A. Bennani, Shakeel Ahmad Khandy, B. Bouadjemi, M. Benidris and S.

Bentata, Theoretical investigation of ternary semiconductors half-Heusler RhTaZ (Z = Si, Ge and Sn) for
thermoelectric applications, Modern Physics Letters B 35(23) (2021) 2150400.
https://doi.org/10.1142/S0217984921504005

A. Bhat, Shakeel Ahmad Khandy*, I. Islam and R. Tomar, Optical, electrochemical and photocatalytic

properties of cobalt doped CsPbCls nanosfructures: A one-pot synthesis approach, Scientific Reports 11
(2021) 16473. https://doi.org/10.1038/541598-021-25088-2
M. Benidris, Z. Aziz, Shakeel Ahmad Khandy, S. Terkhi, M.A. Ahmad, B. Bouadjemi, M.A. Bennani and A. Laref,

Electronic structure, thermoelectric, mechanical and phonon properties of full-Heusler alloy (Fe2CrSb): A

first-principles study, Bulletin of Material Science 44 (2021) 221. https://doi.org/10.1007/s12034-021-024964-1

J. Singh, K. Kaur, Shakeel Ahmad Khandy*, S. Dhiman, M. Goyal and S S Verma, Structural, electronic,
mechanical, and thermoelectric properfies of LITICoX (X = Si, Ge) compounds, International Journal of
Energy Research 45 (2021) 1689. https://doi.org/10.1002/er.6851

Shakeel Ahmad Khandy and J.D. Chai, Origin of pseudo gap and thermoelectric signatures of semimetallic

Ru2TaGa: Structural stability from phonon dynamics, mechanical and thermodynamic predictions,
mechanical and thermodynamic prediction, Journal of Physics and Chemistry of Solids 154 (2021) 110098.
https://doi.org/10.1016/].jpcs.2021.110098
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M.B. Zaman, P. Rajaram, Shakeel Ahmad Khandy, A. Modi and R.K. Tiwari, Thioglycolic acid assisted
hydrothermal growth of SnS 2D nanosheets as catalysts for photodegradation of industrial dyes,
Nanotechnology 32 (2021) 245706. https://doi.org/10.1088/1361-6528/abec09

Shakeel Ahmad Khandy*, S.A. Vaid, I. Islam, A K. Hafiz and J.D. Chai, Understanding the stability concerns

and electronic structure of CsYbXs (X=CI,Br) halidoperovskites for optoelectronic applications, Journal of
Alloys and Compounds 867 (2021) 158966. https://doi.org/10.1016/[.jallcom.2021.158966
l. Islam, Shakeel Ahmad Khandy*, M.B. Zaman, AK. Hafiz, A.M. Siddiqui and J.D. Chai, Growth and

characterization of crystalline BaSnOs perovskite nanostructures and the influence of heavy Mn doping on
its properties, Journal of Alloys and Compounds 867 (2021) 158%00.
https://doi.org/10.1016/j.jallcom.2021.158900

Shakeel Ahmad Khandy*, K. Kaur, S. Dhiman, J. Singh and V. Kumar, Exploring thermoelectric properties
and stability of half-Heusler PtXSn (X = Zr, Hf) semiconductors: A first principle investigation, Computational
Material Science 188 (2021) 110232. https://doi.org/10.1016/j.commatsci.2020.110232

Shakeel Ahmad Khandy and J.D. Chai, Strain engineering of electronic sfructure, phonon, and
thermoelectric properties of p-type half-Heusler semiconductor, Journal of Alloys and Compounds 850
(2021) 156615. hitps://doi.org/10.1016/j.jallcom.2020.156615

X.Wang, G. Ding, Shakeel Ahmad Khandy#, Z. Chen, G. Zhang, X.-L. Wang and H. Chen, Unique

topological nodal line states and associated exceptional thermoelectric power factor platform in NbsGeTes
monolayer and bulk, Nanoscale, 12 (2020) 16910. (#=Equal author) hitps://doi.org/10.1039/DONR03704D
Shakeel Ahmad Khandy and J.D. Chai, Electronic Structure, Magnetism and Mechanical Properties of
newly synthesized FeRhCrZ Alloys, Journal of Applied Physics 127 (2020) 165102.
https://doi.org/10.1063/1.5139072

Shakeel Ahmad Khandy#*, I. Islam, K. Kaur, A. Laref, S. Dhiman, S. Rubab, D.C. Gupta, R. Khenata, DFT

investigations on the electronic structure, magnetism, thermodynamic and elastic properties of newly
predicted cobalt based antiperovskites: CosXN (X=Pd, Pt & Rh), Results in Physics 17 (2020) 103112.
https://doi.org/10.1016/j.rinp.2020.103112

Shakeel Ahmad Khandy and J.D. Chai Robust stability, half-metallic ferrimagnetfism and thermoelectric
properties of new quaternary Heusler material: A first principles approach, Journal of Magnetism and
Magnetic Materials, 502, (2020) 166562. https://doi.org/10.1016/j.jmmm.2020.166562

A. Laref, R.M. Amer, Z. Alahamad, S. Laref, I. Islam Shakeel Ahmad Khandy, Y.C. Xiong, H.M. Haung and X.

Wu, Electronic structure and optical anisotropy in SrixBaxFBiS2 (x =0, 0.25, 0.5, 0.75, 1) based solar cell
materials, Results in Physics 16 (2020) 1028082. https://doi.org/10.1016/}.rinp.2019.102808

Shakeel Ahmad Khandy, I. Islam, K. Kaur, A. Nazir and A. Laref, Electronic structure, magnetism and elastic
properties of inverse Perovskite carbide: A first principles study, Physica B: Condensed Matter 578 (2020)
411839. https://doi.org/10.1016/j.physb.2019.411839
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Shakeel Ahmad Khandy, I. Islam, A. Laref, M. Gogolin, AK. Hafizand A.M. Siddiqui, Electronic structure,
Thermomechanical and Phonon Properties of Inverse Perovskite Oxide (NasOCI): An ab initio Study,
International Journal of Energy Research 44(4) (2019) 2594. https://doi.org/10.1002/er.4982

A. Laref, M. Alsagri, S.M.A. Abbas, S. Laref, H.M. Haung, Y.C. Xiong, J.Yang, Shakeel Ahmad Khandy, D. Ray,

D. Varshney and X. Wu, Electronic structure and optical properties of AA stacked bilayer graphene: A first
principles calculation, Optik 206 (2020) 163755. https://doi.org/10.1016/].ijle0.2019.163755
M.M. Obeid, M.M. Shukur, S.J. Edrees, R. Khenata, M.A. Ghebouli, Shakeel Ahmad Khandy, A Bouhemadou

and H.R. Jappor, Electronic Band Structure, Thermodynamics and Optical Characteristics of BeO1xAx (A= S,
Se, Te) Alloys: Insights from Ab Initio Study, Chemical Physics, 526 (2019) 110414,
https://doi.org/10.1016/j.chemphys.2019.110414

Shakeel Ahmad Khandy and J.D. Chai, Novel half-metallic L2 structured full-Heusler compound for

promising spinfronic applications: A DFT-based computer simulation, Journal of Magnetism and Magnetic
Materials, 487, (2019) 165289. https://doi.org/10.1016/j.jmmm.2019.165289
. Islam, A.M. Siddiqui, A.K. Hafiz, J. Ali and Shakeel Ahmad Khandy* Influence of pH and Fe-doping on

structural and physical properties of Mgo.ssMnoosxFexO (x=0,0.04) nanoparticles, Journal of Physics and
Chemistry of solids, 133, (2019) 197. https://doi.org/10.1016/].jpcs.2019.05.030
L. Boumia, F. Dahmanea, B. Doumi, D.P. Rai, Shakeel Ahmad Khandy, H. Khachai, H. Meradiji, Ali H. Reshak

and R. Khenata, Structural, electronic and magnetic properties of new full Heusler alloys Rh2CrZ (Z=Al,Ga.ln):
First-principles calculations, Chinese Journal of Physics, 59 (2019) 281.
https://doi.org/10.1016/].cjph.2019.04.002

Shakeel Ahmad Khandy, I. Islam, D.C. Gupta R. Khenata and A. Laref, Latfice dynamics, mechanical
stability and electronic structure of Fe-based Heusler semiconductors, Scientific Reports 9 (2019) 1475.
https://www.nature.com/articles/s41598-018-37740-y

A. Laref, M Alsagri, S. Laref, J.T. Yang, Y.C. Xiong, and Shakeel Ahmad Khandy, Relativistic effects on the
electronic and opfical characteristics of CdixHg«Te alloys-based solar cell materials, Journal of Physics and
Chemistry of Solids 129 (2019) 368. https://doi.org/10.1016/].jpcs.2019.01.033

K.A. Parrey, T. Farooq, Shakeel Ahmad Khandy, U Faroog and A Gupta, First principle studies on structure,

magneto-electronic and elastic properties of photovoltaic semiconductor halide (RbGels) and
ferromagnetic half metal oxide (RbDyOs), Computational Condensed Matter, 19 (2019) e00381.
https://doi.org/10.1016/j.cocom.2019.e00381

Shakeel Ahmad Khandy, |. Isliam, D.C. Gupta and A. Laref, Full Heusler alloys (CozTaSi and Co2TaGe) as

potential spinfronic materials with funable band profiles, Journal of Solid-State Chemistry, 270 (2019) 173.
https://doi.org/10.1016/}.jssc.2018.11.011
Shakeel Ahmad Khandy, W. Khan, I. Islam, A. Laref, M. Tanveer, D.C. Gupta, S. Rubab and S. Laref,

Electronic structure, optical and thermoelectric properties of CaMgSiixCx (x=0,0.5): An ab-initio study,

Materials Research Express, 6 (2018) 036307. hitps://doi.org/10.1088/2053-15%91/aaf7d0
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M. Shalaby, S. Hamdy, I. Islam, K. Kaur, A. Nazir, Shakeel Ahmad Khandy* Bulk and Nanocomposite
Thermoelectrics: Synthesis, Properties, and Applications in Advances in Nanocomposite Materials for
Environmental and Energy Harvesting Applications by A.E. Shalan, A.S. Makhlouf Hamdy, S. Lanceros-
Méndez. (eds). Engineering Materials. Springer, Cham. (2022) Pages 959-1016 https://doi.org/10.1007/978-3-
030-24319-6 31 (ISBN: 978-3-030-94321-9)
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2023

2023

2022

Invited talk at 10th Infernational Congress on Industrial and Applied Mathematics 2023 JAPAN (ICIAM2023 @
Tokyo: August 20-25, 2023).

International workshop on Quantum Mechanical Modelling using Quantum Espresso (IWQMMM-2023)
organised by IEEE Nanocouncil PSIT-Kanpur Student chapter in association with MRSI Allahabad chapter
and School of Basic Science, CSJM University -UP-India

A special lecture on the "Thermoelectric materials and their properties” Department of Physics, Islamic

University of Science and Technology (IUST)-Kashmir-India
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2019

2019

THE 19th WORKSHOP on FIRST-PRINCIPLES COMPUTATIONAL MATERIALS PHYSICS at National Taiwan
University-Taipei Taiwan

Department of Applied Sciences PEC Chandigarh-Deemed University, Chandigarh India.

e Conference Presentations

2019

2018

2017

2016
2016

2015

International Conference on Modern Concepts and New Materials for Thermoelectricity at The Abdus
Salam International Centre for Theoretical Physics (ICTP)-Trieste Italy.

Conference on Study of Nanomaterials and Scientific Development in 21st Century (ICSNSDC) and IVth
Annual Meeting of *Academy of Microscope Science & Technology (AMST), India at Jiwaiji University,
Gwalior.

International Conference on Recent Trends in Chemical Science (ICRCS-17) at Govt. Engineering College,
Bikaner Rajasthan India.

Seminar on Recent Trends in Current Research and its Benefits to Society at Jiwaiji University, Gwalior.
International conference on Nanotechnology for better living at National Institute of Technology Srinagar,
Jammu and Kashmir.

National conference on scientific developments in 21st century, at Jiwaji University, Gwalior.
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