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Efficient Band Structure Calculation of Two-Dimensional Materials from Semilocal Density
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Improving the applicability of the Pauli Rinetic energy density based semilocal functional for solids.
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Condensed Matter, 2021, 33, 335604.
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Benchmark test of a dispersion corrected revised Taod€“Mo semilocal functional for thermochemistry,
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Electronic band structure of layers within meta generalized gradient approximation of density
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Efficient yet accurate dispersion-corrected semilocal exchange&€“correlation functionals for
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Improved solid stability from a screened range-separated hybrid functional by satisfying semiclassical
atom theory and local density linear response. Physical Review B, 2020, 102, .

Improved transition metal surface energies from a generalized gradient approximation developed for
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Semianalytical wavefunctions and Kohna€“Sham exchange-correlation potentials for two-electron

atomic systems in two-dimensions. Journal of Physics B: Atomic, Molecular and Optical Physics, 2020,
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Satisfaction of local density linear response. Journal of Chemical Physics, 2020, 152, 044111. 3.0 22
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A way of resolving the order-of-limit problem of Taod€“Mo semilocal functional. Journal of Chemical
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Insights from the density functional performance of water and water&€“solid interactions: SCAN in

relation to other meta-GGAs. Journal of Chemical Physics, 2020, 153, 214116. 3.0 14

Laplacian free and asymptotic corrected semilocal exchange potential applied to the band gap of
solids. Physical Chemistry Chemical Physics, 2019, 21, 19639-19650.

Efficient band gap prediction of semiconductors and insulators from a semilocal

exchange-correlation functional. Physical Review B, 2019, 100, . 3.2 35
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Performance of Taod€“Mo Semilocal Functional with rVW10 Dispersion-Correction: Influence of
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Adiabatic connection in density functional theory in two-dimensions: A semi-analytic wavefunction
based study for two-electron atomic systems. Journal of Chemical Physics, 2019, 151, 204104.

A meta-GGA level screened range-separated hybrid functional by employing short range Hartreed€“Fock
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Exploration of near the origin and the asymptotic behaviors of the Kohn-Sham Rinetic energy density
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Gradient approximated exchange energy functionals with improved performances for
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Efficient lattice constants and energy bandgaps for condensed systems from a meta-GGA level
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Inhomogeneity induced and appropriately parameterized semilocal exchange and correlation energy
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