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Self-Consistent Calculation of the Localized Orbital Scaling Correction for Correct Electron
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25 Excitation Energies from the Single-Particle Greenâ€™s Function with the <i>GW</i> Approximation.
Journal of Physical Chemistry A, 2019, 123, 3199-3204. 2.5 7
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27 Toward Building Protein Force Fields by Residue-Based Systematic Molecular Fragmentation and
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28 Approximating Quasiparticle and Excitation Energies from Ground State Generalized Kohnâ€“Sham
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Renormalized Singles Greenâ€™s Function for Quasi-Particle Calculations beyond the
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30 Molecular Dynamics Simulations with Quantum Mechanics/Molecular Mechanics and Adaptive Neural
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32 Localized orbital scaling correction for systematic elimination of delocalization error in density
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33 Accurate density functional prediction of molecular electron affinity with the scaling corrected
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34 Spin-state energetics of iron(II) porphyrin from the particle-particle random phase approximation.
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35 Role of Conformational Fluctuations of Protein toward Methylation in DNA by
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51 Charge transfer excitations from particle-particle random phase approximationâ€”Opportunities and
challenges arising from two-electron deficient systems. Journal of Chemical Physics, 2017, 146, 124104. 3.0 10

52 Activating MoS<sub>2</sub> for pH-Universal Hydrogen Evolution Catalysis. Journal of the American
Chemical Society, 2017, 139, 16194-16200. 13.7 164
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Single-molecule Force Spectroscopy Reveals the Calcium Dependence of the Alternative
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61 Determining polarizable force fields with electrostatic potentials from quantum mechanical linear
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70 Accurate atomic quantum defects from particleâ€“particle random phase approximation. Molecular
Physics, 2016, 114, 1189-1198. 1.7 4

71 Gentlest ascent dynamics for calculating first excited state and exploring energy landscape of
Kohn-Sham density functionals. Journal of Chemical Physics, 2015, 143, 224110. 3.0 7
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100 A nonempirical scaling correction approach for density functional methods involving substantial
amount of Hartreeâ€“Fock exchange. Journal of Chemical Physics, 2013, 138, 174105. 3.0 23

101 The tensor hypercontracted parametric reduced density matrix algorithm: Coupled-cluster accuracy
with O(r4) scaling. Journal of Chemical Physics, 2013, 139, 054110. 3.0 20
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wave packet method: applications to triatomic reactive scattering calculations. Physical Chemistry
Chemical Physics, 2012, 14, 1827.

2.8 38
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151 A gradientâ€•directed Monte Carlo approach for protein design. Journal of Computational Chemistry,
2010, 31, 2164-2168. 3.3 12
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