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o Structural Basis of the Interaction of Cyclin-Dependent Kinase 2 with Roscovitine and Its Analogues
49 Having Bioisosteric Central Heterocycles. ChemPhysChem, 2017, 18, 785-795

Unraveling the Structure-Affinity Relationship between Cucurbit[n]urils (n = 7, 8) and Cationic
Diamondoids. Journal of the American Chemical Society, 2017, 139, 3249-3258

Binary twinned-icosahedral [BH] interacts with cyclodextrins as a precedent for its complexation
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Influence of hydrophobic residues on the binding of CB[7] toward diammonium ions of common
ammoniumMammonium distance. Organic and Biomolecular Chemistry, 2015, 13, 6249-54 39 11
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Complete Basis Set Extrapolation and Hybrid Schemes for Geometry Gradients of Noncovalent
Complexes. Journal of Chemical Theory and Computation, 2011, 7, 3924-34

Extensions of the S66 Data Set: More Accurate Interaction Energies and Angular-Displaced
Nonequilibrium Geometries. Journal of Chemical Theory and Computation, 2011, 7, 3466-3470

Strength and Character of Halogen Bonds in Proteinlligand Complexes. Crystal Growth and Design,
2011, 11,4272-4278

Definition of the hydrogen bond (IUPAC Recommendations 2011). Pure and Applied Chemistry, 2011

384 83 1637-1641 21 1111

Defining the hydrogen bond: An account (IUPAC Technical Report). Pure and Applied Chemistry,
2011, 83, 1619-1636

On the reliability of the corrected semiempirical quantum chemical method (PM6-DH2) for
382  assigning the protonation states in HIV-1 protease/inhibitor complexes. Collection of Czechoslovak 7
Chemical Communications, 2011, 76, 457-479

On the nature of stabilization in weak, medium, and strong charge-transfer complexes:
CCSD(T)/CBS and SAPT calculations. Journal of Physical Chemistry A, 2011, 115, 9422-8

Semiempirical quantum mechanical method PM6-DH2X describes the geometry and energetics of
380 CK2-inhibitor complexes involving halogen bonds well, while the empirical potential fails. Journalof 3.4 75
Physical Chemistry B, 2011, 115, 8581-9

Noncovalent interactions in biochemistry. Wiley Interdisciplinary Reviews: Computational Molecular
Science, 2011, 1, 3-17

Ligand conformational and solvation/desolvation free energy in protein-ligand complex formation.

378 Journal of Physical Chemistry B, 2011, 115, 4718-24 34 22

Transferable scoring function based on semiempirical quantum mechanical PM6-DH2 method:
CDK2 with 15 structurally diverse inhibitors. Journal of Computer-Aided Molecular Design, 2011, 25, 223-35%

376 Isolated gramicidin peptides probed by IR spectroscopy. ChemPhysChem, 2011, 12, 1816-21 32 34

On the nature of the stabilization of benzeneMtlihalogen and benzene®tinitrogen complexes:
CCSD(T)/CBS and DFT-SAPT calculations. ChemPhysChem, 2011, 12, 3253-61

The charge-transfer states in a stacked nucleobase dimer complex: a benchmark study. Journal of 6
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