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Structural and Functional Dynamics of <i>Plasmodium falciparum</i> Lactate Dehydrogenase Binding
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19 Simulation Models for Prediction of Bioavailability of Medicinal Drugsâ€”the Interface Between
Experiment and Computation. AAPS PharmSciTech, 2022, 23, 86. 3.3 12

20 Multi-catalytic Sites Inhibition of Bcl2 Induces Expanding of Hydrophobic Groove: A New Avenue
Towards WaldenstrÃ¶m Macroglobulinemia Therapy. Protein Journal, 2022, 41, 201-215. 1.6 2
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co-agonist: simulation-guided analogue design and pharmacological screening. Journal of Enzyme
Inhibition and Medicinal Chemistry, 2022, 37, 1241-1256.

5.2 6

26
Inside the cracked kernel: establishing the molecular basis of AMG510 and MRTX849 in destabilising
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selectivity: investigation of a detailed molecular dynamics and quantum chemical study. Journal of
Biomolecular Structure and Dynamics, 2021, 39, 6126-6139.

3.5 5

31 Molecular Basis of P131 Cryptosporidial-IMPDH Selectivityâ€”A Structural, Dynamical and Mechanistic
Stance. Cell Biochemistry and Biophysics, 2021, 79, 11-24. 1.8 1

32
Investigating the Mechanistic Inhibitory Discrepancies of Novel Halogen and Alkyl Diâ€•Substituted
Oxadiazoleâ€•Based Dibenzoâ€•Azepineâ€•Dione Derivatives on Poly (ADPâ€•Ribose) Polymeraseâ€•1. Chemistry and
Biodiversity, 2021, 18, e2000802.

2.1 0

33
Could chroman-4-one derivative be a better inhibitor of PTR1? â€“ Reason for the identified disparity in
its inhibitory potency in Trypanosoma brucei and Leishmania major. Computational Biology and
Chemistry, 2021, 90, 107412.

2.3 4

34
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99
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104 Tracing Potential Covalent Inhibitors of an E3 Ubiquitin Ligase through Target-Focused Modelling.
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105
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106 Unveiling a New Era in Malaria Therapeutics: A Tailored Molecular Approach Towards the Design of
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Virology, 2019, 14, 73-84. 1.8 5
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treatment of tuberculosis. Journal of Cellular Biochemistry, 2019, 120, 16108-16119.
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110
Revealing the distinct mechanistic binding and activity of
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111
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112
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coagulation cascade: A thorough dynamical perspective. Chemical Biology and Drug Design, 2019, 94,
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113
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Medical Hypotheses, 2019, 130, 109277.
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114
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115 A Synergistic Combination Against Chronic Myeloid Leukemia: An Intra-molecular Mechanism of
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116
Recruiting monomer for dimer formation: resolving the antagonistic mechanisms of novel immune
check point inhibitors against Programmed Death Ligand-1 in cancer immunotherapy. Molecular
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117 Distinguishing the optimal binding mechanism of an E3 ubiquitin ligase: Covalent versus noncovalent
inhibition. Journal of Cellular Biochemistry, 2019, 120, 12859-12869. 2.6 4

118
From a computational point of view: deciphering the molecular synergism between oxidative
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119 Tracing Potential Covalent Inhibitors of an E3 Ubiquitin Ligase Through Target-Focused Modelling.
Proceedings (mdpi), 2019, 22, 103. 0.2 0

120
Dynamic perspectives into the mechanisms of mutationâ€•induced p53â€•DNA binding loss and inactivation
using active perturbation theory: Structural and molecular insights toward the design of potent
reactivators in cancer therapy. Journal of Cellular Biochemistry, 2019, 120, 951-966.
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121
Probing Gallate-Mediated Selectivity and High-Affinity Binding of Epigallocatechin Gallate: a
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Perspective. Chemistry and Biodiversity, 2019, 16, e1800518. 2.1 8

123
Noteworthy effect of slight variation in aliphatic chain length of trisubstituted imidazole inhibitors
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Biology and Drug Design, 2019, 93, 798-810.
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Research, 2019, 9, 284-297.
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