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Computation, 2021, 17, 3554-3570. :

CHARMM-GUI Free Energy Calculator for Practical Ligand Binding Free Energy Simulations with
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Glycobiology, 2020, 30, 86-94.
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CHARMM-GUI Free Energy Calculator for Absolute and Relative Ligand Solvation and Binding Free
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Modeling and Simulation of Bacterial Outer Membranes with Lipopolysaccharides and Enterobacterial 06 2
Common Antigen. Journal of Physical Chemistry B, 2020, 124, 5948-5956. :

Developing a Fully Glycosylated Full-Length SARS-CoV-2 Spike Protein Model in a Viral Membrane.
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CHARMM-GUI<i>Glycan Modeler</i>for modeling and simulation of carbohydrates and
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CHARMMA€EGUI <i>Nanodisc Builder</i> for modeling and simulation of various nanodisc systems.
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Modeling of Specific Lipopolysaccharide Binding Sites on a Gram-Negative Porin. Journal of Physical
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CHARMM-GUI <i>Membrane Builder</[i> for Complex Biological Membrane Simulations with Glycolipids

and Lipoglycans. Journal of Chemical Theory and Computation, 2019, 15, 775-786.

CHARMM-GUI ligand reader and modeler for CHARMM force field generation of small molecules. 2.3 311
Journal of Computational Chemistry, 2017, 38, 1879-1886. :

Molecular Simulation and Biochemical Studies Support an Elevator-type Transport Mechanism inAEIIC.
Biophysical Journal, 2017, 112, 2249-2252.

CHARMM-GUI MDFF/xMDFF Utilizer for Molecular Dynamics Flexible Fitting Simulations in Various 26 o4
Environments. Journal of Physical Chemistry B, 2017, 121, 3718-3723. ’

CHARMMA€GUI Martini Maker for modeling and simulation of complex bacterial membranes with
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CHARMME€GUI 10 years for biomolecular modeling and simulation. Journal of Computational Chemistry,
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The Structure of a Sugar Transporter of the Glucose EIIC Superfamily Provides Insight into the
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