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Introduction Results Discussion continued

Molecular docking Is an advanced technique allowing researchers and scientists » Compound 1 has the best binding affinity to the protein 5UIG

to get a better understanding of molecular dynamics among drug molecules to at the cavity pocket with the Vina Score of -10.2 out of 5 * In actual ity, these macromolecules are moving

support drug design. In this experiment, it studies how adenosine A2AR _ _ - . - i
receptor, which 1s linked to Parkinson and Alzheimer’s diseases, and its dockings. It ha? the |OW€_S’[ and most negative Val_ue-_ arOl:Jnd In a dynam|C1 h'thy electrostatic
antagonist- Compound 1 can bind to one another at a preferred orientation using ~ * The result applies to the idea that the lower the binding energy environment

CB-Dock, showing potential improvements for neurodegenerative diseases. values are, the more stable the complex Is.

* The protein also fluctuates and the ligand Is
b |k | oo meant to Interact with some conformations but
e =y .« 4 . notothers leading to misrepresentation of the
e EmeE s s geeurate conformation.
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FIGURE 1 and 2: Computerized structures of 5UIG and Cmpd-1 respectively using PyMol
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Conclusion

» Advanced simulations like CB-Dock, Auto dock make it
possible for pharmacists and manufacturers to conduct
experimentations to determine a potential drug candidate
can dock and activate a target protein. There are still some
computational limitations and drawbacks.
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Methods

AutoDock and CB-Dock are user-friendly software that help
Identify binding sites, calculate the center and the associated
sites, and perform docking. Scoring function will be used to
support the calculation.

* The major obstacle: lack of reproducibility. Regardless,
Cmpd-1 i1s valuable in facilitating a novel protein-

A; By Ci Dy antagonist compound that Is valuable to anti-Parkinson
V' = Wadw Zi,j (,ryz 6 ) + Whiond ZM E (t) (T.yz 10 ) + Weiec FIGURE 4 and 5: CAD images of protein-ligand binding and specific - | - p
i T gy esidues disease medications.
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between one binding affinity value and its stability
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