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One problem that has not been fully resolved
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One problem that has not been fully resolved

• Patients in critical 
condition

• Variants and 
immune escape



Does chemistry have a solution?



Drugs



PLpro function

Free replication 
of SARSCOV-2

Antiviral response



Research objectives

• In silico: Develop a new QSAR 
equation with internal data.

• Synthesis: Synthesize a molecule 
with high precision in the QSAR 
equation.



2D QSAR Metodology

12 papers

113 molecules

QSAR
𝑃𝑟𝑒𝑑
p𝐼𝐶50



QSAR Results

Parameter Result

r2 0.8333

q2 0.770

MAE 0.237

r2  
test 0.721



QSAR Results

pIC50=3.84264 + 0.16803 ALogP+ 0.04589  ALogp2 + 0.00796 AMR + 0.00119 DPSA-3+ 0.2659Aromatic 
Rings + 0.17442 Basic Nitrogens + 0.22252 nAcid -0.23411 nF -0.79971 nCl+ 0.07801nHBDon      

-0.21961nO + 0.00225 TopoPSA + 0.00145 VABC  

Molecule Predicted 
pIC50

8.01

7.02



Synthesis methodology



Synthesis results

Yield=6%

Yield=14%

NMR

13C 1H



Conclusion

• A statistically validated QSAR equation
was developed.

• Two molecules with a predicted activity
greater than 7 pIC50 were identified.

• Two potential molecules with an
aminopyrimidine structure were
synthesized.
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