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The role of computational in the early-stage drug discovery process
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Fig. 2. Correlation between energy level and pIC  of molecules in each cluster50

Table 1.  Comparing R-squared value and MSE value of each model

Fig. 3. CNN model learning curve

Fig. 4. Multi-Input model (After Tuning) learning curve

Fig. 1. Multi-input model architecture

INTERPRETATION AND CONCLUSION

High efficiency in predicting the
drug's bioactivity
compared to a normal model
with R-squared = 0.8105 and MSE = 0.4629
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The multi-input model has evolved into a user-friendly website.
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Reduce the time spent on finding the
bioactivity of new drugs that target proteins.


