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Figure S1. f+ Fukui functions of the 5280805 (A), 5280343 (B), 5280863 (C) and 5280445 (D).
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Figure S2. f- Fukui fu nctions of the 5280805 (A), 5280343 (B), 5280863 (C) and 5280445 (D).
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Figure S3. Root mean square fluctuation of Aurora kinase A in the presence of the molecules were depicted for the entire 100 ns simulation. 
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Figure S4. Potential energy plots of MD simulation for 3H10 (Aurora kinase A) complexes in simulations of100 ns. 
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Figure S5. Total energy plots of MD simulation for 3H10 (Aurora kinase A) complexes in simulations of100 ns.
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Figure S6. Pressure plots of MD simulation for 3H10 (Aurora kinase A) complexes in simulations of100 ns.
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Figure S7. Temperature plots of MD simulation for 3H10 (Aurora kinase A) complexes in simulations of 100 ns.
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Figure S8. The time evolution of the radius of gyration of 3H10 (Aurora kinase A) complexes.
