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Figure S1: Chemical structure of 19 neem tree extracts used in this study.
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Figure S2: Convergence free energies profiles for three CVs used in this study.
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Figure S3: Gaussian height evolution for CV1-CV2 and CV2-CV3. The systems started ac-
cumulating the bias at one local minimum, as the course of simulation time the bias added
kept on growing and the Gaussian height progressively decreased. However, in the first 5 to
10 ns the systems escaped local minima and explored another phase spaces, which restored the
Gaussian height to the initial value and started decreasing again. As the time progresses, the
Gaussian height become smaller and the systems diffused with the entire CVs.
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Figure S4: Block analysis of a metadynamics simulation using CV1.

Figure S5: The interaction of azadirachtin H with residues at the spike RBD-ACE2 interface.
Coordinates were taken at 0.503,0.32 for CV2 and CV1, respectively.
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