Supplementary Information
Supplementary Figure
Figure S1: Analysis of the trajectories in 150 ns MD simulations for the 4 phytochemical hits (P1, P2, P7 and P8) in complex with RVFV-CBD. Note that, these 4 phytochemicals were found to be unstable in the protein-ligand complex during the MD simulation. (a) RMSD of Cα atoms of the amino acid residues in the protein. (b) RMSD of the heavy atoms of the 4 potential phytochemical inhibitors (P1, P2, P7 and P8).
Supplementary Tables
Table S1: List of 84 phytochemicals common to the top 10% based on the docking binding energy for 11 protein structures namely, the prepared crystal structure and 10 cluster centers. For each phytochemical, we provide the PubChem identifier and chemical structure in canonical SMILES format.
Table S2: List of 37 phytochemicals identified after employing the non-covalent interaction filter in the stage 4 of our virtual screening workflow depicted in Figure 2. For each phytochemical, we provide the PubChem identifier, binding energy from molecular docking in kcal/mol and toxicity class predicted from ProTox-II (https://tox-new.charite.de/protox_II/). The list of 9 phytochemicals which are shaded in blue (Toxicity class: Class 6 or Class 5) were shortlisted for stability analysis using MD simulations.  
Table S3: Chemical classification, physicochemical, drug-likeness, absorption and distribution properties, metabolism properties and toxicity properties for the top 9 phytochemical hits of RVFV-CBD identified in this study. For each phytochemical, we provide the phytochemical symbol, PubChem identifier, chemical name; chemical classification such as kingdom, superclass, class and subclass, as predicted by ClassyFire; physicochemical properties such as molecular weight in g/mol, LogP (Partition coefficient), molar refractivity, topological polar surface area in Å², number of hydrogen bond acceptors, number of hydrogen bond donors, total number of atoms, number of rotatable bonds, shape complexity (fraction of carbon atoms that are sp3 hybridized), stereochemical complexity (fraction of carbon atoms which are stereogenic), as predicted by RDKit; drug-likeness properties such as Lipinski's RO5 filter (Lipinski's rule of 5 filter), QEDw (weighted quantitative estimate of drug-likeness), QEDuw (unweighted quantitative estimate of drug-likeness), as predicted by RDKit, leadlikeness - number of violations, synthetic accessibility, as predicted by SwissADME; absorption and distribution properties such as solubility class using ESOL method, solubility class using method by Ali et al., solubility class using Silicos-IT, gasterointestinal absorption, skin permeation (log Kp cm/s), blood brain barrier permeation, bioavailability score, as predicted by SwissADME; metabolism properties such as P-glycoprotein substrate, cytochrome P450 1A2 inhibitor, cytochrome P450 2C19 inhibitor, cytochrome P450 2C9 inhibitor, cytochrome P450 2D6 inhibitor, cytochrome P450 3A4 inhibitor, as predicted by SwissADME; and toxicity property PAINS - number of alerts predicted by SwissADME. Values are shown up to 2 decimal places.

