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Supplementary Figure 1. Schematic 2-D and 3-D representations detailing the interactions of NPA019556 with protein residues after Glide XP docking. Residues involved in hydrogen bonding interactions are highlighted in yellow in the 3-D scheme.
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Supplementary Figure 2. Schematic 2-D and 3-D representations detailing the interactions of NPA032945 with protein residues after Glide XP docking. Residues involved in hydrogen bonding interactions are highlighted in yellow in the 3-D scheme.
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Supplementary Figure 3. Schematic 2-D and 3-D representations detailing the interactions of MRTX1133 with protein residues after Glide XP docking. Residues involved in hydrogen bonding interactions are highlighted in yellow in the 3-D scheme.
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Supplementary Figure 4. (A) Produce PCA dimension plots illustrating the first three principal components and display the cumulative percentages of variance covered by all eigenvectors for the KRAS G12D-NPA019556 structure. The color spectrum, transitioning from blue to red, delineates conformational alterations across the simulation. Blue dots signify the initial timesteps, white dots depict intermediate stages, and red dots denote the concluding timesteps. (B) The flexibility analysis of the KRAS G12D-NPA019556 structure reveals the Root Mean Square Fluctuation (RMSF) values of C-alpha atoms within the system.
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Supplementary Figure 5. (A) Produce PCA dimension plots illustrating the first three principal components and display the cumulative percentages of variance covered by all eigenvectors for the KRAS G12D-NPA032945 structure. The color spectrum, transitioning from blue to red, delineates conformational alterations across the simulation. Blue dots signify the initial timesteps, white dots depict intermediate stages, and red dots denote the concluding timesteps. (B) The flexibility analysis of the KRAS G12D-NPA032945 structure reveals the Root Mean Square Fluctuation (RMSF) values of C-alpha atoms within the system.
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Supplementary Figure 6. (A) Produce PCA dimension plots illustrating the first three principal components and display the cumulative percentages of variance covered by all eigenvectors for the KRAS G12D-MRTX1133 structure. The color spectrum, transitioning from blue to red, delineates conformational alterations across the simulation. Blue dots signify the initial timesteps, white dots depict intermediate stages, and red dots denote the concluding timesteps. (B) The flexibility analysis of the KRAS G12D-MRTX1133 structure reveals the Root Mean Square Fluctuation (RMSF) values of C-alpha atoms within the system.
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