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Figure S1. Superimposed alphafold models of IP-GG-iRGD-cl (A) and IP-GG-LinTT1-cl (B). Neuropilinl is
shown as a white cartoon, the 50 peptide models are shown as blue transparent ribbons and the best peptides were

shown in colored cartoons according to scatterplot colors (orange and red) in Figure 1, for the same models the

peptide atoms were shown as colored sticks.
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Figure S2. Dynamic of IP-GG-LinTT1-cl peptide and its interaction with Neuropilin-1. (A) The left panel
displays Neuropilin-1 backbone atoms RMSD to the initial alphafold model colored by simulation replicas, the right
panel displays RMSD of peptide backbone atoms to the initial alphafold model after structure fitting on the
Neuropilin-1 backbone atoms, colored by simulation replicas. (B) Detail of salt bridges between peptide IP-GG-
LinTT1-cl and Neuropilin-1, each plot represents a salt bridge labeled on the left as a bar code plot colored by
replicas. A salt bridge is considered if the distance between, on one side, Arginine C; atoms and Lyzine N¢ atoms
and on the other side, Aspartic acid Cy and Glutamic acid Cs atoms was below 5.0 A. (C) Structural landscape
explored by the peptide backbone during MD simulation. Principal Component Analysis (PCA) was applied to the
four MD simulation replicas. Projection of first (64% of variance, x-axis) and second (13% of variance y-axis) PCA
modes computed on peptide backbone atoms after trajectory fitting on receptor backbone atoms is colored according
to cluster number. Clusterization was made using the HDBSCAN algorithm[1]. For each cluster, the closest frame
in terms of RMSD to the average cluster structure is shown around the plot. Peptide is represented as a red cartoon,

as the Neuropilin-1 is depicted as a blue cartoon. The peptide residues R23 and R26 are depicted as orange licorice

and Neuropilin-1 D320 residue is shown as yellow licorice.
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Figure S3. Dynamic of IP-GG-iRGD-clp peptide and its interaction with Neuropilin-1. (A) The left panel
displays Neuropilin-1 backbone atoms RMSD to the initial alphafold model colored by simulation replicas, the right
panel displays RMSD of peptide backbone atoms to the initial alphafold model after structure fitting on the
Neuropilin-1 backbone atoms, colored by simulation replicas. (B) Detail of salt bridges between peptide IP-GG-
LinTT1-cl and Neuropilin-1, each plot represents a salt bridge labeled on the left as a bar code plot colored by
replicas. A salt bridge is considered if the distance between, on one side, Arginine C; atoms and Lyzine N¢ atoms
and on the other side, Aspartic acid Cy and Glutamic acid Cs atoms was below 5.0 A. (C) Structural landscape
explored by the peptide backbone during MD simulation. Principal Component Analysis (PCA) was applied to the
four MD simulation replicas. Projection of first (70% of variance, x-axis) and second (10% of variance y-axis) PCA
modes computed on peptide backbone atoms after trajectory fitting on receptor backbone atoms is colored according
to cluster number. Clusterization was made using the HDBSCAN algorithm[1]. For each cluster, the closest frame
in terms of RMSD to the average cluster structure is shown around the plot. Peptide is represented as a red cartoon,

as the Neuropilin-1 is depicted as a blue cartoon. The peptide residues R23 and R26 are depicted as orange licorice

and Neuropilin-1 D320 residue is shown as yellow licorice.
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