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Fig. S1. Re-docking of CKI-7 and Hydrogen bond molecular surface representation of ANF on the nucleotide-binding
site of 302J. A) Ribbon representation of CKI-7 redocked on nucleotide binding site of 3Q2J and B) Hydrogen bond
molecular surface representation of nucleotide binding site of 3Q2J complexed with ANF.



Fig. S2. Superposition of the site-directed and blind docking results of ANF20OHC and ANF2OHCC on the NBS of
302J. A) Ribbon representation of 3Q2J with the site-directed and blind docking poses of ANF2OHC. B) Ribbon
representation of 3Q2J with the site-directed and blind docking poses of ANF2OHCC. In orange is depicted ANF2OHC
docked in a box dimension of 30 x 30 x 30 A, and in light green, docked in a box of 50 x 50 x 50 A. In blue is depicted
ANF20HCC docked in a box dimension of 30 x 30 x 30 A, and in light pink, docked in a box of 50 x 50 x 50 A.



Fig. S3. Superposition of docked poses on the NBS of 302J. A) Ribbon representation of superposition of ANF and
ANF20HC on the nucleotide-binding site of 302J. B) Ribbon representation of superposition of NF20OHC and
ANF20OHCC on the nucleotide-binding site of 3Q2J.



Fig S4. Snapshots of the ANF2OHC and ANF2OHCC highlight the pose in the NBS of the 3Q02J during molecular
dynamics simulations. A) Snapshot of 25 ns of 302J-ANF2OHC MDS and B) 100 ns. C) Snapshot of 25 ns of 302J-
ANF20HCC MDS and D) 100 ns.
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Fig. S5. Analysis of 2D diagrams of 302J- ANF2OHC complex interactions over 100 ns of molecular dynamics
simulations. 4) Snapshot of 25 ns, B) 50 ns, C) 75ns and D) 100 ns.
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Fig. S6. Analysis of 2D diagrams of 302J- ANF20HCC complex interactions over 100 ns of molecular dynamics
simulations. 4) Snapshot of 25 ns, B) 50 ns, C) 75ns and D) 100 ns.



