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Figure S1. Docking profiles for digoxin-4RENT (deep teal), 1a (green), 1b (magenta), 1c (orange), and 1d (gray) and
NKA. A, D, G, ], and M, the interacting residues are represented by slate sticks; B, E, H, K, and N, the interacting residues
are represented by gray surfaces; C, F, I, L, and O, the perspectives were obtained by a 120-degree-rotation of NKA to
the left, and the interacting residues are represented by slate sticks.

Figure S2. Docking profiles for digoxin-4RENT (deep teal) and 1e (green) and 1f (magenta) and NKA. A and D,
overlapped docking profiles for digoxin-4RENT, 1e, or 1f and NKA, with no interacting residues represented; B and E,
overlapped docking profiles for digoxin-4RENT, 1e, or 1f and NKA, with the interacting residues represented by gray
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surfaces; C and F, docking profiles for 1e or 1f and NKA, with the interacting residues represented by slate sticks
(digoxin-4RENT, deep teal; 1e, green; 1f, magenta.
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Figure S3. Docking profiles for 2a (green), 2b (magenta), 2c¢ (salmon), and 2d (gray). A, B, C, and G, the interacting
residues are represented by slate sticks; D, E, F, and H, the interacting residues are represented by gray surfaces.

Figure S4. Overlapped docking profiles for digoxin-4RET, 1c, or 2a-2d and NKA (2a, green; 2b, magenta; 2¢, salmon;
2d, gray; 1c, brown; and digoxin-4RET, deep teal).
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Figure S5. Docking profiles for 3a (green), 3b (magenta), 3¢ (salmon), 3d (gray), and 3e (yellow). A, B, C, G, and I, the
interacting residues are represented by slate sticks; D, E, F, H, and ], the interacting residues are represented by gray
surfaces.



