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Table S1. Computed electronic energies with the 6-31G(d,p) basis set, in a.u., and ligand affinities,
in kcal.mol!, against experimentally determined ICso values, mol. The model quadruplex energy at
wB97XD is Eqz = -4939.424743 a.u.; Eqs = -7709.073670 a.u.; EL - ligand energy; Qu — the complex lig-
and.quadruplex energy; Aqu: ligand affinity. Top row: wB97XD/6-31G(d,p); bottom row: RI-
MP2/6-31G(d,p)//wB97XD; Eq = -4927.803098 a.u.. For some of the ligands and the respective com-
plexes, more than one minimum has been located due to low-energy tautomerization or rotation
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Table S2. Q2.Ligand 1—atomic coordinates of the two-layered G4-quadruplex complex, Gaussian

format, wB97XD/6-31G(d,p).
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Figure S1. The optimized complex of the most active ligand 1, having the lowest ICso, “concave”
form, with the model two-layered G-quadruplex. The computed stabilization energy at
wB97XD/6-31G(d,p) is 39.04 kcal mol.



3

b

%4
@

J

Figure S2. The optimized complex with the most active ligand 1, having the lowest ICso, “concave”
form, with the model three-layered G-quadruplex. The computed stabilization energy at
wB97XD/6-31G(d,p) is 41.53 kcal mol.



