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Figure S1: Selected structures from ABF simulations and their ligand—-G

Colour code is the same as in Figure 2.
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Figure S2: Average distances between selected bases and the top G-quartet (left) or a ligand
(right) along a path of minimum free energy. The distances were computed from the coordinate
origin.
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Figure S3: Potential of mean force along a minimum energy path. The distances were computed
from the coordinate origin.
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Figure S4: RMSD of A) G-quadruplex an
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Figure S5: RMSF of G-quadruplex’s residues in complexes.
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Figure S6: Distances
top G-quartet.

o)}

(6]

TCHOPyP4
\ [
H W 1)

,'AH'

e g i e

0 20 40 60 80
time / ns

between the geometric cen

’I li

‘”

l P
Wl I

IH‘ ”\ ’"'” ,,‘ g. ‘\l IW i ’M’ ”M ““ ‘.W “

20

| W‘

TTTTT

\\ ’\!

l\

it

.'!l
il

Q\‘“ ﬁw&m

il

w Wﬁhl il

ters of the ligands and each guani

IIIII

— G4
— G8
— G13
— G17

ine from the



