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Figure S1. Metachromin C could dock into the DNA binding site of TOPOL1.
(A) Three possible docking sites of Metachromin C, cited as 1-5, were found in the
interface of the TOPO 1-DNA complex. Site 1 was the best choice for docking
simulation. (B) Detailed interaction of Metachromin C at site 1. A LigandFit module
was used to find the docking sites of Metachromin C at the interface of the TOPO1-

DNA complex. (C) The interaction between Metachromin C and TOPO 1, the



hydrogen bonds formed at Lys216 and Lys439 of TOPO1 were shown.
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S2. The binding mode of Metachromin C to CT DNA is through

intercalation.

(A) Absorption spectra of Metachromin C in Tris-HCI buffer upon addition of CT-DNA.

[Metachromin C] = 2.0 uM, [DNA] = 5-30 uM. The arrow shows that the absorption

intensity decreases upon increasing the DNA concentration. (B) Plot of [DNA]/ (ea —

ef) versus [DNA] for the titration of the title compound with CT-DNA. (C)

Fluorescence quenching curve of EB bound to DNA for Metachromins C. [DNA] =5

uM, [EB] =5 uM and [ METACHROMIN C] = 0-50 uM. (D) Stern—Volmer graph
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representing the fluorescence titration of Metachromin C with CT-DNA.




