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Figure S1. Binding mode of a-ImI monomer and dimer. (A, B) represent the binding mode of a-Iml of
the dimer (light blue) with ha7 nAChR, and (C, D) represent the binding mode of a-ImI monomer (deep
blue) with the same binding sites of ha7 nAChR.
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Figure S2. Characterization chart of secondary structure of each a-Iml in 2xIml-dendrimer. A represents
the secondary structure diagram of two a-Iml monomers. B represents the secondary structure diagram
of two a-Iml in 2XImI-dendrimer. Color key for secondary structure plots are as follows: T (Turn); E

(Extended configuration); B (Isolated bridge); H (Alpha helix); G (3-10 Helix); I (Pi-helix); C (coil).

Figure S3. Conformational superposition diagram of the linker. (A) Frames extracted in the former 14 ns

with even time intervals and the last frame (green) at 50ns. (B) The averagely extracted frames from 14th

ns to 34th ns and the last frame (green) in 50ns.



Figure S4. Cluster analysis diagram of the linker between 34 ns to 50 ns. 3549 - 4949 represent the

extracted conformation number. The ha7 nAChR was shown in green and two parts of the linker was

colored in orange (UNKD9) and purple (UNKS), respectively.
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Figure S5. 2D interaction diagrams of the linker. (A) Binding mode of UNK9/ha7-nAChR; (B) Binding
mode of UNK8/ha7-nAChR.
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Figure S6. H-bond analysis of UNK with ha7 nAChR. (A) Evolution of the distance between O atom of
UNKY and H atom of E644/C645 in ha7 nAChR. (B) Evolution of the distance between O atom of UNK8
and H atom of K808 in ha7 nAChR.
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Figure S7. Flowchart for building the a-ImI dendrimer model. The UNK8 and UNK9 represent the PEG
spacer unit. The peptide fragment consists of 7 amino acid residues (Lys-Gly-Arg-Arg-Arg-Arg-Gly).

Table S1. Assigned partial charges for the UNK8/UNK9
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