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Supplementary Figure S1
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Figure S1. Predicted secondary structures of (4) Al, (B) ;42 and (C) miR21 oligonucleotides géﬁerated from the
UNAFold Web server 1]
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Figure S2 The input 3D structure of the interacting systems
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Figure S3 (4) miR21 (1.11 uM) — Al (2.22 uM) interaction with (red) or without (black) thermal denaturation
of aptamers, (B) miR21 (1.11 uM) — A2 (2.22 uM) interaction with (red) or without (black) thermal
denaturation of aptamers, (C) miR21 (1.11 uM) — Al (2.22 uM) interaction (C) in the presence (red) or in the

absance (black) of Mg(Il) ions

Supplementary Figure S4



2,800

- A2 @GNRs + anti-miR21
2,600 - _A2 @GNRs + miR21
— A2 @GNRSs + random
- A2 @GNRs + miR21-sp

Radius of Gyration (nm)
8

Time (ns)

Figure S4 Radius of gyration profiles for the binary interacting systems with A2@GNRs
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Figure S5 Atomic RMS fluctuations for all interacting complexes.
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Figure S6 Average angles (left) and solvent exposure surface area (right) measurements for the ternary
interacting systems.
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Figure S7 RMSF extracted from PCA analysis of the first 4 vectors for Al — A2 — APT interacting systems
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