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Figure S1. Possible secondary structures of Apt5 predicted by mFold software.

Electronic Supplementary Material (ESI) for Molecular Systems Design & Engineering.
This journal is © The Royal Society of Chemistry 2024



Figure S2. Predictions of the three-dimensional structures of all Apt5 secondary structures as well as their docking with the target molecule, SEA. The tertiary structures 
of the aptamer were predicted by the 3dRNA webserver and docking by the HDOCK webserver.



Figure S3. Analysis of all predictions of the original Apt5 showing the interaction residuals (in green) as well as the type of physicochemical interaction with SEA according 
to the PLIP web tool.



Figure S4. Predictions of the three-dimensional structures of LNA versions as well as their docking with the target molecule, SEA. The tertiary structures correspond to the 
most likely structure of the original Apt5 modified with LNA using BIOVIA software and docking by HDOCK webserver.



Figure S5. Analysis of all predictions of the original Apt5 showing the interaction residuals (in green) as well as the type of physicochemical interaction with SEA according 
to the PLIP web tool.


