Figures
Figure 1. Pipeline of the study.
Figure 2. Prediction of the miR-145 binding site on 3’ UTR of ARF6 mRNA. The second line is the part of the first line (ARF6) and the third line is the part of the fourth line (miR-145). The interacting nucleotides were placed near to each other and highlighted by yellow. U: uracil; A: adenine; G: guanine; C: cytosine.
Figure 3. Secondary (A) and tertiary structures (B) of RNA molecules. (1) miR-145; (2) miRNA-target site of ARF6; (3) miRNA-mRNA duplex. The colors denoted the conserved region concerning the structure based on the base-pair probability parameter, from 0 (blue) to 1 (red).
Figure 4. Docking result between (A) miR-145 and (B) miRNA-mRNA duplex with AGO protein. The visualization was done by using PyMOL 2.3.0.
Figure 5. Molecular dynamics of mir-145 and second target site of 3’UTR of ARF6 mRNA. A. The first frame (initial molecule); B. Last frame; C. First and last frames. This shows the clear conformational difference between the initial and last states of the molecule. The visualization was done by using PyMOL 2.3.0.
Figure 6. Time series of free energy (A) and RMSD plot (B) of the molecular dynamics simulation with 3300 ps. The x and y-axis respectively denoted: (A) time and energy (kcal/mol); (B) time (ps) and energy (Å).


Tables
Table 1. Sequences of miR-145 and its predicted target site on ARF6 mRNA.
Table 2. Secondary structure of RNA molecules.
Table 3. Docking scores between miRNA-mRNA duplex and the native ligand (miR-20a) with AGO protein.
Table 4. Intermolecular hydrogen bonds position in: (A) AGO protein sequence and miR-145, as well as (B) AGO protein sequence and miRNA-mRNA duplex. Interaction format was written as protein receptor*-location: nucleic acid ligand**-location.
[bookmark: _GoBack]Table 5. List of hydrophobic interactions between the AGO protein receptor and the nucleic acid ligand. 

