Molecular dynamics simulations
The dynamics of the docked NAR-TARGET PROTEIN complex was investigated through molecular dynamics simulations. For the simulations, NAR-target protein complex was used as the starting structure, with non-phosphorylated target protein described by CHARMM36 force field (Best et al., 2012). The parameters for NAR were derived using Swiss-Param web-server using CHARMM topology (Zoete et al., 2011).The structure was solvated using TIP3P water model (Price & Brooks, 2004) in a cubic box of edge-distance of 12Å, and neutralized with 0.1M NaCl. The simulation system was subjected to energy minimization using the steepest-descent method for 50,000 steps to bring the system to local minima. Position restraints were subsequently imposed on the heavy atoms of protein and ligand, and the system was subjected to heating equilibration for 1ns under NVT ensemble with 0.002ps timestep. The temperature was maintained at 310K using a modified Berendsen thermostat (Lemak & Balabaev, 1994). Following the heating equilibration, further equilibration under NPT ensemble was performed for 3ns. The temperature was maintained using the modified Berendsen thermostat; Pressure of 1atm was maintained using Berendsen Barostat (Lemak & Balabaev, 1994). Upon completion of equilibration steps, the position restraints were relaxed and production simulations were performed with the same parameters as mentioned above, with a time-step of 0.002ps for 100ns, with pressure maintained using Parrinello-Rahman barostat (Rahman, 1981). All the above-mentioned preparatory steps and production simulations were performed using GROMACS 2020.4 program (Berendsen et al., 1995). Upon completion of the simulation, the simulation trajectory was  processed to remove PBC-based artifacts using GROMACS program, further analyses were performed and the simulation trajectory was visualized using VMD program (Humphrey et al., 1996).
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