Wat2

O
Wat1

Figure S1. Control docking results (a) Superposition of the actual binding mode (ligfl‘t \magenta) and the simulated
docking pose (cyan) of the carboxamide derivative on the crystal structure of SIRT1 (PDB code 4ZZI) with RMSD
of 1.3 A. (b) Superposition of the actual binding mode (yellow) and the simulated docking pose (light pink) of
SirReal2 on the crystal structure of SIRT2 (PDB code 4RMH) with RMSD of 0.4 A. Static water molecules are
represented as yellow dots.



