[bookmark: OLE_LINK1]Structure description
CuAc2-SSZ-13_A: a mononuclear CuAc2 at the center of an 8-member ring (8MR) window;
CuAc2-SSZ-13_B: the transition state of the diffusion of CuAc2;
[bookmark: _GoBack]CuAc2-SSZ-13_C: a mononuclear CuAc2 in the middle of a CHA cage.

