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Fig. S1. PDOS plot shows the atoms involved in the intermolecular interactions of the energetically
favorable methylerlotinib on C,4 nanocage, (b) methylerlotinib@C,4-nanocage, (c¢) B{,N,-nanocage, (d)
methylerlotinib@B,,N,-nanocage, (e) Csy-nanocage, (f) methylerlotinib@Cs,-nanocage, (g) BisNie-
nanocage, and (h) methylerlotinib@B;sN;s-nanocage.



