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SUPPLEMRNTARY MATERIALS
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Figure S1. FElectron localization function calculated for chloroquine drug
loaded on (a) CeoF2, (b) CeoFas, (C) C60Ni2+, (d) C60F2Ni2+, and (e) C60F48Ni2+. Figure
is plotted with Quantum ATK software [54].



ﬂ — Drug

| — Gy
|| =%

| partial DOS
§

» \
— . MMA Ai A '!.'L ‘:')_J' A-.__;'
4 2

—6 0 2 4
energy, eV
(2)
| | | | | | |
— Drug
o Cso
8 “ — Ni2+
= —— Fluorine
2, |
.~ A WSARAIA A ‘ A RN
0 2 4

-6 -4 2
energy, eV

(b)

6




— Drug

C60
wn
8 — N]2+
= —— Fluorine
b=
=
.

energy, eV
(c)

Figure S2. Partial densities of state calculated for chloroquine drug loaded on
(a) CeoNi*", (b) CeoF2Ni*", and (¢) CeoF4sNi**. Zero energies correspond to the
arithmetic mean of the frontier HOMO and LUMO orbitals. The calculated energies

of molecular orbitals are broadened by Gaussian curves with c =0.1 eV.



