Electronic Supplementary Material (ESI) for Journal of Materials Chemistry B.
This journal is © The Royal Society of Chemistry 2023

Stability and potential degradation of the a',B'-Epoxyketone pharmacophore
on ZnO nanocarriers: insights from reactive molecular dynamics and density
functional theory calculations

Cheherazade Trouki, Susanna Monti and Giovanni Barcaro

R-R dist
A phi (4) = C-N-C-C
Phe psi (y)=N-C,-C-N

N-terminal morpholine

e ‘ Leul

Y

Tetrapeptide

>
@
z
>
180 +——4
-180-150-120-90 -60 -30 0 30 60 90 120 150 180
¢ (deg.)
T T T T T
‘ ]
& - - h
Q ] |
2
B
-180

-180-150-120-90 -60 30 0 30 60 90 120 150 180
¢ (deg.)
Figure S1. Ramachandran plots of the backbone torsional angles of the tetrapeptide CFZ adsorbed on the (0001)Zn-
terminated (top) and (1010) (bottom) surfaces. Each aminoacid is identified by a color: Phe = red; Leul = magenta; hPhe =
black; Leu2 = blue..
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Figure S2 Distributions of various geometrical descriptors of the last 50000 CFZ conformations sampled during the
production RMD on the (0001)Zn-terminated (right) and (1010) (left) surfaces.
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Figure S3 Pair distribution functions obtained from the last 50000 configurations of the RMD simulations in water
solution on the (0001)Zn-terminated surface.



