Electronic Supplementary Material (ESI) for Nanoscale Advances.
This journal is © The Royal Society of Chemistry 2024

Supporting Information

Coegt s * * 90"® $ g, Ot T et oo v 4
a) | 0,:..:..‘: phg B :.-. av® e e .-‘.,o b)
e et a % s st L:r e le ot of 0
0’ b 2 2 Fagtay Te gt 00 we e et e
ealf el rsee Ta at wat 0, Mot et e,
a-’...- ﬂ'g.c...o'qfo'...\ 1“'. 223 %s
L] - - L L .
T P 528 00 50 8 A WAl el Jaw ol
5 > » . et v v 2% ees
. . N

o ® .

s BE
»

b? £37e0 ",

v S

L
L 20 ®s @' g _¢® ®5e
o ot gat PRI
s A A

Figure S1: Top view of the snapshots of (a) bottom layer and (b) top layer seen from top in
the case of scenario B after equilibration. The black dashed circles show the presence of square
ice pattern in these water structures.

Table S1: LJ potential coefficients used for various pair of atoms used in the simulations (*
denotes any atom type out of Au, C, O and H)

Atom Pairs £ (meV) 6 (A)
Au-C 8 3.42
Au-0 25.5 3.6

C-0 6.74 3.17
0-0 4.06 3.19
H-* 0 0




