Supplemental Materials:
Molecular Origin of the Prepeak in the
Structure Factor of Alcohols

Aziz Ghoufi*

Institut de Physique de Rennes, IPR, CNRS-Université de Rennes 1, UMR CNRS 6251,
35042 Rennes, France.

E-mail: aziz.ghoufi@univ-rennesl.fr

S1



a) b)

LI I LI t 2'0 _| LI I LI I LI I LELEL I LELEL I LI :L:E LI _L
8 x10° = L [— B BATER) : ]
........ ] L |- nHB (TBA-SIOH) 1
- [)) B T
] =) 15+ -
. 6 = 3 i 1
= E - 3
ks - 1 & 1of ]
o ab = — i |
3 C ] 5 i ]
Q o E a L 4
c ] m - 4
1% o :
0k : 0] —— ~ ]

2 4 6 8 10 12 14 2 4 6 8 10 12 14

r(A) r(A)

Figure S1: a) Profile of the density of centre of mass of TBA and TOL confined in the
SiOH-R12 along the radial direction. b) Profile of the hydrogen bonds number between
TBA molecules and between TBA and the silanol groups (SiOH) along the radial

direction of the SiIOH-R12 porous material.
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Figure S2: Connoly’s surface representation of TBA/TOL binary mixture such that
TOL and TBA molecules are represented in cyan and red colors, respectively.
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Figure S3: Profile of the density of centre of mass of TBA and TOL confined in the
CNT along the radial direction.
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Figure S4: Cluster size distribution of TBA molecules for the TBA/TOL binary
mixture confined in SiOH-R6.
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Figure S5: Profile of the density of centre of mass of TBA and TOL confined in the
weakly hydrated (WH) silica porous material of radius of 12 A along the radial
direction.
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