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Alejandro Vásquez-Espinal, Filiberto Ortı́z-Chi,
William Tiznado, Fernando Murillo* and Gabriel Merino*

7938 | Phys. Chem. Chem. Phys., 2024, 26, 7935–7949 This journal is the Owner Societies 2024

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 0

6 
M

ar
ch

 2
02

4.
 D

ow
nl

oa
de

d 
on

 3
/2

2/
20

26
 1

2:
31

:4
5 

PM
. 

 T
hi

s 
ar

tic
le

 is
 li

ce
ns

ed
 u

nd
er

 a
 C

re
at

iv
e 

C
om

m
on

s 
A

ttr
ib

ut
io

n 
3.

0 
U

np
or

te
d 

L
ic

en
ce

.
View Article Online

http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d4cp90051k


RESEARCH PAPERS

8094

Axial–equatorial equilibrium in substituted cyclo-
hexanes: a DFT perspective on a small but complex
problem
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