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Jiefang Zhu, Rajeev Ahuja and Wei Luo*

912

Active D-learning with universal potentials for
global structure optimization

Joe Pitfield, Mads-Peter Verner Christiansen and
Bjørk Hammer

24 | Phys. Chem. Chem. Phys., 2026, 28, 3–27 This journal is the Owner Societies 2026

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 0

7 
Ja

nu
ar

y 
20

26
. D

ow
nl

oa
de

d 
on

 1
/2

4/
20

26
 1

2:
24

:3
2 

A
M

. 
 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/d6cp90003h


RESEARCH PAPERS

927

High-performance hematite-integrated perovskite
solar cells

Mustafa Kareem,* Ethar Yahya Salih, Malatesh Akkur,
Satish Kumar Samal, Sridharan Sundharam and
Sanjeev Kumar

938

Theoretical study of Si/C alternately substituted
annulenes with a belt structure

Takako Kudo,* Katherine N. Ferreras, Taiji Nakamura,
Akira Imanishi, Ryuta Ikutomo and Mark S. Gordon*

953

Strain-selected magnetic ordering in 1T0a-CrXY
(X, Y = S, Se, Te) monolayers

Deju Zhang and Yanning Zhang*

960

A TMA and DSC study of the kinetics of the
solid-state reaction in an Al2O3–Y2O3 system

Nathan Kerkad, Loı̈ck Bonnet, Loic Favergeon,
Alexandre Maı̂tre and Rémy Boulesteix*
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