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Laura van Weesep, Rıza Özçelik, Marloes Pennings,
Emanuele Criscuolo, Christian Ottmann, Luc Brunsveld*
and Francesca Grisoni*
Digital Discovery, 2025, 4, 2277–2284 | 2283

http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d5dd90039e


O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

0 
Se

pt
em

be
r 

20
25

. D
ow

nl
oa

de
d 

on
 6

/1
8/

20
26

 2
:2

8:
36

 P
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
PAPERS
2615
2284 | Digital Discovery, 2025, 4, 2277–2284
Development of synthetic chloride transporters
using high-throughput screening and machine
learning

Surid Mohammad Chowdhury, Nada J. Daood, Katherine
R. Lewis, Rayhanus Salam, Hao Zhu*
and Nathalie Busschaert*
2627
Combining DeepH with HONPAS for accurate and
efficient hybrid functional electronic structure
calculations with ten thousand atoms

Yifan Ke, Xinming Qin,* Wei Hu* and Jinlong Yang*
CORRECTION
2639
Correction: Atomate2: modular workflows for materials science

Alex M. Ganose,* Hrushikesh Sahasrabuddhe, Mark Asta, Kevin Beck, Tathagata Biswas, Alexander Bonkowski,
Joana Bustamante, Xin Chen, Yuan Chiang, Daryl C. Chrzan, Jacob Clary, Orion A. Cohen, Christina Ertural, Max
C. Gallant, Janine George, Sophie Gerits, Rhys E. A. Goodall, Rishabh D. Guha, Geoffroy Hautier, Matthew Horton, T.
J. Inizan, Aaron D. Kaplan, Ryan S. Kingsbury, Matthew C. Kuner, Bryant Li, Xavier Linn, Matthew J. McDermott, Rohith
Srinivaas Mohanakrishnan, Aakash A. Naik, Jeffrey B. Neaton, Shehan M. Parmar, Kristin A. Persson, Guido Petretto,
Thomas A. R. Purcell, Francesco Ricci, Benjamin Rich, Janosh Riebesell, Gian-Marco Rignanese, Andrew S. Rosen,
Matthias Scheffler, Jonathan Schmidt, Jimmy-Xuan Shen, Andrei Sobolev, Ravishankar Sundararaman, Cooper Tezak,
Victor Trinquet, Joel B. Varley, Derek Vigil-Fowler, Duo Wang, David Waroquiers, Mingjian Wen, Han Yang, Hui Zheng,
Jiongzhi Zheng, Zhuoying Zhu and Anubhav Jain*
This journal is © The Royal Society of Chemistry 2025

http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d5dd90039e

