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Pascal Friederich*
1845
On-the-fly fine-tuning of foundational neural
network potentials: a Bayesian neural network
approach

Tim Rensmeyer,* Denis Kramer and Oliver Niggemann
1868
A symmetry-preserving and transferable
representation for learning the Kohn–Sham density
matrix

Liwei Zhang,* Patrizia Mazzeo, Michele Nottoli,
Edoardo Cignoni, Lorenzo Cupellini and Benjamin Stamm
1881
SALSA: a low-cost self-driving lab modular add-on
for salt solubility assessment for battery electrolytes

Tianyi Zhang, Hongyi Lin, Yuhan Chen and
Venkatasubramanian Viswanathan*
This journal is © The Royal Society of Chemistry 2026

http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d6dd90021f


O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 2

2 
A

pr
il 

20
26

. D
ow

nl
oa

de
d 

on
 6

/2
0/

20
26

 1
2:

43
:4

6 
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
PAPERS
1888

Assessment of molecular dynamics time series
descriptors in protein–ligand affinity prediction

Jakub Poziemski, Artur Yurkevych and Pawel Siedlecki*
This journal is © The Royal Society of Chemistry 2026
1900

Multi-stage Bayesian optimisation for dynamic
decision-making in self-driving labs

Luca Torresi and Pascal Friederich*
1913

Integrating machine learning interatomic potentials
with batched optimization for crystal structure
prediction

Chengxi Zhao,* Zhaojia Ma, Dingrui Fan, Siyu Hu,
Leping Wang, Feng Hua, Weile Jia, En Shao,*
Guangming Tan,* Jun Jiang* and Linjiang Chen*
1925

InSpecLearn4SDL: interpretable spectral features
predict conductivity in self-driving doped
conjugated polymer labs

Ankush Kumar Mishra, Jacob P. Mauthe, Nicholas Luke,
Aram Amassian* and Baskar Ganapathysubramanian*
Digital Discovery, 2026, 5, 1429–1439 | 1439

http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d6dd90021f

