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Koray Aydoğan, Maryam Abbasi, Whitney J. Short, Mikayla
Z. Fahrenbruch, Timothy J. Krogmeier,
Anthony W. Schlimgen and Kade Head-Marsden*
1237
Enhancing molecular structure elucidation with
reasoning-capable LLMs

Martin Priessner,* Richard J. Lewis, Magnus J. Johansson,
Jonathan M. Goodman, Jon Paul Janet
and Anna Tomberg*
1252
Bayesian diversity control for batch-based phase
diagram determination

Peiheng Zou, Ryo Tamura and Koji Tsuda*
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/d6dd90014c


O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

8 
M

ar
ch

 2
02

6.
 D

ow
nl

oa
de

d 
on

 3
/1

9/
20

26
 9

:4
1:

37
 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
1257

A physics-informed measurement protocol for
expectation values of fermionic observables

Davide Bincoletto and Jakob S. Kottmann*
This journal is © The Royal Society of Chemistry 2026
1269

Scientific knowledge graph and ontology generation
using open large language models

Alexandru Oarga, Matthew Hart, Andres M. Bran,*
Magdalena Lederbauer and Philippe Schwaller*
1280

A fully differentiable pore network for digital
reconstruction of porous media

Michael McKague, Mohammad Mehrnia, Mohammad
Amin Sadeghi and Jeff Gostick*
1296

A feature-aligned diffusion model for controllable
generation of 3D drug-like molecules

Hao Lu, Zhiqiang Wei, Xiancong Hou, Wenzheng Han,
Yang Zhang* and Hao Liu*
Digital Discovery, 2026, 5, 963–972 | 969

http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d6dd90014c


O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

8 
M

ar
ch

 2
02

6.
 D

ow
nl

oa
de

d 
on

 3
/1

9/
20

26
 9

:4
1:

37
 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
1312
970 | Digital Discovery, 2026, 5, 963–972
An automated sampling workflow for parallel long-
term membrane diffusion cell testing

Claire Benstead, Maria Politi, David S. Bergsman* and Lilo
D. Pozzo*
1325
Deep set model for the automated NMR
fingerprinting of unknown mixtures

Jens Wagner, Kerstin Münnemann, Thomas Specht,
Hans Hasse and Fabian Jirasek*
1340
Precision fragment addition: domain-specific
DeepFrag2 models for smarter lead optimization
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