
O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 2

1 
Ja

nu
ar

y 
20

26
. D

ow
nl

oa
de

d 
on

 3
/1

1/
20

26
 5

:5
7:

10
 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

.

Digital Discovery
rsc.li/digitaldiscovery
The Royal Society of Chemistry is the world's leading chemistry community. Through our high impact journals and publications we
connect the world with the chemical sciences and invest the profits back into the chemistry community.

IN THIS ISSUE

ISSN 2635-098X CODEN DDIIAI 5(1) 1–466 (2026)

View Article Online
View Journal  | View Issue
Cover
See Keith A. Brown et al.,
pp. 14–27. Image reproduced
by permission of Adedire D.
Adesiji from Digital Discovery,
2026, 5, 14.
This journal is © The Royal Society o
f Chemistry 2026
Inside cover
See Connor Forster and
Carolin Müller, pp. 98–107.
Image reproduced by
permission of C. Forster and
C. Müller from Digital
Discovery, 2026, 5, 98.
D

REVIEWS
14

Benchmarking self-driving labs

Adedire D. Adesiji, Jiashuo Wang, Cheng-Shu Kuo
and Keith A. Brown*
28

Deep learning methods for 2D material electronic
properties

Artem Mishchenko,* Anupam Bhattacharya,*
Xiangwen Wang, Henry Kelbrick Pentz, Yihao Wei
and Qian Yang
igital Discovery, 2026, 5, 3–13 | 3

http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d6dd90003h
https://pubs.rsc.org/en/journals/journal/DD
https://pubs.rsc.org/en/journals/journal/DD?issueid=DD005001


O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 2

1 
Ja

nu
ar

y 
20

26
. D

ow
nl

oa
de

d 
on

 3
/1

1/
20

26
 5

:5
7:

10
 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
Royal Society of Chemistry 
approved training courses
Explore your options.
Develop your skills.
Discover learning 
that suits you.

Courses in the classroom, 
the lab, or online 

Find something for every 
stage of your professional 
development. Search our 
database by:

• subject area  
• location  
• event type  

• skill level

Members get at least 10% off

Visit rsc.li/cpd-training

Registered charity number: 207890

SAVE 
10%

http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d6dd90003h


O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 2

1 
Ja

nu
ar

y 
20

26
. D

ow
nl

oa
de

d 
on

 3
/1

1/
20

26
 5

:5
7:

10
 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
COMMUNICATIONS
64

Chemically motivated simulation problems are
efficiently solvable on a quantum computer

Philipp Schleich,* Lasse Bjørn Kristensen, Jorge
A. Campos-Gonzalez-Angulo, Abdulrahman Aldossary,
Davide Avagliano, Mohsen Bagherimehrab,
Christoph Gorgulla, Joe Fitzsimons
and Alán Aspuru-Guzik
This journal is © The Royal Society of Chemistry 2026
88

Efficient simulation of complex fluid phase diagrams
with Bayesian optimization

Steven G. Arturo, Clyde Fare, Kaoru Aou, Dan Dermody,
Will Edsall, Jillian Emerson, Kathryn Grzesiak,
Arjita Kulshreshtha, Paul Mwasame, Edward
O. Pyzer-Knapp and Jed Pitera*
TECHNICAL NOTE
93

Commit: Digital pipette: open hardware for liquid
transfer in self-driving laboratories

Naruki Yoshikawa,* Kevin Angers, Kourosh Darvish,
Sargol Okhovatian, Dawn Bannerman, Ilya Yakavets,
Milica Radisic* and Alán Aspuru-Guzik*
PAPERS
98

From handbooks to high-throughput: rule-based
prediction of electronic absorption maxima from
SMILES with ChromoPredict

Connor Forster and Carolin Müller*
Digital Discovery, 2026, 5, 3–13 | 5

http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d6dd90003h


O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 2

1 
Ja

nu
ar

y 
20

26
. D

ow
nl

oa
de

d 
on

 3
/1

1/
20

26
 5

:5
7:

10
 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
PAPERS
108
6 | Digital Discovery, 2026, 5, 3–13
Active learning meets metadynamics: automated
workflow for reactive machine learning interatomic
potentials

Valdas Vitartas, Hanwen Zhang, Veronika Juraskova,
Tristan Johnston-Wood and Fernanda Duarte*
123
Extrapolating beyond C60: advancing prediction of
fullerene isomers with FullereneNet

Bin Liu, Jirui Jin and Mingjie Liu*
134
Quantum state preparation of multiconfigurational
states for quantum chemistry

Gabriel Greene-Diniz,* Georgia Prokopiou, David
Zsolt Manrique and David Muñoz Ramo
153
One step retrosynthesis of drugs from commercially
available chemical building blocks and conceivable
coupling reactions

Babak Mahjour, Felix Katzenburg, Emil Lammi
and Tim Cernak*
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/d6dd90003h


O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 2

1 
Ja

nu
ar

y 
20

26
. D

ow
nl

oa
de

d 
on

 3
/1

1/
20

26
 5

:5
7:

10
 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
PAPERS
161

Mol2Raman: a graph neural network model for
predicting Raman spectra from SMILES
representations

Salvatore Sorrentino,* Alessandro Gussoni,
Francesco Calcagno, Gioele Pasotti, Davide Avagliano,
Ivan Rivalta, Marco Garavelli and Dario Polli*
This journal is © The Royal Society of Chemistry 2026
177

Workflows and principles for collaboration and
communication in battery research

Yannick Kuhn, Bhawna Rana, Micha Philipp,
Christina Schmitt, Roberto Scipioni, Eibar Flores,
Dennis Kopljar, Simon Clark, Arnulf Latz
and Birger Horstmann*
193

PEMD: a high-throughput simulation and analysis
framework for solid polymer electrolytes

Shendong Tan, Bochun Liang, Dexin Lu, Chaoyuan Ji,
Wenke Ji, Zihui Li and Tingzheng Hou*
203

High throughput tight binding calculation of
electronic HOMO–LUMO gaps and its prediction for
natural compounds

Sascha Thinius
Digital Discovery, 2026, 5, 3–13 | 7

http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d6dd90003h


O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 2

1 
Ja

nu
ar

y 
20

26
. D

ow
nl

oa
de

d 
on

 3
/1

1/
20

26
 5

:5
7:

10
 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
PAPERS
214
8 | Digital Discovery, 2026, 5, 3–13
Computational design of polypeptide-based
compartments for synthetic cells

Jianming Mao, Yongkang Xi, Armin Shayesteh Zadeh,
Allen P. Liu and Andrew L. Ferguson*
231
An automated evaluation agent for Q&A pairs and
reticular synthesis conditions

Nakul Rampal, Dongrong Joe Fu, Chengbin Zhao, Hanan
S. Murayshid, Albatool A. Abaalkhail, Nahla E. Alhazmi,
Majed O. Alawad, Christian Borgs,* Jennifer T. Chayes*
and Omar M. Yaghi*
241
SynCat: molecule-level attention graph neural
network for precise reaction classification

Phuoc-Chung Van Nguyen, Van-Thinh To,
Ngoc-Vi Nguyen Tran, Tieu-Long Phan,* Tuyen
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