
O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

2 
Ju

ne
 2

02
4.

 D
ow

nl
oa

de
d 

on
 4

/1
/2

02
6 

3:
29

:1
5 

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

.

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 3(6) 1073–1248 (2024)

View Article Online
View Journal  | View Issue
Cover
See Michael Nosonovsky,
Ekaterina V. Skorb et al.,
pp. 1101–1107. Image
reproduced by permission of
the authors from Digital
Discovery, 2024, 3, 1101.
This journal is © The Royal Society o
f Chemistry 2024
Inside cover
See Francisco J. Martin-
Martinez et al., pp. 1108–1122.
Image reproduced by
permission of Francisco
J. Martin-Martinez from Digital
Discovery, 2024, 3, 1108.
Digital Disc
EDITORIAL
1081

Perspective on AI for accelerated materials design at
the AI4Mat-2023 workshop at NeurIPS 2023

Santiago Miret,* N. M. Anoop Krishnan,
Benjamin Sanchez-Lengeling, Marta Skreta,
Vineeth Venugopal and Jennifer N. Wei
PERSPECTIVE
1086

Race to the bottom: Bayesian optimisation for
chemical problems

Yifan Wu, Aron Walsh* and Alex M. Ganose*
overy, 2024, 3, 1075–1080 | 1075

http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d4dd90027h
https://pubs.rsc.org/en/journals/journal/DD
https://pubs.rsc.org/en/journals/journal/DD?issueid=DD003006


EE

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

2 
Ju

ne
 2

02
4.

 D
ow

nl
oa

de
d 

on
 4

/1
/2

02
6 

3:
29

:1
5 

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
Registered charity number: 207890

Fundamental questions
Elemental answers

rsc.li/EESCatalysis

Exceptional research on energy 
and environmental catalysis

Open to everyone. Impactful for all

EES Catalysis GOLD
OPEN

ACCESS

Y_EES Catalysis CW advert 210x275mm withOUT strap_PRINT.indd   1Y_EES Catalysis CW advert 210x275mm withOUT strap_PRINT.indd   1 11/05/2022   12:55:3411/05/2022   12:55:34

http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d4dd90027h


O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

2 
Ju

ne
 2

02
4.

 D
ow

nl
oa

de
d 

on
 4

/1
/2

02
6 

3:
29

:1
5 

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
1101

Automatic image processing of cavitation bubbles to
analyze the properties of petroleum products

Timur Aliev, Ilya Korolev, Olga Burdulenko,
Ekaterina Alchinova, Anton Subbota, Mikhail Yasnov,
Michael Nosonovsky* and Ekaterina V. Skorb*
This journal is © The Royal Society of Chemistry 2024
1108

Data-driven representative models to accelerate
scaled-up atomistic simulations of bitumen and
biobased complex fluids

Daniel York, Isaac Vidal-Daza, Cristina Segura,
Jose Norambuena-Contreras and Francisco
J. Martin-Martinez*
1123

A reproducibility study of atomistic line graph neural
networks for materials property prediction

Kangming Li,* Brian DeCost, Kamal Choudhary
and Jason Hattrick-Simpers
1130

A 3d convolutional neural network autoencoder for
predicting solvent configuration changes in
condensed phase biomass reactions

Anjana Puliyanda, Arul Mozhi Devan Padmanathan, Samir
H. Mushrif and Vinay Prasad*
Digital Discovery, 2024, 3, 1075–1080 | 1077

http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d4dd90027h


O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

2 
Ju

ne
 2

02
4.

 D
ow

nl
oa

de
d 

on
 4

/1
/2

02
6 

3:
29

:1
5 

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
1144
1078 | Digital Discovery, 2024, 3, 1075–1080
Accelerated screening of gas diffusion electrodes for
carbon dioxide reduction

Ryan J. R. Jones, Yungchieh Lai, Dan Guevarra, Kevin Kan,
Joel A. Haber and John M. Gregoire*
1150
Mining patents with large language models
elucidates the chemical function landscape

Clayton W. Kosonocky, Claus O. Wilke,
Edward M. Marcotte and Andrew D. Ellington*
1160
iSIM: instant similarity

Kenneth López-Pérez, Taewon D. Kim and Ramón
Alain Miranda-Quintana*
1172
CoDBench: a critical evaluation of data-driven
models for continuous dynamical systems

Priyanshu Burark, Karn Tiwari, Meer Mehran Rashid,
Prathosh A. P.* and N. M. Anoop Krishnan*
This journal is © The Royal Society of Chemistry 2024

http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d4dd90027h


O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

2 
Ju

ne
 2

02
4.

 D
ow

nl
oa

de
d 

on
 4

/1
/2

02
6 

3:
29

:1
5 

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
1182

Efficiently solving the curse of feature-space
dimensionality for improved peptide classification

Mario Negovetić, Erik Otović, Daniela Kalafatovic*
and Goran Mauša*
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