
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
 1

/1
3/

20
26

 5
:0

4:
22

 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 4(9) 2275–2642 (2025)

View Article Online
View Journal  | View Issue
Cover
See Koichi Takahashi, Genki N.
Kanda, Haruka Ozaki et al.,
pp. 2285–2297. Image
reproduced by permission of
Hiroko Uchida from Digital
Discovery, 2025, 4, 2285.
This journal is © The Royal Society o
f Chemistry 2025
Inside cover
See Rahul Sheshanarayana and
Fengqi You, pp. 2298–2335.
Image reproduced by
permission of Fengqi You from
Digital Discovery, 2025, 4,
2298.
Digital Disc
PERSPECTIVE
2285

Automating care by self-maintainability for full
laboratory automation

Koji Ochiai, Yuya Tahara-Arai, Akari Kato, Kazunari Kaizu,
Hirokazu Kariyazaki, Makoto Umeno, Koichi Takahashi,*
Genki N. Kanda* and Haruka Ozaki*
REVIEWS
2298

Molecular representation learning: cross-domain
foundations and future Frontiers

Rahul Sheshanarayana and Fengqi You*
overy, 2025, 4, 2277–2284 | 2277

http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d5dd90039e
https://pubs.rsc.org/en/journals/journal/DD
https://pubs.rsc.org/en/journals/journal/DD?issueid=DD004009


PP

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
 1

/1
3/

20
26

 5
:0

4:
22

 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
Registered charity number: 207890

Exceptional research on solar 
energy and photovoltaics
Part of the EES family

EES Solar

Join 
in

Publish with us

rsc.li/EESSolar

_J_EL_JL_CW Ad_210x275mm.indd   1_J_EL_JL_CW Ad_210x275mm.indd   1 28/06/2024   10:21:4828/06/2024   10:21:48

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
 1

/1
3/

20
26

 5
:0

4:
22

 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
REVIEWS
2336

Generative AI for design of nanoporous materials:
review and future prospects

Evan Xie, Xijun Wang,* J. Ilja Siepmann, Haoyuan Chen
and Randall Q. Snurr*
This journal is © The Royal Society of Chemistry 2025
2364

Flow chemistry as a tool for high throughput
experimentation

George Lyall-Brookes, Alex C. Padgham and Anna
G. Slater*
PAPERS
2401

A property graph schema for automated metadata
capture, reproducibility and knowledge discovery in
high-throughput bioprocess development

Federico M. Mione, Martin F. Luna, Lucas Kaspersetz,
Peter Neubauer, Ernesto C. Martinez and M. Nicolas Cruz
Bournazou*
2423

Programmable aerosol chemistry coupled to
chemical imaging establishes a new arena for
automated chemical synthesis and discovery

Jakub D. Wosik, Chaoyi Zhu, Zehua Li and S. Hessam M.
Mehr*
Digital Discovery, 2025, 4, 2277–2284 | 2279

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
 1

/1
3/

20
26

 5
:0

4:
22

 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
2431
2280 | Digital Discovery, 2025, 4, 2277–2284
High-throughput study of kagome compounds in the
AV3Sb5 family

Thalis H. B. da Silva, Tiago F. T. Cerqueira, Hai-Chen Wang
and Miguel A. L. Marques*
2439
Solid-state synthesizability predictions using
positive-unlabeled learning from human-curated
literature data

Vincent Chung,* Aron Walsh and David J. Payne
2454
Enhancing automated drug substance impurity
structure elucidation from tandem mass spectra
through transfer learning and domain knowledge

Emilio Dorigatti, Jonathan Groß, Jonas Kühlborn,
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