
O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 0

3 
D

ec
em

be
r 

20
25

. D
ow

nl
oa

de
d 

on
 2

/2
7/

20
26

 8
:1

4:
31

 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
.

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(12) 3415–3830 (2025)

View Article Online
View Journal  | View Issue
Cover
See Olexandr Isayev et al.,
pp. 3445–3454. Image
reproduced by permission of
Ekaterina Ustiuzhanina from
Olexandr Isayev et al., Digital
Discovery, 2025, 4, 3445.
Image by Ekaterina
Ustiuzhanina.
This journal is © The Royal Society o
f Chemistry 2025
Inside cover
See Ge Lei and Samuel J.
Cooper, pp. 3455–3465.
Image reproduced by
permission of Ge Lei and
Samuel J. Cooper from Digital
Discovery, 2025, 4, 3455.
Image created with the use of
Google Gemini and Adobe
Photoshop Generative Fill.
Digital Disc
PERSPECTIVE
3427

Extending quantum computing through subspace,
embedding and classical molecular dynamics
techniques

Thomas M. Bickley, Angus Mingare, Tim Weaving,
Michael Williams de la Bastida, Shunzhou Wan,
Martina Nibbi, Philipp Seitz, Alexis Ralli, Peter J. Love,
Minh Chung, Mario Hernández Vera, Laura Schulz
and Peter V. Coveney*
PAPERS
3445

Machine learning anomaly detection of automated
HPLC experiments in the cloud laboratory

Filipp Gusev, Benjamin C. Kline, Ryan Quinn, Anqin Xu,
Ben Smith, Brian Frezza and Olexandr Isayev*
overy, 2025, 4, 3417–3426 | 3417

http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d5dd90055g
https://pubs.rsc.org/en/journals/journal/DD
https://pubs.rsc.org/en/journals/journal/DD?issueid=DD004012


O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 0

3 
D

ec
em

be
r 

20
25

. D
ow

nl
oa

de
d 

on
 2

/2
7/

20
26

 8
:1

4:
31

 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
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/d5dd90055g


O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 0

3 
D

ec
em

be
r 

20
25

. D
ow

nl
oa

de
d 

on
 2

/2
7/

20
26

 8
:1

4:
31

 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
3455

Do Llamas understand the periodic table?

Ge Lei* and Samuel J. Cooper
This journal is © The Royal Society of Chemistry 2025
3466

FFLAME: a fragment-to-framework learning
approach for MOF potentials

Xiaoqi Zhang, Yutao Li, Xin Jin and Berend Smit*
3478

An automated platform for “on-demand” high-speed
catalyst synthesis by flame spray pyrolysis

Konstantin M. Engel, Patrik O. Willi, Robert N. Grass
and Wendelin J. Stark*
3492

GoFlow: efficient transition state geometry
prediction with flow matching and E(3)-equivariant
neural networks

Leonard Galustian, Konstantin Mark,
Johannes Karwounopoulos, Maximilian P.-P. Kovar
and Esther Heid*
Digital Discovery, 2025, 4, 3417–3426 | 3419

http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d5dd90055g


O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 0

3 
D

ec
em

be
r 

20
25

. D
ow

nl
oa

de
d 

on
 2

/2
7/

20
26

 8
:1

4:
31

 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
3502
3420 | Digital Discovery, 2025, 4, 3417–3426
A FAIR research data infrastructure for high-
throughput digital chemistry

Alice Gauthier, Laure Vancauwenberghe,
Jean-Charles Cousty,* Cyril Matthey-Doret,
Robin Franken, Sabine Maennel, Pascal Miéville
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