
O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

7 
A

pr
il 

20
24

. D
ow

nl
oa

de
d 

on
 2

/2
8/

20
26

 7
:1

0:
45

 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 3(4) 613–832 (2024)

View Article Online
View Journal  | View Issue
Cover
See Bojana Ranković, Philippe
Schwaller et al., pp. 654–666.
Image reproduced by
permission of Bojana Ranković
from Digital Discovery, 2024,
3, 654. Image created using
Adobe Firefly.
This journal is © The Royal Society o
f Chemistry 2024
Inside cover
See Kevin C. Leonard et al.,
pp. 667–673. Image
reproduced by permission of
Kevin C. Leonard from Digital
Discovery, 2024, 3, 667. Image
created using Adobe Firefly.
Digital
PERSPECTIVE
621

The future of self-driving laboratories: from human
in the loop interactive AI to gamification

Holland Hysmith, Elham Foadian, Shakti P. Padhy,
Sergei V. Kalinin, Rob G. Moore, Olga S. Ovchinnikova
and Mahshid Ahmadi*
TUTORIAL REVIEW
637

Insights into machine learning models from chemical
physics: an energy landscapes approach (EL for ML)

Maximilian P. Niroomand, Luke Dicks,
Edward O. Pyzer-Knapp* and David J. Wales*
Discovery, 2024, 3, 615–620 | 615

http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d4dd90018a
https://pubs.rsc.org/en/journals/journal/DD
https://pubs.rsc.org/en/journals/journal/DD?issueid=DD003004


NEW
 

JOURN

SS

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

7 
A

pr
il 

20
24

. D
ow

nl
oa

de
d 

on
 2

/2
8/

20
26

 7
:1

0:
45

 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

AL

Fundamental questions
Elemental answers

rsc.li/RSCSus

Dedicated to sustainable 
chemistry and new solutions

For an open, green and inclusive future

RSC Sustainability GOLD
OPEN

ACCESS

U_RSC Sustainability CW advert 210x275mm with strap_PRINT.indd   1U_RSC Sustainability CW advert 210x275mm with strap_PRINT.indd   1 24/02/2023   10:10:3824/02/2023   10:10:38

http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d4dd90018a


O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

7 
A

pr
il 

20
24

. D
ow

nl
oa

de
d 

on
 2

/2
8/

20
26

 7
:1

0:
45

 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
COMMUNICATION
649

A message passing neural network for predicting
dipole moment dependent core electron excitation
spectra

Kiyou Shibata* and Teruyasu Mizoguchi
This journal is © The Royal Society of Chemistry 2024
PAPERS
654

Bayesian optimisation for additive screening and
yield improvements – beyond one-hot encoding
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