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Ŕıos from Digital Discovery,
2024, 3, 34.
This journal is © The Royal Society o
f Chemistry 2024
Inside cover
See Miroslava Nedyalkova,
Marco Lattuada et al.,
pp. 9–22. Image reproduced
by permission of Miroslava
Alexandrova Nedyalkova from
Digital Discovery, 2024, 3, 9.
PERSPECTIVES
9

Progress and future of the computational design of
antimicrobial peptides (AMPs): bio-inspired
functional molecules

Miroslava Nedyalkova,* Andrew S. Paluch, Diana
Potes Vecini and Marco Lattuada*
23

Accelerated chemical science with AI

Seoin Back,* Alán Aspuru-Guzik, Michele Ceriotti,
Ganna Gryn'ova, Bartosz Grzybowski, Geun Ho Gu,
Jason Hein, Kedar Hippalgaonkar, Rodrigo Hormázabal,
Yousung Jung, Seonah Kim, Woo Youn Kim, Seyed
Mohamad Moosavi, Juhwan Noh, Changyoung Park,
Joshua Schrier, Philippe Schwaller, Koji Tsuda, Tejs Vegge,
O. Anatole von Lilienfeld and Aron Walsh
Digital Discovery, 2024, 3, 3–8 | 3

http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d4dd90003k
https://pubs.rsc.org/en/journals/journal/DD
https://pubs.rsc.org/en/journals/journal/DD?issueid=DD003001


O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

7 
Ja

nu
ar

y 
20

24
. D

ow
nl

oa
de

d 
on

 1
2/

6/
20

25
 8

:0
4:

55
 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/d4dd90003k


O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

7 
Ja

nu
ar

y 
20

24
. D

ow
nl

oa
de

d 
on

 1
2/

6/
20

25
 8

:0
4:

55
 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
34

Spectroscopic constants from atomic properties:
a machine learning approach

Mahmoud A. E. Ibrahim, X. Liu and J. Pérez-Ŕıos*
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