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This journal is © The Royal Society of Chemistry 2024
51

Generative BigSMILES: an extension for polymer
informatics, computer simulations & ML/AI

Ludwig Schneider,* Dylan Walsh, Bradley Olsen
and Juan de Pablo*
62

Generative adversarial networks and diffusion
models in material discovery

Michael Alverson,* Sterling G. Baird, Ryan Murdock,
(Enoch) Sin-Hang Ho, Jeremy Johnson and Taylor
D. Sparks
81

Discovering life's directed metabolic (sub)paths to
interpret human biochemical markers using the
DSMN tool

Denise Slenter,* Martina Kutmon, Chris T. Evelo
and Egon L. Willighagen
Digital Discovery, 2024, 3, 3–8 | 5

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
0/

20
/2

02
5 

5:
52

:5
1 

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
99
6 | Digital Discovery, 2024, 3, 3–8
Unlocking the predictive power of quantum-inspired
representations for intermolecular properties in
machine learning

Raul Santiago,* Sergi Vela, Mercè Deumal and Jordi Ribas-
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