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Kenneth López Pérez, Vicky Jung, Lexin Chen,
Kate Huddleston and Ramón Alain Miranda-Quintana*
1052

GraphXForm: graph transformer for computer-aided
molecular design

Jonathan Pirnay, Jan G. Rittig, Alexander B. Wolf,
Martin Grohe, Jakob Burger, Alexander Mitsos
and Dominik G. Grimm*
Digital Discovery, 2025, 4, 885–891 | 889

http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d5dd90016f


O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 0

9 
A

pr
il 

20
25

. D
ow

nl
oa

de
d 

on
 7

/1
9/

20
25

 5
:5

2:
01

 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
1066
890 | Digital Discovery, 2025, 4, 885–891
Measurements with noise: Bayesian optimization for
co-optimizing noise and property discovery in
automated experiments

Boris N. Slautin,* Yu Liu, Jan Dec, Vladimir V. Shvartsman,
Doru C. Lupascu, Maxim A. Ziatdinov and Sergei V. Kalinin*
1075
pyRheo: an open-source Python package for
complex rheology

Isaac Y. Miranda-Valdez,* Aaro Niinistö, Tero Mäkinen,
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