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Alex Hernández-Garćıa, Cheng-Hao Liu, Santiago Miret,
Pablo Lemos, Luca Thiede, Zichao Yan, Alán Aspuru-Guzik
and Yoshua Bengio
1048
Molecular graph transformer: stepping beyond
ALIGNN into long-range interactions

Marco Anselmi, Greg Slabaugh,* Rachel Crespo-Otero*
and Devis Di Tommaso*
1058
Extrapolation validation (EV): a universal validation
method for mitigating machine learning
extrapolation risk

Mengxian Yu, Yin-Ning Zhou, Qiang Wang
and Fangyou Yan*
This journal is © The Royal Society of Chemistry 2024

http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d4dd90023e


O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

5 
M

ay
 2

02
4.

 D
ow

nl
oa

de
d 

on
 1

2/
4/

20
25

 1
:5

4:
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
CORRECTIONS
1068
Correction: Tackling data scarcity with transfer learning: a case study of thickness characterization from
optical spectra of perovskite thin films

Siyu Isaac Parker Tian, Zekun Ren, Selvaraj Venkataraj, Yuanhang Cheng, Daniil Bash, Felipe Oviedo, J. Senthilnath,
Vijila Chellappan, Yee-Fun Lim, Armin G. Aberle, Benjamin P. MacLeod, Fraser G. L. Parlane, Curtis P. Berlinguette,
Qianxiao Li, Tonio Buonassisi* and Zhe Liu*
1069
Correction: Predicting small molecules solubility on endpoint devices using deep ensemble neural networks

Mayk Caldas Ramos and Andrew D. White*
This journal is © The Royal Society of Chemistry 2024 Digital Discovery, 2024, 3, 835–841 | 841

http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d4dd90023e

