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1365
InterMat: accelerating band offset prediction in
semiconductor interfaces with DFT and deep
learning

Kamal Choudhary* and Kevin F. Garrity
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/d4dd90031f


O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

0 
Ju

ly
 2

02
4.

 D
ow

nl
oa

de
d 

on
 6

/2
0/

20
26

 2
:0

6:
28

 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
1378

Expanding the chemical space using a chemical
reaction knowledge graph

Emma Rydholm,* Tomas Bastys, Emma Svensson,
Christos Kannas, Ola Engkvist and Thierry Kogej
This journal is © The Royal Society of Chemistry 2024
1389

ProtAgents: protein discovery via large language
model multi-agent collaborations combining physics
and machine learning

Alireza Ghafarollahi and Markus J. Buehler*
1410

Deep learning-based recommendation system for
metal–organic frameworks (MOFs)

Xiaoqi Zhang, Kevin Maik Jablonka and Berend Smit*
1421

Predicting melting temperatures across the periodic
table with machine learning atomistic potentials

Christopher M. Andolina and Wissam A. Saidi*
Digital Discovery, 2024, 3, 1251–1256 | 1255

http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d4dd90031f


O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

0 
Ju

ly
 2

02
4.

 D
ow

nl
oa

de
d 

on
 6

/2
0/

20
26

 2
:0

6:
28

 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
1430
1256 | Digital Discovery, 2024, 3, 1251–1256
High throughput methodology for investigating
green hydrogen generating processes using
colorimetric detection films and machine vision

Savannah Talledo, Andrew Kubaney, Mitchell A. Baumer,
Keegan Pietrak and Stefan Bernhard*
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/d4dd90031f

