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Rodrigo Báez-Grez, Alejandro Vásquez-Espinal* and
Ricardo Pino-Rios*

27536

Comparing coupled cluster and composite
quantum chemical methods for computing
activation energies and reaction enthalpies of
radical propagation reactions

Timothy B. Huber* and Ralph A. Wheeler*

This journal is the Owner Societies 2024 Phys. Chem. Chem. Phys., 2024, 26, 27229–27244 | 27237

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 0

7 
N

ov
em

be
r 

20
24

. D
ow

nl
oa

de
d 

on
 7

/2
4/

20
25

 3
:1

9:
35

 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

http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d4cp90193b


RESEARCH PAPERS

27544

Modeling interfacial electric fields and the ethanol
oxidation reaction at electrode surfaces

Yuhan Mei, Fanglin Che and N. Aaron Deskins*

27561

First-principles study on the lithiation process of
amorphous SiO anode for Li-ion batteries with
Bayesian optimization

Ryoya Shintaku, Tomoyuki Tamura,* Shogo Nogami,
Masayuki Karasuyama and Takakazu Hirose

27567

Mixed quantum/classical theory for rotationally
inelastic scattering of identical collision partners
revised

D. Bostan, B. Mandal and D. Babikov*

27583

Emergence of Weyl points and large anomalous
Hall conductivity in layered Bi2TeMnI2

Dipak Bhattarai, Deergh Bahadur Shahi,
Dipendra Prasad Kalauni and Madhav Prasad Ghimire*

27238 | Phys. Chem. Chem. Phys., 2024, 26, 27229–27244 This journal is the Owner Societies 2024

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 0

7 
N

ov
em

be
r 

20
24

. D
ow

nl
oa

de
d 

on
 7

/2
4/

20
25

 3
:1

9:
35

 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

http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d4cp90193b


RESEARCH PAPERS

27591

Impact of valley degeneracy on the thermoelectric
properties of zig-zag graphene nanoribbons with
staggered sublattice potentials and transverse
electric fields

David M. T. Kuo

27602

Oxidation of fine aluminum particles: thermally
induced transformations in particle shells and
kinetics of oxide nucleation

Andrey V. Korshunov

27617

Diffracting molecular matter-waves at
deep-ultraviolet standing-light waves
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