
Chemical
Science

CORRECTION

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 0

7 
M

ay
 2

02
5.

 D
ow

nl
oa

de
d 

on
 3

/8
/2

02
6 

10
:3

7:
28

 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
View Journal  | View Issue
Correction: A comprehensive approach for
aTheoretical Division, Los Alamos National
bDepartment of Chemistry, University of Cal
cRadioisotope Science and Technology Divis
dDepartment of Chemistry, Nuclear Science

Cite this: Chem. Sci., 2025, 16, 9029

DOI: 10.1039/d5sc90097b

rsc.li/chemical-science

© 2025 The Author(s). Published by
elucidating the interplay between 4fn+1 and 4fn5d1

configurations in Ln2+ complexes

Maria J. Beltran-Leiva,a William N. G. Moore,b Tener F. Jenkins,b William J. Evans,*b

Thomas E. Albrecht*d and Cristian Celis-Barros*c

Correction for ‘A comprehensive approach for elucidating the interplay between 4fn+1 and 4fn5d1

configurations in Ln2+ complexes’ by Maria J. Beltran-Leiva et al., Chem. Sci., 2025, 16, 2024–2033,

https://doi.org/10.1039/d4sc05438e.
The original version of this manuscript contains an error in the caption for Table 1 as the incorrect computational method was
referenced. The methodology given in the caption should be CASSCF/SO, rather than MC-pDFT.

The full corrected caption is as follows and replaces the original caption within the manuscript:
Table 1 Ground state Natural Spin Orbital (NSO) occupations for Ln3+ free ions, LnCp3 and [LnCp3]

− complexes from the
CASSCF/SO calculations. The total angular momentum quantum number (J) along with its predominant Mj are specied. In Fig. S5
a depiction of the f-orbitals and their labels are shown.

The Royal Society of Chemistry apologises for these errors and any consequent inconvenience to authors and readers.
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