
RSC Advances

CORRECTION

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 2

8 
Ju

ly
 2

02
5.

 D
ow

nl
oa

de
d 

on
 8

/2
1/

20
25

 7
:0

0:
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
View Journal  | View Issue
Correction: Accurate predictions of the electronic
aDepartment of Chemistry, The University o
bDepartment of Chemistry, Al-Balqa Applied
cLeiden Institute of Chemistry, Gorlaeus Lab

Cite this: RSC Adv., 2025, 15, 26755

DOI: 10.1039/d5ra90089a

rsc.li/rsc-advances

© 2025 The Author(s). Published by
excited states of BODIPY based dye sensitizers
using spin-component-scaled double-hybrid
functionals: a TD-DFT benchmark study

Qabas Alkhatib,a Wissam Helal*a and Ali Marashdehbc

Correction for ‘Accurate predictions of the electronic excited states of BODIPY based dye sensitizers using

spin-component-scaled double-hybrid functionals: a TD-DFT benchmark study’ by Qabas Alkhatib et al.,

RSC Adv., 2022, 12, 1704–1717, https://doi.org/10.1039/D1RA08795A.
In the original manuscript, the authors regret a misinterpretation in the results of the excitation energies calculated via the two
double hybrid spin-component-scaled functionals DSD-BLYP and DSD-PBEP86 using ORCA version 4.2.0.

The authors originally stated that the excitation energies calculated via these two functionals are spin-component-scaled. The
CIS(D) correction was computed for the DSD-BLYP and DSD-PBEP86 functionals for all dyes, resulting in excitation energies of
double-hybrid quality. However, the spin-component scaling (SCS) and spin-opposite scaling (SOS) techniques were not applied to
the CIS(D) correction.

The authors would like to indicate that the application of the SCS/SOS techniques to excited states has only been possible in
ORCA version 5.0 and later, following the developments published by Casanova-Páez and Goerigk in July 2021.1 In ORCA 4.2 and
earlier versions, spin-scaling in the DSD-BLYP and DSD-PBEP86 density functionals has been limited to ground-state calculations
only.

The authors sincerely thank Lars Goerigk and his collaborators for clarifying this specic point, as the authors were previously
unaware of this limitation.

An independent expert has considered and approved the corrected information.
The Royal Society of Chemistry apologises for any inconvenience to authors and readers.
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1 M. Casanova-Páez and L. Goerigk, Time-dependent long-range-corrected double-hybrid density functionals with spin-component
and spin-opposite scaling: a comprehensive analysis of singlet–singlet and singlet–triplet excitation energies, J. Chem. Theory
Comput., 2021, 17(8), 5165–5186, DOI: 10.1021/acs.jctc.1c00535.
f Jordan, Amman 11 942, Jordan. E-mail: wissam.helal@ju.edu.jo

University, 19 117 Al-Salt, Jordan

oratories, Leiden University, P. O. Box 9502, 2300 RA Leiden, The Netherlands

the Royal Society of Chemistry RSC Adv., 2025, 15, 26755 | 26755

http://crossmark.crossref.org/dialog/?doi=10.1039/d5ra90089a&domain=pdf&date_stamp=2025-07-28
https://doi.org/10.1039/D1RA08795A
https://doi.org/10.1021/acs.jctc.1c00535
http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d5ra90089a
https://pubs.rsc.org/en/journals/journal/RA
https://pubs.rsc.org/en/journals/journal/RA?issueid=RA015033

	Correction: Accurate predictions of the electronic excited states of BODIPY based dye sensitizers using spin-component-scaled double-hybrid functionals: a TD-DFT benchmark study
	Correction: Accurate predictions of the electronic excited states of BODIPY based dye sensitizers using spin-component-scaled double-hybrid functionals: a TD-DFT benchmark study


