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Accurate incorporation of hyperfine coupling in
diabatic potential models using the effective
relativistic coupling by asymptotic
representation approach

Maik Vossel, lordanis Tsakontsis, Nicole Weike and
Wolfgang Eisfeld*

This journal is © the Owner Societies 2025

Phys. Chem. Chem. Phys., 2025, 27, 4981-4991 | 4983


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d5cp90047f

Open Access Article. Published on 06 March 2025. Downloaded on 6/14/2026 3:40:17 PM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

1.7 =

perp
Heanted

Circular
cracks

Helical
cracks

Straight-line
cracks

Hparai

. N }>
=iy —

Dz, u\

13 =

Jlo

=1
b Radial cracks

Particle aspect ratio (a:b)

T T
No field Hperp Hcantea Hparatiel

Crack control in dried ferro-colloidal droplets:
effect of particle aspect-ratio and magnetic field
orientations

Deeksha Rani* and Subhendu Sarkar

EET booste\'

x Donor
WQ’N\
I
s
EtN (7 [| SEERR)

EET

au
)

quorescence )
°

‘ Donor
owin %@fi’“\
' EtN Mo o
700

500
0
E'(:Mave\ens“‘ ! '““"

EET

AN ) Uncag\ng \
A\ yeer efficien S
fluorescenc®

}Dono\’

ce
‘ Accep‘of f\uorescen

Energy transfer booster: how a leaving group
controls the excited state pathway within
a caging BASHY-BODIPY dyad

Yagmur Aydogan-Sun, Maximiliane Horz,
Rebekka Weber, Myron Heinz, Markus Braun,
Alexander Heckel,* Irene Burghardt* and
Josef Wachtveitl*

Wavenumber (cm™')

20000 18000 16000 14000

15 1ps 10 ps 154
5 S,~8, —5ps 100ps| _. s, -8, ICT=Sy

10 3 10
a ICT~ Sy, )
E 5] E s Do ~D;
3 E

0 < ol

7 ——1ps ——10ps
-4 . . . —5«V . —5ps‘—10?ps
500 600 700 800 900 500 600 700 800 900

i

- Wavenumber (cm™")
12000 20000 18000 16000 14000 12000

T T T

T T T T T

Wavelength (nm)

Wavelength (nm)

Carotenoid radical formation after multi-photon
excitation of 8'-apo-p-carotenal

Vaclav Sebelik, Valentyna Kuznetsova, lvana Simovéa and
Tomas Polivka*

Physical Prior Mean-Driven
Gaussian Processes (GPs)

Kernel Functional: k(x, y)

Coordinate System:x=r,s,C !
y

vy

Efficiency in GP optimization

4984 | Phys. Chem. Chem. Phys., 2025, 27, 4981-4991

First-principle oligopeptide structural optimization
with physical prior mean-driven Gaussian
processes: a test of synergistic impacts of the
kernel functional and coordinate system

Yibo Chang, Chong Teng and Junwei Lucas Bao*

This journal is © the Owner Societies 2025


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d5cp90047f

Open Access Article. Published on 06 March 2025. Downloaded on 6/14/2026 3:40:17 PM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

Ligand-mediated interaction in a dispersion of
lead-halide perovskite nanocubes: implications
on directed structures in equilibrium

Avik Sasmal,* Edwine Tendong,* Tanusri Saha-Dasgupta
and Jaydeb Chakrabarti

Interacting facets

-+ separation:

Carrier recombination dynamics in
[MAPbCI;],[CsPbBrs],_, shell-passivated
CsPbBr3 single crystals

Zheng Zou, Zijie Xiao, Wenxin Dong, Wei Dang,*
Shusheng Pan, Xiaojun Su and Wei Zhang*

10°

PL Intensity

1072

Delay Time (ns)

Analysis of bijel formation dynamics during
solvent transfer-induced phase separation
using phase-field simulations

Jesse M. Steenhoff* and Martin F. Haase*

Experiment  Simulation Low IFT

High IFT

Oil Water

Two-dimensional piezoelectric AlSiX; (X = N, P, As)
semiconductors with Raman activity, favorable
band-gap, and high carrier mobility based on
first-principles calculations
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green functions and Pauli spin blockade

David M. T. Kuo

Aromatic trails: persistence and interplay between
linked spherical aromatic dicarboranes in dimer to
hexamer linear arrays

Alvaro Munoz-Castro

@ ChollLys]

Starch granule  Room temperature
cho' +

[Cho][AA]-water mixtures

[Cho][Asp]

High 7,

Disaggregation dominated swelling

Dynamic disaggregation and aggregation behaviors of starch

4988 | Phys. Chem. Chem. Phys., 2025, 27, 4981-4991

Dissociation and aggregation behaviors of starch in
choline amino acid ionic liquid solvents: the anion
structure effect

Jin Chen, Xixi Zeng and Ling Chen*

This journal is © the Owner Societies 2025


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/d5cp90047f

Open Access Article. Published on 06 March 2025. Downloaded on 6/14/2026 3:40:17 PM.

Thisarticleislicensed under a Creative Commons Attribution 3.0 Unported Licence.

(cc)

RESEARCH PAPERS

View Article Online

First principles assessment of solvent induced cage
effects on intramolecular hydrogen transfer in the
free radical polymerization of acrylates

Francesco Serse,* Matteo Salvalaglio and
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Using an aromatic linker to optimize
charge-resonance states, photodimerization
and reversibility in covalent anthracene dimers

Kevin Lam, Robert J. Dillon, Abel Carreras,*
Tomohiko Nishiuchi, Takashi Kubo,* Rabih O. Al-Kaysi,
David Casanova and Christopher J. Bardeen*
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X-ray spectroscopy characterization of cobalt
stabilization within a monolayer carbon nitride in
the oxygen evolution reaction
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Molecular conformational effects on the overall
rate constant and the branching ratios of the
n-heptane + OH reaction: an ab initio and
variational transition state theory study
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SEM surface analysis, DFT and MC simulations
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and A. Dafali*

Exploring coinage bonding interactions in
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complexes: a structural and theoretical study
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Correction: Effects of pressure and temperature on topological electronic materials X,Y3 (X = As, Sb,

Bi; Y = Se, Te) using first-principles

Le Fang, Chen Chen, Xionggang Lu* and Wej Ren*
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