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MOLPRO
optimizer
optimizer
optimizer
Bagel
openMOLCAS
Gaussian
openMOLCAS
openMOLCAS
Bagel
openMOLCAS
ORCA

Molpro
Gaussian
TURBOMOLE
Gaussian

Lvc

LVC/MM

Bagel
Analytical

Lvc

LVC create
ORCA
openMOLCAS
only Wigner
LvC

ORCA

only Wigner
ORCA

ORCA
TURBOMOLE
Molpro
TURBOMOLE
Gaussian

only Wigner
MOLPRO
openMOLCAS
openMOLCAS
LvC
openMOLCAS
ORCA

Model

Lvc
openMOLCAS
LVC create
openMOLCAS
Molpro

LvC

ORCA
Molpac-PI
PySCF
OpenMolcas
only Wigner
MOLPRO
MACE ML
ORCA
optimizer
MOLPRO, Gaussian
Gaussian
Gaussian
Spainn

DFTB+
Gaussian
Gaussian
Gaussian
Bagel Turbomole, ORCA
OpenMolcas
Fermions++
openMOLCAS
LVC/MM

only Wigner
Gaussian
theory only
Turbomole
ORCA
optimizer
ORCA

ORCA
openMOLCAS
openMOLCAS
Analytical
ORCA, Tinker
Molcas
ORCA, LVC
openMOLCAS
own interface (XMVB)
only Wigner
MOLPRO

Lvc

ORCA
openMOLCAS
FieldSchnet
Lvc

only Wigner
optimizer
openMOLCAS
openMOLCAS

Aldehyd+BCI3
Ethylene

Se-Gua

uracil

Criegee intermediate
NH3

Tyrosine

Fe CN4 bipy

cs2
azobenzenes
photogears
photoswitches
Cyclopentadienyl
Ph-NN

DMABN

ring opening
azaborine

CH3X

multiple
2-thienyl-3-hydroxychromone
nucleobases
ESIPT

3HOX
dihdyroxychromone
Fe(ll) carbene
CH2s

MeOOH

NAFFS

Fe Il complex
PAHs
4-(2-thienyl)-2,1,3-benzothiadiazole
CH2s
tetraphenyls
Creutz-Taube ion
Re complexes

Mg molecules
acetyl iodide
Pyrazine + water
oNBA

MH2

Motor

nucleobase PS
motors

NH3

several switches
D2+D2
Cr(ddpd)2

FHCI

azaborine

NH3

quadricyclane
OLEDs

DBO
thiophenone

Re S-S

CH3I
Azo-Escitalopram
azomethane
MASH
Singlet-triplet gaps
Nitro-nucleobase

luminescent probe in water
azobenzene deriv

MASH

(CH4)2

CH4, N2

Motor
3,5-dihydroxychromone
ESIPT

TCNE trimer
CH3NNCH3
database
Enone-lewis acid
LiO2

CH2s

water clusters
Furan

theory only

S8

dibenzofuran
Singlet-triplet gaps

CN

dioxetane

BrCN

NH3

Cysteine
Cr(CO)4bpy

S03, PtBr6, Rubpy3
NO2

SN2 reaction
9-nitroanthracene
cyclic disulfide
Fe complexes
benzophenon
1,2-ditiane

Furane

eumelanin

Diarylethenes
1,2-dioxetane
dimethyl-1,2-dioxetane
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