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Quantum Chemical Calculation

Our research goal is to develop high-performance or-

quantum chemical calculations for high functional organic 



Topics

ICR ANNUAL REPORT, 2023

Promoting Reverse Intersystem Crossing in 

approach to improving the device lifetime of organic 

constants of a sulfur-containing molecule (k  s ) 

much larger k  s ) for selenium- and tellurium- 
containing molecules. We also predicted that a polonium- 
containing molecule would promote phosphorescence 

Torsion Angle Analysis of a Thermally  

molecule is one of the most critical factors in determining 

-
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Organic Framework under Concomitant 
Emission Color Changes

A stimuli-responsive luminophore embedding an  

-
n-hexane molecules as a guest mol-

 phase) exhibited reversible 
) solid-state 

grinding and treatment with a n

thermal annealing and solvent treatment enables the re-
 

 and amorphous) under con-
comitant emission color changes.

color changes on the mortar.


