Supplementary Materials

Optical and Electronic Properties of Organic NIR-II
Fluorophores by Time-Dependent Density
Functional Theory and Many-Body Perturbation
Theory: GW-BSE Approaches

Nguyet N. T. Pham !, Seong Hun Han !, Jong S. Park 12" and Seung Geol Lee 12"

1 School of Chemical Engineering, Pusan National University, Busan 46241, Republic of Korea
2 Department of Organic Material Science and Engineering, Pusan National University, Busan 46241, Republic of Korea

*  Correspondence: seunggeol.lee@pusan.ac.kr (S.G.L.) and jongpark@pusan.ac.kr (J.5.P.)

www.mdpi.com/journal/nanomaterials


mailto:seunggeol.lee@pusan.ac.kr
mailto:jongpark@pusan.ac.kr

2 of 2

N S S
S =) =]
1 1 1

Absorbance

S
5]
1

400 600 800 1000 1200
Wavelength (nm)

Figure S1. Schematic representation of the UV absorption spectrum.



