Design of A-D-A-Type Organic Third-Order
Nonlinear Optical Materials Based on
Benzodithiophene: A DFT Study

Pingping Gong ’, Lili An 23, Junfeng Tong *, Xinpeng Liu !, Zezhou Liang ** and Jianfeng
Lit

1 Gansu Provincial Engineering Research Center for Organic Semiconductor Materials and
Application Technology, School of Materials Science and Engineering, Lanzhou Jiaotong
University, Lanzhou 730070, China

2 Key Laboratory of Optoelectronic Technology and Intelligent Control of Ministry Education,
Lanzhou Jiaotong University, Lanzhou 730070, China

3 School of Chemical Engineering, Northwest Minzu University, Lanzhou 730030, China

4 Key Laboratory of Physical Electronics and Devices of the Ministry of Education & Shaanxi
Key Lab of Photonic Technique for Information, School of Electronic Science and Engineering,
Faculty of Electronic and Information Engineering, Xi'an Jiaotong University, Xi'an 710049,
China

* Correspondence: tongjunfeng139@163.com (J.T.); zezhouliang@foxmail.com (Z.L.)



Figure S1. The front view of the optimized molecules.
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Figure S2. The side view of the optimized molecules.



Table S1. Static third-order NLO coefficients (y) of the nine molecules.
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Figure S3. The UV-vis spectra of the nine compounds calculated under the wB97XD/def2-SVP
level.



