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High-throughput Research and Conductive Network of Thermoelectric Materials

YAO Mingjia', XI Lili', YANG Jiong', SUN Yongxing', LI Ruoxi', ZHANG Wenging'?
(1. Materials Genome Institute, Shanghai University, Shanghai 200444, China;
2. Department of Physics and Shenzhen Institute for Quantum Science & Technology, Southern University of Science
and Technology, Shenzhen, Guangdong 518055, China)

Abstract: This paper introduced the basic properties of the sub-lattice conductive network in chalcogenide diamond-like, ABX,-type
diamond-like and Cu,Se thermoelectric materials. In our recent work, we developed the high-throughput screening method and
electrical/thermal transport calculation methods. A novel thermoelectric material with Z7>1.0 was obtained when these methods were
used to predict the thermoelectric performance of the diamond-like thermoelectric materials. Based on the data calculated by the

methods, the sub-lattice conductive network is ubiquitous in the diamond-like structure system.

Keywords: high-throughput; thermoelectric materials; conductive network; diamond-like structure system; sub-lattice
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