PN A

Univ. Chem. 2025, 40 (7), 387

HEFZ K. doi: 10.12461/PKU.DXHX202409128 www.dxhx.pku.edu.cn

TEAENA TRE /R EHEAR LR
R CEHT, EBL MR, JLREE, TR

SRR TVAFhFESA T ¥R, A 230029

WE: ANV BRI TS 5 COBORBR R Ak 27 5 0 LS540 SR AT 2 22 X 0 - B, W BELAE
FAR N T TEER AR IR, SR A ERIRIEER . WRE. 8 A1 55 11 0 bR 2055 BE 28 s B R A2 20
TG BII B E AR, W2 F SRR R DTk B, LA et R Eer g iE T,
PLE 7 Geit 2z a3kt R S EAE T S o B SO S50, 7T DUHS Bl 2 A T e L8 A 2 X 2
SR A AN, FFAARH BO AL K5 19T T Sk

R TMEAY, SRBIIE BN FEZRER
FEAES: G64; 06

Reform of Classical Thermodynamics Curriculum from the
Perspective of Computational Chemistry

Tongqi Ye *, Yanging Wang, Qi Wang, Huaiping Cong, Xianghua Kong, Yuewen Ye
School of Chemistry and Chemical Engineering, Hefei University of Technology, Hefei 230029, China.

Abstract: With advancements in computer hardware and software, computational chemistry has become an
increasingly important research tool in fields such as chemistry and materials science. As a core subject in chemistry,
physical chemistry is inherently connected to computational chemistry. Energy functions, including internal energy,
enthalpy, and Gibbs free energy, are central topics in both classical and statistical thermodynamics, and they also play
a key role in computational chemistry. Therefore, integrating quantum statistical thermodynamics into the teaching of
classical thermodynamic energy functions, while highlighting their significance and computational methods in
computational chemistry, can enhance students’ understanding of these functions’ essence and applications. This
approach lays a strong foundation for students’ future studies in computational chemistry during their undergraduate
years.
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