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Effect of L-J or Exp-6 Potential Function on Calculation of Reduced Second Viral Coefficient

HAN Yong', LONG Xin-ping’, HUANG Yi-min', JIANG Zhi-hai'
(1. Institute of Chemical Materials, CAEP, Mianyang 621900, China; 2. CAEP, Mianyang 621900, China)

Abstract:In order to study the effect of potential function ( L-J, Exp-6) on calculation of the reduced second Viral coefficient
B” (T") ,the Simpson’s changing step length integral was introduced to approximately calculate the different B* (T* ). The
calculation results are in agreement with literature values,which prove the availability of the calculation method introduced. By the
comparison of B* (T™ ) calculated by L-J potential function and B* (T~ ) ey calculated by Exp-6 potential function, the changing
relationship between difference value( A(T” ) ) and reduced temperature( T* ) was obtained. The result reveals that in detonation
environment, when T” is 25 - 40, there is obvious difference between B* (T* ), and B* (T*) .

Key words : statistical physics; potential function; Viral coefficient; equation of state
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