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Abstract: The purpose of this paper is to introduce the principle and method of Partial Hessian Vibrational Analysis

(PHVA) and its applications in computational isotopic Geochemistry. This paper systematically reviews the re-

search history, the principle and the mathematical expression of PHVA, introduces the achievements of interna-

tional frontiers in computational isotopic Geochemistry, and illustrates the disputes about applying the method to

predict isotope fractionations.
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Fig. 1  An illustration of the principle of PHVA method
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