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Linear response function analysis of molecular systems (!Graduate School of Science, Osaka
University) ORen Oike!, Takechika Kikkawa', Maruyama Tomohiro!, Takasi Kawakami',
Shusuke Yamanaka!, Mitsutaka Okumura'

The linear response function of a molecular system is defined as the density fluctuation of
the Jth atom due to a virtual perturbation to the Ith atom in the molecule and can be treated as
a descriptor of the reaction. In this study, we investigated the relationship between LRF and
result suggests that it is possible to define the "chemical distance in polypeptide systems" as a
new index for the calculation and design of protein systems.
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