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Recently, open-shell molecules have attracted attention as novel optical functional materials.
Generally, it is difficult to apply the spin-unrestricted (U)CCSD/CCSD(T) methods to the
calculations of optical response properties of medium-/large-sized open-shell molecules,
whereas applicability of DFT method to the problem has not been sufficiently clarified. In this
study, we examine applicability of the UCC2 method, which is known as an approximation of
UCCSD method, to the calculations of optical response properties of open-shell molecules.
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