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Standard Analysis and TCA on the first singlet excited states for N719 calculated by TD-DFT with B3LYP functional,
DGDZVP basis set, and solvation effect described by C-PCM (water).
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QOTransition Component Analysis (TCA) is proposed to analyze electronically excited wave functions easily and exactly by two steps:
O() each MO is decomposed into Group Fractions (GFs) with an overlap matrix,

O(i1) the set of GFs is used to rearrange the set of weights of configurations for excitations into a set of Group Weights (GWs) and the
accompanying set of Group Components (GCs).

OTCA gives us an intrinsic and complete understanding of electron excitations without loss of information.
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Transition-Component Analysis of FT89 Transition-Component Analysis of FT57 Transition-Component Analysis of FT67
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Molecular Structures of N749, FT67, FT57, and FT89. M:Metal; N:NCS; T:TcTerp; P:Phenypyrimidine
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