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Table S1. Calculated composition of the lowest excited states and corresponding oscillator strengths
along with the shapes of the orbitals participating in the electronic transitions for VO-EtioP-IIl.
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1Since monomeric VO-EtioP-lIl molecule is an open-shell system, the spectra were calculated
using the sTDDFT approach, where two sets of orbitals a- and B- are optimized separately.
Shapes of a-HOMO and B-HOMO (as well as LUMOs) have no visual differences, but there is
some numeric inequality of the contributions of a-HOMO—>a-LUMO and B-HOMO->B-LUMO
transitions to the Q-band.
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Table S2. Calculated composition of the lowest excited states, corresponding oscillator strengths,
shapes of the orbitals participating in the electronic transitions in the VO-EtioP-Ill tetramer.
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Figure S1. Comparison of experimental spectra of VO-EtioP-1ll and InCl-EtioP-I in chloroform solutions

(left panel) and thin films (right panel).
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