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based molecules for iodine vacancy-
induced charge transfer in water.

Elemental selenium and its derivatives
have found remarkable applications in

conductive materials due to their unique
physico-chemical properties. Herein, we
report the preparation, characterization,
and computational studies of selenium
heteroatom defect-based molecules,

namely, [(Me2NN)2Se]- (1), [(Ph2NN)Se]-
(2), [(Ph2PNN)Se]- (3), and [Et2NSeH]-
(4). 1-4 are novel heteroatom-deficient,

asymmetrical molecules with the
selenium heteroatom defect consisting of

a combination of a three-coordinate
selenium center, a terminal selenide

center, and a terminal N,N'-donor ligand.
Computational results show that the Se-I
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