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[ Abstract] Thiolate-bridged diruthenium complexes bearing a triarylphosphine and pendent
ethers on the thiolate ligand exhibit high catalytic activity for oxidation of molecular
dihydrogen in protic solvents such as water and methanol under ambient reaction conditions.
More recently, catalytic activity of dicationic thiolate-bridged diruthenium complexes bearing
sterically bulky alkane substituents on the thiolate ligands
[Cp*Ru(u-SR),Ru(OH,)Cp*](OTf), (Cp* = M°-CsMes) has been examined for the use of
more simple and convenient thiolate-bridged diruthenium complexes. In the present study,
we performed B3LYP-D3//B3LYP level DFT calculations in order to clarify the effect of
sterically bulky alkane substituent on the thiolate ligands in the diruthenium complex.
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