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Figure S1. Shapes of the unoccupied molecular orbitals for the hydrogen bonded dimethyl 
sulfoxide molecule corresponding to transitions 1, 2, 3 and 4 in Fig. 6 for model A, and 
(below) transitions 1, 2 and 3 for the models B and C.  
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Figure S2. The molecular orbitals corresponding to the transitions denoted in the theoretical 
spectra (cf. Figs. 7A and 7B) of cis- and trans- isomers of the Pt(DMSO)2Cl2 complex, 
respectively. The following colours depict the atoms: Pt (cyan), S (yellow), O (red), Cl 
(violet), C (green) and H (white-greyish).  
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Figure S3. The molecular orbitals corresponding to the transitions denoted in the theoretical 
spectra (cf. Figs. 8A and 8B) of cis- and trans- isomers of the Pd(DMSO)2Cl2 complex, 
respectively. The following colours depict the atoms: Pd (cyan), S (yellow), O (red), Cl 
(violet), C (green) and H (white-greyish).  
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