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Figure S1. Packing of structural units in the crystals of 1a and 1b as viewed along the axis y.
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Figure S2. Packing of structural units in the crystal of 2 as viewed along the axis x.
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Figure S3. Infrared spectra of 1a and 1b.



Figure S4. NMR 1H spectrum of cis-[Ru(NO)Py2Cl2(OH)] (1a or 1b) in DMSO.
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Figure S5. Infrared spectrum of cis-[Ru(NO)Py2Cl2(H2O)]Cl (2).



Figure S6. NMR 1H spectrum of cis-[Ru(NO)Py2Cl2(H2O)]Cl (2) in DMSO.



Table S1. Optimized geometries of different states for cis-[Ru(NO)Py2Cl2(OH)].

Geometry State NO [Å]
RuNO

(RuON for MS1, TS1)
[Å]

Erel. GS
[eV]

GS 1.159 1.774 0

MS2 1.188 1.978 1.24

TS1 1.160 2.268 2.45

MS1 1.152 1.883 1.76


