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Figure S1 Comparison between the XRPD traces of 1α synthesized in methanol (red trace), water 
(black trace) and calculated from X-ray structure (green trace). 

 

 

 Figure S2 XRPD trace of complex 2 
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Figure S3 XRPD trace of the yellow microcrystalline solid obtained after exposure of 1α to vapors of 
anhydrous ammonia. 

 

 

Figure S4 Comparison between the FTIR (ATR) spectra after (black) and before (red) ammonia uptake by 
complex 1α. 
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Figure S4 Apparatus used for the ammonia uptake. 

 

Solution 1H-NMR data 

1H NMR spectra were recorded on an AV-300 or an AV-400 MHz Bruker spectrophotometers at 25 °C, the 
chemical shift values are referred to TMS. J values are given in Hz. 

[(p-cymene)RuCl2(κN-4AB)] (1) δH (400MHz; CDCl3/one drop of DMSO-d6): 7.54 (2H, d, 
Aniline, 3JHH 7.2), 6.54 (2H, d, Aniline, 3JHH 7.2), 5.74 (1H, br, NH), 5.53 (2H, d, p-cymene, 3JHH 5.4), 5.46 
(2H, d, p-cymene, 3JHH 5.4), 4.33 (1H, br, NH), 2.90 (1H, m, CH(CH3)2, 3JHH 6.6), 2.53 (2H, br, NH), 2.13 
(3H, s, CH3), 1.17 (6H, d, CH(CH3)3, 3JHH 6.6). 

[(p-cymene)RuCl2(κN-4ABN)] (2⋅2H2O) δH (300MHz; CD2Cl2): 7.95 (3H, br, NH+Aniline), 7.70 
(2H, d, Ph, 3JHH 7.6), 7.43 (3H, t, Aniline+Ph), 7.21 (1H, t, Ph, 3JHH 7.6), 5.08 (2H, d, p-cymene, 3JHH 6), 
4.94 (2H, d, p-cymene, 3JHH 6), 4.84 (2H, br, NH2), 2.89 (1H, m, CH(CH3)2), 2.16 (3H, s, CH3), 1.28 (6H, 
d, CH(CH3)2). 

The 1H-NMR spectrum of complex 2 was identical to that of complex 2∙2H2O. 
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