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Fig. S1 Schematic diagrams of main orbital interactions. (a) 1...NHj; (b) 5...NHj3; (¢)

6...NH;; (d) 10...NH;; (e) 11...NH;; (f) 15...NH;,
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Fig. S2 (a) Correlation between the binding energy (AE) and the binding distance
(d(au--N)); (b) correlation between the binding energy (AE) and the MEP value over the

Au atom (Vs max(Au))-
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Fig. S3 Correlation between exchange energy (AE®X) and repulsion energy (AE™P).
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Fig. S4 AIM molecular graphs of the dimers and trimers (a)(AuCl;(NCC¢H4Cl)), (n =
2, 3); (b) (AuCl3(NCCgH4NC)), (n = 2, 3); (¢) AuCl3(NCC¢H4CN)), (n =2, 3).



