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Figure S1 Optimised geometry of [In{PhNC(H)NPh}].{PhNC(H)N(H)Ph}

Computational Details

All DFT calculations were carried out using Gaussian03,' employing Adamo and Barone’s
mPW1PW91 functional® with a basis set consisting of 6-31+G(d) on C, N, and H’ along with
Stevens, Basch, and Krauss’s basis set and ECP on In,* i.e. similar to that used in a recent
study of indium diazadiene complexes carried out by Schoeller et al.” Population analysis
employed Weinhold and co-workers’ NBO scheme.® Calculated binding energy included the
standard counterpoise correction for BSSE.’
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Cartesian coordinates of optimised structures

compound 6a: scf energy -800.663203
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[In {PhNC(H)NPh}]. {PhNC(H)N(H)Ph! :
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NBO details for the In atom in compound 6b
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Atom No Charge Core Valence Rydberg Total
In 1 0.77826 45.99291 2.22313 0.00570 48.22174
Atom No Natural Electron Configuration

In 1 [core] 5S(1.92) 5p(0.30)



