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Table S1. Relevant mean distances (d, in A) and angles (a, in degrees) from the

molecular dynamics of Cr;(dpa)4(CN),. Average values are reported for the group of
symmetric (Adist < 0.15 A) and asymmetric (Adist > 0.15 A) structures. X-ray values
are shown. Previous DFT optimized structural parameters are shown for comparison.

Gas phase MD Crystal MD X-ray! Static
Symmetri Asymmetri Symmetri Asymmetri DFT Opt?

c c c c
d(Cr;-Cry) 2314 2.275 2.358 1.928 2.370 2.370
;z’(Crz- ~-Crs 2.332 2.531 2.379 2695 2.370 2.370
d(X-Cr) 2.187 2.198 2.323 2.452 2.284 2.186
d(X-Cr3) 2.176 2.135 2.201 2.299 2.284 2.186
a(N-C-Cr) 164.6 165.5 145.3 145.6 173.7 180.0
a(N-C-Cr3) 164.2 164.8 139.7 147.6 173.7 180.0
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