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Figure S.1. Gas phase optimized structure for the [Zn(Im)(Ac),OHZn(Im),(Ac)]
complex (Im stands for the imidazole molecule and Ac for acetate)

Table S.1. Selected interatomic distances between zinc ions and other atoms
(in A) obtained for the [Zn(Im)(Ac),OHZn(Im),(Ac)] complex using two different
theoretical levels (see text in the paper). Atom numbering refers to figure S.1.

Zn(l)- Zn(l)- Zn(l- Zn(l- Zn(l)- zZn(l)- zZn(l)- Zn(l)- zZn(l)-
Zn(”) OOH OAcl NIml OACZ OOH NIm2 NIm3 C)A(:3

AM1d-AM1 379 | 208 | 209 | 211 | 223 | 201 | 208 | 209 | 2.09

MOS-2X/6-31+G™ | 380 | 200 | 197 | 207 | 207 | 192 | 205 | 206 | 200




