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Table S1. Mulliken atomic charges of imidazole, imidazole— Zn,O, clusters (n = 1-5)

S. No. Imidazole Imidazole-ZnO Imidazole-Zn,0, Imidazole-Zn;0; Imidazole-Zn Oy, Imidazole-ZnsOs5
Atoms Atomic Atoms Atomic Atoms Atomic Atoms Atomic Atoms Atomic  Atoms Atomic

charges charges charges charges charges charges

1 C 0.015369 C 0.219342 C 0.218375 C 0.015615 C 0.041513 C 0.281339
2 C 0.160691 C 0.194925 C 0.164047 C 0.210518 C 0.223136 C 0.249987
3 C 0.148338 C 0.352964 C 0.342110 C 0.298912 C 0.194303 C 0.114692
4 C 0.148338 C 0.263731 C 0.173020 C 0.042713 C 0.119776 C 0.040415
5 C 0.243078 C -0.227947 C -0.193496 C -0.105924 C -0.101662 C -0.090457
6 C -0.370375 C -0.331741 C -0.230110 C -0.115383 C -0.114916 C -0.557520
7 C -0.151396 C -0.156119 C -0.186989 C -0.239475 C -0.251408 C -0.156720
8 H 0.181195 H 0.203519 H 0.168389 H 0.249381 H 0.266894 H 0.204256
9 C -0.283833 C -0.281675 C -0.326713 C -0.260508 C -0.404901 C -0.122240
10 H 0.242337 H 0.343732 H 0.297410 H 0.238118 H 0.205496 H 0.544739
11 C -0.309906 C -0.305388 C -0.314652 C -0.336590 C -0.293556 C -0.348353
12 H 0.187431 H 0.190186 H 0.184032 H 0.202279 H 0.202521 H 0.223179
13 H 0.207261 H 0.222317 H 0.219417 H 0.214179 H 0.230151 H 0.213374
14 H 0.226049 H 0.230071 H 0.220959 H 0.221650 H 0.223184 H 0.238906
15 C 0.350506 C 0.335721 C 0.360376 C 0.307055 C 0.255215 C 0.277795
16 C -0.334154 C -0.329816 C -0.347918 C -0.329784 C -0.319504 C -0.301100
17 C -0.350853 C -0.279005 C -0.328620 C -0.207801 C -0.116250 C -0.074045
18 C -0.322119 C -0.326517 C -0.328519 C -0.327880 C -0.321886 C -0.329283
19 H 0.245120 H 0.236599 H 0.232256 H 0.234999 H 0.232420 H 0.265331
20 C -0.140124 C -0.134994 C -0.140305 C -0.187925 C -0.209799 C -0.223754
21 H 0.323001 H 0.208857 H 0.272420 H 0.296889 H 0.211664 H 0.144210
22 C -0.290052 C -0.283172 C -0.288212 C -0.266152 C -0.254047 C 0.144210
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Table S2. Mulliken atomic charges of imidazole—Zn,0, clusters (n = 6-9)

S. No. Imidazole-ZnsOy Imidazole-Zn,0; Imidazole-ZngOyg Imidazole-ZnoO,

Atoms Atomic Atoms Atomic Atoms Atomic Atoms Atomic

charges charges charges charges

1 C 0.081996 C 0.030282 C 0.030282 C 0.246294
2 C 0.127220 C 0.030282 C 0.159546 C 0.138339
3 C 0.389323 C 0.411610 C 0.411610 C 0.526128
4 C 0.380612 C 0.342494 C 0.342494 C 0.349627
5 C -0.374945 C -0.188895 C -0.188895 C -0.184606
6 C -0.281298 C -0.279035 C -0.279035 C -0.379258
7 C -0.162007 C -0.233997 C -0.233997 C -0.183644
8 H 0.186415 H 0.110917 H 0.110917 H 0.061182
9 C 0.041152 C -0.169194 C -0.169194 C -0.258516
10 H 0.062879 H 0.117255 H 0.117255 H 0.209977
11 C -0.347672 C -0.299123 C -0.299123 C -0.256841
12 H 0.203029 H 0.213948 H 0.213948 H 0.204469
13 H 0.205310 H 0.217749 H 0.217749 H 0.214406
14 H 0.239598 H 0.247196 H 0.247196 H 0.249173
15 C 0.365285 C 0.210541 C 0.210541 C 0.373193
16 C -0.336136 C -0.318020 C -0.318020 C -0.339953
17 C -0.309994 C -0.188449 C -0.188449 C -0.301399
18 C -0.303072 C -0.234457 C -0.234457 C -0.318317
19 H 0.229096 H 0.229902 H 0.229902 H 0.239257
20 C -0.151374 C -0.180776 C -0.180776 C -0.152313
21 H 0.314287 H 0.236882 H 0.236882 H 0.291239
22 C -0.252866 C -0.253144 C -0.253144 C -0.269793
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