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Table S1. Mulliken atomic charges of imidazole and imidazole—Zn,O,, clusters (n = 1-4)

S. No. Imidazole Imidazole-Zn,0, Imidazole-Zn;0; Imidazole-Zn,04 (R) Imidazole-Zn,04 (W)
Atoms Atomic Atoms Atomic Atoms Atomic Atoms Atomic Atoms  Atomic charges
charges charges charges charges
1 C -0.057107 C 0.007123 C 0.086970 C 0.023717 C 0.026088
2 C -0.029555 C -0.056496 C -0.097122 C -0.618156 C -0.109449
3 C 0.048013 C 0.134347 C 0.162095 C -0.022226 C 0.086707
4 C -0.005005 C 0.002228 C 0.069403 C -0.046402 C -0.077401
5 C -0.120660 C -0.487496 C -0.614764 C -0.106073 C -0.297884
6 C -0.099602 C -0.078886 C -0.053578 C -0.077795 C -0.060070
7 C -0.136034 C -0.105115 C -0.124518 C -0.140304 C -0.097378
8 H 0.135708 H 0.455771 H 0.398768 H 0.133375 H 0.343947
9 C -0.136127 C -0.081080 C -0.154350 C -0.121525 C -0.101037
10 H 0.156103 H 0.185200 C -0.075124 H 0.194032 H 0.177666
11 C -0.127497 C -0.132400 H 0.106447 C -0.111615 C -0.128083
12 H 0.127732 H 0.129447 H 0.126442 H 0.131678 H 0.104038
13 H 0.129724 H 0.156542 H 0.113865 H 0.145102 H 0.138479
14 H 0.127934 H 0.133485 C 0.121308 H 0.134135 H 0.130123
15 C -0.023749 C 0.013090 C -0.325636 C -0.036650 C -0.052737
16 C -0.105187 C -0.484446 C -0.096333 C -0.102543 C -0.296394
17 C -0.105386 C -0.128517 C -0.203044 C -0.100102 C -0.124185
18 C -0.134155 C -0.097901 H 0.357177 C -0.131121 C -0.138256
19 H 0.143437 H 0.461469 C -0.117298 H 0.144195 H 0.348939
20 C -0.132856 H 0.142987 H 0.155028 C -0.131446 C -0.099747
21 H 0.137291 C -0.131777 C -0.093583 H 0.137175 H 0.145792
22 C -0.120219 H 0.134682 H 0.175262 C -0.111864 C -0.127837
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Table S2. Mulliken atomic charges of imidazole— Zn,O,, clusters (n = 5-9)

S. No. Imidazole-ZnsOs Imidazole-ZnsOq(R) Imidazole-ZngOg(C) Imidazole-Zn,0, Imidazole-ZngOyg Imidazole-ZnyOy
Atoms Atomic Atoms Atomic Atoms Atomic Atoms Atomic Atoms Atomic  Atoms Atomic

charges charges charges charges charges charges

1 C 0.215899 C 0.202298 C 0.197438 C 0.214651 C 0.154743 C 0.159144
2 C 0.265311 C 0.260134 C 0.216178 C 0.262689 C 0.274270 C 0.322534
3 C 0.502270 C 0.484396 C 0.508376 C 0.490263 C 0.410593 C 0.474476
4 C 0.155269 C 0.211224 C 0.275701 C 0.219269 C 0.251748 C 0.243441
5 C -0.295349 C -0.298039 C -0.508954 C -0.301495 C -0.283859 C -0.284677
6 C -0.034249 C -0.031317 C -0.184342 C -0.042826 C -0.412372 C -0.233464
7 C -0.272960 C -0.267472 C -0.242810 C -0.267382 C -0.307915 C -0.281969
8 H 0.220692 H 0.236455 H 0.431581 H 0.239399 H 0.221097 H 0.250712
9 C -0.245651 C -0.213675 C -0.268388 C -0.216757 C -0.193617 C -0.219932
10 H 0.230020 H 0.101740 H 0.132969 H 0.099939 H 0.411072 H 0.507525
11 C -0.260955 C -0.267762 C -0.226495 C -0.274572 C -0.262474 C -0.254411
12 H 0.208455 H 0.215449 H 0.209864 H 0.216894 H 0.207959 H 0.231851
13 H 0.113166 H 0.148040 H 0.229936 H 0.160011 H 0.203141 H 0.171895
14 H 0.211462 H 0.217141 H 0.219709 H 0.219660 H 0.214690 H 0.230768
15 C 0.166322 C 0.200233 C 0.221941 C 0.204836 C 0.212051 C 0.191882
16 C -0.371447 C -0.377842 C -0.497089 C -0.384872 C -0.367561 C -0.345943
17 C -0.249368 C -0.258674 C -0.264039 C -0.257423 C -0.269859 C -0.265025
18 C -0.209118 C -0.228449 C -0.236336 C -0.228566 C -0.233717 C -0.245319
19 H 0.246788 H 0.260089 H 0.425145 H 0.264449 H 0.261452 H 0.253325
20 C -0.246946 C -0.244617 C -0.262263 C -0.248670 C -0.250155 C -0.253660
21 H 0.223615 H 0.230544 H 0.251833 H 0.230419 H 0.228686 H 0.237285
22 C -0.222834 C -0.221009 C -0.223245 C -0.219418 C -0.220987 C -0.220792
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