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Table S1: Toxicity risk prediction for the top 121 compounds and known inhibitor, 8-Azanebularine.
Compound ID Toxicity Risk
Mutagenic | Tumorigenic | Reproductive Effective | Irritant

8-Azanebularine

ZINC000004098302
ZINC000004098448
ZINC000005158749
ZINC000013310993
ZINC000014637370
ZINC000014686335
ZINC000014825188
ZINC000015253910
ZINC000033832412
ZINC000039183320
ZINC000059586224
ZINC000059587555
ZINC000070451127
ZINC000070454885
ZINC000085532375
ZINC000085543123
ZINC000085547677
ZINC000085547700
ZINC000085569457
ZINC000085592995
ZINC000085593577
ZINC000095912378
ZINC000095912380
ZINC000095912466
ZINC000095912676
ZINC000095914813
ZINC000101100339
ZINC000103559699
ZINC000103572309
ZINC000103584057
ZINC000013384051
ZINC000015206058
ZINC000033830107
ZINC000042802834
ZINC000042890265
ZINC000044031885
ZINC000044086846
ZINC000044305204
ZINC000044305748
ZINC000044352188
ZINC000059589111
ZINC000070450948
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Figure S1: 2D representation of the protein-ligand interaction map for ADAR2 complexed with (a)
ZINC000095913861, (b) ZINC000085996580, (c) ZINC000070454467, (d) ZINC000042890265, and (e)
ZINC000039183320.




(e)

Figure S2: 3D representation of the protein-ligand interaction for ADAR2 complexed with (a)
ZINC000095913861, (b) ZINC000085996580, (c) ZINC000070454467, (d) ZINC000042890265, and (e)
ZINC000039183320.
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Figure S3: Root mean square fluctuation (RMSF) plot of the ADAR?2-ligand complexes throughout the 100
ns MD simulations.
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Figure S4: Per-residue energy decomposition of the ADAR2 in complex with (a) ZINC000042890265, (b)
ZINC000039183320, (c) ZINC000101100339, (d) ZINC000085593577, (e) ZINC000085532375, (f) 8-
Azanebularine, and (g) ZINC000014637370.



