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Interaction of water molecules with
secondary structural elements

Figure S1. The interaction
particular helix (residues 119-123). As can be
seen, six water molecules are involved
interaction. The PDB-id of the structure is 1GH4.
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Figure S2. The output panel depicts the direct interaction of
the interfacial residues at the dimer interface of

the subunits A and B (1J4S). The subunits A and B
are shown in red and green colors respectively.
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Figure S3. The screen snapshot shows the catalytic network
formed by the residues Aspartate and Histidine
and a water molecule (PDB-id: 1UNE).
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