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Figure S1. Sequence alignment and structure alignment for three PDB structures. (a) The sequence 
alignments for three PDB structures. (b) Identity matrix between sequences by UniProt Align mod-
ule. The higher similarity is indicated by a darker color. (c) The sequences in the red box (a) are 
shown in the aligned structures. The zinc ions and NAD are structurally well conserved. 
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Figure S2. Root mean square fluctuation (RMSF) graphs during 100 ns MD simulations repeated 
three times for three PDB structures. (a) RMSF values during 100 ns MD simulations for 1CDO. (b) 
RMSF values during 100 ns MD simulations for 1HDX. (c) RMSF values during 100 ns MD simula-
tions for 4W6Z. 

 

 
Figure S3. Correlation between Q-value and centrality measure for fish ADH1/ADH3 divergence 
(ADH1: 1CDO). (a) Q value ploĴed against closeness centrality values. (b) Key residues with match-
ing closeness centrality and Q-value are highlighted and labelled. 
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Figure S4. Correlation between Q-value and centrality measure for fungi ADH1/ADH5 divergence 
(ADH1: 4W6Z). (a) Q value ploĴed against closeness centrality values. (b) Key residues with match-
ing closeness centrality and Q-value are highlighted and labelled. 

 

Figure S5. Correlation between Q-value and centrality measure for the Mammalia ADH1/ADH4 di-
vergence (ADH1: 1HDX). (a) Q value ploĴed against closeness centrality values. (b) Key residues 
with matching closeness centrality and Q- value are highlighted and labelled. 

 


