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Figur e S1 Sequence a lignm ent of lacta te dehydr ogenase

A (LDHA) fr om differ ent species.

Tab le S1 Aver aged num ber of contacts between LDHA

and the ligand .

Tab le S2 Hydr ogen bond (exclud ing ion ic in ter actions)

occupancy.

Tab le S3 Root m ean squar ed deviations (RMSD) be-

tween PDB 1I10 and PDB 4AJP.

Text S1 Atom nam es, types, and RESP char ges of LDHA

ligands.

Text S2 Root m ean squar ed devia tion (RMSD) of LDHA

backbone a tom s.

Text S3 Root m ean squar ed devia tion (RMSD) of heavy

a tom s of selected b ind ing site r esidues and ligands.

Text S4 Super im position of cluster centr oids.

Text S5 Initia l str uctur es for steer ed MD sim ula tions.

Text S6 Or igina l pulling wor k and peak for ce for

steer ed MD r uns.

Text S7 Loop confor m ations for the pulling of S-site

inhib itor s.




