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Method Section

Quantum Mechanics/Molecular Mechanics Model
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Figure S1. Arginase A2 chimera system complexed with agmatine substrate. The water shell around the
enzyme is represented with ball-and-sticks and the QM region is shown by a close-up.
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Figure S2. Root mean square fluctuation per residue obtained from SBMD simulation of A2 Chimera in
complex with Agmatine(blue line) and Arginine (red line). Residues showing zero RMSF are located in the
reservoir zone.

== Agmatine == Arginine

RMSD(A)

0,0 + + t + + t + + { + + |
0 25 50 75 100

Time (ns)

Figure S3. Root mean square desviation obtained from SBMD simulation of A2 Chimera in complex with
Agmatine(blue line) and Arginine(red line).
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Figure S4. Energy scan for the nucleophilic addition of the hydroxyde-oxygen to CZ atom of guanidinum

group of the arginine in the Chimera A2.The energy of the linear transit scan were calculated at the B3LYP/6-
31+G*:CHARMM36 level.
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Figure S5. Analysis of expression of chimeric species of loop A of arginase. A. Electrophoretic analysis under
denaturing conditions (12% SDS-PAGE) of wild type arginase species (WT) and chimeric species of loop A
1 to 5 (Al to AS). B. Western blot analysis with an anti-human liver arginase antibody, transferred from a
polyacrylamide-SDS gel of the same conditions described in (A).



