S4 Table. Results of the energy-based analysis of DhaA.

Position Residue Mutation

FoldX AAG Rosetta AAG

Mutant

(kcal.mol'l) (kcal.mol'l) Antagonistic effect Interactions

20 E Q -1.09 -2.13 C128F - -

F -2.21 -8.45 - -
128 ¢ M -3.48 -2.96 - - -

w -1.09 -2.65 C128F - -
148 T L -1.96 -2.00 - -

\Y -1.92 -2.21 C176F - -
172 A | -2.83 -2.16 - -

F -2.22 -7.07 - -

L -2.01 -5.28 - - -
176 C

H -1.08 -4.82 - - -

M -2.51 -4.24 - - -
187 D w -1.37 -2.58 - R190 -

w -1.36 -4.55 - -

F -1.98 -2.95 - - -
198 D

Y -1.85 -2.75 - - -

L -1.92 -2.53 - - -
217 N Y -2.38 -2.38 C128F - -
219 \Y w -1.77 -3.04 - -

L -1.64 -4.93 - -
262 ¢ M -1.42 -2.94 - - -
266 D Y -2.43 -2.90 C128F - -

F -2.31 -2.41 - -




