$10 Fig. Comparison of the biuret—-enzyme interactions observed during molecular dynamics
simulations for the WT enzyme (blue) and the C175S mutant (orange). The top row of plots
shows the time trace of the number of hydrogen bonds between the active site residues and
biuret, a histogram of these hydrogen bonds, and a bar chart highlighting differences in
hydrogen bonding between WT and mutant. On the bottom, the distance between the
nucleophile and the electrophilic carbon of biuret is shown as a function of time on the left, and
distributions on the right.

No. H-bonds
LS [¥1) o L o

-
L

.
A5P29 _|——

o 100 20.0 300 400 500 ﬁ%:gﬁ%;@ §
time {ns) No. H-bonds g 8 é g E E é g DF_::

= .55 1 055 A
£
=
L)
2 050 050 A
m
#
h=}
£ 0.45 1 g | 0451
i . —
= | ! I
2 0404 DI ‘II ' l | Hi 0.40
A r | |\
(=]
L | —
Y 035 0.35 1
=

030 1 030 A

T T T T T T T T
o 100 200 300 400 500 WT Cle85

time {ns]



