Measuring perturbation
with naive calculation

Fon=Fe =AF <0

Energies calculated using the wild-type structure
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Measuring perturbation
with secondary calculation

Fon=Fe =AF <0

(E)-Envn

{E-Erm
O
A\ 4

= B

B

MET
PHE
WT structure
PRG
‘E"Em

=X

5 = Fwe>0

T Ere

GLY]

RE
‘
<
£

(o S

odel of mA &

mutated structure <

T

= 5

— F < 0 2
aE TR < PRQ

N/ cys ¢

-0 £

(E) 1Y TIN-

(]

ko]

3

€

[HIS] K

5

ILE @

@

S5

el

)

PHE ®©

2

S

]

I

g

S




