PDB (40854)

Mult. conformations (975)

Human (188)

Single conformation (5944)

Filtered and aligned proteins (6919) 1


admin
1


o o
O o —
o _| o _|
(e} e}
o — o ] oY [ ] )
© © ¢ °
o'r‘ > ¢ %e_ "U.'. ‘
o o O.Q [ ] :
< 7 < 7 e, °o® 9
o H °
o9 [ ° e ..
8 B y." L JP~ co\l | ,." .. L . [ JP~
S < .o" c o og.‘o
e |
o — o -
I | | I | | | | I I | I
0 20 40 60 80 100 0 20 40 60 80 100
X

Dk: Measure to describe S‘ Y HXz X ’ ‘2

how compact cluster k is x; €EC}, x;€Cx

Wk: Normalized sum of these

measures for a given ‘partition’ W, E = E Q_Dl‘
Nk

How much does this sc.ore differ Ga.pn(k) _ E.,’:{log ‘VA} o log I"Vk

from that in a randomized null?

Best K: value for which the gap 1 27 .
value is higher than the next K Gd'p(-]”) > de(}‘“‘ T 1) Sk+1
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weigh edges usin identif . .
gn edg 9 Ny N call critical residues
motion vectors communities (GN¥*)
o res 1: 11 LYS A
b 2% AN TN i res 2: 25 GLU A
S j | | &= res 3: 136 ASP A
/ @) res 4: 204 ASN A
\&x /
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Sequence
alignments

Structure
alignment

K-means

Clustering
with Gap
Statistic

Allosteric
hotspot
prediction

| Filtered Structure Databases

(PDB, SCOP)

Sequence Group 1:
RLGTGSAARVMLVKHKEAGRTLFPGVDHIDOQIL

RLGTGSAARVMLVKHKEAGRTLFPGVDHIDOQL
RLGTGSAARVMLVKHKEAGRTLFPGVDHIDOQL
Sequence Group 2:

Sequence Group 3:
YRALRPOQNLHIDQMGYIQVWVLGVLIYWMAAG

YRALRPOQNLHIDQMGYIQVWVLGVLIYWMAAG
YRALRPQNLHIDQMGYIQVWVLGVLIYWMAAG
.

Dynamical Network
Analysis (internal
critical residues)

Binding Leverage
(allosteric ligand
binding site)
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Phosphofructokinase (3pfk)

G6P-Deaminase (1cd5)

Low

Binding Leverage

High

" Known biological ligand binding sites

Adenylate Kinase (4ake) cAMP-Dependent Kinase (1j3h)

Malic Enzyme (1efk) Glu Dehydrogenase (1nr7)

Arg Kinase (3ju5)
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