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Centralities CSB Meeting 2026

* Fach edge has
a frequency

associated
1.0

* Multiple edges
can connect
the same 0.2
nodes

» Strength?
Distance?
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@ PH=75
L Right hydrogens
f

Right atom charges

Right hydrogen bond donor/acceptor
behaviour
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?SQLite

[
LYS ¢ Prot. State 2
LYR e Prot.Statel > O<pH=<35 H Geometries Atom labels
LYS * Prot.State2->35<pH=<8.0 o H1: at angl atl ang2 at2 o HBOND donors: Atl, At2

[e]

o H2: at angl atl ang2 at2 HBOND acceptors: At3, At4
H3: at angl atl ang2 at2 Cationic atoms: At
L | Prot. State4->10.5<pH <14 o .. o Anionic atoms: At6, At7

LYT » Prot.State3 »8.0<pH<10.5
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Hydrogen bonds CSB Meeting 2026

One big problem:

HBONDs and PIHBONDs depend
on the position of the H atoms
(orientation and distance
requirements).

Can we always tell which is the
best H placement?
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One big problem:

HBONDs and PIHBONDs depend
on the position of the H atoms
(orientation and distance
requirements).

Can we always tell which is the
best H placement?
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Other interactions CSB Meeting 2026

RING 4.0 RING 5.0

CLASH . VDW

distance A-B distance A-B
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Other new developments... CSB Meeting 2026

New exporters

e JSON file now available
for CLI users.

e New graphML network
file.
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New non-std amino acids and
nucleotides handling

* No more LIG treatment.

e Residuea like HYP are now recognized as amino acids.

e Makes RING better at handling PTMs
(phosphorylation, acetylation, hydroxylation, etc).
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Web Server updates

¢ Easier analysis + more flexibility
* New filters
e New visualization options

e New interaction coming
#§ NetworkX soon...
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