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Learn how to connect protein structure, interfaces and interaction data into coherent network
based views. From building and annotating protein interaction graphs through mapping structural
interfaces, hotspots and allosteric paths, you will use network topology and graph measures to
prioritize residues, partners and regions that matter for function, mechanism and design.
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S e s s i o n  I n d e x

Session 1 — Interaction Data, Networks & Graph Basics Session 2 — Structural Interfaces & Hotspot

Annotation Session 3 — Network Topology, Paths & Communities Session 4 — Workflows,

Integration & Reporting

S e s s i o n  1
F e e :  R s  1 2 3 2 0   Apply Now

Interaction Data, Networks & Graph Basics

Protein interaction data sources and QC

e x p e r i m e n t a l  v s  p r e d i c t e d  i n t e r a c t i o n s  c o n f i d e n c e

s c o r e s  a n d  f i l t e r i n g  i d e a s  b i n a r y  v s  c o m p l e x  l e v e l

i n t e r a c t i o n s

Graph representation of protein networks

n o d e s ,  e d g e s  a n d  e d g e  w e i g h t s  c o n c e p t s  d i r e c t e d ,

u n d i r e c t e d  a n d  b i p a r t i t e  v i e w s  n e t w o r k  b u i l d i n g  f r o m

i n t e r a c t i o n  t a b l e s
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Basic network descriptors and plots

d e g r e e  d i s t r i b u t i o n s  a n d  h u b s  c o n n e c t e d

c o m p o n e n t s  a n d  s u b g r a p h s  s i m p l e  l a y o u t s  a n d  v i s u a l

c u e s

S e s s i o n  2
F e e :  R s  1 6 5 2 0   Apply Now

Structural Interfaces & Hotspot Annotation

Mapping interactions to structural interfaces

u s i n g  c o m p l e x e s  a n d  d o c k i n g  m o d e l s  b u r i e d  s u r f a c e

a r e a  a n d  c o n t a c t  r e s i d u e s  i n t e r f a c e  t y p e  a n d

g e o m e t r y  v i e w s

Interface hotspot and energy contributions (concepts)

c o n s e r v e d  a n d  c e n t r a l  i n t e r f a c e  r e s i d u e s  a l a n i n e

s c a n n i n g  i d e a s  e l e c t r o s t a t i c  a n d  h y d r o p h o b i c

c o n t r i b u t i o n s

From residue level features to interface level labels

a n n o t a t i n g  e d g e s  w i t h  i n t e r f a c e  t y p e s  c r i t i c a l

r e s i d u e s  a n d  m u t a t i o n  s e n s i t i v i t y  l i n k i n g  s t r u c t u r a l

d e t a i l s  t o  n e t w o r k  e d g e s

S e s s i o n  3
F e e :  R s  2 0 7 2 0   Apply Now

Network Topology, Paths & Communities

Centrality and importance measures

d e g r e e ,  b e t w e e n n e s s  a n d  c l o s e n e s s  i d e a s

e i g e n v e c t o r  a n d  p a g e r a n k  s t y l e  v i e w s  n o d e  a n d  e d g e

c e n t r a l i t y  f o r  P P I s

Paths, communication routes and allostery (concepts)

s h o r t e s t  p a t h s  a n d  p a t h  e n s e m b l e s  c o n n e c t i n g

http://www.nthrys.com
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b i n d i n g  s i t e s  v i a  r e s i d u e  n e t w o r k s  s i m p l e  m o d e l s  o f

i n f o r m a t i o n  f l o w

Communities, modules and sub networks

c l u s t e r i n g  a n d  c o m m u n i t y  d e t e c t i o n  i d e a s  f u n c t i o n a l

m o d u l e s  a n d  c o m p l e x e s  m a p p i n g  c o m m u n i t i e s  b a c k

t o  s t r u c t u r e s

S e s s i o n  4
F e e :  R s  2 6 3 2 0   Apply Now

Workflows, Integration & Reporting

End to end network and interface workflows

f r o m  i n t e r a c t i o n  t a b l e s  t o  g r a p h s  a n d  i n t e r f a c e s

c o m b i n i n g  c e n t r a l i t y ,  c o m m u n i t i e s  a n d  h o t s p o t s

s h o r t l i s t i n g  r e s i d u e s ,  p r o t e i n s  a n d  c o m p l e x e s

Integration with omics and structural projects

o v e r l a y i n g  e x p r e s s i o n  a n d  v a r i a n t  d a t a  l i n k i n g  t o

d o c k i n g ,  M D  a n d  f r e e  e n e r g y  o u t p u t s  p a t h w a y  a n d

d i s e a s e  m o d u l e  m a p p i n g

Figures, tables and project ready summaries

n e t w o r k  d i a g r a m s  w i t h  h i g h l i g h t e d  h u b s  i n t e r f a c e

a n d  h o t s p o t  p a n e l s  o n  s t r u c t u r e s  r a n k e d  l i s t s  w i t h

c l e a r  i n t e r p r e t a t i o n  n o t e s

http://www.nthrys.com

