
Ergonomic User Interface with Flexible and Intuitive Actions
§ F l e x i b l e  a n d  e r g o n o m i c  u s e r  i n t e r f a c e  t h a t  s i m p l i f i e s  a c c e s s  t o  v i r t u a l  s c r e e n i n g .

§ U s e r  o r i e n t e d  d a t a  u p l o a d ,  j o b  e x e c u t i o n ,  a n d  s e a m l e s s  a c c e s s  t o  o u t p u t s .
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LEXIS Platform
§ P r o v i d e s  a u n i f i e d  p o r t a l f o r  H P C  w o r k f l o w s  a n d  d a t a  m a n a g e m e n t .

§ S u p p o r t s F e d e ra t e d  l o g i n ( E U D AT,  M y A c c e s s I D,  e - I N F R A  C Z ) .

§ F e d e ra t e s  E u r o p e a n  c o m p u t i n g  c e n t r e s ,  b r i d g i n g  H P C,  c l o u d ,  a n d  
d a t a  p r o v i d e r s .

§ S i m p l i f i e s p r o j e c t  m a n a g e m e n t :  u s e r s ,  d a t a s e t s ,  w o r k f l o w s ,  a n d  
r e s o u r c e s .

§ E n a b l e s w o r k f l o w  o r c h e s t ra t i o n w i t h  s e a m l e s s  j o b  s u b m i s s i o n  a n d  
m o n i t o r i n g  ( G U I  o r  A P I ) .

§ E n s u r e s s e c u r e  a c c e s s v i a  F e d e ra t e d  A u t h e n t i c a t i o n  &  
A u t h o r i z a t i o n  I n f ra s t r u c t u r e  ( A A I ) .

Scalable Virtual Screening
§ H i g h - p e r f o r m a n c e  d o c k i n g  s o f t w a r e  d e v e l o p e d  b y  D o m p é.

§ D e s i g n e d  f o r H P C  e n v i r o n m e n t s ;  s c a l e s  t o  m i l l i o n s  o f  l i g a n d s .

§ A c c e l e ra t e s d r u g  d i s c o v e r y t h r o u g h  f a s t  l i g a n d – p r o t e i n  s c r e e n i n g .

§ Pa r t  o f  t h e E X S C A L AT E  p l a t f o r m f o r  u r g e n t  c o m p u t i n g  s c e n a r i o s .

§ G e n e ra t e s  l i g a n d  s c o r e s  e n a b l i n g  d o w n s t r e a m  ra n k i n g  a n d  
v a l i d a t i o n .

HPC-Accelerated Virtual Screening with the LEXIS Platform

§ U s e r  a u t h e n t i c a t i o n  v i a  F e d e ra t e d  l o g i n .

§ I n p u t  d a t a  u p l o a d e d  i n  a  s t a n d a r d i z e d  f o r m a t .

§ W o r k f l o w  e x e c u t i o n  c o n f i g u r e d  t h r o u g h  G U I  o r  C L I .

§ J o b s  e x e c u t e d  o n K a r o l i n a v i a  A p p t a i n e r .

§ R e a l  t i m e  m o n i t o r i n g  t h r o u g h  L E X I S .

§ R e s u l t s  r e t r i e v e d  a s  s t r u c t u r e d  d a t a s e t s  ( C S V ) .

H P C - V S  I n t e r f a c eL E X I S  P l a t f o r m

Enabling HPC-Accelerated Virtual Screening for 
Drug Discovery through the LEXIS Platform

Paulo Silva, Nestor Pylat, Martin Golasowski, Jan Martinovič (IT4Innovations, VSB – Technical University of Ostrava, Ostrava, Czech Republic)
Ludovica Picarone, Daniele Pietrucci (Department for Innovation in Biological, Agro-food and Forest systems, University of Tuscia, Viterbo, Italy)

Giovanni Chillemi (Bioinformatics Research Unit in Infectious Diseases, National Institute for Infectious Diseases Lazzaro Spallanzani - IRCCS, Rome, Italy)
Carmine Talarico (Dompé Farmaceutici S.p.A. EXSCALATE, Napoli, Italy)

D e m o  V i d e o

  Upload data via web portal    →    Launch and monitor execution    →          Retrieve and download results


