
Lunch  Se m inar: "Fas t, Eas y, Accurate  Dock ing 
us ing e H iTS and th e  Sun Grid Com pute  Utility"

Sim BioSys , your s oftw are  partne r for rational drug de s ign, and Sun Micros ys te m s  w ould lik e  
to invite  you to a lunch  s e m inar to introduce  you to a ne w , fas t, e as y and e conom ical w ay to 
pe rform  dock ing.  Th e  Sun Grid Com pute  Utility provide s  e xte ns ive  re s ource s  to run th e  m os t 
accurate  and e as y to us e  dock ing program , e H iTS.

W h e re : Tutto Mare  Ris torante
4365 Exe cutive  Dr. San Die go Ca, 9 2121
h ttp://w w w .tuttom are .com /

Date : January. 18th , 2007
Tim e : 11:00am  - 2:00pm

Age nda:

11:00 - 11:45am  Introduction to e H iTS

11:45 - 12:15pm  "Expe rie nce s  w ith  dock ing", Dr. Nouri Ne am ati, USC

12:15 - 12:30pm  Bre ak  

12:30 - 1:00pm  Lunch  / Introduction to Sun Grid Com pute  Utility, Ari 

Sh am as h , Dire ctor, Sun Grid Engine e ring

1:00 - 1:30pm  De m ons tration of e H iTS on th e  Sun Grid

1:30 - 2:00pm  Q& A

Atte nde e s  of th is  e ve nt are  e ligible  to re ce ive  com plim e ntary CPU h ours  on th e  
Sun Grid Com pute  Utility!

Que s tions  can be  dire cte d to Darryl Re id: darryl@ s im bios ys .ca
To confirm  your re gis tration for th is  m e e ting ple as e  fill out th e  re gis tration from  at:

w w w .s im bios ys .ca/e h its -s andie go

Ple as e  re gis te r as  s oon as  pos s ible !  Se ating for th is  e ve nt is  lim ite d.

h ttp://w w w .ne tw ork .com

About Sim BioSys :

Sim BioSys , s pe cializ ing in drug de s ign and drug dis cove ry s oftw are , provide s  le ading e dge  s oftw are  
for de  novo ligand de s ign and h igh  th rough put ligand dock ing.  Th e  de ve lope rs  of th e  de  novo de s ign 
program , SPROUT, now  offe r th e  ne xt ge ne ration of dock ing s oftw are , e H iTS. Sim BioSys  h as  ve ry 
s trong focus  on s cie ntific re s e arch  and de ve lopm e nt in are as  th at m e e t th e  ne e ds  of com putational 
ch e m is ts . Sim BioSys  is  active ly w ork ing to im prove  our program s  to le ad th e  w ay in th e  are a of drug 
dis cove ry s oftw are . Th is  focus  on re s e arch  m e ans  th at a Sim BioSys  us e r can e xpe ct to be  k e pt up to 
date  w ith  th e  m os t re ce nt de ve lopm e nts  in com putational drug dis cove ry.  



About e H iTS

e H iTS is  th e  only truly e xh aus tive  dock ing algorith m  available  today. 
e H iTS tak e s  a uniq ue  fragm e nt bas e d and s ys te m atic approach  to th e  
dock ing proble m  by dividing ligands  into rigid fragm e nts  and fle xible  
conne cting ch ains  th e n dock ing e ach  rigid fragm e nt e ve ryw h e re  w ith in 
th e  re ce ptor s ite , in an e xh aus tive  m anne r.

Th e  e xh aus tive  nature  of e H iTS m ak e s  it one  of th e  m os t accurate  
fle xible  ligand dock ing program s . In validation s tudie s , e H iTS is  able  to 
re produce  th e  binding pos e  of co-crys talliz e d ligands  on th e  ave rage  of 
9 0%  of th e  tim e  (RMSD le s s  th an 2Å). For m ore  de taile d inform ation 

Atte nde e s  of th is  m e e ting are  e ligible  to re ce ive  com plim e ntary CPU 
h ours  on th e  SGCU.  Ple as e  re gis te r at: 

w w w .sim biosys.ca/e h its-sandiego

Register today, seating is lim ited!

can be  found at th e  Sim BioSys  w e bs ite  (w w w .s im bios ys .ca)

e H iTS give s  us e rs  th e  pow e r to train our s coring functions . Th e  training utility allow s  us e rs  to us e  
com ple xe s  from   a particular fam ily to train th e  s coring functions  to im prove  dock ing accuracy or to 
us e  s e ts  of active  and de coy ligands  to im prove  rank ing re s ults .  

About Sun Grid Com pute  Utility

Sun is  ch anging th e  ve ry nature  of com puting by de live ring acce s s  to e nte rpris e  com pute  pow e r ove r 
th e  Inte rne t w ith  its  Sun Grid Com pute  Utility. Sun Grid provide s  e as y and affordable  acce s s  to an 
e norm ous  com puting re s ource  for th e  pre dictable  and all-inclus ive  price  of $1/CPU-h r.

Th e  Sun Grid application catalog is  a re ce ntly introduce d s olution th at allow s  inde pe nde nt s oftw are  
ve ndors  (ISVs ) and de ve lope rs  th e  ability to h os t th e ir applications  on th e  Sun Grid Com pute  Utility 
and de live r th e m  as  s e rvice  to e nd us e rs . Expe cte d to be  include d in th e  ne xt Sun Grid re le as e , th e  
Sun Grid application catalog is  ve nue  w h e re  ISV Applications  and Ope n Source  Applications  can be  
e as ily acce s s e d. Sun Grid Cus tom e rs  are  jus t a click  aw ay from  us ing th e ir application in an on-
de m and e nvironm e nt! 

* Us e  Sun as  your one -s top application s h op
* Eas y Acce s s  to th e  applications  you us e  in an on-de m and e nvironm e nt
* Plug Into Sun's  Infras tructure , Us e  th e  applications  on an as -ne e de d bas is

Running e H iTS on th e  Sun Grid Com puting Utility

Sim BioSys  Inc, a le ading e dge  ch e m is try s oftw are  provide r th at e nable s  com putational ch e m is ts  to 
find and optim iz e  le ad drug candidate s  fas te r and m ore  e as ily w ith  e H iTS is  e xcite d about th e  ne w  
m ode l. "W e  are  e xcite d to offe r our s oftw are  on th e  Sun Grid Com pute  Utility," s aid Z s olt Z s oldos , 
Sim BioSys ' Pre s ide nt and Ch ie f Scie ntific Office r. "Our te s ting of e H iTS on th e  Sun Grid h as  s h ow n 
im pre s s ive  s calability up to at le as t 100 CPUs . As  a re s ult, proble m s  th at us e d to run for w e e k s  can 
now  be  s olve d in days  w h ich  allow s  th e  drug dis cove ry pipe line  to be  fille d fas te r and w ith  m ore  
le ads ."




