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Th e  pas t th re e  m onth s  h ave  flow n by!  So far 2008 h as  
s tarte d th e  w ay 2007 e nde d, e xciting and ve ry bus y.  Ove r 
th e  pas t q uarte r, w e  h ave  continue d our e fforts  to de ve lop 
cutting e dge  ch e m is try s oftw are  w h ile  e xpanding our 
e fforts  to re ach  out into th e  com putational ch e m is try 
com m unity.  W e  h ave  s tarte d a proje ct to m ak e  LASSO 
de s criptors  available  for all 18+  m illion s tructure s  available  
in th e  Ch e m Spide r databas e  and, in addition, h ave  
s cre e ne d th e  e ntire  databas e  agains t 40 re ce ptor targe ts . 
Th e  re s ults  of th is  ve ry large  cros s  s cre e ning e xpe rim e nt 
are  now  available  th rough  th e  Ch e m Spide r w e bs ite . I am  
als o ple as e d to announce  th at w e  h ave  re ce ntly e nte re d th e  blogos ph e re  w ith  our 
ow n Sim BioSys  Blog.  Our blog w ill h ope fully s e rve  as  anoth e r w ay to inte ract 
w ith  th e  drug dis cove ry com m unity, and a w ay for you to le arn w h at w e  are  up to. 
In 2008 w e  are  e xpanding our trave l s ch e dule  to try and inte ract w ith  as  m any 
us e rs  as  pos s ible .  I w ould lik e  to invite  you to le t us  k now  if you w ill be  atte nding 
any of th e  m e e tings /confe re nce  lis te d in th is  ne w s le tte r, as  w e  w ould love  to talk  
w ith  you.   

A Me ssage  from  Dr. Z solt Z soldos, CSO, 
Sim BioSys

Sim BioSys  and Ch e m Z oo h ave  
te am e d up to provide  th e  virtual 
s cre e ning re s ults  for 40 targe t 
fam ilie s  on th e  full Ch e m Spide r 
Library, curre ntly containing ove r 18 
m illion m ole cule s .  Us ing th e  LASSO 
s im ilarity s e arch  tool, Sim BioSys  h as  
s cre e ne d th e  Ch e m Spide r databas e  
agains t all 40 targe t fam ilie s  from  th e  
Databas e  of Us e ful De coys  (DUD) 
datas e t.  In addition to allow ing 
ins tant rank ing re s ults  for your 
particular targe t of inte re s t (re trie ving 
m ole cule s  th at are  lik e ly to be  active  
for your re ce ptor) th is  m atrix of 
s cre e ning re s ults  can be  us e d to find 

Ove r 18 M illion Mole cule s Scre e ne d 
against 40 Targe ts

m ole cule s  th at h ave  pre dicte d affinity 
for your targe t but low  pre dicte d 
affinity for all oth e r targe ts . 
Pe rform ing s uch  s e arch e s  prom is e s  
to im prove  s e le ctivity and can be  a 
guide  to re ducing toxicity conce rns . 

W e  are  now  in th e  proce s s  of look ing 
to s e e  w h at LASSO can and can not 
do on s uch  a large  s e t of s tructure s , 
both  its  lim its  and its  s ucce s s e s . In 
th e  s pirit of crow ds ourcing, w e  
e ncourage  you to ch e ck  it out and 
w ould love  to ge t any and all 
fe e dback . 
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h ttp://w w w .s im bios ys .ca/e h its _ las s o/LASSO_ on_ Ch e m Spide r.pdf
h ttp://w w w .s im bios ys .ca/blog/2008/02/13/e xciting-tim e s -for-las s o-ch e m s pide r-and-bio-it-w orld/
h ttp://w w w .ch e m s pide r.com /blog/s caffold-h opping-and-th e -s e arch -for-unus ual-s us pe cts .h tm l

http://www.simbiosys.ca/ehits_lasso/LASSO_on_ChemSpider.pdf
http://www.simbiosys.ca/blog/2008/02/13/exciting-times-for-lasso-chemspider-and-bio-it-world/
http://www.chemspider.com/blog/scaffold-hopping-and-the-search-for-unusual-suspects.html
http://www.chemspider.com/
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Ge tting th e  m os t out of your 
com putational tools  ofte n com e s  
dow n to prope r us age .  At Sim BioSys  
our goal h as  alw ays  be e n to de ve lop 
tools  th at are  e as y to us e , w ith  s im ple  
inte rface s  and a lot of autom ation. 
H ow e ve r, e ve n th ough  th e  s cripts  are  
s im ple , as  a us e r you s till ne e d to 
k now  th e  be s t protocol to ge t th e  be s t 
pe rform ance .  

Ove r th e  pas t th re e  w e e k s , w e  h ave  
be e n w ork ing on th e  SAMPL proje ct 
(h ttp://s am pl.e ye s ope n.com ).  SAMPL 
is  a com m unity com pe tition to te s t 
prote in and ligand m ode ling.  Th is  
w ork  h as  prom pte d us  to form aliz e  
th e  "be s t practice s " protocol for 
s cre e ning w ith  e H iTS and LASSO.  

Th e  follow ing graph ic illus trate s  th e  
w ork flow  one  s h ould follow  w h e n 
us ing e H iTS or LASSO for s cre e ning 
databas e s .  Th e  m ain ide a is  th at w e  

e H iTS and LASSO Ne w  Scre e ning Protocol

s h ould firs t try to ge ne rate  th e  be s t 
m ode l pos s ible , us ing all available  
inform ation prior to pe rform ing th e  
s cre e n.  As  w ith  any m ode ling 
approach , te s ting and validating th e  
m ode l is  an e s s e ntial s te p prior to 
applying th e  m ode l in a pre dictive  
w ay.  Th us , in th is  w ork flow  w e  h ave  
a s e rie s  of "loops " w h ich  involve  
te s ting and e valuating th e  m ode l at 
th at s te p.  Be fore  m oving to th e  ne xt 
s te p you m us t be  s atis fie d w ith  th e  
re s ults .

More  inform ation about th is  ne w  
protocol w ill be  available  on our blog 
as  w e ll as  our w e bs ite .  W e  
e ncourage  us e rs  to m ak e  com m e nts  
on th is  protocol via our blog or 
th rough  e m ail.

h ttp://w w w .s im bios ys .ca/blog/
h ttp://w w w .s im bios ys .ca/e h its /e h its _ protocol.h tm l

SAMPL
Statis tical As s e s s m e nt of th e  
Mode ling of Prote ins  and 
Ligands

SAMPL is  an atte m pt at 
pros pe ctive ly te s ting prote in 
and ligand m ode ling.  Th e  
e ve nt focus e d on virtual 
s cre e ning, pre diction of binding 
pos e s  and pre dicition of 
binding affinitie s .  Th e  de adline  
for s ubm is s ion w as  Fe b 19 th , 
w ith  th e  re s ults  be ing 
announce d in March  2008.
 

e H iTS and LASSO Fre e  
for ope n acade m ic 
re s e arch

To re q ue s t a copy of e H iTS or 
LASSO, ple as e  fill out our 
Re q ue s t a De m o form  at:

w w w .s im bios ys .ca/

http://www.simbiosys.ca/blog/
http://www.simbiosys.ca/products/demo_request.html
http://sampl.eyesopen.com
http://www.simbiosys.ca/ehits/ehits_protocol.html


A re ce nt article  in th e  Fe bruary 
e dition of BioIT W orld, focus e d on th e  
us e  of com putational tools  to e xpand 
th e  range  of core  m ole cular s h ape s  
for le ad ge ne ration.  W e  re com m e nd 
tak ing a look  at th e  article  as  it give s  
a nice  ove rvie w  of th e  w ork  in 
s caffold h opping applications . 
Sim BioSys ' LASSO ligand bas e d 
s im ilarity tool w as  m e ntione d in th is  
article . 

Ke nne th  Fore m an, com putational 

Th e  Se arch  for Unusual Suspe cts - BioIT 
W orld Article  on Scaffold H opping

ch e m is t at OSI Ph arm ace uticals  
s um m ariz e s  th e  m ain purpos e  of 
th e s e  tools :  

“Th e  lack  of bias  in th e s e  
com putational tools  can aid in 
conve rting [H TS] h its  th at h ave  
ce rtain unde s irable  core  fe ature s  into 
ne w , IP-able  core s ,” s ays  Fore m an.

Rath e r th an go into any m ore  de tails  
h e re , ple as e  tak e  a look  at th e  article  
for yours e lf at th e  link  be low .

h ttp://w w w .s im bios ys .ca/w h ats ne w /m e dia.h tm l
h ttp://w w w .bio-itw orld.com /is s ue s /2008/fe b/cove r-s tory-s caffold-h opping/
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Sim BioSys Ente rs th e  Blogosph e re : 
w w w .sim biosys.ca/blog
January 9 th , 2008.  Th at's  th e  date  
Sim BioSys  e nte re d th e  Blogos ph e re . 
Building upon our e fforts  to conne ct 
m ore  and m ore  w ith  th e  drug 
dis cove ry com m unity, w e  h ave  
s tarte d our com pany blog.  Th e  blog 
is  de s igne d as  anoth e r opportunity for 
our us e rs  and frie nds  to find out w h at 
Sim BioSys  is  doing and, m ore  
im portantly, e nte r into a dis cus s ion on 
various  h appe nings  in our fie ld.  

Re ce nt Blog Postings:
Se rious  Com puting on Gam ing H ardw are
h ttp://w w w .s im bios ys .ca/blog/2008/02/21/th e -ne xt-ge ne ration-in-pe rform ance -s e rious -com puting-
on-gam ing-h ardw are /

Exciting tim e s  for LASSO - Ch e m Spide r and Bio-IT W orld
h ttp://w w w .s im bios ys .ca/blog/2008/02/13/e xciting-tim e s -for-las s o-ch e m s pide r-and-bio-it-w orld/

Are  you aw are  of SAMPL?
h ttp://w w w .s im bios ys .ca/blog/2008/01/26/are -you-aw are -of-s am pl/

Roping in your ne xt Scaffold H op w ith  LASSO
h ttp://w w w .s im bios ys .ca/blog/2008/01/22/roping-in-you-ne xt-s caffold-h op-w ith -las s o/

Ove r th e  com ing w e e k s , w e  are  
planning to fill th e  blog w ith  our ide as  
and vis ions  for th e  future  of 
com putational ch e m is try (at le as t th e  
s m all portion in w h ich  w e  h ave  our 
finge rs ).  W e  h ope  th is  w ill prom pt 
s om e  ope n and frank  dis cus s ion.  W e  
e ncourage  you to s ubs cribe  to our 
blog, and ple as e , ple as e , com m e nt!

Inte re s ting Blogs

* Ch e m Spide r
w w w .ch e m s pide r.com /blog/

* Scie nce  Blog
w w w .s cie nce bas e .com /s cie nce -
blog/

* Us e ful Ch e m is try
h ttp://us e fulch e m .blogs pot.com /

www.chemspider.com/blog
http://www.simbiosys.ca/whatsnew/media.html
http://www.bio-itworld.com/issues/2008/feb/cover-story-scaffold-hopping/
http://www.chemspider.com/blog
www.sciencebase.com/science-blog/
http://usefulchem.blogspot.com
http://www.simbiosys.ca/blog/2008/02/21/the-next-generation-in-performance-serious-computing-on-gaming-hardware/
http://www.simbiosys.ca/blog/2008/02/13/exciting-times-for-lasso-chemspider-and-bio-it-world/
http://www.simbiosys.ca/blog/2008/01/26/are-you-aware-of-sampl/
http://www.simbiosys.ca/blog/2008/01/22/roping-in-you-next-scaffold-hop-with-lasso/
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Pre se ntations, Publications and Use r 
Storie s

Pre s e ntations  from  Re s e arch  Triangle  Park  Me e tings

Las t Nove m be r, Sim BioSys  joine d local e xpe rts  in th e  Re s e arch  Triangle  Park  
are a of NC, in a s e rie s  of m e e tings  dis cus s ing virtual s cre e ning and dock ing. 
Se ve ral of th e  pre s e ntations  from  th e  tw o day e ve nt are  available  on our w e bs ite :

h ttp://w w w .s im bios ys .ca/s cie nce /pre s e ntations /inde x.h tm l#2007

Sim BioSys  Publications
h ttp://w w w .s im bios ys .ca/e h its _ las s o/publications .h tm l

Darryl Re id, Bas h ir S. Sadjad, Z s olt Z s oldos  and Anik o Sim on: LASSO - 
ligand activity by s urface  s im ilarity orde r: a ne w  tool for ligand bas e d virtual 
s cre e ning, in th e  Journal of Com pute r-Aide d Mole cular De s ign, Publis h e d 
online : 18 January 2008.

h ttp://dx.doi.org/10.1007/s 10822-007-9 164-5

Us e r Publications  and Pre s e ntations
h ttp://w w w .s im bios ys .ca/s cie nce /us e r_ pubs /inde x.h tm l

Curre nt Ph arm ace utical Analys is , Volum e  4, Num be r 1, Fe bruary 2008, ISSN: 
1573-4129 . Prote in-ligand Dock ing: A Re vie w  of Re ce nt Advance s  and Future  
Pe rs pe ctive s . Monts e rrat Vaq ue , Anna Arde vol, Cinta Blade , M. Jos e pa 
Salvado, Mayte  Blay, Juan Fe rnande z -Larre a, Lluis  Arola and Ge rard Pujadas

PLoS Com putational Biology. 2008 Jan; [Ope n Acce s s  Re s e arch  Article ] In 
Silico Elucidation of th e  Mole cular Me ch anis m  De fining th e  Adve rs e  Effe ct of 
Se le ctive  Es troge n Re ce ptor Modulators . Le i Xie , Jian W ang, Ph ilip E. 
Bourne . DOI: 10.1371

Structure -bas e d Drug De s ign: Mole cular Dock ing Studie s . Jinxia (Nancy) 
De ng, Ph D, Pos tdoctoral Re s e arch  As s ociate , Unive rs ity of South  California, 
Sch ool of Ph arm acy. Se pt 25,  2007.

"Elucidation of Me ch anis m s  of Action of Mole cule s  w ith  Anti-Cance r Activity 
Us ing Mole cular Dock ing." Ine s  Sous a, Vis valdas  Kairys , Jos e  M. Padron, 
Migue l X. Fe rnande s . 2nd Me e ting YBIM (Young Biom e dical Inve s tigators  of 
th e  Macarone s ia), h e ld on Nove m be r 10-13, 2007 at Lanz arote , Spain.

Upcom ing Eve nts

Sim BioSys  w ill be  
participating in m any 
e ve nts  and confe re nce s  in 
th e  com ing ye ar, w e  h ave  
lis te d a fe w  be low .  W e  
w ould lik e  to invite  you to 
m e e t w ith  us  at th e  
follow ing e ve nts :

• SBS Confe re nce  
April 6-10, 2008 
St Louis , MO

• 235th  ACS 
April 6-10, 2008 
Ne w  Orle ans , LA 
COMP 57 booth # 432

• UK QSAR Spring m e e ting 
Apr 24, 2008 
W indle s h am , Surre y, UK

• BIO-IT 
Apr 28 - 30, 2008 
Bos ton, MA

• 8th  Inte rnational Confe re nce  
on Ch e m ical Structure s  
June  1 - 5, 2008  
Noordw ijk e rh out, Th e  
Ne th e rlands  

• Structure -Bas e d Drug De s ign 
June  25 - 27, 2008 
Bos ton, MA 

• Drug Dis cove ry De s ign &  
Planning Me th ods  
July 14 - 18, 2008 
Oxford, UK 

• 236th  ACS 
Augus t 17 - 21, 2008 
Ph ilade lph ia, PA 
booth # 817 

• e Ch e m Info 2008 
Oct 14-17, 2008 
Bryn Maw r, PA  

For m ore  inform ation about Sim BioSys  and our s oftw are  offe rings , 
ple as e   vis it our w e bs ite , e m ail us  or contact us  by ph one :

w w w .s im bios ys .ca
info@ s im bios ys .ca

416-741-4263

http://www.simbiosys.ca/science/presentations/index.html#2007
http://www.simbiosys.ca/ehits_lasso/publications.html
http://dx.doi.org/10.1007/s10822-007-9164-5
http://www.simbiosys.ca/science/user_pubs/index.html
www.simbiosys.ca



