
!"#$%&'()'*+$',-"./'

!"#"$%&'()*#%%
!"#$%&'()*+,-./"$0$123&4.'356'7)38$

+,$)%-,./)#$0/%%
!"#$%&'()*+/9,.$

1()2#'#"%34%-3."5'.,$%67)#"/)%893.3:7%%



;9)5.,9/"$%

•! <=9)%9)%(3#%,%)59"(5"%#,.>%
•! 1%,/%,%?=7)959)#%@%?.",)"%A",$%B9#=%/"%
•! 1%=,C"%DEFG%.9/9#"H%>(3B."H:"%34%F3)"I,%

JKLJMLNN% F3)"I,O3(%PJNN% P%



Q=,#%H9H%B"%H3%

•! +,$)R%-3H".9(:%6#$"?#35355')R%B=,#%9)%
C9$'."(5"S%

•! O3/?,$"%C9$'."(#%B9#=%(3(TC9$'."(#%)#$,9()%
•! 1H"(247%)#$'5#'$,..7%$"."C,(#%H9U"$"(5")%

V'/A"$%34%?$3#"9()% NKWX%

6#$'5#'$,.%H3/,9()% MYP%H"T(3C3Z%N[[J%=3/3.3:7%

V'/A"$%34%/3H".)% PP\XPJ\JJJ%

<3#,.%O!]%=3'$)%(""H"H% MJJ\JJJ%
JKLJMLNN% F3)"I,O3(%PJNN% Y%



O3/?3("(#)%

•! <="%])"$%R%

•! <="%O.3'H8$3>"$%!.,^3$/%

•! 18-%6/,$#O.3'H%E(#"$?$9)"%5.3'HR%)?3()3$"H%
A7%18-%

JKLJMLNN% F3)"I,O3(%PJNN% [%



6"#'?%

JKLJMLNN% F3)"I,O3(%PJNN% _%



O.3'H8$3>"$%F3)"I,%O.9"(#%<33.%

`,C,%"a"5'#,A."%@%#,>")%5,$"%34%
–!b'#3/,25,..7%5$",#"%,(H%)'A/9#%c3A)%
–!F")#,$#%3$%$"53C"$%.3)#%c3A)%
–!-3(9#3$%c3A)%d)#,#')%9(43$/,23(e%
–!F"#$9"C"%3'#?'#%,#%#="%"(H%

!
java –jar CloudBrokerClient.jar <arguments> :!

–! submit [propertyFile] [numberOfModels] [inDir]!
–! status [propertyFile] [numberOfModels] [inDir]!
–! restart [propertyFile] [numberOfModels] [inDir]!
–! output [propertyFile] [nModels] [inDir] [outDir] !
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Rosetta Run– Phase 1: Client prepares jobs 

Platform Client 

IBM Cloud Data Centers 

input file upload 
O.9"(#%
$"f'")#%

Activities: 
•! The client specifies the number of jobs and provides the Rosetta specific input 

files for the calculation jobs. 
•! The input file upload to the storage instance is initiated and controlled by the 

CloudBroker Platform. 

Storage Instance 
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Rosetta Run– Phase 2: Client submits jobs 

Platform Client 

!
 

IBM Cloud Data Centers 

O.9"(#%
$"f'")#%

?$3C9)93(9(:%34%$"f'")#"H%
9()#,(5")%

Activities: 
•! The CloudBroker platform provisions the cloud instances and starts the jobs 
•! IBM provides the requested amount of compute power out of the cloud. 

Storage Instance 

Rosetta Instances 
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Rosetta Run – Phase 3: Rosetta instances process the input files 

IMSB CloudBroker IBM 

Platform Client 

!
 

Rosetta Instances 

Storage Instance 

Activities: 
•! The CloudBroker Platform initiates and controls the job input file download from the storage instance to 

the appropriate Rosetta compute instances. 
•! The CloudBroker Platform manages the processing of the Rosetta jobs on the compute instances via its 

internal queuing system. Upon client request, new Rosetta jobs can be prepared and submitted, and 
intermediate or final results can be downloaded while other jobs are running.  

•! The CloudBroker Platform initiates and controls the job result file upload from the Rosetta compute 
instances to the appropriate storage instance. 

input file 
download 
result file 
upload 

number 
crunching 

job steering 
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Rosetta Run – Phase 4: Release of allocated Rosetta instances 

Platform Client 

!
 

IBM Cloud Data Centers 

Activities: 
•! The CloudBroker Platform deletes the input and result files and de-allocates the 

Rosetta instances. This process happens dynamically while the job queue 
empties. 

Storage Instance 

Rosetta Instances 

H"T,..35,#"%
9()#,(5")%
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Rosetta Run – Phase 5: Client downloads the result files 

Platform Client 

IBM Cloud Data Centers 

Activities: 
•! The Client can download the calculated result files from the block storage 

attached to the storage instance in the IBM Cloud at regular intervals. 

Storage Instance 

result file download 
O.9"(#%
$"f'")#%



 
 
 
 
 

CloudBroker Platform 
  

Job Management, Monitoring, Licensing, Accounting, Billing 
Scalability, Fault Tolerance 
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High Performance Applications on the Cloud ready to use for Life 

Science and Engineering Industry R&D 
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Amazon 
IBM 

SmartCloud ... Cloud 

Rosetta 
Protocols 

Molecular 
Modelling 
Applications 

Fluid 
Dynamics 
Applications 

Proteomics 
Portal 

!
Applications 

Medical 
Science 
Portal 

Engineering 
Portal C

loudB
roker Integration 

Chemists 
Workflows / 

Portal 

Industry R&D (such as Novartis, Roche, 
Nestle, ABB,!) 
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Research Labs 

Direct 
Access 
UI/API 



 
 
 
 
 

CloudBroker Platform 
  

Job Management, Monitoring, Licensing, Accounting, Billing 
Scalability, Fault Tolerance 
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Amazon 
IBM 

SmartCloud ... Cloud 

Rosetta 
Protocols 

Molecular 
Modelling 
Applications 

Fluid 
Dynamics 
Applications 

Proteomics 
Portal 

!
Applications 

Medical 
Science 
Portal 

Engineering 
Portal C

loudB
roker Integration 

Chemists 
Workflows / 

Portal 

Industry R&D (such as Novartis, Roche, 
Nestle, ABB,!) 

Direct 
Access 
UI/API 

Rosetta 
Portal 

JKLJMLNN% F3)"I,O3(%PJNN%

Research Labs 



F")'.#)%

JKLJMLNN% F3)"I,O3(%PJNN% N[%

6#$'5#'$,.%H3/,9()%/3H"."H%3(%#="%O.3'H% P[W%3'#%34%MYP%H"T(3C3%

V'/A"$%?,$,..".%O.3'H%O!]%$")3'$5")% '?%#3%NJJM%

V"#%O!]%=3'$)%?$35"))"H% g%P[W\JJJ%

V'/A"$%34%c3A)% g%YK\JJJ%

V'/A"$%34%/3H".)% g%P\YJJ\JJJ%



Who gets what money 

End users just deal with one entity: 
CloudBroker 

–! CloudBroker manages the cost for 
commercial cloud resources 

–! CloudBroker adds the cost for the 
commercial Rosetta License 

 
Users pay for 
Rosetta as a Service 

–! Transparent pay-per-use infrastructure 
–! Transparent pay-per-use license 
–! CloudBroker surcharge  
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