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Overview – Infrastructure 
Your laptops 
 
SSH client and visualisation 

workflow.iu.xsede.org 
 
General purpose 
Linux server for 
running analysis 
tools and ExTASY 
scripts 

SSH login 
ARCHER and Stampede 
 
HPC Systems where MD sampling 
workflows will run 
(this afternoon) 



Workflow 
• General-purpose Linux server 

•  Shared by all participants at the tutorial! 

• Python virtual environments created with software pre-
installed 
•  source ~/ve/bin/activate to enable 

• Data tarballs for the CoCo and LSDMap exercises are in 
•  ~merzky/accounts 



Workflow 
• All participants are allocated a guest account: 

•  Pick up sign-up sheet which has your username on it 
•  ssh trainYY@workflow.iu.xsede.org to log in 
•  Password on the whiteboard! 

• Accounts will be available until 17th May, when they will be 
locked and erased 
•  Copy any data back to your home institution before then 

• Need help with workflow? 
•  Ask Andre! 



ARCHER – UK National HPC Service 



ARCHER in a nutshell 
• UK National Supercomputing Service 

•   £43 million 4-year project from 2013 

• Cray XC30 Hardware 
•  Nodes based on 2×Intel Ivy Bridge 12-core processors 
•  64GB (or 128GB) memory per node 
•  4920 nodes in total (118080 cores) 
•  Linked by Cray Aries interconnect (dragonfly topology) 
•  Linpack performance 1.64 PFLOP/s (#40 on Top500) 

• Managed by EPSRC 
•  Operated, housed and supported by EPCC 



ARCHER Guest Accounts 
• All participants are allocated a guest account: 

•  Pick up sign-up sheet which has your username on it 
•  SSH keys for passwordless login from workflow 
•  ssh guestXXX@login.archer.ac.uk to log in 

• Accounts will be available until 17th May, when they will be 
locked and erased 
•  Copy any data back to your home institution before then 

• Guest accounts are part of group y14-ExTASY 
•  This the project or allocation attribute 



ARCHER Reservations 
• Guest accounts may submit jobs at any time 

•  Queue waiting time may be several hours 

• Reservations allow your jobs to bypass the queue and run 
(almost) instantly 
•  Subject to the other users on the course sharing resources fairly! 
•  20 ARCHER nodes are reserved (480 cores) 

•  To use the reservation you need to specify the reservation 
ID “course1”: 
•  This is the queue attribute 



ARCHER Reservations 
• Reservation queue is open: 

•  9:30-17:00 Monday 16th 
•  9:30-17:00 Tuesday 17th  

• Outside these times (overnight) submit to the ‘standard’ 
queue 

• Need help with ARCHER? 
•  See http://www.archer.ac.uk/documentation 
•  Ask me or Elena! 



Stampede – US NSF Supercomputer 



Stampede in a nutshell 
• Part of the NSF XSEDE computing infrastructure 

•  In production since 2013 

• Dell PowerEdge Hardware 
•  Nodes based on 2×Intel Sandy Bridge 8-core processors 

•  + Intel Xeon Phi co-processor 
•  32GB memory per node 
•  6400 nodes in total (102400 CPU cores) 
•  Linked by Infiniband fat-tree network 
•  Linpack performance 5.16 PFLOP/s (#10 on Top500) 

•  Funded by NSF 
•  Operated, housed and supported by TACC 



Stampede Guest Accounts 
• All participants are allocated a guest account: 

•  Pick up sign-up sheet which has your username on it 
•  SSH keys for passwordless login from workflow 
•  ssh tg45ZZZZ@stampede.tacc.utexas.edu to log in 

• Accounts will be available until 17th May, when they will be 
locked and erased 
•  Copy any data back to your home institution before then 

• Guest accounts are part of group TG-TRA100001S 
•  This the project or allocation attribute 



Stampede Reservations 
• Guest accounts may submit jobs at any time 

•  Queue waiting time may be several hours 

• Reservations allow your jobs to bypass the queue and run 
(almost) instantly 
•  Subject to the other users on the course sharing resources fairly! 
•  50 Stampede nodes are reserved (800 cores) 

•  For the best job turnaround, submit to the ‘development’ 
queue 
•  This is the queue attribute 



Stampede Reservations 
• Reservation queue is open: 

•  9:00-17:00 Monday 16th 
•  9:00-17:00 Tuesday 17th  

 
• Need help with Stampede? 

•  See https://portal.tacc.utexas.edu/user-guides/stampede  
•  Ask Andre or Shantenu! 



Next Steps 
•  Following the steps on the wiki: 

•  Make sure you can log in to workflow.iu.xsede.org 

•  Check you can log in directly to Stampede and/or ARCHER 

•  NB.  Your ARCHER and Stampede usernames are different to your 
XSEDE/workflow one 


