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Theoretical Calculations with X-PLOR



X-PLOR Pros and Cons
Pros:
•free
•used in structural biology for refinement: widely accepted/known
•wealth of scripts and documentation available
•powerful scripting language
•great all-around package
•compatible with NAMD
•synthax similar to CHARMM 

Cons:
•old (1998), no longer supported
•copyright ownership confusion, CNS
•doesn’t have the latest MD and analysis tools (cf. NAMD, CHARMM, 
Amber)



X-PLOR Preparations

Make sure the following lines are in your .bashrc or .profile: 

export PATH=$PATH:/home/public/Global/RH9/bin
export LD_LIBRARY_PATH=$LD_LIBRARY_PATH:/home/public/Global/RH9/lib

Use as “xplor” at student account command prompt

Run jobs on machines:

flensted, emerson, bedia, pardo, borges, dacosta, carvalho



Interactive Use



Commands



Comments



Opening Files: @ and @@



(e.g. UNIX tcsh:)

File Names



Topology and PSF Files in X-PLOR



Example of a Residue in Topology File



Example of a Patch



Input File Example: generate.inp



Input File Example: generate.inp



Input File Example: generate.inp



WRITE STRUCTURE … END

Input File Example: generate.inp



Content of a PSF File



Content of a PSF File



Resources and Further Reading

WWW: 
http://xplor.csb.yale.edu

Books:
Chapters 1-3 in:
A.T. Brunger, X-PLOR Version 3.1 (Yale U Press, 1992)
online free at http://alpha2.bmc.uu.se/local_html/xplor_mirror.html
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