VMD-1.9.3 for LX

http://www.ks.uiuc.edu/Research/vmd/

Version

e Intel Compiler 17.0.4.196
e GNU Compiler 4.8.5

Necessary Files for Compiling

e vymd-1.9.3.src.tar.gz
e vmd-1.9.3.bin.LINUXAMDG64-CUDAS8-OptiX4-OSPRay111p1.opengl.tar.gz
e tachyon-0.99b6.tar.gz

Procedure of Compiling

#!/bin/csh -f

umask 022

set file_vmd_source=/hone/users/ ns0/ buil d/vnmd193/vnd-1.9.3.src.tar.gz

set file_vmd_bi nary=/hone/users/ ns0/ buil d/ vimd193/ vind- 1. 9. 3. bi n. LI NUXAMD64- CUDA8- Opt i X4- OSPR
set file_tachyon=/hone/users/ns0/build/vnmd193/tachyon-0.99b6.tar.gz

set wor k=/ wor k/ user s/ ${ USER}

setenv VMDI NSTALLBI NDI R /1 ocal /apl /1 x/ vnmd193/ bi n

set env VNMDI NSTALLLI BRARYDI R /1 ocal /apl /1 x/vnd193/1ib

setenv CPATH /usr/incl ude/ python2. 7: ${work}/vnd-1. 9. 3/1i b/ tachyon/ src: ${ CPATH}
setenv TCLINC -1/usr/include

setenv TCLLIB -L/usr/1ib64

setenv PLUG NDI R ${wor k}/vnd- 1. 9. 3/ pl ugi ns

cd ${work}

rm-rf plugins vnd-1.9.3

tar xzf ${file_vmd _source}

tar xzf ${file_vmd_binary} vnd-1.9.3/1ib/surf/surf_LI NUXAMD64 vnd-1.9.3/1ib/stride/stride_L
cd ${work}/plugins

make LI NUXAMD64

make distrib

#

cd ${work}/vnd-1.9.3/1lib

tar xzf ${file_tachyon}

cd ${work}/vnd-1.9.3/1ib/tachyon/ unix


https://ccportal.ims.ac.jp/en/node/2048
http://www.ks.uiuc.edu/Research/vmd/
http://jedi.ks.uiuc.edu/~johns/raytracer/files/0.99b6/tachyon-0.99b6.tar.gz

nmake |i nux-64-thr

cd ${work}/vnd-1.9.3/1ib/tachyon/conpile/linux-64-thr

cp libtachyon.a ${work}/vnd-1.9.3/1ib/tachyon

cp tachyon ${work}/vnd-1.9.3/1ib/tachyon/tachyon_LI NUXAMD64

#

cd ${work}/vmd-1.9.3

sed -i '2iunsetenv XMODI FI ERS' bin/vnd. csh

sed -i '2iunset XMODI FI ERS bin/vnd. sh

sed -i 's/python2.5/python2.7/g" ./configure

sed -i 's/-ltachyon/..\/lib\/tachyon\/libtachyon.a/' ./configure

./l configure LI NUXAMD64 OPENGL FLTK TK LI BTACHYON NETCDF COLVARS TCL PYTHON PTHREADS NUMPY S
cd src

nmake -j 20

make install



