oooooooog 920 O
gogooobooobod

goooboobooooboo

Quantum Chemistry Grid/Gaussian Portal Phase2

o o o of oo oot oo o ot

0000000000000 00000C000000000O000 Quantum Chemistry
Grid/Gaussian Potal 0000000 0OPhasel 00000000000 Phase2 000000
0000oobO0o0o0O0O0ooObOO0O0oO0OO0O00O00Ob0000O00O0b00O0O00O00ObO0O0OOOO
00D0o0oo000000oob000oo00oo0ob000ODO000O00O000D0O00DO00DOO0O0OO0Oo
000000GridLibO0OOO0ODO0OO0D0O0O0O00O

O0O00Phase200 Gaussian 000000000000O000O0O0OC0O0O0OOCOOOOCO
000000000000 000000000000000000DOO00O0DO00DO0OO0000O0
000000000000 000000000000000000O000000000O00O000O0O0
0000000000000000000000000000000000DOO000OO00000O0
oo0ooo0ooo0o00oobo0oob0O000O0O0ooObO00O0O00Ob0oO0O00O0O0oObOOoODOo
ooooooo

Quantum Chemistry Grid/Gaussian Portal Phase2

TAKESHI NISHIKAWA,! UMPEI NAGASHIMAt and SATOSHI SEKIGUCHIt

Quantum Chemistry Grid/Gaussian Portal has been developed based on grid technology for
easy and flexible use of Quantum Chemistry applications. We add a new function to realize
seamless operation across network zones with different security policy by using virtual Super-
Computing Center utility (GridLib) which have been developing by Grid Technology Research
Center, AIST. A search function from the archives of computed results is also developed to
equip to the portal in order to eliminate multiple execution of large scale computation. Two
modes, quick and detailed, are available in this phase. A part of the function parsing Gaussian
input file is also used to estimate requirement of CPU time, main memory space, disk space,
job propertiy, and etc. Flexible job scheduling is possible using estimated properties.
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— Portal Node(qcgrid): x220, Pentium III
1.4GHz 1-Way, 512MB

— Jobmanager Node(qcgrid-pbs): x342, Pen-
tium IIT 1.4GHz 1-Way, 1GB

— Computing Nodes(mc****):  x330, Pen-
tium III 1.2GHz 2-way SMP, 2GB,HDD
36GB 108 nodes

o 100D OO0ODODOODDODOOO

— Jobmanager Node(tnrs6k1b): pSeries(7043-
260), POWER3 200MHz 2-way SMP,
memory 2GB, HDD 9.1GB

— Computing Nodes(tnrs6k[2-7]b): pSeries(7043-

260), POWER3 200MHz 2-way SMP,

memory 2GB, HDD 9.1GB, 7nodes
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W. Trucks, H. B. Schlegel, G. E. Scuseria, M.
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