Wy kg BEACERE (b3 FHEERSEA R

OB IE AR B (/public/software/g09/g09—env. sh), PRI F:

export g09root=/public/software
export GAUSS SCRDIR=/tmp #15 7E G A7 A H %
source $g09root/g09/bsd/g09.profile # U B IR PR 53 AR

1217 Gaussian09

BT Gaussian I ESEIEM AR E, EHERNA— AR, 7
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%nproc=2 #IFAT R 5L
%mem=128MB #ICVFE A B K N AR
#hf/6-31g #iﬁ‘é%ﬁ%ﬁ?%
AT, AAEE

water gauss #E?’Hﬁ‘y 155 Ui

AT, AFAENE
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H 1 Bl
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Bl 0.96
B2 0.96
Al 109.50

#EAT, RRHIANGR

B okYI 3] gauss 7, #HATIE:

[root@nodel]# su — gauss #U)45H P

[gauss@nodel [# mkdir -p gaussian_test #AI N H %

[gauss@nodel J# cd gaussian_test #U)4 H %

[gauss@nodelJ# vi h20.com #lER A, NAWE
#El A R A SO

[gauss@node1]# source /public/software/g09/g09-env.sh HEN 209 54T &

[gauss@nodel]# /public/software/g09/g09 < h2o.com > #IFIR A

h2o0.log
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[gauss@nodel J# /public/software/g09/g09  <h2o.com > h2o.log
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