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Single point energy of H20 (Z D1Tix= X > MT)
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ETIE. ANT 7 ANVDOTT —%FTIE LN LRHEEFITT 5,
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E(RHF) = - 75.985355234 AU
REDTF N —EZE AT LI,
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RHF/6-31G E(RHF) =
RHF/6-31G(d) E(RHF) =
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B3lyp/6-31G E(UB+HF-LYP) =
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Energy scan of H20 (= A > MT)
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Summary of the potential surface scan:

N al SCF
1 60.0000 -75.89821
2 70.0000 -75.92992
3 80.0000 -75.95419
4 90.0000 -75.97133
5 100.0000 -75.98153
6 110.0000 -75.98530
7 120.0000 -75.98356
8 130.0000 -75.97761

K F DFEAEERED scan ZfilfE > THE L TH X 5,



85 S rotdkEb & EEREE

Oy OREE AR Tl 5 2 LT FEEE AT D Z Lk D, &
7o, BRERBOF R AT 5123, Rk S g e v s,

Bl15
KOS Z Femft L, EERB A2 5HE T 5,
#RHF/6-31G  opt freq

Optimization and frequency calculation of H20 (= A > MT)
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Variables:

rl=1.0

al =110.0

(ZZF7)

Bl L S-S T, AEATERE 09497 A F5E M 111.5438° L7025,
F72. LT XD R EFHE (cm!) NELNTZIET TH D,
AL TFRYE « ¢ - 1737.2249, 3987.4570 By XM« - 4144.3601
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RHF/6-31G C @ Isotropic %53 =  206.1892 (ppm)
RHF/6-31+G(d,p) C  Isotropic=  202.3569 (ppm)
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Gaussian ZFIH U TSRO HEIRK 21T 9 71 77 L GRRM &7 A M
HALTHREY, FicicT 4 b2 MU grrm/ZERR L (mkdir grrm) . £ DT ¢ L
7 R ~B#H) (cdgrrm),

FIE1 (k)

g ELZITY) 7740 mincom &, Va7 EAHY =2 AR U Tk
example-min.csh % {EAK

@min.com 7 7 A /L DONE

# MIN/B3lyp/6-31G

0 1

H -1.1 0.0 0.0
C 0.0 0.0 0.0
N 1.3 0.0 0.0
Options

GauProc=4

@cxample-min.csh 7 7 A /L DN
#!/bin/csh

#PBS -qIx-b 1

#PBS -N grrm-test

source /ust/ap/etc/GRRM17/config.csh
cd $PBS O WORKDIR

GRRMp min -pl -h2

(E : pl 1XWHN Y 3 751 ZaRT,)
gsub example-min.csh T 3 7 A,
HonlfEIX, FIE2 D7 7 A v grrm.com NIZFEEAT 5,
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GRRM #5 #1757 7 4 gmmeom &, Y3 TRAM L =27 Y 7 |

example-grrm.csh % 1Efk

@grrm.com 7 7 A LVDONE (1 : LADD=1 72 EDA T3> a v &l THRREDK

AL LTW5,)

# ADDF/B3LYP/6-31G

-0.925542846402

0.139313463373
1.306029383031

Zz O @ <

Options
LADD=1
NLowest=24
NRUN=24
GauProc=2

-0.009966162953
0.036241860000
0.086868406955

(7 : Gaussian DWW HI|E 2 & L TW\W5)

@cxample-grrm.csh 7 7 A L DONE

#!/bin/csh
#PBS -qIx-b 1
#PBS -N grrm-test

#PBS -l elapstim_req=03:10:00
source /ust/ap/etc/GRRM17/config.csh

cd $PBS O WORKDIR
GRRMp grrm -p4 -h3

(731 : GRRM DAY a 754 L LTW5
—  Gaussian DAFFIFE X GRRM DWHY g 7= 8 K » T KIFFI%L 128 THE

ITARETH 5,

(E2 : FHEF M OMHRZ 3 RFH & RE L TV D)

0.066668872304
0.029013340192
-0.012245813674



DU DFERN (2 045FE) Of%. HCN—HNC OBz ind 5 2 DDk

EIRLNTWDIEA ),

Global minimum = EQ 1, SYMMETRY = Cooh

H -0.413812173841 1.067547797749
C -0.058945456391 0.061798201572
N 0.329934521480 -1.040145515356
Energy = -93.392488187246

Spin(**2) = 0.000000000000

ZPVE = 0.014640873177

Second lowest minimum = EQ 0, SYMMETRY = Cooh

H -1.538344115186 0.362125764359
C 0.608328955714 -0.039969200116
N -0.557626952403 0.178402285344
Energy = -93.368985589855

Spin(**2) = 0.000000000000

ZPVE = 0.014773220100

0.000000000000
0.000000000000
0.000000000000

0.000000000000
-0.000000000000
0.000000000000



