[image: image1.png]ggm”

Curent Suface:

Mode # Frea Infraed
1 1503 E5147
2 61503 %5147
3 1267567 00000
4 28485 5535083

Arimate Vibraton:
Stop Arimalion

SavsMovi,

S —
S S—
[ —

Arimation Fiequency:

Displacement Amplitude:

I™ Show Displacement Vectors UG TEer o)

I | Show Dipsle Devative Urit Vestor

Chage: [0

Spin: [Srget =]

NewhDs | Viusze | Causion | Disgam |

™ Manual Displacement:

Gaussian MOs from: C:{Documents and Setings]Cheristy/Desktop/ACTIVEDESKTOPauss3493co2Z.chk

=10}
18 |- |
v |-
16 |-
s |-

Kl
oise Cacel | Spaotum Help
i Add Type: [Fighighied  ~]  AddList [11a122
1 &) | gy
AT charge = 0 spin =0 (multiplicity 1) =
Tope: Muliken :‘ File Name coZ
ColrRange: [0 1[0 Ears =
(| |ClustonTwe iy
Fe— Calculation Method UL,
Basis Set Loz -
T 10 x| | T Cokrdtoms by Chage = 5
e Edt View Insert Format Help ¥ Symmetic Color Flange Spin Singlet
ETEETEY) R T~ Fied Coo Range (fom Pefrences) EBaLYP) 16854011918 2 &
T P RMS Gradient Nom 000000681 2 o
1| 1| UNPC-MOLPHYS| Freq| UB3LYP| LANLZDZ| C102 | CHE izt ) Imaginary Freq 0 9 A
Geom=AllCheck Guess=TCheck SCRF=Check GenChk Magritude: 00000 Dipole Moment 0.0000 Debye KOB-X| 9
ge = 0 spin =0 {mulciplicity 1)110,11C,0.,0., Vector 00000 00000 00000 Point Group DH Hao
10.,0.,1.1892796545  |Version=LA3ZI-GOSRVA, 0
1631550, | 83120, | S2400. | RMED=1, 760e-010] RKS I~ ShowVector Scale: — _——— &1 Job cpu time: 0 days 0 hours 0 minutes 6.0
0108951 | Thermal=0.0135722| Dipole=0.,0.,0.|Dip Oigi [Defat ] seconds

@start| EWDPessport 0) | (3 gaussasa | € 150 -paws Gersonal... | &2 Gausstien

] Microsoft FrontPage ... | ] caluationscozt.doc-. |[[E] cozzlog - Wordpad | 2 [Z[ <« %1 g

10:06 a0





[image: image2.png]. il =101

=lalx]|
Curet Sutace: PR |
Fieq Infared

JER

2 G 5147

3 125767 00u0 e

i Z2s0e5 se5683
15

Arinte Virator
Stop rimation S Hovie

e e S, S—
Dislacement Anpltude; ————— ———————

I ShowDispscementVectos  Soale —_————————— || MO(IMO=12)lsovalue=002)

I | Show Dipsle Devative Urit Vestor

I Mo Dt —— J—— [§35 SaveStucae

Charge: [0 Spin: [Sokt ] Gaussian MOs from: Ci/Documents and Settings/Chemistry/Deskap/ACTIVEDESKTOPgauss3493/co2Z chk

NewhDs | Viusze | Causion | Disgam |

Close Cancel Spectum Hep
£l Add Type: [Highighted  ~|  Add List [T1a12a
Curent List: [7T2722 Update
ok Cancel Hep
forFange: |03 1[0 File Type Tog|
Calculation Type FRE
e || [ G LRl
Show Numbers. alculation Methot
Basis Set LanL2DZ,
Colo oms by Charge o -
Symmetic Color Range Spin &=
e s et atam 1| P30t A o Pfences) E(UBALYP) TBBEATNSIE au
e Trood RMS Gradient Norm 000000681 2.
Byt W Dipcle Moment Dekye) =i o
Geom=111Check Magritide: 00000 Dipole Moment 00000 Detye
ge = 0 spin = WVector: 00000 00000 0.0000 Point Group DH
/0.,0.,-1.193
1192152=0. 152 - I~ ShowVestor  Sede: —_f—— 1 Job cpu time: 0 days O hours O minutes 6.0
0108951 Therx 0 o L — seconds. = -
) start| mwDPassport 0) | £ gaussaea | & 150~ paws (personal.. [&e 5 Gaussview - (] Microsoft FrontPage -... | ] caluationscozt.doc-.. | (£] cozzlog - wordbed | 2 [« @1 ] 1006 At





[image: image3.png]e i

R
o e
Vi = [
i 50 w5
: P o

4 228455

5535023

Arimate Vibraton:

i

|
[

[ —

Stop Arimalion

Arimation Fiequency:
Displacement Amplitude:

I™ Show Displacement Vectors UG TEer o)

I | Show Dipsle Devative Urit Vestor

Chage [0 sin [ St =]

=10}

18 |-

v |-

16 |-

s |-

Gaussian MOs from: C:{Documents and Setings]Cheristy/Desktop/ACTIVEDESKTOPauss3493co2Z.chk

™ ManelDisplacement: ——— }——— [ Save Suctue
NewhiDs | Visuake | Caciaion | Disgam |
cise Concel | Specium Help
&) -[0/x|
ype: [Fined =] addis: [iTa1zo
i [TTo125 Update
o Corcel Help
orRange: |05 1o 0306 File Type og
[N [ColeulalonTwe ik
p—— Caloulation Method UBaLP
Basis Set LNz, -
Color Atms by Charge = :
Symmetic Coo Range o &=
[0
v e finquire [Select Atom 1 Fixed Color Range (from Preferences) E(UB3LYP) 188.54011918 au.
e e e RMS Gradient Nom 000000661
1111 UNPC-HOLPHYS | Prec| UBILYP | LANLZDZ| CL02| CHE | [ DIl Hment Detye) imaginary Frea 0
Geom=Al1Check Guess=TCheck SCRF=Check GenChi Magriude: 00000 Dipole Moment 00000 Debye Dh-X
ge = 0 spin =D [mulciplicity 1110,116,0:,0, | yey 0000 000 00000 Point Group oH Has
/D.,0.,-1.1932796646] | Vers1on=14320-GO9RevA.D
115215270, 152-1-0. | S24=0. | RHSD=1.760e-010|Rug | | ShowVesler Sede — f—— 1 Job cpu time: 0 days 0 hows 0 minutes 6.0
0108951 Thermal=0.0135722 | Dipole=0.,0.,0. | Dip oign: [Delat =] seconds

@start| EWDPessport 0) | (3 gaussasa | € 150 -paws Gersonal... | &25 Gausstien

] MicrosoftFrontPage ... [ calculationscozt.do.

B corziog-worckad | BF [« @ ]

1007 a1




