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BASIS cartesian
* library 6-31G* except H
H library STO-3G

end

HIEKBERUECP
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BASIS cartesian
*library 6-31G* except Cl Br
Cllibrary lanl2dz_ecp
Br library lanl2dz_ecp

end

ecp

Cllibrary lanl2dz_ecp

Br library lanl2dz_ec

end
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NWChem

MOPAC
GNDO/S
GAMESS

Gaussian

Guantum ESPRESS0

| @ NWChem Workflow Setup

Preset Optimize

— [m] X
#oflobs: + 1

[C)Enable parameterfstructure scan  Config

1st job
Task Optimize

Charge 0 ™

Reset... Import... |¥
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~ Method  B3LYP ~ DBasisset 6-31G*
Multiplicity 1 “ Solvent [none] s
Details... <
Export... OK Cancel
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i Easy Setup

Basic  Advanced Solvent TDDFT NEB/String Others Preview | NWChem Basis Exception X
; Start-up mode start w DFT | Een:nt Basis Set
| Tite Winmostar Mattpiaty (1 | l ¢ | v
| Memory 800 mb XC b3lyp

Basis cartesian v cam

|6-316*

Exception...

| Task [dft

|optimize

| Charge |O Property

@ Muliken () Shielding

@ Dipole

Coordinate format XYz

1 Reset... Export... OK Cancel {a, Run
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* Library 6-31G* except H

H library STO-3G
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@ NWChem Keyweord Setup

Easy Setup

Basic Advanced Solvent TDDFT NEB/String Others Preview

- O

Ltart

memory 800 mb
echo

title “Winmostar™

set tolguess 1.0e-6
car in
*library 6-31G* except H
H library STO-3G
end
arge 0

dft
mult 1
xc b3lyp
maxiter 50
direct
end
property
mulliken
dipole
end
driver
maxiter 50
end
nenmetrv

&

Coordinate format | XYZ

Reset... Import... Export...

m winmostar copyright 2008-2024 X-Ability Co., Ltd.

Run




I1. 5TRDXR7T (BEREZDHDEIE)

1. NWChem Workflow Setup™~r > RIOTOKNY>ZoUwIUET,
2. SITD/ET 1> ROTRIIRT>ZIUVIULET,

@ NwChem Workflow Setup — O X
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1st job +
Task Optimize v Method B3LYP ~ Basisset 5-31G*
Charge 0 v Multiplicity 1 v Solvent [none]
Details... (modified) |
Reset... Import... |¥  Export... ok £
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Task Optimize v Method B3LYP ~ Basisset 6-31G* v = cartesian ‘
Charge 0 y Multiplicity 1 v Solvent [none] |6‘31G Owp |
Exception... ‘
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|optimize
Reset... Export... oK Cancel I Charge |0 ~ Property
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@ Dipole
Coordinate format XYz

1 Reset... Import Export... 0K Cancel {a, Run
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Cl Library lanl2dz_ecp
Br library lanl2dz_ecp

EEAULFT . ECPHHIC(FECPZEDITRDHFSCALE T,

1
@ NWChem Keyword Setup - O X ‘
| \
Easy Setup ‘
Basic Advanced EB/String Others Preview ‘
Set tolguess 1.0e Geometry ‘
ECP Cllibrary lanl2dz_ecp [CJnoautoz [ noautosym
Br library lanl2dz_ecp
Symmetry
Others
Driver (Optimize) SCFDFT
| Maxiter \ 50 v Maxiter | 50
[ Convergence | @ Direct
Others Others
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* Library 6-31G* except Cl Br

Cl library lanl2dz_ecp

Br library lanl2dz_ecp
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Cl Library lanl2dz_ecp

Br library lanl2dz_ecp
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@ NWChem Keyword Setup

Easy Setup

Basic Advanced Solvent TDDFT NEB/String Others Preview

Ltart

memory 800 mb
echo

title "Winmostar®

BASIS cartesian
*library 6-31G* except Cl Br
d library lanl2dz_ecp
Br library lanl2dz_ecp

end

e
Cllibrary lanl2dz_ecp
Br library lanl2dz_ecp
end
charge 0
dft

mult 1

xc b3lyp

maxiter 50

direct
end
property

mulliken

dinnle

Coordinate format | Xyz

Reset... Import Export...
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@ NwWChem Workflow Setup — O X
Preset Optimize v (modified) #oflobs: + 1

(] Enable parameter fstructure scan Config

1st job + -
Task Optimize v Method B3LYP ~ Basisset 5-31G*
Charge 0 v Multiplicity 1 v Solvent [none]
Details... (modified) |
Reset... Import... |¥  Export... ok £
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(https://nwchemgit.github.io/AvailableBasisSets.htm|)(CENN TR EDI(E. EIEKEGEL
B£Y - ECPf&27ZBasisti - ECPHCEEA LT TZEL\. —&EICIRLVMFE(E. Basis Set
Exchange™o T JH - ~(https://www.basissetexchange.org/)m5. EEREX - ECPDEME
ZEISU T, BALTLKIZEV, 212U, #iEZSVWEHEEE. DTFEE. FHFERT>SvIL

72 E DI TEEE A s El
jorge-6ZP-DKH 5 g 1
A jorge-A5SZP
CKUCIDLanl2dzzE forge 020 [o]]
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- R Ve H!.l..ﬂ...ﬂ......
D 738 e 05
2 Jorge DZP-DKH
Rh Sr Y Zr N-h :\[n T[: Ru Rh Pil Ag Cd In Sh Te Xe
jorge-QZP-DKH
A= Q‘ ~(NWChem)Z:
3 J ( e h jorge-TZP 5 55 7 n " 7 % m b ™ 8 51 82 84 85 8
I jorge-TZP-DKH Cs Ba Hf Ta W Re Os Ir Pt Au || Hg Tl Pb Po At Rn
4. Get Basis Setz2oUw D VD2
R \Z 87 88 04 || 105 || 106 || 107 109 m 1 13 114 ns 116 nr us
Ju‘{C’pV(Qer)
jul-cc-pV(T+d)Z
jun-cc-pV(D+d)Z
I ]| o B
jun-cc-pV(T+d)Z La || Ce Pr || Nd Eu || Gd || Tb Ho || Er || Tm || Yb || Lu
Koga unpolarj 5 o 0 01 % o5 56 o7 98 100 101 102 103
LANL2DZ Ac || Th U Np || Pu || Am || Cm || Bk || Cf Fm || Md || No || Lr
LANL2DZdp
maug-cc-pV(D+d)Z -
search basis sets...

References for selected Download basis set
basis

Format | NWChem * Get Basis Set «.
Plain Text % Get References
Adva
Gaussian
Gaussian, system library
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Easy Setup

@ NWChem Keyword Setup — [m] X 1
BASTS "ac basis® SPHERICAL PRINT 1 Basic Advanced Solvent TDDFT NEB/Sting Others

Other Settings
I 0. 0000000
9.0000000
9.0000000
9.0000000
9. 0000000
-9.1683670
0.0000000

42.5000000
14 DOB00

1.0600910
Q. 0000000

Q. 0000000
0. 6020000

|

|

1

|

|

|

|

|

1 |
0.0000000 I |
9,0000000 ' >
1, 0000000 | I

|

|

|

|

|

|

2. 0000000
2. 0000000
1.0000000

6. 2960000 -0.0635641 0. 0000000
9.6333000 1.9141355 9.0000000

0.1815000 ©.0000000 1.0000000

e | Coordnate format  xvz v

ECP \ Reset... Import Export... oK
8 - OO cconi o vy b
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e N @ NWChem Keyword Setup - o0 X

| 2% basissetexchange.org/basis/lanl2dz/format/nwchem/?version=08elements=...

2.2310608 -0.4900589 8.8000000 N I Easy Setup
9.4720000 1.2542684 9.0000000
@.1631066 @.0000000 1.0008000 Basic Advanced EBfSu'ing Others Preview
caa p |
6.2960008 -0.0635641 8.6008000
0.6333000 1.0141355 ©.0000000 Set tolguess 1.0e Geometry |
2.1819000 ©.0000000 1.8008000
- | Ecp | [(Onoautoz  [Jnoautosym
Symmetry
B o e e e e e e e e e o o -
|I Cl nelec 18 | Others
I§ Clul
|| 1 948130000 -10.0000000 1 ) )
1 2 1656440000 66.2729170 | Driver (Optimize) SCF/OFT
|| 2 30.8317000 -28.9685950 _ — . ——
¥ 2 10.5841000 -12.8663370 | Maxditer 50 ™ Manxiter | 50 ™
|| 2 3.7704000 -1.7102170 1
] as | Convergence w @ Direct
I E} 128.8391800 3.0000000 I
1 1203786000 12.8528510 | Others Others
| 63.5622000 275.6723980 1
1 2 18.0695000 115.6777120 |
2 3.8142088 35.8606090
. |
I e 216.5263006 5.0860000 1
] 2 46.5723000 7.4754860 I
2 1474685008 613.08320000
| 2 48.9869000 286. 8006850 1
1 2 13.2096800 187.8788240 1 |
l—zﬁ - R e - - - Coordinate format XYz s
- Reset... Import Export... E Cancel ﬂ. Run
4 » L
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