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Nemesis




l Nemesis

Spusténi programu:
S module add nemesis

S nemesis
Mys:
Levé tlacitko selekce
Prostredni tlacitko rotace
Levé tlacitko posun
Kolecko zoom
Modifikatory:
Shift XZ -> Y pohyby
Ctrl prepina mezi sekundarnim a primarnim manipulatorem




l Nemesis — Build Project

Project 1: NEMESIS - Molecular Modelling Package Elen B = 1ty «)) 12:18PM R PetrKulhanek 4%
Structures 3] Build panel =
Structures | Merge | Actions Basic | General
| ~
Name SID Ato G X= | = | ==
P Structure 1 1 < Vrstvy
= Cl- Br- -
0= - [ S-

stavba/editace molekuly™ M &

Delete atom Make bond
Number of structures: 1 %

P Break bond Delete bond
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Active profle o® optimalizace geometrie o

Active profile: Profile 1 7 . s
pomoci silového pole

Profile objects

Name Ty
* Light 1 Light
[l Background 1 Backgrc Geometry ®

& standard Model 1 Standar

" Freezed Atoms 1 Freeze{/ grafiCké mOdEIy

Position Distance Angle Torsion
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Nastaveni silového pole pro optimalizaci: menu Geometry-> Optimizer Setup




lVizuaIizace optimalizac

1) Projekt: Trajectory
2) File->Import Trajectory as -> Gaussian Geometry Optimization

Project 1: NEMESIS - Molecular Modelling Package FHen B & £ ty 4)) 9:01PM L Petrkulhanek £t

Trajectories [E5] Properties Manager 3]
Name Trajectory Al Mame Type Description ID
P Trajectory 1 Structure 1 "
-
Basic Play  Segments | Filters Referenced by
dVOJ kl I k sl Mame Snapshosts Type
1 ethan 6 Gaussian Geometry ¢
@ Gaussian Geometry I:Imlzatlnn
*
Number of trajectories: 1 Basic || Energy || Info 4
9 [+ e *
: L
Q‘H 3“ 5" > ID Energy [a.u.] Relative Energy [kcz
Trajectories | Structures 1 -0.028617175 0.00/ | pury ®
i 2 -0.028893932 -0.17
Active Profile [£3] 3 -0.028929498 .0.20 | ftion Distance Angle Torsion
Active profile: Profile 1 4 -0.028931879 -0.20
5 -0.028934299 -0.20
Profile objects 6 -0.028935040 -0.20
MName Ty
* Light 1 Light
B Background 1 Backgrc 1
& standard Model 1 Standar
Freezed Atoms 1 Freezed
*
= f
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lVizuaIizace vibraci

1) Projekt: Trajectory

2) File->Import Trajectory as -> Gaussian Vibrations

Project 1: NEMESIS - Molecular Modelling Package

Een M $ T3 «) 10:08PM 2R PetrKulhanek %t

Trajectories =

Name Trajectory At
P Trajectory 1 Structure 1

A 4

dvojklik

S TR

Number of trajectories:

Trajectories | Structures
Active Profile ®
Active profile: Profile 1 h
Profile objects
Name Ty
* Light1 Light
Il Background 1 Backgre

& Standard Model 1 Standar
~ Freezed Atoms 1 Freezed

PYA 1

Properties Manager =
x Trajectory Mame Type Description ID
Basic Play Segments | Filters Referenced by
Sl Name Snapshosts Type
1 ethan_freq 180 Gaussian Vibratic
@ Gaussian Vibrations
Basic | Vibrations | Setup
¥ Frequency IRIntensity  Scc -
v
1 224.6 0.0 o - .
I , . b 2 878.2 0.0 L £
3 878.2 0.0
zvolime vibra .
4 1120.0 0.0
5 1120.0 0.0 stance Angle Torsion
6 1137.8 0.0
1 7 1359.3 0.0
| 8 1408.2 0.0
1 9 1408.2 0.0
an 1417 —
NumN§er of vibrations: 24
ActiveYibrations: 0
| Activite imaginary | | Deactivate all |
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