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PyVib2 - A program for analyzing vibrational motion and vibrational spectra

File Options Windows Help
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PyVib2 - A program for analyzing vibrational motion and vibrational spectra
File Options Windows Help
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Molecule |

Info...

Explore...

Spectra " Raman / ROA / Degree of circularity
Raman f ROA generation IR {1 VCD

Remove
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Status : |Structure 412x281




Calculated Raman/ROA/Degree of circularity spectra of "meox_B3PW91 _aug-cc-pVDZ_roa_subst"

Spectra
( Scattering : Backward —| Representation: Curves —'I
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Raman/ROA generation for "meox_B3PW91 aug-cc-pVDZ_roa_subst'
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' About PyVib2 — =

PyVib2

G Version 1.0 (deployed Sat, 74 Feb 2007 16:00:25)
E Copyright (c) 2007 Maxim Fedorovsky, University of Fribourg (SwitzeHand).

email : Mazim.Fedorovsky @unifr.ch; mutable@yandex.m
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Info...

Explore...
Spectra -
Raman f ROA generation

Hemove

Information for "meind_eq _BE971 _ pc_2_DP5"

File naime |fmedia.r*hda2fWu:urkfdncfmanuaIswaib2fdatafprn_meind_eq_8!
Format |D.-9«LTON 1. 0r 2.0 Output File

Version 11

Last modified ISun, 24 Dec 2006 19:34:16

Size, hytes [1361716

Humber of atoms |22

Humber of vibrations |ED

Lambda incident, nm |532.uu

ok |




| Element isotopes — | ]

Element |H #7

4 Isotope 2.014102 —'|
~~ User defined |1_nﬂ?.94-

& Use for all elements of this type

0k |  Cancel |




Isotopic composition

It is possible to customize the isotopic composition of a molecule

b} Point out which isotope is to be used for the atom.

j a) Pick an atom in the molecule window.
¢} Bontinue until a desired substitution is done.

Should the default isotopic composition be used, just press the Ok hutton.
— Molecule — Atoms affected

Hame Iperdeuteruhenzenel H# 7 2.014102 j
H#8 Z.01302
H#9 Zo1402
H#10 Zz.01H02
H#11 Zz01402
H#1Z2 Zz.01402
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I PyVib2 settings = S
Direct rendering : | Enabled
VTK version : | 50.2
— Quality

VTK resolution 1|‘ID _}J

ol | [




meind eq B971 _pc 2, DPS

File Tools Spectra Options
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Vibrational toolbar
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Status : |[Structure
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Spheres

Mode :



ﬂl@!ﬁl 1482.00 | o' [=H|

Available vibrations

Select a vibration :

e e [N
43 1491.15
44 1491.71
45 1496.42
46 1504.31
47 1616.68
A8 1636.09
49 2965.68 J
a0 3003.63
al 3016.684 /

ok | | Apply | cancel |

4 Energy (volume) - Excursions (diameter) Total volume fix —




Scale factor: 1"1.[! LI _I Invert phase
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meind eq B971 pc 2 DPS

File Tools Spectra Options
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Vibrational toolbar

Mode : Structure —| | <|[1]¢+[60] [>| [ 10480 | o EEH|
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Status : |Distance (7,4) is 1.520 & JFax260




meind eq B971 _ pc_2_DPS

File Tools Spectra Options
HE|s & & a
Vibrational toolbar
Mode : Structure ~||ﬂ”I|r|su | [ 10480 | o' EEH|
= I -
£
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Status : |Dihedral angle (15,7,4,2) is -96.638° 37ax260




' Molecule window settings - O X

Appearance I Rendering |

— Colors

Background |

Vib. hemisphere 2 |

— Structure
Molecule mode : Ball & Stick _.| Bonds color :  Two-colored _.|
@ Render hydrogen bonds _I Render atom labels

| I A =




Molecule window settings

Appearance ] Rendering I

VTK resolution 1'. L'

' Save vibrations — O x

Vibrations Image settings

% Current Format ineqg —-|
. Range From 4|1 »|To «[[60 »| | Resolution (dpi) 77
- List | Size (pixel)

File name pattem |fmediafhdaZfWork.-’docfmanualsfF'WihZfdatafmeind_eq_EiSN_ |

_I Create zip archive

e ==







Sawve an animation

Currently two animation formats are supported : animated gifs and FLIC animations.
Requirements : : : )

Animated gifs : gifsicle & Netphm graphics package.

FLIC animations : ppmZfli.

wvailahility : Posix & Cyqwin,
4% Animated GIF - FLI

Q Humber of frames : 4 I?_ | Resolution : jjﬁ L|| Delay : i”T ﬂ|

I Transparent background

File name : |Imedia,-’hda2fWDrk.-’dDcfmanualsfF‘yVinfdatafmeind_eq_ElS?‘l_pc_Z_DF'S_vih‘I.gif =

e el




I Snapshot settings =\

Image format jpeq — |

‘ Resolution Te — |

VYTK resolution 1”1 o ﬂ _| Restore the original VTK resolution

Background I _| Restore the original background

File name : |fmedi‘a,-’hdaZfWDrkfdou:fmanualsﬁr-'.wil:iZfdata.fmei'nd_Et:]_EiS_ﬁ_p| =




Correlate vibrations (8 Wed, 27 Dec 2006 21:19:29

Correlation mode of vibrational motion

4 Basic : The same fragment for alignment and comparison

~ Ezpert : Different fragments for alighment and comparison




Correlate vibrations @ Wed, 27 Dec 2006 2

— Fragment for alignment and comparison of nuclear motion

a) Choose the reference and trial molecules from the option menus helow
@ b} To add an atom pair to the fragment pick an atom in the reference molecule and than in the trial moleculs

— Reference

— Atom pairs — Trial
henzene — Y

perdeuternbenzens —
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— Correlation opti
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