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THAT Imol T

http://imol.sourceforge.net/screenshots/

@ Not secure | jmol.sourceforge.net/screenshots/ ¥

Acetic acid using CPK colors and spacefilled atoms.
Acido acético usando colores CPK y atomos como esferas.
Acide acétique utilisant les couleurs CPK et des atoms remplis.

A shaded rendering of caffeine, with some measurements shown (distance, angle, dihedral).
Una representacion sombreada de la cafeina, mostrando algunas mediciones (distancia, angulo, angulo diedro).
Un rendu avec ombre de la caféine, avec quelques mesures affichées (distance, angle, dihédre).

Display of bounding box and axes of coordinates space. Note the transparency of the yellow halo around selected atoms.
Representaciéon de la caja limitante vy los ejes de las coordenadas espaciales. Observa la transparencia del halo amarillo alrededor de los atomos seleccionados.
Affichage de la boite englobante et des axes du systéme de coordonnées. |l faut noter la transparence du halo jaune autour des atomes sélectionnés.

The electrostatic potential of allene mapped onto a translucent surface.
Potencial electrostatico del aleno, mapeado sobre una superficie translicida.
Le potentiel électrostatique de I'aflene mappé sur une surface translucide.
(Nick Greeves)

a


http://jmol.sourceforge.net/screenshots/

http://imol.sourceforge.net/demo/

Representation of atoms

This is caffeine

The Jmol scripting language has two synonymous commands to control atom size, spacefill and cpk (for Corey, Pauling,
and Koltun). The commands are aliases and run exactly the same code.

Ospacefill on or cpk on or spacefil 100%
Ospacefill off or cpk off or spacefill 0 or spacefill 0%

As an extension to the RasMol scripting language, Jmol allows you to specify your size as a percentage of the vanderWaals
radius.

@ spacefill 20% or cpk 20%
O spacefill 25% or cpk 25%
J 0 spacefil 50% or cpk 50%
Ospacefill 75% or cpk 75%

If you want to specify a fixed size then you can do so in Angstroms. Note that the last button specifies "1.0" instead of the
integer "1". This is important because integer values specify RasMol units (1/250th Angstrom)


http://jmol.sourceforge.net/demo/
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delete atom
drag to bond
drag atom
atom (and minimize)
molecule (SHIFT to rotate)

and minimize molecule (docking)
ring stereochemistry
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rotate bond (SHIFT-DRAG)
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new

center

add hydrogens

minimize

fixx hydrogens and minimize

undo (CTRL-Z)
redo (CTRL-Y)
save file

save state
2xit modelkit mode
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