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Overview Special pomts *(Q

Multiwfn is a freeyflexible, powerful wavefunction analysis program, » Very user-frlendlyQ,
based on Windows and Linux platform, its main functiens include:
e Viewing-molecular structure and orbitals

e Calculating value at a point, in a line, in a plané®rin a spatial
scopé.for many real space functions

Multiwfn is designed ‘as-an interactive and semi-GUI program, thete is
no any barrier even for beginners. About thirty detailed tutorials are
given in the manual for helping users to learn the usage.

e Population analysis » No third-part plotting softwares are required

e-Bond order analysis Multiwfn svas a built-in graphical module for directly ‘visualizing results,
e Orbital composition analysis thus the procedure of wavefunction analysis is femarkably simplified.
e Topology analysis for real space functions ~

» High efficiency

The_code of Multiwfn has been
substantially optimized. Most
fime-consuming calculations
have been parallelized. The effi-
ciency Is evidently higher than
related softwares.

S U p po rted rea I S pace fu n Ctl O n S - Time spent in generating grid data of efectron

CheckDen DGrid cubegen Multiwfn Multiwfin Multiwin  [ERCGCIL UVA =TTl 1oR (ol g=TolC ([oR-=Tele
N=1 N=2  N=4 6-31G** basis-set, 623392 points in total, tested on Intel

17-2630QM CPU. N denotes the number of threads

e Plotting density-of-state and spectrum

e Quantitative molecular surface analysis

e Viewing and processing Gaussian-type cube files

e Many utilities involved.m guantum chemistry analyses
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¢ Electron density and its gradient norm as well as-faplacian
¢ Spin density
¢ Hamiltonian / Lagrangian kinetic energy density

¢ Electrostatic potential from electrons or nuelei & e W e )
¢ Electron localization function R

¢ Localized orbital locator WS e o —=

¢ Local information entropy =l s 4 Q-

¢ Reduced density gradient FE e 4 _— 9 <R h
¢ Fermi hole / correlation factor function 4 P ¥ i;

¢ Average local ionizatian energy — e
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Visualization interface of topology analysis inMultiwfn.
Critical points and corresponding paths of localized orbital
locator of pyrazine are shown
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Gradient map of electron density with contour lines of magnesium por=\* Total / Partial / Overlap density-of-state (DOS) map of ferrocene. Minima (blue spheres) and maxima (red spheres) of average
phyrin. Critical points, bond paths, interbasin paths EFE;!.SG shown Orbital isosurfaces rendered by Multiwfn are alsp appended on local ionization energy on van der YWaals surface of phenol
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For details please visit: http://Multiwfn.codeplex.com
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