BetaCayvity:
Program for Molecular Voids and Tunnels

Jae-Kwan Kim?, Youngsong Cho?, Joonghyun Ryu?!, Mokwon Lee?,
Jehyun Cha?, Chanyoung Song?, and Deok-Soo Kim1.2

1 Voronoi Diagram Research Center, Hanyang University, Korea
2 pept. Mechanical Engineering, Hanyang University, Korea

September 29(Mon) - 30(Tue), 2014

The Eleventh Korea-US Nano Forum
Seoul National University, Seoul, Korea



BetaCavity

B A program for recognizing cavities
(molecular of voids / tunnels)

M Functions

— Mass properties of cavities
(volume / boundary area)

— Contributing area of each atoms
— Other solution related with geometry

B Easy to use: GUI program for Windows
(Linux version was also implemented)

B Download at VDRC website freely
(http://voronoi.hanyang.ac.kr/software)

Tunnels in MOF
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Functions for Voids
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Functions for Tunnels
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Bottleneck of a tunnel

Tunnel in MOF (3x3 periodic structure)



Thank You

- Welcome any collaborations -

http://voronoi.hanyang.ac.kr



Functions for Voids

Contributing atoms for biggest void Sectioning to navigate inside of void



