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Fig.1 VR + pharmacophore virtual screening

system framework
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Fig.2 Ligand-based pharmacophorevirtual
screening flowchart
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VR + Pharmacophore: An Interactive and Visual Virtual Screening System

HE Gaogi'?, GONG Bojie', CHEN Cheng', YU Minggiang', LU Xingjian'*, LI Honglin’

(1. Department of Computer Science and Engineering, East China University of Science and Technology, Shanghai 200237,
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Abstract: Pharmacophore-based virtual screening technology had higher accuracy, faster computing speed and
lower research costs than the traditional screening technology. However, the microcosmic and structural com-
plexity of the molecule posed challenges to the user’s spatial perception and data analysis capabilities. In this
paper, the virtual reality and pharmacophore computing technology were combined design to interactive visual
virtual screening system based on Unity3D engine and HTC Vive device. The main functions of the system in-
cluded molecular analysis and rendering, pharmacophore calculation, visual interaction based on HTC Vive.
Experiments showed that the interactive visual virtual screening system proposed in this paper could bring a
new perspective for the design of pharmacophore and enhance the interaction experience of drug design re-
searchers.

Key words: virtual reality; Unity3D; pharmacophore; virtual screening; human-computer interaction



