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Procedure for X-ray Single Crystal Diffraction Analysis and Testing

Zhao Yue!Jiang Yufeit,Zhang Zhenyi?

(1. State Key Laboratory of Coordination Chemistry, School of Chemistry and Chemical Engineering, Nanjing
University, Nanjing, 210023, China; 2. Bruker (Beijing) Technology Co., LTD, Beijing, 100192, China)
Abstract: Since the 1990s, X-ray single crystal diffraction technology has been widely used in the
research of chemistry, materials, biology and other disciplines. The structure information of the
compound, such as cell parameters, crystal system, space group and three-dimensional distribution
of atoms.in the cell, can be obtained by using a single crystal. After years of development, the
degree of automation of single crystal X-ray diffractometer has gradually increased, at present, the
laboratory level X-ray single crystal diffraction technology has been very mature, in addition to
crystal selection, other steps of the instrument and software can be automatically completed,
however, the standard data collection and instrument operation still need to be improved. In this
paper, the German Bruker D8 Venture X-ray single crystal diffractometer (Cu/Mo dual light

source) is selected as an example, the development of X-ray single crystal diffractometer and the



structure of the instrument are introduced in detail, and the operating procedures of single crystal
analysis and testing are summarized.
Keywords: single crystal structure; single crystal X-ray diffraction; Bruker D8 Venture; operating

procedure
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