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Crystal Structure Determination of Chlorogenic
Acid by X-ray Powder Diffraction

WU Ling-ling, HAN Mo, GE Er-ning, HUANG Zhen, ZHONG Xiao-ming
( Zhejiang Chinese Medical Uniwersity, Hangzhou 310053, China)

[ Abstract] Objective: As the research object of chlorogenic acid, using X-ray powder diffraction analysis of
its crystal structure. Method: In use of XPRD at step of 0. 01° scan and get a high-resolution diffraction pattemn.
Reault: Through indexing to identify the crystal system and the space group, then used monte carlo simulated

annealing method and rietveld refinement to determine the three-dimensional crystal structure and fractional

coordinates of each atom in crystal cell. Conclusion: Powder crystal structure of chlorogenic acid is orthorhombic,
gpace group Pna2l with unit cell dimensions a=36. 132A, b =11. 709A, ¢ =8. 152A, a =90°, =90°, r=90°,

V=3 448.86A°, Z=4.
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