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Radix puerariae, a popular traditional Chinese medicine, is used for the treatment of diarrhea, acute dysentery deafness and cardiovascular diseases, which could be also used as an effective antioxidative and anticancer drags. Daidzein and puerarin constitute main active compounds in Radix puerariae. In the present contribution we focused our interests on experimental and theoretical studies of daidzein and puerarin for their shielding constants and chemical shifts using B3LYP, M06-2X, and PBE0 DFT functionals within aug-cc-pVTZ and 6-311G(2d, 2p) atomic basis sets. 1H and 13C chemical shifts and nuclear magnetic shieldings using experimental and theoretical approaches were compared and analyzed. The PBE0 functional constitutes the best approach regarding correlation between calculated and experimental shielding parameters and chemical shifts. Additionally, values of 13C NMR chemical shifts and bond dissociation energy (BDE) related to antiradical activity of puerarin and daidzein were correlated. 
