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Determination of Absolute Configuration of Chiral Compounds
Based on Chiroptical Spectroscopic Methods: From Instrument
Characterization to Computational Chemistry

WANG Juan' YANG Xiao-Di**
(‘Department of Chemistry, Fudan University, Shanghai 200433, P. R. China;
*Laboratory of Advanced Materials, Fudan University, Shanghai 200438, P. R. China)

Abstract: The determination of the absolute configuration (AC) of chiral compounds, especially the new
chiral compounds, is one of the difficulties of the structure determination. The most widely used AC
determination chiroptical spectroscopic methods include electronic and vibrational circular dichroism,
optical rotatory dispersion, Raman optical activity etc. This mini review summarizes the main test principles,
applications and corresponding theoretical calculation methods. With the developments of theoretical
chemistry, the AC determination through instrumental characterization technique coupled with quantum
chemical calculation, is envisaged to be the new trends of AC assignment.
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Bz, EERETIOCEE, s, B Ok, ioth 85T E N E AL SR 4i
508, IZIEMRKBAE T Ly s B AT AT . UGS 220 3 IR — i on i, R
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FESRAF W R B 2> FAHIRAE R, WHF. CI. MP. F&I1HH 765, H20MHa 704658, ZEEZ K
HIR(DFT)/3 2 | %3 K ke . DFT DL 7 Ai ok 8BS B 7~ A R 8, DR G Y S R A0 At 52 381 0 e
J7o TR, AT G WA S S 7 iR 4e X KM Y . Stephens™. Frisch®™. Berova®'**!,
Nafie'' 1 Polavarapu>"****"SE R T AR i 7 K& B3E22 0 E S 10 TAE. F 14024 — S ik 2
J7VEHN W 1AL B P 4 ) 16 B 1 S48
2.1 (4S,5R,6R)-oxysporone fy4& Xt B) i £ 2

(4S,5R,6R)-oxysporone(fb AW 1, Wi 2 fr )2 H A TR E 2 5 H KRR =4, HErdk
XA AT S EAR TR B A S 1L A AL, R A B R i NMIR IR & 1
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