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Xray structures of compounds 7 and 12”




3C NMR chemical shifts of compound 9

3C NMR chemical shifts were calculated at the b3lyp/6-311+G(d,p)//b3lyp/6-31G(d) level of theory for both exo-COOR and endo-COOR
stereoisomers of a-chloroester 9 and linearly corrected for the experimental chemical shift values. Figure S1 shows that the rmsd for the endo

isomer was twice better than that of the exo isomer. The largest deviations were associated with the carbons most proximal to the C(CI)COOR
moiety.

-0.7 ppm cl Q
TS

endo-COOR ex0-COOR
rmsd = 1.03 ppm rmsd = 1.9 ppm

Figure S1. *C NMR chemical shifts computed for the endo-COOR stereoisomer fit experimental values much better (the largest deviations are
shown in magenta).



NMR spectra of the products
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The inset shows the 3.8-4.1 ppm region of the *H NMR
(CDCls) of the reaction mixture (benzonitrile oxide + 3).
The two doublets represent respective Ha protons of 6
and 6’ as illustrated (3:1 ratio). Compound 6’ was not
isolated, but only observed in the NMR of the reaction

mixture
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HMQC spectrum
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HMBC spectrum
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