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TABLE 9.5. Parameters for Calculation of Proton Shift in the Alkene® Shown in Figure 9.39

Z, for R (ppm)

Substituent R Zeom Z: Z e
-H 0 0 0
—Alkyl 0.45 =022 —0.28
—Alkyl-Ring 0.69 -0.25 -0.28
-CH,0 0.64 —0.01 —-0.02
—-CH,S 0.71 -0.13 —0.22
-CH,X; X=F,Cl, Br 0.70 0.11 —0.04
~CH,N 0.58 ~0.10 —0.08
—C=C isolated 1.00 —-0.09 =0.23
—C=C conjugated 1.24 0.02 —0.05 o
e =CEN ' 0.27 0.75 0.55
-C=C 0.47 0.38 0.12
-C=0 isolated 1.10 1.12 0.87
—C=0 conjugated 1.06 0.91 0.74
—-CO,H isolated 0.97 1.41 0.71 =
—CO,H conjugated 0.80 0.98 0.32
-CO,R isolated 0.80 1.18 0.55
—CO,R conjugated 0.78 1.01 0.46
H
-C=0 1.02 0.95 1.17
N
-C=0 1.37 0.98 0.46
cl &
— —-C=0 1.11 1.46 1.01
-OR, R: aliphatic 1.22 -1.07 -1.21
-OR, R: conjugated 1.21 -0.60 —1.00
-OCOR 2:11 —0.35 —0.64
-CH,-C=0;-CH,-C=N 0.69 —-0.08 —0.06
——  —CH,-Aromatic ring 1.05 -0.29 -0.32
-Cl 1.08 0.18 0.13
-Br 1.07 0.45 0.55
g 1.14 0.81 0.88
-N-R, R: aliphatic 0.80 —1.26 —1.21
7 -N-R, R: conjugated 1.17 —0.53 ~0.99
-N-C=0 2.08 —0.57 —-0.72
—Aromatic 1.38 0.36 —0.07
—Aromatic o-subst 1.65 0.19 0.09
-SSR 1.11 -0.29 -0.13
-S0O, 1.55 1.16 0.93

“ From Matter, Simon, Sternhell, et al. (1969). Adapted, with permission, from Matter, EV. et al., Tetrahedron —

(1969), 25, 693/4. Copyright © 1969 Pergamon Press, Headington Hill, Oxford, UK.




