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Fig. 1 Dependence of chemical shifts difference
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Fig2 Conformation energy surface of diphenyl
ether (DPO). The difference of two lines
is 1 kJ/mol. This surface 1s already reported
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(a) Dependence of nuclear shielding cons- (b) Dependence of nuclear shielding cons-
tance on the dihedral angles. ( A ) tance on the dihedral angles. ( B )
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(c) Shielding constant surface for Cs of DPO. (d) Shielding constant surface for Cs of DPO.
180
160
140
120
100 Fig.3 Shielding constant surfaces of C4, C6 and their
difference for diphenyl ether (DPO).

(a)Slice of the surfaces at ¢ = ¢ Case(A).

(b)Slice of the surfacesat ¢ + ¢ = 90° Case(B).
Both (a) and (b) are shown for 0< ¢ <90°.

(c¢)(d)(e)The difference of two lines is 1ppm.
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(e) Shielding constant surface for the difference
in shielding constants of C.and Cs ( A ).
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Figd4 “C NMR spectra of BHPI-DPO, BPI-DPO and ODPA/ODA.

(a) Solution spectrum of BHPI-DPO (b) TOSS spectrum of
BHPI-DPO (¢) TOSS&DD spectrum of BHPI-DPO

ULDOEZENOCHESN-_EA (d)TBSS spectrum of BPI-DPO () TOSS spectrum of
. ODPA/ODA.
w, ¢, ¢ % Table 1 IZFELD TR, The dotted lines show the chemical shift difference used for

estimating the dihedral angles.
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