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Fig. S1 The bicapped octahedral coordination environment of Zr(1) atom in 1.

Fig. S2 The bicapped octahedral coordination environment of Zr(1) (A) and Zr(2) (B)

atoms in 2.

S3



Fig. S3 2D {'H} grCOSY NMR of the solid from the reaction of ZrCly, Hspidiox and
KOH.
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Fig. S4 2D {'H,3C} grHSQC NMR of the solid from the reaction of ZrCl,, Hspidiox
and KOH.
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Fig. S5 2D {'H,3C} grHMBC NMR of the solid from the reaction of ZrCl,, Hspidiox
and KOH.
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Fig. S6 2D {'H} grNOESY-EXSY NMR of the solid from the reaction of ZrCly,
Hspidiox and KOH. A) EXSY and B) NOESY peaks.
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Fig. S7 'H NMR spectra of 1 in solution (CD;0D, 4.00 mM) and DCI (1280 mM) vs

time.
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Fig. S8 2D {'H,3C} grHSQC NMR of 4.

S8



ppm

RN
/it
LR
”
MY
TAAN
4 ]
AT
AV
. my
2.5 &

Fig. S9 2D {'H} grNOESY-EXSY NMR of 4.

4 23 22 21 20 19 1.8 1.7 1.6 ppm
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