Table S1 Electron donor/acceptor atoms and optimized conformations of the template and functional monomers

Abbreviation i The NBO charge of
Chemical structure and hydrogen The NBO charge of
of chemical hydrogen bond Optimized conformation
bond donor (O) or acceptor(O)  hydrogen bond donor
name acceptor
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Abbreviation . The NBO charge of
Chemical structure and hydrogen The NBO charge of

of chemical hydrogen bond Optimized conformation
bond donor (O) or acceptor(O)  hydrogen bond donor
name acceptor
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Abbreviation . The NBO charge of
Chemical structure and hydrogen The NBO charge of

of chemical hydrogen bond Optimized conformation

bond donor (O) or acceptor(O)  hydrogen bond donor
name acceptor
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Abbreviation . The NBO charge of
Chemical structure and hydrogen The NBO charge of
of chemical hydrogen bond Optimized conformation
bond donor (O) or acceptor(O)  hydrogen bond donor
name acceptor
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Figure S1. Possible complex formed between SDM and AA at the mole ratio of 1:1.
(The dotted red lines are hydrogen bonds)
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Figure S2. Structures of SDM-TFMAA®), SDM-4-VBA®and SDM-MAA®G.
(The dotted red lines are hydrogen bonds)
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Figure S3. Possible complex formed between SDM and EMA at the mole ratio of 1:1.
(The dotted red lines are hydrogen bonds)
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Figure S4 Thermogravimetric curves of SDM and products of each stage.
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Figure S5 The complexes formed between SDM and AA and TFMAA at the mole

ratio of 1:2.



Table S2 The chemical structure of sulfonamides.

Drug Chemical structure Drug Chemical structure
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Figure S6 The complexes formed between SPA and “holes” of SDM-AA and SDM-
TFMAA SMIPs.



