[G]3101-3pm-04 BALES B1055FES (2025)

BEHKRBERAR DK

CRREBE &S - 7082 Ol &k '
Second-Generation Crystalline Sponge Method  ('UTIAS, The University of Tokyo, *Institute
for Molecular Science (IMS) OMakoto Fujita'

The crystalline sponge (CS) method has been gaining recognition as a new X-ray
technique for single-crystal diffraction analysis, eliminating the need for analyte
crystallization. Here, an MsL4 cage with extensive guest binding properties, is
employed as a potent CS to address several limitations of the original method. Salt
formation with large aromatic polysulfonates significantly facilitated the crystallization
of the cage. The symmetry mismatch between the cage (74) and the sticker (D2n)
resulted in a low space group (typically PT), avoiding the static guest disorder problem
and leaving guest-accessible channels in the crystal. Thanks to the cage’s large cavity
with high guest-binding properties, a broader range of analytes can be analyzed,
including water-soluble molecules, large amphiphilic molecules (MW ~1200), and
molecular aggregates prior to reactions.
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Figure 1. Cartoon
presentation of the
second-generation
o crystalline sponge
MW (g/mol) (D2n) (Nat. Chem. 2025
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for low symmetry porous crystals
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