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MOC-16 and host-guest interaction
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Abstract: In recent years, metal-organic cages have played an increasingly important role in supramo-
lecular chemistry. Metal-organic cages have specific cavities that can encapsulate various guest mole-
cules, and thus show great potentials in such fields as catalysis, adsorption and separation. However,
due to their complex structure and unstable nature of metal-organic supramolecular cages, the cage
itself and its host-guest properties are difficult to be characterized by mass spectrometry. In order to
solve the difficulties of the metal-organic supramolecular cage and its host-guest behavior in analyzing
mass spectrometry experiment, this paper analyzes the addition of pyrene to MOC-16 by electrospray
time-of-flight mass spectrometry. The research results show that mass spectrometry can effectively
analyze the effects of MOC-16 and its host-guest properties.
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Fig. 1 Schematic diagram of pyrene being packaged into MOC-16 as a guest molecule
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Fig.2 The ESI-TOF total spectrum of MOC—16 under different mobile phase conditions
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Fig.3 Comparison of cage high price peaks under two mobile phase conditions
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Fig. 4 The ESI-TOF total spectrum of MOC-16 under different ion source voltage conditions
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Fig. 9 Mass spectra of MOC—16 encapsulated guest pyrene under different mobile phase conditions
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