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Observation of electrostatic potential on the pore surface of porous
coordination polymers by an accurate charge density analysis

Kubota, Yoshiki
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Crystal structure at the atomic and electron density level, and
electrostatic potential for the host framework and guest gas molecules of porous coordination
polymers were obtained by using high performance synchrotron radiation light source of SPring-8. The

electrostatic potential for the molecules on the pore surface was visualized experimentally.
Although the understanding the relationship between the results and the gas adsorption behavior is
not attained within the research period, the procedure to elucidate the experimental electrostatic
potential in these materials were established. In situ measurement system of gas adsorption was also
upgraded for the observation of gas adsorption process.
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