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* One out of four butanone molecule forms a hydrogen

Time (ps) bonded complex with both i-H,0 and pu-H,0.

Ab initio molecular dynamics (AIMD) was performed

using the Vienna ab initio simulation package (VASP) 1. 4-butanone interacts more favorably with « The mobile i-H,O first forms a bond with relatively
that employs the projector augmented plane-wave (PAW) defective UIO-66 than 1"?”':?"0"9 _ ftsach“'Hzo ~6.9ps, then butanone bonds with /-H,0
method and utilized Perdew-Burke-Ernzerhof (GGA- 2. The former shows negative interaction <P .
PBE) parameterization to describe the electron after temperature convergence at ~2ps * Notall four 2-butanone molecules remain trapped

: : inside the cage. They tend to diffuses out of the cage.
exchange correlation functional.
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