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A schematic view of a fully tetrahedrally bonded Ti ion substituted for a Si ion at
one of the lattice positions of TS-1 (A) and the same Ti site located near a silicon

vacancy terminated with hydroxyl groups forming a silanol nest (B).
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An embedded-cluster model (119 T sites) of the TS-1 lattice. The QM region is made up of 11 T sites and is represented by the

ball and stick display format. The MM region is made up of 108 T sites and is represented by the wire-mesh format. The MM

region has terminal H atoms at the periphery.

Ti atom:Grey Ball, Si atoms:Yellow Balls and Wires, O atoms: Red Balls and Wires, H atoms: Blue Wires



