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new materials for capture...

new methods to characterize...

new ways to compute...

new ways to communicate...
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new ways to compute...
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new ways to communicate...
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Prof. Omar Yaghi
LBNL and Dept. of
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MTV-MOFs: MOFs with
multivariate organic linkers
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MTV-MOF-5 structure
with eight different functionalities
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MTV-MOF-5 structure
with eight different functionalities

Deng. et al.
% Certain MTV-MOFs have better H, and CO, adsorption Science 2010

properties than MOFs with a single type of linker.
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13C{15N} REDOR curves Scenarios of linker apportionment

in MTV-MOF-5 materials
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Apportionment matters
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Mg2(2,5-dioxido-1,4-benzenedicarboxylate)

“Mg-MOF-74"

CO: has strong
affinity for open
metal sites, Mg®*
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30, NMR in Mg-MOF-74
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fast rotation
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MD trajectories of a
single CO: at 200 K
with the time period
of 5 ns in Mg-MOF-74
structure.
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a dizzying array of possibilities...

solvent
exchange
2,5-dioxidoterephthalate + M (NO,),6H,0 —_— ——
DOBDC*
( ) activation

M,(DOBDC) (M-MOF-74)
(M = Mg, Co, Ni, Zn)
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