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the database mining with ab initio thermodynamic calculation, we 100 : i % £ o =%
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E 2501 ool el B T T s « By mixing alkali oxide (or carbonate) (A) into MgO (B), after capturing CO,, the double salt is formed. Such CO, capture reaction has a higher
R Lo/, Lio, [ 5t 7(2? - ‘i]m‘“:: T, than Ty, By adjusting the type of A and the ratio of A/B, the T, could be increased into the range to best fit the CO, capture technology needs.
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. . > Hundreds of solid materials have been investigated. Now, we are working on
ngh-Thl‘Ollghpllt Screenlng MethOdOIOgY | | Svnthesis N Sorbents to Fit O ti Need | screening of multi-components, substituted, doped, and mixed materials to
ynthesis New Sorbents to K1 peration [Needs search for good CO, sorbents.
» By mixing/doping different solids, we can theoretically synthesize new materials
| L. Mixture A/B Sorbents (T,>Ty) using A capture C02 by decreasing T, | which may fit the industrial operating conditions with optimal CO, capture
A Li;0: strong CO, adsorbent With different I_|ZD!S|02 ratios, a series of performance.

u um silicates can be formed.
Silicates Li,0/SiO, ratio
Li,0 1:0
LiSi0, 4:1
Li,Si0, 2:1
LigSi, 0, 3:2
Li,Si0; 1:1
Li;Si,05 1:2
Li,Siy0, 1:3

B: 510;:dogs not absorh Oy >As a long time goal, we’ll build a database of solid sorbents for CO, capture to

satisfy industrial operational requirements.
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Best Candidates
with Rank:

« 21 reactions for alkali and alkaline metal oxides, hydroxides and bicarbonates capture CO,;
* After filter I, only 10 reactions left; After filter II, only 4 solids were selected which are in

good agreement with experimental data. <> validation our method.
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