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Table S1 Activation energy for CO2 adsorption reported in this work compared to previously 

reported values7.

TiC ZrC
aEr

bEr %diff aEr
bEr %diff

(001) -0.90 -0.86 -0.05 -1.68 -1.62 -0.04
(011) -3.45 -3.45 0.00 -4.19 -1.03 -3.07
(111) -3.11 -3.05 -0.02 -3.17 -3.32 0.04

aEr lowest energy CO2 adsorption energy. bEr previously reported CO2 adsorption values using the geometry 
scan method1. %diff percentage between CO2 adsorption values determined using both methods. 
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