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Conclusion

The zigzag edge configuration exhibits higher
electronic reactivity than the armchair edge
Stronger dsorption of 1,4-cis-isoprene on
zigzag edges demonstrates superior interaction
capacity

Biochar (BC) is a carbon-rich solid produced
through the thermal decomposition of biomass
under limited or oxygen-free conditions.

BC has several applications in soil amendment, armchair configuration zig-zig configuration
water retention, energy storage. 20052 NS | I -
BC edges mainly exist as armchair, and zigzag
configurations, which strongly influence the
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Results and Discussion

CIS i,4-is0prene
Edge type Adsorption Energy
(kcal.mol-")
armchair and zigzag Armchair -0.47
cis 1,4-isoprene cis 1.4-isoprene Zig-zag -5.33




