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Computational Methods – Single Atom Distortion 

Red denotes beta ≥ 15 
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Computational Summary

Approach 3: Bulk Modulus (Supercell)

Standard calculation of total energy in DFT (LDA) as a function of cell volume…

Fitting of the Murnaghan equation of state to E(Ω)
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Hybridization of Experimental and Computation

Red denotes beta ≥ 15 

Do experiment and computation agree?
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Conclusion

Presented inexpensive, conceptually transparent 
methods to visualize alloying in SnSe.

Strain effects can be observed far from host lattice site.

Computational ranking successful as proxy for 
experiment.

Possible down-selection of effective alloying agents.


