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What’s Chirality?
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Everyday objects 
can be chiral

There is chirality in crystals Chirality in molecules
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Magnetic frustration
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Magnetic phases and properties

(a) Γ5g (b) Γ4g magnetic orderings band structures and their 

corresponding berry curvatures in (b) and (c) 

(a) Γ5g (b) Γ4g magnetic orderings band structures and their symmetry 

operations
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Ionic and electronic optimization

Γ5g and Γ4g magnetic ordering in 𝑀𝑛3𝑃𝑡𝑁

After the optimization, we found the
lattice parameter a = 3.973A. The value
reported according to experimental
characterization is a=3.969A.

Both structures are stable
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Convergence study
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We aimed for meV precision
We selected 𝐸𝐶𝑈𝑇 = 800𝑒𝑉 and 12 KPOINTS
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Bands + DOS

Band structure of 𝑀𝑛3𝑃𝑡𝑁Density of statesBrillouine Zone

Metal

High AHC



Characterization of 𝑀𝑛3𝑃𝑡𝑁

9

Partial DOS p-d Hybridization

Broadening of conduction band

Mn

Magnetism

Conductivity
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Weyl Points

𝑠𝑦 spin projected band structure

𝑠𝑧 spin projected band structure

𝑠𝑥 spin projected band structure




