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as well as model Hamiltonian calculations.
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Significant research output / development during last
one year
Understanding the martensitic transition in shape memory
alloys; Role of the cation at the A site of a perovskite of the
form ABX3 in determining the structure and properties of the
perovsite

The shape memory alloys of the form Ni-Mn-Sn exhibit a
transition from the high symmetric cubic phase only for nonstoichiometric compositions. Our first principle electronic
structure calculations are able to capture the transition that
takes place for only certain compositions. We are therefore
able to discuss what are the microscopic considerations that
drive the transition. This has appeared in Phys. Rev. B 94,
115143 (2016).

Interesting results obtained

Proposed research activities for the coming year

The ideas of how the ionic size of the atom at the A site of a
perovskite of the form ABX3 are well understood. However,
a recent class of materials that have been of interest for
photovoltaic applications have a molecule at the A site. The
question is how does the size of the molecule determine
the structure and consequently the electronic properties of
these materials. A part of this question has been addressed
in JPCL 7, 3270 (2016).As in the inorganic perovskites the
atom/molecule at the A site of the perovskite lattice ABX3
plays an important role in determining the size of the unit cell
as well as the structural distortions. What we go on to show
is that these two have differing effects on the band gap of
the system. The literature so far has not distinguished the
various contributions such as volume, structural distortions
etc and this has led to ambiguity in the role of the cation at
the A site which we clarify for the first time in these systems.

We had presented a heuristic model in 2004 to understand
the magnetism in dilute magnetic semiconductors based on
an analysis of various features and trends that we had found
in the electronic structure and magnetic properties calculated
within an ab-initio framework. We are now developing a
microscopic model within a model Hamiltonian framework
to extend the purview of these results and examine various
limits.

General research areas and problems worked on

Another unusual feature that we are trying to understand
are the glassy dynamics of hybrid perovskites seen in the
low temperature orthorhombic phase where one expects
the molecular dipoles to be frozen in and no other form of
crystallographic disorder is believed to be present.

