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Nanoacademic Technologies develops advanced and innovative DFT-based solvers to study and
predict materials and devices properties, as well as CAD tools for quantum computing technologies.

NanoDCAL+ is an evolution of our state-of-the-a eral-purpose first principles quantum
transport package NangDCAL — combining the no ilibrium Green’s functions (NEG

formalism with Y functlon*ory IDFT) — tha prailcts nonequilibri t*antum
. transport in nanostfuctuges, including curregt-voltage characteristics of nan ‘ devices and
boasts new features; architecture dhd improved performance.
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A next generation multifunctional NEGF-DFT nanoelectronic transport solver

-
NanoDCAL+ (Nano DFT CALculatof plus)is an LCAO implementation ofNEGF DFT.

Itis a general- tool for ab on modellriof non-equilibrium quantum
transport. It in m NanoDEAL which has beeniused'in ds of scientific
publicatiohs in s as varied asimolecular electronics, na , topological

insulators, batteries, magnetic tunnel j ﬁctions, m grain bou esa ore.
Its complementary Sét of features makes the-best nol.ogical base for your R&D

projects.
/ % .
. ¢ Key features: 5

= ConvenientiPython API to efficient Fortran cgre

. Pro"de.nhanced modularity'and a new GUI | .

* Improved parallelism, are Portability and performance

"= Focus on molecular an scale electronics (realistic large-scale
systemsup t@'10k+ ato

Molecular devices, 2D nanomaterials’ *® Spint‘onics (collinear /-non-collinear / spin-orbit coupling)
transport simulations = Semicon(yctor nanoelectronics (I-V curve)
= Asmission, current and conductance caIcuI%to

tates, ahotocurrents, thermoelectric currents,"phonons
are part of NanoDCAL Iega’cy version.

»

egular basis an‘d technical support is
offering the best possible ﬂ

I-V characteristics, energy, UpBates are released o
transmission current parameters  available to help our us

calculations experience.
Stay tuned'to our artlcles newsletters and posts on our in
and X ’pages to gvoid missing anything about Nanoacademic's ™\
latest news! » o -
.

Contact us to test and adopt NanoDCAL+
Larger atomic §Ws . to catalyze yoir material studies and R&D “cts!
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nanoacademic.com

DESIGN TOOLS FOR NEXT GEN MATERIALS +1 514-387-4003
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Montréal, Québec H3A 1E7 Canada

A .
N . > . Y




