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« Graphical user interface

« Attach Fragments Dialog

e Electronics

« Optical Spectra
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Attach Fragments Dialog

MedeA: Attach Fragments *
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/s Meded - Run Electronics — | X
Calculation
Type of calculation H
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* Access to the energy increment for numerical integration from the GUI of MedeA
Electronics to fine-tune transport properties

« The Energy step field allows you to customize the energy increment for numerical
integrations, which can be useful to tune the accuracy of the integration algorithm.
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Electronics

Transport function:| Electrical conductivity

-Chemical potential Carrier density
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oply
Maximum:| 1.99868 eV Number of functions:| 7 Maximum:| 1.99868 eV Number of functions: ?

« Additional transport functions: electronic fitness functions, inverse transport
effective masses
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Optical Spectra
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VASP Trajectories
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DC (Drude) Conductivity y:| 0.0 |eV | Update Drude term & thickness | | Restore Drude conductivity |
DC (Drude) Conductivity z: eV r| Dielectric function (eps) |_| Loss function (L r| Refractive index (n)
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e I
Slab Thickness:| 1000.0 nrr{ /| Transmission coefficient (T) |~ Absorption coefficient (A) : r| Reflectivity (R)
! -

Transmission coefficient (T)
This toggles the display of the transmission coefficient (T) together with the legend entries for
individual toggling. The transmission coefficient is strongly affected by the Slab Thickness.

Absorption coefficient (A)
This toggles the display of the absorption coefficient together with the legend entries for
individual toggling.
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Optical Spectra

Save as postscript
Export to text file
Export to CSV

Export to picture
Increase lines width
Decrease lines width

/% Medei: energy/frequency/wavelength units

Current units are: eV

New energy/frequency/wavelength units: |
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Unzoom

Export selected data
Change energy/wavelength units

Optical spectra | Color spaces
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DC (Drude) Conductivity x: eV

Material is a semiconductor

Drudeterm:| Not applied (for insulator or semiconductor) |v| direct band gap =2.29 eV
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Wavelength Unit # 4
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Optical Spectra R c#o A
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| |X|Y|Z|L*|a* |c*|hu|sv|sCh|sc:r|sR|sG|sB|i
Reflectioninx 150 158 185 468 -05 -26 27 14 111 131 126 108 111 115
Reflectioninz 149 158 184 467 -04 26 26 14 110 130 126 108 111 115
Transmissioninx 482 507 121 765 00 632 632 16 182 61 155 221 186 64
Transmissioninz 504 537 188 783 -17 512 513 -15 188 75 150 220 192 96
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