
www.ijpub.org                                                                                                               © 2018 IJCRT ISSN: 2320-2882 

 

IJPUB1802080 International Journal of Creative Research Thoughts (IJCRT) www.ijpub.org 474 
 

THEORETICAL STUDY OF GERMANIUM 

STRUCTURE AND PROPERTY UNDER ENERGY 

BAND GAP FOR HIGH PRESSURE 
 

Shankar Singh Rajput 

 

 Research Scholar  

Department of Physics Govt. MVM College, Bhopal  

Madhya Pradesh, India   

 

Abstract: Theoretical conceptual of this study that the energy gap for germanium below elevated pressure and dissimilar 

temperatures is evaluated by means of two approaches. The electronic carry coefficients, transmittance and the current-

voltage uniqueness were measured the length of the three principle axis via the Wannier WanT Distribution put together. 

Plane-wave pseudo potential (DFT), as incorporated in the (PWSCF) set of laws of the Quantum Espresso distribution 

have been utilized to evaluate the electronic properties of abundant stress-free Ge structure. The generalized gradient 

approximation Perdew Burke-Ernezerhof (PBE) pseudopotential. Another, by using different equation of state to evaluate 

the variation of lattice constant with pressure, and then evaluate the variation of (Eg) with pressure.  
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Introduction 
An energy demand have posed grave hazard on the way to our society. Beg off in vestige energy and enlarge in carbon gas 

emissions escort to global warming and produce an upward curiosity in renewable sources of energy. Near to the ground thermal 

conductivity might take part in a crucial role during yielded a far above the ground performance dispositive.  

The lower down thermal conductivity foremost to a elevated ZT standards in Ge have aggravated us to learn in additional 

particulars the electrical properties of the coated orthorhombic gemstone at room temperature. [1] Silicon , Germanium which 

endow with the most important assets stand of electronics, be enormously inadequate light emitters for the reason that the oblique 

character of their elementary energy bandgap. These be in the right place be able to be used, for example, to construct a preferred 

band offset between different materials, to increase mobility in electronic devices [2] and to reduce the lucidity hauler mass and 

increase the differential gain in diode lasers [3-4]. conventionally, the use of strain for these and alike applications has relied on 

top of the epitaxial enlargement of over layers by means of adequately minute thicknesses on lattice mismatched substrates. 

semiconductor nanomembranes (NMs) in current times, encompass emerged at the same time as a materials stage contribution 

exceptional opportunities for strain engineering [5–8], IV - VI semiconductors, for e.g. SiGe, GeSe, a- GeS, have been attracted a 

great deal technical attention owing to their probable applications. therefore, the pressure modification performance is known to 

demonstrated innovatived and enhanced thermoelectric properties in a number of materials [9–12] .Presently theoretically lying 

on this essential stand has applied for a foremost marvelous purpose of semiconductor optoelectronics, specifically, the exhibition 

of useful silicon-compatible light sources.  

In particular, we show that biaxial tensile strain in mechanically stressed Ge NMs can be present used to renovate Ge addicted to 

a direct-bandgap material by way of powerfully improved radioative effectiveness and able to sustaining population inversion, the 

same as mandatory intended for laser accomplishment. Significantly, these strained Ge NMs are vastly luminous previously at 

room temperature, are appropriate in favor of light emission via electrical injection, and can be fully incorporated with 

complementary-metal-oxide-semiconductor (CMOS) electronic devices using micro electro mechanical-systems (MEMS) 

technology. Therefore, disparate offered approaches, strained Ge NMs get together all the key requirements of group-IV photonic 

vigorous materials. It is recognized set of guidelines that Si, Ge, and interrelated alloys are not appropriate to the improvement of 

light-emitting diodes and lasers based on traditional approaches, because their roundabout energy bandgap results in 

outstandingly low radioactive recombination efficiency. Theoretical studied have predicted that tensile strain in Ge lowers the 

direct energy bandgap relative to the indirect one. Demonstrated mechanically stressed nanomembranes allow for the introduction 

of sufficient biaxial tensile strain to transform Ge into a direct-bandgap material with strongly enhanced light-emission efficiency, 

capable of supporting population inversion as required for providing optical gain.  

 

I. RESEARCH METHODOLOGY 

 

Methodology  

In the present theoretical study the electronic properties of completely intact Ge structure with the solidity well-designed theory 

was played important to formulate a communication of with the intention of the relaxed structure preserves its Pnma symmetry 

within the pressure restrictions utilized which was also verified by FINDSYM program [13]. The quasi-particle band structures, 

Fermi energy level and the Fermi-surface have been considered. Furthermore, conduction coefficients and the current-voltage 

individuality have furthermore been plotted for 0, 4.0, 7.0 and 10.0 GPa 
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Theoretical Calculation  

A plane-wave pseudo potential (DFT), as implemented in the PWSCF code of the Quantum Espresso circulation, has been in 

work to calculate the electronic properties of fully relaxed Ge structure. The Ge structure was relaxed without any constraints at 0, 

4.0, 7.0 and 10.0 GPa and the band structure was calculated for each of the relaxed structures.  

The generalized gradient approximation Perdew Burke-Ernezerhof (PBE) pseudopotential [19] was used for the intention. 

Brillouin-zone exchanges were performed via a 12 × 12 × 4 k-point grid. The positions atoms and the cell parameters were 

entirely relaxed in all the cases were used. The plane-wave and kinetic energy cut-offs have been chosen to be 60 Ryd and 240 

Ryd, in that order. The electronic transport coefficients, transmittance and the current-voltage characteristics were considered 

along the three principle axes using the Wannier WanT Distribution package [20] 

 

III. RESULTS AND DISCUSSION 

It is illustrious that DFT underestimates the band gap and consequently produces an inaccurate explanation of the electronic band 

structures of semiconductors and insulators. In the present study have to considered the use of pseudo hybrid Hubbard density 

functional where Ge exhibits band gaps. The use of this functional increases the computational outlay slightly; on the other hand, 

it provides a more accurate calculation of the band gap [14]. The negligible increase in the computational expenditure of the 

above process in calculating the electron energy-gap and made it more valuable when compared with other methods like GW 

approximation [15], dynamical mean-field theory [16-18] among others.  

 

 
Figure 1. Density of states of Germanium 

 

The calculated quasiparticle band structures of the undisturbed Ge along with the total and partial density of states (DOS) are 

exhibited in (Figs. 1). In the energy bands are exhibited for pressure values of 0, 4, 7 and 10 GPa, respectively. The anisotropic 

distinctiveness and be deficient of consent on the nature of Ge beneath pressure led to the choice of the above pressure values. 

The solid line at 0 eV demonstrates the Fermi level (EF). (Fig 2). The path along which the bands are plotted is X - Y - P - G - A -

 Z - G - T. At p = 0 GPa we observe a band gap around EF of 0.83 eV which is in high-quality concurrence with the experimental 

standards of 0.86 eV  and 0.898 eV  obtained from the visual incorporation spectrum and 0.829 eV  calculated by employed the 

GW method [15]. However, it shows a significant upgrading in excess of the previous DFT result of 0.61 eV [1] shown in the 

(Table 1). The pseudo hybrid Hubbard functional [14]  successfully describes the electron band-gap of Ge at p = 0 GPa. A 

valence band maximum is found along the Z - G direction whereas a conduction band least amount is along with the X -

 Y direction also calculate the energy-gap of Ge with pressure as exhibited in Table 1 below.  

 

Table 1. Energy band-gap of Germanium with pressure. 

 

Pressure Gpa Bandgap (eV) 

Present Theoretical 

0 0.83 0.61 [1], 0.829 [21] 

1 0.55 – 

2 0.48 – 

3 0.43 – 

 

The gap slowly but surely decreases with pressure and goes to zero at 4 GPa.At 4 GPa, the energy bands display a transition to a 

metallic state as is obvious marked commencing the band structure at G. Comparable transition in the (DFT) results at 12.6 GPa.  

However, the transition was practically observed in the above calculations is for powdered samples bought from Alfa Aesar 

Company, with a purity of 99.999%. The phase transition pragmatic at 4 GPa. The beyond results consequently validate the value 

of the vital pressure exhibited by the cell parameter ratios b/a, c/a and c/b for the (DFT) relaxed structure as well as for the 

nanostructure Ge at 4 GPa.The first-principles density efficient calculation of enthalpies, H = Etot + pV, using the fully-relaxed 

https://www.sciencedirect.com/science/article/pii/S2352214316300326#bib1
https://www.sciencedirect.com/science/article/pii/S2352214316300326#bib21
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(DFT) geometry more to the point two sets of experimentally obtained Ge structural parameters, one obtained by Rietveld 

refinement of our nanostructured Ge (XRD) pattern and an added extracted from the results of hot-pressed well crystallized 

Ge have practically the same values below 4.0 GPa [21] . However, H for the nanostructured Ge indicates a structural phase 

transition at the above value of pressure. The phase transition is too manifest from the enthalpy standards of the relaxed structure. 

When Ploted the total density of states (black solid-line) along with the individual contributions of Ge  s- wave, p- wave, d- wave 

and f- wave, at 0, 4, 7 and 10 GPa, correspondingly. DOS have been plotted in opposition to the energy virtual to the Fermi 

energy.  

The arrangement of the peaks does not transform qualitatively in the midst increase of the pressure. However, we observe a 

extensive dissimilarity in the reach to peak values at p = 0 GPa once compared to the other pressure values. The s- wave 

contributions are the least when compared to the other waves.. It is imperative to note down that the highest contribution is from 

the p- wave. Similarly the d- wave (f- wave) Ge atom and the p- wave contributions of Ge. The band gap at p = 0 GPa is also 

evident from Fig 2.  

 

 

 
Figure 2. Fermi energy (eV) vs pressure (GPa). 

 

CONCLUSION                    

In the end, study revealed that the pressure-induced structural transformations in Ge have been deliberated using firstly with the 

principle calculations based on density, functional theory with ultra soft pseudopotential and plane wave basis set.  

A phase transition from lower to higher space group symmetry as indicated by various experiment was also observed in the band 

structure and DOS calculations of the fully relaxed structure of Ge. The band-gap at p = 0 GPa is in complete accordance with the 

experimental value obtained from the optical absorption spectrum and the GW results.  

The vital pressure for stage conversion obtained in the current calculation (4.0 GPa) is in accordance with the nano structured 

Ge on the other hand, the results differ from that observed in the well crystallized samples. The optical assimilation of Ge near the 

direct band gap has been investigated at pressures up to 4 GPa. The strength of the absorption at the direct edge is found to 

increase by a factor of 3 in the pressure range from 0 to 4GPa.  
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