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ABSTRACT 

In the present work, a density functional theory (DFT) based 

simulation is performed to study the electronic properties of (-

uranium through the electronic band structure, total electron density 

of states (DOS), integrated density of states (IDOS), partial density 

of states (PDOS) and Fermi -surface measurements. A Generalized 

Gradient Approximation (GGA) with Projector-Augmented Wave 

(PAW) pseudopotential is used in present computation. The 

hybridization between the 5𝑓 orbital and 6𝑑 orbital also has fairly 

influences on the electronic Properties of -Uranium. 
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1. Introduction

Uranium is a typical member of the early 

actinide metallic elements due to its very wide 

range of applications in the aerospace, military 

weapons and nuclear industries [1-13]. In 

general, the -uranium occurs under normal 

pressure conditions [3]. Many of the results 

related to their physical properties have been 

reported so far by different researchers [1-13]. 

In general, 5-electron-electron correlations in 

particular play a crucial role Actinide series [10] 

for several years. Large volume expansion upon 

phase transformation is observed [10]. 

Therefore, theoretical modulations act an 

important role for studying the surface 

properties of the materials. Vohra and Spencer 

[14] have recently observed that at pressures 

above 116 GPa titanium converts from 

the hexagonal omega (C32) phase to -phase. 
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While, such structure was also studied 

by Wentzcovitch and Cohen [15] as a probable 

pathway for the pressure-induced conversion of 

Magnesium from the hcp (A3) to the bcc 

(A2) phase. The α-uranium crystal is having an 

orthorhombic structure at lower 940K 

temperature and above it, such phase converts to 

the β-phase and then it converts to the γ-phase 

at the temperature above 1050K. The α-uranium 

is stated to be stable up to 70 GPa pressure and 

at lesser temperatures, while at higher 

temperatures, the γ-uranium can stabilize its bcc 

structure [16]. Now a days, uranium is used to 

power commercial nuclear reactors that produce 

electricity and to produce isotopes used for 

medical, industrial, and defence purposes 

around the world. The study of electronic 

properties shows the atomic arrangement in 

such material and from that one can develop or 

study its isotopic substances for their various 

nuclear applications. 

2. Theory 

In condensed matter physics, the 

characterization of various materials depends on 

the computational and theoretical techniques. 

Generally, the Density Functional Theory 

(DFT) is one of the foremost techniques based 

on the first principle. The time independent 

Schrödinger equation for many body systems 

like solids, nanomaterials and other complex 

systems can be solved efficiently with the help 

of DFT [17-26]. For solving the many body 

interactive systems, wave function method, viz. 

Hartree and Hartree-Fock, based 

approximations are utilized. In 1964, 

Hohenberg and Kohn [27] gave the basis of the 

theory by saying that, all the ground state 

properties of a system are the special functional 

of the density of the ground state interacting 

system. This reduces the degrees of freedom of 

a system of N interacting particles from 3N to 

three coordinates. The limits faced by the theory 

are that the density is either constant or it varies 

slowly; however, the actual electronic systems 

do not fall in any of these categories. In 1965, 

Kohn and Sham [28] came up with a way out for 

these shortcomings and gave solution of many 

body Schrödinger equation in the form of 

density. The exchange correlation effects 

fulfilling the Pauli‟s principle, also portraying 

the coulomb potential are added to the solution, 

giving results using DFT. Local Density 

Approximation (LDA) and Generalized 

Gradient Approximation (GGA) are such 

approximation that improves the results 

compared to the conventional wave function 

method such as Hartree [29] and Hartree-Fock 

approximations [30]. Various software 

packages have been developed on the basis of 

DFT, for the computation of properties of 

material requiring only information of electron 

density and some basic crystallographic 

information of the material. Thus, it is 

parameter free and hence called first principle 

theory.  

There are several computational codes are 

available based on the DFT method. A few of 

them are Quantum ESPRESSO (Quantum open 

Source Package for Research in Electronic 

Structure, Simulation and Optimization) [31], 

SIESTA (Spanish Initiative for Electronic 

Simulations with Thousands of Atoms) [32], 

VASP (Vienna Ab-initio Simulation Package) 

[33], Wien2K [34], CASTEP (Cambridge Serial 

Total Energy Package) [35] and Abinit [36] etc. 

These codes have different implementation 

techniques for the calculation of properties and 

can be used to complement each other.The 

density functional theory (DFT) based 

formulation are found more useful for 

computing the structural and electronic 

properties of materials [17-26]. With the 

advantage of the electronic structure simulation 

based on density function theory (DFT), the 

present work mainly focuses on the electronic 

properties viz; electronic band structure, total 

electron density of states (DOS), partial DOS, 

integrated DOS and the Fermi surface study of 

-Uranium metal. Such simulations are carried 
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out through Quantum Espresso package [31] 

working in WINMOSTAR [37] environment. 

The GGA with PBE function are utilized to 

indulge the exchange correlation effects [38] 

along with the PAW-type pseudopotential [39]. 

3. Results and Discussion 

 

The plane waves are taken with kinetic energy 

cut off 20 Ry and Charge density cut off 80 Ry 

are considered. While, the 𝑘 -point mesh of 

4 × 4 × 4 are used to carried out the integration 

over the first Brillouin Zone. The equilibrium 

geometry is seen by optimizing the atomic 

positions of the said structure and is converged 

at accuracy in energy of the order of 10-6 Ry. 

The space group of -Uranium is Cmcm.  In 

which, total 4-atoms are in its conventional unit 

cell, with an advent of fcc crystals as displayed 

in Figure 1.  

 
Fig. 1: Crystal Structure of -Uranium. 

 

Its results from extending a cubic lattice along 

with two of its orthogonal pairs with a dissimilar 

lattice parameter. The experimentally lattice 

parameters are given as 𝑎 = 2.84Å, 𝑏 = 5.86Å 

and  𝑐 = 4.93 Å  [6]. Also, all three vectors 

intersect at 90° angles (i.e. 𝛼 = 𝛽 = 𝛾 = 90 , 

hence such three lattice vectors remain 

mutually orthogonal to each other. The first 

Brillouin zone of -Uranium is seen in Figure 2.  

 
Fig. 2: The first Brillouin zone of -Uranium. 

 

The electronic band structure, the total electron 

density of states (DOS), integrated DOS and the 

partial DOS are displayed Figures. 3-6, 

respectively for -Uranium. Here, from Figure 

3, it can be observed that the several lowest 

bands lower the Fermi level nearer to -1 eV are 

mostly due to 𝑓-electrons of the element. The 

area around Fermi level is formed hence near 

the Fermi level all bands are dominated. While, 

in the region above the Fermi level, the 

contribution of 𝑠- and 𝑝-electrons is dominant. 

The band structure was generated for major 

symmetry points along the path Γ → 𝑋 → 𝑆 →
𝑅 → 𝐴 → 𝑍 → Γ → 𝑌 . From the nature of the 

DOS, show deep considerate to examine atomic 

bonding amongst -Uranium molecules by the 

electronic distributions. Figure 4 shows that the 

𝑠- and 𝑝-electrons profound into the atomic core 

of -Uranium, which is not observed as valence 

electrons. Hence, such distribution shows that 

the typical PAW potential in Quantum Espresso 

with up to 5𝑠  and 5𝑝  electrons is adequate. 

Besides, the 5𝑓 -electrons governs near the 

Fermi energy 𝐸𝐹𝑒𝑟𝑚𝑖  amongst all the electrons.  
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Fig. 3: Electronic band structure of α-Uranium. 

 

  
 

Fig. 4: Total Density of States of α-Uranium. 

 

 

 
Fig. 5: Integrated Density of States of α-

Uranium. 

 

 
Fig. 6: Partial Density of States of α-Uranium. 

 

The computed Fermi surface is seen in Figure 7. 

It is because of the restructuring from the charge 

density waves, the lattice deviates at particular 

sites and higher sensitivity of the computational 

methodology.  

 

 

 

Fig. 7: Fermi surface of α-Uranium. 

 

5. Conclusion 

 

In conclusion, we studied the electronic band 

structure, DOS, partial DOS, integrated DOS 

and the Fermi surface of the -Uranium using 

the GGA approach with PAW pseudopotential 

under DFT environment. The dominance of 5𝑓-

state is observed nearby the Fermi level. From 

the overlapping of the energy bands in the band 

structure near the 𝐸𝐹 , the metallic character of 

-Uranium is confirmed. 

 

 

 



 BIBECHANA 19 (1-2) (2022) 208-213 
 

 
 

 
 

212 

Acknowledgements 

 

Computer facility developed under DST-FIST 

programme from Department of Science and 

Technology, Government of India, New Delhi, 

India and financial assistance under DRS-SAP-

I from University Grants Commission, New 

Delhi, India is highly acknowledged by the 

author. 

 

References 

[1]J. W. Griffith, The Uranium Industry: Its 

History, Technology and Prospects, Mineral 

Resources Division, Ottawa, Canada (1967).  

[2]M. L. Rossi, M. D. Agostino, J. W. Nostrand, 

Activation Research in the Aerospace Industry, 

Bethpage, New York (1961). 

[3]P. C. Burns, The Crystal Chemistry of 

Uranium, Rev. Miner. Geochem. 38(1) (1999) 

23–90.  

https://doi.org/10.1515/9781501509193-007 

[4]C. S. Barrett, M. H. Mueller, R. L. Hitterman, 

Crystal Structure Variations in Alpha Uranium 

at Low Temperatures, Phys. Rev. 129(2) (1963) 

625–629. 

https://doi.org/10.1103/PhysRev.129.625  

[5]D. E. Smirnova, S. V. Starikov, V. Stegailov,  

New Inter Atomic Potential for Computation of 

Mechanical and Thermodynamic Properties of 

Uranium in a Wide Range of Pressures and 

Temperatures, The Phys. Metals Metall. 

113(2012) 107–116. 

https://doi.org/10.1134/S0031918X12020147  

[6]Huang Shan-Qisong, Ju Xue-Hai, First-

Principles Study of Properties of Alpha 

Uranium Crystal and Seven Alpha Uranium 

Surfaces, Hindawi J. Chem., 2017, 7 pages. 

https://doi.org/10.1155/2017/8618340  

[7]Jintao Wang et al., First-Principles Study on 

the Thermodynamic Defect and Crystal 

Structure of U-12.5 At% Nb Alloy, Int. J. Heat 

and Tech. 33(1) (2015) 175-180. 

https://doi.org/10.18280/ijht.330124  

[8]M. D. Segall et al., Population Analysis of 

Plane-Wave Electronic Structure Calculations 

of Bulk Materials, Phys Rev B54(23) (1996) 

16317-16320.  

https://doi.org/10.1103/PhysRevB.54.16317   

[9]T. Zergoug et al., Physical Properties of 

Uranium Dinitride UN2 by Using Density 

Functional Theory (DFT and DFT+U), Inter. 

Scho. Scien. Res. Innov. 9(1) (2015) 175-179.  

doi.org/10.5281/zenodo.1099362  

[10]A. N. Chantis, et al., Many-Body Electronic 

Structure of Metallic α-Uranium, Phys. Rev. 

B78 (2008) 081101R.  

https://doi.org/10.1103/PhysRevB.78.081101  

[11]B. Beeler et al., First Principles 

Calculations of the Structure and Elastic 

Constants of α , β  and γ Uranium, J. Nucl. 

Mater. 433 (2013) 143-151. 

https://doi.org/10.1016/j.jnucmat.2012.09.019  

[12]W. P. Crummett et al., Lattice Dynamics of 

α-Uranium, Phys. Rev. B19(12) (1979) 6028-

6037.  

https://doi.org/10.1103/PhysRevB.19.6028  

[13]Qiu-Yun Chen et al., First-Principles Study 

of the Elastic Constants and Optical Properties 

of Uranium Metal, Chin. Phys. B21(8) (2012) 

087801(1-8). 

https://doi.org/10.1088/1674-

1056/21/8/087801 

[14]Y. K. Vohra, P. T. Spencer, Novel -Phase 

of Titanium Metal at Megabar Pressures, Phys. 

Rev. Lett. 86 (14) (2001) 3068-3071.  

https://doi.org/10.1103/PhysRevLett.86.3068  

[15]R. M. Wentzcovitch, M. L. Cohen, 

Theoretical Model for the hcp-bcc Transition in 

Mg, Phys. Rev. B37(10) (1987) 5571-5576. 

https://doi.org/10.1103/PhysRevB.37.5571  

[16]M. Lachheb et al., Thermal Conductivity 

Enhancement of LiNO3/Graphite Composite for 

Energy Storage, Int. J. Heat Tech. 31(2) (2013) 

9-16. 

https://doi.org/10.18280/ijht.310202  

[17]V. B. Parmar, A.M. Vora, Study of 

structural and electronic properties of 

intercalated Transition Metal Dichalcogenides 

compound MTiS2 (M = Cr, Mn, Fe) by density 

functional theory, East Eur. J. Phys. 1 (2021) 

https://doi.org/10.1515/9781501509193-007
https://doi.org/10.1103/PhysRev.129.625
https://doi.org/10.1134/S0031918X12020147
https://doi.org/10.1155/2017/8618340
https://doi.org/10.18280/ijht.330124
https://doi.org/10.1103/PhysRevB.54.16317
https://doi.org/10.5281/zenodo.1099362
https://doi.org/10.1103/PhysRevB.78.081101
https://doi.org/10.1016/j.jnucmat.2012.09.019
https://doi.org/10.1103/PhysRevB.19.6028
https://doi.org/10.1088/1674-1056/21/8/087801
https://doi.org/10.1088/1674-1056/21/8/087801
https://doi.org/10.1103/PhysRevLett.86.3068
https://doi.org/10.1103/PhysRevB.37.5571
https://doi.org/10.18280/ijht.310202


Aditya M. Vora  / BIBECHANA 19 (1-2) (2022) 208-213 
 

 
 

213 

 

93–98. 

https://doi.org/10.26565/2312-4334-2021-1-12  

[18]V. B. Parmar, A. M. Vora, Study of 

structural and electronic properties of 

intercalated CrTiS2 compound by density 

functional theory, Eurasian J. Phys. Funct. 

Mater. 5 (2) (2021) 116–125,  

https://doi.org/10.32523/ejpfm.2021050204  

[19]V. B. Zala, A. M. Vora and P. N. Gajjar, 

Electronic properties of iron pnictide 

superconductor LiFeP, AIP Conf. Proc. 2100 

(2019) 020027(1-4). 

https://doi.org/10.1063/1.5098581  

[20]H. S. Patel, V. A. Dabhi, A. M. Vora, To 

Study the Structural and Electronic Properties of 

TiBeO3 Using Density Functional Theory, In: 

Advances in Spectroscopy: Molecules to 

Materials, D. Singh, S. Das, A. Materny (Eds.), 

Springer Proceedings in Physics, 236 (2019) 

389-395. 

https://doi.org/10.1007/978-981-15-0202-6_30  

[21]V. A. Dabhi, H. S. Patel, A. M. Vora, To 

investigate electronic properties of 

AlHO2 doped with trivalent impurities (Ga, In, 

Tl) by using density functional theory, AIP 

Conf. Proc, 2224 (2020) 030003(1-4). 

https://doi.org/10.1063/5.0000484  

[22]H. S. Patel, V. A. Dabhi, A. M. Vora, 

Elastic Constants of Beryllium Oxide: A First-

Principles Investigation, AIP Conf. Proc, 2224 

(2020) 030006(1-4). 

https://doi.org/10.1063/5.0000485  

[23]V. A. Khalas, V. B. Parmar, A. M. Vora, A 

Density Functional Theory based study of 

Transition Metal Dichalcogenide - MoS2, 

Materials Today: Proc. (2022) – in press. 

https://doi.org/10.1016/j.matpr.2022.06.012  

[24]H. S. Patel, V. A. Dabhi, A. M. Vora, 

Adverse effect of K-Mesh shifting in several 

crystal Systems: An analytical study,  Materials 

Today: Proc. 57 (Part 1) (2022) 275-278. 

https://doi.org/10.1016/j.matpr.2022.02.599 

[25]V. A. Dabhi, H. S. Patel, A. M. Vora, 

Investigation of thermoelectric properties of 

galena using density functional theory, 

Materials Today: Proc. (2022) – in press 

https://doi.org/10.1016/j.matpr.2022.05.548 

[26]H. S. Patel, V. A. Dabhi, A. M. Vora, First 

principles investigation of thermoelectric 

properties of TiBeO3, Materials Today: Proc. 

(2022) – in press. 

https://doi.org/10.1016/j.matpr.2022.05.580 

[27]P. Hohenberg, W. Kohn, Inhomogeneous 

Electron Gas, Phys. Rev. 136 (1964) B864-

B871.  

https://doi.org/10.1103/PhysRev.136.B864  

[28]W. Kohn, L. J. Sham, Self-Consistent 

Equations Including Exchange and Correlation 

Effects, Phys Rev. 140 (1965) A1133-A1138.  

https://doi.org/10.1103/PhysRev.140.A1133  

[29]M. Born, K. Huang Dynamical theory of 

crystal lattices. Clarendon Press, (1988). 

[30]V. Fock, Näherungsmethode zur Lösung 

des quantenmechanischen Mehrkörperproble-

ms, Zeitschrift Phys. 61 (1930) 126-128. 

https://doi.org/10.1007/BF01340294  

[31]P. Giannozzi et al., Advanced Capabilities 

for Materials Modelling with Quantum 

Espresso, J. Phys. Cond. Matter 29 (2017) 

465901 (30 pages). 

https://doi.org/10.1088/1361-648X/aa8f79 

[32]J. Soler, E. Artacho, J. Gale, A. García, J. 

Junquera, P. Ordejón, D. Sánchez-Portal, The 

SIESTA method for ab initio order-N materials 

simulation, J. Phys. Condens. Matter, 14 (2002) 

2745-2779. 

https://doi.org/10.1088/0953-8984/14/11/302  

[33] The VASP site : https://www.vasp.at/.  

[34] Wien2k http://susi.theochem.tuwien.ac.at/.  

[35] CASTEP site : http://www.castep.org/.  

[36] Abinit site: https://www.abinit.org/.  

[37]Winmoster https://winmostar.com/en/. 

[38]J.P.Perdew,K.Burke,M.Ernzerhof,Generali

zed Gradient Approximation Made Simple, 

Phys.Rev. Lett.77(1996)3865-

3868.https://doi.org/10.1103/PhysRevLett.77.3

865  

[39]A.D.Corso,Pseudopotentials Periodic 

Table: From H to Pu, Comp. Mater. Sci. 95 

(2014)337–350. 

https://doi.org/10.1016/j.commatsci.2014.07.04

3. 

https://doi.org/10.26565/2312-4334-2021-1-12
https://doi.org/10.32523/ejpfm.2021050204
https://doi.org/10.1063/1.5098581
https://doi.org/10.1007/978-981-15-0202-6_30
https://doi.org/10.1063/5.0000484
https://doi.org/10.1063/5.0000485
https://doi.org/10.1016/j.matpr.2022.06.012
https://doi.org/10.1016/j.matpr.2022.02.599
https://doi.org/10.1016/j.matpr.2022.05.548
https://doi.org/10.1016/j.matpr.2022.05.580
https://doi.org/10.1103/PhysRev.136.B864
https://doi.org/10.1103/PhysRev.140.A1133
https://doi.org/10.1007/BF01340294
https://doi.org/10.1088/1361-648X/aa8f79
https://doi.org/10.1088/0953-8984/14/11/302
https://www.vasp.at/
http://susi.theochem.tuwien.ac.at/
http://www.castep.org/
https://www.abinit.org/
https://doi.org/10.1103/PhysRevLett.77.3865
https://doi.org/10.1103/PhysRevLett.77.3865
https://doi.org/10.1016/j.commatsci.2014.07.043
https://doi.org/10.1016/j.commatsci.2014.07.043

