
NANOSYSTEMS:
PHYSICS, CHEMISTRY, MATHEMATICS

SUPPLEMENTARY MATERIALS

SUPPLEMENTARY MATERIALS for

Defective aluminum nitride monolayer as electrode material for supercapacitor appli-

cations: a DFT study

Shamsuddin Ahmad1, Md. Mahfoozul Haque2, Zaheer Abbas3, Md. Shahzad Khan1

1Department of Physics, Z. A. Islamia P. G. College Siwan, Bihar-841226, India
2Department of Physics, Marwari College, T. M. Bhagalpur University, Bihar-812007, India
3Department of Science and Humanities, Government Engineering College, Jehanabad, Bihar-804407, India

Corresponding author: Md. Shahzad Khan, kshahzad001@gmail.com

Supplementary materials

for Shamsuddin Ahmad, Md. Mahfoozul Haque, Zaheer Abbas, Md. Shahzad Khan. Nanosystems: Phys. Chem. Math.,
2025, 16 (6), P. 763–769. DOI 10.17586/2220-8054-2025-16-6-763-769.

FIG. S1. Primitive unit cell with lattice parameter of 3.16 Å
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FIG. S2. The AlNNS primitive cell relaxed at different lattice parameter

FIG. S3. Electronic bandstructure of the 5× 5 AlNNS
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FIG. S4. Charge difference density contour plot of a) Al-deficient, b) N-deficient and c) Al–N-deficient AlNNS


