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     Faculty of Chemistry and Petroleum Sciences / 

Education
■ M.Sc: SHAHID BEHESHTI UNIVERSITY, Chemistry-Inorganic Chemistry, 1381→1383

■ Ph.D: , , 1386→1389

■ B.Sc: SHAHID BEHESHTI UNIVERSITY, , 1377→1381

Research Interests
■ Design and Discover of Materials for Energy Applications

Journal Papers
■ Unlocking the potential of coinage-based quaternary chalcogenides for thermoelectricity
Mahsa Gholami,  Zahra Hajiahmadi,  Seyed Shahabedin Naghavi
Journal of Materials Chemistry A, pp. 7480-7488, 2024

■ Exchange-correlation effects on the structural, electronic, and optical properties of Sr2RuO4 using DFT 
calculations
Meghdad Yazdani-Hamid,  Vahid Mehrabi,  Zahra Hajiahmadi,  Seyed Shahabedin Naghavi
JOURNAL OF ALLOYS AND COMPOUNDS, Vol.976, 2024

■ First-Principles Study of 2D Haeckelite C<sub>7</sub>N as a High-Capacity Anode for Post-Lithium-Ion 
Batteries
Zahra Hajiahmadi,  Seyed Alireza Ghasemi,  Thomas D. Kühne,  Seyed Shahabedin Naghavi
ACS Applied Nano Materials, Vol.6, pp. 12862-12870, 2023

■ Synergistic effect of alloying on thermoelectric properties of two-dimensional PdPQ (Q = S, Se)
SHIMA SHAHABFAR,  Y. Xia,  Mohammad Hosein Morshedsolouk,  Mahsa Mohammadee bid hendi,  Seyed Shahabedin Naghavi
PHYSICAL CHEMISTRY CHEMICAL PHYSICS, Vol.25, pp. 9617-9625, 2023

■ Intrinsic Modulation Doping Enhances the Thermoelectric Performance of Monolayer GaGeTe
Mohammad Rafiee Diznab,  Yi Xia,  Seyed Shahabedin Naghavi
ACS Applied Energy Materials, Vol.6, pp. 11915-11923, 2023

■ Orientational ordering of polydisperse nanorods on a flat surface
Sakineh Mizani,  Seyed Shahabedin Naghavi,  Szabolcs Varga
JOURNAL OF MOLECULAR LIQUIDS, Vol.392, 2023

■ Charting Ba-Based Double Perovskite Oxides for Visible-Light-Driven Photocatalytic Water Splitting
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http://scimet.sbu.ac.ir/ShahabAlDin_Naghavi


Sajad Bazrafshan,  Jiangang He,  Seyed Shahabedin Naghavi
Journal of Physical Chemistry C, Vol.127, pp. 3968-3976, 2023

■ Highly sensitive and low-power consumption metalloporphyrin-based junctions for CO<sub><i>x</i></sub> 
detection with excellent recovery
Azar Ostovan,  Nick Papior,  Seyed Shahabedin Naghavi
PHYSICAL CHEMISTRY CHEMICAL PHYSICS, Vol.24, pp. 14866-14876, 2022

■ Highly efficient metalloporphyrin-based nanosensors for NO detection
Azar Ostovan,  Seyed Shahabedin Naghavi
PHYSICAL CHEMISTRY CHEMICAL PHYSICS, Vol.24, pp. 15579-15587, 2022

■ Crystal and Electronic Structures of Palladium Sesquichalcogenides
Seyed Shahabedin Naghavi,  Jiangang He,  Chris Wolverton
CHEMISTRY OF MATERIALS, Vol.33, pp. 2298-2306, 2021

■ Half-metallic porphyrin-based molecular junctions for spintronic applications
Azar Ostovan,  Nick Papior,  Seyed Shahabedin Naghavi
PHYSICAL REVIEW B, Vol.104, 2021

■ Mind the Mines: Lapieite Minerals with Ultralow Lattice Thermal Conductivity and High Power Factor for 
Thermoelectricity
SHIMA SHAHABFAR,  Seyed Shahabedin Naghavi
CHEMISTRY OF MATERIALS, Vol.33, pp. 9393-9402, 2021

■ Sulfide Perovskites for Thermoelectricity
Hatef Shahmohamadi,  Seyed Shahabedin Naghavi
ACS Applied Materials and Interfaces, Vol.13, pp. 14189-14197, 2021

■ Structural and magnetic analyses of the FexCo1- xTiSb alloy system Fe0.5Co0.5TiSb as a prototypical half-
Heusler compound
N. Naghibolashrafi,  Vinay I. Hegde,  K.C. Shambhu,  Sahar Keshavarz,  Seyed Shahabedin Naghavi,  J. Ma,  A. Gupta,  P. LeClair,  W.H. Butler,  C. 
Wolverton,  K. Munira,  D. Mazumdar,  Avik W. Ghosh
JOURNAL OF ALLOYS AND COMPOUNDS, Vol.822, 2020

■ CeTi2O6-A Promising Oxide for Solar Thermochemical Hydrogen Production
Seyed Shahabedin Naghavi,  Jiangang He,  C. Wolverton
ACS Applied Materials and Interfaces, Vol.12, pp. 21521-21527, 2020

■ Existence of untypical halogen-involving interactions in crystal packings a statistical and first principles study
Yaser Balmohammadi,  Hamidreza Khavasi,  Seyed Shahabedin Naghavi
CRYSTENGCOMM, Vol.22, pp. 2756-2765, 2020

■ Computational Discovery of Stable Heteroanionic Oxychalcogenides ABXO (A, B = Metals; X = S, Se, and Te) 
and Their Potential Applications
Jiangang He,  Zhenpeng Yao,  Vinay I. Hegde,  Seyed Shahabedin Naghavi,  Jiahong Shen,  Kyle M. Bushick,  Chris Wolverton
CHEMISTRY OF MATERIALS, Vol.32, pp. 8229-8242, 2020

■ Achieving an Ultrahigh Power Factor in Sb2Te2Se Monolayers via Valence Band Convergence
Mohammad Rafiee Diznab,  Iraj Maleki,  S. Mehdi Vaez Allaei,  Yi Xia,  Seyed Shahabedin Naghavi
ACS Applied Materials and Interfaces, Vol.50, pp. 46688-46695, 2019

■ Designing chemical analogs to PbTe with intrinsic high band degeneracy and low lattice thermal conductivity
Jiangang He,  Yi Xia,  Seyed Shahabedin Naghavi,  Vidvuds Ozolins,  Chris Wolverton
Nature Communications, Vol.10, pp. 1-8, 2019

■ Phenomenal Observation of Attractive Intermolecular CH...HC Interaction in a Mercury (II) Complex: An 
Experimental and First-Principles Study
Hamidreza Khavasi,  Yaser Balmohammadi,  Seyed Shahabedin Naghavi
ChemistrySelect, Vol.4, pp. 10246-10253, 2019

■ Pd2Se3 Monolayer A Promising Two-Dimensional Thermoelectric Material with Ultralow Lattice Thermal 



Conductivity and High Power Factor
Seyed Shahabedin Naghavi,  Jiangang He,  Yi Xia,  Chris Wolverton
CHEMISTRY OF MATERIALS, Vol.30, pp. 5639-5647, 2018

■ Designing PushPull Porphyrins for Efficient Dye-Sensitized Solar Cells
Zahra Parsa,  Seyed Shahabedin Naghavi,  Naser Safari
JOURNAL OF PHYSICAL CHEMISTRY A, Vol.122, pp. 5870-5877, 2018

■ Designing and Discovering a New Family of Semiconducting Quaternary Heusler Compounds Based on the 18-
Electron Rule
Jiangang He,  Seyed Shahabedin Naghavi,  Vinay I. Hegde,  Maximilian Amsler,  Chris Wolverton
CHEMISTRY OF MATERIALS, Vol.30, pp. 4978-4985, 2018

■ Giant onsite electronic entropy enhances the performance of ceria for water splitting
Seyed Shahabedin Naghavi,  Antoine A. Emery,  Heine A. Hansen,  Fei Zhou,  Vidvuds Ozolins,  Chris Wolverton
Nature Communications, Vol.8, pp. 1-8, 2017

 Conference Papers
■ Chalcogenide for Energy Applications
Seyed Shahabedin Naghavi
10th theoretical and computational chemistry

■ Computational Exploration of Stable Heteroanionic Compounds ABOX (A and B are metal; X=S, Se, and Te)
Jiangang He,  Vinay Hegde,  Zhenpeng Yao,  Seyed Shahabedin Naghavi,  Kyle Bushick ,  Christopher  Wolverton
American Physical Society March Meeting 2019, pp.2-2

2 بررسی خواص الکترونی و نوری 2 3 8 , 3 3 8 K Na Sn S Rb NaSn Se ■ به عنوان فوتوکاتالیست در واکنش شکافت آب
زهرا حاجی احمدی،  سیدشهاب الدین نقوی

267-263شانزدهمین کنفرانس ماده چگال انجمن فیزیک ایران، صفحات:

2مطالعه نظری مکانیسم فعال کنندگی آنزیم کربنیک آنهیدراز انسانی ( ) ■
معصومه شمس قمصری،  مینا غیاثی،  سیدشهاب الدین نقوی

2-2هفدهمین همایش ملی و دومین همایش بین المللی بیوشیمی فیزیک ایران، صفحات:

-      ■First principles design of thermoelectric materials

سیدشهاب الدین نقوی
2-2چهاردهمین کنفرانس ماده چگال، صفحات:

            ■Giant Onsite Electronic Entropy Enhances the Performance of Ceria for Water Splitting

سیدشهاب الدین نقوی
2-2بیست و یکمین کنفرانس شیمی فیزیک انجمن شیمی ایران، صفحات:

M.Sc. Theses
■ Computational exploration of Sulfide-Perovskites for application in Thermoelectrics
Hatef Shahmohamadi
2020

■ A DFT study into the photocatalytic water splitting using single layer materials
Sahar Bayat
2020




