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Chuanbin Mao “High quantum efficiency and stability of biohybrid quantum dots nanojunctions in
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Geun Kim, Vasanthan Devaraj, Eun Jung Choi, Jin-Woo Oh, Byungchan Han, "Optical bioelectronic
nose of outstanding sensitivity and selectivity toward volatile organic compounds implemented with
genetically engineered bacteriophage: Integrated study of multi-scale computational prediction and
experimental validation.", BIOSENSORS & BIOELECTRONICS, (2021)

Ga-Young Cha+, Hoje Chun+, Do-Young Hong+, Jacgyeom Kim, Kyung-Ho Cho, U-Hwang Lee,
Jong-San Chang, Sam Gon Ryu, Hae Wan Lee, Seung-Joo Kim, Byungchan Han, Young Kyu Hwang,
"Unique design of superior metal-organic framework for removal of toxic chemicals in humid
environment via direct functionalization of the metal nodes.", JOURNAL OF HAZARDOUS
MATERIALS, (2020)

Sung Jun Hong, Hoje Chun, Kyung Ah Min, Byungchan Han, "First-principles mechanism study on
distinct optoelectronic properties of Cl-doped 2D hybrid tin iodide perovskite", JOURNAL OF
MATERIALS CHEMISTRY C, (2020)

Kyungju Nam, Hoje Chun, Jeemin Hwang, Kyung Ah Min, Byungchan Han, "Pairing of Transition
Metal Dichalcogenides and Doped Graphene for Catalytically Dual Active Interfaces for the Hydrogen
Evolution Reaction", ACS SUSTAINABLE CHEMISTRY & ENGINEERING, (2020)

Yunxing Zhao, Jeemin Hwang, Michael T. Tang, Hoje Chun, Xingli Wang, Hu Zhao, Karen Chan,
Byungchan Han, Pingqi Gao, Hong Li, "Ultrastable molybdenum disulfide-based electrocatalyst for
hydrogen evolution in acidic media", JOURNAL OF POWER SOURCES, (2020)
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Hyejeong Hyun, Jongwoo Lim, Hoonkyung Lee, Byungchan Han, Taeghwan Hyeon, A. Paul Alivisatos,
Peter Ercius, Hans Elmlund, Jungwon Park, "Critical differences in 3D atomic structure of individual
ligand-protected nanocrystals in solution", SCIENCE, (2020)

Hoje Chun+, Dachyeon Choi+, Joonhee Kang, Jung Su Park, Byungchan Han, "First-principles
computational study of Ni/a-Al203 hybrid interface reactions under extreme thermodynamic
conditions", APPLIED SURFACE SCIENCE, (2020)

Kyungju Nam+, Hoje Chun+, Jeemin Hwang, Byungchan Han, "First-Principles Design of Highly
Functional Sulfide Electrolyte of Li10 -xSnP2S12- xClx for All Solid-State Li-Ion Battery Applications",
ACS SUSTAINABLE CHEMISTRY & ENGINEERING, (2020)

Keon Ho+, Hoje Chun+, Hyung Chae Lee, Yunjo Lee, Seulah Lee, Hyunwook Jung, Byungchan Han,
Chang-Ha Lee, "Design of highly efficient adsorbents for removal of gaseous methyl iodide using
tertiary amine-impregnated activated carbon: Integrated experimental and first-principles approach",
CHEMICAL ENGINEERING JOURNAL, (2019)

Hyunwook Jung, Jeemin Hwang, Hoje Chun, Byungchan Han, "Elucidation of hydrolysis reaction
mechanism of tungsten hexafluoride (WF6) using first-principles calculations", JOURNAL OF
INDUSTRIAL AND ENGINEERING CHEMISTRY, (2019)

Joonhee Kang, Seung Hyo Noh, Jeemin Hwang, Hoje Chun, Hansung Kim, Byungchan Han, "First-
principles database driven computational neural network approach to the discovery of active ternary
nanocatalysts for oxygen reduction reaction", PHYSICAL CHEMISTRY CHEMICAL PHYSICS, (2018)

Choah Kwon, Seung Hyo Noh, Hoje Chun, I1 Soon Hwang, Byungchan Han, "First principles
computational studies of spontaneous reduction reaction of Eu(IIl) in eutectic LiC1-KCl molten salt",
INTERNATIONAL JOURNAL OF ENERGY RESEARCH, (2018)

Hoje Chun, Joonhee Kang, Byungchan Han, "Universal Scaling Relationship To Screen an Efficient
Metallic Adsorbent for Adsorptive Removal of lodine Gas under Humid Conditions: First-Principles
Study", JOURNAL OF PHYSICAL CHEMISTRY C, (2018)

Hyunwook Jung, Joonhee Kang, Hoje Chun, Byungchan Han, "First principles computational study on
hydrolysis of hazardous chemicals phosphorus trichloride and oxychloride (PC3 and POCI3) catalyzed



by molecular water clusters", JOURNAL OF HAZARDOUS MATERIALS, (2018)

16. Hoje Chun, Joonhee Kang, Byungchan Han, "First principles computational study on the adsorption

mechanism of organic methyl iodide gas on triethylenediamine impregnated activated carbon",
PHYSICAL CHEMISTRY CHEMICAL PHYSICS, (2016)
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1. Machine-Learning Driven Potential Energy Surface for Nanoparticles Alloy System towards Oxygen
Reduction Reaction, Virtual, USA (Nov. 2020)

2. First-Principles Computational Study of the Adsorption Mechanism for CH3I(g) Removal, AIChE,
Orlando, USA (Nov. 2019)

3. OfZl M& ZHYEHMO R7|22E A MAHs B7t A HHLIF &4, Korea Institute of
Hazardous Materials, Busan, Korea (July 2019)

4. Highly Efficient Adsorbents for Removal of Gaseous Methyl lodide Using Tertiary Amines Impregnated
Activated Carbon, NANO KOREA 2019, Ilsan, Korea (July 2019)

5. XYY MABAS 53 HEALYEO {29 BAS5 L 1t International Army
Modeling & Simulation Education Conference, Daejeon, Korea, (Nov. 2018)

6. First-Principles Computational Study of the Adsorption Mechanism of CH3I(g) on Activated Carbon
and Transition Metal Surfaces, 8" Pacific Basin Conference on Adsorption Science and Technology,
Sapporo, Japan (Sep. 2018)

7. First principles computational study on the adsorption mechanism of organic methyl iodide gas on

triethylenediamine impregnated activated carbon, 2016 AIChE Annual Meeting, San Francisco, USA
(Nov. 2016)



