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Morning Session I, Chair: #¥#g% / FE/N

08:30 - 08:50

Welcome & Opening Ceremony

08:50 — 09:00

Photo Taking

09:00 — 09:30
(30 minutes)
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Effect of Nanodiamond surfaces on Drug Delivery Systems

09:30 - 10:00
(30 minutes)
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Quantum Engineering of Energy Conversion
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10:15 - 10:35 | Tea & Coffee Break
Morning Session 11, Chair: 75
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(30 minutes)

Tale of TKX-50 and HA-based Energetic lonic Salts——Structures and Responses to Thermal-Mechanical Stimuli

11:05-11:35
(30 minutes)
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Defect and Doping Properties in Functional Materials

11:35-11:50
(15 minutes)
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Searching for substrate-supported 2D topological materials

11:50 — 12:05
(15 minutes)
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12:05 - 14:00

Lunch (Canteen, B1 Floor) & Break

Afternoon Session |, Chair: &R
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(30 minutes)
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15:30 -15:50

Tea & Coffee Break

Afternoon Session 11, Chair: 5K

15:50 - 16:20
(30 minutes)
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16:20 — 16:50
(30 minutes)
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Theoretical investigations of vacancy diffusion in silicon

16:50 - 17:20
(30 minutes)

FHHAE, TR
Perovskite Solar Cell: From Materials Properties to Stability Trend

17:20-17:35
(15 minutes)
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Stability of plutonium monoxide from first-principles calculation

17:35-17:50
(15 minutes)
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18:00

Dinner: Pickup to Sishitianyuan Restaurant

08:00 — 08:30
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Morning Session I, Chair: XIJF|E

08:30 — 09:00
(30 minutes)
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(30 minutes)
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(15 minutes)
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09:45 - 10:00
(15 minutes)
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10:00 - 10:20

Tea & Coffee Break

Morning Session 11, Chair: FK&AFH

10:20 - 10:50
(30 minutes)

Wi s, ke

10:50 - 11:20
(30 minutes)

MRS, et

11:20 - 11:35
(15 minutes)
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11:35-11:50
(15 minutes)
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New insights into scandium-hydrogen phase diagram under pressure

11:50 — 12:05
(15 minutes)
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12:00 - 14:00

Lunch (Canteen, B1 Floor) & Break




Afternoon Session I, Chair: 5«

14:00 — 14:30
(30 minutes)
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(30 minutes)
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15:00 — 15:30
(15 minutes)
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Quantum mechanical modeling of nanoscale optoelectronic devices

15:15 - 15:30
(15 minutes)

T&E, kL
Phase stability of UT,Al,o(T=Mo,Nb,Ti,Zr) and electronic structure

15:30 —-15:50

Tea & Coffee Break

Afternoon Session 11, Chair: H&

15:50 - 16:20
(30 minutes)
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16:20 - 16:50
(30 minutes)
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Electronic structure of cerium based heavy-fermion materials by means of a first-principles many-body approach

16:50 — 17:20
(30 minutes)
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(15 minutes)

FWEgR, Tkl
MOF-5 ¥} 7722 5 U AP R K 5 — IR B T H 5

17:35-17:50
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18:00

Dinner (Canteen, B1 Floor)
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09:00 — 09:30
(30 minutes)
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Effect of water in Poly(vinyl formal): Insight from the Molecular Dynamic Simulation

09:30 — 09:45
(15 minutes)
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09:45 —-10:00
(15 minutes)
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Phase stability of CrCoNi medium entropy alloy at finite temperatures

10:00 - 10:15
(15 minutes)
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