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08:00-08:25 Z-01(Keynote)
Inverse Design and Computational Studies of Novel
Solar Energy Materials
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K77
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09:40-09:50 Z-07

Inverse Design of Inorganic Electrides

Yunwei Zhang, Hui Wang, Yanchao Wang, Yanming
Ma

State Key Laboratory of Superhard Materials, Jilin
University
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10:55-11:10 Z-11(Invited)

Adsorption and Reactivity of CO, coadsorbed with
H,O on Rutile (110) Surface

Li-Min Liu

Beijing Computational Science Research Center
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14:00-14:25 Z-17(Keynote)

Using dispersion-corrected DFT to predict and
interprete free energies of self-assembled mololayer
formation from organic solvant

Jeffrey Reimers

Shanghai University Sydney Technology University

14:25-14:50 Z-18(Keynote)
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BHA BT

TKIF

1. B RS R R DR 4H TR A Bt

2.1 PERE P B AR el by [ oK o s s, v R
P FIERERR SR TR
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X FH BE LTt A SR FE MBS
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15:20-15:35 Z-21(Invited)

Catalytic Activity of WS,, MoS; and VS, monolayer
for Electrochemical Hydrogen Evolution

Xiaoli Fan', Shiyao Wang', Yurong An',
Woonming Lau?

1.State Key Laboratory of Solidification Processing,
School of Material Science and Engineering ,
Northwestern Polytechnic University

2.Chengdu Green Energy and Green Manufacturing
Technology R&D Center

15:35-15:50 Z-22(Invited)
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15:50-16:05 Z-23(Invited)

I L 57 T TR S AR R T 5 A R R Zk ) i
F1 B2

¥, Brian B. Laird®, Mark Asta®
LAEZRIE K 3o &

2.University of Kansas, Department of Chemistry
3.University of California, Berkeley, Department of
Materials Science and Engineering
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14:00-14:15 Z-33(Invited)

Phase-field simulation of surfacial and volumetric
defects in metallic glasses

Guangping Zheng

Department of Mechanical Engineering and Shenzhen
Research Institute, Hong Kong Polytechnic University

14:15-14:30 Z-34(Invited)

Understanding glass formation from the atomic
structure perspective in metallic glasses

Xiongjun Liu, Zhaoping Lu

State Key Lab for Advanced Metals & Materials,
University of Science & Technology Beijing
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T ANSYS FIRb RIS T R IR B A S 13 2
fHAER
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e MIPNEY vy ST Ao N i 7

14:40-14:50 Z-36

Phase-field modeling of microstructure evolution
during solidification with gas bubble nucleation
and growth

Lifei Du, Lianli Wang, Bin Zheng

Xi’an University of Science and Technology
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B
ISR

09:00-09:25 Z-47(Keynote)

Multi-scale Computer Simulations of Reactor
Materials: Challenges and Opportunities
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09:25-09:40 Z-48(Invited)
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R SRS T IEAEAR IR S BT R



PNEE, REVE, E5T, RGN, JLES AT
ER RSB R A A T B

14:25-14:40 Z-60(Invited)
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Hh LR 2 B TR T T T

16:40-16:50 Z-70

Phase Separation and Crystallization Behaviors of
Fluorosilicate Glasses: How to Grow Fluoride
Nano-crystals from Fluorosilicate Glass Matrices?
Xusheng Qiao', Junjie Zhao', Ronghua Ma', Jun Gao',
Jincheng Du?, Xianping Fan*

1.State Key Laboratory of Silicon Materials,School of
Materials Science and Engineering , Zhejiang
University

2.Department of Materials Science and Engineering,
University of North Texas, U.S.

16:50-17:00 Z-71

First-principles study of oxygen adsorption and
diffusion on gama-TiAl(110) surface

Yang Jiao®, Yan Song?, Jianhong Dai’, Lujun Huang,
Lin Geng'

1.School of Materials Science and Engineering, Harbin
Institute of Technology

2.School of Materials Science and Engineering, Harbin
Institute of Technology at Weihai

17:00-17:10 Z-72
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ETE—HREEXNRERES NiPtAl fl MCrAlY
HERERTENBEKERNHR

TIREE, RMS, Fow, BEOE, Mgt

A EE TR 2R R 5 TRE 2B

17:20-17:30 Z-74

Growth morphology of LaPO, nanocrystals
investigated from experiment and theoretical
calculation

Xiaoyan Wang®, Zhongju Zhang', Luo Zhang®, Xin
Wang?

1.College of Chemistry and Chemical Engineering,
Ocean University of China

2.Institute of Material Science and Engineering, Ocean
University of China

17:30-17:40 Z-75

First-principles study of the Mg(0001)/Mg,Si(111)
interfacial properties

Yangfang Liao™?, Quan Xie

1.Guizhou University

2.Guizhou Normal University
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Z-P01

Band structure and spin polarization of Heusler
alloy Co,MnSi;Z, (Z=B, P, As):An ab initio
calculation

R

AEHURHE R 2 B P 2

Z-P02
i 4B Mn2Z(Z=P, As, Sb, Bi)lE MR
R

LR RHE R 2

Z-P03

JURIN A &8 dl ks P v Y 58 — R B 52
FAR, ERE, ARARA, B

Hh [ R 27 B 8 SR T 9 P

Z-P04
Fe X} Al-Mg-Si-Cu & & At AeRm
SR, mE?, gmEt
14875 Tl k2

P N

Z-P05

F—MEHETEPR SnO, (110)REXF NO IS
PLE

TR, BRE L, et WIELY, REET
Ll AR R E B 2 e

2 REFE TR AR R X i 2 0

Z-P06
BEERE SR —HRETEM R RREH
WY, PR Y, ZEHKE 2 R E !

1 RZEH TR

2. AT K 2 IR X

Z-P07

T3 P DAL e - B0k 4530 1 22 9 7 TR 3hik
EHF, MR

ALBCHH SR AT T L

Z-P08

F TR B S R R — AR AR 2 -
Nk Syl IER (2

LAUE, I, K, RKE

P U TR REEBEAOR S5 R R L

Z-P09

B4 4 AIXCrMnFeCoNi B3 AR B 25—k R
R
5‘/J\L_, ke
IR AT R R AR 7T B

Z-P10

W AEFIRT Cr - Fe R4 B ARG LR
GRIR L

AR e 2 e

Z-P11

ERET RO R R T RERAGA
Trgt, okbLZ, T2

LA R B s Rt e i



2 L TYE K 2
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2. TR B R ia W TR

3.Department of Materials Science and Engineering,
The Ohio State University, USA
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New Manifold Two-dimensional Single-layer
Structure of Zinc-blende Compounds
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Two-dimensional square-pyramidal VO, with
tunable electronic

JERIH,  XIR] R

BTSRRI T L

Z-P22
F—MHRERFHEA RIH/ A 25 (AGA/GNRS)
05 GG K i B LA ARG A R R

KNE, Tk

ISP

Z-P23

e R B — R R
i, BB, Tk 2
1.5 235 38 K2

2 KR

Z-P24
R BRGKE B G5 4G A 2 A
FSEN Y, B

LRIES TORZ- BRI X B2

2 KIEB TR =M R B E M s =

Z-P25

S FE A A SR G5 R AR RE kA 58— PR R B L
FE, B

KR TR

Z-P26

B R S TV R ) B BRI ST

XI—BE T, KRR 2, RS, RS, Rt
sRan T, B

1 Bl TR A S TR b

2. RS A AN Ak R A R T
B E R (bRt BB E R E A

Z-pP27
BRAMERREWMR R — MR
B

RIEF TR = AR M A M i Se i =



Z-P28

PR RRANER AR L R B B R B AL
BRan T, XUER?, BEAS, MRS, et
XI5

1 BB TORSEMR R A S TRE S B

2. B RSB A AN IR R D A TR AT TR
3. E AR (Aba0) 5 E X E i %

Z-P29

KL ZE RO I S A R EE AR BB T
WRASHE, XSOk, SiskE, XL

HH R R SR AR < [ K B R S

Z-P30

RS B RACTFAE ST B A OB U A B0
et EFES PR
LETTT AR MpRL 25 TR AR

2. /T TEA R S MR 7T S =

3. [ T RERE AT T B

Z-P31

SisN, 1 Ho AR B 45 44 R &% 4 RERT 5T

R, IR, T, TRk

WA BB 5 ] 26 [ 5 sk =, LK

Z-P32
B B SR X R SR o 2B M M 7 PR B AR
#

XIE, XUZKE, B, TN, R, FARC
B A R R B

Z-P33

BEE& ECAP BUBEEAR R K TESH M
t

ALK, EICPE RS BRI, Wk,
LIERE'S

PHAE R

Z-P34

Cd Bk ZnO BT 41 FOLE MR A
ELE T, MR, BRI, Hmedet, 542
LI RIS TR

2.0 RV koK 2y

Z-P35
Ni-Mn-Sn BEHEFARICIZ & 6 E — 1R
B

WE Y, kIR, mpekl, FiRe
1.0 SR Tk

2.W5 JRYE Tlk K2

54 °

Z-P36

CEREEE S SEA TR EESHET it

SRMEN, E2, WK, ER2, B, K&
LA EBHEBE i N Y ERTE T

2. T [ B2 e AU 5 T RN s SR

Z-P37

FRPIR % 2- R A S RD IR AER
BRI, ARA, T’
LIRIGFR AU BEIR TR 7 B

2. PUAE T R = i A [ 2K L e SR

Z-P38
ST SI(00L)FT Si(111)AREHE R HE IS
E{2Y0 Sk

ZER Y, BAFS B Temt, kit
1. vp B R 2 B i S W B AE 5T T - AR S TR
B

PR (PN S ASE N

3 PEMR K AN T2 R

4.3 PR KR BE TR SO R &

Z-P39

Z% 5 1R Ry A JR R AL S B NN e B A AL R
PRI

UK, e

L [ERF AR A BB 7 e [ A P B 7

2. BRI

Z-P40

GEL SRR ke Y L YR R R S E RN
A&, FHER], XIFE

TEBHML AR RS R R 5 TR bt

Z-P41
ZrB2 BEAKE — M FEH R
R, THRL, 3R, mT Tk, D

alipNE2

Z-P42

K- A& RS R XHEBUE B
SR WHEUR, BEPRAM, ZE4RAT
[ifzeL M N

Z-P43

BRERB A RER RGN B RSS R8I 1¥%H
W

gKer, Bkt Xk

RIEH T RZAR B2 5 TR



Z-P44
ETBUER AP1000 FE/KHE B IE 316LN AERHM
R E R 5 R

FREL BT, kRt Rkt

LAL RN K 23 & Jm AR 5K 6 i SE 36 =

2. LR R 2R AR R A i R G O

Z-P45
RN E SR KRB B E AR

KL XUGRGE, #ET93%, BARTE, T4
PU22 TR

Z-P46

FRARHR T FRAA AW AE SR 1A MU AOVL 2 4R A B (EAR A0
WK, ZEERER, IREE, BEEL, 4R

[k NN

Z-P47

E— R LiIF SRS B mih
=235

5 %

L3RI T B Rl TR 2 e
2B B S E B TR AR

3. VYRR 2= B 505 B TR 24 Bt

Z-P48
P EAER AR M K AR Re R 5
XIJiE

ML R RL R 5 TR

Z-P49

RET AlTi —4K AR AR E Rkt A
KIS

R, SEESE, WHEE, A

J PR R L DD RE AR E R SR, ) PG Y A e

Z-P50

B ERRET 5268 BB E L
ZRLFRE, &, AP, WKEL AR
AEEAE AR RS, VB S IRE TR B

Z-P51

L& BB BT R TiO, KB TEHIKT R
I’ E%J‘H’ E‘L!%$’ }%ﬁ]JEIZ’ Iz/iﬁﬂj%%

B P e K

Z-P52

F—EETEEBER ABX; (A=CH;NH3, Cs; B=Sn,
Pb; X=Cl, Br, 1)RFIFEH BRI AR

HEFY REY, st utigt Bl

FEMRE L, Bratip) ?
b 5y NE=2y P p S =Y
2 BRI R 2R A B 24 20 A 0 B S s =

Z-P53

ARHERH CoNi(111) &R BRI EE
RERERTR

AR, FALAR, HAH,
A e Jmut 7T b

Z-P54

Adaptive cluster expansion approach for predicting
the structure evolution of graphene oxide

Xi-Bo Li, Li-Min Liu
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2.University of Kansas, Department of chemistry
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2.University of Kansas, Department of Chemistry
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