LA FRE T IE /55t EN IR R (A FRiR TR

W4 FEAM H 44 A 1990 4 10 A m
el 7 b QAR H 33 R ';@p..
T £ fr/ N AELR | mEEL 3
w17 ARETIAS RBRS | EbA ‘ﬁ
k| HIEAE . _
g g BBER x| E R
BRARER "
B 4
ﬁ;ﬁﬂ KEA T AR _— KETREHA
PORER XAEFTHEARLELTASE| BHHERL B
®IE£ A R/ E & /AL
2006. 9~
2009. 6 L& AR R E [
¥3
f& J7 |2009. 9~
(M [2013.7 AEA¥ hEIBEITEEW KEXAF/ 2L
s
#) [2014.9~
2017.6 A EM T A% hEIBEEARTR MEAE/HL
2017. 9~
2021. 6 I EMA T A% hEIBEEARETR MR AE/TELE
#IEFEH B /B4
I
il
Crt
| 7 z

50




I FWF R TR REBR

A N S B AR S SCR B AR AEAL TR AR SCAIF 7T, ELHEHEREE SCR AL B 4 8
FEALEE IR SR AR SCR AL BEURAL [T LA S AR B SCR AR A 79I I A AL 14 23 T RS0t 7
ForP LR SCR AL )B4 & th B HLIEES 23 &k 2 AE Bl b 1 11 Chemical Engineerging Journal .

o L 3 ) A R R A B A I B T B DA . 3R — B 2 AR JE A B A R T
R KRAMCKE RT3 TR AL N ARSI A8 AL 3@ id DFTB-NMD J7 AR 51 )5
PLFEAE T I N4, SREL R SCHE N B DFT 77t B IR B IR BiReZ2, I
WL O EN 2 5 S A RBAT R . BARBCR U

LR MRS 375 G 0780 71503705, W0 RSLZAE T Ni A6 AR BAT
SRR S, %589 K FAE The Journal of Physical Chemistry C.

2. JFER T — Mg i) NSk B T8 )y %07 5T DFTB (40K IR B4 7 13 /1%
DFTB-NMD J5ik, JfLL LRI R & A SR B I0AIE 1 2 ARAU 5 V0 B % S B R 38
M, %) &K FAE Journal of Chemical Theory and Computation.

3. Kl DFTB-NMD #t 5t Fe 1% ERIUR K miohn 2 R 1) s MATLER K2 s 2 R 4%, 2358
H AT IEAE# 5103

ERRREXEMETA

& (23, BEH, £I34%, &. #. &, A, F

1. Tingyu Lei, Qichao Li, Sifan Chen, Zhenyu Liu, and Qingya Liu*. KCl-induced deactivation of
V,05-WOs3/TiO, catalyst during selective catalytic reduction of NO by NHj;: Comparison of
poisoning methods, Chem. Eng. J., 296: 1-10, March. 2016.

2. Tingyu Lei, Wenping Guo, Qingya Liu, Haijun Jiao, Dong-Bo Cao, Botao Teng, Yong-Wang
Li, Xingchen Liu*, and Xiao-Dong Wen*. Mechanism of Graphene Formation via Detonation
Synthesis: A DFTB Nanoreactor Approach. J. Chem. Theory Comput., 15(6): 3654-3665, May,
2019.

3. Tingyu Lei, Jiatian Mao, Xingchen Liu,” Amar Deep Pathak, Sharan Shetty, Alexander P. van
Bavel, Lu Xie, Rui Gao, Pengju Ren, Dan Luo, Qingya Liu, Wei Ma, Chuanlai Xu*, and
Xiaodong Wen”. Carbon Deposition and Permeation on Nickel Surfaces in Operando

Conditions: a Theoretical Study. J. Phys. Chem. C, 125(13): 7166-77, March, 2021.




BEAEIHE

ERATE A, TEHRE., SUEHE . BUE R LR EE AEATE 7T RABHS

7

BT 3k g 18 I

e, R, KT ELHER

FREEREFS ERZ PRARSMEHRTH 2016 4

ARARIEULEAERESE, T E.

A A
miE AT |

H#A: 2021.4.25




