ERZFA) | MuGtsEl | English | REMZE |ARP

Shanghai Institute of Ceramics, Chinese Academy of Sciences hAEER: [BEAXEE BE

HBERI] | RMASRID | SZHES

.
AR PUfE (LB B > 5 3 As B R &

¢ RIS EEYIE.

| EETENEE. RS AR TP RSRRE L " e
b YERERRERFT AR IE. .
¢ MR EIEMENESR. .
¢ LSRR RTENMEISA. .
P LS EIERERRERFSTAL .
¢ SRR TSR A AN
¢ SRR TSRS AN

FAnitE: 2021-12-07 15:36 | [JveR k] [$TER)  [3%3)

Tl AR LA K A S T R R R AR K ) SR, I T2, 7 2 TIA99. 9%, BN R
A IR AR . AR, BT, BRI A S AR AR 2 TR R AU AT 282 Il g /K ) S — A
Rkl B TROUR, THEBRMAETNE. IS B RIE R B S G, Bt mim e S A7) 3L

7 T B,
\ LEREBRTESEEIE.. BT

) SRR .. JEW, o [ER2  b R R BF T % T R AR ST LR S R TG B BB A ffe, R T
) SRR 120214 . CRBIE T ARSI RAEAL” ORI A BT S0, 8 BRI 5 2 T A2 AT B ~NiMoO 4 i 2K e 4 b 7
* LEERARSENRZRE. PEAL TS, AR R TR A2 R R 22, 05— B SR 4 O 2 PR BT 2L L S50 200 Y 1 o i

* SEFEEEQETSTS..
LSRR AR EIAIA. .
» LSRR AT S IR TRER. .

(0. 046eV) , ERCRTHELFIALE R B EANETE . FFFR I, BERR LI B -NiMoO47E 1000mAcm™ 2 f) e 5 Tl
FE VAL 25 B AR R 200h [ KB Fa 52, S AV AN N —-210mV . #H ¢ T /E & F fENature Communications 2021, 12,
5960,

BT “WARAMA” WITES, XIEFEHT R BN S R AT T SR 7T 5 B A R B Re /NIL 5 A AR
IEELNE (Fe-N-C) « 9K 4T (Ru) 90Kk T (NPs) FIEAANRUJR T2 2 & 4R, Fe/NILiB 28 1 B 0% FE R A0 )
A M BT DR A Ru-NPs & 05 BUR BN RS NPs R 7 (SAs) . RugioKobi 1 B IRK i BS R 22, Ru s J5 -1 1 ]
(e HEHR PO 45 & 26 IR BB, P RIR s AT S S M . 72 10mAcm ™2 (o) FRIR T A BRI b (9my)
T BENE S A T R HER FHEALAR. AHOC CAE KK AEAdvanced Science 2021, 20, 2001881.

WARAHIT-MoSo B A mfr &AM, B8 IZ (M4 @ AR I U 6 Js At Js A6 ) (TMDs) T s B K Bk ik o e it
EOEE TR R SIS 4G, B TR MAHRRENE. TR REE . SRR 2 JRE SR, R
SEE A ZVSoRINI Sy, HIE SR E T2 (TM-241) ZrTegfPdTes, il 7240 (X-247) MnSy, CrSes,
TiTeo MVSeo G MEAL T o B2 T2 MBI WLAS 5% ) J5 vk, @52 1 1T-TMDs A4 BH [ HER ff 44 7% 4 5 38 4 A Gpps=0. 093~
(0. 195%LEF+0. 205%LEs) 0. 15%Vtmx (FiH10. 195%LEf + 0. 205%Les yJm B o7, Vima 9t B 750 . % TAELLK
# T Journal of Physical Chemistry Letters 2021, 12, 2102 E.

FHIRHIT T LA B E K B R RH A RS2 R A B R R HORZR R 255 0 H 1) B B SR .
P =

https://www. nature. com/articles/s41467-021-26256-1

https://onlinelibrary. wiley. com/doi/10. 1002/advs. 202001881

https://pubs. acs. org/doi/abs/10. 1021/acs. jpclett. 0c03839


https://www.sic.cas.cn/qtgn/lxfs/
https://www.sic.cas.cn/wzdt/
https://english.sic.cas.cn/
https://www.cas.cn/
https://www.sic.cas.cn/zt/arp/
https://www.sic.cas.cn/
https://www.sic.cas.cn/gkjj/
https://www.sic.cas.cn/glbm/
https://www.sic.cas.cn/kybm/
https://www.sic.cas.cn/zcbm/
https://www.sic.cas.cn/rcjy/
https://www.sic.cas.cn/kycg/
https://www.sic.cas.cn/zt/zscq/
https://www.sic.cas.cn/zt/yjsxx/
https://www.sic.cas.cn/dj/
https://www.sic.cas.cn/zt/kpwsx/
https://www.sic.cas.cn/xxgk/
https://www.sic.cas.cn/zt/OA
https://www.sic.cas.cn/xwzx/kydt/
https://www.sic.cas.cn/xwzx/kydt/202112/t20211207_6289582.html
https://www.sic.cas.cn/xwzx/kydt/202112/t20211207_6289427.html
https://www.sic.cas.cn/xwzx/kydt/202111/t20211127_6272838.html
https://www.sic.cas.cn/xwzx/kydt/202111/t20211124_6270343.html
https://www.sic.cas.cn/xwzx/kydt/202111/t20211124_6270338.html
https://www.sic.cas.cn/xwzx/kydt/202111/t20211118_6265071.html
https://www.sic.cas.cn/xwzx/kydt/202111/t20211117_6260093.html
https://www.sic.cas.cn/xwzx/kydt/202111/t20211117_6260092.html
https://www.sic.cas.cn/xwzx/kydt/202111/t20211117_6259949.html
https://www.sic.cas.cn/xwzx/kydt/202111/t20211108_6247284.html
https://www.sic.cas.cn/xwzx/kydt/202111/t20211104_6245095.html
https://www.sic.cas.cn/xwzx/kydt/202111/t20211103_6241286.html
https://www.sic.cas.cn/xwzx/kydt/202110/t20211030_6238765.html
https://www.sic.cas.cn/xwzx/kydt/202110/t20211031_6238768.html
https://www.sic.cas.cn/xwzx/kydt/202110/t20211029_6237774.html
https://www.sic.cas.cn/
https://www.sic.cas.cn/xwzx/
https://www.sic.cas.cn/xwzx/kydt/
javascript:doZoom(12);
javascript:doZoom(14);
javascript:doZoom(16);
javascript:window.print();
javascript:window.close();
https://www.nature.com/articles/s41467-021-26256-1
https://onlinelibrary.wiley.com/doi/10.1002/advs.202001881
https://pubs.acs.org/doi/abs/10.1021/acs.jpclett.0c03839

O

08 075 — 385
o P-HO Ni-site
Ni-site -0.60 ‘ o
06 - =
3 s 30g
) ® £
B aNiMoOs| 37045 , 2G-NiMoOs 2
g-04 2 2758
° @ g3g| MoHO, - 2
[oEP) £ o _a-NiMoO+HO 220
.. e LL_ETE =
Psite 0150, - Mosite g
& P-sitg, Ni-HO
00 ONi OMo© PO H 00 1 1.65
] 000 003 006 009 012 015
d P-B-NiMoO,-(110) e Charge transfer Ae
12 . - 1.50
,\N}—H 02-5|te? °
09 U a-NiMoOsH —
N H. =
<06 Y e 1252
3 . Ol-site B
% 03 a-NiMoOs . 5
@0 L =
2 N 1008
00+ 7 o1n e
0.3 0.9/ Nisite” 02H°
©0 ON OMo© POH 06 O2-site ° ~ e
Hre H 12He 03 04 05 06 07 08 09
g H,0-P-B-NiMoO,-(110) h Reaction coordination Charge transfer A e
4 y I— 4
. — p—rr ——Ni3d
a-NiMoOs — m P-B-NiMoO4 o4 — :::d
2 - 2+ (P;_"zp 24 ot
3 5 o
o o 0 [}
s 0 kc} 5 0
& e, 3 VM
§ 2 8™ 38 2]
e 2 4 e
4 4
_6,
6 T T T T T T T T T 6
5 4 3 2 A1 1.2 3 4 543210123465 543321012345
Energy (eV) Energy (eV) Energy (eV)

MR AR A5 2% W AG AR b-NiMoOy e R AR HEBBE A /K 70 A2 B, 38— DR A 2R BRHo BT, SEBUBRAE 254 T E  F

T BRI AL R AR K A S

W
d e Reaction coordinate f
1.00
3— Ru3-4d 0.50
0 { 0.75
(] 4
3 Ru2-4d = s 0.50
L Ru6-FeNG s
[ = 0.00 T ® 0.251
(4? <
g 0.00

3 e 028 ‘»,\Bu13—N(’\ o
0 - ~—~"Ru13-G
H+e H

3 -0.50 oH

rrrrr RuN4
OHH Ru6-FeNC
, AGB" \
AGH E

5 4 3 2_ -1 1 2 CH 1
Energy (eV) Reaction coordinate 2

B/ v Ak 2 A R B AN AR P R A, A7 R 25 P K 0 i RE 22, (R S HoAR 15 25 BRCH L FRY »

Reaction Pathway

10mAcm ™2 B3 3t B A7 sl AN A 9V o

Two-dimensional (2D) Transition Metal
Dichalcogenides (TMDs) (46)

5 Fealures

12 Prolotypical functions

LEf, Vimx, Eltm,

2D Stable Metallic phase TMDs EoiTEs

+

\__LSR model: [{xi1. xi2, ..xiN) = AGy /

x, %0, X%, 12, 52, 2 a3, 3,
In{x), 1n(x), &, &

#
\

Thermoedynamic | select 15 Features (According to R?) |
Calculation Models  Vims, (Eitm} ", Rim, LES,
(LET), (Vimx)* , (Elftm)?, e, (LEs)
G givimn) g iERm) g dfem) g LED
o8y ) . T]
954 or s
possibilti ol ki
es(combi # os
nation L3 1
Jescripto . different = ey
number of LET] Tan watares |
descriptor oz erheeny
s) | fr amren |

a1l
Corrimrnaion of $Meract e of features

4

AR A

CHINESE ACATHSEY 068 SC1TENCES

Descriplor: AG,, = 0.093 - (0.195*LEf + 0.205°LEs) - 0.15*Vimx
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