Ztet2 151-742
y easier to calculate with density

endence of the adsorption energy was studied

with DFT method and adsorption energy of 0.04 eV per hydrogen atom is obtained at

30% strain.

which is relativel

of Catalytic Usage
(DFT) method. Strain dep

b AFO|9IA W8 &|H J§2HEDISON) ZEICH3|

—
ydrogen adsorption energy,
fuctional theory

O

P -
It is shown that the maximum value of exchange current is obtained where hydrogen

adsorption energy is near 0. This enables to estimate catalytic efficiency of a material

with h

X 53
Strain Dependence of Adsorption Energy of Single Layer MoSs: Possibility

__t__o___a.WE_L_K xATe> Bk &_ﬂaex_ool_%xh@ﬂu_: —_
o RIS0| HE 500 © T ™ TR T EEiis
Jll...ﬂ...moA mm_:_l_Alr ao le_|_= ~ o OLO_._ﬂo . .%o__.__l 22 2% 8
NS e im TR N SISO LS 195117
o goMmorin K oy X =1 L TE=E3 bttt
A.* o__._._o Ll_LH_.___ O_LI q._o_H_ MJ [@)) _._._._.—ﬁl r c o__._._H__IO._ le_mw g
i S Do Mrsrns  Olg N8 < 250 \ .
NOTEMU G Uas > o Trs SN O_.A_l_/_._.__.r_ _|_|_O|_O_
REO| i o O £ K036 Ty e P
E_EﬂlMx o S o= OiY © 0= =B < SR
KSRl R o o TOREE s 8
ToHmeo - SWoE 2B W E20w0 ks 2§
=0l _~ 7T~ +0——==N30J0'5 <.= <N _Aﬂ._o mE < R
mﬂ._o NS </ nMO_I_ MA._LI 8 . =0 K 7H| e wwl_ll_ﬁl 2
oF 0 Egoio SIE < O 20iA cT g Nz S X > | 4
o RIS K Mg O oErn = HIRE -
e e S el w0 R g KRCLKEE S
IR OMRT= o] EMH, O <M oy oSS M o M . S 5 1 ¢
ZOFLI0N1 S =< 5 0] Blio =500 0 pHS =0l TR ¢ g
SENS olx ™ B 807Twr . B0 MO 5 oy $ °©
R e AR TSI QRO Zer—® _
| O! NS en | RO koS ] _|:og 0= W0
=55k Fo_Wgeds = i -
HI= =<k oprrm WarHRIX'S, ol IRz “pigor - s,
Ao B~ T OFS T ™ @ CRey AT PO RS Tl 2
==t RO_grhi<f ~ - Sl 25k Mol Sy o | | .
_ Y EQgeul T E._A_'____E o ~ © wwm 9W|mMA_L:.m A3n3 % & B 8 8 @ N e B
5223 ooJiok2 0| THIM 0 <X HE S CRs o e <] oo KBiou3 uoydiospy uoSoipi
SOSRXIORMRIFTR~NS 0% DIRISFS T & ok B
aRERAE T MSERUIN M o OWordy  oomigo o<t Sorrdol
60T £ K- .~BgdR ol N Rl XOX ° ©9305Kp
S385 S S®m T U_pgom T 3 ZmE 3 QAEISE,
SEOet s S_  3Bois % R+ K0S IR SR R
[J] o i ] o
SO etS o RrEol o - v s LT M RT s
o i o _ E_E% i1 E_____l._ ORI ol < ~— 85 T HolKlo— T =
EHTFT R TS —{FR — SR z B -5 w8@  Rgr__ofpyr
c <o K == Rl Nl H=a NSO KM 017
Sk <, e X 42, T | R Nosg KRR L
Sty oy S Sme e ~ o N 1l apMest
o™ PUsE M (gl oTgy 5l 3 A 2 g2 Taldol®
>M_ ohgo.00% , H g = oo o, ES WM LA
|PERUV- 5 4 _ o L.Iﬂo_e — 30 oo v N T 1 = —100
o|K 5 _ o v n c [ &[0 o710l
—<FKF 24 Ol S jofTop—<12 > =t r o M B2 ol+4IHy
" WP ™ S ko mowrllns om0 W Ty N g oS0 FZT 5
WoEwETw g SV e = CowRs AdBo mhy e pas
X _Ji—pouee O SoWl=geoan <M 0 gy A Mot Sa
S Orima<d QI Kol yr =75 K L O R = 2 Kg_oen
mrm__x_uwﬁ &% =4 w_m £ op I =z e kT ﬁﬁo_ﬁw_.m:_.%_
3 7m%§un__uDﬂu g AERoRES S L L BdE we oot
SO Myr . g CNURIT - = o ois [} R
/=0l P =y _my mo_em_wo_._m_b__ ﬁ_mn_. o o 5.5 W___m_% Ko 53 _mrolg
- EMJ_MA 08¢ _y e IR0 Rl & i_B. ° ,At.or O ﬁ_.o_mﬂm
.mm__ng___uchs T OHZuw ore & R | h s B & Sos T -3 P 5ol 58R0
Brig ey WSt G250l 45 I F 2588 BlLn® gy TE
—_ - - S - = N —_ o e — — JT—
SwCx wg su® Rpsz" duh I F L ome WED®m Suslmsc
ARAUWIE R T ook 0 RIS & o NoIXRHKS

355



Fig. 1. Hydrogen Adsorpsion energy of MoS2
plotted over distance from the Mo plane to the
hydrogen for various strain values.
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Fig. 3. Strain dependence of hydrogen
adsorption energy
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