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MedeATESEFRRZHRRIRIRZA]: IERTH
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MedeATESEFRRZHRRIRIRAZEA]: IERH

o $HEFERIBIENRIZHIB-type NaMn1-«AlxO2

g
)
3

E

s
|
3
g

- —Total H
——Total H —
. 100 up spin —Nead Y . 100 up spin M"_e'E _gf;:d
5 ) 2 2 5 MR L —A2p
8 3 3 B
: - NI~
Bl «%‘ £ 2 50 t\J Mne,
§ & :
a- 8- 1001 gown spin | M
) o 5 0 5 1
Energy (eV)
@) ®) i 7 7 () 7 7
00 0 440 44 0
© &) S
° 1919A
Qo \oo a Mo 504 N\
I © o [*)
4 I d . & § 4
Samples ath bk ey Vol
(3]
NaMnO,, DT 29272 42971 631489 7943
Experiment 47763 28570 63047 8603
NaMioeAlo0i0 DFT 26614 48363 63702 8877
Experiment 47767 28481 63142 8604
NaMiggrlo Oz DFT 26730 489133 63589 897
(Exp: Experiment 47862  2.8582 6.3147 8638

NaMng soAl1102)

MedeA VASP: {i{tNaAlxMn1-x02 (x=0,0.04,0.11) £514, FARAISHERIESEHTNHITEB TR,
MedeA Transition State Search (TSS): 3#rNafENaMno.875A10.1250274 BIE&1R, Fib, SSRGS
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*2E k. Debasis Nayak. et al., Journal of Power Sources 438 (2019) 227025.
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*ZE K. Joint work with Toyota Motors Europe (2016) Patent W02014191018 Al with Materials Design® as co-author.
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MedeA-VASP: HEHIRIBZRISSE N [RFAVEIRAIRHEMTRRE, ITERBIER N RFZE, R
BAKEESRIREE, ZELRFENIGE, L BFSEIEN; BUR, BSNERE, MHRREFEREENE.

*Z2EEK: Ashutosh Agrawal, et al., Journal of Solid State Electrochemistry, 2018.
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MedeA VASP + MedeA Transition State Search (TSS): #ff3iMoe6S845thfHE FinasttE, ERAMR
¥ ENER1ETE Mo6eSs FINEFAImR, RRHTE Liv. Mg, Mg /Li*SUHEF BRERARISEIE,

*ZEEk: Jae-Hyun Cho, et al., J. Am. Chem. Soc. 2017, 121, 12617-12623.
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MedeA-Forcefields: FAREBOBEREUHAERIEEFHRFHEEIER.

MedeA-LAMMPS: S FENAIFREFITERARIAHITEK, 537 LR FHOEmRIREY,
MedeA-VASP: T ENISHFER R EHRIISRZR AT IK RS, ATTIRFNIBRXS R 5
PERERISII, FRPRHEI S AR BB M RS T IO KR,

*SEEL: Agrawal A, et al., Electrochimica Acta, 2019, 317(164-172).
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Mede ATESRFBMEI AR AZRG: REHAR
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Simulation time

LiF cubic 75 (Exp. 63--93)1"] | 47 1.6 brittle < 10328
Li,O cubic 77 (Exp. 57--90)1"] | 65 (Exp. 70)2 1.2 brittle < 1017 14
Li,CO3; monoclinic | 60 33 1.8 ductile < 21051
SEI > 1.75 ductile

MedeA VASP + Phonon: FllIR/Raman Ytk

MedeA Interfaces Builder: #J%ESEISRHEIEE

MedeA LAMMPS + MedeA Diffusion: FRRILIEFESEIFHY BT A
MedeA LAMMPS + MedeA MT: FRISEIRI ISR
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MedeA Polymer Builder: SJZPEO. SULFICARHIER &SI,
MedeA Amorphous Builder: BIEEERIARIITTERAZE,

MedeA LAMMPS Diffusion: HELI'FITFSITES MRS BEY, FPEPEEFIY BURELLHES
FiR, EEFSRAMERREEEEREMIRE T REVEIOEE, PETFHREWNENENE, &
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MedeA VASP: FBDFTEHETLBF SR M REND FRNESEIAINEEE, KISUL-TFSITE
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*Z2E WL Arthur France-Lanord, et al., Chem. Mater. 2020, 32, 121-126.
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Mede ATERFREMEIRRIRAZRS: BESBER

o ESERERLGP SR E N M EFILIB FIE T AR

LGPS Structures
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MedeA Nanoparticle Builder: ¥ GPSHIKERELSH

MedeA Amorphous Materials Builder: #JELGPSIERLEEH

MedeA Interfaces Builder: 33 LGPSHRFLE

MedeA VASP + MedeA TSS: BFHFRETMRALIE FAESTLGPSHIH EYTH

MedeA LAMMPS + MedeA Diffusion: 3 F&1/1ZRE FRUILIE FESTILGPSHRIY BT A

*SEVEN: IHZfIHMaterials Design AESTOYOTANEHERESER,
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MedeARITE{LE

Component Requirement
Operating Windows: 7/8/10; Linux: Centos, RedHat, Debian, Fedora, Suse,
system

Ubuntu, Oracle, Mint

Architecture/Processor

Most 64bit architectures from Intel and AMD: Opteron, Ryzen, Zen, Core2,
Core2Duo, i5, i7, i9, Xeon.

ARM and Power8 are not supported.

Strong floating point performance required. No lower/upper hard limit on

CPU speed
clock speed
NVidia Tesla GPUs with compute capabilities between 3.0 and 7.5 only
GPU (Tesla K, P, and V series, QuadroK, P, and GV series, GeForce GTX
series, and Titan X and V series)
Memory 1-4 GB RAM per core; 4 GB/core is recommended for VASP

Hard Drive space

6 GB minimum for a full MedeA installation, no lower/upper hard limit for

storing user generated data

Graphics support of OpenGL 2.1 and higher and at least 128 MB of memory
Network Fast Ethernet, 100 MB or faster
Display Screen resolution of 1280x800 at minimum, recommended 1920x1080
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