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Abstract

Organic-inorganic hybrid materials (OIHMs) have been attracting attention as they exhibit unprecedented high-performance
material properties. However, there are a huge number of combinations of organic molecules and inorganic elements, and it has been
difficult to find the optimum material by conventional methods. In this work, we investigated new prediction methods of structures
and material properties for CHsNH3Pbls. Without any experimental data, these methods can predict structures from the composition

and material properties at finite temperature for OIHMs.

I 1. [3UBIC

HRAT— b7 4 VDS T ETE RGBT B HH
HROEIZ, Ny T =R Y EEHO TN, Z)NE
S TW3. TN AR 2RI L EE 5720, Zh
5TFNA AR T 2 EEH S h, ozt
DIz DRI EITIERIAThR TS, ThET
DM EFEE, W% %@%ofétr%kﬁﬁlofﬁb
LNTEZ FFNRMEHIOWTIE, “BRICE > TR
Ranzd0dB L ik, M*ﬂrﬁﬁ% ZidE Ao
BB BEENLTETN TS, Lzt T, FRHIFN
A A BEO R R 72D, P4 DRI
R EITo720 &, TEROMEHFBITRMLE TIZE D
BEIALE TH - 72,

—75, WARETHERROEIIIE Y, FHERMEIC X 2R
BO [FIFIA4¥—=vary] PEBEIEELTEY, 2
) LA R TE D 2PN TV D, BRI
EHOWIME - 7N ARBORNEFBIRIRT. 22
TR R ETDH 5GaAsZ BT /34 AGFEO T F
TOAW=ZAL%HAT S, 3, BRI YL L
L EOTCEE RN, LIORETHERTLIZ L, 2F ) [H
Bl x5, ﬁﬁﬁ%iék%ﬂT*&F%ﬁjﬁmi
%. GaAsOBEAE, M (FA) MR ENZEICR S
ZEDPHLENT VS, MK EHEEIIE S &, %m_; n
FHT 5 W] BRF D, SF LR oY A
HHIY [F51F 20 5885 5. PRI GaAs

72

© T —aN— R
OEEETIVT Y X L

1S
- PIESRERE
) WiEFR

#BRL &
- GaAs
R ) BETA

- ERNFE S
- BFLEE

ik A
- TRIREREL
12X
it
- TSR

FIR FEREEHVIME - T AEO T —< v T

Fig. 1 Flow graph of the development of materials and devices
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