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Structural(sciences(for(the(understanding(of(the(origin(of(physical(properties(and(optimization(of(

functions(in(the(organic(molecular(assemblies.
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水素結合系有機反強誘電体の電場誘起構造相転移 BL#8A,'8B
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水素結合を有する有機導体の構造と物性 BL# 8A
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Monoclinic((P21/n)(→ Orthorhombic((Aea2)

TFMNI
(antiferroelectric,(P21/n)
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Space group: Aea2(#41)
Orthorhombic,
a=14.0466, 
b=14.6089, 
c=10.0264, 
V= 2057.4712, 
Z=8, 
Rint=0.0262
R1(I>2σ)=0.0347, 
wR2=0.1094, 
GOF=1.027
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有機半導体材料の高機能化のための構造的知見からの分子設計指針の構築
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Crystal#Polymorphism#in#κ0H3(Cat0EDT0TTF)2
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Crystal#Structure#Determination#of#H-TTF50K
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Not( ferroelectric( but( antiFferroelectric( transition

A.(Ueda(et(a l.(JACS(136,12184((2014)(
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(Ref. 1)

H-TTF50K

(this work)
D-TTF
(Ref. 2)

D-ST
(Ref. 2)

293 K 270 K 4 K 270 K 50 K 270 K 50 K

b1 213 220 334 218 338 365 425

b2 78 79.4 80.8 79.0 78.9 163 139

p1 41 42.6 –46.4 42.7 28.9 78.8 70.3

q1 –16 –14.7 18.8 –15.5 2.4 –29.6 –49.3

b3 – – 180 – 52.0 – 260

b4 – – 90.1 – 2.9 – 141

p2 – – –56.3 – 21.7 – 74.2

q2 – – 5.4 – –7.1 – 5.4

Comparison#of#Electronic#Structures
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charge(ordered(state((LTP)


