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Structures and Properties of 3:2 and new 2:1 salts of BEDT-TTF and PO-CON(CH;3)CH»S0O;
anion (Graduate School of Science, Osaka University) OHiroki Akutsu, Yasuhiro Nakazawa

We reported in 2014 that the orthorhombic form of the trihydrate 2:1 salt of BEDT-TTF and
PO-CON(CH3)CH,SOj; anion, which is a polar crystal and all anions in the crystal orient to the
same direction. The second polymorph, 3:2 salt was also reported in 2016. Here we report the
third polymorph of another 2:1 salt. The anionic layers of the salt are not polar. The salt is in
the charge-ordered state with prr = 144 Q cm and £, = 0.23 eV. The electrical resistivity of the
3:2 salt is also semiconductive with prr = 6.3 Q cm and E, = 0.14 eV.
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Jila & & p AR LT DRI A o-(BEDT-TTE)(PO- N~ S04
CON(CH3)CH,S03)-3H,0 (1) % #45 L7, ZEBIBEE polar 72 O—N_ | é;HS
Pna2, Tholo P, ZOREREBRIICE D720, fhdmlER
FHEREFIL,10CTKRED LINZ 2 & HBRT VW2 L A3 PO-CON(CH3)CH,SO5
ST, —HREMEHZET. KHANTIC 11 AICHRZFEENZEOEAY o-
(BEDT-TTF)»(PO-CON(CH;3)CH,S03) ) Th - 72D THET 5, 1 & 2 13T EEIT L
TWD, 2DLF94.970(7) A TH V| EEE, HEHER P2/c TRR LA R T 52
MEIZBE L W2, RF—2p0 T &7 =42 100NN THY, KF—E, 7=
FoEE BITBHICRFRHR LN H D T2 D0 R LTV, 2 DOMSL R —431 A,
BD5 6, A FOHDBT =74 & ORFREEZEM (O Radical spin centre **S BEDTTTF = 3.640(3),
O sulfo Growp ***SBEDT.TTF = 3.450(3) A) 2 L TV T, LA>L O---Svander Waals g (3.37
A) XV BEFREY, ZD-SOy & EBEHEM O H D A 43 FHNEIE+] Al THfRD 220
B - AMEIEHETH D Z &Y BEDT-TTF OFEEHEREC L 2050 JFES 0 SR
D (A,B 1% 0.956,0.121 ffli, HiE&(L#1% 0.887,0.113 ff)). 1 L[R2 A b T A 7RO
MBS 2 A LTz, EER. prr=144 Q-om, E, =023 eV O¥EETH 7=, pre
X1 £ H VAHRRE/NE <, 1O van der Waals £ 5 D 60 O suto Growp = *S BEDT-TTE
BEfil(3.0963) ATz, 1 DT =4 D 1 FE~D43NE| & 29 K —JgHN sy
WA E Ly kKE< LTwasoTizEEbhs, 32 (P -(BEDT-TTF);(PO-
CON(CH3)CH,S03), 1.5PhClL, 3) & -8R (prr = 6.3 Q-cm, E,=0.14 eV) T o 72,
1) 0-(BEDT-TTF)2(PO-CON(CH3)CH:2S03)-3H20 (orthorhombic form): Pna2i, a = 11.3672(2), b =
8.53265(15), c = 45.911(3) A, V' =4453.0(3) A3, T= 150 K.

2) a-(BEDT-TTF)»(PO-CON(CH3)CH2803) (monoclinic form): P2i/c, a = 8.7355(3), b = 11.4254(4),
c=41.8777(14) A, B=94.970(7)°, V' =4164.03) A3, T=150 K.
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