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Symmetry operations

(1 1 000

T (E—J28—) PT—T=C

FHRDH

WyckoffD it & ]
##%kﬁﬁﬁ'ia,b,-“’h&% No. 2 Pl
Sif. KBIT 3,

Ceperatofs selected  (1);  1(1.0,0); 1(0.1,0); {0,0,1): (2)

Coordinates Refieclion conditions

General;

2) 1.9.1 no conditions

2D F ML E ER, [RRD
D TRERMS TN D,

Special: no extra conditions

I 2 1T 041
(N A B R
e T 110
1 4 1 100
i ¢ 1 010
15 1T 004
1 a 1 000
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I 21P1 1
11a  none
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ora’ =b+c, b =2+c ¢ =a+bd)

Minimal non-isomorphic supergroups

I 121P 2 m; (21P 2,/m: (21C 2m: (2)P 2 c: 12]1P 2/ c: 12)C Y c: 131P3 (DR ]

I none
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24 m ..m P45 3% SEENE 35 O JEN 4% 8 SN 06 4% BENNY 3% 43 S 3% ¥ {
LIx L xx 20 xlL rx
oLl LA xXer Xaxr o xt X Lax
XL xlx (35 3% SR 3% 0 4 lxx H Y 99 4
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FIG. 1. Crystal structure of Mg, _ B-.
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Fig. 1. (A) Schematic views of the lattice and electronic structural changes accompanying the M-I
>hase transition in (EDO-TTF),PF,. A side view of an EDO-TTF molecule is shown. The unit cell
ncludes two and four EDO-TTF molecules in M and | phases, respectively (75). In the | phase, holes
are localized on EDO-TTF molecules with a flat structure due to CO, and quasi-neutral molecules
show a bent structure. In the M phase, charges (holes) are delocalized and PF, (acceptor) molecules
axhibit disorder (75-18). (B) Schematics for free-energy change accompanying M-I transition and
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Electric field response
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Results at 250 K
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