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Table S1. Selected intermetallic distances between Y atoms belonging to the same
hexanuclear entity in {[YsO(OH)zg](NO3),(bdc)(Hbdc),.2NO3.Hybdc} .

Atom1 Atom?2 Symmetry Distance (A)
Y1 Y2 X,Y,Z 2.981
Y1 Y3 X,Y,Z 2.976
Y1 Y2 2-x, 1-y, 1-z 2.992
Y1 Y3 2-x, 1-y, 1-z 3.007
Y1 Y1 2-x, 1-y, 1-z 4.225
Y2 Y3 2-x, 1-y, 1-z 3.005
Y2 Y3 X,Y,Z 2.975
Y2 Y2 2-x, 1-y, 1-z 4222
Y3 Y3 2-x, 1-y, 1-z 4.236

Table S2. Selected inter-metallic distances (<10A) between atoms belonging to adjacent
hexanuclear entities in {[YcO(OH)s](NOs),(bdc)(Hbdc),.2NO5.Hybdc} .

Atoml Atom?2 Symmetry Distance (A)
Y3 Y2 X, y, -1+z 9.454
Y2 Y2 2-x, 1-y, 2-z 9.636
Y2 Y3 X, y, 1+z 9.454
Y2 Y1 3-x, 1-y, 2-z 9.533
Y2 Y2 3-x, 1-y, 2-z 9.622
Y1 Y2 3-x, 1-y, 2-z 9.533
Y1 Y1 3-x, -y, 1-z 9.860
Y3 Y1 X, 1+y, z 9.639
Y2 Y1 X, 1+y, z 9.443
Y1 Y3 X, -1ty, z 9.639
Y2 Y3 2-x, 2-y, 1-z 8.864
Y2 Y2 2-x,2-y, 1-z 9.144
Y1 Y2 X, -1ty, z 9.443
Y3 Y2 2-x,2-y, 1-z 8.864
Y3 Y3 2-x, 2-y, 1-z 9.552
Y3 Y2 3-x, 1-y, 1-z 8.950
Y1 Y2 3-x, 1-y, 1-z 9.621
Y3 Y1 3-x, -y, 1-z 7.574
Y2 Y1 -1+x,y, z 9.813
Y2 Y1 3-x, 1-y, 1-z 9.621
Y2 Y3 -1+, y, z 9.151
Y3 Y3 3-x, 1-y, 1-z 7.331
Y1 Y3 3-x, -y, 1-z 7.574
Y2 Y3 3-x, 1-y, 1-z 8.950
Y3 Y2 1+x,y,2 9.151
Y1 Y2 1+x,y,2 9.813

Y1 Y1 3-x, 1-y, 1-z 8.872




100% 100% 100% 100%

c

S ’ ’ ’ ’

= 90% 90% 90% 90%

z Lng oL’y Lnggln’y, Lny N3 Lng el

3 80% 80% 80% 80%

&

Q. 70% 70% 70% 70%

c

2 60% 539 60% 60% 60%

= %

g 50% 50% 50% 50%

& 35 39%

£ 40% 6 40% 40% 2% 50n 40% .

S 265 %

= 30% I 30% 25% 6% 30% l 30%

il = = 19% [ ] =B 19%

s 20% 20% 20% 20% 18%

e 10% 8 12

9 0% 10% 5 . 10% 6% 10% 4% 5%

< 0% 0% 0% 1% l 0% 0% 2% 0% 1 0%

- oo% - — — - 0% - — - . o = — N 0% — = n
L 0 1 2 3 4 5 6 L 0 1 2 3 4 5 6 tl 0 1 2 3 4 5 6 W1 0 1 2 3 4 5 6
W2 ¢ s a4 3 2 1 o0 2 ¢ s a4 3 2 1 o m ¢ s a4 3 2 1 o0 W2 6 s a4 3 2 1 o0

Configuration Configuration Configuration Configuration
50%
Lngsln'es
40%
31%
30% 23% 239
20%
9 9
10%
2 I . 2
0% - -
nl o 1 2 3 4 5 6
m ¢ s a4 3 2 1 o0
Configuration
100% 100% 100% 100%
’ ’ ’ ’
s0% Lng4Ln’y 6 s0% Lngsln’y; s0% Lng,Ln"y g s0% Lng,Ln’y4
80% 80% 80% 80%
70% 70% 70% 70%
60% 60% 60% 60% 53:
50% 50% 50% 50%
39% 35
40% 40% 40% 40% %
n% 0% 3% [ ] -
30% < 30% 30% - 267 25% 30%
19% 19%
20% 14% 20% 20% 20%
12% . 10%
10% 5% I I 4% 10% I 6% 10% 8% 2 10% N
" o% 1% 0% % 0% 0% I % 0% 0% 0%
ox M - 0% n_~ 0% l - 0% - —
0 1 2 3 4 5 6 1 0 1 2 3 4 5 6 1 O 1 2 3 4 5 6 0 1 2 3 4 5 6
m ¢ s a4 3 2 1 o0 m ¢ s 4 3 2 1 0 m ¢ s 4 3 2 1 0 2 ¢ s a4 3 2 1 o0
Configuration Configuration Configuration Configuration

Figure S1. Relative abundance of the different hexa-nuclear complexes obtained from
mixtures of Ln and Ln’ ions (n = 1 0%).
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Figure S2. Powder X-ray diffraction diagrams of {Eug}w + {Ths}w (Top), {Eu3Ths}. (Middle).
and {[Eug] 12/ Tbe] 12}« (Bottom). Stared peaks have been attributed to H>bdc impurities.



