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Powder X-ray patterns simulated for compound 2(a) and measured for compound
3(b). Selected bond lengths (nm), bond angles (°) and hydrogen-bonding interactions
for 1 and 2 are in the supporting information. CCDC 874298 and 874297 contain the
crystallographic data for the compounds 1 and 2, respectively. These data can be

obtained free of charge via the Internet at http://www.ccdc.cam.ac.uk/data_request/cif

or from the Cambridge Crystallographic Data Centre, 12 Union Road, Cambridge
CB2 1EZ, UK; Fax: +(44) 1223-336-033, E-mail: deposit@ccdc.cam.ac.uk).
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Fig.S1 Powder X-ray patterns simulated for compound 2(a) and measured for
compound 3(b)



Table S1 Selected bond lengths (nm) and bond angles (°) for 1 and 2

Compound 1
Sm(1)-O(4)#1 0.2351(4) Sm(1)-N(4) 0.2535(5)
Sm(1)-O(2)#2 0.2402(4) Sm(1)-N(2) 0.2576(5)
Sm(1)-O(5) 0.2408(4) Sm(1)-N(5) 0.2577(5)
Sm(1)-0(3) 0.2457(4) O(2)-Sm(1)#3 0.2402(4)
Sm(1)-0(1) 0.2497(4) O(4)-Sm(1)#4 0.2351(4)
O(4)#1-Sm(1)-O(2)#2 81.65(14) O(5)-Sm(1)-N(4) 137.24(14)
O(4)#1-Sm(1)-O(5) 79.33(14) O(3)-Sm(1)-N(4) 65.63(15)
O(2)#2-Sm(1)-0O(5) 119.17(14) O(1)-Sm(1)-N(4) 70.03(15)
O(4)#1-Sm(1)-0(3) 81.52(15) O(4)#1-Sm(1)-N(1) 152.18(15)
O(2)#2-Sm(1)-0(3) 156.96(15) O(2)#2-Sm(1)-N(1) 126.02(15)
O(5)-Sm(1)-0(3) 72.70(13) 0O(5)-Sm(1)-N(2) 83.41(15)
O(4)#1-Sm(1)-0O(1) 139.58(14) O(3)-Sm(1)-N(1) 72.55(16)
O(2)#2-Sm(1)-O(1) 70.79(14) 0O(1)-Sm(1)-N(2) 63.52(14)
O(5)-Sm(1)-0(1) 139.97(14) N(4)-Sm(1)-N(1) 92.82(17)
0(3)-Sm(1)-0(1) 114.07(15) O(4)#1-Sm(1)-N(5) 120.01(16)
O(5)-Sm(1)-N(5) 65.07(14) O(2)#2-Sm(1)-N(4) 97.39(15)
O(4)#1-Sm(1)-N(4) 85.38(16) O(2)#2-Sm(1)-N(5) 76.52(15)
O(3)-Sm(1)-N(5) 125.85(15) N(4)-Sm(1)-N(5) 151.91(17)
O(1)-Sm(1)-N(5) 82.19(15) N(1)-Sm(1)-N(5)  70.44(17)

Symmetry transformations used to generate equivalent atoms:

#1 -x+1/2,y-1/2, -z+1/2;
#3 -x+3/2, y+1/2, -z+1/2,;

#2 -x+312,y-1/2, -z+1/2;
#4 -x+1/2, y+1/2, -z+1/2.

Compound 2
Ho(1)-O(2)#1 0.2302(3) Ho(1)-O(5) 0.2461(3)
Ho(1)-O(4) 0.2363(3) Ho(1)-N(3) 0.2496(4)
Ho(1)-O(6)#2 0.2373(3) Ho(1)-N(5) 0.2526(4)
Ho(1)-O(1) 0.2413(3) O(2)-Ho(1)#3 0.2302(3)
Ho(1)-N(1) 0.2461(4) O(6)-Ho(1)#4 0.2373(3)
O(2)#1-Ho(1)-0(4) 78.91(12) N(1)-Ho(1)-O(5) 70.59(12)
O(2)#1-Ho(1)-O(6)#2  80.88(11) O(2)#1-Ho(1)-N(3) 152.21(12)
O(4)-Ho(1)-O(6)#2 118.98(12) O(4)-Ho(1)-N(3) 84.17(12)
O(2)#1-Ho(1)-0(1) 81.78(12) O(6)#2-Ho(1)-N(3) 126.81(12)
O(4)-Ho(1)-0(1) 71.72(11) O(1)-Ho(1)-N(3) 72.00(12)
O(6)#2-Ho(1)-O(1) 157.13(12) N(1)-Ho(1)-N(3)  93.74(14)
O(2)#1-Ho(1)-0(5) 138.29(11) O(5)-Ho(1)-N(3) 64.61(11)
O(4)-Ho(1)-O(5) 141.50(11) O(2)#1-Ho(1)-N(5) 120.00(13)
O(6)#2-Ho(1)-0(5) 70.26(11) O(4)-Ho(1)-N(5) 65.93(12)
O(1)-Ho(1)-O(5) 115.21(11) O(6)#2-Ho(1)-N(5)  76.44(13)
O(2)#1-Ho(1)-N(2) 84.00(13) O(1)-Ho(1)-N(5) 125.54(12)
O(4)-Ho(1)-N(2) 136.85(12) N(1)-Ho(1)-N(5)  152.70(13)
O(6)#2-Ho(1)-N(2) 96.61(13) O(5)-Ho(1)-N(5) 82.29(12)
O(1)-Ho(1)-N(2) 66.77(12) N(3)-Ho(1)-N(5)  71.16(13)

Symmetry transformations used to generate equivalent atoms:
#2 -x+3/2, y+1/2, -z+1/2;
#4 -x+3/2,y-1/2, -z+1/2.

#1 -x+1/2, y+1/2, -z+1/2,;
#3 -x+1/2,y-1/2, -z+1/2;




Table S2 Hydrogen-bonding interactions in 1 and 2

Compound 1
D-H..A d(D-H) d(H...A) d(D...A) <(DHA)
N(6)-H(6N)...O(6)#1 0.86 1.99 0.2818(7) 159.9
N(3)-H(3)...0(5)#2 0.86 1.94 0.2788(7) 166.4
N(2)-H(2)...0(1)#3 0.86 1.92 0.2723(6) 155.7

Symmetry transformations used to generate equivalent atoms:
#1 -x+1, -y+1, -z;  #2 -x+1/2, y+1/2, -z+1/2,; #3 -x+3/2, y+1/2, -z+1/2.

Compound 2
D-H..A d(D-H) d(H...A) d(D...A) <(DHA)
N(2)-H(2)...0(4)#1 0.86 191 0.2753(5) 165.5
N(4)-H(4A)...0O(5)#2 0.86 1.89 0.2679(5) 152.3
N(6)-H(6A)...0(3)#3 0.86 2.04 0.2857(6) 159.5

Symmetry transformations used to generate equivalent atoms:
#1 -x+1/2,y-1/2, -z+1/2; #2 -x+3/2,y-1/2, -z+1/2; #3 -x+1, -y+1, -z.




