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Table S1: Crystal and structure refinement data for receptor 1

Receptor 1

empirical formula Ci4 H14N4O5
Fu 246.27
crystallizing solvent CHsCN

unit cell Monoclinic
space group P2(1)/c
T(K) 113(2)
dimensions

a[A] 13.341(3)

b [A] 6.5946(13)
c[A] 12.590(3)
angles

a[9] 90

B°] 93.03(3)
[ 90

VA% 1106.0(4)

z 4

F(000) 520
plgem?)] 1.479
p(mm™) 0.105
Reflections collected 8100
Unique reflections 2634

Rint 0.0415
Final R indices [[>20c1] R.*=0.0447, WR," = 0.1149
R indices (all data) R;=0.0572, wR,=0.1327
GOF 1.130

[a] Ri=X|Fol-[Fel/Z|Fol, [b] WRo=[ZW(Fo>Fc2)2 Sw(Fe2)2 M2



