
 

Table S1 Refinement details and crystallographic parameters for CP1 and compound 1. 

 CP1 Compound 1 

Empirical formula  C40H29LaN4O8S3  C18H18N2O5 

Formula weight  928.76  342.34 

Temperature/K  293.15  293.15 

Crystal system  Triclinic  Orthorhombic 

Space group  P-1  Pna2 

a/Å  10.3689(3) 14.621(7) 

b/Å  12.98540(9) 8.580(4) 

c/Å  15.85640(9)  13.097(6) 

α/°  106.0158(7)  90 

β/°  92.4584(14) 90 

γ/°  104.1024(7)  90 

Volume/Å3  1976.32(5)  1643.1(13) 

Z  2  4 

ρcalcg/cm3  1.561 1.384 

μ/mm-1  1.297  0.102 

Data/restraints/parameters  7842/0/505  2841/19/226 

Goodness-of-fit on F2  1.090  1.098 

Final R indexes [I>=2σ (I)]  R1 = 0.0465, ωR2 = 0.1230  R1 = 0.0696, ωR2 = 0.1520 

Final R indexes [all data]  R1 = 0.0577, ωR2 = 0.1311  R1 = 0.1354, ωR2 = 0.1709 

Largest diff. peak/hole / e Å-3  1.852/-1.150  0.45/-0.25 

 

  


