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Table S1. Crystallographic data for compounds 7a, 7b and 7e 

 7e 7a 7b 

Formula 
C17H21N5O5 C17H21N5O4S C17H27N5O4S 

Formula weight 375.39 391.45 397.50 

T, K 120 

Crystal system 
Monoclinic 

Space group 
P21/n C2/c P21/c 

Z / Z' 4 / 1 8 / 1 4 / 1 

a, Å 12.64650(10) 23.2992(5) 13.0403(5) 

b, Å 11.06250(10) 9.9484(2) 13.3193(5) 

c, Å 14.03670(10) 16.2653(3) 11.8357(5) 

β, ° 113.1430(10) 106.1440(10) 108.6530(10) 

V, Å3 1805.73(3) 3621.46(13) 1947.73(13) 

dcalc, g cm-3 1.381 1.436 1.356 

Radiation type CuKα CuKα MoKα 

µ, cm-1 8.7 18.98 2 

2θmax, ° 134 134 60 

Refls. collected /independent 18589/3175 45770/3196 25510/5681 

Observed refls. [I>2σ(I)] 
2935 3054 4665 

R1 0.0326 0.0318 0.0369 

wR2 0.0829 0.0816 0.0998 

GOF 1.055 1.062 1.042 

Residual density, eÅ-3 (dmax/dmin) 
0.259/-0.226 0.492/-0.371 0.383/-0.242 

 

 


